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COURSE INTRODUCTION

Objectives
1. Review regulations pertaining to the statistical evaluation of ground-water monitoring data
a.  Provide layman’s guide to the regulatory requirements
2. Introduce GRITS/STAT Statistical Software
3.  Provide an intuitive understanding of statistical thinking and analysis
a. Expand one’s statistical vocabulary
b.  Learn the right questions to ask when analyzing data
c.  Basic distributional models
4. Discuss basic techniques for interval estimation and hypothesis testing
a. ANOVA, t-tests
b.  Confidence, Tolerance, and Prediction Intervals
c.  Control Charts
d. Parametric versus non-parametric procedures
5. Learn specific statistical procedures for analyzing ground-water monitoring data:
a. Indicate appropriate use and how to use
b.  Provide warnings, limitations, and interpretations of results

c.  Discuss impact of specific assumptions on method performance

Summary of Current Regulations/Guidance

1.  Statistical Analysis of Ground-Water Monitoring Data Analysis at RCRA Facilities: Final Rules
a.  Subititle Cregulation: 53 FR 39720; October 11, 1988 (Hazardous Wastes)
b.  Subtitle D regulation: 56 FR 50978; October 9, 1991 (Municipal Solid Wastes)

2. Interim Final Technical Guidance Document: April 1989

3. Addendum to Interim Final Guidance: July 1992




Older regulations only listed CABF Student’s t-test
Regulations applied CABEF t-test incorrectly
a. Replicate sampling procedure
i.  Assumes static background
ii. Replicate samples not independent
iii. Too many false positives due to unreasonably low estimated variance

b.  Assumes normal distribution of original data

i.  Groundwater data often lognormal
ii. Did not handle nondetects appropriately

¢.  Could not accomodate large. number of comparisons

i.  High false positive rates
d. CABF t-test not a bad procedure but only appropriate for certain cases
“New"” statistical procedures
a. Give more ﬂexibility and adaptability to specific groundwater environments
b.  Sampling procedures based on site hydrogeology, not lab replicates
c.  Can accomodate:

i.  Departures from normality

ii. Unequal variances

iii. Temporal and spatial variability

iv. Nondetects
d. Methods include:

i.  Parametric and non-parametric ANOVA

ii. Parametric and non-parametric t-tests

iii. Confidence, Tolerance, and Prediction Inwrvals
iv. Control charts

v. Alternative procedures

C. Overview of Statistical Requirements

1.
2,

Statistical tests required for each monitored constituent in each downgradient well

Statisﬁcai inethod must be chosen from a list of options and specified within the operating
record

The statistical method must comply with certain performance standards

a.  Must be appropriate to observed distribution of data

b.  Must meet minimum false positive rates




¢.  Parameters for specific procedurcs must be protective of human health and the

environment

Unless comparing compliance data to a regulatory standard (e.g., MCL), statistical comparison
must be made between downgradient and background measurements

a.  Possible release indicated if there is a statistically significant increase over background

b.  Exceptions/alternatives for other cases detailed in guidance documents

1.  LAYMAN'S GUIDE TO THE STATISTICAL REQUIREMENTS

A. ' Tests required for each constituent in each well

1.

Rationale: if a release should occur, want to identify with some certainty which specific
constituent is polluting which specific well

Regulations prohibit the “pooling” of constituents in designing statistical procedures

‘a.  Pooling of constituents would involve testing the results from more than one constituent

simultaneously in an “omnibus-type test” such as ANOVA
b.  Danger: Omnibus tests require similar distributions in each of the data sets being pooled

i.  Distinct constituents can have very different observed distributions
ii. Can lead to misleading test results

¢.  Danger: The number of constituents for which testing must be performed can be very

large

i.  Using an omnibus test to combine a large number of “clean” parameters and one
“dirty” parameter can lead to misleading results
ii. Release indicated by the “dirty” parameter can be overlooked because the test shows

no overall statistical difference
Regulations also prohibit “pooling” of wells
a.  Twodifferent types of “pooling” when it comes to wells; one type OK, the other not

b. Inappropriate pooling of wells would involve testing of downgradient measurements in
one group as if the well identifiers had been discarded :

1. Example: using t-test to compare background against the pooled measurements
from two downgradient compliance points

c.  Danger: if a significant statistical result is obtained, which compliance point is
contaminated? Difficult to say and certainly not indicated by the statistical results

d. Appropriate pooling of wells involves tésting multiple wells simultaneously for a single
constituent with an “omnibus” test, where the well identifiers are kept intact and are built
into the testing procedure




“Omnibus” procedures like ANOVA keep the data at each well separately identified,
so that if an overall difference is found, the individual contaminated well can be
identified on the basis of the statistical results and further testing

Example: ANOVA would be used on the first example in two steps; if the overall
test showed a significant difference between the compliance points and background,
additional calculations would be made to identify the contaminated well

Tests must be chosen from a particular list of options

1.

Rationale: given the wide variety of statistical tests in existence and the vastly different
assumptions and requirements associated with these tests, EPA has tried to provide a
reasonable set of alternative tests that find practical application to groundwater data

EPA recognizes the need to standardize the set of potential tests down to a reasonable few, for
the sake of consistent evaluation by different analysts, and yet to allow flexible adaptation of
statistical testing strategies to a wide variety of monitoring scenarios and observed data

a.  Regulations allow for alternative tests not explicitly listed, if the test can be shown to be
applicable and to meet relevant performance criteria

The set of ““standard” statistical options includes: ANOVA (parametric and non-parametric

versions), t-tests, Control Charts, and Statistical Intervals (confidence, prediction, and
tolerance intervals) : v

a. t-tests and confidence intervals are not explicitly mentioned in the current regulations, but
have been approved for use by EPA on a regular basis

ANOVA: Analysis of Variance

a.  Use to compare background data versus measurements from one or more downgradient
wells v

Two-step procedure

i.  Overall test on all the data identifies any possible statistical differences

ii. If overall ANOVA significant, individual contrasts are run to compare background
data versus each individual downgradient well

In parametric version, original or log-transformed measurements are used; test evaluates

whether the mean concentration levels from any two groups being tested are significantly

different

In nonparametric setting, test is based on ranks of data rather than measurements
themselves

i.  Test known as Kruskal-Wallis procedure
ii. Testevaluates whether the median concentration levels from any two groups are
significantly different
t-tests

a.  More or less an ANOVA procedure run on only two groups: one set of background data
and measurements from one downgradient well

b.  CABEF t-test is one of many types of t-tests -




6. Control Charts

Involves data from a single well, plotted over time on a special graph

Well must be initially clean if used for detection monitoring; background information can
be collected at this well or from other similar background locations

Method allows visual tracking of constituent behavior at the well over time and visual
identification of possible contamination

Good for intrawell comparisons, when measurements cannot be directly comparcd-with
data from other background locations (perhaps due to heavy on-site spatial variability)

7. Statistical Intervals: Confidence, Prediction, Tolerance

These metﬁods often used for special circumstances

Use confidence or tolerance intervals when comparing downgradient measurements from
a well against a known regulatory standard (e.g., MCL)

Use prediction intervals when doing intrawell comparisons or when comparing very
limited compliance data versus background (e.g., collection of one compliance sample
per well every 6 months) - :

All interval procedures estimate a range of values designed to represent some aspect of
either the background or downgradient well populations

C. Statistical method must comply with performance standards

1. Must be chosen in accordance with observed distribution of data

a.

All statistical tests assume something about the distribution of data

i.  Parametric tests assume the data follow a specific form like the normal or lognormal
distribution

ii. Nonparametric tests usually assume the data are symmetric or perhaps identically
distributed from group to group

Distributional assumptions can be critical to getting the right answer from a test

i.  Example of lognormal benzene data -

Care must be taken to match the statistical method with what is known about the data
distribution

i. _ Transform the data or change the method used if warranted by the data distribution
Common examples:

i.  Normal versus lognormal data in parametric tests
ii. Data with many non-detects

2. Test must meet minimum false positive rates

a.

Seems odd: if a false positive (i.e., identifying contamination at a “clean” wéll) is a bad
thing, why force the statistical test to operate under a minimum false positive level?




Key is relationship between false positives, false negatives, and statistical power

i.  Statistical power measures a test’s ability to identify contamination when it in fact
exists

ii. False negatives occur when test misses real contamination

Since statistical power is inversely related to false negative rate, increasing the power will

lower the chance of false negatives-and raise the efficiency of the test in finding —

contamination

But, lower false positive rates generally also linked with lower statistical power

To maintain certain level of power, must not allow false positive rate to drop too much;

hence the regulation that individual comparisons have a false positive rate of at least 1%

and ANOVA tests have a false positive rate of at least 5%

g. Overriding EPA goal: maintain adequate statistical power so that contamination is
identified when it exists

Parameters must be protective of human health and the environment

a. For most statistical procedures, certain parameters or settings must be chosen to calibrate
the method to a specific data application (e.g., false positive rate)

Choice is not arbitrary, but must be such that adequate levels of statistical power are
maintained while at same time minimizing false positive rates to the extent possible

i.  Regulations allow for flexibility in design parameters for prediction and tolerance
intervals and control charts as long as “reasonable confidence” test is met

If necessary, test must appropriately account for nondetects

a.  Often need to use a non-parametric procedure as an alternative

If necessary, test must control for temporal and spatial variability
a. May need to run an intrawell comparison or to compute spatially- or time-adjusted
measurements
D. Notes on Establishing Background Data
1. Establish background data with intent of
a.  Gauging average levels and variability in naturally-occurring constituents, or
b. Confirming the absence of other constituents
2. Beware the consequences of small background sample sizes
a. Much more statistical power comes from larger sample sizes
b.  Statistical tests do not operate on a pass/fail basis, but rather on a no-decision/fail basis
i.  Sometimes a statistical test will be inconclusive (i.e., not fail) simply because the

sample size is too small
ii.  Such cases could lead the analyst to miss possible evidence of contamination




IIL.

Therefore, sample from background wells as often as is feasible
a.  Better to sample a few constituents frequently than many constituents infrequently
b. Replicate samples are not statistically independent and do not count as separate samples

c.  When background wells cannot be sampled frequently, consider pooling data from
multiple background wells to increase overall background sample size

When should data from multiple upgradient wells be pooled for statistical purposes?
a. Wells should generally be screened in same hydrostratigraphic unit
b. Groundwater chemistry should be similar

c.  Comparisons should be made with bar charts, pie charts, and tri-linear diagrams of major
constituent ions '

In intrawell comparisons, the historical or past data from the well is often treated as the de facto
background data for use in the statistical procedure

When comparing compliance point data to a regulatory standard, no background data is
explicitly used. However, in some cases the regulatory standard may be estimated from
observed background levels on site
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Basic ground-water paradigm:

1.

Background and compliance point wells located upgradient and downgradient of potential
source of contamination

Collect statistically independent samples from compliance wells and background wells on a
periodic basis

Make statistical comparisons of compliance data to background data, or compliance data to a
fixed standard in the permit .
Must decide each testing period whether contamination has occurred, based on statistical
analysis

Application of statistical thinking to ground-water setting

1.

In ground-water setting, the sample results will vary from period to period even if no release or
contamination has occurred. Why?

a. Variation in lab measurements of concentrations of individual samples
b.  Sampling variability from field collection and handling




c.  Natural variation in background levels of pollutants
d. These factors contribute to random variation in sample results that will be observed
whether or not contamination has occurred

2. Despite sample fluctuations due to random variation, want to know if the average compliance
concentration is significantly higher than the average background concentration

a.  Note that the degree of fluctuation in background and compliance point data relative to the
difference in average background and compliance point concentration levels plays a |
crucial role in distinguishing background behavior from compliance point behavior .

b.  Only by careful measurement of sample variability can we accurately make statistical
inferences about behavior of overall population (e.g., whether long-term average
concentration level at compliance point is greater than background levels)

c.  Because we only get to observe a small sample of the measurement population, forced to
use the sample results to describe the overall population characteristics (known as
statistical extrapolation or inference) !

3. One way to answer above question is to set up hypothesis test using the results of sample |
ground-water analyses |

a.  Hypothesis test makes a decision as to which of two competing notions is closer to the
truth, based on the available sample results

b.  Used in groundwater monitoring setting since samples are costly to analyze; only limited
data typically available for statistical purposes

c.  Example: Flip a coin 100 times and get all heads

What do we decide about the coin? What is chance of getting heads on next toss?
Answer: Chance is 100%. Why? Because coin is almost certainly 2-headed!!
Notion being tested is whether or not coin is fair

If we say the coin is fair, what evidence can we use to support our claim?

Pr(100 heads in 100 tosses of fair coin)= (1/2)100= roughly zero

vi. But, alternative notion that coin is 2-headed is well supported by evidence at hand
vii. Key is to determine which hypothesis is best supported by the evidence

< FpEe

4. In ground-water setting, make sure the hypothesis being tested is appropriate to the stage of
monitoring or remediation

a.  Indetection or compliance monitoring, this becomes Hy: No release versus Ha: Evidence
of release, e.g. "innocent until proven guilty" or "clean until proven dirty"

b.  In corrective action, the null hypothesis changes to H,: "guilty until proven innocent" or
“dirty until proven clean”

c.  Choose a statistical test that measures whether the sample data side better with the null
hypothesis or the alternative

C. Overview of probability distributions

1. Key to making a hypothesis test work is to describe the mathematical behavior of the sample
data. To do this, we often try to fit the sample data to what’s known as a probability
distribution




Because concentrations of pollutants vary in space, over time, etc. in a random but often
somewhat regular manner, need to introduce probability models that describe behavior of
random variables : : .

a. . Any probability model is only an approximation of the actual physical setting

b. Often want a model that is mathematically tractable to facilitate statistical calculations

. Probability Distribution -- Mathematical model to describe the behavior of a random variable

a. Though we can't predict the next value or measurement, we can attach a probability (i.e.,
how likely it will occur) to each possible value by using a probability distribution or
. model B

b. Once a probability model is chosen, we can predict the average behavior of the random
variable and other aggregate characteristics

c. Example: modeling radioactive panicies using the Poisson distribution
A
Pr{X=x}= e

d. IfA=4, then Pr{X=2}=14.7%. Also, the average value and the standard deviation of X
under this model both equal A or 4. These results follow solely from the mathematical
form of the the distribution ’

D. Nommal Distribution

1.

Most common example of probability distribution in theory and practice is the familiar bell-
shaped curve ' - : -

Normal distribution is a very specific mathematical model
a.  Formula for normal probability model:

pr{x=x}= ol 3224}

b. Data are called normal only when distributed according to t.his.equation

i.  Under normal curve, about two-thirds of all the measurements will fall within 1
standard deviation (SD) of the average

ii. Approximately 95% of the measurements will fall within 2 SDs of the average

iii. Only 5% of the values will fall in the extreme tails beyond 2 SDs

‘c.  The name “normal” does not imply that other types of data are “abnormal”; lots of typical

data do not follow the normal probability model
Normal distribution so common because of central limit theorem (CLT)

a. Theorem states that sums and averages of random variables tend to be normally
distributed, even if original random variables do not follow a normal model

b. Example: Consider distributions of weights of set of people

i.  Each body part has a random wéight, all of which must be smnmed together to find
total body weight -




ii. Should expect such total weights to be approximately normal

Example: Spring-loaded scale leads to model of normal measurement error that is also
based on CLT reasoning

Because we often use the average of individual sample measurements to estimate the true
population average, the normal distribution is quite useful in many statistical tests

i.  Normal distribution is also quite mathematically tractable and so has been studied
and used extensively in part for this reason

E. Exploratory Data Analysis (EDA)

1. First step in any statistical analysis should be to explore the data for important statistical
features and to establish good potential probability models for fitting the measurements

a.  Though quite useful, the Normal distribution is not the only candidate model for fitting
data; to get correct analysis results, it can be especially important to distinguish when in
fact the Normal distribution should not be used

EDA consists of basic tools and techniques one can use to decide on good model choices

a.  Generally, one wants to perform these calculations via computer software such as
GRITS/STAT, GEO-EAS, or MINITAB, but can also explore small data sets by hand
computation .

F. Initial Graphical Analysis: Time Plots
1. Bestinitial summary of data is through a graph; picture is worth a thousand data points
2. Time plots offer graphical method to:

a.  Seeall or most of the data simultaneously on one graph

i.  Time plots also display th.-variability in concentration levels over time and can be
used to indicate possible outliers :
ii. More than one well can be compared on same plot to look for differences between
wells
b.  View changes in data at a particular well or wells over time

i.  Data can easily be examined for trends, perhaps due to changes in background
water quality, contamination, etc.

How to construct
a.  Order well measurements by date of collection
b. Plot analyte measurements on y-axis by date of collection on x-axis

c.  GRITS/STAT can construct time plots for one or more wells automatically

G. Central tendency and dispersion




1.

Two basic characteristics needed to fit any probability distribution to sample data
a.  Average behavior (e.g., mean or median)

b. Sample variability of random variable, i.e. how much it varies from measurement to
measurement (e.g., standard deviation (SD) or interquartile range (IQR))

2. | Purposc want to describe gmg_a,l_lgng;mn behavior of random variable

a. Numerical estimates of central tendency:

i.  Sample mean: sum of all data divided by number of data points

ii. Sample median: middle point of data after ordering from low to high

iii. Both statistics estimate the typical or average behavior of the data set, however,
median is much less influenced than mean by extreme or outlier measurements

iv. Median also less affected by real changes in concentration over time (i.e.,
contamination)

v.. - If sample mean and median are very different, data may be skewed or contain
notable outliers (sometimes because of contamination)

b.  Numerical estimates of variability:

i.  Sample variance and standard deviation (SD): variance represents the average
- squared deviation from the sample mean; standard deviation is the square root of the
variance and can be looked at as the typical distance that an individual measurement
might be away from the sample mean
ii. Interquartile Range (IQR): difference between the 75th and 25th percentiles of the
data; represents the range of values covered by middle 50% of the observed
distribution : : o ,
iii. Both statistics estimate the amount of spread or variability in the data, however, the
- IQR is much less influenced by outliers ‘

iv. If SD and IQR are quite different, data may be highly skewed or contain significant
outliers

H. Graphical Estimates of Central Tcndency and Variability: Boxplots

1.

Quick way to visualize the distribution of data at one or more wells

a. Basic box plof graphically locates the median, 25th, and 75th percentiles of the data set;
some box plots also show other percentiles of the data and/or the minimum and
maximum measurements

i.- In GRITS/STAT, not only the median but also the sample mean is shown on any
box plot

ii. GRITS/STAT version also graphs the minimum and maximum values of each data

Range between the ends of a box plot represents the Interquartile Range (IQR), which can be
used as a quick estimate of spread or variability

When comparing multiple wells or well groups, can line up box plots for each well side by side
on same axes to roughly compare the average and variability in each well

a.  Use this technique as a quick exploratory screening for the test of homogeneity of
variance across multiple wells, before doing a formal test such as Levene’s
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b.  If two or more boxes are very different in length, the variances in those well groups may
be significantly different

c.  Box plots may be constructed on original data or residuals of original data

I. Symmetry versus skewness

1.

Many types of data are symmetric about a specific value and hence are modeled by symmetric
probability distributions like the normal curve

Just because distribution is symmetric does not jmply normality, however
a. Example: Students t-distribution is symmetric but not normal

b.  Reason: t-distribution has fatter tails, hence a greater portion of possible random values
are farther from the mean than with normal curve

¢.  Remember: normal curve is one model with a specific mathematical formula governing
the chance/probability that a specific value will be observed. Other models exist that
better "fit" certain types of data, and some data don't readily follow any standard
probability distribution model v

Another property important for selecting models for groundwater monitoring data is skewness

a.  Normal distribution is symmetric about its mean and median; any negative or positive
number is a possible value of a normal random variable

b.  Some data distributions are pot symmetric, but skewed to one side or the other
c. A skewed distribution is lopsided, with uneven or unbalanced tails

Lognormal is great example of distribution with positive skewness and one that serves as a
useful model in practice for groundwater monitoring data

a. Income distributions often modelled by lognormal model; most incomes fall in the low to
middle class range, with a small percentage of wealthy incomes skewing the right tail

b.  In our context, most ground-water data is strictly positive-valued, putting lower bound
on possible data range, but leaving upper end open (e.g., minimum concentration=0,
maximum concentration=pure product) o

¢.  Most environmental concentration data are found to be approximately lognormal (this
includes water quality data)

d. Lognormal distribution gets its name because the logarithms of random lognormal values
are normally distributed

i.  Key point for later: because of this fact, can often use statistical methods designed
for normal data on the logs of lognormal data

Numerical estimates of skewness

a.  Look at skewness coefficient: represents the average cubed deviation from the sample
mean
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b. For symmetric distributions, skewness coefficient will be close to zero; for asymmetric

distributions, skewness will be either negative or positive depending on whether the left-
hand or right-hand tail is longer than its opposite

c. Highly skewed data indicate non-normality; lognonnal'disn'ibution has positive
skewness, normal distribution has zero skewness

d. Coefficient of variation (CV=SD divided by sample mean) sometimes used to indicate

skewness, but not as direct or reliable a measure as the skewness coefficient

i. CV of logged measurements particularly unreliable as a measure of skewness,
especially when negative values are possible ‘

Graphical Assessment of Skewness and Distributional Fit: Probability Plots

1.

Very useful visual technique for comparing data to a potential probability model, especially in
tails of a distribution ,

a.  Example: often useful for deciding between normal and lognormal models

Basic idea: plot ordered sample values versus corresponding expected qnamiles OT Z-SCoTes
from N(0,1) :

a. Specifically, plot xg versus &-1[i/(n+1)]

b. Many computer packages such as GRIT S/STAT and GEO-EAS will construct p-plots
automatically , : :

Probability plots (p-plots) can directly show different types of departures from normality
a.  Skewness
i.  Boxplots can also give graphical indication of skewness
b.  Short versus heavy tails
c.  Outliers A
Stra.ighf line fit, particularly in the tails, is sign of approximately normal data
a.  Compare benzene example data on original versus logged scales

b. Linear fit of logged concentrations suggests original data approximately follow a
lognormal distribution. :

Can construct a p-plot with as few as 2 or 3 samples, though such a plot would not be very
meaningful. .

a.  No test of normality will give meaningful results in that case

b.  With fewer than 6-8 samples, supplement p-plot with a numerical test of normality such
as the Shapiro-Wilk test described later

c.  With very small samples, use logs of data under the default assumption that the data are

lognormal or substitute a non-parametric technique
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IV.  BASICS OF HYPOTHESIS TESTING

A. Concept of statistical hypothesis test

1.

One basic way to identify statistical evidence of contamination is via an hypothesis test between
two competing alternative scenarios:

a.  Hp: No contamination at compliance point

b. Ha: Contamination has occurred

Idea is to decide which alternative is better supported by sample evidence, then make decision
based on strength of the data

a.  In ground-water monitoring framework, decide if the compliance point data belong to
same population as the background measurements or from a different, more contaminated
population

b. Note: In claSsical framework, the two competing hypotheses are not given equal weight
at the outset

i.  Think of a legal trial to judge someone accused of a crime
ii. In that case, the competing hypotheses are:

Hp: Suspect innocent
Hp: Suspect guilty

iii. The two choices are not given equal presumption. In fact, we assume Hy unless
the evidence proves "beyond reasonable doubt" that the suspect is guilty

iv.  Much the same is true in statistical hypothesis testing where we demand strong
evidence to decide against the null hypothesis Hy

c. Note: At some RCRA facilities, the usual hypotheses are reversed

i.  Contamination is assumed and the facility must prove that its cleanup procedures
have succeeded

ii. May need a statistical test to measure the changing trend in contamination levels
over time

Steps involved in hypothesis testing include:
a.  The hypothesis to be tested (often called the null hypothesis Hy) is set up so that—

i.  the observed data or statistic (e.g., the sample mean) will follow a known
probability distribution

ii. the hypothesis represents the assumed condition (e.g., the average concentration of
a suspected pollutant of ground water might be assumed to be zero)

b.  An alternative hypothesis (sometimes called the motivating hypothesis, Hy) is set up so
that— ,
i.  under this alternative hypothesis, the data or statistic will follow a distribution
different from that under Hy in a mathematically predictable way
ii. Forexample, Hp might specify that the average concentration of a suspected

pollutant in ground water is large, leading to a measured concentration greater than
Zero
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c. The measurements are taken and the statistic(s) calculated from the data (e.g., sample
mean)

d.  The results are compared with the distribution predicted under the null hypothes1s Ho. If
the probability of the observed result is very small (typically less than 5% or 1%) it must
follow that either:

i.  an unlikely event occurred because of random variation (i.e., by chance), or
ii. the null hypothesis Hy is incorrect

e.  We conclude that Hp is incorrect, but there is still a possibility that our conclusion is
incorrect instead (i.e., Hy is actually true, but we observed an unlikely event by chance)

4. In-class construction of hypothesis test: Gambler’s ruin

5.  Since hypothesis test involves deciding between two alternatives, as in a criminal trial, we can
make two distinct errors:

a. Hang the innocent by mistake or free the guilty
b. In statistical terms, can either:

i.  Accept Hy when H true (false positive)
ii. Accept Hg when Hy true (false negative)

c.  The following table lays out the possibilities:

DECISION

Accept Hyp Accept Ha

| Hp | False Positive
TRUTH '

Ha False Negative

6. The two types of error are respectively called Type I and Type II errors
a.  Type I errors known as false positives while Type II errors known as false negatives

b. Probability of a Type I error is the chance of rejecting a true null hypothesis, denoted by
the Greek symbol o
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In ground-water setting, false positives occur when the statistical test falsely indicates
that contamination is present when it is not

We can calculate & gr set up the hypothesis test to make ot a specific value. Alpha is also
known as the significance level of the test

The probability of a Type II error is the chance of failing to reject a false null hypothesis,
denoted by the Greek symbol B

False negatives represent cases where the statistical test wrongly fails to identify
contamination when it is present : v

Often we work with the complement of B, that is, 1—P, and denote this probability as the
power of the test

i.  Power represents the probability that the statistical test will correctly identify
contamination when it is present

ii. Power of a test depends on the significance level o, the amount of data available,
and how much the alternative differs from the null hypothesis

iii. In ground-water setting, statistical power thus depends on how high the average
concentration of the pollutant is relative to background; large concentration
differences are easier to detect than small ones

7. Ilustration: Swedish parking ticket example

a.

Person accused of overtime parking because two tires were marked by an officer (say at
2 o’clock and 6 o’clock positions) and found in same position one hour later

Defendant claimed that he had rriovéd the car, returned, found same parking space, and
that the position of the wheels matched up by pure chance

Hypotheses — Hp: Defendant is innocent Ha: Defendant guilty of overtime parking

Type I error: chance that judge rules against defendant even though not guilty

Type II error: chance that judge lets defendant off hook even though guilty

Power: chance that judge correctly finds defendant guilty (i.e., that car was not moved as
claimed) '

If each of the 12 hourly positions is equally likely under Hy, and the two wheels rotate

independently, the probability of finding the tires in the same positions as the defendant
claimed is (1/12)(1/12)=1/144 or about 0.0069. This is the Type I error.

i.  Why? Because if the judge finds the defendant guilty, this is the chance that he was
actually telling the truth instead :

Judge ruled that this possibility was likely enough to acquit the defendant (that is, the

judge used a significance level for the test of about 0.001, compared to the more usual

levels of .05 or .01). Judge also ruled that if all 4 tires had been marked and found later

3% fl?e in the same position, the evidence would have been strong enough to convict the
endant :

B. Nuts and Bolts of Hypothesis Testing: Sampling distributions

1. Key step in making an hypothesis test work is to calculate the chance that the statistic
(computed from the data) could have been observed under the null hypothesis, Ho
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a. To do this, need to know the distributional behavior of the statistic in question, that is,
what would we expect to observe, mathematically, if Hy is true

Idea of sampling distribution: ‘V

a.  Statistics like the mean or total sum are built from individual random variables and also
random in nature, that is, are glso random variables -

- b. . By Central Limit Theorem (CLT), when we create new random variables by forming the
sum or average of other random variables, the new quantity tends to have an
approximately normal distribution, no matter what distribution we started with

c. If we use an average or sum as our test statistic (or sometimes even a function of these
quantities), we can expect the test statistic to behave appm)umately like a normal random
variable

i.  Warning: CLT applies smctly only to large samples and only approximately to
smaller samples; it may not apply to small samples from highly skewed underlying
populations

But not just any ‘normal distribution

a. Let N(+) denote the normal distribution, 4 denote the mean, and 62 denote the variance of

the original population (that is, suppose the individual measurements are random values
from this probability model)

b. Variance of the sampling distribution of the mean depends on the sample size and is not
equal to 62 ' :

c. . Example: If we start with N(i1,02), then distribution of the mean of n random
observations is N(i, 62/n)

i.  Note that the variance is reduced by a factor of n :
ii. Allows us to predict the behavior of the sample mean with much greater accuracy
than the behavior of any single random measurement

So why is the sampling distribution of the mean important?

a. Trying to determine charactenstxcs of underlying mg_tm_ n based on the limited
information contained in the set of collected samples (often to estimate the true population
average)

b.  Variability of sample mean is much less than that of any single observation, allowing us
to better pinpoint the true population mean from the sample average than from any single
'measurement

c. Example: Suppose we're trying to decide on most appropriate normal model for logged
concentrations of benzene at a particular well. Want to know if true mean is J; or pz

i.  Inthis example, suppose that j; has been determined from background data levels
and the average concentration of compliance point samples at neighboring wells .
leads to the competing alternative y '

il. If X, represents a single observation, it may be hard to decide on basis of X alone
.~ which model is best. However, the sampling distribution of the mean tells a much
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clearer story, so that if we observe a sample mean of X as in picture, we are much
more willing to believe that the true average is 1, rather than p;

Why? Though dispersion of X is large enough to support both models, the
variance of X is small enough to rule out one model easily

5. Summary
a.  Combine individual measurements into an appropriate summary statistic, T,
b.  Sampling distribution describes the statistical behavior of T,
i.  Under Hy, one can gauge whether the calculated value of the statistic is too extreme
or unlikely (i.e., is the chance too small?)
ii. Behavior of the statistic under Hy is critical to performing an hypothesis test
iii. If Ty is too extreme or unlikely, Hy will be rejected
Sometimes T, does not seem like a natural data summary, but is used because its
sampling distribution is known
C. TypeIerrors: False Positives or False Alarms
1. Definition: Accept Hy when Hy is true
2. Why should we minimize this?

a.  Think of a smoke detector. Only want smoke detector to go off if in fact there is a fire.
If the detector is in the kitchen and goes off every time you put something on the stove,

you would get a bunch of false alarms

Since we want the alarm to go off only when there's an actual fire, we might try to
minimize the rate of false alarms or Type I errors by moving detector to another room of
the house

Now suppose we are running a t-test to decide if average concentration at a particular well is 1
ppbor S ppb

a.  Setup hypothesis as

Ho:p=1ppb
Ha: =5 ppb

Consider sampling distribution of mean concentration, X. If X exceeds a certain critical
value, we will decide to reject Hy, that is, if X is 100 big. In other words, reject Hy if
the observed value of ¥ is too unlikely under Hy

In this setting we choose a decision criterion, the critical point, based on minimizing the Type I
error

a.  No matter what critical point is chosen, have a small chance of observing a sample mean
more extreme than this value coming from the null distribution with true mean p=1 ppb

b.  However, this chance gets smaller and smaller as the critical point is increased




5. Usual strategy is to set @ to some small level, say 5% or 1%, and then choose the critical value

based on the specified a

a. Why? Though EPA often more concerned with false negatives than false positives, we
rely on fixing o because we cannot usually define a minimum magnitude of
environmental concern (e.g., the minimum difference in concentration that we want the
test to almost certainly detect)

i.  Remember that power, the complement of the false negative rate, depends
significantly on the magnitude of the true difference between the null and alternative
hypothesis means
b. If a minimum magnitude of concem existed, a test could be designed to minimize the
false negative rate (and maximize the power) instead of the false positive rate
D. ' Sensitivity (Power) and False Negatives (Type II Errors)
1. Type I error is the chance of a false negative
| a. Example: This sort of error of particular concern in AIDS blood testing

b. If blood test doesn't detect AIDS antibodies, then AIDS tainted blood might be used on
patients

c.  Sometimes have to minimize false negatives more than false positives to be safe

d. In ground-water testing, false negative means that contamination is present but the test
did not identify the ground water as contaminated

2. What happens to Type II error when we choose a critical point?

a.  Since critical point of test is generally chosen by fixing ¢, false negative rate (B) will
depend on two factors:

i.  Difference between the alternative mean and the null mean, relative to the standard
error; farther apart the alternative means, smaller the B (since it is easier to detect
large differences than small differences)

ii. Magnitude of the standard error of the sample mean. This in turn depends mostly
on sample size; larger the sample size, smaller the B

ili. Since a is fixed, raising the sample size is generally only way to limit both types of
errors simultaneously

3. In ground-water testing, statistical power is the complement of Type II error and equals the
probability that the statistical test will find real contamination

a. Minimizing the false negative rate thus raises the power of the test to reject Hp
b.  Example: Leaky tank study — test specified to minimize Type II error
4. Want statistical power to be as high as possible. Why?

a.  Example: Airport Security Device — imagine the scanner used to detect weapons at
airports; device designed to buzz when a metal object is detected

i.  Such devices can be fine-tuned to increase or decrease their sensitivity to metal
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b. Naturally want the device to be poWerful (i.e., sensitive) enough to pick up substantial
metal objects when they exist, for security reasons

c.  Don’t want device to buzz too infrequently, or wéapons might pass through the security
checkpoint (i.c., false negative). In this case, one can avoid false negatives (i.e., Type I |
errors) by increasing the sensitivity of the device to metal objects i

d. Atsame time, don’t want the thing to buzz too often or be so sensitive that any minute |
piece of metal (e.g., non-weapon) will be picked up. That is, don’t want too many false
positives : :

5. Airport example leads to general relationships between power, Type I, and Type II errors !

a.  As sensitivity or power increases, false negatives drop; as sensitivity or power decreases,
false negatives increase |

b.  As sensitivity increases, false alarms tend to increase too, though the relationship isn’t
precisely linear '

¢.  When applied to ground-water monitoring setting:
i.  TypeI error — chance that test indicates contamination when it’s not there
ii. Type I errors — chance that test fails to indicate real contamination
iil. Statistical Power — chance that test will correctly identify cases of ground-water
contamination
E. P-values

1. P-values often used by statisticians as an alternative to critical points for evaluating the results
of a statistical test

a.  As noted before, one way to set up an hypothesis test is to fix the significance level o (at
say 1% or 5%) and compute the critical point necessary to achieve this level

b.  When the test statistic exceeds this critical point, the null hypothesis Hp is rejected and
the test fails at the o level of significance '

i.  Note that the smaller the o, the more extreme the critical point relative to the null
distribution mean and the stronger the evidence against Hy

c.  Since o represents the chance, precisely af the critical point, that one would observe a test
statistic at least that far away from the null distribution mean, the key issue is not how far
away the test statistic is but rather what the chance is of observing such an extreme value

2.  Ap-value represents the probability of observing, under the null hypothesis, a test statistic as
or more extreme than that found from the data

a.  Rather than compute a critical point, one merely computes the p-value

b.  If the p-value is small enough (maybe less than 5%), reject Hy

3. Advantage of a p-value is that the exact chance (e.g., 2.3%) of the result is reported rather than
just a given significance (c) level




a. Can compare the relative strength of thc results of two d1fferent tests more easily using p-
values

b. However, difference between using p- valucs and critical points is really a matter of
perspcctxve and not one of significant substance

V. CHECKING ASSUMPTIONS
A. Overview: Statistical models of actual data are approximations of reality. To be used and interpreted
properly, the models and statistical test procedures make critical assumptions about the data

1. Why? Many procedures do not perform accurately or efficiently when data don’t follow a
particular distribution (e.g. normal or lognormal), when outliers are present, when the data are
not independent, or when seasonal patterns exist in the data (a type of non-independence)

2.  Thus, itis important 1o check the data to see whether they meet the required assumptions before
usmg a specific statistical test . .

B. Checking assumptions about the distributional model

1. Cannot confirm that a particular model perfectly fits the data, only that alternative models fit the
data more poorly, i.e., model fitting is mostly a process of eliminating bad models. Best we
will do is to say a given model provides an approximate fit

2. In ground-water monitoring, checking model asshmptions' is very unportant

a.  Choice of an appropriate probablhty model for data can affect the results of statistical
tests ‘

b. Example: normal versus lognormal data: If data are lognorrnal and highly skewed,
chances are good that tests on the original data will not show a difference in means even
if it exists

i. ~ Use of original data implicitly assumes a normal distribution
ii. Original data too skewed for normal-based tests to pick up differences in population
means

c. Insuch a case, if a significant difference exists, it will only be found by testing the logs
. of the original data (and implicitly assuming an underlying lognormal population)

3.  Guidelines for checking distributional assumptions in ground—water monitoring data analysis

a.  If testing for normality of original data, run tests on the raw measurements; if testing for
lognormality, run tests of normality on logged groundwater monitoring data

b.  Tests for normality should usually be run separately on background well and compliance
well data, since the two well populations may havc different dlstnbuuons in the presence
of contamination

i.  Unless the test is run on the residual values from each well after subtracting the well
mean
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C. Tests for normality

1.

Coefficient of variation (CV) = Vg versus skewness coefficient (y;)

a.

CV listed in original RCRA guidance document because it is easy to calculate and can be
used on small sample sizes, but often not a reliable indication of model appropriateness.
Why?

i.  Cutoff in old guidance is to reject normality if the CV is larger than 1

ii. Buteven when true coefficient of variation is between (0.5,1), will often get sample
CV greater than 1 ‘

ili. Also normal data can sometimes have CV greater than 1, especially if negative data
values are possible

iv. Recommended cutoff of 1 designed to limit the fraction of negative values
associated with a probability model of concentration data

v.  When testing for lognormality using the logged measurements, however, may have
many negative values. In this case, the CV test can be very misleading

For positive data, CV does give an indication of data skewness, but better to compute
sample skewness directly

i.  For normal data, expect a skewness coefficient of zero. Non-normal data will have
a positive or negative skewness depending on the type of distribution
ii. Robustness of t-statistic deteriorates rapidly for y; greater than 1 [Reference: Gayen

(1949)]

iii. Sample skewness ¥; can be computed approximately as ratio of the average cubed
residual to the cube of the standard deviation (SD)

iv. Many statistical packages will compute the skewness automatically (e.g.,
GRITS/STAT, GEO-EAS, Minitab)

Chi-square test (%2)

a.

Also listed in original Interim Final Guidance, but not currently recommended for testing
normality. Why?

Most parametric tests like t-test or ANOVA tend to be fairly robust (i.e., valid and
efficient) even when the normal assumption fails over the middle ranges of the
distribution

Problems occur when the data significantly depart from a normal model in the tails of
distribution (e.g., large degree of skewness)

Chi-square test involves dividing sample data into bins/cells based on distinct value
ranges and then determining the expected number of observations that should be in each
bin assuming a normal distribution

If:.if,2 test says data are not normal, it doesn't tell us how they are non-normal, since
departures in the middle bins are given same weight or importance as departures from
bins representing the tails of distribution

As such, the %2 is not as likely to indicate whether some other test procedure for handling
non-normal data is really necessary (Reference: Miller, Bevond ANOVA)

Even if there are departures in the tails but the middle part of distribution is fairly normal,
%2 may not register as significant, whereas some other tests of normality would
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Probability plots (p-plots) and Filliben’s probability plot correlation coefficient

a.

As discussed, a straight line fit on a probability plot is an excellent visual and qualitative
indication of normally distributed data

i. A p-plot cannot be used directly as a statistical test of whether the normal
distribution provides an adequate fit to the data; must supplement with a numerical
test

One excellent numerical test is the p-plot correlation coefficient

i.  Essentially, a standard correlation is computed between the ordered data and the
ordered normal quantiles on the p-plot

If the correlation coefficient is too low, the hypothesis of normality is rejected

i.  Why? A high correlation indicates more of a straight line fit on the p-plot,
suggesting that the data are closer to approximate normality, whereas a low
correlation indicates a less than straight line fit

ii. GRITS/STAT automatically provides critical values for the correlation coefficient
test at the 5% and 1% significance levels, depending on the sample size

Note: regardless of the fit of the data to the normal distribution, the calculated correlation

- coefficient is likely to be fairly high by most standards. This happens not because the

data fit the model, but because the two sets of values are already ordered from smallest to
largest

Shapiro-Wilk test of normality (less than 50 data points)

a.

Considered one of the best numerical tests of normality (See Miller, Bevond ANOVA)

i.  Very similar in performance to Filliben’s p-plot correlation coefficient

ii. Can also be used in conjunction with a probability plot to measure how well the
plotted quantiles are following a straight line (i.e., how well the sample values are
correlated with normal quantiles)

Unlike the Chi-square test, Shapiro-Wilk is most powerful for detecting departures from
normality in the tails of a sample distribution

Shapiro-Wilk can be performed on any sample size from 3 to 50 (of course, the power of
the test increases as sample size gets larger)

Torun:

i.  Order the sample data

ii. Compute a weighted sum of the differences between the most extreme observations

ili. Divide the weighted sum by a multiple of the SD and square the result to get
Shapiro-Wilk statistic W

Remember that probability plots are a useful supplement to any numerical test of
normality; use both the p-plot and a numerical test

i.  Can better visualize data with probability plot
ii. Can see what type(s) of departure is evident (e.g., outliers, skewness, etc.)

Shapiro-Francia test of normality (over 50 data points)
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a.  Slight modification of Shapiro-Wilk test when sample size is over 50

b.  Has same advantages as the Shapiro-Wilk test

c. To run:

i.  Order the sample data

ii. Compute a weighted sum of the observations

iii. Divide the square of the weighted sum by a mult1plc of the SD to obtain the
Shaplro-Franma statistic W*

d. The normality of the data is rejected if W~ is too low when compared to the tabulated

critical value

D. Overall framework for choosing tests based on distributional assumptions

1.

If data are approximately normal or lognormal, use a parametric procedure to analyze the
sample data

a.  Parametric tests will be the most statistically powerful for detecting concentration
differences when the data actually follow the normal or lognormal model

If sample data are grossly non-normal and non-lognormal, have one of two options:

a.  Find another transformation that leads to normality or another distribution that adequately
fits the data

b.  Use a non-parametric test based on ranks instead
i.  Often must use a rank test when the fraction of nondetects is substantial, because

one has difficulty verifying the assumptions of normality or lognormality or finding
an adequate alternative transformation or distribution

Transformations to normality

a. Have already discussed case of lognormal déta, where taking logs of the data gives an
approximately normal set of transformed measurements

b.  Other transformations can be appropriate for some cases, including square root,
reciprocal, cube root, etc.

i.  Consultation with a statistician may be required to correctly interpret the results of
statistical tests run on data using one of these other transformations

c. Transformations are often performed to get approximate normality and to stabilize the
variance of ANOVA residuals across different groups

i.  Want to avoid heteroscedasticity or “unequal variances,” because approximately
equal variances are required for a parametric ANOVA to give valid results

d. Each time a new transformation is tried, the rescaled data can be graphed on a probability
plot and tested for normality via one of the tests described above

Other distributional models




a.  Though normal and lognormal models are the most commonly used, some data may be
better fit with an alternative distribution

b. Possible alternate models include the gamma, weibull, and beta distributions

c¢. Consultation with a statistician will usually be necessary to correctly apply these models
in a statistical testing framework

5. Nonparametric rank tests

a.  Nonparametric tests don't require any specific distribution for the data and are usually
easier to compute

b. However, these tests are less powerful than their parametric counterparts when the data
really follow a specific and known probability model

c.  However, nonparametric tests are often more powerful than usual tests when data come
from an unknown distribution

E. Ensurmg that data values are statistically independent

1. Why have independent samples? Because almost all statistical prowdures are critically based
: on the assumption of independence

- 2. Principally, this is due to the fact that dependent samples (i.e., samples with correlated
concentration measurements) will exhibit less variability than really exists in the underlying
groundwater population

a.  Asdiscussed with sémphng distributions, most statistical tests depend on having a good

estimate of the true variability in order to make accurate decisions between competing
hypotheses

b. Having dependent samples can severely alter the results of hypothesis testing (e.g.,
consider running CABF t-test with replicate samples)

3. Current guidance recommends that the sampling plan or program at any RCRA facility be
developed so that the samples of ground water are physically independent and thus, hopefully,
also statistically independent

a. Depending on flow characteristics of site (see Section 3 of Interim Final Guidance), need
to allow enough time between samples to ensure that sampling is done on different
volumes of ground water

b. Ideally; ANOVA or any statistical procedure that simultaneously tests multiple
. compliance wells should only be recommended when a site has a higher than average
groundwater velocity or where the statistical independence of samples can be guaranteed

c. If physxcal independence of samples from different wells cannot be assured in quarterly
or more frequent sampling episodes, may want to recommend separate interval tests for
each compliance well using fewer samples (e.g., collect 1 sample every 6 months)

d. Physical independence does not guarantee statistical independence, although the two will
often go hand in hand

4. Testing for statistical independence




Basic idea: dataset is probably not statistically independent if the measurements of
samples taken closest together in time are strongly correlated (often called serial
correlation) v

One way to estimate the degree of serial correlation in a series of historically collected
measurements is to calculate the autocorrelations between neighboring samples

i.  Standard correlation is calculated between the measurement pairs of two variables;
autocorrelation is computed on only one variable

ii. The “measurement pairs” used in computing an autocorrelation consist of samptes
taken close together in time

ili. Example: A lag 1 autocorrelation would pair each measurement with the
measurement from the very next sampling date and compute a standard correlation
on the set of possible pairs of this type (i.e., separated by one sampling date)

iv. Example: a lag 2 autocorrelation would pair each measurement not with the next
sampling date but with the second most recent sampling date; again a standard
correlation would be computed on the set of pairs separated by two sampling dates

If the serial correlations at all possible lags are zero, the data can be treated as if they are
statistically independent

i.  Since the estimated serial correlations are likely to be non-zero even if the true
correlations are zero, it can be tricky to decide when the sample serial correlations
are small enough to ignore

ii. Testing formally for non-zero autocorrelation usually requires the key assumption
that the data are normally distributed in a specialized way

A simpler test that illustrates the concept of independence is the runs count test

i.  Basic idea: in a series of measurements, the individual values should fluctuate
around the median in an unpredictable way. Too many consecutive values above or
below the overall median (i.e., a “run”) is indicative of statistical dependence

ii. To calculate the runs test, compute the overall sample median, then write down next
to a time-ordered list of the data a 1 or O for each value, depending on whether the
measurement is above or below the median

iii. Examine the list of 1’s and 0’s and compute the number of consecutive “runs”

iv. Example: the list (001110110000) has a total of five runs

v. If the number of runs is too large (i.e., the data fluctuate up and down in a
systematic and non-independent pattern) or too small (i.e., the data exhibit very
long runs above or below the median), the hypothesis of independence is rejected

Though good conceptually, the runs count test is not as statistically powerful for finding
statistical dependence as the rank von Neumann ratio, even though both tests are based
on a similar idea ‘

Rank von Neumann ratio

i.  Nonparametric test of independence based on the ranks of the data

ii. To calculate, first rank the data, then list the ranks in the order in which the data

were collected
iii. Compute the von Neumann ratio using the ranks r; with the following formula:

_ Z:;z(ri - Ty )2

n(n? -1)/12

v
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iv. Depending on the sample size, look up the critical points for the von Neumann ratio
: from one of two tables (listed at the back of this outline) '
v. If the computed ratio is either too small or too large, the hypothesis of independence

is rejected

F.  Correcting for non-independent data in special cases

1. Replicate samples

a.

Field replicates or lab splits are not statistically independent measurements and should not
be treated as such in statistical procedures

Replicate samples tend to be strongly correlated; using replicates as independent data will
tend to underestimate overall variability in the ground water population ‘

Replicates can be used to measure the component of analytical or sampling variability,
just remember that this type of variability is only one of many sources that must be
looked at

2.  Serial or temporal correlation

a.

Serial correlation is present if there exist non-zero autocorrelations in the data;
unfortunately, autocorrelation can be generated by many different mathematical processes
and models so that it can be very difficult to adequately account for serially dependent
data in statistical tests

i.  Insome cases, one can see simple seasonal patterns in the data (for example, when
charting data over time in a time plot)

ii.  Cases with simple seasonal fluctuations can be approximately corrected if enough
historical data is available (see below) :

If the degree of serial correlation is strong enough, special allowances must be made in
statistical tests, because the estimated variability will be too small and lead to misleading
results '

i.  Example: serial correlation was a major problem with old replicate t-test procedure

ii. Another way to frame the problem: seasonal correlation tends to mask additional
variability or noise in the data that is not accounted for by the usual tests, especially
if each test includes data from only a limited time period

iii. Why? A limited period of data collection is not enough to sample the full range of

. ground water population concentrations when the data are serially correlated

Correction not needed if the seasonal cycle is long enough

i.  If comparisons between background and compliance wells are made 'évery few
months, but seasonal patterns fluctuate on the order of a several-year cycle, the
effects of serial correlation will tend to be minimal -

-ii.  In that case, point-in-time comparisons of background to compliance data are what

really matter in attempting to detect contamination, since the average background
concentration level is remaining fairly stable over a period of years

Correction when seasonal cycle is less than several years: de-seasonalize data

i.  Note that a “season” in statistical terms need not correspond to a usual 3-month
season; could be as short as a week or month or much longer
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ii. Need to first determine the approximate length of the full seasonal cycle from time
plots of the historical data (e.g., 6 months, 1 year, etc.)

How to adjust data for a fixed length seasonal cycle

i.  Calculate overall mean of historical data set _

ii. Compute the seasonal means of all measurements separated by a time lag equal to
the full seasonal cycle '

iii. Adjusteach individual data point by first subtracting the seasonal mean for that
sampling date and then adding the overall mean for the whole dataset

iv. Use the adjusted data and not the original data in all subsequent statistical tests

v. Example: data with a yearly cycle

Overview: Two-sample comparisons are appropriate when either a limited numiber of observations
are available at a few wells or there are only two wells to compare

1. Typically, the background or upgradient well data are pooled into one group or sample.
Compliance data from one other well makes up the other group.

2. The null hypothesis is that the mean concentration of the pollutant in water samples from the
upgradient wells is the same as the mean concentration in the downgradient wells

Parametric t-tests

1. The assumptions for a standard, garden variety t-test are:

a.
b.
c.

d.

The observations are independent

The variances are the same in each group

The residuals of each group are normally distributed
Hp: the two means are equal

To run:

Compute residuals in each group by subtracting group mean from each measurement

Test residuals for normality and equal variance
Compute mean and SD of each group’s original measurements
If variances are equal, compute t statistic as t = (l\r‘lleand‘,w,n — Mean,,)/SEqier

i.  SEgy represents the standard error of the difference in sample means
ii. Can be computed using the formula:




(n“'— 1)SD§P+ (ndo“— I)SDZ“_
L P 2

1 1
SE,, = +
o J (nup ndo'n )

e.  Compare calculated t statistic with tabulated one-sided critical point t. = ty4r,q where df =
(Nyp+Ndown—2) and a = 1% or 5%

If the variances are not equal, the CABF (Cochran's approximation to the Behren's Fisher.
distribution) t-test procedure may be used

a. Since the CABF can also be used when the variances are equal and this procedure is built
into GRITS/STAT, usually do not need to formally test for equal variances

i.  Still need to test residuals for normality

b. Key difference in CABF t-test is that the degrees of freedom (df) term is no longer
(n;+n2-2) but rather a complicated, weighted function of the estimated SDs

If the data residuals are not normal but lognormal instead, compute the standard or CABF t-test
on the logged data values

a. Understand what is being tested, however

b. t-test on logged data is implicitly testing for difference in lognormal medians, not
lognormal means

c. Difference in medians often implies that the means are different too, especially when the
variances in the two groups are about equal, but not always

i.  If variances are very different, and CABF t-test is used on logged data, the original
means may or may not be significantly different even if medians are different

Approximate power of t-test may be found easily for three differences in the two population
means (Meangow, — Meanyp):

a. Atadifference of zero, the power is a, the significance level

b.  When the difference in means equals the critical value from the t-table times the standard
error of the difference (t; x SEgjs), the power is approximately 50%

c.  When the difference in mean concentrations equals 2 (t; x SEgfr), the power is
approximately 100(1-a)%

d. Can use these rough pbwer calcdlatiéns to determine how well a particular t-test, given
sample size n and significance level a, will be able to find the true mean concentration
differences in the previous cases

i.  May need to adjust one or both paraméters if more power is needed to detect smaller
mean differences , : :

If there are many non-detects in the data, use the distribution-free Wilcoxon procedure instead

“The primary reasons to prefer the standard or CABF t-test to the Wilcoxon are familiarity and
the fact that the CABF procedure is still specified in some permits
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b.

Note that the CABF is a valid procedure in the event that the assumptions are satisfied
The problems with the CABF that led to revision of the regulations were

i. It was used when assumptions were substantially violated

ii. It was used with non-independent observations (e.g., multiple aliquots of the same
water sample) '

iii. It forced the use of a two sample comparison when other procedures were more
appropriate to compare more than two groups.

C. Wilcoxon Rank-Sum test for two groups

1.

Advantage: test based on ranks of data rather than actual concentrations, hence robust against
nonnormality of original values

a.

b.

C.

In particular, can be used in presence of a large fraction of nondetects

In fact, we recommend use of the Wilcoxon test instead of sign test (recommended in the
Interim Final Guidance) even when proportion of non-detects is above 50%

Also known as two-sample Mann-Whitney U-Test

Basic Algorithm:

a‘

c.

Assume data are divided into two well groups (e.g., m background samples versus n
compliance well samples) with M=m-+n total samples

Rank the entire set of ordered values lowest to highest as 1 to M; then sum the ranks of
samples in the compliance well group and subtract n(n+1)/2 to get Wilcoxon rank-sum
statistic W

If W is larger than an appropriate critical value, have significant evidence of
contamination by Wilcoxon Rank-Sum test

Notes on computation and minimum sample sizes

a.

Recommended that each well group have at least 4 samples; otherwise Wilcoxon rank-
sum test is likely to have very poor power for detecting concentration differences

For ease of computation, use a normal approximation to the Wilcoxon statistic with a
continuity correction

i. By the CLT, the W statistic has approximately a normal distribution and so we can
approximate the exact sampling distribution by a normal density

ii. Continuity correction allows for a better approximation by the continuous normal
density of the discrete distribution of rank sums

Adjustments for ties (e.g., nondetects)

i.  Number of ties at each distinct value must be counted and each tied observation
given the same average rank

il. Approximate variance of Wilcoxon statistic must be adjusted for the tied ranks (see
P- 48 of Addendum to Interim Final Guidance)

In-Class Wilcoxon Rank-Sum demonstratioxi




a.  Divide class into pairs of arbitrary groups

b. Have each member count number of coins in their pockets or purses and tabulate results
to calculate ranks for each group member

c. Have group members compute basic Wilcoxon statistic and interpret results

D. Why Use Wilcoxon Rank-Sum instead of Sign Test or Test of Proportions?
1. Background of sign test
a.  Simple-to-use test for comparing two groups

b. Instead of ranking observations in order, each value treated as 0 or 1 depending on
whether it lies below or above median of combined dataset

c.  If the proportion of 1's among compliance samples is sufficiently high, can conclude the
median concentration of the compliance well is significantly higher than median
background concentration

d.  Test of proportions is similar in that all compliance samples labeled as 1's and all
background samples labeled as 0's

- 2. Wilcoxon test more powerful than sign test and usually more powerful than test of proportions

a.  Though sign test and test of proportions are easy to use, they do not adequately account
for differences in concentration magnitudes

b.  Since Wilcoxon assigns higher ranks to larger data values, it usually has more statistical
power to detect differences between compliance and background levels when they exist

c.  When the proportion of non-detects is quite high (>70%), the Wilcoxon test loses its
edge in statistical power over the test of proportions. However, the two procedures

almost always lead to the same conclusion in those cases, so there is no practical need for
the test of proportions (or the sign test)

VIL. ANALYSIS OF VARIANCE (ANOVA)

A. Basic Purpose: allow simultaneous comparison of multiple well groups
1.  Tests for differences in “average” concentrations levels among all pairs of wells

2.  Adjusts for the number of comparisons so that overall false positive rate is kept to a reasonable
minimum

a. Use ANOVA instead of running a series of t-tests

B. Parametric One-Way Analysis of Variance (ANOVA)
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Basic use in groundwater setting is to compare multiple compliance wells against the
distribution of background concentrations

Main purpose is to assess whether the average concentration at any compliance well is
significantly higher than the mean background level

Set-up and assumptions

a. Data must be classified into at least three groups (each group typically a well or group of
wells) where the background data comprise the first group

i.  Note: If there are only two groups (i.e., one background group and one
downgradient well), use the two-sample t-test

ii.  Should have a bare minimum of 3 to 4 samples per group; much better to have at
least 6 to 8 samples per group

b.  Standard parametric ANOVA assumes that the “residuals” are normally distributed and
have equal variances across well groups

c. Ifeither assumption is significantly violated, try one of two options:

i.  If residuals are lognormal instead or the equal variance assumption does not hold,
run ANOVA on the logged data

ii. In this case, the procedure tests for a difference in medians of the original data
rather than means of the original data

ili. However, if variances on logged scale are approximately equal, a difference in
medians will also imply a difference in means

iv. If the logged data also fail the. ANOVA assumptions, either try another
transformation of the data or use a non-parametric ANOVA, such as the Kruskal-
Wallis test described below :

v. Non-parametric ANOVA may particularly be needed if there are a large fraction of
non-detect (censored) values

d. Note that the minimum sample size recommendations are given so that reasonable
estimates of the variance can be generated within each group

C. Basic algorithm

1.
2.
3.

As long as the fraction of NDs<15%, set each non-detect to half the detection limit
Compute average concentration within each group

Compute residual values for each group by subtracting off group mean from each measurement
and test assumptions on the residuals

a.  Check normality of all the residuals taken as a whole
b.  Check equality of variances of residuals across well groups

If both assumptions concerning the residuals are satisfied, compute the appropriate sum of
squares, mean squares, and the F statistic

If the F statistic indicates a significant difference among the group means, perform individual
comparisons of background data to each compliance well to find the culprit compliance well(s)
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6.  If either the assumption of normality of residuals or the assumption of equal variances fails,
start over with log-transformed data and repeat the above steps

. 7. - If the key assumptions are not met on either the original or logged data (e.g., more than 15%
nondetects), perform a non-parametric ANOVA instead

D. How to check assumptions on the residuals
1.  Testing normality of residuals
a. Pool all residuals from every well group together

b.  Use probability plot on pooled residuals, supplemented by Shapiro-Wilk test or
Filliben’s probability plot correlation coefficient test

2. Senseless to test normality on original data values instead of the residuals

a. Why? Because if well groups have truly different means (e.g., due to contamination in
one or more downgradient wells), overall data may not appear normal though the data
may be normal within each separate well group

b. Residuals can be tested because the mean has been removed from each data group
(putting each group of data on “equal footing” with mean=0)

3. Testing for equal variance among well groups

a. Homogeneity (equality) of variances of residuals across wells is the most important
assumption in parametric ANOVA

i.  More important than that of normality of the residuals
ii. Can sometimes still run parametric ANOVA if the equal variance assumption holds
but the test of normality barely fails

b. Why? If this assumption is not met, the power bf the F-test, that is, its ability to detect
differences among the group m=ans, is reduced

i.  Mild differences in variances are not too critical
ii. The effect becomes noticeable when the largest and smallest group variances differ
by a ratio of about 4; the effect becomes quite severe when the ratio exceeds 10
c.  Can use side-by-side box plots to check for equal variances among well groups
i.  Quick way to visualize the "spread” or dispersion of the data within a data set
d. To use box plots:

i.  Draw box plot of residuals from ANOVA within each group

ii. If box lengths for each group are approximately equal, assume equal variances

iii. If the longest and shortest box lengths differ by ratio of more than 3, use Levene's
test of homogeneity to test for significantly different group variances

e. Levene's test of homogeneity of group variances

i.  This test is more formal than the box plot approach
ii. This testis not as sensitive to departures from normality as Bartlett's test (discussed
in Interim Final Guidance)
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4.

g. TorunLevene’s test

Compute the absolute values of the residuals from each data group

Compute the F-statistic for an ANOVA on the absolute residuals

If the calculated F value is less than the tabulated F value, conclude that the

variances among the groups are approximately equal

iv. If the calculated F value exceeds the tabulated F value, conclude that the variances
among the groups are not equal, violating the key assumption

v. Ifthe calculated F fails Levene’s test on both the original and logged data, consider

running a nonparametric ANOVA

B

What if one or both assumptions fail?
a.  Can try an alternate transformation of the ongmal data values

b.  Use the nonparametric approach by running the Kruskal-Wallis test, which does not
require normality of the residuals

E. Interpretation of results of parametric one-way ANOVA

1.

If assumptions on residuals check out and we calculate the F statistic along with its significance
probability, how do we interpret the results?

If the F statistic is not significant, conclude there is no significant difference between the
average background level and the average levels of any of the compliance well groups

If the F statistic is significant, conclude that at least one pair of well group means is probably
different

a.  First do common sense check: look at side-by-side box plots to see if test result seems
OK

b.  Note: significant F test does not guarantee that any given pair of means will be
significantly different

i.  Enough small but non-significant differences can trigger the cumulative F-test, even
though no individual difference is large

c.  Evenif the F-test does indicate a difference between two groups, such a result does not
guarantee that any single compliance well mean is greater than the background level

i.  Ifthe average level at any compliance well is Jess than the background average, the

F test may find a difference between two compliance well means but no significant
difference between either compliance well and background

d.  Must make individual comparisons between the background data and each individual
compliance well to determine which well(s) show evidence of contamination

Note on multiple pairwise comparisons

a.  Bonferroni approach when number of comparisons is small (< 6)

i.  Divide the significance level (cr) by the number of comparisons
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ii. Do a Bonferroni t-test for each comparison at the new « level (i.e., a regular two-
sample t-test at the new significance level)

When number of comparisons is larger, do t-tests at a=1% level for each comparison to
comply with EPA regulation that individual comparisons must be at a significance level
of at least 1%

For large number of comparisons, might want to abandon ANOVA in favor of a retesting
strategy with tolerance or prediction intervals

i.  Since the F-statistic is based on cumulative sums, too many non-significant.
differences can mask one or two significant group differences

ii. With ANOVA applied to a larger monitoring network, could have a single
contaminated well missed by the initial F-test

iii. This can happen even with 5 or 10 compliance wells in certain cases

F. Alternative type of paramétric ANOVA: Dunnett’s multiple comparison with control (MCC) test

1.

Method designed to allow comparisons between a single data group (e.g., background) and
each of a number of other data groups (e.g., compliance wells)

a.

Instead of an overall F test, individual t-tests of each compliance well compared against
background are made with special critical points which depend on sample size and the
number of compliance wells

When assumptions of Dunnett’s test are satisfied, the procedure will work better than the
usual one-way ANOVA in finding significant differences from background when they
exist (i.e., the test will have greater power)

Assumptions of Dunnett’s MCC test

a.
b.

C.

Residuals are normally distributed
Equal variances across wells
Equal sample sizes in all groups, including background data set

i.  Tables of the specialized critical points for the test only exist for the case where each
sample size is equal

ii. Can interpolate the approximate critical points using a special scheme when the
background sample size is larger than any single compliance well, while each
compliance well has the same number of measurements

ili. Need at least 3 observations per well group

Basic algorithm of Dunnett’s MCC test

a.

Letting i index each compliance well and 0 index the background data set, compute t-
statistics for each compliance well of the form:
t = '\[H(yx — .)-'.o)
i s ﬁ
where n=common group sample size, y; is the mean of the ith compliance well, yg is the

mean of the background data set, and s2 represents the common variance pooled across
all (k+1) groups, given by the equation

35




Compare each of the k t-statistics (one for each compliance well) against the Dunnett’s
test critical point given in table at the end of this outline for «=0.05, and with degrees of
freedom equal to k (the number of compliance wells) and v=(k+1)(n-1)

i.  The overall Type I error rate of this procedure is 5%

Each t-statistic greater than the critical point represents a compliance well with an average
level significantly greater than the mean background level

G. Non-Parametric ANOVA: Kruskal-Wallis test

1. Use to compare several groups of data on a non-parametric basis

a.

b.

When comparing only two groups, use the Wilcoxon Rank-Sum test

Useful when an ANOVA procedure is desired but the data grossly violate the assumption
of normality or when the usual parametric assumptions cannot be easily tested

i.  Parametric assumptions can be very difficult to verify in the presence of many non-
detects

ii. Recommend switch to Kruskal-Wallis test from the standard ANOVA whenever the
fraction of non-detects in the data overall exceeds 15%

iii. Note that the Kruskal-Wallis procedure still assumes that the variances across
groups are approximately equal

Kruskal-Wallis offers a procedure based on ranked observations that does not depend on
the parametric assumption of normality or lognormality of the residuals

2. Basic algorithm

Compute the ranks of the combined dataset over all well groups
Compute the sum of ranks and the average rank within each group

Calculate the Kruskal-Wallis statistic, H, which involves the sum of squared rank-sums
and the sample sizes for each well group (see Addendum, p. 44)

i.  The statistic H has an approximate chi-square distribution under the null hypothesis
of no difference between the average levels of any of the data groups

If the Kruskal-Wallis statistic is less than theiappropnatc chi-square critical value,
conclude there are no differences between the median background level and the median
levels of the compliance wells

If the Kruskal-Wallis statistic is greater thah the appropriate chi-square critical value,
conclude there are significant differences between the median concentration levels of at
least two of the well groups

i.  If the Kruskal-Wallis statistic is significant, do individual comparisons between
background data and each compliance well group
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3. Special Considerations
a.  Guidance on sample size and test construction
i.  For Kruskal-Wallis test to be sufficiently sensitive to real differences between well
groups, it is recommended that the sample size for any group be at least 4
ii. Calculate the degrees of freedom as df= (#groups-1)
iii. Compute the significance probability of the K-W statistic using the table of chi-
square critical points in Table 1 on p. B4 of Interim Final Guidance
b.  Presence of tied observations (e.g., nondetects)
i.  Compute the number of tied values in each distinct group of ties

ii. Calculate the adjusted Kruskal-Wallis statistic as given on p. 43 of the Addendum
to Interim Final Guidance

c.  What about the assumption of equal variances?
i.  Quick and reasonable check: side-by-side boxplots of ranked measurements
ii.  If lengths of boxplots of the ranks are not too different (say less than a ratio of 4

between the longest and shortest length), this assumption should be adequately
satisfied

VIII. CONTROL CHARTS

A. Why Think About Control Charts?
1.  Control Chart is an alternate method for doing either:
a. Intrawell comparisons, or
b. Comparison of compliance wells to historically-monitored background wells

2. Unlike prediction intervals to be discussed later, Control Charts allow more than point-in-time
: comparisons of recent data to past information

a.  All sample data is continually plotted on a Control Chart as it is collected, providing an
historical overview of the concentration pattern at the well and enabling one to see trends
or sudden changes in concentration levels over time and to detect possible outliers

b. Control Charts are easy to construct, will show seasonality in the data if present, and can
be updated periodically | ' oo

3.  When possible, intrawell comparisons provide the advantagé of eliminating worries about
spatial variability between wells in different locations

a.  Always run the risk when comparing background data to compiiance well samples that a
significant difference is due to spatial differences between wells at the site rather than
actual contamination

b. Intrawell comparisons involve a single well, so that changes in concentration level cannot
be spuriously attributed to spatial factors
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4. Waming: any intrawell comparison, whether a Control Chart or prediction limit, should only
be constructed on initially uncontaminated well measurements ‘

a.

The Control Chart in GRITS/STAT is specifically designed to look for evidence of
significant measurement level increases over a baseline measurement

One would not expect to find such an increase if the baseline consists of contaminated
ground water samples

Modified versions of the Control Chart or prediction limit procedures can be constructed
that specifically attempt to monitor decreases in contamination levels, such as would be
needed in a corrective action setting

B. How a Control Chart Works

1. Inital sample information is collected to establish baseline parameters for the Control Chart,
specifically, estimates of the well mean and well standard deviation

a.

b.

To gather enough initial information, it is recommended that at least 8 independent
samples be collected from prior monitoring before constructing the Control Chart

i.  If an intrawell comparison is being made, prior monitoring must be done at that
well

ii. If comparison to background is being made, prior monitoring would include
previous samples from the background wells

These 8 or more samples are not plotted, but only used to estimate the baseline
parameters

If the baseline data are not independent, but exhibit a seasonal pattern, first deseasonalize the
data and use the adjusted data in constructing the Control Chart

All future sample data are standardized prior to plotting on the Control Chart, using the baseline
parameters

a,

At each sampling period, a standardized mean is computed using the formula

‘JE (i, —H )
Z =
i c
where the formula allows for the collection of more than one sample per sampling period.

Alternatively, one can compute the standardized Z;’s after each single sample is collected.
In that case, n=1 in the above formula and the mean is replaced by x;.

Each Z; is then plotted versus time on the Control Chart

Alsoa cumhlative sum or CUSUM is calculated and plotted on the Control Chart

i.  Compute S;= max{0, (Z;-k)+S;.;} where S¢=0 is the starting value, i indexes the
ith sampling period, and k is a pre-chosen Control Chart parameter
Calculate and plot one CUSUM for each sampling period

iii. Note that each CUSUM depends on the CUSUM computed for the previous
sampling period
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4. Control Chart is declared out-of-control if the sample data become too large relative to the
baseline parameters (i.c., when the standardized or CUSUM values cross one of two pre-
determined threshold values on the Chart)

a. Idea is that if contamination occurs, the true baseline parameters for the well mean and/or
standard deviation will increase, either gradually or sharply

b. If higher data values (due to contamination) are standardized using the original baseline
parameters, the standardized data should start to rise, leading to larger values on the
Control Chart and eventually a crossing of a threshold

c. The thresholds are set so that their crossing signifies a staﬁstically significant result

5. In acombined Shewhart-cumulative sum (CUSUM) Control Chart, like that recommended in
the Interim Final Guidance, the Chart is declared out-of-control in one of two ways:

a. When standardized means (Z;) computed at each sampling period become too large,
crossing the Shewhart control limit (SCL) ‘

i.  Crossing the SCL signifies a rapid rise in well concentration among the recent
sample data

b.  When the cumulative sum (CUSUM) of the standardized means becomes too large,
crossing the “decision internal value” (h)

i. . Crossing threshold h signifies either a sudden rise in concentration levels or a

gradual increase

ii. A gradual increase is indicated particularly if the CUSUM crosses its threshold but
the standardized mean Z; does not

iii. Several consecutive small increases in Z; will not trigger the SCL, but might trigger
the CUSUM threshold

6. The recommended threshold values of SCL and h were chosen on the basis of research into the
behavior of ground-water monitoring data

a. Goal of research: establish thresholds which maximize the length of time the process
stays “in control” when in fact no contamination is present at the well, and which
minimize the length of time the chart stays “out of control” under the same hypothesis

(similar to minimizing the Type I error)
b.  Since the Chart is constructed using sample statistics, it has a certain probability of error
. similar to the a significance level from previous tests
C. Assumptions Behind the Control Chart
1. Data generated by the process, when it is “in control”, are Normally distributed
a.  Atthe very least, initial data used to establish baseline parameters should be tested for
Normality

b. Ifinitial data violate Normality assumption, try a log transformation on the data to see if
the assumption is better satisfied. If so, construct the Chart using logged data only

2.  Sample data used to construct the Control Chart are independently distributed




a.  Control Charts are not very robust (i.e., can give misleading results) when the data are
not independent

b.  Very important to design the sampling plan in such a way as to collect samples from
distipgt volumes of water, so as to avoid spatial or seasonal correlation as much as
possible

c.  Can also test the data for independence and/or seasonality
3. Baseline parameters should réﬂect current background concentrations levels at the well

a.  If the Control Chart reflects an “in control” process for a long period of time, the baseline
parameters should be updated to include more recent data as background information

i.  The original baseline parameters will be estimated using perhaps 8 prior samples
collected during the first year of monitoring

ii. Much better estimates of the true well mean and standard deviation can be obtained
by using more data at a later time

b. In general, to update background data with more recent samples, one can run a two-
sample t-test comparing the old background levels with the concentrations of the

proposed update samples

i.  If the t-test does not show a significant difference at the 5% significance level,
proceed to update the old background data with more recent sample information
(combining all the data into one pool)

ii. If the t-test is significant, however, the new data should not be characterized as .
background unless some geologic factor can be pinpointed explaining why
background levels on the site should have naturally changed

iii. If a geologic reason can be found for the change in background levels, re-estimate
the Control Chart baseline parameters using only the more recent sample
information ‘

A.  Another way to test for contamination is to estimate background or compliance well concentrations
by constructing a statistical interval

1. Goal: Estimate some characteristic of the population (e.g., average concentration, upper 95th
percentile of background data, etc.) or predict future sample values at a well

2. Rationale: Want to estimate an intérval because époint estimate tells us nothing about the
variability of the statistic. Since any statistic is itself a random variable, very important to
know how it might fluctuate ‘ :

a.  Example: Lots of difference between 20 ppm + 10 ppm and 20 ppm * 2 ppm |

I
|
|
;

3. In-class experiment to demonstrate the basic characteristics of random intervals

a. Have each:person or small grodp toss a coin 50 times, recording the percent of heads in
each group of 10 tosses




b. Haveeach group construct 4 random interval based on (p*(2),p* 4)) as an estimate of tue -
percentage of heads (i.e., probability of tossing H from throw to throw)

d. Plot these intervals by hand on overhead to illustrate that while the true percentage of

interest stays the same, each sample of coin tosses leads to a slightly different random
interval ‘

4. Random intervals constructed by the same algorithm will change from experiment to
experiment though the parameter of interest will not
B. Confidence Levels and Coverage Probabilities

1. Definition of confidence level: proportion of time in the Jong-run that repeated random
intervals will cover the desired parameter

a.  Cannot guarantee that the interval constructed for any one sample will cover the
parameter, nor can we precisely locate the parameter inside the interval even when it is
covered

b. Remember we are using sample statistics to discern features of the overall populauon, so
mistakes are bound to happen

2. Consider example of confidence interval for average background concentration of ground-
water monitoring data

a.  Formula for confidence interval may be written as:
x+t,SD/vn

i.  In this formula, (l-a)=conﬁdence level and a=percent of time we are willing to be
dead wrong, i.e., how often the interval will miss the parameter

b.  Width of interval indicates the amount of potential error or variability associated with
sample average

c.  Width depends on three factors:
i,  Estimated standard deviation of sample data

ii. Level of confidence chosen beforehand
ili. Sample size

d. To reduce width of a random interval, either

i.  Increase sample size, or -
ii. Lowerthe acceptable conﬁdenoe level
C. Assumptions for Parametrié Ihtervals '
. 1. Standard éomputing formulas based on having normally distributed data

2. K datais lognormal instead, need to coinputc confidence intervals on the mean in a
fundamentally different way than tolerance or prediction intervals
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‘I,nalall cases, however, will need to compute sample mean and SD on the logged data
ues

Can also construct a nonparametric interval when assumptions are not met, but these generally
require greater amounts of data to construct an interval with equivalent degrees of confidence
and/or coverage

D. Computing Parametric Statistical Intervals

1.
2.
3.

General formula is of form: X & xo
Necessary components include sample mean, sample standard deviation, and the factor

Factor x depends on the type of interval being constructed, sample size, and the confidence
level desired (see Section 4 of the Addendum to Interim Final Guidance)

E. Confidence Intervals

1.

Overview

a.  Most common type puts bounds on the true average concentration in a groundwater
population

i.  Other types include confidence intervals for upper percentiles of the population

Only recommended for two compliance monitoring scenarios:

i. wn the fixed limit is an ACL determined from average background concentration

ii. 'When the fixed limit is a risk-based MCL or ACL

Interpretation of a 95% confidence interval on the population mean: "I'm 95% sure that
the true mean concentration is contained between these interval limits"

If comparing compliance data to a Ground-Water Protection Standard (GWPS) that has been
established on the basis of average background well concentrations

a. Compute confidence interval on mean of compliance point data

b. Compare GWPS to the lower limit of confidence interval

c. I GWPS is below the lower confidence limit, one has evidence of a possible violation
If comparing compliance data to a risk-based ACL or MCL: , ,

a.  Compute confidence interval on upper 95th percentile of compliance point data

b. Compare ACL/MCL to lower limit of confidence interval

c. Iflower confidence limit is above ACL/MCL, one has evidence of a possible
contamination '

Computing Confidence Intervals

a.  Simplest case: mean of normal data
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P

First compute sample mean and standard deviation
ii. Given confidence level (1-a) and sample size n, let factor x equal to

ta.n—l// Vil
ili. Lower limit computed as X—~x - SD
b. Mean of lognormal data

i.  Compute sample mean and SD of logged data
ii. Use Land’s (1971) formulas to compute upper and lower confidence limits:

‘ s H H
LL, =exp(y+0.5s§+ L= ) UL, =exp y+o’5s§+s;_‘:_¢_
vn -1 vn -1

c.  95th percentile of normal data

i.  Compute sample mean and SD

il. Use table from Hahn and Meeker (1993) to find factor x (provided at back of
outline)

iii. Lower limit computed in this case as X+« -SD (note the plus sign and the fact that
the upper 95th percentile will almost always be larger than the mean)

d.  95th percentile of lognormal data
i.  Compute same interval as above on logged data, then exponentiate the lower and

upper limits to find confidence interval for original data
ii. Lower limit becomes exp[y+ & -SD ] where y is used to denote the logged data

5. Minimum sample sizes

a.  To construct the interval need ex ough observations to generate an adequate estimate of
the sample variability

b. Recommend at least 4 data points at the very minimum, though the interval is likely to be
extremely wide unless closer to 8 to 10 observations are used

6. Note on interpretation

a. A confidence interval on the sample mean only estimates the approximate level of the true
concentration average

b.  Such an interval does not tell us where the upper 95th percentile of the concentration
distribution lies

c. Forexample, in comparison with a GWPS it may happen that the entire confidence
interval for the mean lies below the limit, yet some individual samples have values above
the compliance standard

d. Be sure to choose the correct type of confidence interval
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F. Tolerance Intervals

1.

Overview 5

a.

If comparing upgradient versus downgradient wells (as in detection monitoring):

Appropriate when using upper percentile of concentration distribution to gauge
compliance

One-sided tolerance interval estimates an upper bound on a large fraction of the possible
concentration measurements

i.  Definition of coverage: percentage of all population measurements included within
the tolerance interval

Note: tolerance intervals will generally be wider than confidence intervals about the mean
since the sample mean will have less variability than the distribution as a whole

Used in detection monitoring when tolerance interval is computed on background data
and compared to individual compliance point samples

Interpretation of a one-sided 95% tolerance interval with 95% coverage: "I'm 95% sure
that approximately 95% of individual population measurements fall below this upper limit

Compute tolerance interval on background data

When the sample size is small to moderate, if any single compliance point sample
exceeds the upper 95% tolerance limit, one has significant evidence that the background
and compliance well concentration distributions are different, indicating evidence of
contamination ,

When the sample size is larger, expect 1 in every 20 samples to fail an upper 95%
tolerance limit just by chance

Do not use tolerance intervals for compliance monitoring |

Recent guidance suggests comparing upper tolerance limit to GWPS

But since the upper tolerance limit is equal to the ypper confidence limit on the 95th
percentile, this comparison is likely to produce more frequent false positives ]

Much better to compare Jower confidence limit on the 95th percentile to the GWPS

Note: comparison of interest is whether the GWPS is exceeded by more than a specified
fraction of the compliance concentrations (e.g., 5% for the case of 95% coverage)

Computing tolerance intervals on normal data

al

b.

c.

First compute sample mean and standard deviation on background samples
Then compute factor k for a one-sided upper tolerance limit with 95% minimum coverage

i.  Use Table 5 on p. B-9 in Interim Final Guidance or the Hahn/Meeker table listed at
back of this outline

Set upper tolerance limitequalto X+ x-SD
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5. Computing tolerance intervals on lognormal data

a.

b.

First compute sample mean and standard deviation on logged background samples

. Then compute factor x for a one-sided upper tolerance limit with 95% minimum coverage

i.  UseTable 5 on p. B-9 in Interim Final Guidance or the Hahn/Meeker table listed at
back of this outline

Set upper tolerance limitequalto X+ x-SD

Exponentiate the logged upper tolerance limit to get a tolcrance limit on the original data
scale

6. Minimum sample size requirements

a.

Tolerance interval can be computed with as few as 3 data values; however, to have a
passable estimate of the standard deviation, one should usually have at least 8-10
background samples

7. Non-pafamctric tolerance limits

a.

b.

Use when data show evidence of non-normality or high proportion of nondetects
Easy to construct: set upper tolerance limit to maximum of background samples

i.  Can be useful in retesting scenarios

" Based on the number of samples available, one can compute the expected minimum or

average coverage of the tolerance limit (see Section 4 of the Addendum)

i.  Because the non-parametric tolerance limit makes fewer assumptions about the data,
more samples are typically needed to achieve the same coverage at the 95%
confidence level than with parametric tolerance limits

G. Prediction Intervals

1. Ovemcw

a.

As opposed to confidence and tolerance intervals, wh1ch estimate spec1fic characteristics

* of the overall population (e.g., mean, 95th percennle, 95% coverage), a prediction

interval estimates bounds on the concemratlons of future samples specifically the next k

future samples

Used in detection monitoring by constructing prediction interval from background data
andcomparing future compliance observations against the upper limit to see if
contamination is indicated

Used in intrawell comparisons by computing interval ﬁom past data at the well to predict
expected values of k future well samples

The number of future samples, k, may be as small as one.

Interpretation of 95% prediction interval: "T'm 95% sure that the next k future sample
values will fall below the upper prediction limit"




When comparing upgradient versus downgradient well data:
a. Compute prediction interval on background data

b. If any one or more of the k compliance samples exceeds the upper prediction limit, one
has significant evidence of contamination

When making intrawell comparisons:
a. Compute prediction interval on past well data

b. If any or more of the k new samples exceeds upper prediction limit, have significant
evidence of recent contamination

Computing prediction intervals
a.  First calculate sample mean and standard deviation
b. Determine number of future samples (k) to be collected during next sampling period

¢. Then calculate factor x as

1
K=t o 1+;

where the t-value is taken from a standard t-distribution

d. Note: if data are lognormal, construct interval on logged data and then exponentiate the
end result to get a prediction limit on the original scale

Minimum sample size requirements

a. Similar to those for a confidence interval, since a reasonable estimate of the standard
deviation must be computed from the past data

b.  The number of future samples is arbitrary, but the number of past data must be at least 4
and should be closer to 8 or more

Notes on interpretation

a. Prediction intervals will generally give wider limits than comparable confidence intervals i
based on same data, but limits that are often shorter in width than a tolerance interval |

b. Advantage: only need at least gne compliance point sample to compare to an upper
prediction limit, so prediction intervals can be applied to slow moving ground water
where the independence of samples separated even by months at a time is difficult to
ensure

Non-parametric prediction limits

a. Use when data show evidence of non-normality or high proportion of nondetects

b. Easy to construct

i.  When comparing background wells to compliance wells, set upper prediction limit
to maximum of background samples
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ii. When doing intrawell comparisons, set upper prediction limit to maximum of past
well data

c.  Based on the number of samples available, one can compute the confidence level
associated with the upper prediction limit (see Section 4 of the Addendum)

i.  Because the non-parametric prediction limit makes fewer assumptions about the
data, more samples are typically needed to achieve the same confidence level than
with parametric prediction limits

. ..Summary: how do we choose between the interval types?

1. Basic criterion is the existing permit if it provides specific guidance
2. If not, consider the type of data available and type of monitoring being done
a. Remember, the type of interval used can make a huge difference in the resulting
~ decision—in general, the widths of confidence, tolerance, and prediction intervals will be
very different on the same sample data
3. Differences between the interval types
a.  Statistical intervals have different uses depending on the purpose in mind
b. Hahn's astronaut example (1970): An astronaut awaiting his tour of duty on the space
shuttle is not concerned about what happens on gverage during such flights (confidence
interval), nor with what happens on 95% of all flights (tolerance interval), but rather with
what will happen on his or her specific flights (prediction interval)
c.  Roulette wheel at a casino: A player is concerned with what he or she will win on the
next few bets (prediction interval); the casino owners care about their average winnings

in order to make a profit (confidence interval); while the wheel operator who makes a

commission on each bet lost by a player is concerned about the long-run proportion of
lost bets (tolerance interval)

NONDETECTS AND OUTLIERS

Need strategies for treating nondetect values

1. Nondetects occur frequently with many ground-water monitoring parameters

Recommend the following overall decision framework:
1. With 15% or fewer nondetects, make a simple substitution of one-half the détecﬁon limit (DL)

a. Note: samples with estimated concentrations below the DL should be treated as valid
measurements for statistical purposes and not replaced by one-half the DL

2. With more than 15% nondetects
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a. If ANOVA or t-test procedure to be run, switch to non-parametric alternative like the
Kruskal-Wallis or Wilcoxon procedures

i.  Note when ranking nondetects that “detected but not quantified” samples should be
given higher ranks than nondetect samples which are “undetected”

b. If aninterval test to be run and the nondetect fraction is less than 50%, try either Cohen’s
or Aitchison’s adjustment in order to estimate a parametric interval

i.  If Cohen’s and Aitchison’s methods fail, try to construct a non-parametric interval

c. If the fraction of nondetects is over 50%, switch to non-parametric test or construct a
Poisson-based prediction or tolerance limit

d. If gll samples are nondetect, no statistical test needs to be run

C. Adjustments to Parametric Intervals -
1. Cohen’s adjustment

a. Assumes the observed data (detects and nondetects) come from the same, censored
distribution (i.e., nondetects have low, but positive, concentrations)

b.  Based on the censored probability model, we estimate a new mean and standard deviation

c. The adjusted mean and standard deviation can be substituted into the formula for a
prediction or tolerance limit

2. Aitchison’s adjustment

a.  Assumes that detects come from one distribution but nondetects represent zero
concentrations ' : S

b. Like Cohen’s method, the assumption of a particular probability model for the data leads
to adjusted estimates of the mean and standard deviation -

3. Deciding between Cohen’s and Aitchison’s methods
a.  Important to decide on an appropriate model for the dataset
b. Compare Censored pp-plot against Detects-only pp-plot to help
c.  Also consider the parameter being monitored and the physical aspects of the RCRA
D. Poisson-based Intervals v ;
1.  Only consider when the fraction of nondetects is quite high, say 90% or more

2. Poisson-based methods use information about concentration magnitudes of detects even though
most samples are nondetect

a.  Data values are not ranked; instead the original measurements are used

b.  Nondetect samples can be replaced by DL/2

oo Wyt y + st S w




3. Poisson-based prediction limits

a.  Goal is to compute an upper prediction limit that contains the sum of the next k future
measurements

b. If sum of future measurements exceeds the prediction limit, one has evidence of a
violation

c.  Calculate the upper Poisson prediction limit as

2
T =cT +—-2"—+CZ J (1+ )-F 2

where k=number of future samples, n=number of background sa:nples, c=k/n, Tx*=sum
of k future concentrations, T,=sum of n background measurements, and z is the upper

« percentile of the standard Normal distribution
4. Poisson-based tolerance limits (see Section 2.2.5 of Addendum)

E. Outlier (extreme value) testing

1. Definition: A constituent value that is very different from most other values in the data set for
the same ground-water constituent

2. Possible reasons:
a. Contaminated sampling equipment

b. Inconsistent sampling or analytical chemistry methodology resulting in laboratory
contamination or other anomalies

c.  Errors in the transcription of data values or decimal points
d. Trye but extreme measurements |

3. Formal testing for outliers should be done only if an observation(s) seems particularly high (by
orders of magnitude) compared to the rest of the data set

4. Once an observation is found to be an outlier, the following action should be taken:

a. If the error can be identified and the correct value can be recovered, replace the outlier
value with the corrected value

b. If the error can be documented but the corrected value cannot be recovered, the outlier
should be deleted. Describe this deletion in the statistical report

c. Ifnoerror can be documented, then assume that the value is a valid measurement. Do
not remove it from the data set and do not alter it. Try to obtain another sample to
confirm the high value

5. Procedure to test for outlier(s)
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Purpose: To determine whether there is statistical evidence that an observation that
appears extreme does not fit the distribution of the rest of the data

Assumptions for outlier tests

i.  The data set, excluding the suspect data point, come from a normal distribution
ii. Since ground-water data often follow a lognormal distribution, may need to
sometimes run outlier test on log-transformed data

Before running test, use probability plots excluding the suspected outlier(s) to see
whether data seem to be more normal or more lognormal

Torun:

i.  Order the data from smallest to largest so that suspect data is the largest value

ii. Calculate the mean and SD of all the data, including the outlier

ili. Compute Ty, the difference between the largest observation and the sample mean,
divided by the SD

iv. Compare the calculated statistic Ty, to the tabulated value

v. If the calculated value exceeds the tabulated value, there is evidence that the suspect
observation is a statistical outlier

XI. MULTIPLE COMPARISONS AND RETESTING STRATEGIES

A. Power Curves

1.

2.

Since the power always equals (1-8), just as Type II error depends on how far apart the null
and alternative means are, so does the power

Power of a statistical test for detecting differences tends to increase as the alternative is
“farther" from the null hypothesis

Most of the time, we are testing hypotheses of form:

a.
b.

C.

d.

Ho:p<pgvs.Hp: u> o
Ho might be the mean background level or a fixed compliance limit in the permit

In these cases, want to reject Hyp when the evidence indicates the true compliance mean is
something larger than i, regardless of the specific alternative value

Hence, we are interested in whole range of alternative hypotheses, collectively called a
compound alternative '

Under a compound alternative hypothesis, very useful method of analyzing the performance of
specific statistical test is through examination of its power curve

a.

Power curve is graph of the test's power/sensitivity over the range of possible
alternatives




5. Power curve allows us to decide between different tests in the range of alternatives of most
concem

a.  Generally, the more powerful the test, given the same false alarm rate o, the better the
test for statistical purposes '
B. Problem of Multiple Comparisons in Ground-water Testing
1. Background: '

a.  Most of the comments on testing so far have dealt with a single comparison of one data
set (background well) versus another data set (compliance well) '

b. The Type I and Il errors are based on running a single statistical test

" ¢. Situation often different at RCRA facilities with multiple compliance wells and several
parameters to test per well

d. If one test is run for each well and parameter combination, can substantially increase the
false positive rate; that is, the rate that the test indicates contamination when in fact no
contamination exists

2. Toillustrate how this can happen do class experiment
a.  Have each participant roll dice 20 times and count number of sixes
b. Test Hy: Pr{roll a 6} = 1/6 vs Ha: Pr{roll a 6} > 1/6 by following criterion:

i.  Expect only about 3 sixes in 20 tosses
ii. Reject Hpif S = # sixes in 20 tosses is greater than 5

c.  Using this criterion, the faise positive rate should only be 10%
d. Determine the number of class who reject test

e. Since Pr{roll‘a six} = 1/6 in reality, any one who rejects Hp has a félse positive on their
hands

3. These results should illustrate the more general situation:

a. Though the error rate of any single test is low, if we run enough tests the chance of
making at least one mistake (false positive) overall is high :

b. In general, Pr{at least one false (+)} = 1-(1-a)¥c where w=# wells and c=# constituents
being tested

c. Infact, for 100 tests run each at 5% Type I error rate:

i.  Expecton average 100 * .05 = 5 false positives
ii. Pr{at least one false (+)}= 1-(.95)100 = 99.4%

4. Experimentwise versus Comparisonwise Error Rates
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Previous example illustrates difference between a comparisonwise error rate, i.e., the
false positive rate associated with single well comparison (e.g., 5% in hypothetical
example, with w=1, c=1) and

The experimentwise error rate, which represents the overall expected error rate based on
the total number of statistical tests being run (total # of tests=w-c)

Basic problem is that for large numbers of compliance wells and constituents, if statistical tests
are run on all cases, the error rate is likely to be very high even when no contamination is
occurring
a.  Thus, even a small facility is likely to see at least one significant test result during
statistical testing, forcing further sampling and lab analysis to verify the result or even
forcing the facility into compliance monitoring on basis of false alarm
Because of this, want to design our statistical procedures to keep the overall
experimentwise error rate down to an acceptable minimum without sacrificing power
necessary to detect actual contamination -
Important reminder: False positive rate only makes sense if in fact no contamination has
occurred at any of these wells. Real contamination should never be mistaken for a false alarm
C. Strategies to Handle Multiple Comparisons and Lower Overall Experimentwise Error Rate

1. Forrelatively small number of individual comparisons (<5), we can lower/adjust the Type I
error rate to account for the number of tests run (Bonferroni approach)

Rationale:

a.  Lowering the « for individual tests reduces the overall experimentwise error to acceptable
levels

Distributes the probability of occurrence of a false positive evenly among all wells in the
experiment

- Example of Bonferroni approach

a.  Suppose we need to run 5 tests and original single comparison o set to 5%

b.  Adjust alpha by running each comparison at o*=0v/5=1%

¢.  Then experimentwise false alarm rate drops from 22% to 5%

For larger number of comparisons, Bonferroni approach cannot be used directly

a.  EPA regulations mandate that any single comparison have an error rate of at least 1%

b.  Why? Because lowering the false alarm rate generally lowers the overall sensitivity and
power of test

Recall Airport security gate: to lower the false alarm rate, have to make sensor buzz less
often, which also lowers detection rate of dangerous objects

Not desirable since EPA wants tests to have power to detect actual contamination when it
occurs




5. Instead, second basic strategy is to use Omnibus Testing

a.

d.

Data from several wells are grouped together and tested as ‘a whole, at an error rate of
5%, usually using some type of ANOVA (Analysis of Variance) procedure

If overéll test showsva significant difference between compliance and background
concentrations, individual comparisons are conducted to determine which well or wells
from the group are contaminated.

Advantage is that fewer statistical tests need to be run when no contamination is actually
present S ‘ :

Disadvantage when contamination is present: must do further post-hoc testing to
determine which well(s) is contaminated

6. Alternate stratégy: retesting

a.

Instead of omnibus tests, an alternative is to retest each well that tests positive for
contamination prior to moving into compliance monitoring ,

California example: recent proposal sets up a testing regimen involving comparison of
two independent samples against a prediction interval constructed from background data,
both statistical tests run at a=1% ' =

If either retest shows a significant difference, the well is said to be contaminated, but if

- both retests are not significant, no contamination is inferred (the original sample result is

classified as spurious) _

Advantage is that the overall false positive rate remains small even when many wells are
tested, yet power of test is comparable to usual testing procedures '

D. Retesting strategies recommended in Addendum to Interim Final Guidance

1. Rationale for development of other strategies

a.

One characteristic of California retesting proposal (and its relation to the EPA standard
prediction interval limit) is that its power curve depends on the number of wells in the
downgradient network

Might want greater flexibility in choosing a retesting strategy; perhaps tailored to the type
of network being tested v o

2. Need to meet two basic goals when selecting a particular testing strategy

a.

Keep overall facility-wide false positive rate low (say approximately 5%, regardless of
the number of downgradient wells) ’

Maintain effective power comparable to the EPA Reference Power Curve

i.  Effective power refers to the statistical power of a testing strategy to correctly
identify contamination at exactly one and only one well within a network of multiple
wells (that is, one well is contaminated but the rest aren’t)

ii. The EPA Reference Power Curve is the power curve associated with.using a 9%
confidence level upper prediction limit to test the next single future measurement at
exactly one downgradient well
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iii. Note that the EPA Reference Power Curve does not depend on the number of wells
in the overall network, but does depend on the number of background samples used
to construct the upper prediction limit

Parametric retesting strategies

a.  Collect and pool background data from appropriate wells
b.  Construct a 95% confidence level upper tolerance limit with given average coverage level
(specified below) and an upper prediction limit with given confidence level (also
specified below), both based on the same set of background measurements
c.  Compare one new sample from each compliance point well to the upper tolerance limit
d. If any well triggers the tolerance limit, collect one or more resamples from that well and
compare the resample(s) to the upper prediction limit constructed above
e. Make a decision about each suspect compliance well on the basis of the resamples:
i.  If all resamples pass the upper prediction limit, conclude that the original sample
was high by random fluctuation and that the well is still clean
ii. If any resample fails the upper prediction limit, conclude that the well shows
significant evidence of a higher-than-background average concentration level
f.  Key task in picking the right strategy: choose the tolerance limit coverage and the

prediction limit confidence level so that the twin goals of minimizing the Type I error rate
and maintaining adequate statistical power arc met

i.  Have to consider the number of wells in the monitoring network and also the
number of background samples available

ii. Seec table on p. 70 of Addendum to Interim Final Guidance for recommended
choices under some possible scenarios

iii. Further simulation of the effective power may be necessary to pick a strategy for
networks not listed on p. 70 of the Addendum; modify the SAS code listed in
Appendix B of the Addendum to tailor the program to specific networks

Non-parametric retesting strategies

a.

‘When the background data used to construct parametric tolerance and prediction intervals
don’t satisfy the usual parametric assumptions (e.g., when there are many nondetects), -
non-parametric prediction limits may be constructed instead

First construct an upper non-parametric prediction limit on the background data (usually
the maximum observed measurement)

Compare one new sample from each compliance well to the upper prediction limit

For each compliance well that triggers the prediction limit, collect one or more resamples
from that well depending on the number of background samples available and the number
of downgradient wells in the overall network (see below)

Compare the resample(s) from each suspect compliance well to the original upper
prediction limit and make a decision:

i.  If all resamples pass the upper prediction limit, classify the well as clean for that
testing period
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ii. If any resample fails the upper prediction limit, classify the well as having a
significantly elevated concentration level compared to background

To decide on an appropriate number of resamples lto take (in order to meet the basic goals
with regard to Type I error and effective power), see table on p. 74 of Addendum to
Interim Final Guidance for several possible scenarios

i.  Simulation may again be necessary to decide on an appropriate for networks not
listed in this table; modify the SAS code in Appendix B of the Addendum as needed

Unlike using parametric intervals, one can only improve the cffectivé power of the non-
parametric retesting strategy by either:

i.  Increasing the number of background samples used to construct the upper
prediction limit, or

ii. Taking more resamples from each suspect compliance well (unfortunately, there are
severe practical limits on this option due to the need for statistically independent
data) ‘




Seasonal Data

Number of Data Points n = 48 Number of Data Points n = 48
Station ! Year Month Station 1 Station 2 Year Month Station 2

6.29
6.11
5.66 -
5.16
4.75
6.79
4.51
4.37
4.95
5.22
5.73
6.72
7.42
7.56
6.13
6.24
5.07
4.95
4.59
5.22
5.13
5.69
6.41
7.53
7.02
6.93
6.55
6.66
6.69
5.23
5.14
5.06
5.71
6.17
6.78
7.64
7.46
7.56
7.30
7.22
6.07
5.53
5.65
5.94
6.68
6.42
7.10
7.86

6.32
6.08
5.16
4.47
4.13
3.65
3.48
3.78
3.94
4.40
4.94
5.32
5.82
5.76
4.88
4.84
4.87
4.13
3.51
4.32
4.06
4.47
5.05
5.20
5.83
5.65
5.32
5.33
4.20
3.85
4.45
3.56
3.85
4.72
5.38
5.33
6.59
5.93
4.98
4.61
4.18
3.79
3.64
3.77
4.05
4.50
5.15
5.57
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Crit‘i‘cal Values for the Rank von Neumann Ratie Test.

Alpha




One-Sided Critical Points for Dunnett’s Test

(Ono-miled) d°,,




Values of H. = H, o for Computing a One-Sided Lower 95% Confidence Limit
on a Lognormal Mean

n
s, 3 5 7 10 12 15 21 31 51 101
0.10 1,130 -1.806 -1.731 -1.690 -1.677 -1.666 -1.655 -1.648 -1.644  -1.642
0.20 -1.949 -1.729 -1.678 -1.653 -1.646 -1.640 -1.636 -1.636 -1.637  -1.64%
0.30 .1.816 -1.669 -1.639 -1.627 -1.625 -1.625 -1.627 -1.632 -1.638  -1.648
0.40 1717 -1.625  -1.611 -1.611 -1.613  -1.617 -1.625 -1.635 -1.647 -1.662
0.50 .1.644 -1.594 -1.594 -1.603 -1.609 -1.618 -1.631 -1.646 -1.663 -1.683
0.60 .1.589 -1.573 -1.584 -1.602 -1.612 -1.625 -1.643  -1.662 -1.685 -1.711
0.70 -1.549 -1.560 -1.582 -1.608 -1.622 -1.638 -1.661 -1.686 -1.713 -1.744
0.80 .1.521 -1.555 -1.586 -1.620 -1.636 -1.656 -1.685 -1.714  -1.747 -1.783
0.90 .1.502 -1.556 -1.595 -1.637 -1.656 -1.680 -1.713 -1.747 -1.785 -1.826
1.00 .1.490 -1.562 -1.610 -1.658 -1.681 -1.707 -1.745 -1.784  -1.827 -1.874
1.25 -1.486 -1.596 -1.662 -1.727 -1.758 -1.793 -1.842 -1.893  -1.949 -2.012
1.50 .1.508 -1.650 -1.733 -1.814 -1.853 -1.896 -1.958 -2.020 -2.091 -2.169
1.75 -1.547 -1.719 -1.819 -1.916 -1.962 -2.015 -2.088 -2.164 -2.247 -2.341
2.00 .1.598 -1.799 -1.917 -2.029 -2.083 -2.144 -2.230 -2.318 -2.416 -2.526
2.50 1,727 -1.98 -2.138 -2.283 -2.351 -2.430 -2.540 -2.654 -2.780 -2.921
3.00 .1.880 -2.199 -2.384 -2.560 -2.644 -2.740 -2.874 -3.014 -3.169 -3.342
3.50 2.051 -2.429 -2.647 -2.855 -2.953 -3.067 -3.226 -3.391 -3.574 -3.780
4.00 2937 -2.672 2922 -3.161 -3.275 -3.406 -3.589 -3.779 -3.990 -4.228
4.50 2.434 -2.924 -3.206 -3.476 -3.605 -3.753 -3.960 -4.176 -4.416 -4.685
5.00 2.638 -3.183 -3.497 -3.798 -3.941 4.107 4338 4.579 4.847 -5.148
6.00 3.062 -3.715 4.092 -4.455 -4.627 -4.827 -5.106 -5.397 -5.721 -6.086
7.00 3.499 -4.260 -4.699 -5.123 -5.325 -5.559 -5.886 6.227 -6.608 -7.036
8.00 3.945 -4.812 -5.315 -5.800 -6.031 -6.300 -6.674 -7.066 -7.502 -7.992

9.00 4.397 -5371 -5.936 -6.482 -6.742 -7.045 -7.468 -7.909 -8.401 -8.953
10.00 4.852 -5.933 -6.560 -7.168 -7.458 -7.794 -8.264 -8.755 -9.302 -9.918

Source: After Land, 1975
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Values of H, = H,,, for Computing a One-Sided Lower 90% Confidence Limit
on a Lognormal Mean

n
s, 3 5 7 10 12 15 21 31 51 101
0.10 -1.431  -1.320 -1.296 -1.285 -1.281 -1.279 -1.277 -1.277 -1.278  -1.279
0.20 -1.350  -1.281 -1.268 -1.266 -1.266 -1.266 -1.268 -1.272 -1.275 -1.280
0.30 -1.289  -1.252  -1.250 -1.254 -1.257 -1.260 -1.266 -1.272 -1.280 -1.287
0.40 <1245  -1.233  -1.239 -1.249 -1.254 -1.261 -1.270 -1.279 -1.289 -1.301
0.50 -1.213  -1.221 -1.234 -1.250 -1.257 -1.266 -1.279 -1.291 -1.304 -1.319
0.60 -1.190  -1.215 -1.235 -1.256 -1.266 -1.277 -1.292 -1.307 -1.324 -1.342
0.70 -1.176  -1.215 -1.241 -1.266 -1.278 -1.292 -1.310 -1.329 -1.349 -1.370
0.80 -1.168  -1.219  -1.251 -1.280 -1.294 -1.311 -1.332 -1.354 -1.377 -1.403
0.90 -1.165  -1.227 -1.264 -1.298 -1.314 -1.333 -1.358 -1.383 -1.409 -1.439
1.00 -1.166  -1.239 -1.281 -1.320 -1.337 -1.358 -1.387 -1.414 -1.445 -1.478
1.25 -1.184  -1.280 -1.334 -1.384 -1.407 -1.434 -1.470 -1.507 -1.547 -1.589
1.50 -1.217  -1.33¢  -1.400 -1.462 -1.491 -1.523 -1.568 -1.613 -1.063 -1.716
1.75 -1.260  -1.398 -1.477 -1.551 -1.585 -1.624 -1.677 -1.732 -1.790 -1.855
2.00 -1.310 -1.470 -1.562 -1.647 -1.688 -1.733 -1.795 -1.859 -1.928 -2.003
2.50 -1.426 -1.634 -1.751 -1.862 -1.913 -1.971 -2.051 -2.133 -2.223 -2.321
3.00 -1.560 -1.817 -1.960 -2.095 -2.157 -2.229 -2.326 -2.427 -2.536 -2.657
3.50 -1.710  -2.014 -2.183 -2.341 -2.415 -2.499 -2.615 -2.733 -2.864 -3.007
4.00 -1.871  -2.221 -2.415 -2.596 -2.681 -2.778 -2.913 -3.050 -3.200 -3.366
4.50 -2.041 -2.435 . -2.653 -2.858 -2.955 -3.064 -3.217 -3.372 -3.542 -3.731
5.00 -2.217 -2.654 -2.897 -3.126 -3.233 -3.356 -3.525 -3.698 -3.889 -4.100
6.00 -2.581 -3.104 -3.396 -3.671 -3.800 -3.949 4.153 -4.363 -4.594 -4.849
7.00 -2.955 -3.564 -3.904 4226 -4.377 -4.549 4790 -5.037 -5.307 -5.607
8.00 -3.336 4.030 -4.418 4.787 -4.960 -5.159 -5.433 -5715 -6.026 -6.370
9.00 -3.721 4.500 -4.937 -5.352 -5.547 -5.771 6.080 -6.399 -6.748 -7.136
10.00 -4.109 4973 5459 -5.920 6.386 -6.730 -7.085 -7.474 -7.906

Source: After Land, 1975
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Factors for Calculalmg Normal Distribution One-Sided 100(1-2)%
Tolerance Bounds and Confidence Intervals for Percentiles (Part I)

p = 0.900 p = 0.95¢ p = 0.990
a 1-a: 0.010 0.025 0.050 0.100 0.200 0.016 0.025 0.050 0.100 0.200 0.010 0.025 0.050 0.100 0.200 n
2 -0.707 -0.143 0.138 0.403 0.737 0.000 0.273 0.475 0.717 1.077 0.564 0.761 0.954 1.225 1.672 2
3 -0.072 0.159 0.334 0.535 0.799 0.295 0.478 0.639 0.840 1.126 0.782 0.958 1.130 1.361 1.710 3
4 0.123 0.298 0.444 0.617 0.347 0.443 0.601 0.743 0.922 1.172 0.924 1.088 1.246 1.455 1.760 4
5 0.238 0.389 0.519 0.675 0.833 0.543 0.687 0.318 0.982 1.209 1.027 1.182 1.331 1.525 1.801 s
6 0.319 0.455 0.575 0.719 0.911 0.618 0.752 0.875 1.028 1.238 1.108 1.256 1.396 1.578 1.834 ]
7 0.381 0.507 0.619 0.755 0.933 0.678 0.804 0.920 1.065 1.261 1.173 1315 1.449 1.622 1.862 7
8 .0.431 0.550 0.655 0.783 0.952 0.727 0.847 0.958 1.096 1.281 1.227 1.364 1493 1.658 1.885 8
9 0.472 0.585 0.686 0.808 0.968 0.768 0.884 0.990 1.122 1.298 1.273 1.406 1.530 1.688 1.904 9
10 0.508 0.615 0.7{2 0.828 0.981 0.8304 0.915 1.017 1.144 1.313 1.314 1,442 1.563 1.715 1.922 10
11 0.538 0.642 0.734 0.847 0.933 0.835 0.943 1.041 1.163 1.32§ 1.349 1.474 1.591 1.738 1.937 11
12 0.565 0.665 0.754 0.363 1.004 0862 0.967 1.062 1.180 1.337 1.381 1.502 1.616 1.758 1.950 12
13 0.589 0.685 0.772 0.877 1.013 0.887 0989 1.081 1.196 1.347 1.409 1.528 1.638 1.776 1.982 13
14 0.610 0.704 0.788 0.390 1.022 0.909 1.008 1.098 1.210 1.356 1.434 1.551 1.658 1.793 1.973 14
15 0.629 0.721 0.302 0.90t 1.029 0.929 1.026 1.114 1.222 1.364 1.458 1.572 1.677 1.808 1.983 15
16 0.647 0.736 0.815 0.912 1.036 0.948 1.042 1.128 1.234 1372 1.479 1.591 1.694 1.822 1992 16
17 0.663 0.750 0.827 0.921 1.043 0.965 1.057 1.141 1.244 1379 1.499 1.608 1.709 1.834 2.000 17
18 0.678 0.763 0.8339 0.930 1.049 0.980 1.071 1.i53 1.254 1.38§ 1.517 1.625 1.724 1.846 2.008 18
19 0.692 0.775 0.849 0.939 1.054 0.995 1.084 1.164 1.263 1.391 1.534 1.640 1.737 1.857 2.015 19
20 0.705 0.786 0.858 0.946 1.059 1.008 1.095 1.175 1.271 1.397 1.550 1.654 1.749 1.867 2.022 20
21 0.716 0.796 0.867 0.953 1.064 1021 1.107 1.184 1.279 1.402 1.565 1.667 1.761 1.876 2.028 21
22 0.728 0.806 0.876 0.960 1.068 1.033 1.117 1.193 1.286 1.407 1.579 1.680 1.772 1.885 2.034 2
23 0.738 0.81S 0.884 0.966 1.073 1.044 1.127 1.202 1.293 1.412 1.592 1.69t 1.782 1.893 2.039 23
24 0.748 0.823 0.891 0.972 1.076 1.054 1.136 1.210 1.300 1.416 1.605 1.702 1.791 1.901 2.045 24
25 0.757 0.831 0.898 0.978 1.080 1.064 1.145 1.217 1.306 1.420 1.616 1.713 1.801 1.908 2.049° 25
26 0.765 0.839 0.904 0.983 1.084 1.074 1.153 1.225 1.311 1.424 01,628 1.723 1.809 1.915 2.054 26
27 0.774 0.846 0.911 0.988 1.087 1.083 1.161 1.231 1.317 1.427 1.638 1.732 1.817 1.922 2.058 27
28 0.782 0.853 0.917 0.993 1.090 1.091 1.168 1.238 1.322 1.431 1.648 1.741 1.825 1.928 2.063 28
29 0.790 0.860 0.922 0.997 1.093 1.099 1.175 1.244 1.327 1.434 1.658 1.749 1.833 1.934 2.067 29
30 0.797 0.866 0.928 1.002 1.096 1.107 1.182 1.250 1.332 1.437 1.667 1.757 1.840 1.940 2.070 30
35 0.828 0.893 0.951 1.020 1.108 1.141 1.212 1.276 1.352 1.451 1.708 1.793 1.871 1.965 2.087 35
- 40 0.854 0.916. 0.970 1.036 1.119 1.169 1.236 1.297 1.369 1.462 1.741 1.823 1.396 1.986 2.101 40
50 0.894 0,950 1.000 1.059 1.134 1,212 1.274 1.329 1.396 1.480 1.793 1.869 1.936 2.018 2.122 50
60 0.924 0.976 1.022 1.077 1.146 1.245 1.303 1.354 1.415 1.493 1.833 1.903 1.966 2.042 2.138 60
120 1.020 1.059 1.093 1.134 1.184 1.352 1.395 1.433 1478 1.535 1.963 2.015 2.063 2.119 2.189 120
240 1.092 1.121 1.146 1.175 1.211 1.431 1.463 1.492 1.525 1.565 2.061 2.100 2.135 2.176 2.227 240
480 1.145 1.166 1.184 1.205 1.231 1.491 1.514 1.535 1.558 1.588 2.134 2.163 2.189 2.218 2.25§ 480
3 1.282 1.282 1.282 1.282 1.282 1.645 1.645 1.645 1.645 1.645 2.326 2.326 2.326 2.326 2.326 o




Factors for Calculating Normal Distribution One-Sided 100(1-a)%
Tolerance Bounds and Confidence Intervals for Percentiles (Part II)

p = 0.900 p = 0.950 p = 0.990

B l1-a: 0.800 0.900 0.950 0.975 0.990 0.800 0.900 0.950 0.978 0.990 0.800 0.900 0.950 0.975 0.990 ]

2 5.049 10.253 20.581 41.201 103.029 6.464 13.090 26.260 52.559 131.426 9.156 18.500 37.094 74.234 185.617 2
3 2.871 4.258 6.155 8.797 13.995 3.604 S5.311 7.656 10.927 17.370 5.010 7.340 10.553 15.043 23.396 3
4 2.372 3.188 4.162 5.354  7.380 2.968 3,957 S5.144 6.602 9.083 4.110 5.438 7.042 9.018 12.387 4
5 2.145 2.742 3.407 4.166 5.362 2.683 3.400 4.203 5.124 6.578 3.711 4.666 5.741 6.950 8.939 5
6 2.012 2.494 3.006 3.568 4.411 2.517 3.092 3.708 4.385 5.406 3.482 4.243 5.062 5.967 7.133S 6

7 1.923 2,333 2.755 3.206 3.359 2.407 2.9%4 3.399 3.940 4.728 3.331 3.972 4.642 5361 6.412 7
] 1.859 2.219 2.582 2.960 3.497 2328 2,754 3.187 3.640 4.285 3. 224 3.783 4.354 4954 5.812 8
9 1309 2.133 2.454 2.783 3.240 2.268 2.650 3.031 3424 39712 3.142 3.641 4.143 4.662 5.389 9
10 1.770 2.066 2.355 2.647 3.048 2220 2.568 2.911 3.259 3.738 3.078 3.532 3.981 4.440 5.074 10
1 1.738 2.011 2.275 2.540 2.398 2.182 2.503 2.815 3.129 3.556 3.026 3.443 3.852 4.265 4.329 1

12 L7511 1.966 2210 2452 2.777 2.149 2.448 2,736 3.023 3.410 2.982 3.371 3.747 4.124 4.633 12
13 1.6239 1.928 2.155 2379 2.677 2.122 2.402 2.671 2.936 3.290 2.946 3.309 3.659 4.006 4.472 13
14 1.669 1.895 2.109 2.317 2.593 2.098 2.363 2.614 2.861 3.189 2.914 3.257 3.585 3.907 4.337 14
15 1.652 1.867 2.068 2.264 2.521 2.078 2.329 2.566 2.797 3.102 2.387 3.212 3.520 3.822 4222 15
16 1.637 1.342 2,033 2.218 2459 2.059 2.299 2.524 2.742 3.028 2.863 3.172 3464 3.749 4123 16
17 1.623 1.819 2.002 2.177 2.405 2.043 2.272 2.486 2.693 2.963 3.841 3.137 3414 3.684 4.037 17
18 1.611 1.800 1.974 2.141 2.357 2.029 2.249 2.453 2.650 2.905 2.8322 3.105 3.370 3.627 3.960 18
19 1.600 1.782 1.949 2,108 2.314 2016 2.227 2.423 2.611 2.354 2.804 3.077 3.331 3.575 3.892 19
20 1.590 1.765 1.926 2.079 2.276 2.004 2.208 2.396 2.576 2.10% 2,789 3.052 3.295 3.529 3.832 20
21 1.581 1.750 1.905 2.053 2.241 1.993 2.190 2.371 2.544 2.766 2.774 3.028 3.263 3.487 3.777 21
+3 1.572 1.737 1.886 2.028 2.209 1.983 2.174 2.349 2.51S 2.729 2.761 3.007 3.233 3.449 3.727 22
23 1.564 1.724 1.869 2.006 2.1280 1.973 2,159 2.328 2.489 2.65%4 2.749 2.987 3.206 3.414 3.681 23
4 1.557 1.712 1.853 1.985 2.154 1.965 2.145 2.309 2.465 2.662 2.738 2.969 3.181 3.382 3.640 24
25 1.550 1.702 1.838 1.966 2.129 1.957 2.132 2.292 2.442 2.633 2.727 2.952 3.158 3.353 3.601 25 :
26 1.544 1.691 1.824 1.949 2.106 1.949 2.120 2.275 2.421 2.606 2.718 2.937 3.136 3.325 3.566 26 :
27 1.538 1.682 1.811 1.932 2.085 1.943 2.109 2.260 2.402 2.581 2.708 2.922 3.116 3.300 3.533 27 !
28 1.533 1.673 1.799 1.917 2.065 1.936 2.099 2.246 2.384 2.558 2.700 2.909 3.098 3.276 3.502 28 ;
29 1.528 1.665 1.788 1.903 2.047 1.930 2.089 2.232 2.367 2.536 2.692 2.896 3.080 3.254 3473 29
30 1.523 1.657 1.777 1.889 2.030 1.924 2.080 2.220 2.351 2.515 2.634 2.884 3.064 3.233 3.447 30
3s 1.502 1.624 1.732 1.833 1.957 1.900 2.041 2.167 2.284 2.430 2.652 2.833 2.995 3.145 3.334 35
40 1.436 1.598 1.657 1.789 1.902 1.880 2.010 2.125 2.232 2.364 2.627 2.793 2.941 3.078 3.249 40
50 1.461 1.559 1.646 1.724 1.821 1.852 1.965 2.065 2.156 2.269 2.590 2.735 2.862 2.980 3.125 50
60 1.444 1,532 1.609 1.679 1,764 1.832 1.933 2.022 2.103 2.202 2.564 2.69%4 2.807 2.911 3.038 60
120 1.393 1.452 1.503 1.549 1.604 1.772 1.841 1.899 1.952 2.015 2,488 2.574 2.649 2.716 2.797 120
%0 1.358 1.399 1.434 1465 1.501 1.733 1.780 1.819 1.854 1.396 2,437 2.497 2.547 2.591 2.645 240
480 1.335 1.363 1.387 1.408 1.433 1.706 1.738 1.766 1.790 1.818 2,403 2,444 2479 2.509 2.545 480
L 1.282 1,282 1.282 1.282 1.282 1.645 1.645 1.645 1.645 1.645 2.326 2.326 2.326 2.326 2.326 @
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- DISCLAIMER

This document is intended to assist Regional and State personnel in evaluating ground-water
monitoring data from RCRA facilities. Conformance with this guidance is expected to result in
statistical methods and sampling procedures that meet the regulatory standard of protecting human
health and the environment. However, EPA will not in all cases limit its approval of statistical
methods and sampling procedures to those that comport with the guidance set forth herein. This
guidance is not a regulation (i.e., it does not establish a standard of conduct which has the force of
law) and should not be used as such. Regional and State personnel should exercise their discretion
in using this guidance document as well as other relevant information in choosing a statistical
method and sampling procedure that meet the regulatory requirements for evaluating ground-water
monitoring data from RCRA facilities.

This document has been reviewed by the Office of Solid Waste, U.S. Environmental
Protection Agency, Washington, D.C., and approved for publication. Approval does not signify
that the contents necessarily reflect the views and policies of the U.S. Environmental Protection
Agency, nor does mention of trade names, commercial products, or publications constitute

endorsement or recommendation for use.




CONTENTS

1. CHECKING ASSUMPTIONS FOR STATISTICAL PROCEDURES .......... SRR |
1.1 Normality of Data ....ccuerveniiniiiiiiiiiiiiinn e 1

1.1.1 Interim Final Guidance Methods for Checking Normality... 3. .

1.1.2 Probability Plots............. eereeeerieerseeeiseseraiinas eeeann 5

1.1.3 Coefficient of SKEWNEsS....c.vvviiuiinmeiiiiiiiiccneiiionan. 8

1.1.4 The Shapiro-Wilk Tgst ofANonnality (nS50)..cceeeeniiinnnn ‘9‘
1.1.5 The Shapiro-Francia Test of Normality (n>50)............... 12
1.1.6 The Probability Plot Correlation ‘Coefﬁcient .................. 13
1.2 Testing for Homogeneity of Variance ...........occeiiiiiiiiciiaeennes 20
1.2.1 BOX PlOS . .ueuiueeeeininiaiiiiinniierieteeiennracsaiiatinnes 20
1.2.2 Levene's Test ..ocoiviiiiiiieiennreninriniaeeiiiiiiiienenne, 23
2. RECOMMENDATIONS FOR HANDLING NONDETECTS .....cccciveiiinaniniiinnnee. 25
2.1 Nondetects in ANOVA Procedures ........ocooeeviemceieiiinnniinan.. 26
2.2 Nondetects in Statistical Intervals ......o.oovieeiiiiiiiiiiiiiiiiiniiin,. 27
2.2.1 Censored and Detects-Only Probability Plots................. 28

2.2.2 Aitchison's Adjustment ......ccccoeimiieniierinecnanenneneaene. 33




2.2.3 More Than 50% NONAELECIS «...vvenreeeeeeeeereeneeeninnennnnans 34

2.2.4 Poisson Prediction LImits c.ooeureernrieeeeieiineeeerannnnns 35

2.2.5 Poisson Tolerance Limits......cocoeveeiiiiiiinnniinenanannnnnns 38

3. NON-PARAMETRIC COMPARISON OF COMPLIANCE DATA TO BACKGROUND.. 41

3.1  Kruskal-Wallis Test....ccooeiiuiiiiiiiiiiiiretceneicccirre e, 41

3.1.1 Adjustng for Tied Observations...........c..ccoeuvvenennenn.. 42

3.2 Wilcoxon Rank-Sum Test for Two Groups .........cccoceveeevvennnnnn.. 45

3.2.1 Handling Ties in the Wilcoxon Test............cccccevrvennnen. 48

4. STATISTICAL INTERVALS: CONFIDENCE, TOLERANCE, AND PREDICTION ..... 49
4.1 Tolerance Intervals........coevuiiiniiiinieniriiiiiiiniieieineeeenanae, 51

4.1.1 Non-parametric Tolerance Intervals..............cc..een...... 54

4.2 Prediction Intervals .......ccouieiiiiiininiiniiiiiiiiiieeneeneeeenenen, 56

4.2.1 Non-parametric Prediction Intervals .................c.c........ 59

4.3 Confidence Interva.ls ........................ 60

5. STRATEGIES FOR MULTIPLE COMPARISONS .......ccvuiurnuinreneneceneneanennns 62
5.1 Background of Problem......ccceiieiiieeneiiiiiieneiiieieineneenennnn. 62

5.2 Possible Srategies ..ccovuiiiiiniiiereiniereiieiiieiieiiniieeeietennennaens 67

5.2.1 Parametric and Non-parametric ANOVA....................... 67




5.2.2 Retesting with Parametric Intervals.......cccccoccevennnniin. 67

5.2.3 Retesting with Non-parametric Intervals...........c.ccc.ec.... 71
6. OTHER TOPICS 1t titueetneeeenaeestocrosssssssssssssssssasssnassassssssssssssssssassnsss 75
6.1 CoNtrol ChartS....eeuineerereaneeocersnrsereeiteieineieiiaeissasesesseasasenes 75

6.2 Outhier TeStME . .cueeeeeientiiniiiirieireiieierereeereeeteentataanes 80




ACKNOWLEDGMENT

This document was developed by EPA's Office of Solid Waste under the direction of Mr.
James R. Brown of the Permits and State Programs Division. The Addendum was prepared by the
joint efforts of Mr. James R. Brown and Kirk M. Cameron, Ph.D., Senior Statistician at Science
Applications International Corporation (SAIC). SAIC provided technical support in developing
this document under EPA Contract No. 68-W0-0025. Other SAIC staff who assisted in the
preparation of the Addendum include Mr. Robert D. Aaron, Statistician.




Draft 1/28/93

STATISTICAL ANALYSIS OF
GROUND-WATER MONITORING DATA
AT RCRA FACILITIES

" ADDENDUM TO INTERIM FINAL GUIDANCE

JULY 1992

This Addendum offers a series of recommerndations and updated advice concerning the
Interim Final Guidance document for statistical analysis of ground-water monitoring data. Some
procedures in the original guidance are replaced by alternative methods that reflect more current
thinking within the statistics profession. In other cases, further clarification is offered for currently
recommended techniques to answer questions and address public comments that EPA has received
both formally and informally since the Interim Final Guidance was published.

1. CHECKING ASSUMPTIONS FOR STATISTICAL
PROCEDURES

Because any statistical or mathematical model of actual data is an approximation of reality, all
statistical tests and procedures require certain assumptions for the methods to be used correctly and
for the results to have a proper interpretation. Two key assumptions addressed in the Interim
Guidance concern the distributional properties of the data and the need for equal variances among
subgroups of the measurements. In the Addendum, new techniques are outlined for testing both
assumptions that offer distinct advantages over the methods in the Interim Final Guidance.

1.1 NORMALITY OF DATA

Most statistical tests assume that the data come from a Normal distribution. Its density
function is the familiar bell-shaped curve. The Normal distribution is the assumed underlying
model for such procedures as parametric analysis of variance (ANOVA), t-tests, tolerance
intervals, and prediction intervals for future observations. Failure of the data to follow a Normal
distribution at least approximately is not always a disaster, but can lead to false conclusions if the
data really follow a more skewed distribution like the-Lognormal. This is because the extreme tail
behavior of a data distribution is often the most critical factor in deciding whether to apply a
statistical test based on the assumption of Normality.
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The Interim Final Guidance suggests that one begin by assuming that the original data are
Normal prior to testing the distributional assumptions. If the statistical test rejects the model of
Normality, the data can be tested for Lognormality instead by taking the natural logarithm of each
observation and repeating the test. If the original data are Lognormal, taking the natural logarithm
of the observations will result in data that are Normal. As a consequence, tests for Normality can
also be used to test for Lognormality by applying the tests to the logarithms of the data.

Unfortunately, all of the available tests for Normality do at best a fair job of rejecting non-
Normal data when the sample size is small (say less than 20 to 30 observations). That is, the tests
do not exhibit high degrees of statistical power. As such, small samples of untransformed
Lognormal data can be accepted by a test of Normality even though the skewness of the data may
lead to poor statistical conclusions later. EPA's experience with environmental concentration data,
and ground-water data in particular, suggests that a Lognormal distribution is generally more
appropriate as a default statistical model than the Normal distribution, a conclusion shared by
rescarchers at the United States Geological Survey (USGS, Dennis Helsel, personal
communication, 1991). There also appears to be a plausible physical explanation as to why
pollutant concentrations so often seem to follow a Lognormal pattern (Ott, 1990). In Ott's model,
pollutant sources are randomly diluted in a multiplicative fashion through repeated dilution and
mixing with volumes of uncontaminated air or water, depending on the surrounding medium.
Such random and repeated dilution of pollutant concentrations can lead mathematically to a
Lognormal distribution. |

Because the Lognormal distribution appears to be a better default statistical model than the
Normal distribution for most ground-water data, it is recommended that all data first be logged
prior to checking distributional assumptions. McBean and Rovers (1992) have noted that
“[s]upport for the lognormal distribution in many applications also arises from the shape of the
distribution, namely constrained on the low side and unconstrained on the high side.... The
logarithmic transform acts to suppress the outliers so that the mean is a much better representation
of the central tendency of the sample data."

Transformation to the logarithmic scale is not done to make "large numbers look smaller."
Performing a logarithmic or other monotonic transformation preserves the basic ordering within a
data set, so that the data are merely rescaled with a different set of units. Just as the physical
difference between 80° Fahrenheit and 30° Fahrenheit does not change if the temperé.tures are
rescaled or transformed to the numerically lower Celsius scale, so too the basic statistical

relationships between data measurements remain the same whether or not the log transformation is
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- applied. What does change is that the logarithms of Lognormally distributed data are more nearly
Normal in character, thus satisfying a key assumption of many statistical procedures. Because of

this fact, the same tests used to check Normality, if run on the logged data, become tests for
Lognormality. A '

If the assumption of Lognormality is not rejected, further statistical analyses should be
performed on the logged observations, not the original data. If the Lognormal distribution js
rejected by a statistical test, one can either test the Normality of the original data, if it was not
already done, or use a non-parametric technique on the ranks of the observations.

If no data are initially available to test the distributional assumptions, "referencing” may be
employed to justify the use of, say, a Normal or Lognormal assumption in developing a statistical
testing regimen at a particular site. "Referencing” involves the use of historical data or data from
sites in similar hydrogeologic settings to justify the assumptions applied to currently planned
statistical tests. These initial assumptions must be checked when data from the site become
available, using the procedures described in this Addendum. Subsequent changes to the initial
assumptions should be made if formal testing contradicts the initial hypothesis. ‘

1.1.1 Interim Final Guidance Methods for Checking Normality

The Interim Final Guidance outlines three different methods for checking No'ri'n’eility: the
Coefficient-of-Variation (CV) test, Probability Plots, and the Chi-squared test. Of these three,
only Probability Plots are recommended within this Addendum. The Coefficient-of-Variation and
the Chi-squared test each have potential problems that can be remedied by u‘sihg alternative tests.
These alternatives include the Coefficient of Skewness, the Shapuo-Wllk test, the Shaplro-Francxa
test, and the Probablhty Plot Correlation Coefficient.

The Coefficient-of-Variation is recommended within the Interim Guidance because it is easy
to calculate and is amenable to small sample sizes. To ensure that a Normal model which predicts a
significant fraction of negative concentration values is not fitted to positive data, the Interim Final
Guidance recommends that the sample Coefficient of Variation be less than one; otherwise this
“test" of Normality fails. A drawback to using the sample CV is that for Normally distributed data,
one can often get a sample CV greater than one when the true CV is only between 05and 1. In
other words, the sample CV, being a random variable, often estimates the true Coefficient of
Variation with some error. Even if a Normal distribution model is appropriate, the Coefficient of
Variation test may reject the model because the sample CV (but not the true CV) is too large -
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The real purpose of the CV is to estimate the skewness of a dataset, not to test Normality.
Truly Normal data can have any non-zero Coefficient of Variation, though the larger the CV, the
greater the proportion of negative values predicted by the model. As such, a Normal distribution
with large CV may be a poor model for positive concentration data. However, if the Coefficient of
Variation test is used on the logarithms of the data to test Lognormality, negative logged
concentrations will often be expected, nullifying the rationale used to support the CV test in the
first place. A better way to estimate the skewness of a dataset is to compute the Coefficient of

Skewness directly, as described below.

The Chi-square test is also recommended within the Interim Guidance. Though an acceptable
goodness-of-fit test, it is not considered the most sensitive or powerful test of Normality in the
current literature (Gan and Koehler, 1990). The major drawback to the Chi-square test can be
explained by considering the behavior of parametric tests based on the Normal distribution. Most
tests like the t-test or Analysis of Variance (ANOVA), which assume the underlying data to be
Normally distributed, give fairly robust results when the Normality assumption fails over the
middle ranges of the data distribution. That is, if the extreme tails are approximately Normal in
shape even if the middle part of the density is not, these parametric tests will still tend to produce
valid results. However, if the extreme tails are non-Normal in shape (e.g., highly skewed),
Normal-based tests can lead to false conclusions, meaning that either a transformation of the data
or a non-parametric technique should be used instead.

The Chi-square test entails a division of the sample data into bins or cells representing
distinct, non-overlapping ranges of the data values (see figure below). In each bin, an expected
value is computed based on the number of data points that would be found if the Normal
distribution provided an appropriate model. The squared difference between the expected number
and observed number is then computed and summed over all the bins to calculate the Chi-square

test statistic.

CHI SQUARE GOODNESS OF FIT

2a\p
AT\
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If the Chi-square test indicates that the data are not Normally distributed, it may not be clear
what ranges of the data most violate the Normality assumption. Departures from Normality in the
middle bins are given nearly the same weight as departures from the extreme tail bins, and all the
departures are summed together to form the test statistic. As such, the Chi-square test is not as
powerful for detecting departures from Normality in the extreme tails of the data, the areas most
crucial to the validity of parametric tests like the t-test or ANOVA (Miller, 1986). Furthermore,
even if there are departures in the tails, but the middle portion of the data distribution is
approximately Normal, the Chi-square test may not register as statistically significant in certain
cases where better tests of Normality would. Because of this, four alternative, more sensitive tests
of Normality are suggested below which can be used in conjunction with Probability Plots.

1.1.2 Probability Plots

As suggested within the Interim Final Guidance, a simple, yet useful graphical test for
Normality is to plot the data on probability paper. The y-axis is scaled to represent probabilities
according to the Normal distribution and the data are arranged in increasing order. An observed
value is plotted on the x-axis and the proportion of observations less than or equal to each observed
value is plotted as the y-coordinate. The scale is constructed so that, if the data are Normal, the v
points when plotted will approximate a straight line. Visually apparent curves or bends indicate
that the data do not follow a Normal distribution (see Interim Final Guidance, pp. 4-8 to 4-11).

Probability Plots are particularly useful for spotting irregularities within the data when
compared to a specific distributional model like the Normal. It is easy to determine whether
departures from Normality are occurring more or less in the middle ranges of the data or in the
extreme tails. Probability Plots can also indicate the presence of possible outlier values that do not
follow the basic pattern of the data and can show the presence of significant positive or negative
skewness. '

If a (Normal) Probability Plot is done on the combined data from several wells and Normality
is accepted, it implies that all of the data came from the same Normal distribution. Consequently,
each subgroup of the data set (e.g., observations from distinct wells), has the same mean and
standard deviation. If a Probability Plot is done on the data residuals (each value minus its
subgroup mean) and is not a straight line, the interpretation is more complicated. In this case,
either the residuals are not Normal, or there is a subgroup of the data with a Normal distribution
but a different mean or standard deviation than the other subgroups. The Probability Plot will
indicate a deviation from the underlying Normality assumption either way.
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The same Probability Plot technique may be used to investigate whether a set of data or
residuals follows the Lognormal distribution. The procedure is the same, except that one first
replaces each observation by its natural logarithm. After the data have been transformed to their
natural logarithms, the Probability Plot is constructed as before. The only difference is that the
natural logarithms of the observations are used on the x-axis. If the data are Lognormal, the
Probability Plot (on Normal probability paper) of the logarithms of the observations will
approximate a straight line.

Many statistical software packages for personal computers will construct Probability Plots
automatically with a simple command or two. If such software is available, there is no need to
construct Probability Plots by hand or to obtain special graph paper. The plot itself may be
generated somewhat differently than the method described above. In some packages, the observed
value is plotted as before on the x-axis. The y-axis, however, now represents the quantile of the
Normal distribution (often referred to as the "Normal score of the observation") corresponding to
the cumulative probability of the observed value. The y-coordinate is often computed by the
following formula:

= q)-l(L)
i n+1

where @' denotes the inverse of the cumulative Normal distribution, n represents the sample size,
and i represents the rank position of the ith ordered concentration. Since the computer does these
calculations automatically, the formula does not have to be computed by hand.

EXAMPLE 1

Determine whether the following data set follows the Normal distribution by using a
Probability Plot.
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Nickel Concentration (ppb)

Month - Welll Well 2 Well 3 Well 4
1 58.8 19 39 3.1
2 1.0 81.5 151 942
3 262 331 27 85.6
4 56 14 214 10
5 8.7 64.4 578 637

SOLUTION

Step 1.  List the measured nickel concentrations in order from lowest to highest.

Nickel
Concentration Order Probability Normal
(ppb) Q) 100*(/(n+1)) Quantile
1 1 5 -1.645
3.1 2 10 -1.28
8.7 3 14 -1.08
10 4 19 v -0.88
14 5 24 . -0.706
.19 6 29 -0.55
214 7 33 -0.44
27 8 38 -0.305
39 9 43 -0.176
56 10 48 -0.05
58.8 11 52 0.05
64.4 ' 12 57 0.176
81.5 13 62 0.305
85.6 14 67 0.44
151 15 71 0.55
262 16 76 0.706
331 17 81 0.88
578 ’ 18 86 1.08
637 19 90 1.28
942 20 95 1.645

Step 2. The cumulative probability is given in the third column and is computed as 100*(i/(n+1))
where n is the total number of samples (n=20). The last column gives the Normal
quantiles corresponding to these probabilities. ‘

Step 3. If using special graph paper, plot the probability versus the concentration for each
sample. Otherwise, plot the Normal quantile versus the concentration for each sample,
as in the plot below. The curvature found in the Probability Plot indicates that there is
evidence of non-Normality in the data.
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NORMAL QUANTILES
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1.1.3 Coefficient of Skewness

The Cocfficient of Skewness (Y1) indicates to  what degree a d‘ata set is skewed or
asymmetric with respect to the mean. Data from a Normal distribution will have a Skewness
Coefficient of zero, while asymmetric data will have a positive or negative skewness depending on
whether the right- or left-hand tail of the distribution is longer and skinnier than the opposite tail.

Since ground-water monitoring concentration data are inherently nonnegative, one often
expects the data to exhibit a certain degree of skewness. A small degree of skewness is not likely
to affect the results of statistical tests based on an‘,assumption of Normality. However, if the
Skewness Coefficient is larger than 1 (in absolute value) and the sample size is small (e.g., n<25),
statistical research has shown that standard Normal theory-based tests are much less powerful than
when the absolute skewness is less than 1 (Gayen, 1949).

Calculating the Skewness Coefficient is useful and not much more difficult than computing
the Coefficient of Variation. It provides a quick indication of whether the skewness is minimal
enough to assume that the data are roughly symmetric and hopefully Normal in distribution. If the
original data exhibit a high Skewness Coefficient, the Normal distribution will provide a poor
approximation to the data set. In that case, 1 can be computed on the logarithms of the data to test
for symmetry of the logged data.
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The Skewness Coefficient may be éomputed using the following formula:

-E (xx )
Y= 3
2

(5 oo

where the numerator represents the average cubed residual and SD denotes the standard deviation
of the measurements. Most statistics computer packages (e.g., Minitab, GEO-EAS) will compute
the Skewness Coefficient automatically via a simple command.

EXAMPLE 2

Using the data in Example 1, compute the Skewness Coefficient to test for approximate
symmetry in the data.

SOLUTION
Step 1. Compute the mean, standard deviation (SD), and average cubed resxdual for the nickel
‘ : conccntrauons

X=169.52 ppb
SD = 259.72 ppb
—Z (x; -%)*=2. 98923*10‘ pb3

Step 2. Calculate the Coefficient of Skcwness using the previous formula to get y1=1.84. Since
 the skewness is much larger than 1, the data appear to be significantly posmvely
skewed. Do not assume that the data follow a Normal distribution.

Step 3.  Since the original data evidence a high dcgree of skewncss, one can attempt to compute
' the Skewness Coefficient on the logged data instead. In that case, the skewness works
out to be ly;l= 0.24 < 1, indicating that the logged data values are slightly skewed, but
not enough to reject an assumption of Normality in the logged data. In other words, the

original data may be Lognormally distributed.

1.1.4 The Shapiro-Wilk Test of Normality (n<50)

The Shapiro-Wilk test is recommended as a superior alternative to the Chi-s‘quarc test for
testing Normality of the data. It is based on the premise that if a set of data are Normally
distributed, the ordered values should be highly correlated with corresponding quantiles taken from
a Normal distribution (Shapiro and Wilk, 1965). In particular, the Shapiro-Wilk test gives
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substantial weight to evidence of non-Normality in the tails of a distribution, where the robustness
of statistical tests based on the Normality assumption is most severely affected. The Chi-square
test treats departures from Normality in the tails nearly the same as departures in the middle of a
distribution, and so is less sensitive to the types of non-Normality that are most crucial. One
cannot tell from a significant Chi-square goodness-of-fit test what sort of non-Normality is
indicated. | | .

The Shapiro-Wilk test statistic (W) will tend to be large when a Probability Plot of the data
indicates a nearly straight line. Only when the plotted data show significant bends or curves will
the test statistic be small. The Shapiro-Will; test is considered to be one of the very best tests of
Normality available (Miller, 1986; Madansky, 1988).

To calculate the test statistic W, one can use the following formula:

. welser=1]

where the numerator is computed as
x 0 x
b= 23-1 qia Q‘(n-iﬂ) — X)) = Zizl b;

In this last formula, x(;) represents the jth smallest ordered value in the sample and
coefficients aj depend on the sample size n. The coefficients can be found for any sample size
from 3 up to 50 in Table A-1 of Appendix A. The value of k can be found as the greatest integer
less than or equal to n/2.

Normality of the data should be rejected if the Shapiro-Wilk statistic is too low when
compared to the critical values provided in Table A-2 of Appendix A. Otherwise one can assume
the data are approximately Normal for purposes of further statistical analysis. As before, it is
recommended that the test first be performed on the logarithms of the original data to test for
Lognormality. If the logged data indicate non-Normality by the Shapiro-Wilk test, a re-test can be
performed on the original data to test for Normality of the original concentrations.

EXAMPLE 3

Use the data of Example 1 to compute the"Shapiro-Wilk test of Normality.

10
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SOLUTION

- Step 1.

Order the data from smallest to largest and list, as in the following table. Also list the
‘data in reverse Qrdgr alongside the first column.

.Step 2. . Compute the differences x(n.j+1)-X(j) in column 3 of the table by subtracting column 1
, ~ from column 2. o - ‘
i X(i) X(n-i+1) X(n-i+1)-X(i) ani+l bj
1 1.0 942.0 .. 9410 4734 44547
2 3.1 637.0 - 6339 3211 © 203.55
3 8.7 578.0 - 569.3 2565 . 146.03
4 10.0 331.0 321.0 .2085 - 66.93
5 14.0 262.0 248.0 .1686 - 41.81
6 19.0 151.0 ©-132.0 - - #1334 17.61
7 21.4 85.6 64.2 .1013 6.50
8 27.0 81.5 545 0711 3.87
9 39.0 64.4 254 .0422 1.07 -
10 56.0 58.8 2.8 0140 004
11 58.8 56.0 -2.8 b=932.88
12 64.4 39.0 -254
13 81.5 27.0 -54.5
14 85.6 214 -64.2
15 151.0 19.0 -132.0
16 262.0 14.0 -248.0
17 331.0 10.0 -321.0
18 578.0 8.7 -569.3
19 637.0 31 -633.9
20 942.0 ‘1.0 941.0
Step 3. Compute k as the greatest integer less than or equal to n/2. Since n=20, k=10 in this
B example. L S ‘ ‘
Step 4. Look up the coefficients a,_j;; from Table A-1 and list in column 4. Multiply the
differences in column 3 by the coefficients in column 4 and add the first k products to
get quantity b. In this case, b=932.88. - : :
Step 5. Compute the standard deviation of the sample, SD=259.72. Then
932.88 T
Ws=s| ———————+—| =0.679.
[259.72«@ ] 0679
Step 6. Compare the computed value of W=0.679 to the 5% critical value for sample size 20 in

Table A-2, namely W g520=0.905. Since W < 0.905, the sample shows significant
evidence of non-Normality by the Shapiro-Wilk test. The data should be transformed
using natural logs and rechecked using the Shapiro-Wilk test before proceeding with
- further statistical analysis (Actually, the logged data should have been tested first. The
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original concentration data are used in this example to illustrate how the assumption of
Normmality can be rejected.)

1.1.5 The Shapiro-Francia Test of Norinality (n>50)

The Shapiro-Wilk test of Normality can be used for sample sizes up to 50. When the sample
is larger than 50, a slight modification of the procedure called the Shapiro-Francia test (Shapiro and
Francia, 1972) can be used instead. o “ ' .

Like the Shapiro-Wilk test, the Shapiro-Francia test statistic (W) will tend to be large when a
Probability Plot of the data indicates a nearly straight line. Only when the plotted data show
significant bends or curves will the test statistic be small.

To calculate the test s;atistic W, one can use the following Iformula:

2
" [Zimix(i)]
(n—1)SD*Z,m?

where x;) represents the ith ordered value of the sample and where m; denotes the approximate
expected value of the ith ordered Normal quantile. The values for m; can be approximately

computed as

e
! n+1

where ®-1 denotes the inverse of the standéu'd Normal distribution with zero mean and unit
variance. These values can be computed by hand using a Normal probability table or via simple
commands in many statistical computer packages.

Normality of the data should be rejected if the Shapiro-Francia statistic is too low when
compared to the critical values provided in Table A-3 of Appendix A. Otherwise one can assume
the data are approximately Normal for purposes of further statistical analysis. As before, the
logged data should be tested first to see if a Lognormal model is appropriate. If these data indicate
non-Normality by the Shapiro-Francia test, a re-test can be performed on the original data.

12
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1.1.6 The Probability Plot Correlation Coefficient

One other alternative test for Normality that is roughly equivalent to the Shapiro—Wilk and
Shapiro-Francia tests is the Probability Plot Correlation Coefficient test described by Filliben
(1975). This test fits in perfectly with the use of Probability Plots, because the essence of the test
is to compute the common correlation coefficient for points on a Probability Plot. Since the
correlation coefficient is a measure of the linearity of the points on a scatterplot, the Probability Plot
Correlation Coefficient, like the Shapiro-Wilk test, will be high when the plotted points fall along a
straight line and low when there are significant bends and curves in the Probability Plot.
Comparison of the Shapiro-Wilk and Probability Plot Correlation Coefficient tests has indicated
very similar statistical power for detecting non-Normality (Ryan and Joiner, 1976).

The construction of the test statistic is somewhat different from the Shapiro-Wilk W, but not
difficult to implement. Also, tabled critical values for the correlation coefficient have been derived
for sample sizes up to n=100 (and are reproduced in Table A-4 of Appendix A). The Probability
Plot Correlation Coefficient may be computed as

r= _Z;;Lx(i)Mi -nXM
C, xSDvn-1
where X(j) represents the ith smallest ordered concentration value, M; is the median of the ith order
statistic from a standard Normal distribution, and X ahd M represent the average values of X -
and Mg). The ith Normal order statistic median may be approximated as M;=®"1(m;), where as
before, ®~1 is the inverse of the standard Normal cumulative distribution and m; can be computed
as follows (given sample size n):

1-(.5)% fori=1
m; ={(i-.3175)/(n+.365) forl<i<n
(.S)X' fori=n '

Quantity Cp, represents the square root of the sum of squares of the M;'s minus n times the average
value M, that is

C,= 1/ZiMf -nM?
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When working with a complete sample (i.e., containing no nondetects or censored values), the
average value M =0, and so the formula for the Probability Plot Correlation Coefficient simplifies

to
r= 2 XM,
> MZ xSDVA-1
EXAMPLE 4
Use the data of Example 1 to compute the Probability Plot Correlation Coefficient test.
SOLUTION

Step 1. Order the data from smallest to largest and list, as in the following table.

Step 2. Compute the quantities m; from Filliben's formula above for each i in column 2 and the
order statistic medians, M;, in column 3 by applying the inverse Normal transformation
to column 2.

Step 3. Since this sample contains no nondetects, the simplified formula for r may be used.
Compute the products X(j)*M; in column 4 and sum to get the numerator of the

correlation coefficient (equal to 3,836.81 in this case). Also compute M;2in column 5
and sum to find quantity Cp2=17.12.

i X() m; M; Xa)*M; M;2
1 1.0 03406 -1.8242 -1.824 3.328
2 3.1 08262 -1.3877 -4.302 1.926
3 8.7 13172 -1.1183 -9.729 1.251
4 10.0 .18082 -0.9122 -9.122 0.832
5 14.0 .22993 -0.7391 -10.347 0.546
6 19.0 27903 -0.5857 -11.129 0.343
7 214 32814 -0.4451 -9.524 0.198
8 27.0 37724 -0.3127 -8.444 0.098
9 39.0 42634 -0.1857 -7.242 0.034
10 56.0 47545 -0.0616 -3.448 0.004
11 58.8 52455 0.0616 3.621 0.004
12 64.4 57366 0.1857 11.959 0.034
13 81.5 62276 0.3127 25.488 0.098
14 85.6 67186 0.4451 38.097 0.198
15 151. 72097 0.5857 88.445 0.343
16 262.0 77007 0.7391 193.638 0.546
17 331.0 81918 0.9122 301.953 0.832
18 578.0 .86828 1.1183 646.376 1.251
19 637.0 91738 1.3877 883.941 1.926

20 942.0 96594 1.8242  1718.408 3.328

14
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Step 4. Compute the Probability Plot Correlation Coefficient using the simplified formula forr,
where SD=259.72 and C=4.1375, to get

3836.81
= =0.819
= a.1375)(259.72)v19

Step 5. Compare the computed value of r=0.819 to the 5% critical value for sample size 20 in
Table A-4, namely R 0520=0.950. Since r < 0.950, the sample shows significant
evidence of non-Normality by the Probability Plot Correlation Coefficient test. The data
should be transformed using natural logs and the correlation coefficient recalculated
before proceeding with further statistical analysis. :

EXAMPLE §

The data in Examples 1, 2, 3, and 4 showed significant evidence of non-Normality. Instead
of first logging the concentrations before testing for Normality, the original data were used. This
was done to illustrate why the Lognormal distribution is usually a better default model than the
Normal. In this example, use the same data to determine whether the measurements better follow a
Lognormal distribution.

Computing the natural logarithms of the data gives the table below.

Logged Nickel Concentrations log (ppb)

Month Well 1 Well 2 ~Well 3 - Well4
1 4.07 2.94 3.66 1.13
2 0.00 4.40 5.02 6.85
3 5.57 5.80 3.30 4.45
4 4.03 2.64 3.06 2.30
5 2.16 4.17 6.36 6.46
SOLUTION

Method 1. Probability Plots

Step 1.  List the natural logarithms of the measured nickel concentrations in order from lowest to
highest.
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Log Nickel
Order Concentration Probability Normal
@) log(ppb) 100*(i/(n+1)) Quantiles
1 0.00 5 -1.645
2 1.13 10 -1.28
3 2.16 14 -1.08
4 2.30 19 -0.88
5 2.64 24 -0.706
6 2.94 29 -0.55
7 3.06 33 -0.44
8 3.30 38 -0.305
9 3.66 43 -0.176
10 4.03 48 -0.05
11 4.07 52 0.05
12 4.17 57 0.176
13 4.40 62 0.305
14 4.45 67 0.44
15 5.02 71 0.55
16 5.57 76 0.706
17 5.80 , 81 0.88
18 6.36 86 1.08
19 6.46 ‘ 90 1.28
20 6.85 95 1.645

Step 2.

Step 3.

Compute the probability as shown in the third column by calculating 100*(i/n+1), where
n is the total number of samples (n=20). The corresponding Normal quantiles are given
in column 4.

Plot the Normal quantiles against the natural logarithms of the observed concentrations
to get the following graph. The plot indicates a nearly straight line fit (verified by
calculation of the Correlation Coefficient given in Method 4). There is no substantial
evidence that the data do not follow a Lognormal distribution. The Normal-theory
procedure(s) should be performed on the log-transformed data.

16
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PROBABILITY PLOT

NORMAL QUANTILES

LN(Nickel) LN(ppb)

Method 2. Coefficient of Skewness

Step 1. Calculate the mean, SD, and average cubed residuals of the natural logarithms of the
data. ‘

- X=3.918 log(ppb)
SD = 1.802 log(ppb)
1

~2,(x, ~ %)’ ==1.325 log’(ppb)

Step2. Calculate the Skewness Coefficient, Y1,

-1.325

"h=—73——"=-024
(.95)2(1.802)

Step 3. Compute the absolute value of the skewness, Ini=1-0.2441=0.244.
Step 4.  Since the absolute value of the Skewness Coefficient is less than 1, the data do not show

evidence of significant skewness. A Normal approximation to the log-transformed data
may therefore be appropriate, but this model should be further checked.
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Method 3. Shapiro-Wilk Test

Step 1.  Order the logged data from smallest to largest and list, as in following table, ‘Also list
the data in reverse order and compute the differences X(n-i+1)"X()- -

i LN(x)) LN(X(n-i+1)) An_i+1 ‘b
1 0.00 6.85 4734 3.24
2 1.13 6.46 ~3211 ' 1.71
3 2.16 6.36 2565 1.08
4 2.30 5.80 .2085 0.73
5 2.64 - 5.57 .1686 : 0.49
6 2.94 5.02 1334 0.28
7 2n6 4.45 .1013 0.14
8 =0 4.40 0711 0.08
9 3.06 4.17 .0422 ' 0.02

10 4.03 4.07 .0140 "~ 0.00

11 4.07 4.03 v b=7.77

12 4.17 3.66

13 4.40 *3.30

14 4.45 3.06

15 5.02 2.94

16 5.57 2.64

17 5.80 2.30

18 6.36 - 216

19 6.46 1.13

20 6.85 _ - 0.00

Step 2. Compute k=10, since n/2=10. Look up the coefficients a;.i+] from Table A-1 and
multiply by the first k differences between columns 2 and 1 to get the quantities b;. Add
these 10 products to get b=7.77. : v

Step 3. Compute the standard deviation of the logged data, SD=1.8014. Then the Shapiro-Wilk
statistic is given by ' '

7717 T
W=|—=0| =0.979.
[ 1.8014419 ]

Step 4. Compare the computed value of W to the 5% critical value for sample size 20 in Table A-
2, namely W 0520=0.905. Since W=0.979>0.903, the sample shows no significant
evidence of non-Normality by the Shapiro-Wilk test. Proceed with further statistical
analysis using the log-transformed data.

Method 4. Probability Plot Correlation Coefficient

Step 1. Order the logged data from smallest to largest and list below.

18
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Log Nickel
., Order Concentration ) M. , KN . ,

@) log(ppb) mo M XM M2
1 0.00 .03406 -1.8242 0.000 3.328
2 1.13 . .08262 -1.3877 -1.568 1.926
3 2.16 13172 -1.1183 -2.416 1.251
4 2.30 .18082 -0.9122 - -2.098 0.832
5 2.64 .22993 -0.7391 -1.951 0.546
6 2.94 - .27903 -0.5857 -1.722 0.343
7 3.06 32814 -0.4451 -1.362 0.198
8 3.30 37724 -0.3127 -1.032 0.098
9 3.66 42634 -0.1857 -0.680 0.034

10 4.03 47545 -0.0616 -0.248 0.004

11 4.07 . .52455 0.0616 0.251 . 0.004

12 4.17 ".57366 0.1857 0.774 0.034

13 440 | .62276 0.3127 1.376 0.098

14 4.45 .67186 0.4451 1.981 0.198

15 5.02 72097 0.5857 2.940 - 0.343

16 5.57 77007 . 0.7391 4.117 0.546

17 5.80 .81918 09122 5291 . 0.832

18 6.36 .86828 1.1183 7.112 1.251

19 6.46 91738 1.3877 8.965 1.926

20 6.85 96594 1.8242  12.496 13.328

.Step 2.
Step 3.

Step 4,

Step 5.

. Compute the quantities m; and the order statistic medians Mj, according to the procedure

in Example 4 (note that these values depend only on the sample size and are identical to
the quantities in Examplie 4). '
Compute the products _X(i)’fMi in column 4 and sum to get the numerator of the
correlation coefficient (equal to 32.226 in this case). Also compute M;2 in column 5 and
sum to find quantity Cp2=17.12. :
Compute the Pi'obability Plot Correlation Coefficient using the sinipliﬁed formula for 'r;
where SD=1.8025 and Cp=4.1375, to get :
32.226
= =0.991
T @.1375)(1.8025)V10

“Compare the computed value of r=0.991 to the 5% critical value for sample size 20 in

" Table A-4, namely R 0520=0.950. Since r >0.950, the logged data show no significant

evidence of non-Normality by the Probability Plot Correlation Coefficient test.
Therefore, Lognormality of the original data could be assumed in subsequent statistical
procedures.

19
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1.2 TESTING FOR HOMOGENEITY OF VARIANCE

One of the most important assumptions for the parametric analysis of variance (ANOVA) is
that the different groups (e.g., different wells) have approximately the same variance. If this is not
the case, the power of the F-test (its ability to detect differences among the group means) is
reduced. Mild differences in variance are not too bad. The effect becomes noticeable when the
largest and smallest group variances differ by a ratio of about 4 and becomes quite severe when the
ratio is 10 or more (Milliken and Johnson, 1984).

The procedure suggested in the EPA guidance document, Bartlett's test, is one way to test
whether the sample data give evidence that the well groups have different variances. However,
Bartlett's test is sensitive to non-Normality in the data and may give misleading results unless one
knows in advance that the data are approximately Normal (Milliken and Johnson, 1984). Asan
alternative to Bartlett's test, two procedures for testing homogeneity of the variances are described
below that are less sensitive to non-Normality.

1.2.1 Box Plots

Box Plots were first developed for exploratory data analysis as a quick way to visualize the
“spread" or dispersion within a data set. In the context of variance testing, one can construct a Box
Plot for each well group and compare the boxes to see if the assumption of equal variances is
reasonable. Such a comparison is not a formal test procedure, but is easier to perform and is often
sufficient for checking the group vanance assumpnon

The idea behind a Box Plot is to order the data from lowest to highest and to trim off 25
percent of the observations on either end, leaving just the middle 50 percent of the sample values.
The spread between the lowest and highest values of this middle 50 percent (known as the
interquartile range or IQR) is represented by the length of the box. The very middle observauon
(i.e., the median) can also be shown as a line cumng the box in two.

To construct a Box Plot, calculate the median and upper and lower quantiles of the data set
(respectively, the 50th, 25th, and 75th percentiles). To do this, calculate k=p(n+1)/100 where
n=number of samples and p=percentile of interest. If k is an integer, let the kth ordered or ranked
value be an estimate of the pth percentile of the data. If k is not an integer, let the pth percentile be
equal to the average of the two values closest in rank position to k. For example, if the data set
consists of the 10 values {1, 4, 6.2, 10, 15, 17.1, 18, 22, 25, 30.5}, the position of the median
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would be found as 50*(10+1)/100-5 5. The median would then be computcd as the average of
" the 5th and 6th ordered values, or (15+17.1)/2=16.05.

Likewise, the position of the lower quartile would be 25%(10+1)/100=2.75. Calculate the
average of the 2nd and 3rd ordered observations to estimate this percentile, ie., (4+6.2)/2=5.1.
Since the upper quartile is found to be 23.5, the length of Box Plot would be the difference
between the upper and lower quartiles, or (23.5-5.1)=18.4. The box itself should be drawn on a
graph with the y-axis representing concentration and the x-axis denoting the wells being plotted.
Three horizontal lines are drawn for each well, one line each at the lower and upper quartiles and
another at the median concentration. Vertical connecting lines are drawn to complete the box.

Most statistics packages can directly calculate the statistics needed to draw a Box Plot, and
many will construct the Box Plots as well. In some computer packages, the Box Plot will also
have two "whiskers” cxtendi}ng from the edges of the box. These lines indicate the positions of
extreme values in the data set, but generally should not be used to approximate the overall

dispersion.

If the box length for each group is less than 3 times the lcngth of the shortest box, the sample
variances are probably close enéugh to assume equal group variances. If, however, the box length
for any group is at least triple the 1ength of the box for another group,,the variances may be
significantly different (Kirk Caméron, SAIC, personal communication).. In that éase, the data
should be further checked using Levene’s test described in the following section. If Levene’s test
is significant, the data may need to be transformed or a non-parametnc rank procedure considered
before proceeding with further analysxs

EXAMPLE 6

Construct Box Plots for each well group to test for equahty of variances.

| Arsenic Concentration (ppm) o
Month Well 1 Well 2. Well 3 - Well4 ~Well5 . Well 6

1 229 2.0 2.0 7.84 24.9 0.34
2 3.09 1.25 109.4 9.3 1.3 478
3 35.7 7.8 4.5 25.9 0.75 2.85
4 4.18 52 2.5 2.0 7 1.2

2
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SOLUTION

Step 1. Compute the 25th, 50th, and 75th percentiles for the data in each well group. To
calculate the pth percentile by hand, order the data from lowest to highest. Calculate
p*(n+1)/100 to find the ordered position of the pth percentile. If necessary, interpolate
between sample values to estimate the desired percentile.

Step 2.  Using well 1 as an example, n+1=5 (since there are 4 data values). To calculate the 25th
percentile, compute its ordered position (i.e., rank) as 25*5/100=1.25. Average the st
and 2nd ranked values at well 1 (i.e., 3.09 and 4.18) to find an estimated lower quartile
of 3.64. This estimate gives the lower end of the Box Plot. The upper end or 75th
percentile can be computed similarly as the average of the 3rd and 4th ranked values, or
(22.9+35.7)/2=29.3. The median is the average of the 2nd and 3rd ranked values,
giving an estimate of 13.14.

Step 3. Construct Box Plots for each well group, lined up side by side on the same’ axes.

BOX PLOTS OF WELL DATA
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Step 4. Since the box length for well 3 is more than three times the box lengths for wells 4 and
6, there is evidence that the group variances may be significantly different. These data
should be further checked using Levene’s test described in the next section.
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1.2.2 Levene's Test

“Levene's test is a more formal procedure than Box Piots for testing homogeneity of variance
that, unlike Bartlett's test, is not sensitive to non-Normality in the data. Levene's test has been
shown to have power nearly as great as Bartlett's test for Nommally distributed data and power
superior to Bartlett's for non-Normal data (Milliken and Johnson, 1984).

To conduct Levene's test, first compute the new variables

where x;; represents the jth value from the ith well and X; is the ith well mean. The values zjj

represent the absolute values of the usual residuals. Then run a standard one-way analysis of
variance (ANOVA) on the variables z;;. If the F-test is significant, reject the hypothesis of equal

group variances. Otherwise, proceed with analysis of the Xjj's as initially planned.
EXAMPLE 7
Use the data from Example 6 to conduct Levene's test of equal variances.

SOLUTION

Step 1. Calculate the group mean for each well (X;)

Well 1 mean = 16.47 Well 4 mean = 11.26
Well 2 mean = 15.76 Well 5 mean = 13.49
Well 3 mean = 29.60 Well 6 mean = 2.29
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Step 2. Compute the absolute residuals zjj in each well and the well means of the residuals (Z).
Absolute Residuals
Month Well 1 Well 2 Well 3 Well 4 Well 5 Well 6

1 6.43 13.76 27.6 3.42 11.41 1.95

2 13.38 14.51 79.8 1.96 12.19 2.49

3 19.23 7.96 25.1 . 14.64 12.74 0.56

4 12.29 36.24 27.1 9.26 13.51 1.09
Well ‘

Mean (Z;) = 12.83 18.12 39.9 7.32  12.46 1.52

Overall

Mean (Z) = 15.36

Step 3. Compute the sums of squares for the absolute residuals.
SSroma = (N-1) SDZ2 = 6300.89
SSwews = ) .27 — N2z* =3522.90
SSerror = SSrora—SSuaiis = 2777.99
Step 4.  Construct an analysis of variance table to calculate the F-statistic. The degrees of
ﬁ;cedom (df) are computed as (#groups—1)=(6-1)=5 df and (#samples—#groups)=(24—
6)=18 df.
ANOVA Table
Source Sum-of-Squares - df - Mean-Square F-Ratio P
Between Wells 3522.90 5 704.58 4.56 0.007
Error 2777.99 18 154.33
Total 6300.89 23
Step 5. Since the F-statistic of 4.56 exceeds the tabulated value of F 9s=2.77 with 5 and 18 df,

the assumption of equal variances should be rejected. Since the original concentration
data are used in this example, the data should be logged and retested.
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2. RECOMMENDATIONS FOR HANDLING
NONDETECTS

. The basic recommendations within the Interim Final Guidance for handling nondetect
éna]yscs include the following (see p. 8-2): 1) if less than 15 percent of all samples are nondetect,
replace each nondetect by half its detection or quantitation limit and proceed with a parametric
analysis, such as ANOVA, Tolerance Limits, or Prediction Limits; 2) if the percent of nondetects is
between 15 and 50, either use Cohen's adjustment to the sample mean and variance in order to
proceed with a parametric analysis, or employ a non-parametric procedure by using the ranks of
the observations and by treating all nondetects as tied values; 3) if the percent of nondetects is
greater than 50 percent, use the Test of Proportions. ‘

As to the first recommendation, experience at EPA and research at the United States
Geological Survey (USGS, Dennis Helsel, personal communication, 1991) has indicated that if
less than 15 percent of the samples are nondetect, the results of parametric statistical tests will not
be substantially affected if nondetects are replaced by half their detection limits. When more than
15 percent of the samples are nondetect, however, the handling of nondetects is more crucial to the
outcome of statistical procedures. Indee&, simple substitution methods tend to perform poorly in
statistical tests when the nondetect percentage is substantial (Gilliom and Helsel, 1986).

Even with a small proportion of nondetects, however, care should be taken when choosing
between the method detection limit (MDL) and the practical quantitation limit (PQL) in
characterizing “nondetect” concentrations. Many nondetects are characterized by analytiéal
laboratories with one of three data qualifier flags: "U," "J," or "E." Samples with a "U" data
qualifier represent "undetected" measurements, meaning that the signal characteristic of that analyte
could not be observed or distinguished from "background noise"” dui'ing lab analysis. Inorganic
samples with an "E" flag and organic samples with a "J" flag may or may not be reported with an
estimated concentration. If no concentration is estimated, these samples represent "detected but not
quantified" measurements. In this case, the actual concentration is assumed to be positive, but
somewhere between zero and the PQL. Since all of these non-detects may or may not have actual
positive concentrations between zero and the PQL, the suggested substitution for parametric
statistical procedures is to replace each nondetect by one-half the PQL (note, however, that "E" and
"J» samples reported with estimated concentrations should be treated, for statistical purposes, as
valid measurements. Substitution of one-half the PQL is pot recommended for these samples).
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In no case should nondetect concentrations be assumed to be bounded above by the MDL.
The MDL is estimated on the basis of ideal laboratory conditions with ideal analyte samples and
does not account for matrix or other interferences encountered when analyzing specific, actual field
samples. For this reason, the PQL should be taken as the most reasonable upper bound for

nondetect concentrations.

It should also be noted that the distinction between “undetected” and “detected but not
quantified” measurements has more specific implications for rank-based non-parametric
procedures. Rather than assigning the same tied rank to all nondetects (see below and in Section
3), “detected but not quantified” measurements should be given larger ranks than those assigned to
“undetected” samples. In fact the two types of nondetects should be treated as two distinct groups
of tied observations for use in the Wilcoxon and Kruskal-Wallis non-parametric procedures.

2.1 NONDETECTS IN ANOVA PROCEDURES

For a moderate to large percentage of nondetects (i.e., over 15%), the handling of nondetects
should vary depending on the statistical procedure to be run. If background data from one or more
upgradient wells are to be compared simultaneously with samples from one or more downgradient
wells via a t-test or ANOVA type procedure, the simplest and ‘most reliable recommendation is to
switch to a non-parametric analysis. The distributional assumptions for parametric procedures can
be rather difficult to check when a substantial fraction of nondetects exists. Furthermore, the non-
parametric alternatives described in Section 3 tend to be efficient at detecting contamination when
the underlying data are Normally distributed, and are often more powerful than the parametric
methods when the underlying data do not follow a Normal distribution.

Nondetects are handled easily in a nonparametric analysis. All data values are first ordered
and replaced by their ranks. Nondetects are treated as tied values and replaced by their midranks
(see Section 3). Then a Wilcoxon Rank-Sum or Kruskal-Wallis test is run on the ranked data
depending on whether one or more than one downgradient well is being tested.

The Test of Proportions is not recommended in this Addendum, even if the percentage of
nondetects is over 50 percent. Instead, for all two-group comparisons that involve more than 15
percent nondetects, the non-parametric Wilcoxon Rank-Sum procedure is recommended.
Although acceptable as a statistical procedure, the Test of Proportions does not account for
potentially different magnitudes among the concentrations of detected values. Rather, each sample
is treated as a O or 1 depending on whether the measured concentration is below or above the
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detection limit. The Test of Proportions ignores information about concentration magnitudes, and
hence is usually less powerful than a non-parametric rank-based test like the Wilcoxon Rank-Sum,
even after adjusting for a large fraction of tied observations (e.g., nondetects). This is because the
ranks of a dataset preserve additional information about the relative magnitudes of the concentration
values, information which is lost when all observations are scored as O's and 1's.

Another drawback to the Test of Proportions, as presented in the Interim Final Guidance, is
that the procedure relies on a Normal probability approximation to the Binomial distribution of 0's
and 1's. This approximation is recommended only when the quantities n X (%NDs) and n x (1-
%NDs) are no smaller than 5. If the percentage of nondetects is quite high and/or the sample size
is fairly small, these conditions may. be violated, leading potendally to inaccurate results.

Comparison of the Test of Proportions to the Wilcoxon Rank-Sum test shows that for small
to moderate proportions of nondetects (say 0 to 60 percent), the Wilcoxon Rank-Sum procedure
adjusted for ties is more powerful in identifying real concentration differences than the Test of
Proportioris. When the percentage of nondetects is quite high (at least 70 to 75 percent), the Test
of Proportions appears to be slightly more powcrful in some cases than the Wilcoxon, but the
results of the two tests almost always lead to the same conclusion, so it makes sense to s1mply
recommend the Wilcoxon Rank Sum test in all cases where nondetects constitute more than 15
percent of the samples.

2.2 NONDETECTS IN STATISTICAL INTERVALS

If the chosen method is a statistical interval (Confidence, Tolerance or Prediction limit) used
to compare background data against each downgradient well separately, more options are available
for handling moderate proportions of nondetects. The basis of any parametric statistical interval
limit is the formula X + x-s, where X and s represent the sample mean and standard deviation of
the (background) data and x depends on the interval type and characteristics of the monitoring
network. To use a parametric interval in the presence of a substantial number of nondetects, it is
necessary to estimate the sample mean and standard deviation. But since nondetect concentrations
are unknown, simple formulas for the mean and standard deviation cannot be computed directly.
Two basic approaches to estimating or "adjusting” the mean and standard deviation in this situation
have been described by Cohen (1959) and Aitchison (1955).

The underlying assumptions of these procedures are somewhat different. Cohen's
adjustment (which is described in detail on pp. 8-7 to 8-11 of the Interim Final Guidance) assumes

27




Draft 1/28/93

that all the data (detects and nondetects) come from the same Normal or Lognormal population, but
that nondetect values have been "censored" at their detection limits. This implies that the
contaminant of concern is present in nondetect samples, but the analytical equipmén; is not
sensitive to concentrations lower than the detection limit. Aitchison's adjustment, on the other
hand, is constructed on the assumption that nondetect samples are free of contamination, so that all
nondetects may be regarded as zero concemrations In some situations, particularly when the
analyte of concern has been detected infrequently in background measurements, this assumption
may be practical, even if it cannot be verified directly.

Before choosing between Cohen's and Aitchison's approaches, it should be cautioned that
Cohen's adjustment may not give valid results if the proportion of nondetects exceeds 50%. Ina
case study by McNichols and Davis (1988), the false positive rate associated with the use of t-tests
based on Cohen's method rose substantially when the fraction of nondetects was greater than 50%.
This occurred because the adjusted estimates of the mean and standard deviation are more highly
correlated as the percentage of nondetects increases, leading to less reliable statistical tests
(including statistical interval tests).

On the other hand, with less than 50% nondetects, Cohen's method performed adequately in
the McNichols and Davis case study, provided the data were not overly skewed and that more
extensive tables than those included within the Interim Final Guidance were available to calculate
Cohen's adjustment parameter. As a remedy to the latter caveat, a more extensive table of Cohen's
adjustment parameter is provided in Appendix A (’I‘able A-5). Itis also recommended that the data
(detected measurements and nondetect detection lim'its) first be log-transformed prior to computing
either Cohen's or Aitchison's adjustment, especially since both procedures assume that the
underlying data are Normally distributed.

2.2.1 Censored and Detects-Only Probability Plots

To decide which approach is more appropriate for a particular set of ground water data, two
separate Probability Plots can be constructed. The first is called a Censored Probability Plot and is
a test of Cohen's underlying assumption. In this method, the combined set of detects and
nondetects is ordered (with nondetects being given arbitrary but distinct ranks). Cumulative
probabilities or Normal quantiles (see Section 1.1) are then computed for the data set as in a
regular Probability Plot. However, only the detected values and their associated Normal quantiles
are actually plotted. If the shape of the Censored Probability Plot is reasonably linear, then
Cohen's assumption that nondetects have been "censored" at their detection limit is probably
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acceptable and Cohen's adjustment can be made 10 esumate the sample mean and standard
deviation. If the Censored Probabxhty Plot has significant bends and curves, parueularly in one or
both tails, one mlght consrder Altchtson s procedure 1nstead

To test the assumptions of Aitchison's method, a Detects-Only Probability Plot may be
constructed. In this case, nondetects are completely ignored and a standard Probability Plot is
constructed using M_emg_te_d_e_asy;e_rmﬁ Thus, cumulative probablhues or Normal
quantiles are computed only for the ordered detected values. Comparison of a Detects-Only
Probability Plot with a Censored Probability Plot will indicate that the same number of points and

'concentranon values are plotted on each graph However, different Normal quantiles are
assocrated with each detected concentratlon If the Detects- Only Probablhty Plot is reasonably
’lmear then the assumptlons underlymg Aitchison's adjustment (i.e., that ' 'nondetects" represent
Zero concenuauons, and that detects and nondetects follow separate probab111ty drsmbuuons) are
probably reasonable ‘

If it is not clear which of the Censored or Detects-Only Probability Plots is more linear,
Probability Plot Correlation Coefficients can be computed for both approaches (note that the
correlations should only involve the | pomts actually plotted that i is, detected concentratxons) The
plot with the higher correlation coefﬁc1ent will represent the most linear trend Be careful,
however, to use other, non- stansucal Judgments to help decide which of Cohen s and Aitchison's
underlymg assumpuons appears to be most reasonable based on the spec1ﬁc charactensucs of the
data set. Itis also hkely that these Probabxhty Plots may ‘have to be constructed on the loganthms
of the data instead of the ongmal values, if in fact the most appropnate underlymg distribution is
the Lognormal instead of the Normal.

EXAMPLE 8

Create Censored and Detects-Only Probablhty Plots with the followmg zinc data to determine
whether Cohen's adjustment or Attchxson s adJustment is most appropnate for esnmaung the true
mean and standard devxanon
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Zinc Concentrations (ppb) at Background Wells

Sample Well 1 Well 2 Well 3 Well 4 Well 5
1 <7 <7 <7 11.69 <7
2 11.41 <7 12.85 10.90 <7
3 <7 13.70 14.20 <7 <7
4 <7 11.56 9.36 12.22 11.15
5 <7 <7 <7 11.05 13.31
6 10.00 <7 12.00 <7 12.35
7 15.00 10.50 <7 13.24 <7
8 <7 12.59 <7 <7 8.74

SOLUTION

Step 1.  Pool together the data from the five background wells and list in order in the table
below.

Step 2. To construct the Censored Probability Plot, compute the probabilities i/(n+1) using the
combined set of detects and nondetects, as in column 3. Find the Normal quantiles
associated with these probabilities by applying the inverse standard Normal

transformation, &1,

Step 3. To construct the Detects-Only Probability Plot, compute the probabilities in column 5
using only the detected zinc values. Again apply the inverse standard Normal
transformation to find the associated Normal quantiles in column 6. Note that
nondetects are ignored completely in this method.

30




Draft 1/28/93

Order (i) Zinc Conc. Censored Normal Detects-Only Normal

(ppb) - Probs. Quantdles Probs. Quantiles

1 <7 024 -1.971

2 <7 .049 -1.657

3 <7 073 -1.453

4 <7 .098 -1.296

5 <7 122 -1.165

6 <7 146 -1.052

7 <7 171 -0.951

8 <7 .195 -0.859

9 <7 .220 -0.774
10 <7 244 -0.694
11 <7 .268 -0.618
12 <7 293 -0.546
13 <7 317 -0.476
14 <7 341 -0.408
15 <7 .366 -0.343
16 <7 .390 -0.279
17 <7 415 -0.216
18 <7 439 -0.153
19 <7 463 -0.092
20 <7 488 - -0.031
21 8.74 512 0.031 .048 -1.668
22 9.36 . .537 0.092 .095 -1.309
23 10.00 .561 0.153 .143 -1.068
24 10.50 585 0.216 .190 -0.876
25 10.90 .610 0.279 .238 -0.712
26 11.05 634 0.343 .286 -0.566
27 11.15 .659 0.408 333 -0.431
28 11.41 .683 0.476 381 -0.303
29 11.56 707 0.546 429 -0.180
30 11.69 732 0.618 476 -0.060
31 12.00 756 0.694 524 0.060
32 12.22 .780 0.774 571 0.180
33 12.35 .805 0.859 .619 0.303
34 12.59 .829 0.951 .667 0.431
35 12.85 .854 1.052 714 0.566
36 13.24 .878 1.165 762 0.712
37 13.31 .902 1.296 .810 0.876
38 13.70 927 1.453 .857 1.068
39 14.20 951 1.657 .905 1.309
40 15.00 976 1.971 952 1.668

Step 4.  Plot the detected zinc concentrations versus each set of probabilities or Normal quantiles,
as per the procedure for constructing Probability Plots (see figures below). The
nondetect values should not be plotted. As can be seen from the graphs, the Censored
Probability Plot indicates a definite curvature in the tails, especially the lower tail. The
Detects-Only Probability Plot, however, is reasonably linear. This visual impression is
bolstered by calculation of a Probability Plot Correlation Coefficient for each set of
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detected values: the Censored Probability Plot has a correlation of r=.969, while the
Detects-Only Probability Plot has a correlation of r=.998.

Step 5.  Because the Detects-Only Probability Plot is substantially more linear than the Censored
Probability Plot, it may be appropriate to consider detects and nondetects as arising from
statistically distinct distributions, with nondetects representing "zero" concentrations.
Therefore, Aitchison's adjustment may lead to better estimates of the true mean and
standard deviation than Cohen's adjustment for censored data.

CENSORED PROBABILITY PLOT
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'DETECTS-ONLY PROBABILITY PLOT
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2.2.2 Aitchison's Adjustment

To actually compute Aitchison's adjustment (Aitchison, 1955), it is assumed that the detected
samples follow an underlying Normal distribution. If the detects are Lognormal, compute
Aitchison's adjustment on the logarithms of the data instead. Let d=# nondetects and let n=total #
of samples (detects and nondetects combined). Then if X* and s* denote respectively the sample
mean and standard deviation of the detected values, the adjusted overall mean can be estimated as

a=(1-9)f‘
n

and the adjusted overall standard deviation may be estimated as the square root of the quantity

6'2 - n—(d+1)(s‘)2+i(n_d)(.i-)2
n\n-1

n-1

The general formula for a parametric statistical interval adjusted for nondetects by Aitchison's
method is given by dtx-G, withx depending on the type of interval being constructed.
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EXAMPLE 9

In Example 8, it was determined that Aitchison's adjustment might lead to more appropriate
estimates of the true mean and standard deviation than Cohen's adjustment. Use the data in
Example 8 to compute Aitchison's adjustment. ' '

SOLUTION
Step 1. The zinc data consists of 20 nondetects and 20 detected values, therefore d=20 and n=40
in the above formulas. '

Step 2. Compute the average X =11.891 and the standard deviation s* =1.595 of the set of
detected values.

Step 3.  Use the formulas for Aitchison's adjustment to compute esnmates of the true mean and
standard deviation:

ﬁ:(l-@) x11.891=5.95
40

. 40-21 20
0'2-( 25 )(1595) (40)( )(11891) =37.495= 6=6.12

If Cohen's adjustment is mistakenly. computed on these data instead, with a detection

limit of 7 ppb,the estimates become 4 = 7.63 and 0 = 4.83_ Thus, the choice of
adjustment can have a significant impact on the upper hmns computed for statistical
intervals.

2.2.3 More Thanr 50% Nondetects

If more than 50% but less than 90% of the samples are nondetect or the assumptions of
Cohen's and Aitchison's methods cannot be justified, parametric statistical intervals should be
abandoned in favor of non-parametric alternatives (see Section 3 below). Nonparametric
statistical intervals are easy to construct and apply to ground water data measurements, and no
special steps need be taken to handle nondetects.

When 90% or more of the data values are nondetect (as often occurs when measuring volatile
organic compounds [VOCs] in ground water, for mstance), thc detected samples can often be
modeled as "rare events” by using the Poisson distribution. The Poisson model describes the
behavior of a series of independent events over a large number of trials, where the probability of
occurrence is low but stays constant from trial to trial. The Poisson model is similar to the
Binomial model in that both models represent "counting processes.” In the Binomial case,
nondetects are counted as 'misses’ or zeroes and detects are counted (rcgardlesS of contamination
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level) as ‘hits' or ones; in the case of the Poisson, each particle or molecule of contamination is
counted separately but cumulatively, so that the counts for detected samples with high
concentrations are larger than counts for samples with smaller concentrations.. As Gibbons (1987,
p. 574) has noted, it can be postulated

...that the number of molecules of a particular compound out of a much larger
number of molecules of water is the result of a Poisson process. For example,

. we might consider 12 ppb of benzene to represent a count of 12 units of benzene
for every billion units examined. In this context, Poisson's approach is justified
in that the number of units (i.e., molecules) is large, and the probability of the
occurrence (i.e., a molecule bemg classified as benzene) is small.

For a detect with concentration of 50 ppb, the Poisson count would be 50. Counts for
nondetects can be taken as zero or perhaps equal to half the detection limit (e.g., if the detection
limit were 10 ppb, the Poisson count for that sample would be 5). Unlike the Binomial (Test of
Proportions) model, the Poisson model has the ability to utilize the magnitudes of detected
concentrations in statistical tests. ‘

The Poisson distribution is governed by the average rate of occurrence, A, which can be
estimated by summing the Poisson counts of all samples in the background pool of data and
dividing by the number of samples in the pool. Once the average rate of occurrence has been
estimated, the formula for the Poisson distribution is givenby =~~~

—1 x
Pr{x =x}= 2

where x represents the Poisson count and A represents the average rate of occurrence To use the
Porsson distribution to predlct concentration values at downgradxent wells formulas for
constructmg Poisson Prediction and Tolerance limits are glven below.

P

2.2.4 Poisson Prediction Limits

To estimate a Prediction limit at a particular well using the Poisson model, the approach
described by Gibbons (1987b) and based on the work of Cox and Hinkley (1974) can be used In
this. case, an upper limit is estimated for an interval that will contam allof k future measurements of

an analyte with confidence level 1-a, given n previous background measurements

To do this, let Ty represent the sum of the Poisson counts of n background samples The
goal is to predict Tx", represennng the total Poisson count of the next k sample measurements. As
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Cox and Hinkley show, if Ty, has a Poisson distribution with mean p and if no contamination has
occurred, it is reasonable to assume that T will also have a Poisson distribution but with mean
cH, where ¢ depends on the number of future measurements being predicted.

In particular, Cox and Hinckley demonstrate that the quantity

.
[T: (T, +Tk)]
(1+c)

(T, + T;)
(1+c)?

has an approximate standard Normal distribution. From this relatlon, an upper prediction limit for
Tx" is calculated by Gibbons to be approximately

2
T =cT + vt T(1+l)+‘—
2 c 4

where t=tp.1,q is the upper (1-a) percentile of the Student's t distribution with (n-1) degrees of

freedom. The quantity c in the above formulas may be computed as k/n where, as noted kis the
number of future samples being pred1ctcd ' ) '

EXAMPLE 10

Use the following benzene data from six background wells to estimate an upper 99% Poisson
Prediction limit for the next four measurements from a single downgradient well.

Benzene Concentrations (ppb)

Month Well 1 Well 2 Well 3 Well 4 Well 5 Well 6
1 <2 <2 <2 <2 <2 <2
2 <2 <2 <2 15.0 <2 <2
3 <2 <2 <2 <2 <2 <2
4 <2 12.0 <? < - <2 <2
5 <2 <2 <2 <2 <2 10.0
6 <2 <2 <2 <2 <2 <2
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SOLUTION

Step 1.  Pooling the background data yields n=36 samples, of which, 33 (92%) are nondetect.
. Because the rate of detection is so infrequent (i.e., <10%), a Poisson-based Prediction
limit may be appropriate. Since four future measurements are to be predicted, k=4, and

hence, c=k/n=1/9.

Step 2. Set each nondetect to half the detection limit or 1 ppb. Then compute the Poisson count
of the sum of all the background samples, in this case, Tp=33(1)+(12.0+15.0+10.0) =
70.0. To calculate an upper 99% Prediction limit, the upper 99th percentile of the t-
distribution with (n-1)=35 degrees of freedom must be taken from a reference table,

namely t35,01=2.4377.

Step 3.  Using Gibbons' formula above, calculate the upper Prediction limit as:

(2.4377)? N 2.4377
2(9) 9

o) 2
.(_‘L‘%-{Z.)_ = 15.3ppb

\/70(1+9)+

. 1
T, ==(70)+
=570

Step 4. To test the upper Prediction limit, the Poisson count of the sum of the next four
downgradient wells should be calculated. If this sum is greater than 15.3 ppb, there is
significant evidence of contamination at the downgradient well. If not, the well may be
regarded as clean until the next testing period.

The procedure for generating Poisson prediction limits is somewhat flexible. The value k
above, for instance, need not represent multiple samples from a single well. It could also denote a
collection of single samples from k distinct wells, all of which are assumed to follow the same
Poisson distribution in the absence of contamination. The Poisson distribution also has the
desirable property that the sum of several Poisson variables also has a Poisson distribution, even if
the individual components are not identically distributed. Because of this, Gibbons (1987b) has
suggested that if several analytes (e.g., different VOCs) can all be mbdeled via the Poisson
distribution, the combined sum of the Poisson counts of all the analytes will also have a Poisson
dfstribution, meaning that a single prediction limit could be estimated for the combined group of

Lo

analytes, thus reducing the necessary number of statistical tests.

A major drawback to Gibbons' proposal of establishing a combined prediction limit for
several analytes is that if the limit is exceeded, it will not be clear which analyte is responsible for
“triggering” the test. In part this problem explains why the ground-water monitoring regulations
mandate that each analyte be tesig:d separately. Sdll, if a large number of ’analytes'must be regularly
tested and the detection rate is quite low, the overall fécility-wide false positive rate may be
unacceptably high. To remedy this situation, it is probably wisest to do enough initial testing of
background and facility leachate and waste samples to determine those specific parameters present
at levels substantially greater than background. By limiting monitoring and statistical tests to a few
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parameters meeting the above conditions, it should be possible to contain the overall facility-wide
false positive rate while satisfying the regulatory requirements and assuring reliable identification
of ground-water contamination if it occurs.

Though quantitative information on a suite of VOCs may be automatically generated as a
consequence of the analytical method configuration (e.g., SW-846 method 8260 can provide
quantitative results for approximately 60 different compounds), it is usually unnecessary to
designate all of these compounds as leak detection indicators. Such practice generally aggravates
the problem of many comparisons and results in elevated false positive rates for the facility as a
whole. This makes accurate statistical testing especially difficult. EPA therefore recommends that
the results of leachate testing or the waste analysis plan serve as the primary basis for designating
reliable leak detection indicator parameters.

2.2.5 Poisson Tolerance Limits

To apply an upper Tolerance limit using the Poisson model to a group of downgradient
wells, the approach described by Gibbons (1987b) and based on the work of Zacks (1970) can be
taken. In this case, if no contamination has occurred, the estimated interval upper limit will contain
a large fraction of all measurements from the downgradient wells, often specified at 95% or more.

The calculations involved in deriving Poisson Tolerance limits can seem non-intuitive,
primarily because the argument leading to a mathematically rigorous Tolerance limit is complicated.
The basic idea, however, uses the fact that if each individual measurement follows a common
Poisson distribution with rate parameter, A, the sum of n such measurements will also follow a
Poisson distribution, this time with rate nA.

Because the Poisson distribution has the property that its true mean is equal to the rate
parameter A, the concentration sum of n background samples can be manipulated to estimate this
rate. But since we know that the distribution of the concentration sum is also Poisson, the possible
values of A can actually be narrowed to within a small range with fixed confidence probability (7).

For each "possible" value of A in this confidence range, one can compute the percentile of the
Poisson distribution with rate A that would lie above, say, 95% of all future downgradient
measurements. By setting as the "probable” rate, that A which is greater than all but a small
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percentage o of the most extreme possible A's, given the values of n background samples, one can
compute an upper tolerance limit with, say, 95% coverage and (1-)% confidence.

To actually make these computations, Zacks (1970) shows that the most probable rate A can
be calculated approximately as

=1
A, =52, 2T+ 2]

where as before T, represents the Poisson count of the sum of n background samples (setting
nondetects to half the method detection limit), and

2
x 7[2’1‘“ +2]
represents the y percentile of the Chi-square distribution with (2Tp+2) degrees of freedom.

To find the upper Tolerance limit with B% coverage (e.g., 95%) once a probable rate A has
been estimated, one must compute the Poisson percentile that is larger than B% of all possible
measurements from that dist:ﬁbution, that is, the B% quantile of the Poisson distribution with mean
rate Ay, denoted by P‘l(ﬁ,lfn). Using a well-known mathematical relationship between the
Poisson and Chi-square distributions, finding the B% quantile of the Poisson amounts to
determining the least positive integer k such that

2
x_ ﬁ[Zk +2}2 ZATn

where, as above, the quantity [2k+2] represents the degrees of freedom of the Chi-square
distribution. By calculating two times the estimated probable rate Ay on the right-hand-side of the
above inequality, and then finding the smallest degrees of freedom so that the (1-B)% percentile of
the Chi-square distribution is bigger than 2Ap, the upper tolerance limit k can be determined fairly
easily. '

Once the upper tolerance limit, k, has been estimated, it will represent an upper Poisson
" Tolerance limit having approximately B% coverage with ¥% confidence in all comparisons with
downgradient well measurements. ' ’ ‘
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EXAMPLE 11

Use the benzene data of Example 10 to estimate an upper Poisson Tolerance limit with 95%

coverage and 95% confidence probability.

SOLUTION

Step 1.

The benzene data consist of 33 nondetects with detection limit equal to 2 ppb and 3
detected values for a total of n=36. By setting each nondetect to half the detection limit
as before, one finds a total Poisson count of the sum equal to Tp=70.0. It is also known

that the desired confidence probability is y=.95 and the desired coverage is B=.95.

Based on the observed Poisson count of the sum of background samples, estimate the
probable occurrence rate Aty using Zacks' formula above as =

1 1
A, = > 2202T, +2]= > x2s[142]=2.37

Compute twice the probable occurrence rate as 2ATp=4.74. Now usihg a Chi-square
table, find the smallest degrees of freedom (df), k, such that L

222k +21>4.74

Since the 5th percentile of the Chi-square distribution with 12 df equals 5.23 (buf only
4.57 with 11 df), it is seen that (2k+2)=12, leading to k=5. Therefore, the upper
Poisson Tolerance limit is estimated as k=5 ppb. :

Because the estimated upper Tolerance limit with 95% coverage equals 5 ppb, any
detected value among downgradient samples greater than 5 ppb may indicate possible
evidence of contamination. :
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3. NON-PARAMETRIC COMPARISON OF
COMPLIANCE WELL DATA
TO BACKGROUND

When concentration data from several compliance wells are to be compared with
concentration data from background wells, one basic approach is analysis of variance (ANOVA).
The ANOVA technique is used to test whether there is statistically significant evidence that the
mean concentration of a constituent is higher in one or more of the compliance wells than the
baseline provided by background wells. Parametric ANOVA methods make two key assumptions:
1) that the data residuals are Normally distributed and 2) that the group variances are all
approximately equal. The steps for calculating a parametric ANOVA are given in the Interim Final
Guidance (pp. 5-6 to 5-14).

If either of the two assumptions crucial to a parametric ANOVA is grossly violated, it is
rccommended that a non-parametric test be conducted using the ranks of the observations rather
than the original observations themselves. The Interim Final Guidance describes the Kruskal-
Wallis test when three or more well groups (including background data, see pp. 5-14 to 5-20) are
being compared. However, the Kruskal-Wallis test is not amenable to two-group comparisons,
say of one compliance well to background data. In this case, the Wilcoxon Rank-Sum procedure
(also known as the Mann- thtney U Test) is recommended and explained below. Since most.
situations will involve the comparison of at least two downgradient wells with background data,
the Kruskal-Wallis test is presented first with an additional example. '

3.1 KRUSKAL-WALLIS TEST

When the assumptions used in a parametric analysis of variance cannot be verified, e.g.,
when the original or transformed residuals are not approximately Normal in distribution or have
significantly different group variances, an analysis can be performed using the ranks of the
observations. Usually, a non-parametric procedure will be needed when a substantial fraction of
the measurements are below detection (more than 15 percent), since then the above assumptions
are difficult to verify.

The assumption of independence of the residuals is still required. Under the null hypothesis
that there is no difference among the groups, the observations are assumed to come from identical
distributions. However, the form of the distribution need not be specified.
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A non-parametric ANOVA can be used in any situation that the parametric analysis of
variance can be used. However, because the ranks of the data are being used, the minimum
sample sizes for the groups must be a little larger. A useful rule of thumb is to'require a minimum
of three well groups with at least four observations per group before using the Kruskal-Wallis
procedure.

Non-parametric procedures typically need a few more observations than parametric
procedures for two reasons. On the one hand, non-parametric tests make fewer assumptions
concerning the distribution of the data and so more data is often needed to make the same judgment
that would be rendered by a parametric test. Also, procedures based on ranks have a discrete
distribution (unlike the continuous distributions of parametric tests). Consequently, a larger
sample size is usually needed to produce test statistics that will be significant at a specified alpha
level such as 5 percent. '

The relative efficiency of two procedures is defined as the ratio of the sample sizes needed by
cach to achieve a certain level of power against a specified alternative hypothesis. As sample sizes
get larger, the efficiency of the Kruskal-Wallis test relative to the parametric analysis of variance
test approaches a limit that depends on the underlying distribution of the data, but is always at least
86 percent. This means roughly that in the worst case, if 86 measurements are available for a
parametric ANOVA, only 100 sample values are needed to have an equivalently powerful Kruskal-
Wallis test. In many cases, the increase in sample size necessary to match the power of a
parametric ANOVA is much smaller or not needed at all. The efficiency of the Kruskal-Wallis test
is 95 percent if the data are really Normal, and can be much larger than 100 percent in other cases
(e.g., it is 150 percent if the residuals follow a distribution called the double exponential).

These results concerning efficiency imply that the Kruskal-Wallis test is reasonably powerful
for detecting concentration differences despite the fact that the original data have been replaced by
their ranks, and can be used even when the data are Normally distributed. When the data are not
Normal or cannot be transformed to Normality, the Kruskal-Wallis procedure tends to be more
powerful for detecting differences than the usual parametric approach.

3.1.1 Adjusting for Tied Observations

Frequently, the Kruskal-Wallis procedure will be used when the data contain a significant
fraction of nondetects (e.g., more than 15 percent of the samples). In these cases, the parametric
assumptions necessary for the usual one-way ANOVA are difficult or impossible to verify, making
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the non-parametric alternative attractive. However, the presence of nondetects prevents a unique
ranking of the concentration values, since nondetects are, up to the limit of measurement, all ted at

the same value.

To get around this problem, two steps are necessary. First, in the presence of ties (e.g.,
nondetects), all tied observations should receive the same rank. This rank (sometimes called the
midrank (Lehmann, 1975)) is computed as the average of the ranks that would be given to a group
of ties if the tied values actually differed by a tiny amount and could be ranked uniquely. For
example, if the first four ordered observations are all nondetects, the midrank given to each of
these samples would be equal to (1+2+3+4)/4=2.5. If the next highest measurement is a unique
detect, its rank would be 5 and so on until all observations are appropriately ranked.

The second step is to compute the Kruskal-Wallis statistic as described in the Interim Final
Guidance, using the midranks computed for the tied values. Then an adjustment to the Kruskal-
Wallis statistic must be made to account for the préscnce of ties. This adjustment is described on
page 5-17 of the Interim Final Guidance and requires computation of the formula:

H |
(s B8
1-(zil=l NS—N)

where g equals the number of ¢groupslof distinct tied observations and t; is the number of

H'=

observations in the ith tied group.
EXAMPLE 12

Use the non-parametric analysis of variance on the following data to determine whether there
is evidence of contamination at the monitoring site.

- Toluene Concentration (ppb)
Background Wells Compliance Wells
Month Well 1 Well 2 Well 3 Well 4 Well 5

1 <5 <5 <5 <5 <5
2 7.5 <5 12.5 - 137 20.1
3 <5 <5 8.0 15.3 35.0
4 <5 <5 <5 20.2 28.2
5 6.4 <5 - ' 11.2 25.1 19.0
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SOLUTION

Step 1.

Compute the overall percentage of nondetects. In this case, nondetects account for 48
percent of the data. The usual parametric analysis of variance would be inappropriate.
Use the Kruskal-Wallis test instead, pooling both background wells into one group and
treating each compliance well as a separate group. ~ '

Step 2.  Compute ranks for all the data including tied observations (e.g., nondetécts) as in the
following table. Note that each nondetect is given the same midrank, equal to the
average of the first 12 unique ranks. '

Toluene Ranks ,
Background Wells Compliance Wells
Month Well 1 Well2 Well 3 Well 4 Well 5

1 6.5 65 6.5 6.5 6.5

2 14 6.5 17 18 21

3 6.5 6.5 15 19 25

4 6.5 6.5 6.5 22 . 24

5 13 6.5 16 23 20
Rank Sum Rp=79 R3=61 R4=88.5 R5=96.5
Rank Mean Ry,=7.9 - R3=122 R4=177 R4=19.3

Step 3. Calculate the sums of the ranks in each group (Rj) and the mean ranks in each group
(_ﬁi). These results are given above. A

Step 4. Compute the Kruskal-Wallis statistic H using the formula bn p- ’5-‘15 of the Interim Final
Guidance 5

; 12 k R?

H=|—— —= |=3(N+1

[N(N+ 1) 2‘=‘ N, ] ( )
where N=total number of samples, Nj=number of samples in ith group, and K=number
of groups. In this case, N=25, K=4, and H can be computed as
12 [79% 61 88.5%  96.52
= — +— +— +—= |-78=10.56.
25*26 [ 10 5 5 8 :
Step 5.  Compute the adjustment for ties. There is only one group of distinct tied o‘bservatidns,

containing 12 samples. Thus, the adjusted Kruskal-Wallis statistic is given by:
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10.56
H'=——22 __-1187.
o2y
1-| ===
25° 25

Step 6. Compare the calculated value of H” to the tabulated Chi-square value with (K-1)= (#
: groups-1)=3 df, X23,_05=7.81. Since the observed value of 11.87 is greater than the

Chi-square critical value, there is evidence of significant differences between the well
-groups. Post-hoc pairwise comparisons are necessary. '

Step 7. Calculate the critical difference for compliance well comparisons to the background
using the formula on p. 5-16 of the Interim Final Guidance document. Since the number
of samples at each compliance well is four, the same critical difference can be used for
each comparison, namely, v

: [25-26(1 1
Ci = Z_oanT(Ia'l'-s-) =8.58

Step 8. Form the differences between the average ranks of each compliance well and the
background and compare these differences to the critical value of 8.58.

Well 3: R3-Rp = 12.2.7.9 = 4.3
Well4: R4~Ry, = 17.7-7.9=9.8

Well 5: Rs-Rp = 19.3-7.9 = 11.4

Since the average rank differences at wells 4 and 5 exceed the critical difference, there is
significant evidence of contamination at wells 4 and 5, but not at well 3.

3.2 WILCOXON RANK-SUM TEST FOR TWO GROUPS

When a single compliance well group is being compared to background data and a non-
parametric test is needed, the Kruskal-Wallis procedure should be replaced by the Wilcoxon Rank-
Sum test (Lehmann, 1975; also known as the two-sample Mann-Whitney U test). For most
ground-water applications, the Wilcoxon test should be used whenever the proportion of
nondetects in the combined data set exceeds 15 percent. However, to provide valid results, do not
use the Wilcoxon test unless the compliance well and background data groups both contain at least
four samples each. “ '

To run the Wilcoxon Rank-Sum Test, use the following algorithm. Combine the compliance
and background data and rank the ordered values from 1 to N. Assume there are n compliance
samples and m background samples so that N=m-+n. Denote the ranks of the compliance samples
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by C; and the ranks of the background samples by B;. Then add up the ranks of the compliance
samples and subtract n(n+1)/2 to get the Wilcoxon statistic W:

W=3X"C

i=l ™}

1
-_— +1.
2n(}n )

The rationale of the Wilcoxon test is that if the ranks of the compliance data are quite large
relative to the background ranks, then the hypothesis that the compliance and background values
came from the same population should be rejected. Large values of the statistic W give evidence of
contamination at the compliance well site.

To find the critical value of W, a Normal approximation to its distribution is used. The
expected value and standard deviation of W under the null hypothesis of no contamination are

given by the formulas
E(W)= -l-mn' SD(W)= -l—mn(N +1)
2 v V 12

An approximate Z-score for the Wilcoxon Rank-Sum Test then follows as:

W - E(W) —%
=T sDwW)

The factor of 1/2 in the numerator serves as a conﬁnuity correction since the discrete distribution of
the statistic W is being approximated by the continuous Normal distribution.

Once an approximate Z-score has been computed, it may be compared to the upper 0.01
percentile of the standard Normal distribution, z;=2.326, in order to determine the statistical
significance of the test. If the observed Z-score is greater than 2.326, the null hypothesis may be
rejected at the 1 percent significance level, suggesting that there is significant evidence of
contamination at the compliance well site.

EXAMPLE 13

The table below contains copper concentration data (ppb) found in water samples at a
monitoring facility. Wells 1 and 2 are background wells and well 3 is a single compliance well
suspected of contamination. Calculate the Wilcoxon Rank-Sum Test on these data.
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Copper Concentration (ppb)

Background Compliance
Month Well 1 Well 2 -~ Well3
1 4.2 5.2 9.4
2 5.8 6.4 10.9
3 11.3 11.2 14.5
4 7.0 11.5 16.1
5 7.3 10.1 21.5
6 8.2 9.7 17.6

SOLUTION v _
Step 1. Rank the N=18 observations from 1 to 18 (smallest to largest) as in the following table.

Ranks of Copper Concentrations
Background Compliance

Month Well 1 Well 2 : Well 3

1 1 2 8

2 3 4 11.

3 13 12 15

4 5 14 16

5 6 10 18

6 7 9 17

Step 2. Compute the Wilcoxon statistic by adding up the compliance well ranks and subtracting
n(n+1)/2, so that W=85-21=64. ' ‘

Step 3. Compute the expected value and standard deviation of W.

E(W)= -;-mn =36

SD(W)= 1,Tlimn(N +1) =114 =10.677

Step 4. Form the approximate Z-score.

1
- W-EW)-2  64-36-0.5

=2.576

SD(W)  10.677
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Step 5. Compare the observed Z-score to the upper 0.01 percentile of the Normal distribution.
Since Z=2.576>2.326=z ¢, there is significant evidence of contamination at the
compliance well at the 1 percent significance level.

3.2.1 Handling Ties in the Wilcoxon Test

Tied observations in the Wilcoxon test are handled in similar fashion to the Kruskal-Wallis
procedure. First, midranks are computed for all tied values. Then the Wilcoxon statistic is
computed as before but with a slight difference. To form the approximate Z-score, an adjustment
is made to the formula for the standard deviation of W in order to account for the groups of tied
values. The necessary formula (Lehmann, 1975) is:

3 .
SD*(W)= :‘/—_—m“(g b (1 A )

where, as in the Kruskal-Wallis method, g equals the number of groups of distinct tied
observations and t; represents the number of tied values in the ith group.
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4. STATISTICAL INTERVALS: CONFIDENCE,
TOLERANCE, AND PREDICTION

Three types of statistical intervals are often constructed from data: Confidence intervals,
Tolerance intervals, and Prediction intervals. Though often confused, the interpretations and uses
of these intervals are quite distinct. The most common interval encountered in a course on statistics
is a Confidence interval for some parameter of the distribution (e.g., the population mean). The
interval is constructed from sample data and is thus a random quantity. This means that each set of
‘sample data will generate a different Confidence interval, even though the algorithm for

constructing the interval stays the same every time.

A Confidence interval is designed to contain the specified population parameter (usually the
mean concentration of a well in ground.-water'monitoﬁng) with a designated level of confidence or
probability, denoted as 1-c.. The interval will fail to include the true parameter in approximately o

percent of the cases where such intervals are constructed.

The usual Confidence interval for the mean gives information about the average concentration
level at a particular well or group of wells. It offers little informatior about the highest or most
extreme sample concentrations one is likely to observe over time. Often, it is those extreme values
one wants to monitor to be protective of human health and the environment. As such, a
Confidence interval generally should be used only in two situations for ground-water data analysis:
(1) when directly specified by the permit or (2) in compliance monitoring, when downgradient
samples are being compared to a Ground-Water Protection Standard (GWPS) representing the
average of onsite background data, as is sometimes the case with an Alternate Contaminant Level
(ACL) . In other situations it is usually desirable to employ a Tolerance or Prediction interval.

A Tolerance interval is designed to contain a designated proportion of the population (e.g.,
95 percent of all possible sample measurements). Since the interval is constructed from sample
data, it also is a random interval. And because of sampling fluctuations, a Tolerance interval can
contain the specified proportion of the population only with a certain confidence level. Two
coefficients are associated with any Tolerance interval. One is the proportion of the population that
the interval is supposed to contain, called the coverage. The second is the degree of confidence
with which the interval reaches the specified coverage. This is known as the tolerance coefficient.
A Tolerance interval with coverage of 95 percent and a tolerance coefficient of 95 percent is
constructed to contain, on average, 95 percent of the distribution with a probability of 95 percent.
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Tolerance intervals are very useful for ground-water data analysis, because in many
situations one wants to ensure that at most a small fraction of the compliance well sample
measurements exceed a specific concentration level (chosen to be protective of human health and
the environment). Since a Tolerance interval is designed to cover all but a small percentage of the
population measurements, observations should very rarely exceed the upper Tolerance limit when
testing small sample sizes. The upper Tolerance limit allows one to gauge whether or not too many
extreme concentration measurements are being sampled from compliance point wells.

Tolerance intervals can be used in detection monitoring when comparing compliance data to
background values. They also should be used in compliance mbnitoring when comparing
compliance data to certain Ground-Water Protection Standards. Speciﬁcally, the tolerance interval
approach is recommended for comparison with a Maximum Contaminant Level (MCL) or with an
ACL if the ACL is derived from health-based risk data.

Prediction intervals are constructed to contain the next sample value(s) from a population or
distribution with a specified probability. That is, after sampling a background well for some time
and measuring the concentration of an analyte, the data can be used to construct an interval that will
contain the next analyte sample or samples (assuming the distribution has not changed). A
Prediction interval will thus contain a future value or values with specified probability. Prediction
intervals can also be constructed to contain the average of several future observations.

Prediction intervals are probably most useful for two kinds of detection monitoring. The first
kind is when compliance point well data are being compared to background values. In this case the
Prediction interval is constructed from the background data and the compliance well data are
compared to the upper Prediction limits. The second kind is when intrawell comparisons are being
made on an uncontaminated well. In this case, the Prediction interval is constructed on past data
sampled from the well, and used to predict the behavior of future sampies from the same well.

In summary, a Confidence interval usually contains an average value, a Tolerance interval
contains a proportion of the population, and a Prediction interval contains one or more future
observations. Each has a probability statement or "confidence coefficient" associated with it. For
further explanation of the differences between these interval types, see Hahn (1970).

One should note that all of these intervals assume that the sample data used to construct the
intervals are Normally distributed. In light of the fact that much ground-water concentration data is
better modeled by a Lognormal distribution, it is recommended that tests for Normality be run on
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the logarithms of the original data before constructing the random intervals. If the data follow the
Lognormal model, then the intervals should be constructed using the logarithms of the sample
values. In this case, the limits of these intervals should not be compared to the original compliance
data or GWPS. Rather, the comparison should involve the logged compliance data or logged
GWPS. When neither the Normal or Lognormal models can be justified, a non-parametric version.
of each interval may be utilized. |

4.1 TOLERANCE INTERVALS

'In detection momtormg, the compliance pomt samples are assumed to come from the same
distribution as the background values until srgmﬁcam evidence of contamination can be shown.
To test this hypothesm, a 95 percent coverage Tolerance interval can be constructed on the
background data. The background data should first be tested to check the distributional
assumptions. Once the interval is constructed, each compliance sample is compared to the upper
Tolerance limit. If any compliance point sample exceeds the limit, the well from which it was
drawn is judged to have significant evidence of contamination (note that when testing a large
number of samples, the nature of a Tolerance interval practically ensures that a few measurements
will be above the upper Tolerance limit,'even when no contamination has occurred. In these cases,
the offending wells should probably be resampled in order to verify whether or not there is definite
evidence of contamination.) ' '

If the Tolerance limit has been constructed using the logged background data, the compliance
pomt samples should first be logged before comparing with the upper Tolerance limit. The steps
for computing the actual Tolerance interval in detection monitoring are detailed in the Interim Final
Guidance on pp. 5-20 to 5-24. ‘One point about the table of factors k used to adjust the width of
the Tolerance interval is that these factors are designed to provide at least 95% coverage of the
population. Applied over many data sets, the average coverage of these intervals will often be-
close to 98% or more (see Guttman, 1970). To construct ‘a one-sided upper Tolerance interval
with gverage coverage of (1-B)%, the k multiplier can be computed dn'ectly with the aid of a
Student s t-dlstnbuuon table In thlS case, the formula becomes

1

K=t 118 1+; y

where the t-value represents the (1 B)th upper percennle of the t-distribution with (n-1) degrees of
freedom.
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In compliance monitoring, the Tolerance interval is calculated on the compliance point data,
so that the upper one-sided Tolerance limit may be compared to the appropriate Ground-Water
Protection Standard (i.e., MCL or ACL). If the upper Tolerance limit exceeds the fixed standard,
and especially if the Tolerance limit has been constructed to have an average coverage of 95% as
described above, there is significant evidence that as much as 5 percent or more of all the
compliance well measurements will exceed the limit and consequently that the compliance point
wells are in violation of the facility permit. The algorithm for computing Tolerance limits in
compliance monitoring is given on pp. 6-11 to 6-15 of the Intgrim Final Guidance.

EXAMPLE 14

The table below contains data that represent chrysene concentration levels (ppb) found in
water samples obtained from the five compliance wells at a monitoring facility. 5Co_rmpute the upper
Tolerance limit at each well for an average of 95% coverage with 95% confidence and determine
whether there is evidence of contamination. The alternate concentration limit (ACL) is 80 ppb.

Chrysene Concentration (ppb)

Month Well 1 Well 2 Well 3 Well 4 Well 5
1 19.7 10.2 68.0 26.8 47.0
2 39.2 7.2 48.9 17.7 30.5
3 7.8 16.1 30.1 : 31.9 15.0
4 12.8 5.7 38.1 , 22.2 23.4
Mean 19.88 9.80 46.28 24.65 28.98
SD 13.78 4.60 16.40 6.10 13.58
SOLUTION

Step 1.  Before constructing the tolerance intervals, check the distributional assumptions. The
algorithm for a parametric Tolerance interval assumes that the data used to compute the
interval are Normally distributed. Because these data are more likely to be Lognormal in
distribution than Normal, check the assumptions on the logarithms of the original data
given in the table below. Since each well has only four observations, Probability Plots
are not likely to be informative. The Shapiro-Wilk or Probability Plot Correlation
Cocfficient tests can be run, but in this example only the Skewness Coefficient is
examined to ensure that gross departures from Lognormmality are not missed.
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Logged Chrysene Concentration [log(ppb)]

Month Well 1 Well 2 Well 3 T Well4 - Well5

1 2.98 2.32 422 3.29 3.85

2 3.67 1.97 3.80 2.87 3.42

3 2.05 2.78 3.40 : 3.46 2.71

4 2.55 1.74 . 3.64 3.10 3.15

Mean 2.81 - 2.20 3.79 3.18 3.28

SD 0.68 0.45 0.35 0.25 0.48
‘Step 2. The Skewness Coefficients for each well are given in the following table. Since none of

Step 3.

Step 4.

the coefficients is greater than 1 in absolute value, approximate Lognormality (that is,
Normality of the logged data) is assumed for the purpose of constructing the tolerance
intervals. : ' ' : ‘

Well Skewness  ISkewness!
1 210 210
2 334 334
3 192 .192
4 -.145 .145
5 -.020 .020

- Compute the tolerance interval for each compliance well using the logged concentration

data. The means and SDs are given in the second table above.

The tolerance factor for a one-sided Normal tolerance interval with an average of 95%
coverage with 95% probability and n=4 observations is given by

Két’--‘”‘/”?li =2.631

The upper tolerance limit is calculated_ below for each of the five wells.

Well 1 2.8142.631(0.68)= 4.61 log(ppb) -
Well2  2.20+2.631(0.45)= 3.38 log(ppb)

Well 3 3.79+2.631(0.35)= 4.71 log(ppb)
Well 4 - 3.18+2.631(0.25)= 3.85 log(ppb)
Well 5 3.28+42.631(0.48)= 4.54 log(ppb)
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Step 5. Compare the upper tolerance limit for each well to the logarithm of the ACL, that is
log(80)=4.38. Since the upper tolerance limits for wells 1, 3, and 5 exceed the logged
ACL of 4.38 log(ppb), there is evidence of chrysene contamination in wells 1,3,and 5.

4.1.1 Non-parametric Tolerance Intervals

When the assumptions of Normality and Lognormality cannot be justified, especially when a
significant portion of the samples are nondetect, the use of non-parametric tolerance intervals
should be considered. The upper Tolerance limit in a non-parametric setting is usually chosen as
an order statistic of the sample data (see Guttman, 1970), commonly the maximum value or maybe
the second largest value observed. As a consequence, non-parametric intervals should be
constructed only from wells that are not contaminated. Because the maximum sample value is
often taken as the upper Tolerance limit, non-parametric Tolerance intervals are very easy to
construct and use. The sample data must be ordered, but no ranks need be assigned to the
concentration values other than to determine the largest measurements. This also means that
nondetects do not have to be uniquely ordered or handled in any special manner.

One advantage to using the maximum concentration instead of assigning ranks to the data is
that non-parametric intervals (including Tolerance intervals) are sensitive to the actual magnitudes
of the concentration data. Another plus is that unless all the sample data are nondetect, the
maximum value will be a detected concentration, leading to a well-defined upper Tolerance limit.

Once an order statistic of the sample data (e.g., the maximum value) is chosen to represent
the upper tolerance limit, Guttman (1970) has shown that the coverage of the interval, constructed
repeatedly over many data sets, has a Beta probability density with cumulative distribution

Mn+1)

L N=m - m-1
Tn-m+Dlm)" G- w7du

t
I‘(n-m +1,m) =fo

where n=# samples in the data set and m=[(n+1)—(rank of upper tolerance limit value)]. If the
maximum sample value is selected as the tolerance limit, its rank is equal to n and so m=1. If the
second largest value is chosen as the limit, its rank would be equal to (n—1) and so m=2.

Since the Beta distribution is closely related to the more familiar Binomial distribution,
Guttman has shown that in order to construct a non-parametric tolerance interval with at least %
coverage and (1-o) confidence probability, the number of (background) samples must be chosen
such that
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t=m

Table A-6 in Appendix A provides the minimum coverage levels with 95% confidence for
various choices of n, using either the maximum sample value or the second largest measurement as
the tolerance limit. As an example, with 16 background measurements, the minimum coverage is
B=83% if the maximum background value is designated as the upper Tolerance limit and B=74% if
the Tolerance limit is taken to be the second largest background value. In general, Table A-6

illustrates that if the underlying distribution of concentration vaiues is unknown, more background
les needed com to the parametric setting in order to construct a tolerance in 1 with

sufficiently high coverage. Parametric tolerance intervals do not require as many background
samples precisely because the form of the underlying distribution is assumed to be known.

Because the coverage of the above non-parametric Tolerance intervals follows a Beta
distribution, it can also be shown that the average (not the minimum as discussed above) level of
coverage is equal to 1-[m/(n+1)] (see Guttman, 1970). In particular, when the maximum sample
value is chosen as the upper tolerance limit, m=1, and the gxpected coverage is equal to n/(n+1).
This implies that at least 19 background samples are necessary to achieve 95% coverage on
average.

EXAMPLE 15

Use the following copper background data to establish a non-parametric upper Tolerance
limit and determine if either compliance well shows evidence of copper contamination.

Copper Concentration (ppb)
- Background Wells “ Compliance Wells
Month Well 1 Well 2 Well 3 Well 4 Well 5

1 <5 9.2 - <5

2 <5 ‘ <5 5.4

3 7.5 <5 6.7

4 <5 , 6.1 <5 : v
5 <5 8.0 <5 6.2 <5
6 <5 5.9 <5 <5 <5
7 6.4 : <5 <5 7.8 5.6
8 6.0 <5 <5 104 <5
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SOLUTION

Step 1. Examine the background data in Wells 1, 2, and 3 to determine that the maximum
observed value is 9.2 ppb. Set the 95% confidence upper Tolerance limit equal to this
value. Because 24 background samples are available, Table A-6 indicates that the
minimum coverage is equal to 88% (the expected average coverage, however, is equal to
24/25=96%). To increase the coverage level, more background samples would have to
be collected.

Step 2. Compare each sample in compliance Wells 4 and 5 to the upper Tolerance limit. Since
none of the measurements at Well 5 is above 9.2 ppb, while one sample from Well 4 is
above the limit, conclude that there is significant evidence of copper contamination at
Well 4 but not Well 5.

4.2 PREDICTION INTERVALS

When comparing background data to compliance point samples, a Prediction interval can be
constructed on the background values. If the distributions of background and compliance point
data are really the same, all the compliance point samples should be contained below the upper
Prediction interval limit. Evidence of contamination is indicated if one or more of the compliance
samples lies above the upper Prediction limit.

With intrawell comparisons, a Prediction interval can be computed on past data to contain a
specified number of future observations from the same well, provided the well has not been
previously contaminated. If any one or more of the future samples falls above the upper Prediction
limit, there is evidence of recent contamination at the well. The steps to calculate parametric
Prediction intervals are given on pp. 5-24 to 5-28 of the Interim Final Guidance.

EXAMPLE 16

The data in the table below are benzene concentrations measured at a groundwater monitoring
facility. Calculate the Prediction interval and determine whether there is evidence of contamination.

Background Well Data Compliance Well Data
Benzene Concentration Benzene Concentration
Sampling Date (ppb) Sampling Date (ppb)
Month 1 12.6 ’ Month 4 48.0
30.8 - 30.3
52.0 42.5
28.1 15.0
Month 2 33.3
44.0 n=4
3.0 Mean=33.95
12.8 SD=14.64
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Month 3 58.1 Month 5 47.6
12.6 ‘ 3.8
" 17.6 2.6
._ 253 519
n=12 ' n=4
Mean=27.52 Mean=26.48
SD=17.10 SD=26.94
SOLUTION

Step 1.  First test the background data for approximate Normality. Only the background data are
included since these values are used to construct the Prediction interval.

Step 2. A Probability Plot of the 12 background values is given below. The plot indicates an

' overall pattern that is reasonably linear with some modest departures from Normality.
To further test the assumption of Normality, run the Shapiro-Wilk test on the
background data.

PROBABILITY PLOT

NORMAL QUANTILES

Step 3.  List the data in ascending and descending order as in the following table. Also calculate
the differences X(y.i+1)-X(j) and multiply by the coefficients a;_;, 1 taken from Table A-1
to get the components of vector b; used to calculate the Shapiro-Wilk statistic (W).
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Step 4.

Step 5.

Step 6.

Step 7.

Step 8.

Step 9.

i X(i) X(n-i+1) n.i+l bi
1 3.0 58.1 0.548 30.167
2 12.6 52.0 0.333 13.101
3 12.6 44.0 0.235 7.370
4 12.8 33.3 0.159 3.251
5 17.6 30.8 0.092 1.217
6 25.3 28.1 0.030 0.085
7 28.1 25.3 b=55.191
8 30.8 17.6
9 33.3 12.8

10 44 .0 12.6

11 52.0 12.6

12

58.1 3.0

Sum the components b; in column 5 to get quantity b. Compute the standard deviation
of the background benzene values. Then the Shapiro-Wilk statistic is given as

b ? 55.191 T
W | =| =22 | =0.947.
[SDvn-l] [17.101411}

The critical value at the 5% level for the Shapiro-Wilk test on 12 observations is 0.859.
Since the calculated value of W=0.947 is well above the critical value, there is no
evidence to reject the assumption of Normality.

Compute the Prediction interval using the original background data. The mean and
standard deviation of the 12 background samples are given by 27.52 ppb and 17.10
PPb, respectively.

Since there are two future months of compliance data to be compared to the Prediction
limit, the number of future sampling periods is k=2. At each sampling period, a mean of
four independent samples will be computed, so m=4 in the prediction interval formula
(see Interim Final Guidance, p. 5-25). The Bonferroni t-statistic, t11,2,95) with k=2
and 11 df is equivalent to the usual t-statistic at the .975 level with 11 df, i.e.,
t1,975=2.201.

Compute the upper one-sided Prediction limit (UL) using the formula:
- 1 1
Xt 1k.99m t g
Then the UL is given by: :
UL = 27.52 +(17.10)(2.201) i-+ % = 49.25 ppb.

Compare the UL to the compliance data. The means of the four compliance well
observations for months 4 and 5 are 33.95 ppb and 26.48 ppb, respectively. Since the
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mean concentrations for months 4 and 5 are below the upper Prechcnon limit, there is no
evidence of recent contamination at the monitoring facility. ‘

4.2.1 Non-parametric Prediction Intervals

When the parametric assumptions of a Normal-based Prediction limit cannot be justified,
often due to the presence of a significant fraction of nondetects, a non-parametric Prediction
interval may be considered instead. A non-parametric upper Prediction limit is typically
constructed in the same way as a non-parametric upper Tolerance limit, that is, by estimating the
limit to be the maximum value of the set of background samples. |

The difference between non-parametric Tolerance and Prediction limits is one of
interpretation.and probability. Given n background measurements and a desired conﬁdenée level,
a non-parametric Tolerance interval will have a certain coverage percentage. With high probability,

. the Tolerance interval is designed to miss only a small percentage of the samples from
downgradient wells. A Prediction limit, on the other hand, involves the confidence probability that
the next future sample or samples will definitely fall below the upper Prediction limit. In this
sense, the Prediction limit may be thought of as a 100% coverage Tolerance limit for the next k
future samples. i

As Guttman (1970) has indicated, the confidence probability associated with predicting that
the next single observation from a downgradient well will fall below the upper Prediction limit --
estimatt;d‘as the maximum background value -- is the same as the expected coverage of a similarly
constructed upper Tolerance limit, namely (1- a)=n/(n+1). Furthermore, it can be shown from
Gibbons (1991b) that the probability of having k future samples all fall below the upper non-
parametric Prediction limit is (1-a)=n/(n+k). Table A-7 in Appendxx A lists these confidence
levels for various choices of n and k. The false positive rate associated with a single Prediction
limit can be computed as one minus the confidence level.

Balancing the ease with which non-parametric upper Prediction limits are constructed is the
fact that, given fixed numbers of background samples and future sample values to be predlcted, the
maximum confidence level associated with the Prediction limit is also fixed. To'i increase the level
of confidence, the only choices are to 1) decrease the number of future values to be predicted at any
testing period, or 2) increase the number of background sampies used in the test. Table A-7 can be
used along these lines to plan an appropriate sampling strategy so that the false positive rate can be
minimized and the confidence probability maximized to a desired level.
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EXAMPLE 17

Use the following arsenic data from a monitoring facility to compute a non-parametric upper
Prediction limit that will contain the next 2 monthly measurements from a downgradient well and
determine the level of confidence associated with the Prediction limit.

Afsenic Concentrations (ppb).

Background Wells Compliance |

Month Well 1 Well2. Well 3 Well 4

1 <5 7 <5

2 <5 : 6.5 <5

3 8 <5 10.5 .

4 <5 6 <5

5 9 12 <5 ‘ 8

6 10 <5 9 14

SOLUTION

Step 1. Determine the maximum value of the background data and use this value to estimate the
upper Prediction limit. In this case, the Prediction limit is set to the maximum value of
the n=18 samples, or 12 ppb. As is true of non-parametric Tolerance intervals, only
uncontaminated wells should be used in the construction of Prediction limits.

Step 2. Compute the confidence level and false positive rate associated with the Prediction limit.
Since two future samples are being predicted and n=18, the confidence level is found to
be n/(n+k)=18/20=90%. Consequently, the Type I error or false positive rate is equal to
(1-.90)=10%. If a lower false positive rate is desired, the number of background
samples used in the test must be enlarged.

Step 3.  Compare each of the downgradient samples against the upper Prediction limit. Since the
value of 14 ppb for month 2 exceeds the limit, conclude that there is significant evidence
of contamination at the downgradient well at the 10% level of significance.

4.3 CONFIDENCE INTERVALS

Confidence intervals should only be constructed on data collected during compliance
monitoring, in particular when the Ground-Water Protection Standard (GWPS) is an ACL
computed from the average of background samples. Confidence limits for the average
concentration levels at compliance wells should not be compared to MCLs. Unlike a Tolerance
interval, Confidence limits for an average do not indicate how often individual samples will exceed
the MCL. Conceivably, the lower Confidence limit for the mean concentration at a compliance
well could fall below the MCL, yet 50 percent or more of the individual samples might exceed the
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MCL. Since an MCL is designed to set an upper bound on the acceptable contamination, this
would not be protective of human health or the environment.

When comparing individual compliance wells to an ACL derived from average background
levels, a lower one-sided 99 percent Confidence limit should be constructed. If the lower
Confidence limit exceeds the ACL, there is significant evidence that the true mean concentration at
the compliance well exceeds the GWPS and that the facility permit has been violated. Again, in
most cases, a Lognormal model will approximate the data better than a Normal dxstnbuuon model.
It is therefore recommended that the initial data checking and analysis be performed on the
logarithms of the data. If a Confidence interval is constructed using logged concentration data, the
lower Confidence limit should be compared to the logarithm of the ACL rather than the original
GWPS. Steps for computing Confidence intervals are given on pp. 6-3 to 6-11 of the Interim
Final Guidance.
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5. STRATEGIES FOR MULTIPLE COMPARISONS

5.1 BACKGROUND OF PROBLEM

Multiple comparisons occur whenever more than one statistical test is performed during any
given monitoring or evaluation period. These comparisons can arise as a result of the need to test
multiple downgradient wells against a pool of upgradient background data or to test several
indicator parameters for contamination on a regular basis. Usually the same statistical test is
performed in every comparison, each test having a fixed level of confidence (1-a), and a
corresponding false positive rate, o.

The false positive rate (or Type I error) for an individual comparison is the probability that
the test will falsely indicate contamination, i.e., that the test will "trigger," though no contamination
has occurred. If ground-water data measurements were always constant in the absence of
contamination, false positives would never occur. But ground-water measurements typically vary,
cither due to natural variation in the levels of background concentrations or to variation in lab
measurement and analysis.

Applying the same test to each comparison is acceptable if the number of comparisons is
small, but when the number of comparisons is moderate to large the false positive rate associated
with the testing network as a whole (that is, across all comnparisons involving a separate statistical
test) can be quite high. This means that if enough tests are run, there will be a significant chance
that at least one test will indicate contamination, even if no actual contamination has occurred. As
an example, if the testing network consists of 20 separate comparisons (some combination of
multiple wells and/or indicator parameters) and a 99% confidence level Prediction interval limit is
used on each comparison, one would expect an overall network-wide false positive rate of over
18%, even though the Type I error for any single comparison is only 1%. This means there is
nearly 1 chance in 5 that one or more comparisons will falsely register potential contamination even
if none has occurred. With 100 comparisons and the same testing procedure, the overall network-
wide false positive rate jumps to more than 63%, adding additional expense to verify the lack of
contamination at falsely triggered wells.

To lower the network-wide false positive rate, there are several important considerations. As
noted in Section 2.2.4, only those constituents that have been shown to be reliable indicators of
potential contaminaticn should be statistically tested on a regular basis. By limiting the number of
tested constituents to the most useful indicators, the overall number of statistical comparisons that
must be made can be reduced, lowering the facility-wide false alarm rate. In addition, depending

62




Draft 1/28/93

on the hydrogeology of the site, some indicator parameters may need to be tested only at one (or a
few adjacent) regulated waste units, as opposed to testing across the entire facility, as long as the
permit specifies a common point of compliance, thus further limiting the number of total statistical
comparisons necessary. ‘

One could also try to lower the Type I error applied to each individual comparison.
Unfortunately, for a given statistical test in general, the lower the false positive rate, the lower the
power of the test to detect real contamination at the well. If the statistical power drops too much,
real contamination will not be identified when it occurs, creating a situation not protective of the
environment or human health. Instead, alternative testing strategies can be considered that
specifically account for the number of statistical comparisons being made during any evaluation
period. All alternative testing strategies should be evaluated in light of two basic goals:

1. Is the network-wide false positive rate (across all constituents and wells being
tested) acceptably low? and

2. Does the testing strategy have adequate statistical power to detect real contamination
when it occurs?

To establish a standard recommendation for the network-wide overall false positive rate, it
should be noted that for some statistical procedures, EPA speciﬁcations_mandate that the Type 1
error for any individual compariscn be at least 1%. The rationale for this minimum requirement is

motivated by statistical power. For a given test, if the Type I error is set too low, the power of the
test will dip below “acceptable” levels. EPA was not able to specify a minimum level of acceptable

power within the regulations because to do so would require specification of a minimum difference
of environmental concern between the null and alternative hypotheses. Limited current knowledge
about the health and/or environmental effects associated with incremental changes in concentration
levels of Appendix IX constituents greatly complicates this task. Therefore, minimum false
positive rates were adopted for some statistical procedures until more specific guidance could be
recommended. EPA's main objective, however, as in the past, is to approve tests that have
adequate statistical power to detect real contamination of ground water, and not. to enforce
minimum false positive rates.

This emphasis is evident in §264.98(g)(6) for detection monitoring and §264.99(i) for
compliance monitoring. Both of these provisions allow the owner or operator to demonstrate that
the statistically significant difference between background and compliance point wells or between
compliance point wells and the Ground-Water Protection Standard is an artifact caused by an error
in sampling, analysis, statistical evaluation, or natural variation in ground-water chemistry. To
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make the demonstration that the statistically significant difference was caused by an error in
sampling, analysis, or statistical evaluation, re-testing procedures that have been.approved by the
Regional Administrator can be written into the facility permit, provided their statistical power is
comparable to the EPA Reference Power Curve given below. :

For large monitoring networks, it is almost impossible to maintain a low network-wide
overall false positive rate if the Type I errors for individual comparisons must be kept above 1%.
As will be seen, some alternative testing strategies can achieve a low network-wide false positive
rate while maintaining adequate power to detect contamination. EPA therefore recommends hat
instead of the 1% criterion for individual comparisons, the gverall network-wide false positive rate
(across all wells and constituents) of any alternative testing strategy should be kept to
approximately 5% for each monitoring or evaluation period, while mamtammg stausucal power
comparable to the procedure below. B

The other goal of any testing strategy should be to maintain adequate statistical power for
detecting contamination. Technically, power refers to the probability that a statistical testing
procedure will register and identify evidence of contamination when it exists. However, power is
typically defined with respect to a single comparison, not a network of comparisons. Since some
testing procedures may identify contamination more readily when several wells in the network are
contaminated as opposed to just one or two, it is suggested that all testing strategies be compared
on the following more stringent, but common, basis. Let the g_{tmx:_pg_w_g of a testing
procedure be defined as the probability of detecting contamination in the inonitoring network when
one and only one well is contaminated with a single constituent. Note that the effective power is a
conservative measure of how a testing regimen will perform over the network, because the test
must uncover one contaminated well among many clean ones (i.e., like "finding a needle in a
haystack™). ‘

To establish a recommended standard for the statistical power of a testing strategy, it must be
understood that the power is not single number, but rather a function of the level of contamination
actually present. For most tests, the higher the level of contamination, the higﬁcr the statistical
power; likewise, the lower the contamination level, the lower the power. As such, when
increasingly contaminated ground water passes a particular well, it becomes easier for the statistical
test to distinguish background levels from the contaminated ground water; consequently, the power
is an increasing function of the contamination level.-
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Perhaps the best way to describe the power function associated with a particular testing
procedure is via a graph, such as the example below of the power of a standard Normal-based
upper Prediction limit with 99% confidence. The power in percent is plotted along the y-axis
against the standardized mean level of contamination along the x-axis. The standardized
contamination levels are in units of standard deviations above the baseline (estimated from
background data), allowing different power curves to be compared.across indicator parameters,
wells, and so forth. The standardized units, A, may be computed as

(Mean Contammanon Level) (Mcan Background Level) |
(SD of Background Data) '

A=

| In some situations, the probability that contémination will bjc detected by a particular testing

procedure inay be difficult if not impossiblé to derive analytcally and will have to be simulated on

a computer. In these cases, the power is typically estimated by generating Nonnally-disﬁibuted

random values at different mean levels and repeatcdly smulanng the test procedure. With enough
mpetmons a reliable pOWer curve can be plotted (e.g., see figure bclow)
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Notice that the power at A=0 represents the false positive rate of the test, because at that point
no contamination is actually present and the curve is indicating how often contamination will be
"detected" anyway. As long as the power at A=0 is approximately 5% (except for tests on an
individual constituent at an individual well where the false positive rate should approximate 1%)
and the rest of the power curve is acceptably high, the testing strategy should be adequatcly
comparable to EPA standards.

To determine an acceptable power curve for comparisoh to alternative testing strategies, the
following EPA Reference Power Curve is suggested. For a given and fixed number of
background measurements, and based on Normally-distributed data from a single downgradient
well generated at various mean levels above background, the EPA Reference Power Curve will
represent the power associated with a 99% confidence upper prediction limit on the next single
future sample from the well (see figure above for n=16). | ‘

Since the power of a test depends on several factors, including the background sample size,
the type of test, and the number of comparisons, a different EPA Reference Power Curve will be
associated with each distinct number of background samples. Power curves of alternative tests
should only be compared to the EPA Reference Power Curve using a comparable number of
background measurements. If the power of the alternative test is at least as high as the EPA
reference, while maintaining an approximate 5% overall false positive rate, the alternative
procedure should be acceptable. ‘

With respect to power curves, keep in mind three important considerations: 1) the power of
any testing method can be increased merely by relaxing the false positive rate requirement, letting o
become larger than 5%. This is why an approximate 5% alpha level is suggested as the standard
- guidance, to ensure fair power comparisons among competing tests and to limit the overall
network-wide false positive rate. 2) The simulation of alternative testing methods should
incorporate every aspect of the procedure, from initial screens of the data to final decisions
concerning the presence of contamination. This is especially applicable to strategies that involve
some form of retesting at potentially contaminated wells. 3) When the testing strategy incorporates
multiple comparisons, it is crucial that the power be gauged by simulating contamination in one and
only one indicator parameter at a single well (i.e., by measuring the effective power). As noted
earlier, EPA recommends that power be defined conservatively, forcing any test procedure to fmd
“the needle in the haystack."”
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5_.2 POSSIBLE STRATEGIES

'5.2.1 Parametric and Non-parametric ANOVA

~ As described in the Interim Final Guidance, ANOVA procedures (either the pafametric
method or the Kruskal-Wallis test) allow multiple downgradient wells (but not m’ultiple
constituents) to be combined into a single statistical test, thus enabling‘the network-wide false
posmve rate for any single constituent to be kept at 5% regardless of the size of the network. The
ANOVA method also maintains decent power for detecting real contammanon though only for
small to moderately-sized networks. In large networks, even the parametric ANOVA has a
difficult time finding the "needle in a haystack." The reason for this is that the ANOVA F-test
combmes all downgradlent wells simultaneously, so that "clean” wells are mixed together with the
1smgle contaminated well, potemlally masking the test's ablhty to detect the source of
contamination.

Because of these characteristics, the ANOVA procedure may have poorer power for detecting
a narrow plume of contamination which affects only one or two wells in a much larger network
(say 20 or more comparisons). Another drawback is that a significant ANOVA test result will not
indicate which well or wells is potenually contammated without funher post-hoc tesnng
Furthermore, the power of the ANOVA procedure depends significantly on havmg at least 3 to 4
samples per well available for testing. Since the samples must be stausucally mdependent,
collection of 3 or more samples at a given well may necessitate a several-month wait if the natural
ground-water velocity at that well is low. In this case, it may be temptmg to look for other
strategies (e.g., Tolerance or Prediction intervals) that allow staustxcal testmg of each new ground
water sample as it is collected and analyzed Finally, since the sunple one-way ANOVA procedure
outlined in the Interim Final Guidance is not designed to test multiple constituents s1multaneously,
the overall false positive rate will be approximately 5% ngr_ggmmc_m leadmg toa potenually h1gh
overall network-wide false posmve rate (across wells and constituents) xf many consutuents need
to e tested.

5.2.2 Retesting with Parametric Intervals

~ One strategy alternative to ANOVA isa modjﬁcation of approaches suggested by Gibbons
(1991a) and Davis and McNichols (1987). The basic idea is to adopt a two-phase testing strategy.
First, new samples from each well in the network are compared, for each designated constituent

parameter, against an upper Tolerance limit with pre-specified average coverage (Note that the
upper Tolerance limit will be different for each constituent). Since some constituents at some wells
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in a large network would be expected to fail the Tolerance limit even in the absence of
contamination, each well that triggers the Tolerance limit is resampled and only those constituents
that "triggered" the limit are retested via an upper Prediction limit (again differing by constituent).
If one or more resamples fails the upper Prediction limit, the specific constituent at that well failing
the test is deemed to have a concentration level significantly greater than background. The overall
strategy is effective for large networks of comparisons (e.g., 100 or more comparisons), but also
flexible enough to accommodate smaller networks.

To design and implement an appropriate pair of Tolerance and Prediction intervals, one must
know the number of background samples available and the number of comparisons in the network.
Since parametric intervals are used, it is assumed that the background data are either Normal or can
be transformed to an approximate Normal distribution. The tricky part is to choose an average
coverage for the Tolerance interval and confidence level for the Prediction interval such that the
twin goals are met of keeping the overall false posmve rate to approximately 5% and maintaining
adequate statistical power.

To derive the overall false positive rate for this retesting strategy, assume that when no
contamination is present each constituent and well in the network behaves independently of other
constituents and wells. Then if Aj denotes the event that well i is triggered falsely at some stage of
the testing, the overall false positive rate across m such comparisons can be written as

total @ =Pr{A, or A, or... or A or.. orA }-—1 HPr{A}

im]

where Aj denotes the complement of event Aj. Since P{A}} is the probability of not registering a
false trigger at uncontaminated well i, it may be written as

Pr{A;}=Pr{X, s TL} -#1>r{>;i >TL} x‘Prv{‘-[, <PLIX, > TL}

where X represents the original sample at well i, Yj represents the concentrations of one or more
resamples at well i, TL and PL denote the upper Tolerance and Prediction limits respectively, and
the right-most probability is the conditional event that all resample concentrations fall below the
Prediction limit when the initial sample fails the Tolerance limit.

Letting x=Pr{X;<TL} and y-Pr{Y,SPL | Xi>TL}, the overall false positive rate across m
constituent-well combinations can be expressed as v
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total ¢ =1-[x+(1-x)-y]"

*~ As noted by Guttman (1970), the probability that any random sample will fall below the
upper Tolerance limit (i.e., quantity x above) is equal to the expected or average coverage of the
Tolerance interval. If the Tolerance interval has been constructed to have average coverage of
95%, x=0.95. Then given a predetermined value for x, a fixed number of comparisons m, and a
desired overall false positive rate o, we can solve for the conditional probability y as follows:

- -x
1—_x

.. If the conditional probability y were equal to the probability that the resample(s) for the ith
constituent-well combination falls below the upper Prediction limit, one could fix « at, say, 5%,
and construct the Prediction interval to have confidence level y. In that way, one could guarantee
an expected network-wide false positive rate of 5%. Unfortunately, whether or not one or more
resamples falls below the Prediction limit depends partly on whether the initial sample for that
comparison eclipsed the Tolerance limit. This is because the same background data are used to
construct both the Tolerance limit and the Pmdictign limit, creating a statistical dependence between
the tests.

The exact relationship between the conditional probability y and the unconditional probability
Pr{Y;<PL]} is not known; however, simulations of the testing strategy suggest that when the
confidence level for the Prediction interval is equated to the above solution for y, the overall
network-wide false positive rate turns out to be higher than 5%. How much higher depends on the
number of background samples and also the number of downgradient comparisons.  Even with a
choice of y that guarantees an expected facility-wide false positive rate of 5%, the power
characteristics of the resulting testing strategy are not necessarily equivalent to the EPA Reference
Power Curve, again depending on the number of background samples and the number of
monitoring well-constituent combinations in the network.

In practice, to meet the selection criteria of 1) establishing an overall false positive rate of
approximately 5% and 2) maintaining adequate statistical power, the confidence level chosen for
the upper Prediction limit should be somewhat higher than the solution y to the preceding equation.
The table below provides recommended choices of expected coverage and confidence levels for the
Tolerance interval-Prediction interval pair when using specific combinations of numbers of
downgradient comparisons and background samples. In general, one should pick lower coverage
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Tolerance limits for smaller networks and higher coverage Tolerance limits for larger networks.
That way (as can be seen in the table), the resulting Prediction limit confidence levels will be low
enough to allow the construction of Prediction limits with decent statistical power.

PARAMETRIC RETESTING STRATEGIES

#BG TOLERANCE PREDICTION
COMPARISONS SAMPLES COVERAGE (%) LEVEL (%) RATING

8 95 90 o
16 95 90 **
16 95 85 *
24 95 85 *
24 95 90 *

) 03 08 =
16 95 97 -
24 95 97 *
16 o8 07 %
16 99 92 *
24 o8 95 -
24 99 90 *ox
16 98 08 %
24 99 95 *
24 98 98 *

** = strongly recommended
* = recommended

Only strategies that approximately met the selection criteria are listed in the table. It can be
seen that some, but not all, of these strategies are strongly recommended. Those that are merely
"recommended" failed in the simulations to fully meet one or both of the selection criteria. The
performance of all the recommended strategies, however, should be adequate to correctly identify
contamination while maintaining a modest facility-wide false positive rate.

Once a combination of coverage and confidence levels for the Tolerance-Predmuon interval
pair is selected, the statistical power of the testing strategy should be estimated in order to compare
with the EPA Reference Power Curve (particularly if the testing scenario is different from those
computed in this Addendum). Simulation results have suggested that the above method for
choosing a two-phase testing regimen can offer statistical power comparable to the EPA Reference
for almost any sized monitoring network (see power curves in Appendix B).
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Several examples of simulated power curves are presented in Appendix B. The range of
downgradient wells tested is from 5 to 100 (note that the number of wells could actually represent
the number of constituent-well combinations if testing multiple parameters), and each curve is
based on either 8, 16, or 24 background sa&nples. The y-axis of each graph measures the effective
power of the testing strategy, i.e., the probability that contamination is detected when one and only
one constituent at a single well has a mean concentration higher than background level. For each
case, the EPA Reference Power Curve is compared to two different two-phase testing strategies. In
the first case, wells that trigger the initial Tolerance limit are resampled once. This single resample
is compared to a Prediction limit for the next future sample. In the second case, wells that trigger
the Tolerance limit are resampled twice. Both resamples are compared to an upper Prediction limit
for the next two future samples at that well.

The simulated power curves suggest two points. First, with an appropriate choice of
coverage and prediction levels, the two-phase retesting strategies have comparable power to the
EPA Reference Power Curve, while maintaining low overall network-wide false positive rates.
Second, the powér of the retesting strategy is slightly improved by the addition of a second
resample at wells that fail the initial Tolerance limit, because the sample size is increased.

Overall, the two-phase testing strategy defined above--i.e., first screening the network of
wells with a single upper Tolerance limit, and then applying an upper Prediction limit to resamples
from wells which fail the Tolerance interval--appears to meet EPA's objectives of maintaining
adequate statistical power for dctccting contamination while limiting network-wide false positive
rates to low levels. Furthermore, since each compliance well is compared against the interval limits
separately, a narrow plume of contamination can be identified more efficiently than with an
ANOVA procedure (e.g., no post-hoc testing is necessary to finger the guilty wells, and the two-
phase interval testing method has more power against the "needle-in-a-haystack" contamination
hypothesis). |

5.2.3 Retesting with Non-parametric Intervals

When parametric intervals are not appropriate for the data at hand, either due to a large
fraction of nondetects or a lack of fit to Normality or Lognormality, a network of individual
comparisons can be handled via retesting using non-parametric Prediction limits. The strategy is to
establish a non-parametric prediction limit for each designated indicator parameter based on
background samples that accounts for the number of well-constituent comparisons in the overall
network.
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In order to meet the twin goals of maintaining adequate statistical power and a low overall
rate of false positives, a non-parametric strategy must involve some level of retesting at those wells
which initially indicate possible contamination. Retesting can be accomplished by taking a specific
number of additional, jndependent samples from each well in which a specific constituent wriggers
the initial test and then comparing these samples against the non-parametric prediction limit for that
parameter. ‘

Because more independent data is added to the overall testing procedure, retesting of
additional samples, in general, enables one to make more powerful and more accurate
determinations of possible contamination. Retesting does, however, involve a trade-off. Because
the power of the test increases with the number of resamples, one must decide how quickly
resamples can be collected to ensure 1) quick identification and confirmation of contamination and
yet, 2) the statistical independence of successive resamples from any particular well. Do not forget
that the performance of a’ non-parametric retesting strategy depends substantially on the
independence of the data from each well.

Two basic approaches to non-parametric retesting have been suggested by Gibbons (1990
and 1991b). Both strategies define the upper Prediction limit for each designated parameter to be
the maximum value of that constituent in the set of background data. Consequently, the
background wells used to construct the limits must be uncontaminated. After the Prediction limits
have been calculated, one sample is collected from each downgradient well in the network. If any
sample constituent value is greater than its upper prediction limit, the initial test is "triggered” and
one or more resamples must be collected at that downgradient well on the constituent for further
testing.

At this point, the similarity between the two approaches ends. In his 1990 article, Gibbons
computes the probability that at least one of m independent samples taken from each of k
downgradient wells will be below (i.e., pass) the prediction limit. The m samples include both the
initial sample and (m-1) resamples. Because retesting only occurs when the initial well sample fails
the limit, a given well fails the overall test (initial comparison plus retests) only if all (m-1)
resamples are above the prediction limit. If any resample passes the prediction limit, that well is
regarded as showing no significant evidence of contamination. ’

Initially, this first strategy may not appear to be adequately sensitive to mild contamination at
a given downgradient well. For example, suppose two resamples are to be collected whenever the
initial sample fails the upper prediction limit. If the initial sample is above the background
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maximum and one of the resamples is also above the prediction limit, the well can still be classified
as "clean" if the other resample is below the prediction limit. Statistical power simulations (see
Appendix B), however, suggest that this strategy will perform adequately under a number of
monitoring scenarios. Still, EPA recognizes that a retesting strategy which might classify a well as
"clean" when the initial sample and a resample both fail the upper Prediction limit could offer
problematic implications for permit writers and enforcement personnel.

A more stringent approach was suggested by Gibbons in 1991. In that article (1991b),
Gibbons computes, as "passing behavior,” the probability that gll but one of m samples taken from
each of k wells pass the upper prediction limit. Under this definition, if the initial sample fails the
upper Prediction limit, all (m-1) resamples must pass the limit in order for well to be classified as
"clean" during that testing period. Consequently, if any single resample falls above the background
maximum, that well is judged as showing significant evidence of contamination.

Either non-parametric retesting approach offers the advantage of being extremely easy to
implement in field testing of a large downgradient well network. In practice, one has only to
determine the maximum background sample to establish the upper prediction limit against which all
other comparisohs are made. Gibbons' 1991 retesting 'scheme offers the additional advantage of
requiring less overall sampling at a given well to establish significant evidence of contamination.
Why? If the testing procedure calls for, say, two reﬁamples at any well that fails the initial
prediction limit screen, retesting can end whenever either one of the two resamples falls above the
prediction limit. That is, the well will be designated as potentially contaminated if the first resample
fails the prediction limit even if the second resample has not yet been collected.

In both of his papers, Gibbons offers tables that can be used to compute the overall network-
wide false positive rate, given the number of background samples, the number of downgradient
comparisons, and the number of retests for each comparison. It is clear that there is less flexibility
in adjusting a non-parametric as opposed to a parametric predicﬁdn limit to achieve a certain Type 1
error rate. In fact, if only a certain number of retests are feasible at any given well (e.g., in order
to maintain independence of successive samples), the only recourse to maintain a low false positive
rate is to collect a larger number of background samples. In this way, the inability to make
parametric aSsumptions about the data illustrates why non-parametric tests are Qri the whole less
efficient and less powerful than their parametric counterparts.

Unfortunately, the power of thesé non-paraxﬁcu'ic retesting strategies is not pxploxft;.d in detail
by Gibbons. To compare the power of both Gibbons' strategies against the EPA Reference Power
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Curve, Normally distributed data were simﬁlated for several combinations of numbers of
background samples and downgradient wells (again, if multiple'constituénts are being'tested, the
number of wells in the simulations may be regarded as the number of constituent-well
combinations). Up to three resamples were allowed in the simulations for comparative purposes.
EPA recognizes, however, that it will be feasible in general to collect only one or two independent
resamples from any given well. Power curves representing the results of these simulations are
given in Appendix B. For each scenario, the EPA Reference Power Curve is cdmpared with the
simulated powers of six different testing strategies. These strategies include collection of no
resamples, one resample, two resamples under Gibbons' 1990 approach (designated as A on the
curves) and his 1991 approach (labelled as B), and three resamples (under approaches A and B).
Under the one resample strategy, a potentially contaminated compliance well is designated as
“clean" if the resample passes the retest and "contaminated" otherwise.

The following table lists the best-performing strategies under each scenario. As with the use
of parametric intervals for retesting, the criteria for selecting the best-performing strategies required
1) an approximate 5% facility-wide false positive rate and 2) power equivalent to or better than the
EPA Reference Power Curve. Because Normal data were used in these power simulations, more
realistically skewed data would likely result in greater advantages for the non-parametric retesting
strategies over the EPA Reference test. ;

Examination of the table and the power curves in Appendix B shows that the number of
background samples has an important effect on the recommended testing strategy. For instance,
with 8 background samples in a network of at least 20 wells, the best performing strategies all
involve collection of 3 resamples per "triggered" compliance well (EPA regards such a strategy as
impractical for permitting and enforcement purposes at most RCRA facilities). It tends to be true
that as the number of available background samples grows, fewer resamples are needed from each
potentially contaminated compliance well to maintain adequate power. If, as is expected, the
number of feasible, independent retests is limited, a facility operator may have to collect additional
background measurements in order to establish an adequate retesting strategy.

74




Draft 1/28/93

#

WELLS

STRATEGY

NON-PARAMETRIC RETESTING STRATEGIES

#BG

SAMPLES 'REFERENCE

RATING

8 1 Resample *

5 8 2 Resamples (A) - Gibbons, 1990 *ok
16 1 Resample ok

16 2 Resamples (B) Gibbons, 1991 *k

24 2 Resamples (B) Gibbons, 1991 *

8 2 Resamples (A) Gibbons, 1990 *

16 1 Resample - *

20 16 2 Resamples (A) Gibbons, 1990 *
24 1 Resample ‘ : **

24 2 Resamples (B) Gibbons, 1991 *

32 1 Resample o *

32 2 Resamples (B) Gibbons, 1991 ok

16 2 Resamples (A) Gibbons, 1990 *k

50 24 1 Resample *
24 2 Resamples (A) . Gibbons, 1990 *

32 1 Resample ok

100 16 2 Resamples (A) Gibbons, 1990 *x
24 2 Resamples (A) Gibbons, 1990 *

32 1 Resample ' *

Note: ** = very good performance * = good performance |
' 6. OTHER TOPICS

6.1 CONTROL CHARTS

Control Charts are an alternative to Prediction limits for performing either intrawell
comparisons or comparisons to historically monitored background wells during detection
monitoring. Since the baseline parameters for a Control Chart are estimated from historical data,
this method is only appropriate for initially uncontaminated compliance wells. The main advantage
of a Control Chart over a Prediction limit is that a Control Chart allows data from a well to be
viewed graphically over time. Trends and changes in the concentration levels can be seen easily,
because all sample data is consecutively plotted on the chart as it is collected, giving the data
analyst an historical overview of the pattern of contamination. Prediction limits allow only point-
in-time comparisons between the most recent data and past information, making long-term trends
difficult to identify.

More generally, intrawell comparison methods eliminate the need to worry about spatial
variability between wells in different locations. Whenever background data is compared to
compliance point measurements, there is a risk that any statistically significant difference in
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concentration levels is due to spatial and/or hydrogeological differences between the wells rather
than contamination at the facility. Because intrawell comparisons involve but a single well,
significant changes in the level of contamination cannot be attributed to spatial differences between
wells, regardless of whether the method used is a Prediction limit or Control Chart.

Of course, past observations can be used as baseline data in an intrawell comparison only if
the well is known to be uncontaminated. Otherwise, the comparison between baseline data and
newly collected samples may negate the goal in detection monitoring of identifying evidence of
contamination. Furthermore, without specialized modification, Control Charts do not efficiently
handle truncated data sets (i.e., those with a significant fraction of nondetects), making them
appropriate only for those constituents with a high frequency of occurrence in monitoring wells.
Control Charts tend to be most useful, therefore, for inorganic parameters (e.g., some metals and
geochemical monitoring parameters) that occur naturally in the ground water.

The steps to construct a Control Chart can be found on pp. 7-3 to 7-10 of the Interim Final
Guidance. The way a Control Chart works is as follows. Initial sample data is collected (from the
specific compliance well in an intrawell comparison or from background wells in comparisons of
compliance data with background) in order to establish baseline parameters for the chart,
specifically, estimates of the well mean and well variance. These samples are meant to characterize
the concentration levels of the uncontaminated well, before the onset of detection monitoring.
Since the estimate of well variance is particularly important, it is recommended that at least 8
samples be collected (say, over a year's time) to estimate the baseline parameters. Note that none
of these 8 or more samples is actually plotted on the chart.

As future samples are collected, the baseline parameters are used to standardize the data. At
each sampling period, a standardized mean is computed using the formula below, where m
represents the baseline mean concentration and s represents the baseline standard deviation.

Z;=/n,(X-m)/s

A cumulative sum (CUSUM) for the ith period is also computed, using the formula S; = max{0,
(Zi-k)+S;-1}, where Z; is the standardized mean for that period and k represents a pre-chosén
Control Chart parameter.

Once the data have been standardized and plotted, a Control Chart is declared out-of-control
if the sample concentrations become too large when compared to the baseline parameters. An out-
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of-control situation is indicated on the Control Chart when either the standardized means or
CUSUM s cross one of two pre-determined threshold values. These thresholds are based on the
rationale that if the well remains uncontaminated, new sample values standardized by the original
baseline parameters should not deviate substantially from the baseline level. If contamination does
occur, the old baseline parameters will no longer accurately represent concentration levels at the
well and, hence, the standardized values should significantly deviate from the baseline levels on the
Control Chart. ' ’ ‘

In the combined Shewhart-cumulative sum (CUSUM) Control Chart recommended by the
Interim Final Guidance (Section 7), the chart is declared out-of-control in one of two ways. First,
the standardized means (Z;) computed at each sampling period may cross the Shewhart control
limit (SCL). Such a change signifies a rapid increase in well concentration levels among the most
recent sample data. Second, the cumulative sum (CUSUM) of the standardized means may
become too large, crossing the "decision internal value” (h). Crossing the h threshold can mean
either a sudden rise in concentration levels or a gradual increase over a longer span of time. A
gradual increase or trend is particularly indicated if the CUSUM crosses its threshold but the
standardized mean Z; does not. The reason for this is that seveml consecutive small increases in Z;
will not trigger the SCL threshold, but may trigger the CUSUM threshold. As such, the Control

Chart can indicate the onset of either sudden or gradual contamination at the compliance point.

As with other statistical methods, Control Charts are based on certain assumptions about the
sample data. The first is that the data at an uncontaminated well (i.e., a well process that is "in
control") are Normally distributed. Since estimates of the baseline parameters are made using
initially collected data, these data should be tested for Normality using one of the goodness-of-fit
techniques described earlier. Better yet, the logarithms of the data should be tested first, to see if a
Lognormal model is appropriate for the concentration data. If the Lognormal model is not rejected,
the Control Chart should be constructed solely on the basis of logged data. o

The methodology for Control Charts also assumes that the sample data are independently
distributed from a statistical standpoint. In fact, these charts can easily give misleading results if
the consecutive sample data are not independent. For this reason, it is important to design a
sampling plan so that distinct volumes of water are analyzed each sampling period and that
duplicate sample analyses are not treated are independent observations when constructing the
Control Chart.
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The final assumption is that the baseline parameters at the well reflect current background
concentration levels. Some long-term fluctuation in background levels may be poSsible even
though contamination has not occurred at a given well. Because of this possibility, if a Control
Chart remains "in control" for a long period of time, the baseline parameters should be updated to
include more recent observations as background data. After all, the original baseline parameters
will often be based only on the first year's data. Much better estimates of the true background
mean and variance can be obtained by including more data at a later time.

To update older background data with more recent samples, a two-sample t-test can be run to
compare the older concentration levels with the concentrations of the proposed update samples. If
the t-test does not show a significant difference at the 5 percent significance level, proceed to re-
estimate the baseline parameters by including more recent data. If the t-test does show a significant
difference, the newer data should not be characterized as background unless some specific factor
can be pinpointed explaining why background levels on the site have naturally changed.

EXAMPLE 18
Construct a control chart for the 8 months of data collected below.

1=27 ppb
o=25 ppb
Nickel Concentration (ppb)
Month Sample 1 Sample 2
1 15.3 22.6
2 41.1 27.8
3 17.5 18.1
4 15.7 31.5
5 37.2 324
6 25.1 32.5
7 199 27.5
8 99.3 64.2
SOLUTION

Step 1. The three parameters necessary to construct a combined Shewhart-CUSUM chart are
h=5, k=1, and SCL=4.5 in units of standard deviation (SD).

Step 2. List the sampling periods and monthly means, as in the following table.

78




Draft 1/28/93

Month T; Mean (ppb) Z; Zi-k Si
1 1 19.0 -0.45 . -1.45 0.00
2 2 34.5 0.42 -0.58 0.00
3 3 17.8 -0.52 -1.52 0.00
4 4 23.6 -0.19 -1.19 0.00
5 5 34.8 0.44 -0.56 0.00
6 6 28.8 0.10 -0.90 0.00
7 7 23.7 -0.19 -1.19 0.00
8 8 81.8 3.10 2.10 2.10

Step 3. Compute the standardized means Z; and the quantities Sj. Listin the table above. Each
S; is computed for consecutive months using the formula on p. 7-8 of the EPA guidance
document.

S1=max {0, -1.45 + 0} = 0.00
S = max {0, -0.58 + 0} = 0.00
S3 =max {0, -1.52 + 0} =0.00
S4 = max (0, -1.19 + 0} = 0.00
S5 =max (0, -0.56 + 0} = 0.00
Sg = max {0, -0.90 + 0} = 0.00
S7 =max {0,-1.19+ 0} = 0.00
Sg =max {0, 2.10+ 0} =2.10

Step 4. Plot the control chart as given below. The combined chart indicates that there is no
evidence of contamination at the monitoring facility because neither the standardized
mean nor the CUSUM statistic exceeds the Shewhart control limits for the months
examined.
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CONTROL CHART FOR NICKEL DATA

MU=27ppb SIGMA =25ppb
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Note: In the above Control Chart, the CUSUMs are compared to threshold h while the
standardized means (Z) are compared to the SCL threshold.

6.2 OUTLIER TESTING

Formal testing for outliers should be done only if an observation seems particularly high (by
orders of magnitude) compared to the rest of the data set. If a sample value is suspect, one should
run the outlier test described on pp. 8-11 to 8-14 of the EPA guidance document. It should be
cautioned, however, that this outlier test assumes that the rest of the data values, except for the
suspect observation, are Normally distributed (Barnett and Lewis, 1978). Since Lognormally
distributed measurements often contain one or more values that appear high relative to the rest, it is
recommended that the outlier test be run on the logarithms of the data instead of the original
observations. That way, one can avoid classifying a high Lognormal measurement as an outlier
Jjust because the test assumptions were violated.

If the test designates an observation as a statistical outlier, the sample should not be treated as
such until a specific reason for the abnormal measurement can be determined. Valid reasons may,
for example, include contaminated sampling equipment, laboratory contamination of the sample, or

80




Draft 1/28/93

errors in transcription of the data values. Once a specific reason is documented, the sample should
be excluded from any further statistical analysis. If a plausible reason cannot be found, the sample
should be treated as a true but extreme value, not to be excluded from further analysis.

EXAMPLE 19

The table below contains data from five wells measured over a 4-month period. The value
7066 is found in the second month at well 3. Determine whether there is statistical evidence that

this observation is an outlier.

Carbon Tetrachloride Concentration (ppb)
Well 1 Well 2 Well 3 Well 4 Well 5

1.69 302 162 199 275
3.25 35.1 7066 - 41.6 6.5
7.3 15.6 350 75.4 59.7
12.1 13.7 70.14 57.9 68.4

SOLUTION _ ‘ o , o A v
Step 1.  Take logarithms of each 6bservatidn. Then order and hst the ldgged concentratidns,
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Step 2.

Step 3.

Step 4.

Concentration Logged
Order (ppb) Concentraton

1 1.69 0.525
2 3.25 1.179
3 6.5 1.872
4 7.3 1.988
5 12.1 2.493
6 13.7 2.617
7 15.6 2.747
8 16.2 2.785
9 35.1 3.558
10 41.6 3.728
11 57.9 4.059
12 59.7 4.089
13 68.4 4225
14 70.1 4.250
15 : 75.4 4.323
16 199 5.293
17 - 275 5.617
18 302 5.710
19 350 5.878
20 : 7066 8.863

Calculate the mean and SD of all the logged measurements. In this case, the mean and
SD are 3.789 and 1.916, respectively.

Calculate the outlier test statistic Tyg as

o - Xem~X _8.863-3.789

=2.648.
» SD 1.916 64

Compare the observed statistic Tpp with the critical value of 2.557 for a sample size
n=20 and a significance level of 5 percent (taken from Table 8 on p. B-12 of the Interim
Final Guidance). Since the observed value T2(=2.648 exceeds the critical value, there is
significant evidence that the largest observation is a statistical outlier. Before excluding
this value from further analysis, a valid explanation for this unusually high value should
be found. Otherwise, treat the outlier as an extreme but valid concentration
measurement.
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TABLE A-1.

COEFFICIENTS {AN.1+1} FOR W TEST OF
NORMALITY, FOR N=2(1)50

3 4 5 6 7 8 9 10

i/n 2

1 07071 07071 06872 0.6646 06431 0.6233 0.6052 = 0.5888  0.5739

2 — .0000 1677 2413 .2806 3031 3164 3244 3291

3 —— —_— — 0000 0875 .1401 1743 1976 2141

4 —— — — —— — .0000 - .0561 0947 - 1224

5 — — —_— —_— —_— — — 0000 - .0399.

i/n 11 12 13 14 - 158 16 17 18 19 20
1 0.5601 0.5475 0.5359  0.5251 0.5150 0.5056  0.4968 0.4886 0.4808 0.4734
2 3315 3325 - ".3325 3318 -.3306 3290 - 3273 3253 3232 3211
3 .2260 2347 0 2412 2460 2495 2521 2540 2553 .2561 2565
4 .1429 .1586 1707 1802  .1878 .1939 1988  .2027 2059 2085
5 0695 .0922 .1099 .1240 .1353 1447 - 1524 .1587 1641 .1686
6 0.0000 0.0303 0.0539 0.0727 0.0880 0.1005 0.1109 0.1197 0.1271 0.1334
7 - —-— .0000 0240 .0433 .0593 0725 .0837 0932 .1013 .
8 _— —_— — —_ .0000 0196 .0359 .0496 0612  ..0711
9 —_— —_ —_ — " — 0000 .0163 .0303 0422
10 —_ — — — — — — — 0000 0140
i/n 21 22 23 24 25 26 27 - 28 29 30 .
1 0.4643 04590 0.4542 0.4493 04450 0.4407 04366 0.4328 0.4291 0.4254
2 3185 3156 - .3126 3098 .3069 3043 3018 2992 2968 . .2944
3 2578 2571 2563 2554 2543 2533 2522 2510 2499 .2487
4 2119 2131 2139 2145 2148 2151 2152 2151 . 2150 2148
5 1736 1764 1787 1807 .1822 1836 .1848 .1857 .1864 .1870
6 0.1399 0.1443 0.1480 0.1512 0.1539 0.1563° 0.1584 0.1601 0.1616 0.1630
7 .1092 1150 1201 1245 .1283 1316 1346 1372 1395 . .1415
8 .0804 .0878 0941 0997 .1046 .1089 1128 1162 1192 1219
9 .0530 .0618 .0696 0764 .0823 0876  .0923 .0965 .1002 1036
10 0263 0368 0459 0539 - .0610 0672 .0728 ° .0778 0822 0862 -
11 0.0000 0.0122 0.0228 0.0321 0.0403 0.0476 0.0540 0.0598 0 0650 0.0697
12 — - .0000 .0107 .0200 .0284 .0358 0424 .0483 0537
13 —_— —_— —_ — .0000 0094 - 0178 0253  .0320  .0381
14 — — —_ —_— C - — 0000 0084  .0159 0227
15 — —_— -— — —_ — — —_— .0000 0076
i/n 31 32 33 34 35 36 37 38 39 40

1 04220 0.4188 04156 04127 0409  0.4068 0.4040 0.4015 0.3989 0.3964
2 2921 2898 2876 2854 2834 2813 2794 2774 2755 2737
3 2475 2463 2451 2439 2427 2415 2403 2391 2380 2368
4 2145 2141 2137 2132 2127 0 2121 2116 2110 2104 .2098
5 1874 .1878 .1880 .1882 .1883 .1883 .1883 .1881 .1880 1878
6 0.1641 0.1651 0.1660 0.1667 0.1673 0.1678 0.1683 0.1686 0.1689 0.1691
7 .1433 .1449 .1463 1475 1487 1496 .1503 1513 1520 1526
8 1243 1265 1284 .1301 1317 1331 .1344 1356 1366 1376
9 .1066 .1093 1118 1140 1160 1179 .1196 1211 1225 1237
10 .0899

0931 0961 0988 .1013 1036 .1056 1075 1092 .1108




TABLE A-1.

(CONTINUED)

COEFFICIENTS {AN.1,1} FOR W TEST OF
NORMALITY, FOR N=2(1)50

VOO thdt e

[
(=]

bk Pl pood ok
N

15

31
0.0739
0585
0435
0289
0144

0.0000

0.3940
2719
2357

1876

0.1693
.1531
1384
.1249

1123

0.1004
0891
0782
0677
0575

0.0476
0379
0283
0188

0.0000

32
0.0777
0629
0485
0344
0206

0.0068

42
0.3917
.2701
2345
.2085
1874

0.1694
.1535
1392
1259
1136

0.1020

.0804
0701
0602

0.0506
0411
0318
0136

0.0045

33
0.0812
.0669
0530
0395
0262

0.0131

34
0.0844
0706
0572
0441
.0314

0.0187
.0062

44
0.3872
2667
2323
2072
.1868

0.1695
1405
1278
1160

0.1049

0745

35
0.0873
0739
0610
0484
.0361

0.0239
.0119
.0000

45
0.3850
.2651
2313
.2065
1865

0.1695
.1545
.1410
.1286
1170

0.1062
0959
.0860
0775
0673

0.0584
0497
.0412

0328
0245

0.0163
0081

36
0.0900
0770
0645
0523
.0404

0.0287

0172
0057

37
0.0924
.0798
0677
0559
0444

0.0331
0220
0110

0000

47
0.3808
2620
2291
2052
1859

0.1695
1550

.1420

.1300
1189

0.1085
0986
.0892
.0801
0713

0.0628
0546

10385
10307

0.0229
0153
0076

39
0.0967
.0848
0733
0622
0515

0.0409
.0305
.0203
.0101

~.0000

49

.0.3770

2589
2271
.2038
1851

0.1692
.1553
1427
1312
.1205

0.1105
.1010
.0919
0832
0748

0.0667
0588
0511
0436
0361

0.0288
0215
0143
0071
.0000

40
0.0986
.0870
0759
.0651
0546

0.0444
0343
0244 -
0146
0049

50
0.3751
2574
2260
.2032
.1847

0.1691
.1554
.1430
1317
1212

0.1113
,1020
.0932

0846
0764

0.0685

.0532
.0459
0386

0.0314
0244
0174
0104
0035

A2




- TABLE A-2.

PERCENTAGE POINTS OF THE W TEST FOR N=3(1)50




TABLE A-2. (CONTINUED)

PERCENTAGE POINTS OF THE W TEST FOR N=3(1)50

n 0.01 0.05

36 0.912 0.935
37 914 936
38 916 938
39 917 939
a0 919 940
41 0.920 0.941
42 922 | 942
43 923 , 943
44 924 944
45 926 945
46 0927 | 0.945
47 928 946
48 929 947
49 929 - 947
50 930 947
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TABLE A-3.

PERCENTAGE POINTS OF THE W’ TEST FOR N335

n 01 .05




TABLE A-4.

PERCENT POINTS OF THE NORMAL PROBABILITY PLOT
CORRELETION COEFFICIENT FOR N=3(1)50(5)100

n 01 .025 .05
3 869 872 879
4 822 845 868
5 822 855 879
6 835 868 .890
7 847 876 .899
8 859 886 905
9 868 893 912
10 876 .900 917
11 883 .906 922
12 889 912 926
13 895 917 931
14 901 921 934
15 907 925 937
16 912 928 940
17 912 931 942
18 919 934 945
19 923 937 947
20 925 939 950
21 928 942 952
22 930 944 954
23 933 947 955
24 936 .949 957
25 937 950 958
.26 939 952 1959
27 941 953 960
28 943 955 962
29 945 956 962
30 947 957 964
31 948 958 965
32 949 959 966
33 950 960 967
34 951 960 967
35 952 961 968
36 953 962 968
37 955 962 969
38 956 964 970
39 957 965 971
40 958 966 972

A6




TABLE A-4. (CONTINUED)

PERCENT POINTS OF THE NORMAL PROBABILITY PLOT
CORRELETION COEFFICIENT FOR N-3(1)50(5)100

n- .01 .025 .05
41 958 967 973
42 959 967 973
43 959 967 973
44 960 968 974
45 961 969 974
46 962 969 974
47 963 970 975
48 963 970 975
49 964 971 977 -
50 965 972 978
55 967 974 980
60 970 976 981 -
65 972 977 - 982
70 974 978 983 .
75 975 979 984
80 . 976 980 985
85 977 981 985
90 978 982 . .985.
95 979 983 986

100 981 984 987




. TABLE A-5.

VALUES OF LAMBDA FOR COHEN'S METHOD

Percentage of Non-detects

¥ .01 .05 .10 .15 .20 .25 .30 .35 .40 .45 .50

.01 |.0102 .0530 .1111 .1747 .2443 .3205 .4043 .4967 .5989 7128 . .8403
05 1.0105 .0547 .1143 .1793 .2503 .3279 .4130 .5066 .6101 7252 - .8540
10 1.0110 .0566 .1180 .1848 .2574 .3366 .4233 5184 6234 7400  .8703
15 1.0113 .0584 .1215 .1898 .2640 .3448 .4330 .5296 .6361 7542 .8860
.20 |.0116 .0600 .1247 .1946 .2703 .3525 .4422 .5403 .6483 7678 9012
25 1.0120 .0615 .1277 .1991 .2763 .3599 .4510 .5506 .6600 7810 9158
30 1.0122 .0630 .1306 .2034 .2819 .3670 .4595 .5604 6713 7937 .9300
35 | .0125 .0643 .1333 .2075 .2874 .3738 .4676 .5699 .6821 - .8060 9437
40 1.0128 .0657 .1360 .2114 .2926 .3803 .4755 .5791 6927 8179 9570
45 |.0130 .0669 .1385 .2152 .2976 .3866 .4831 .5880 .7029 .8295 .9700

.50 |.0133 .0681 .1409 .2188 .3025 .3928 .4904 .5967 7129 .8408 9826
55 | 0135 .0693 .1432 .2224 3073 .3987 .4976 .6051 7225 8517 .9950
.60 |.0137 .0704 .1455 .2258 .3118 .4045 .5046 .6133 7320 .8625  1.0070
.65 |.0140 .0715 .1477 .2291 .3163 .4101 .5114 .6213 7412 8729  1.0188
.70 1.0142 .0726 .1499 .2323 .3206 .4156 .5180 .6291 .7502 .8832  1.0303
75 1.0144 .0736 .1520. .2355 .3249 .4209 .5245 .6367 .7590 8932  1.0416
.80 |.0146 .0747 .1540 .2386 .3290 .4261 .5308 .6441 7676 9031  1.0527
.85 1.0148 .0756 .1560 .2416 .3331 .4312 .5370 .6515 J761 9127 1.0636
90 |.0150 .0766 .1579 .2445 .3370 .4362 .5430 .6586 7844 9222  1.0743
95 [.0152 .0775 .1598 .2474 .3409 .4411 .5490 .6656 7925 9314  1.0847

1.00 |.0153 .0785 .1617 .2502 .3447 .4459 .5548 .6725 .8005 9406  1.0951
1.05 ].0155 .0794 .1635 .2530 .3484 .4506 .5605 .6793 .8084 9496  1.1052
1.10 |.0157 .0803 .1653 .2557 .3521 .4553 .5662 .6860 8161 9584  1.1152
1.15 1.0159 .0811 .1671 .2584 .3557 .4598 .5717 .6925 8237 9671  1.1250
1.20 1.0160 .0820 .1688 .2610 -.3592 .4643 .5771 .6990 8312 9756 . 1.1347
1.25 |.0162 .0828 .1705 .2636 .3627 .4687 .5825 .7053 .8385 9841  1.1443
1.30 1.0164 .0836 .1722 .2661 .3661 .4730 .5878 .7115 .8458 9924  1.1537
1.35 |.0165 .0845 .1738 .2686 .3695 .4773 .5930 .7177 8529 1.0006 1.1629
1.40 {.0167 .0853 .1754 .2710 .3728 .4815 .5981 .7238 8600 1.0087 1.1721
145 |1.0168 .0860 .1770 .2735 .3761 .4856 .6031 .7298 8670 1.0166 1.1812

1.50 ].0170 .0868 .1786 .2758 .3793 .4897 .6081 .7357 8738  1.0245  1.1901
1.55 1.0171 .0876 .1801 .2782 .3825 .4938 .6130 .7415 .8806  1.0323  1.1989
1.60 |.0173 .0883 .1817 .2805 .3856 .4977 .6179 .7472 .8873  1.0400 1.2076
1.65 |.0174 .0891 .1832 .2828 .3887 .5017 .6227 .7529 8939  1.0476 1.2162
1.70 1.0176 .0898 .1846 .2851 .3918 .5055 .6274 .7585 9005 1.0551 1.2248
175 |.0177 .0905 .1861 .2873 .3948 .5094 .6321 .7641 9069 1.0625 . -1.2332
1.80 1.0179 .0913 .1876 .2895 .3978 .5132 .6367 .7696 9133 1.0698 1.2415
1.85 |.0180 .0920 .1890 .2917 .4007 .5169 .6413 .7750 9196  1.0771  1.2497
1.90 1.0181 .0927 .1904 .2938 .4036 .5206 .6458 .7804 9259 1.0842 - 1.2579
1.95 |.0183 .0933 .1918 .2960 .4065 .5243 .6502 .7857 9321  1.0913  1.2660

A8




TABLE A-S.

(CONTINUED)

VALUES OF LAMBDA FOR COHEN'S METHOD

.01

.05

.10

.15

Pefcentége of Non-detects

.35

.20

.25

.30

.40

.45

_-50.

- 2.00

2.15

2.25
2.30
2.35

2.45

2.55
2.60
2.65
2.70
2.75
2.80
2.85

2.95
3.00
- 3.05
3.10
3.15
3.20

- 3.35
3.40
3.45

3.55
3.60
3.65
3.70
-3.75
- 3.80
- 3.85

205
2.10 -

2.20

1240

2.50 -

290

325
©3.30

- 350 .

3.90 -
0228

.0184
0186
.0187
.0188
0189
0191
0192
0193
.0194
.0196

0197
10198
10199
0201
0202
0203
10204
10205
10206

.0207
.0209
0210
0211
0212
0213
0214
0215
0216
0217
.0218

0219
0220
0221
0222
0223
0224
0225
0226
0227

.0940
.0947
0954
.0960
0967
0973
.0980
.0986
.0992
.0998

.1005
1011
1017
.1023
-1029
.1035
.1040
.1046
.1052

.1058
.1063
.1069
.1074
.1080
.1085
1091
.1096
1102
1107
1112

1118
.1123
1128
1133
1138
1143
.1148
1153
.1158
1163

.1932
.1945
.1959
.1972
.1986
.1999
2012
2025
2037
.2050

2062
2075
.2087
.2099
2111
2123
2135
2147
2158

2170
2182
2193
2204
2216
2227
2238
2249
2260
2270
2281

2292
2303
2313
2324
2334
2344
2355
2365
2375
2385

2981
73001
3022
3042
3062
.3082
3102
3122
3141
3160

3179
3198
3217
3236
3254
3272
3290
.3308
3326

3344
3361
.3378
3396
3413
3430
.3447
.3464
.3480
3497
3513

3529
3546
3562
3578
3594
.3609
3625
3641
.3656
3672

4093
4122
4149
4177
4204
4231
4258
4285
4311
4337

4363
4388
4414
4439
4464
4489
4513
4537
4562

4585
4609
4633
4656
4679
4703
4725
4748
4771
4793
4816

4838
4860
4882
4903
4925
4946
4968
4989

5010
5031

5279
5315
5350

5385
5420
5454
5488
5522
5555
5588

5621
5654
5686
5718
5750
5781
5812
5843
5874

5905
5935
5965
5995
.6024
.6054
.6083
6112
6141
6169
6197

6226
6254
6282
6309
6337
6364
6391
6418
6445
6472

6547

6590
6634
6676
6719
6761
6802
6844

6884 -
6925

.6965
.7005
7044
7083
7122
7161
7199
7237
7274

7311
7348
7385
7422
7458
7494
7529
7565

76

7635
7670

7704
7739
7773
7807
.7840
.7874
7907
.7940
7973
.8006

.7909
7961
8013
.8063
8114
8164
.8213
.8262
8311
.8359

8407
.8454
8501
8548
8594
8639
8685
.8730
8775

.8819
.8863
.8907
.8950

.8993
9036
9079
19121
9163
9205
9246

9287
9328
9369
9409
19449
9489
19529
9568
9607
9646

9382
.9442
9502
9562

-.9620

9679
9736
9794
9850
.9906

9962
1.0017
1.0072
1.0126

- 1.0180

1.0234

1.0287 -
1.0339-
1.0392°

1.0443

1.0495

1.0546
1.0597°
1.0647
© 1.0697

1.0747
1.0796

-1.0845
1.0894
1.0942 -

10990
1.1038

1.1086

11133
1.1180

1.1226
1.1273
1.1319
1.1364

© 1.1410

1.0984
1.1053
1.1122
1.1190
1.1258

1.1325
'1.1391

1.1457
1.1522
1.1587

1.1651

1.1714

1.1777
1.1840
1.1902
1.1963

1.2024

1.2085

12145

1.2205
1.2264
1.2323
1.2381

1.2439

1.2497
1.2554
1.2611
1.2668
1.2724

1.2779

1.2835
1.2890

-1.2945

1.2999

1.3053
'1.3107

1.3160

"1.3213

1.3266
1.3318

1.2739

1.2819
' 1.2897

1.2974

1.3051

1.3127

11.3203
1.3278
1.3352

1.3425

1.3498
1.3571

- 1.3642

1.3714

- 1.3784

1.3854

'1.3924
-1.3993
- 1.4061

1.4129

'1.4197

1.4264

- 1.4330
- 1.4396

1.4462

1.4527
1.4592
©1.4657
11.4720
1.4784

1.4847
1.4910
1.4972
'1.5034

1.5096
1.5157

15218
:1.5279
-1.5339

1.5399




TABLE A-5. (CONTINUED)

VALUES OF LAMBDA FOR COHEN'S METHOD

Percentage of Non-detects

¥ .01 .05 .10 .15 .20 .25 .30 .35 .40 .45 .50

4.00 |.0229 .1168 .2395 .3687 .5052 .6498 .8038 .9685 1.1455 1.3371 1.5458
4.05 1.0230 .1173 .2405 .3702 .5072 .6525 .8070 .9723 1.1500 1.3423 1.5518
4.10 ].0231 .1178 .2415 .3717 .5093 .6551 .8102 9762 1.1545 1.3474 1.5577
4.15 |.0232 .1183 .2425 .3732 .5113 .6577 .8134 9800 1.1590 1.3526 1.5635
420 1.0233 .1188 .2435 .3747 .5134 .6603 .8166 .9837 1.1634 1.3577 1.5693
425 1.0234 .1193 .2444 .3762 .5154 .6629 .8198 .9875 1.1678 1.3627 1.5751
430 1.0235 .1197 .2454 .3777 .5174 .6654 .8229 .9913 1.1722 13678 1.5809
435 1.0236 .1202 .2464 .3792 .5194 6680 .8260 .9950 1.1765 1.3728 1.5866
4.40 1.0237 .1207 .2473 .3806 .5214 .6705 .8291 .9987 1.1809 1.3778 1.5924
4.45 |.0238 .1212 .2483 .3821 .5234 .6730 .8322 1.0024 1.1852 1.3828  1.5980

4.50 |.0239 .1216 .2492 .3836 .5253 .6755 .8353 1.0060 1.1895 1.3878  1.6037
4.55 |.0240 .1221 .2502 .3850 .5273 .6780 .8384 1.0097 1.1937 1.3927  1.6093
4.60 |.0241 .1225 .2511 .3864 .5292 .6805 .8414 1.0133 1.1980 1.3976 1.6149
4.65 |.0241 .1230 .2521 .3879 .5312 .6830 .8445 1.0169 1.2022 1.4024 1.6205
470 ).0242 .1235 .2530 .3893 .5331 .6855 .8475 1.0205 1.2064 1.4073 1.6260
4.75 1.0243 .1239 .2539 .3907 .5350 .6879 .8505 1.0241 1.2106 1.4121 1.6315
4.80 |.0244 .1244 .2548 .3921 .5370 .6903 .8535 1.0277 12148 1.4169 1.6370
4.85 [.0245 .1248 .2558 .3935 .5389 .6928 .8564 1.0312 1.2189 1.4217 1.6425
4.90 [.0246 .1253 .2567 .3949 .5407 .6952 .8594 1.0348 12230 1.4265 1.6479
4.95 |.0247 .1257 .2576 .3963 .5426 .6976 .8623 1.0383 1.2272 1.4312  1.6533

5.00 |.0248 .1262 .2585 .3977 .5445 .7000 .8653 1.0418 1.2312 1.4359 1.6587
5.05 1.0249 .1266 .2594 .3990 .5464 .7024 .8682 1.0452 1.2353 1.4406 1.6641
5.10 |.0249 .1270 .2603 .4004 .5482 .7047 .8711 1.0487 12394 1.4453 1.6694
5.15 1.0250 .1275 .2612 .4018 .5501 .7071 .8740 1.0521 1.2434 1.4500 1.6747
5.20 1.0251 .1279 .2621 .4031 .5519 .7094 .8768 1.0556 1.2474 1.4546 1.6800
5.25 1.0252 .1284 .2629 .4045 .5537 .7118 .8797 1.0590 12514 1.4592 1.6853
5.30 |.0253 .1288 .2638 .4058 .5556 .7141 .8825 1.0624 1.2554 1.4638  1.6905
5.35 |.0254 .1292 .2647 .4071 .5574 .7164 .8854 1.0658 1.2594 1.4684 1.6958
5.40 |.0255 .1296 .2656 .4085 .5592 .7187 .8882 1.0691 1.2633 1.4729 1.7010
5.45 |.0255 .1301 .2664 .4098 .5610 .7210 .8910 1.0725 1.2672 1.4775 1.7061

5.50 ].0256 .1305 .2673 .4111 .5628 .7233 .8938 1.0758 1.2711 1.4820 1.7113
5.55 1.0257 .1309 .2682 .4124 .5646 .7256 .8966 1.0792 1.2750 1.4865 1.7164
5.60 |.0258 .1313 .2690 .4137 .5663 .7278 .8994 1.0825 1.2789 1.4910 1.7215
5.65 |.0259 .1318 .2699 .4150 .5681 .7301 .9022 1.0858 1.2828 1.4954 1.7266
5.70 1.0260 .1322 .2707' .4163 .5699 .7323 .9049 1.0891 1.2866 1.4999 1.7317
5.75 |.0260 .1326 .2716 .4176 .5716 .7346 .9077 1.0924 1.2905 1.5043 1.7368
5.80 |.0261 .1330 .2724 .4189 .5734 .7368 .9104 1.0956 1.2943 1.5087 1.7418
5.85 1.0262 .1334 .2732 .4202 .5751 .7390 .9131 1.0989 1.2981 1.5131 1.7468
590 [.0263 .1338 .2741 4215 .5769 .7412 9158 1.1021 13019 15175 1.7518
5.95 1.0264 .1342 .2749 .4227 .5786 .7434 9185 1.1053 1.3057 1.5218 1.7568
6.00 |.0264 .1346 .2757 .4240 .5803 .7456 .9212 1.1085 1.3094 1.5262 1.7617
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TABLE A-6.

MINIMUM COVERAGE (BETA) OF 95% CONFIDENCE
NON-PARAMETRIC UPPER TOLERANCE LIMITS

N B(maximum) B(2nd largest)
1 5.0 ----
2 22.4 2.6
3 36.8 13.6
4 47.3 24.8
5 54.9 34.2
6 60.7 41.8
7 65.2 48.0
8 68.8 53.0
9 71.7 57.0

10 74.1 60.6

11 76.2 63.6

12 77.9 66.2

13 - 79.4 68.4

14 80.7 70.4

15 81. 72.0

16 82.9 73.6

17 83.8 75.0

18 84.7 76.2

19 85.4 77.4




TABLE A-6. (CONTINUED)

MINIMUM COVERAGE (BETA) OF 95% CONFIDENCE
NON-PARAMETRIC UPPER TOLERANCE LIMITS

N B(maximum) B(2nd largest)

41 93.0 89.0
42 93.1 89.2
43 93.3 ‘ 89.4
44 93.4 : 89.6
45 93.6 89.8
46 93.7 50.0
47 93.8 90.2
48 93.9 90.4
49 94.1 90.6
50 94.2 = 90.8
55 94.7 91.6
60 95.1 92.4
65 95.5 93.0
70 95.8 93.4
75 96.1 93.8
80 96.3 94.2
85 96.5 ' 94.6
90 96.7 . 94.8
95 ' 96.9 - 95.0

100 97.0 95.4
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TABLE A-7.

CONFIDENCE LEVELS FOR NON-PARAMETRIC
. PREDICTION LIMITS FOR N=1(1)100 ,

NUMBER OF FUTURE SAMPLES
N k=1 k=2 k=3 k=4 k=5 k=6 k=7 k=8
1 50.0 33.3 25.0 20.0 16.7 14.3 12.5 11.1
2 66.7 50.0 40.0 33.3 . 28.6 25.0 22.2 20.0
3 75.0 60.0 50.0 429 37.5 33.3 30.0 27.3
4 80.0 66.7 57.1 50.0 44.4 400 . 364 33.3
5 83.3 71.4 62.5 55.6 50.0 45.5 . 41.7 38.5
6 85.7 75.0 66.7 60.0 54.5 50.0 46.2 42.9
7 87.5 77.8 70.0 63.6 58.3 53.8 50.0 46.7
8 88.9 80.0 72.7 66.7 61.5 57.1 53.3 50.0
9 90.0 81.8 75.0 69.2 64.3 60.0 56.3 52.9
10 90.9 83.3 76.9 71.4 66.7 62.5 58.8 55.6
11 91.7 84.6 78.6 73.3 68.8 64.7 61.1 57.9
12 92.3 85.7 80.0 75.0 70.6 66.7 63.2 60.0
13 929 86.7 81.3 76.5 72.2 68.4 . 65.0 61.9
14 93.3 87.5 82.4 77.8 73.7 70.0 66. 63.6
15 93.8 88.2 83.3 78.9 75.0 71.4 68.2 65.2
16 94.1 88.9 84.2 80.0 76.2 72.7 69.6 66.7
17 94.4 89.5 85.0 81.0 77.3 739 70.8 68.0
- 18 94.7 90.0 85.7 81.8 78.3 75.0 72.0 69.2
19 95.0 90.5 86.4 82.6 79.2 . 76.0 73.1 70.4
20 95.2 90.9 87.0 83.3 - 80.0 76.9 74.1 71.4
21 95.5 91.3 87.5 84.0 80.8 77.8 75.0 72.4
22 95.7 91.7 88.0 84.6 81.5 78.6 75.9 73.3
23 95.8 92.0 88.5 85.2 82.1 79.3 76.7 74.2
24 96.0 92.3 88.9 85.7 82.8 80.0 77.4 75.0
25 96.2 92.6 89.3 86.2 83.3 80.6 78.1 75.8
26 96.3 92.9 89.7 86.7 83.9 81.3 78.8 76.5
27 96.4 93.1 90.0 87.1 84.4 81.8 79.4 77.1
28 96.6 93.3 90.3 87.5 84.8 82.4 80.0 77.8
29 96.7 93.5 90.6 87.9 85.3 82.9 80.6 78.4
30 96.8 93.8 90.9 88.2 85.7 83.3 81.1 78.9
31 96.9 93.9 91.2 88.6 86.1 83.8 81.6 79.5
32 97.0 94.1 91.4 88.9 86.5 84.2 82.1 80.0
33 97.1 94.3 91.7 89.2 86.8 84.6 82.5 80.5
34 97.1 94.4 91.9 89.5 87.2 85.0 82.9 81.0
35 97.2 94.6 92.1 89.7 87.5 85.4 83.3 81.4
36 97.3 94.7 92.3 90.0 87.8 85.7 83.7 81.8
37 97.4 94.9 92.5 90.2 88.1 86.0 84.1 82.2
38 97.4 95.0 92.7 90.5 88.4 86.4 84.4 82.6
39 97.5 95.1 92.9 90.7 88.6 86.7 84.8 83.0
40 97.6 + 95.2 93.0 90.9 88.9 87.0 85.1 83.3




TABLE A-7. (CONTINUED)

CONFIDENCE LEVELS FOR NON-PARAMETRIC
PREDICTION LIMITS FOR N=1(1)100

NUMBER OF FUTURE SAMPLES
N k=1 k=2 k=3 k=4 . k=5 k=6 k=7 k=8
41 97.6 95.3 03.2 91.1 89.1 87.2 85.4 83.7
42 97.7 95.5 93.3 91.3 89.4 87.5 85.7 84.0
43 97.7 95.6 93.5 91.5 89.6 87.8 86.0 84.3
44 97.8 95.7 93.6 91.7 89.8 88.0 86.3 84.6
45 97.8 95.7 93.8 91.8 90.0 88.2 86.5 84.9
46 97.9 95.8 939 92.0 90.2 88.5 86.8 85.2
47 97.9 95.9 94.0 92.2 920.4 88.7 87.0 85.5
48 98.0 96.0 94.1 92.3 90.6 88.9 87.3 85.7
49 98.0 96.1- 94.2 92.5 90.7 89.1 87.5 86.0
50 98.0 96.2 94.3 92.6 90.9 89.3 87.7 86.2
51 98.1 96.2 94.4 92.7 91.1 89.5 87.9 86.4
52 98.1 96.3 94.5 92.9 91.2 89.7 88.1 86.7
53 98.1 96.4 94.6 93.0 91.4 89.8 88.3 86.9
54 98. 96.4 94.7 93.1 91.5 90.0 88.5 87.1
55 98.2 96.5 94.8 93.2 91.7 90.2 88.7 87.3
56 98.2 -96.6 94.9 93.3 91.8 90.3 88.9 87.5
57 98.3 96.6 95.0 93.4 91.9 90.5 89.1 87.7
58 098.3 96.7 95.1 93.5 92.1 90.6 89.2 87.9
59 98.3 96.7 95.2 93.7 92.2 90.8 89.4 88.1
60 98.4 96.8 95.2 93.8 92.3 90.9 89.6 88.2
61 98.4 96.8 95.3 93.8 92.4 91.0 89.7 88.4
62 08.4 96.9 95.4 93.9 92.5 91.2 89.9 88.6
63 98.4 96.9 95.5 94.0 92.6 91.3 90.0 88.7
64 98.5 97.0 95.5 94.1 92.8 91.4 90.1 88.9
65 98.5 97.0 95.6 94.2 92.9 91.5 90.3 89.0
66 98.5 97.1 95.7 94.3 93.0 91.7 90.4 89.2
67 98.5 97.1 95.7 94.4 93.1 91.8 90.5 89.3
68 98.6 97.1 95.8 94.4 93.2 91.9 90.7 89.5
69 98.6 97.2 95.8 94.5 93.2 92.0 90.8 89.6
70 98.6 97.2 95.9 94.6 93.3 92.1 90.9 89.7
A\ 98.6 97.3 95.9 94.7 93.4 92.2 91.0 89.9
72 98.6 97.3 96.0 94.7 93.5 92.3 91.1 90.0
73 98.6 97.3 96.1 94.8 93.6 92.4 91.3 90.1
74 98.7 - 97.4 96.1 949 93.7 92.5 91.4 90.2
75 98.7 97.4 96.2 949 93.8 92.6 91.5 90.4
76 98.7 97.4 96.2 95.0 93.8 927 @ 91.6 90.5
77 098.7 97.5 96.3 - 95.1 93.9 92.8 . 91.7 90.6
78 98.7 97.5 96.3 95.1 94.0 92.9 91.8 90.7
79 98.8 97.5 96.3 95.2 94.0 929 91.9 90.8
80 98.8 97.6 96.4 95.2 94.1 93.0 92.0 90.9
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"TABLE A-7. (CONTINUED)

CONFIDENCE LEVELS FOR NON-PARAMETRIC
- PREDICTION LIMITS FOR N=1(1)100

NUMBER OF FUTURE SAMPLES

N- | k=1 ' k=2 k=3 k=4 k=§ k=6 k=7 k=8
81 98.8 97.6 96.4 = 95.3 94.2 93.1 92.0 91.0 -
82 | 98.8 97.6 96.5 95.3 943 93.2 92.1 91.1
83 98.8 - 97.6 96.5. 95.4 94.3 - 933 = 922 . 91.2
84 98.8 - 97.7 96.6 955 - 944 93.3 92.3 91.3
85. 98.8 - 97.7 96.6 95.5 ~ 944 93.4 ¢ 924 914
8 | 989 - 97.7 96.6 95.6 94.5 935 925 - 915
87 989  97.8 96.7 95.6 . 94.6 93.5 92.6 - 91.6
88 | 98.9 97.8 96.7 95.7 94.6 93.6 92.6 - ' 91.7
89 98.9 97.8 96.7 95.7 94.7 93.7 927 . 918:
90 98.9 97.8 96.8 95.7 94.7 93.8 92.8° -~ 91.8
91 | 989 97.8 96.8 95.8 94.8 938 929 - 919"
92 | 989 97.9 96.8 95.8 94.8 939 - 929 : 92.0
93 98.9 97.9 96.9 95.9 94.9 93.9 93.0 ~ 92.1
94 98.9 97.9 96.9 95.9 94.9 94.0 93.1 92.2
95 99.0 97.9 96.9 96.0 95.0 94.1 93.1. - 92.2:
96 .| 99.0 98.0 97.0. 96.0 . 95.0 94.1 93.2 ° 923
97 | 99.0 - 98.0 97.0 96.0 95.1 94.2 93.3 92.4
98 99.0 98.0 97.0 96.1 95.1 94.2 93.3 92.5 -
99 - 99.0 98.0 97.1 96.1 95.2 94.3 934 = 925
100 99.0. 98.0 97.1 96.2 95.2 94.3 93.5 92.6







I. CONSTRUCTION OF POWER CURVES

To construct power curves for each of the parametric and non-parametric retesting strategies,
random standard Normal deviates were generated on an IBM mainframe computer using SAS. The
background level mean concentration was set to zero, while the alternative mean concentration level
was incremented in steps of A=0.5 standardized units above the background level. At each increment,
5000 iterations of the retesting strategy were simulated; the proportion of iterations indicating
contamination at any one of the wells in the downgradient monitoring network was designated as the
effective power of the retesting strategy (for that A and configuration of background samples and
monitoring wells).

Power values for the EPA Reference Power Curves were not simulated, but represent analytical
calculations based on the non-central t-distribution with non-centrality parameter A. SAS programs for
simulating the effective power of any of the parametric or non-parametric retesting strategies are
presented below.

//********************************************************************;

//* DESCRIPTION: *** PARAMETRIC SIMULATIONS ***

//*

//* This program produces power curves for 35 different curve

//* simulations (refer to the $LET statements below). Delta ranges
//* from 0 to 5 by 0.5. The variable list is as follows for the
//* input parameters:

//*

//* BG = Background

//* WL = Well

/1* TL = Tolerance Limit

/7> PL = Prediction Limit

//*
//*************************************************t*********t********;
// EXEC SAS

// OUTSAS DD DSN=XXXXXXX.GWT03000.SJA3092.CURVES,

// DISP=0LD

// SYSIN DD *

OPTIONS LS=132 PS=57;
$LET ISTART=1l;

$LET CURVENUM=35;
$LET RSEED=2020;

$LET REPEAT=5000;
$LET ITPRINT=1000;

$LET BGl =24: $LET WL1l =5; $LET TL1 =0.95; $LET PL1 =0.80;
$LET BG2 =24; $LET WL2 =5; $LET TL2 =0.95; $LET PL2 =0.85;
SLET BG3 =8; $LET WL3 =5, $LET TL3 =0.95; $LET PL3 =0.80;
$LET BG4 =8; $LET WL4 =5; $LET TL4 =0.95; $LET PL4 =0.85;
$LET BGS =24; $LET WLS =20: $LET TL5 =0.95; $LET PLS =(0.95;
$LET BG6 =24; $LET WL6 =20; $LET TL6 =0.95; $LET PL6 =0.97;
$LET BG7 =8; $LET WL7 =20; $LET TL7 =0.95; $LET PL7 =0.95;
SLET BGB =8; SLET WL8 =20: $LET TL8 =0.95; $LET PL8 =0.97;
$LET BGY =24 $LET WL9 =50; $LET TL9 =0.95; SLET PL9 =0.98;
$LET BGl0=24; $LET WL10=50; $LET TL10=0.95; RLET PL10=0.99;
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SLET BGll=24; $LET WL11=50; $LET TL11=0.99; $LET PL11=0.90;

SLET BG12=24; $SLET WL12=50; $LET TL12=0.99; $LET PL12=0.93;
SLET BG13=24; $LET WL13=50; $LET TL13=0.99; $LET PL13=0.94;
$LET BGl4=24; $LET WL14=50; $LET TL14=0.98; $LET PL14=0.95;
$LET BG15=24; $LET WL15=50; $LET TL15=0.98; $LET PL15=0.97;
$LET BGl6=24; $LET WL16=100; $LET TL16=0.98; $LET PL16=0.97;
$LET BG17=24; $LET WL17=100; $LET TL17=0.98; $LET PL17=0.99;
SLET BG18=24; $LET WL18=100; $LET TL18=0.99; $LET PL18=0.95;
$LET BG19=24; $LET WL19=100; $LET TL19=0.99; $LET PL19=0.97;
$LET BG20=24; $LET WL20=100; $SLET TL20=0.99; $LET PL20=0.98;
SLET BG21=8; $LET WL21=20; $LET TL21=0.95; $LET PL21=0.98;
SLET BG22=8; $LET WL22=5; $LET TL22=0.95; $LET PL22=0.90;
ALET BG23=16; $LET WL23=5; $LET TL23=0.95; $LET PL23=0.85;
SLET BG24=16; $LET WL24=5; $LET TL24=0.95; $LET PL24=0.90;
SLET BG25=24; $LET WL25=5; $LET TL25=0.95; $LET PL25=0.90;
$LET BG26=16; $LET WL26=20; $LET TL26=0.95; $LET PL26=0.95;
SLET BG27=16; SLET WL27=20; $LET TL27=0.95; $LET PL27=0.97;
$LET BG28=16; SLET WL28=50; $LET TL28=0.98; $LET PL28=0.95;
$LET BG29=16; $LET WL29=50; $LET TL29=0.98; $LET PL29=0.97;
$LET BG30=16; $LET WL30=50; $LET TL30=0.99; $LET PL30=0.90;
$SLET BG31l=1l6; $SLET WL31=50; $LET TL31=0.99; $LET PL31=0.92;
SLET BG32=24; SLET WL32=100; $LET TL32=0.98; $LET PL32=0.98;
$LET BG33=16; $LET WL33=100; $LET TL33=0.98; $LET PL33=0.98;
SLET BG34=16; $LET WL34=100; $LET TL34=0.99; $LET PL34=0.95;
$LET BG35=16; $LET WL35=100; $LET TL35=0.99; $LET PL35=0.96;

$MACRO PARSIM;
DATA ITERATE:;
*** Set changing simulation variable to common variable names;
BG=g&&BG&I;
WL=g&WL&GI;
TL=&&TLET:
PLm&&PL&T;

DO DELTA=0 TO S BY 0.5;

**%x Initialize TPO, TPl & TP2 to 9 before entering simulation;
TPO=0;
TP1=0;
TP2=0;

DO J=1 TO &REPEAT;

***x Injtialize CNTO, CNT1 & CNT2 to 0;
CNTO=(0 ;
CNT1=0;
CNT2=0Q;

XB=RANNOR (&RSEED) /SQRT (BG) ;
SB=SQRT (2*RANGAM (&RSEED, (BG-1) /2)/(BG-1));

PL2=XB+SB*SQRT (1+1/BG) *TINV((1- (1-PL) /2), (BG-1));
PL1=XB+SB*SQRT (1+1/BG) *TINV( (1~ (1~PL)), (BG-1));
PLO=XB+SB*SQRT (1+1/BG) *TINV( (1~ (1-TL)), (BG~1));
TLIM=XB+SB*SQRT (1+1/BG) *TINV((1-(1-TL)), (BG-1));

DO K=1 TO WL;
IF K<WL THEN DO;
X1=RANNOR (&RSEED) ;
X2=RANNOR (&RSEED) ;
X3=RANNOR (&RSEED) ;
END;
ELSE DO;
¥X1=RANNOR (&RSEED) +DELTA;
X2=RANNOR (&RSEED) +DELTA;
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X3=RANNOR (&RSEED) +DELTA;
END;
IF X1>TLIM THEN DO;
CNTO=CNTO+1;
IF X2>PL1 THEN CNT1=CNT1l+1;
IF X2>PL2 OR X3>PL2 THEN CNT2=CNT2+1;
END;
END;

IF CNT0>0 THEN TPO=TP0+100/&REPEAT;
IF CNT1>0 THEN TP1=TP1+100/&REPEAT;
IF CNT2>0 THEN TP2=TP2+100/&REPEAT;

**%* Print iteration information every 100 iterations;
I=&I;
IF MOD(J,&ITPRINT)=0 THEN
PUT '>>> CURVE ' I ', ITERATION ' J ', ' BG=', ' Wo= ', ' TL= *,6 °
PL= ', ' DELTA= ', * TPO= ', ' TPl= ', ' TP2= '<<<’';

END;
OUTPUT;
END;
RUN;

DATA OUTSAS.PCURVE&I:; SET ITERATE (KEEP=BG WL TL PL TPO0 TPl TP2 DELTA):
RUN;

PROC PRINT DATA=QUTSAS.PCURVE&I;

FORMAT TPO TPl TP2 8.4;

TITLE1"TEST PRINT OF PARAMETRIC SIMULATION PCURVE&I";
TITLE2"NUMBER OF ITERATIONS = &REPEAT";
RUN;

$MEND PARSIM:
$MACRO CURVE;
$DO I=&ISTART %TO &CURVENUM;
$PARSIM
3END;
$MEND CURVE;
$CURVE

//********************************************************************;

//* DESCRIPTION: *** NON-PARAMETRIC SIMULATION **x*

//*

//* This program produces power curves for 15 different curve

//* simulations (refer to the %LET statements below). Delta ranges
//* from 0 to 5 by 0.5. The variable list is as follows for the
//* input parameters: '

//*

//* BG = Background

//* WL = Well

/7*
//**********************************************t*********************;
// EXEC SAS ' :

// OUTSAS DD DSN=XXXXXXX.GWT03000.SJA3092.CURVES,DISP=0LD

// SYSIN DD *

OPTIONS LS=132 PS=57;
$LET ISTART=1;

$LET CURVENUM=15;
SLET RSEED=3030;

SLET REPEAT=5000;
$LET ITPRINT=1000;




$LET BGl =8; $LET WL1 =5;

SLET BG2 =16; $LET WL2 =5;

$LET BG3 =24; $LET WL3 =5;

SLET BG4 =8; $SLET WL4 =20;
$SLET BG5S =16; $LET WL5 =20;
$LET BG6 =24; $LET WL6 =20;
$SLET BG7 =8; $LET WL7 =50;
3$LET BGS8 =16; $SLET WL8 =50;
SLET BGY =24; $LET WL9 =50;
$LET BG1l0=8; $LET WL10=100;
$LET BGl1l=16; $LET WL11=100;
$SLET BGl2=24; $SLET WL12=100;
$LET BGl3=32; %$LET WL13=100;
SLET BG1l4=32; $SLET WL14=20;
$LET BG15=32; $LET WL15=50;

$MACRO NPARSIM;

DATA ITERATE;
*%* Set changing simulation variable to common variable names;
BG=&&BG&I; .

WL=&&WLEI;

DO DELTA=0 TO 5 BY 0.5;

*** Initialize PLx variables to 0 before entering simulation;
PLO=0;

PL1=0;

PL2A=0;

PL2B=0;

PL3A=0;

PL3B=0;

DO J=1 TO &REPEAT;
*** Initialize CNTx variables to 0;
CNTO=0;
CNT1=0;
CNT2=0;
CNT3=0;
CNT4=0;
CNT5=0;

DO K=1 TO BG:
TEST=RANNOR (&RSEED) ;
IF K=]1 THEN MAX=TEST;
ELSE IF TEST>MAX THEN MAX=TEST;
END;

DO L=1 TO WL;
IF L<WL THEN DO;
X1=RANNOR (&RSEED) ;
X2=RANNOR (&RSEED) ;
X3=RANNOR (&RSEED) ;
X4=RANNOR (&RSEED) ;
END;
ELSE DO;
X1=RANNOR (&RSEED) +DELTA;
XZz=RANNOR (§RSEED) +DELTA;
X3=RANNOR (&RSEED) +DELTA;
X4=RANNOR (&RSEED) +DELTA;

END;
IF X1>MAX THEN DO;
CNTO‘CNTO+1 .
IF X2>MAX THEN CNTl-CNT1+1:




IF X2>MAX & X3>MAX THEN CNT2=CNT2+1;

IF X2>MAX OR X3>MAX THEN CNT3=CNT3+1;

IF X2>MAX & X3>MAX & X4>MAX THEN CNT4=CNT4+1;

IF X2>MAX OR X3>MAX OR X4>MAX THEN CNT5=CNTS5+1;
END;

IF CNT0>0 THEN PLO=PL0+100/&REPEAT;
IF CNT1>0 THEN PL1=PL1+100/&REPEAT;
IF CNT2>0 THEN PL2A=PL2A+100/&REPEAT;
IF CNT3>0 THEN PL2B=PL2B+100/&REPEAT;
IF CNT4>0 THEN PL3A=PL3A+100/&REPEAT;
IF CNT5>0 THEN PL3B=PL3B+100/&REPEAT;

**%* Print iteration information every X iterations;

I=&I;

IF MOD(J,&ITPRINT)=0 THEN

PUT '>>> CURVE ' I ', ITERATION ' J ', ' BG= ', ' WL= ', ' DELTA=
', ' PLO= ', ' PLl= ', ' PL2A= ', ' PL2B= ', ' PL3A= ', ' PL3B= '<<«<';

END; : . . ;

OUTPUT;

END;

RUN;

DATA OUTSAS.NCURVE&I; SET.ITERATE(KEEP=BG WL PLO PL1 PL2A PL2B PL3A PL3B DELTA):;
RUN;

PROC PRINT DATA=QUTSAS.NCURVE&I:
FORMAT PLO PL1 PL2A PL2B PL3A PL3B 8.4;

TITLE1"TEST PRINT OF NON-PARAMETRIC SIMULATION NCURVE&I";
TITLE2"NUMBER OF ITERATIONS = &REPEAT";

RUN;

$MEND NPARSIM;
$¥MACRO CURVE;
$DO I=&ISTART %TO &CURVENUM;
tNPARSIM
$END;
$MEND CURVE;
$CURVE
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II. PARAMETRIC RETESTING STRATEGIES
- POWER CURVE FOR 95% TOLERANCE
' AND 90% PREDICTION LIMIT

(8 Background Samples; 5 wells)
160 Y T T T — T

30 -

'I'Il T 'll L T ] LS

EFFECTIVE POWER (%)
]

8 EPA Reference

X Zero resamples

O One resample

A Two resamples

A (UNITS ABOVE BACKGROUND)

" POWER CURVE FOR 95% TOLERANCE
AND 90% PREDICTION LIMIT

(lG Background Samples; § wells)
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EFFECTIVE POWER (%)

8 EPA Reference
X Zeroresamples

O One resample

A Two resamples

4 (UNITS ABOVE BACKGROUND)
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EFFECTIVE POWER (%)

EFFECTIVE POWER (%)

POWER CURVE FOR 95% TOLERANCE
AND 85% PREDICTION LIMIT '

(16 Background Samples; 5 wells) - °
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AND 85% PREDICTION LIMIT
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1 K Zeroresamples
: 1 O Oneremmpie
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EFFECTIVE POWER (%)

EFFECTIVE POWER (%)

POWER CURVE FOR 95% TOLERANCE
AND 90% PREDICTION LIMIT

(24 Buckgroﬁnd Samples; 5 wells)

B EPA Reference

X  Zeroresamples

A (UNITS ABOVE BACKGROUND)

POWER CURVE FOR 95% TOLERANCE
AND 98% PREDICTION LIMIT

(8 Background Samples; 20 wells)

EPA Reference

Zero resamples

One remmple

Two resamples

A (UNITS ABOVE BACKGROUND)

B9




POWER CURVE FOR 95% TOLERANCE
AND 97% PREDICTION LIMIT

(16 Background Samples; 20 wells)
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POWER CURVE FOR 95% TOLERANCE
AND 97% PREDICTION LIMIT

(24 Background Samples; 20 wells)
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X Zero resamples

O oOne resample
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EFFECTIVE POWER (%)

EFFECTIVE POWER (%)

POWER CURVE FOR 98% TOLERANCE
AND 97% PREDICTION LIMIT

(16 Background Samples; 50 wells)
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EPA Reference

Zero resamples

One resampie

> O % n

Two resamples

4 (UNITS ABOVE BACKGROUND)

POWER CURVE FOR 99% TOLERANCE
AND 92% PREDICTION LIMIT

(16 Background Samples; 50 wells)
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X Zero resamples
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EFFECTIVE POWER (%)

EFFECTIVE POWER (%)

POWER CURVE FOR 98% TOLERANCE
AND 95% PREDICTION LIMIT

(24 Background Samples; 50 wells) ‘

10

8  EPA Reference

X Zero resamples

O Oneresample

A Two resamples

A (UNITS ABOVE BACKGROUND)

POWER CURVE FOR 99% TOLERANCE
AND 90% PREDICTION LIMIT

(24 Background Samples; 50 wells)

B EPA Reference
] % Zeroresamples
O One remmple

A Two ressmples

A (UNITS ABOVE BACKGROUND)
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EFFECTIVE POWER (%)

.EFFECTIVE POWER (%)

POWER CURVE FOR 98% TOLERANCE
AND 97% PREDICTION LIMIT

(24 Background Samples; 50 wells)
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POWER CURVE FOR 95% TOLERANCE
AND 98% PREDICTION LIMIT

(24 Background Samples; 50 wells)
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EFFECTIVE POWER (%)

EFFECTIVE POWER (%)

POWER CURVE FOR 98% TOLERANCE
AND 98% PREDICTION LIMIT

(16 Background Samples; 100 wells)

B EPA Reference

K Zero resamples

O One resample

A  Two resamples

4 (UNITS ABOVE BACKGROUND)

POWER CURVE FOR 99% TOLERANCE
AND 95% PREDICTION LIMIT

(24 Background Samples; 100 wells)

B  EPA Reference
X Zero resamples

O one resample

A  Two resamples

A (UNITS ABOVE BACKGROUND)
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POWER CURVE FOR 98% TOLERANCE
AND 98% PREDICTION LIMIT
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III. NON-PARAMETRIC RETESTING STRATEGIES,

POWER CURVE FOR NON-PARAMETRIC
PREDICTION LIMITS

(8 Background Samples; § wells)

EFFECTIVE POWER (%)

EFFECTIVE POWER (%)
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A (UNITS ABOVE IACKGROUNb)
(8 Background Samples; 5 wells)

"lll.Tllrl'llllll
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8  EPA Reference

EFFECTIVE POWER (%)

A Three resamples (A)
O Threeresamples (B)

A (UNITS ABOVE BACKGROUND)

POWER CURVE FOR NON-PARAMETRIC
PREDICTION LIMITS '

(16 Background Samples; 5 wells)
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& Oneresample

A (UNTTS ABOVE BACKGROUND) *
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EFFECTIVE POWER (%)
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A Two resamples (A)

QO Two resamples (B)

4 (UNITS ABOVE BACKGROUND)

(16 Background Samples; § wells)

B EPA Reference
A Three resamples (A)
QO Three resamples (B)

A (UNITS ABOVE BACKGROUND)
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POWER CURVE FOR NON-PARAMETRIC
PREDICTION LIMITS

(24 Background Samples; 5 wells)

EFFECTIVE POWER (%)

B EPA Reference

O Zeroresamples

& Oneresample

A (UNITS ABOVE BACKGROUND)

(24 Background Samples; 5 wells)

T

EFFECTIVE POWER (%)

8@ EPA Reference
A Tworesamples(A)
O Two resampies (B)
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EFFECTIVE POWER (%)

EFFECTIVE POWER (%)

(24 Background Samples; 5 wells)
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POWER CURVE FOR NON-PARAMETRIC

. PREDICTION LIMITS
* (8 Background Samples; 20 wells)
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EFFECTIVE POWER (%)

EFFECTIVE POWER (%)

(8 Background Samples; 20 wells)

A (UNTTS ABOVE BACKGROUND)

(8 Background Samples; 20 wells)

A (UNITS ABOVE BACKGROUND)

8 EPA Reference
A Tworesamples(A)
QO Tworesamples(B)
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POWER CURVE FOR NON-PARAMETRIC
PREDICTION LIMITS

(16 Background Samples; 20 wells)

10 T

Oy

EFFECTIVE POWER (%)
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EFFECTIVE POWER (%)

EFFECTIVE POWER (%)

POWER CURVE FOR NON-PARAMETRIC
PREDICTION LIMITS
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POWER CURVE FOR NON-PARAMETRIC
PREDICTION LIMITS
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PREDICTION LIMITS
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“THE ONLY TROUBLE WITH A SURE

EPA WORKSHOP SERIES

on the

THING IS UNCERTAINTY” Statistical Analysis of
Groundwater Monitoring Data
—Author Unknown
featuring GRITS/STAT
Excespt from News and Numbers, A guids to Reporting Statistical Claims and Controversies in Health and Other
Fields, by Victor Cohn. Iowa State University Preis, Ames, lows, Copyright 1989, p.8.
WHAT YOU SHOULD LEARN WHAT YOU SHOULD LEARN
« Layman’s guide to statistical regulations » Basic techniques for statistical testing
— ANOVA, t-tests
 Introduction to GRITS/STAT software
— Confidence, tolerance, and prediction intervals
« Intuitive understanding of statistical thinking and analysis ~ Control charts

~ Expand your statistical vocabulary
— Leamn right questions to ask about your data
— Apply basic distributional models

— Parametric versus non-parametric procedures

 Applying these techniques to groundwater data
— How to use; when appropriate

— Warnings, limitations, assumptions




SUMMARY OF REGULATIONS WHY REPLACE THE

CABF STUDENT'S T-TEST?

. Sta}ipgical analysis of ground-water monitoring data at RCRA

Facilities: final rules * Replicate sampling procedure

~ Subtitle C regulation: (53 FR 39720; October 11, 1988) — Assumed static background

~ (hazardous wastes) ~ Samples not independent

~ Subtitle D regulation: (56 FR 50978; October 9, 1991) ~ False positive rate too high

~ (municipal solid wastes)

* Assumes normal distribution of original data
* Interim Final Technical Guidance Document: April 1989 —~ Can't handle frequent “non-detects”
¢ Addendum to Interim Final Guidance: Ju‘y 1992 ¢ Can’t handle ]arge number of comparisons
— Led to high false positive rates
PgeS Poge 6
“NEW” STATISTICAL PROCEDURES “NEW” PROCEDURES INCLUDE
o ~ Parametric and non-parametric ANOVA

*  Offer more flexibility

Parametric and non-parametric t-tests

Sampling procedures based on site hydrogeology Confidence, tolerance, and prediction intervals

— Control Charts
* Can accommodate:
. ~ Alternative procedures
~ Departures from normality
- Unequal variances
~ Temporal and spatial variability

~ Nondetects -

CTTT Ry




STATISTICAL REQUIREMENTS

Test each constituent and well
Choose statistical method from list of options

Must comply with performance standards
~ Appropriate distributional model
~ Minimum false positive rates

— Protect human health and environment

Compare background versus downgradient data

Pige 9

TEST EACH CONSTITUENT/WELL

Rationale: Identify the specific culprit(s)

Regulations prohibit “pooling” of constituents
— Constituents may have very different distributions
— Often must test large number of constituents

— Pooling many constituents can mask contamination

.Page 10

POOLING OF WELLS

Regulations prohibit inappropriate “pooling” of wells
~ Don’t lump data and discard well IDs
— Hard to identify which well is culprit

Appropriate “pooling” of wells OK

— Use omnibus tests that keep well IDs intact
- ANOVA is a good example of this strategy
— Link statistical results to individual wells

Pape 1L

CHOOSE FROM LIST OF METHODS

Rationale: Too many tests to allow arbitrary choice
~ Best to have a few standard procedures
~ Alternative methods can be petitioned

Standard tests include
- ANOVA

- Control Charts

— Statistical Intervals




ANALYSIS OF VARIANCE (ANOVA)

Background vs. one or more downgradient wells
- With one downgradient well, equivalent to t-test

Two-step procedure:
~ First run overall test
- If significant, must test individual wells

Parametric test uses original measurements
- Do average levels differ among wells?
— Non-parametric version uses ranks, tests medians

CONTROL CHARTS

Single well plotted over time
— Must be initially clean

Visual tracking and identification of contamination

Good for intrawell comparisons

- e.g., in presence of spatial variability

e 13 P 14
STATISTICAL INTERVALS STATISTICAL
Y INTERVALS
Three types: confidence, tolerance, and prediction
— Different assumptions, different interpretations 2 - . PN
- Often used for special circumstances (e.g., retesting) . "
When comparing against a regulatory standard (e.g., MCL) ) Qe L N _I... SN P

— use confidence intervals on mean or upper percentile

Intrawell comparisons or limited compliance data
- use prediction intervals or tolerance limits

Py 1S

: i

Coalldonce Tolerancs ’ Plileﬂu/

‘- Isterval Interval Taterval
O2% coveraga) (4 Fuizre sampies)
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PERFORMANCE STANDARDS

o Method must fit distribution of data

o Must meet minimum false positive rates

s Must be protective of human health and environment

MATCH TEST WITH DATA

All tests assume something about data distribution
— Parametric: data normal or lognormal

~ Nonparametric: data symmetric; constant variance

Meeting assumptions can be critical

- Example: benzene data

Transform data or change method if necessary
— Normal versus lognormal data
— Handling frequent non-detects

g 17 Page 13

BENZENE DATA FALSE POSITIVE RATES
- Month - Background - Downgradient L. o
o st _ 05ppb - 0.5 ppb Why is minimuni rate necessary?
- 2nd - 05ppb - 0.5 ppb Key: link between false positives, false negatives, and power
- 3d - 1.6ppb - 4.6 ppb — Statistical power: ability to identify real contamination
- 4th - 1.8ppb - 2.0 ppb — Power inversely related to false negatives
- 5th - l.1ppb - 16.7 ppb — But, lower false positives also linked to lower power
- 6th -  161ppb - 12.5 ppb
_ 7 _ 16ppb - 26.3 ppb To maintain power, need minimum false positive rate
_ sh _ 05ppb - 186 ppb — Statistical power is primary EPA concem
— mean - 30ppb - 3i.1ppb’

g 19




PROTECT HEALTH/ENVIRONMENT

Most statistical methods must be calibrated
- e.g., false positive rate or significance level
- Parameters adjust sensitivity of test

Choice is not arbitrary
— Need to maintain power (“reasonable confidence test”) while
- Minimizing false positives

Other considerations
- Account for non-detects in testing method
— Account for seasonal or spatial variability

Page 21

BACKGROUND VS. DOWN GRADIENT

Why is background data important?
- Gauge levels of natural constituents

— Confirm absence of non-occurring constituents
Must show significant increase over background levels

When comparing compliance data to regulatory standard:
— No background data used explicitly

—~ Standard may be estimated from background levels

SAMPLING ADVICE

Beware small background sample sizes

= Much more power from larger sample sizes

~ Minimum of 8 to 10 background samples highly-desirable
~ Tests can be inconclusive due to lack of data

Sample as often as feasible
— Better to sample a few constituents frequently
— Replicates do not count as separate samples

-* Consider pooling data from multiple background wells

ESTABLISHING BACKGROUND -

Can I Pool Data From The Upgradient Wells?

Suggestions

~ Wells should be screened generally in same
hydrostratigraphic unit

~ Ground-water geochemistry should be similar

— Useful comparisons made with bar charts, pie charts,
and trilinear diagrams of major ions




Study and Interpretation of
the Chemical Characteristics
of Natural Water

Third Edition

By JOHN D. HEM

U.S. GEOLOGICAL SURVEY WATER-SUPPLY 2254
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GROUNDWATER MONITORING

PARADIGM

@

ot

SOURCES OF VARIATION

Random fluctuations
- Sample variability from field handling/collection
— Differences in repeated lab measurements

— Natural variation in background levels
Changes due to contaminant plume

Need to separate random fluctuations from changes induced
by contamination

| 1]

BACKGROUND AVERAGES

3

-

COMPLIANCE AVERAGES

Pps




HYPOTHESIS TESTING

To look for evidence of contamination, set up hypothesis test

— Hp: No contamination at compliance well (Null
Hypothesis)

— Ha: Contamination has occurred (Alternative
Hypothesis)

Limited data usually available because of analysis costs
~ Creates statistical uncertainty

— Decide which alternative better supported by sample
evidence

— Make decision based on strength of data

HYPOTHESIS TESTING

Make sure hypothesis is matched to stage of monitoring
— Detection monitoring hypothesis
- - Ho:  No contamination
- - Ha:  Contamination has occurred
Corrective action hypothesis
- Ho:  Contamination above action level
- Ha:  Contamination below action level

PROBABILITY DISTRIBUTIONS

To make hypothesis tests work
~ Describe mathematical behavior of sample data
- i.e, fit data to a probability distribution

Probability distributions model random behavior
— Approximation of reality

— Can’t predict specific results, but can determine how likely
a given result is

POISSON DISTRIBUTION

PROPORTION OF BAR

2 4 ¢ s
POISSON RANDOM VARIABLE

Pr{X:x} = —g e

Pagut




NORMAL DISTRIBUTION
Data only called normal when they follow a specific equation

o 1(x—p)?
PriX=x}= e 2\ O
: r{X =x} c\V2n

Under the normal curve:

~ Two-thirds of all values fall within 1 SD of the average
" _ About 95% of all values fall within 2 SDs of the average
~ Only 5% of the values fall in the extreme tails

The name “normal” does not mean other data are
“abnormal” v S . .

het

STANDARD NORMAL DISTRIBUTION N(0,1)

14%
-?5% ‘
4 3 2 1 0 1 2 3

Page 10

CENTRAL LIMIT THEOREM

Sums and averages of random variables tend to be normal
_ Even if original variables are not normal

Examples: Body weights, spring loaded scale

Begause of WCL'I‘, normal distribution useful in testing

— Often use arithmétic average to estimate population
average

— Need to know how the average will behave statistically

EXPLORATORY DATA ANALYSIS

First step: explore data to find potential probability models
— EDA consists of basic statistical tools/techniques

Begin with time plots :
— Graphical method to view data at one or more wells

— Can see trends and changes over time

hgui2




CENTER AND DISPERSION

Need estimates of average behavior and variability to fit most
probability distributions

Numerical estimates of center

- Mean and median

— If different, data may be skewed or contain outliers

Numerical estimates of dispersion
~ 8D and interquartile range (IQR)
~ IQR = (75th - 25th percentiles)

BOXPLOTS

Quick sketch of data distribution at one or more wells
— Shows 25th, 50th, and 75th percentiles
— GRITS/STAT version also gives min, max, and mean

Range betwéen ends of box equals IQR

Can compare center and variability for multiple wells on same
boxplot

BOX-WHISKER PLOT

Max e——— ~|-
75th

Percentile

Meaﬂ\ +
Median——- ' f Interquariile

Range (IQR)

25th
Percentite™ l

Min ~e———

BOX PLOTS OF WELL DATA

ARSENIC CONCENTRATION (ppm)

) 3. 4 H ¢ L
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SYMMETRY VS. SKEWNESS

« Many types of data are symmetric (e.g., normal data)
— But symmetry does not jmply normality (e.g., t-
distribution)
« Other data are skewed; must be fit to skewed distribution
~ Lopsided histogram; unbalanced tails

* Lognormal is a common positively-skewed distribution
~ Income patterns
— Water quality concentration data

— Key point: Logs of lognormal data are normal

P 17

STUDENT'S t-DISTRIBUTION
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STANDARD NORMAL DISTRIBUTION

P it

SKEWED DISTRIBUTIONS

GAMMA(2,1)

WEIBULL(2,4)

e 1 21 3 4 5 6 1 s s @ unu 1 1B u B




LOGNORMAL DISTRIBUTIONS
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CHEMICAL OXYGEN DEMAND (COD)
Log Transformed
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ESTIMATES OF SKEWNESS

Skewness coefficient
- Represents average cubed deviation from sample mean
— Symmetric data will have skewness close to zero

~ Asymmetric data will have positive or negative skewness

Highly skewed data indicate non-normal pattern

- Lognormal data have positive skewness

CV sometimes used to measure skewness, but not
recommended

~ CV of logged values often unreliable

Poge 26

PROBABILITY PLOTS

Visual comparison of data to a probability model

Plot of ordered sample values vs. normal z-scores

Directly shows departures from normality

- skewness, outliers, eic.

Straight line fit indicates normal data
~ Linear fit of logs implies lognormal data

Pl

— Often used to decide between normal and lognormal

LEAD CONCENTRATION (ppb)

Quater BW1 BW2 BW3 BW4

1 25 10.7 7.9 1.6
2 6.6 6.7 12.4 210
3 13.5 104 6.8 72
4 270 7.5 1.7 37
5 9.9 230 52 59

Pape 28




Ordered LEAD Concentrations

Lesd Cumeiative
Conconiretion Order Probablity Nocmal Quaniie
Owb) ) 100%(Ume 1))
23 1 ] 1569
17 2 10 -1.309
52 3 14 -1.068
59 4 19 0.876
65 s 2% o012
67 6 2 -0.566
68 7 » 0431
722 ] » .0.303
75 9 Q -0.18
15 10 “ -0.06
77 n 52 006
19 12 51 o018
99 13 62 0303
104 1 61 04
107 1s n 0.566
124 15 6 onz
133 17 " 087
210 18 % 1.068
20 19 % 1309
270 2 9 1.669
Mg e

9-DAY BIOCHEMICAL OAYUGEN DENIANU (BULS

2

!

-0

Pugn 0
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HYPOTHESIS TESTING BASICS

o Set up formal test between competing alternatives

« Which alternative best supported by data?
— Are compliance data similar to background or not?

o Hypothesis testing similar to criminal trial
— One hypothesis initially favored over the other
~ Initial hypothesis rejected only with strong evidence

STEPS INVOLVED

. Setup Ho

— The observed data or statistic will follow a known
distribution

— Ho represents the assumed or favored condition

— Example of Ho: concentration of suspected pollutant is zero

. Setup Ha

- Under Ha, the data or statistic will follow a distribution
different from Ho

— Example of Ha: concentration of suspected pollutant is
large, leading to a measured concentration >0

Pag3

STEPS INVOLVED (cont.)

3. Take measurements and calculate statistic(s)
4. Compare results with distribution predicted under Ho

«  If probability of observed result is very small (typically
less than 5% or 1%) then either

— An unlikely event occurred because of random variation,
or
— The null hypothesis, Ho, is incorrect

Pypld

GAMBLER'’S RUIN

Problem: Gambler wants you to bet on "Tails;" Won't
let you examine coin but will flip it 10 times for free.

H,: Coin is fair = P(H) = % =P(T)

H,: Coinis biased; P(H)> % = P(T)< %
giegt”up Test: Reject Ho if Number of Heads is “too

PH#H =)= (:)pk (1-pf™ i PH)=p

Po[10H]=0.0009766

Po{9H] = 0.009766 }a=0.0547
Po[8H]=0.04394 |
Po[7H]=0.11719

P d




TEST RESULTS

# Heads

S ool A |l st ] =lo

Power =  Probability of rejecting H, when M, is false
Depends on what H, holds

Example : P(H) =8 Under H,:

P, (H=10)=0.0107374

P,(H=9)=0.26843 10.5778 Power

P,(H=8)=0.30199

WHAT CAN GO WRONG?

As in legal trial, have two alternatives, two distinct errors

~ Can hang the innocent or free the guilty

In statistical terms:
~ Accept Ha when Ho is true (false positive)
- Accept Ho when Ha is true (false negative)

DECISION

Accept H, Accept H,

TYPE 1
ERROR

TYPE 11
ERROR

ERRORS IN HYPOTHESIS TESTING

Probability of a Type I error, o

- Deciding contamination present when groundwater not
contaminated :

- o = significance level of the test

Probability of a Type II error, B
— Failing to detect contamination when present

Often work with complement of B
- 1-B = power of test

Power of test depends on
- Significance level, &

— Amount of data

- How polluted the well is

— Large concentration differences easier to detect than small
ones




Ho: Innocent = Wheel marks lined up by chance
"How likely is Ho?
Wheels in same position as marked

1.1 1
Prob(Ho)-ﬁ 12144

What are type I and I errors in this case?

he?

NUTS & BOLTS: SAMPLING DISTNS

Key: find chance that result could have been seen under Ho
- Need to determine distributional behavior of test statistic

- Use sampling distributions to do this

Statistics like mean or sum are random variables, too

~ Why? Built from individual random values

Probability distfibution for a test statistic called sampling
distribution

— May be different than distribution for individual values

Fagn 10

CLT AND SAMPLING DISTNS

o By CLT, sums and averages will have normal sampling
distributions

— Many test staustlcs?_wxll therefore follow normal pattern

s Not just any normal distribution, however:
— Variance of mean depends on sample size
—~ Variance of mean less by a factor of n
~ Can predict behavior of mean with greater accuracy

Pap it

NORMAL DISTRIBUTIONS N(0,1)

.
-
:
e
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NORMAL DISTRIBUTION N(0,0.1)

0% o Varlance
]
= = Variance of mesn

o
>
-

Papu i3

SAMPLING DISTN: SO WHAT?

Need to squeeze information about underlying population
from limited sample data
Sampling distribution a big help because:

~ Variability of sample mean"much less than variability of
any single measurement, and

— Distributional behavior of mean is known by CLT

Can better pinpoint the location of true population mean
~ Standard error (SE) is really the SD of sampling distn

Pagn 14

ORIGINAL DISTRIBUTIONS

VS. SAMPLING DISTRIBUTIONS




WHY STUDY SAMPLING DISTNS?

First Goal: Combine observations into a summary statistic

Sampling distribution describes the behavior of this statistic
under Ho ‘

— Can gauge whether calculated value is too extreme
— Behavior under Ho is critical

Data x;, X3, ...Xa Statistic: Ta

tent
Dissibation of Ty

g )7

WHY STUDY SAMPLING DISTNS?.

(c,ontinued? .
» If Tn is too extreme, Ho will be rejected

« Sometimes Ty not a natural summary, but used because
sampling distribution is known

Prguis

TYPE I ERROR: FALSE POSITIVES

o = Probability of wrongly accepting Ho when Hp is true

Want to minimize false alarm rate

— Consider a smoke detector

For a given sample size, ot and B are linked

- t-test example

Strategy
— Set o at say 5% or 1%; choose critical point using o

Pag ¥

SAMPLING DISTNS OF MEAN

Hy : H=1ppb
HA:u=SPPb

Page 20




FALSE NEGATIVES AND POWER

Type 11 error (B) is the chance of a false negative
~ False negatives of concern in AIDS blood testing

~ In groundwater, B = probability of missing true
contamination

- 1-B = power (sensitivity) of test to detect contamination

For a fixed o, false negative rate depends on
~ Level of contamination (easier to detect large differences)
~ Sample size

Minimizing false negative rate often more important than
minimizing false positive rate

'

&

R

Measured Leak Rate, L,
Gallons Per Howr

C = Criterion or threshold for declaring a leak (a leak is declared if the measured rate exceeds C)

@ = Probability of False Alarm, P(FA)

B = Probability of not detecting a leak rate R

1-B = Probability of detecting a leak rate R, P(D(R))
R = Leak Rate




TYPE I vs. TYPE II ERROR

Power

P-VALUES

o Alternative way to reports results of statistical tests

~ Before, significance level was fixed and critical point (CP)
determined from o

- Ho was rejected if statistic was more extreme than CP

— P-value is chance of sceing, under Ho, a statistic at least

as extreme as the one found

 Rather than compute critical value, just compute p-value
— If p-value is small enough, reject Ho

~ P-values are more precise than fixed significance levels

P-VALUES

Critical

o=5%
p-value=3%

y '
L] 1 2 3 4 s [ 7 s 14 1 Tll 12 13 M4 B

i
Observed

value
P2t
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CHECKING ASSUMPTIONS

e Why? Statistical models approximate reality

« Before using a test, check underlying assumptions
— Type of distribution (e.g., normal, log-normal)

— Presence of seasonality or other dependence.

CHECKING DISTRIBUTIONS

¢ Choose an approximate model; eliminate bad models

» Choice of model very important
— Normal versus lognormal data

— Evidence of contamination may only be seen if logs of

~ Homogeneity of variances across wells original data_ are tested

- Presence of outliers e Guidelines
— If testing normality, run test on raw data
— If testing lognormality, run test on logged data
— Test background and compliance data separately (unless

using residuals)
Pl Pl
TESTING FOR NORMALITY

 Coefficient of Variation: CV = SD/Mean
— [Easy to calculate but not reliable, especially on logged data
— For positive data, CV can indicate skewness

o Coefficient of Skewness, Y1
— Normal data = coefficient =0
— Non-normal data =5 coefficient positive or negative
depending on distribution
— |¥1l> 1 = robustness of t-test deteriorates rapidly

¢  Chi-squared, Xz, Test
— Not most useful test of normality
~ May not detect departure from normality in tails
—~ Recommend other tests

CHI-SQUARE TEST

hp4




TESTING FOR NORMALITY (cont)

* Probability Plots (P-Plots)
~ Useful technique, but must supplement with numerical test
— Straight line fit is good indication of normality
~ Help detect outliers, skewness

* Filliben’s P-plot Correlation Coefficient
- Excellent supplement to p-plot
- Correlation between ordered data and normal quantiles
— When correlation is too low, normal model is rejected
~ Note that p-plot correlations will always look high

TESTING FOR NORMALITY (cont)

*  Shapiro-Wilk Test
— Can use with at least 3 but no more than 50 data points

~ Excellent numerical test of normality (similar( to Filliben’s
test) 2

— Powerful for detecting non-normality in tails

* Can be computed by hand easily
- When W statistic is too low, normality is rejected
— Interpretation of critical points

*  Use Shapiro-Francia when n>50

CALCULATING SHAPIRO-WILK

v+ (il

Nickel Data;
932.48

w-[(m = =0.679 < Wy 30 m0,868

]

L X Y XY Yryees

INTERPRETING SHAPIRO-WILK




OVERALL FRAMEWORK

If data follow specific probability model (e.g., normal or
lognormal)

— Use parametric tests, because

— Parametric tests more powerful for detecting differences
than non-parametric tests

If data are non-normal, non-lognormal
~ Find another transformation or better distribution, or

~ Use non-parametric tests (especially with many non-
detects)

OVERALL FRAMEWORK (cont.)

Normalizing transformations

— Taking logs is one example

— Others include square root, cube root, reciprocal

— Done to get normality and to stabilize group variances
— Transformed data can be tested for normality

Other distributions: gamma, weibull, beta

Nonparametric rank tests
— Usually easier to compute, require fewer assumptions
— Less powerful when data really follow a specific model

- Often more powerful when data come from unknown
model

Py P 10
DISTRIBUTION TYPE OF STATISTICAL INDEPENDENCE OF DATA
OF DATA PROCEDURE
| Parametric Test: ' ’
Normal * ANOVA

¢ Tolerance Interval
=$ « Prediction Interval

 Contro] Charts

o t-test -

« Confidence Interval

Lognormal

Non-Normal ~ Non-parametric Test:

———é o Kruskal-Wallis
¢ Wilcoxon Rank-Sum

Non-Lognormal « Non-parametric Intervals

Pl

Important for almost all statistical procedures

.— These tests depend on accurate estimate of variability

Dependent samples exhibit less variability
— Leads to underestimating true variance

— Can severely affect results of statistical testing

e 12




CURRENT GUIDANCE TESTING FOR INDEPENDENCE

* Try to ensure physical independence of samples ) ?ﬁ;ﬁ;‘;} éﬁ@niplgg%em iF adjacent sampling episodes are

~ Allow enough time between sampling episodes
*  One method: estimate autocorrelations
— Only use ANOVA-type tests if groundwater velocity is

above average ~ Standard correlation on single variable

Data “pairs” are samples separated in time by a
certain “lag”
» If independence cannot be assured

Examples: Lag 1 or Lag 2 autocorrelations

— Use interval testing on single wells with fewer samples If autocorrelations at all lags are zero, treat data as
(e.g., 1 sample every 6 months) independent

* Important: physical independence does not guarantee

statistical independence

o 13 ' 14
- AUTOCORRELATION UNCORRELATED MONITORING DATA
Date Yalue Yalue Value '
1/90 40 4.0 4.0 .
419 72 72 72
719 3.1 31 31
10/90 35 ——_"135 35 .

191 44 4.4

4/91 50 _——— 51

%
—i==
B RS
1/92 65— 65 \ 63
§‘:
%}

~J
(v,
CONCENTRATION

49 75 75
7192 58— 53

10192 59 59 59 ‘

1/93 5.7 5.7 57

4/93 ‘4.1 T4l 4.1

7193 38 3.8 38

1093 43 LAG 1 PAIRS 43 LAG 2 PAIRS 4.3 : L T L L T T L L T L I T I T T L P I T I T T AL P P PR A Ay
p1=0.108 p3=0.099 LR R e R R PR VRN I IR TR T T
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AUTOCORRELATIONS FOR RANDGM DATA

SEASONAL MONITORING DATA

o e o oo
m g o
m m ;.
<
T s 4 HER ) ¢« *+ ®» u u B w8
LAG
P 17 Page 18
AUTOCORRELATIONS FOR SEASONAL DATA qﬁmMH—ZQ mzcm_.umz_umzom AOOBﬁ v
. 3 Statioa §

STATION 1 AUTOCORRELATION

Simpler test: runs count

. — Series of values should fluctuate randomly around median

— Count number of runs above and below the median

— If runs count is too low or too high, data not independent

More powerful test: rank von Neumann ratio
- Nonparametric test using ranks of data
— First rank data, then compuie von Neumann ratio

- w&o,nn independence if ratio is too low

g 0




RUNS COUNT

o
o

" "

MEDIAN SR "= == e o o i e o e e e e e - v

IS R CE————— S S

#RUNS =6

RANK VON NEUMANN RATIO B

Ila Yadae Rank
150 40 )
450 12 15
150 31 2
1050 as 3
191 44 ]
451 51 9
81 22 1
1091 63 13
192 635 14
492 75 16
92 58 1
1092 59 12
183 57 10
493 41 6
w3 3 4
1093 43 7

v = Shea(ri=rin?
n(n® -1)/12
00 413244224 32
1606T-nfiz
=568/ 10 =1.67

Vosis=121 NS

hen

SPECIAL TYPES OF DEPENDENCE

* Replicate Samples
— Field or lab splits = measurements not independent!
— Only measures sampling or analytical variability

* Serial or Temporal Correlation
— Can be seen in time plots, control charts
— Masks true variability if data from limited time period

Effect is minimal if patierns change on order of several
years

Simple seasonal patterns can often be corrected
Have to adjust data before testing (e.g., deseasonalize data)

SEASONAL CORRELATION

T T Ty .‘._ o

CONCENTRATION (ppm)
» “w




HOW TO DESEASONALIZE DATA

o Need large set of historical data

— Determine length of full seasonal cycle

-—-Divide into repeated tlme mtervals at common poinis in the
cycle

- Example 1 year cycle — monthly data over 3 years can be
divided into 3 January points, 3 February points, etc.

P 25

TIME SERIES OF MONTHLY OBSERVATIONS
(Uoadjoed, Adjusid, 3-yeas Mess)

ANALYTE CONCENTRATION (mg/L)

TIME (Month)

Unadjusied ~oegrmm Adjutcd —t— 3-Year Memn ore—eme

hep 26

HOW TO DESEASONALIZE DATA

(cont.)

e Calculate average of each repeated time interval
Monih 8 84 8 X
Jan 199 201 215 205 |
Feb 210 210 217 212
Mar 212 217 227 219
‘Apr 212 213 223 216
May 211 213 224 216
Jun 215 218 226 220
July 219 225 231 225
Aug 218 224 232 225
Sep 216 222 228 222
Ot 208 213 222 214
Nov 205 208 219 21
Dec 208 216 222 215
3.year mean=_2.17

HOW TO DESEASONALIZE DATA

{cont.)

« Calculate seasonal adjustment for each data point
xu = Xﬂ - XI. + x..
~ Example:
(1.99-2.05+2.17=2.11

January {2.01-2.05+2.17=2.13

2.15-2.05+2.17=2.27
(2.15-2.20+2.17=2.12

2.18-220+2.17=2.15
2.26-2.20+2.17=2.23

June

» Use adjusted values instead of original data in statistical procedures

T 28




ADJUSTED STATION 1 MONITORING DATA

NOLLVYLNITONOD

hdalad AL Al LY T L L L Ty RZPemnvasrsaggenasnercagan

STATION 2 (Time _
v

ADJUSTED STATION 2 MONITORING DATA

=—0~— STATION

-

NOILVYLNIONOD
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TWO-SAMPLE COMPARISONS

Use to compare background data from one or more wells
against a single downgradient well

May also be useful for early phases of monitoring with small
number of observations at a few wells

— Pool all downgradient wells into one group

— Test will not pinpoint “guilty” well, but may be only option
until additional data is collected

Dépending on data, two tests

— Parametric: Two-sample t-test

— Non-parametric: Wilcoxon Rank-Sum test

TWO-SAMPLE T-TEST

Assumptions
~ Independent observations

Equal variances in both groups -

Normal residuals

Ho: Meanp,wm = Meang

i

Torun:
— Test residuals for normality and equal variance

— Compute mean and SD in each group

TWO-SAMPLE T-TEST TWO-SAMPLE T-TEST
(cont.)

(cont.)
If variances are equal, compute t-statistic
t = (Meangows - Mean,,)/SEas

where SEy¢ = standard error of mean difference

- \K(nup—l)SDﬁp +(nm-1)snﬁm]( 1,1 )
an \ n

(nwp +ng,, — 2) w  MNaown

Compare calculated t with one-sided critical point t. = tya
where df = (Ryp+ Noowa - 2) and 00 = 1% or 5%

Pagn3

If variances are not equal, use the CABF t-test

— Built into GRITS/STAT

- Key difference: degrees of freedom are adjusted
— Eliminates need to test for equal variances

If residuals are lognormal, run test on logged data
— This case test for difference in medians not means

— Difference in medians often, but not always, implies
difference in means

Pugn 4




SFDIAN

BACKGROUND

DOWNGRADIENT

MEAN OR MEDIAN?

Medlans2.72 A(LLS)

/

Mean=8.37

A(LS,1)

Mean=7.38

TWO-SAMPLE T-TEST

{(cont.)

Can calculate approximate power in three cases:

- If (Meangwm-Mean,)=0 = power=a

-If (Meany,,-Mean)= t. X SEgy = power = 50%

~ If (Meangw,—Mean,)=2(t. X SEgy) = power = 100(1-a)%

Can find the chance that test will locate a difference in means at
least as big as the right-hand side above

Can use power results to determine necessary adjustments to
sample size or o

TWO-SAMPLE T-TEST

(cont.)

How does this work?

~ t-statistic: t = (Meandown — Meanup)/SEdife

— tx SEdif = Meandown — Meanyp

— Critical point (CP) = t¢ x SEqdiff = Meandown — Meaﬂup

Ilustration
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NOTES ON CABF T-TEST WILCOXON RANK-SUM TEST
If there are more than 15% nondetects, Use with many non-detects or when t-test assumptions
use Wilcoxon rank-sum not met
CABF still specified in some permits Robust against non-normality or non-lognormality

Valid procedure when assumptions satisfied

Problems with CABF that led to revised regulations:
~ Assumptions substantially violated
- Non-independent observations (lab or field replicates)

~ Not always most appropriate test
(e.g., comparing >2 groups)

M li

Basic algorithm

- m background well samples, n compliance well samples
- Rank allM = (n + m) data

- W = Sum of compliance ranks minus %n(n«kl)

— Compare W with tabulated value

— If W exceeds tabulated value = evidence of contamination

e i2




SPECIAL CONSIDERATIONS

* Samplesize: atleast 4 measurements per group
~ Otherwise statistical power will be too low

* Use normal approximation to W with continuity correction
~ By CLT, W is approximately normal
— Built into GRITS/STAT

* If ties are present
~ Give each tie the average rank of the group of ties
~ Calculate W with an adjusted formula for the SD

WILCOXON RANK-SUM FORMULAS

a 1
w=Yc, —:;—n(nﬂ) E(W)=Zmn

i=l

_ W-E(W)-5
~ SD(W)

SD(W) =\/$mn(m +n+1) Z

Cpo=2.326 Cpos=1.645

WILCOXON RANK-SUM EXAMPLE

Copper Concentration (ppb)
Background

Conpliance

Well 1 Well 2 Well 3
42 52 94
58 64 109
113 112 1S
170 115 16.1
73 10.1 215
82 97 176

" Mean =8.16 Mean = 15.00
SD=2.55 SD=4.44

Ranks of Copper Concentration

Baxckeround
Well 1 Well 2
2
4
13 )
"
10

COMPARISON WITH OTHER TESTS

Comparison with Sign Test or Test of Proportions
Neither test accounts for magnitude of data
— Wilcoxon more powerful than sign test
Wilcoxon usually more powerful than test of proportions

When proportion of non-detects is high (> 70%), test of
proportions more powerful

But both lead to same conclusion, so just use Wilcoxon
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PARAMETRIC ANOVA
Use When:
* Testing several compliance welis simultaneously

o Comparing compliance data against background

Objective: Test whether average concentration at any compliance well
significantly exceeds mean background level

ANOVA is flexible and powerful when testing a small to moderate
number of wells

MULTIPLE COMPARISONS

e Gmaliies Tont (0 = PH) - o o= Ialivileel Conperisess (o o 1)

BASIC ASSUMPTIONS
BEHIND ANOVA
Residuals are normally distributed

— Each residual computed as measurement.minus group mean
Equal variances across well groups (i.e., homoscedasticity)
Need to-test these assumptions before running ANOVA

— Calculate residuals and apply Shapiro-Wilk or Filliben’s test

- Use box plots and Levene’s test to assess equal variances

Nepd




WHAT IF RESIDUALS ARE LOGNORMAL? | DATA REQUIREMENTS

* Try re-running ANOVA ori logged data * Data must be classified into at least 3 groups

* Retest new residuals and data for normality and equal variances ~ Background data makes up first group

— Each compliance well is a separate group
* If assumptions check out, remember:

— ANOVA on logged data tests for differences in medians in the
original data * For ANOVA to work well, need:

- Difference in medians will typically imply a difference in means — Minimum of 3 to 4 samples per well
also, especially if equal variances holds on logged scale
- Total sample size, N, large enough so that N-p 25, where p

equals the number of groups "

Nps L Y]

ANOVA FLOWCHART

CALCULATE RESIDUALS

: Well
Well # |- Observations Mean Residuals
l xlh xl&llb xM XI. R||, ng! Rlip RM

21X Xog Xon, X4 X2 IRy, R, Ry, Ry |
31X, Xss, Xa3, Xne X [Ray, Ry, Rys, R

X

X.. = grand (overall) mean

Rij=X;- Xi. (measurement - group mean)




HOW TO CHECK RESIDUALS

Testing normality

- Pool all residuals together

- Probability plot followed by Shapirc-Wilk or Filliben's test

Senseless to test actual measurements

- If group means are different, data may not appear normal -

— Residuals can be tested because means are removed

Testing for equal variances

— Box plot of each group
- Compare box lengths
— If too box lengths too different, run Levene’s test

TESTING FOR EQUAL VARIANCES

Homogeneity of variances very important for ANOVA '
— More important than normality of residuals
~ Affects power of F-test to detect well mean differences

- Ratio of largest to smallest group variances = 4 = noticeable
effect on power

' _ Ratio exceeds 10 = severe effect on power

Box-Plbts ‘
— Quick way to visualize spread of data

— Rule: if ratio of longest to shortest box length is more than 3,
use Levene's test

Prge 10

Residual Concentration

BOX PLOTS

-

- T5:8 perarndie

25¢h perccolle
«~—sualiest valeo

BOX PLOTS OF WELL DATA

ARSENIC CONCENTRATION (ppm) I.N(ARSENIC) CONCENTRATION (ppl)

] i
2 3
Well Number

If ratio of longest to shortest box length <3,
assume equal variances

Nty

{ii"

L ' ‘ - ’ o b - :
i 4
* :‘:‘-“ A I A Il Fl 4
1 3 3 4
WELL
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TESTING FOR EQUAL VARIANCES (cont,)

More formal approach: Levene's Test

— Not as sensitive to non-normality as Bartlett's test

To run Levene’s test:

— Calculate residuals, Ry, and take absolute values, Z= IRiiI

— Perform ANOVA on these values, keeping groups as is

~ If F-test on the absolute residuals is significant, reject
hypothesis of equal variances

WHAT NEXT?

* If both assumptions are valid, construct ANOVA table and

compute the F-test

* If one or both assumptions does not pan out, ‘particularly equal

variances across groups, try an alternate transformation

* If no transformation works, try a nonparametric ANOVA

(Kruskal-Wallis) on the ranks of the data

- Particularly useful with a substantial fraction of non-detects

BASIC ANOVA TABLE ANOVA SUMS-OF-SQUARES
Source of | Sumof | Degrees SSrora = (N-1)(SD)?
Variation | Squares of Mean Squares F
Freedom SSemon = I8, Zi(x,-x)" = It " R}
B Swe - wells wells SSwae = ZLn(x,~x) = SStotac - SSemaon
ey | S5 N g S DEGREES OF FREEDOM FOR F-TEST
' P Numerator = (#groups - 1)
MSWELLS
Total SSiotal N-1 F= MSerror

Compare F with tabulated Fp.1, N.p, a=5%

s

Denominator = (N - #groups)

Pogeé




HOW TO INTERPRET ANOVA

If F-test not significant, conclude there are no well diffcrences
F-test is significant, there is probably a significant difference

- Always use common sense check: look at side-by-side box
plots

- To find out which, if any, compliance well exceeds background,
do post-hoc multiple comparisons

e Compute Bonferroni t-statistics (on each compliance well)

o If less than 5 comparisons, let significance level equal a=5%
divided by the number of compliance wells

« If more than 5, perform each comparison at 1% significance
level

hp?

BONFERRONI t-STATISTICS

Calculate average background level based on ny samples

Calculate (p-1) differences Xi.- Xpg 1= L., (p-D) compliance
wells

l'lb ﬂi

’ 12
Divide these differences by SE : SE; = [usm( L.d )]
Use t table to find terit = tup, 100 With a*=.05/(p-1) or o*=.01 and
N-p degrees of freedom, depending on p
Compare each Bonferroni statistic t; with terit

—If  statistic is larger than tcrir, conclude that well i is out of
compliance

P8

UNUSUAL OUTCOMES

Significant F-test does not guafantee the right kind of difference
between two wells ~

- Two compliance wells might differ from each other but not from
background

~ Example

Non-significant F-test can mask a significant pair-wise difference

~ Especially bossible in larger network with a single contaminated
well

Ppu 19

UNUSUAL OUTCOME #1
: | a
| o - #]]
' -

X=8.57 X=a7.32 X=8.02 Xx7.96 X=9.61
8=1.045 s=1.003 #=0.960 s=1.031 80,966

F=3.67>287=Fopan => Significant difference

t=-1972<2423 = tgs0 = NS (lefennce between

t2=-0.868 = NS CW-1& CW -2 js significant
ta = -0.963 = NS 2884 5 2,423 = ¢

u= 1.641 = NS \t = .01 2422 = touw

P D




UNUSUAL OUTCOME #2

Lead concentrations (ppm)

BW-1 CW-1 CW-2 CW-3 CW-4
15 8.0 78 6.6 9.65
7.1 96 1.1 8.0 10.25
75 8.1 9.6 74 8.05
9.75 15 10 93 10.55
8.0 6.9 8.0 8.5 9.55
X=797 X=8302 X=802 X=19 X=961
S=1.045 $=1.003 $=0.960 $=1.031 8§=0.966

EXAMPLE TABLE
Sourceof | Sumof | Degrees
Variation | Squares of Mean Squares F
Freedom
Between 10.48 4 2.62 2,61
Wells
Error 20,07 20 1.00
(within wells)
Total 30.55 24

Since F < Fuaness = 2.87, no significant difference is found

ALTERNATE ANOVA: DUNNETT’S

Method to compare single group aghinst k other data sets

=~ No overall F-test, but t-tests of each compliance well against
" background

— Dunnett’s test uses special critical points
When assumptions met, will be more sensitive to concentration
increases over background

- Why? Unlike F-test, Dunnett’s method looks at smaller set of
comparisons '

ASSUMPTIONS OF DUNNETT’S TEST

Residuals are normally distributed
Equal variances across well groups

Equal sample sizes in all groups, including background
— Special critical points only exist for this case
— Interpolation scheme exists to get critical points when

background sample size is larger than any compliance well, but
only for two-sided comparisons

Pt




BASIC ALGORITHM

For each compliance well, compute t-statistic
- ‘,E(-il - 70)

WEE

— 82 represents the common pooled variance

$= 2:_°s§ /(k +1)

Compare each t-statistic against special critical point at
significance level a=.05, with d.f. equal to k and v=(k+1)(n-1)

— Each t-statistic greater than the critical value represents a
significant increase over background

hes

DUNNETT’S EXAMPLE

Applying Dunnett’s test to unusual example #2
—~ Compute the pooled variance, s2=1.004

- Compute Dunnett’s t-statistics for one-sided comparisons of
each compliance well to BW-1

~ti= 0.0789
t= 0.0789
ts=-0.0158
= 2.5879

Look up critical value in Dunnett’s table with k=4 and v=20
degrees qf freedom: d.ese20=2.30

— Since te > dasa2e, significant difference is found at CW-4

P 2é

NON-PARAMETRIC ANOVA
(KRUSKAL-WALLIS)

Use when parametric ANOVA does not apply
~ ANOVA assumptions grossly violated
- Recommended whenever fraction of NDs > 15%

Does not make assumptions about underlying distribution

— Still assumes approximately equal variances

When comparing 2 groups => use Wilcoxon rank-sum test

When comparing several groups = use Kruskal-Wallis test

‘KRUSKAL-WALLIS ALGORITHM

Compute ranks of combined data set

'Compu'te sum of ranks and average rank within each group

— K groups: 1 background, (K-1) compliance wells

Calculate Kruskal-Wallls test statistic, H

12 x l_l}_ _
H '[N(mx) Fim N,] AN+

Why is H computed?

— Because it has 2 known distribution, the chi-square

Pan2s




CHI-SQUARE DENSITY

INTERPRETING KRUSKAL-WALLIS

ses 2
Compare H with appropriate chi-squared critical value, X*, with
degrees of freedom = K-1

2
If H is less than X, conclude there are no pairwise differences in
medians

If H is greater than e = significant difference between at least
two well groups

~ To locate the difference(s), do post-hoc multiple comparisons

NON-PARAMETRIC MULTIPLE KRUSKAL-WALLIS
COMPARISONS SPECIAL CONSIDERATIONS

Individual comparisons done between background (group 1) and
each compliance well

Compute difference between average rank of each
average rank of background g Eroup and

Divide by approximate standard error:

_INN+DT1 17
55, [*G) [ﬁ]

fori=2,...,K to get ratio z

Compare each ratio z; to Zey. 1, the upper a/(K-1)- rcentile f;
N@©,1) using oa=5% ) pper a/( )-pe ile from

Need at least 3-4 measurements per well

If more than 5 compliance wells, perform individual comparisons
using Z(a=0.01) instead of Zyx.1)

If ties are present (some values are numerically equal)
~ Give each set of ties the average rank of that set
~ Calculate H" (H statistic adjusted for ties)

To test equal variances, run side-by-side boxplots of ranked values

P32




EXAMPLE DATA FOR ONE-WAY
NON—PARAMETRIC ANOVA

Comphancc ce Wells
Benzene concentration, ppm (Rank)
Date Background N

Well 1 Weil 2 Well 3 Well 4 Well § Well 6
Jan 1 1.7(0) 111020 [ 13(0) | <115 49 (17) 1.6 (9)
Feb | 19 (11.5) | 8.0(18) 1203) 1.3(5) 3.7 (16) 25Q15)
Mar | 1505 | 95319 | 1505 | <1 (1.5) 23 (14) 19(115)
Aprl 1.3 (5) 2.2 (13)

=4 m=3 n3=3 n=4 ps=3 =3
Sumof ranks | R;= 34 | Ryp=57 [ Ry=155] Ry=21 Rs=47 | Rg=355
Avennge rank | R,=85 | K,=19 | K,=517| R, =525 | R, =15.67 | Re=1183

K = 6, total number of wells
N = 20, total number of observation

RANKING TIES

Order Concentration  Rank

1 T «l 15 1
| 2 <1 15 =)
3 12 3
4 1.3 5 1
5 13 5 = §(4+5+6)
6 13 5
7 1.5 15 1
8 15 15 = 5(7+8)
9 16 9 ‘

CHECKING RANK VARIANCES

d | | =

| =

Bac‘bg{ﬂmd Well 2 . Well3 Well 4 Well 5 Well 6
v s

COMPUTING KRUSKAL-WALLIS

i2
H= [N(NH) 2,,, Nl] IN+D)

2

12 (34 s 155 2% a4 355
H_[mm)( L ~3(21)=77.68 - 63 = 14.68

=> Adjust for ties (4 groups)
Wwe—3_ N=20
ti tl
1-X L
N’-N

14.68

3 3
1 22 ]+ 3-3
20'-20] {20°-20

H =14.76

Pagp 38




COMPUTING KRUSKAL-WALLIS o

L]

Compute degrees of freedom = # wells~1 =6~ 1= 5
Look up critical value, x: os = 11.07 from Chi-Square table

Since H" = 14.76 > 11.07, have significant difference

— Need to test each compliance well versus background in
pairwise comparisons

KRUSKAL-WALLIS
PAIRWISE COMPARISONS

Compute average rank differences and z; ratios

2 19-85=105 4.52
3 52-85=-33 4.52
4 52-85=-33 4.8
5 157-85=172 4.52
6 11.8-85=33 4.52

2.324
-730
-.789
1.593

730

One borderline significant difference at CW #2

2.324
2.324
2.324
2.324
2.324

Other CW’s are not significantly different from background

- Differences do exist between other compliance wells
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CONTROL CHARTS

Alternative method for:
- Intra-well comparisons during detection monitoring, or
~ Comparison to historically-monitored background wells

Graphical tool to track data and discern
~ Rapid changes
- Long term trends

Data plotted on a control chart in cumulative fashion
~ New data added to chart as it comes in

— Possible to see overall historical picture

Pt

CONTROL CHART LIMITATIONS

Intrawell comparisons eliminate worry about spatial variation

However:

— Can only use on parameters with high detection rates (i.e., ‘
few NDs)

~ Can only construct on initially uncontaminated wells

~ Why? Need “clean” baseline measurement; otherwise,
contamination hard to identify

Maodified control charts can be designed to monitor decreases in
already contaminated wells

HOW DO CONTROL CHARTS WORK?

Need initial data to estimate mean (j) and SD (o)
- Initial data are pot plotted
— At least 8 independent samples

If baseline data are not independent, first deseasonalize

All future samples are standardized with respect to it and ©
— Mean of each sampling period is transformed

X, = Z, =\/;1-(_X-1 —u)/O
Plot Z:'s over time

Pgpsd

STANDARD NORMAL DISTRIBUTION N(0,1)

14% 14%
2.5\% 2.5%
-4 -3 -2 -1 [ 1 2 3 4

P4




HOW DO CONTROL CHARTS WORK (cont.)

To detect slow increase;

* Calculate cumulative sums, S;
§; = max {0, (Z; -k)+S;_;}
where
S0=0
S, = max {0,(Z, -k)+0} attime T,

S, = max {0, (Z, -k)+S,_,} at time T,

* Plot S;'s over time on chart

CONTROL CHART THRESHOLDS

Need statistical criterion to help detect contamination

3 parameters are necessary

h = decision internal value
k = reference control limit
SCL = Shewhart Control Limit

Recommended Values (Starks, 1988)

k = 1
h = 5
SCL = 45

Pos

CONTROL CHART THRESHOLDS (cont)

* his used for testing CUSUM
¢ SCL is used for testing individual standardized means

* Process "out of control” in one of two ways:
1. Standardized mean, Z;, exceeds the SCL
2. The CUSUM of the standardized mean exceeds threshold, h

Pep?

INTERPRETING CONTROL CHARTS

Control chart declared “out-of-control” when sample data become
too large relative to baseline parameters

~ Idea: as contamination occurs, true baseline values will rise

— Standardizing by original baseline, however, will cause the
plotted values to climb over fixed thresholds

Thresholds are set so that a crossing identifies a significant
increase

1)




CONTROL CHART FOR NICKEL

MU = 27ppb  SIGMA = 2Sppb

UNDERLYING ASSUMPTIONS

[} v T v T v L T
z  Data are normally distributed
o
g — Test baseline data for normality; used logged data if necessary
g |
'§  Data are independently distributed
<) ' -
g ~ Remove seasonality if present
§ ' » Baseline parameters (mean, SD) reflect an "in control" process
g — Update when more data become available and no contamination
a present ,
— Can run t-test to compare newer data with original baseline data
before updating
SAMPLING PERIOD
[ ] Page 10
SUMMARY
SITUATION APPROACH
1. Few Obs. or Wells; Compare Background to Compliance
Initial monitoring 2-Sample method:
t-test or Wilcoxon Rank-Sum
2. Many Wells; Several Obs.. ANOVA
per well; No time effects Compare several wells: ,
Parametric or Kruskal-Wallis test

3. Extensive Data Over Time;
Seasonality or Spatial
Variability

Intra-well Comparison

Track a well's data over time:
Control Charts or Prediction
Limits

P il
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OVERVIEW: STATISTICAL INTERVALS VARIABILITY IS CRUCIAL

* Goals:
- Estimate bounds on population characteristic
~ Predict range of future sample values

"  | | L_h H,H ,“ L

b

» Want an interval because point estimates say nothing about
variability

- Example

- In-class experiment

« Random intervals constructed in same way will vary from dataset
to dataset, even though underlying characteristic does not change

et Pl

REPEATED CONFIDENCE INTERVALS WHEN p = 10 (ppb)

‘ 18
10 —g=
1 r T
8 -4 g ur
L o )
) A o e o e e e e - — - % 1 . L 4T
4§ whu 5 s -
Q 3
-de 8]
6
7 ode [ N
4 iR .
- 2 i 1 1 1
¢ 5 10 15 10

SAMPLE

L 24 P




HOW ARE INTERVALS USED?

Not usually interested in mere estimation; instead want to
~ compare data to background
~ compare data to a groundwater protection standard (GWPS)

Can use intervals to do “back-handed” hypothesis testing
~ Do downgradient data exceed GWPS?

~ Are downgradient measurements too different from estimated
background characteristic?

CONFIDENCE AND COVERAGE

Confidence level: how often an interval will contain/cover the
population characteristic in repeated experiments

~ Error occurs when population target (e.g., mean) not covered by
interval (happens 0% of the time)

~ Error of “missed containment”

~ Confidence level = 1-a

Example of confidence interval for background mean

SD
X+ L

Pt

WIDTH OF INTERVAL

Indicates amount of potential error associated with point estimate

Width depends on 3 factors:
- Standard deviation

~ Confidence level (1-a)
- Sample size

To reduce width, either increase sample size or lower the
confidence level "

re?

ASSUMPTIONS FOR
PARAMETRIC INTERVALS

Usual formulas based on having normal data

If data are lognormal, method of attack depends on interval
— Confidence intervals for the mean require special formulas

— Other intervals use standard formulas, but must be computed
on logged data

— After constructing interval on logged scaled, retransform
interval limits to original scale

~ All cases require computation of mean and SD for logged data

If normality assumption violated, can try non-parametric interval

et




COMPUTING STATISTICAL INTERVALS

o General formula (except for lognormal Cls on the mean)

" X+KeSD
e Necessary components
X = sample mean
SD = sample standard deviation
K = depends on interval type, sample size, and confidence

level

Fagnt

STATISTICAL

" INTERVAIFS |
12 .’. T
x....lo_; _:. —..—ll—- -—-I-— — | — - —
8 - ..
' l
‘ -
. J
4 = Interead (;ss;.m::::':.m) “ u::::'-::.u)
P 10

CONFIDENCE INTERVALS

¢ Two types used in ground-water monitoring
- Interval containing the mean concentration

~ Interval containing an upper percentile (usually the 95th)

e Each type useful for particular scenario:

~ Compare CI for mean to ACL determined from average
background data

— Compare CI for upper percentile to risk-based MCLs or ACLs

hel)

CONFIDENCE INTERVAL TESTS

«  Only need to compute lower 99% confidence bound
~ If lower CI bound above GWPS, test triggers

o If comparing to ACL based on mean background data:
~ Compute CI containing mean of compliance point data

— If ACL is less than lower CI lirnit, have possible violation

«  If comparing to risk-based MCL or ACL

— Compute CI containing upper (95th) percentile of compliance
point data ‘

— If GWPS is lower than CI limit, have possible violation

P2




COMPLIANCE MONITORING:
STANDARDS BASED ON BACKGROUND

99% Confidence
Intervals for Mean

Page i3

COMPLIANCE MONITORING:
" RISK-BASED STANDARDS

Lo

- J
Y " e
99% Confidence Confidence® !,
Intervals for 95th Interval for
Percentiles Mean N .
|
Pl

COMPUTING CONFIDENCE INTERVALS

* Simplest case: CI containing mean of normal data
— Compute X and SD

-Leak=1t, , x % for lower 99% confidence bound
- Lowerbound=X - K-SD

* CI for mean of lognormal data
~ Compute mean (¥) and SD (s,) of logged data
- Use Land’s (1971) formula for one-sided lower CI limit

LL, =exp 7+0.55 +3n£'7)

e (S

COMPUTING CONFIDENCE INTERVALS

* ClI containing upper 95th percentile of normal data
— Compute X and SD
— Find k from table in Hahn and Meeker (1993)
~Lowerbound=X + K-SD

¢ Cl containing upper 95th percentile of lognormal data
—~ Compute mean (¥) and SD (s,) of logged data

— Again find « from Hahn and Meeker table as before and
compute lower 99% confidence limit

— Exponentiate lower limit to find CI bound for the original data

Pognté




NOTES ON CONFIDENCE INTERVALS

CONFIDENCE INTERVALS

14
Good estimate of variability is crucial W
~ Must have at least 4 samples; recommend 8-10 ° - .
Caution regarding usual CI for the mean ACL et} T U S
— Only designed to put bounds on the average level o Ny I
— Does not estimate range of individual concentrations or any *a
upper percentile L -y
8 Mean
If CI for the mean is compared to risk-based MCL or ACL
— Could have significant fraction of observations above GWPS, 6 -
yet \
— Well deemed “clean” on basis of confidence interval test .-
Pop2 17 Page it
TOLERANCE INTERVALS

Places limits on the likely range of possible individual
measurements (i.., the underlying population)

Two parameters
- Confidence level = 1-a

- Coverage Coefficient (y) = fraction of population bounded by the
tolerance limits

Only need upper 1-sided tolerance bound
~ Usually 95% confidence, 95% coverage

USING TOLERANCE INTERVALS

» Detection Monitoring
— Compute upper tolerance limit (TL) on background data
- Compare individual downgradient observations to upper TL

- If any sample falls above TL (with v=95% coverage), test
triggers

* Note on larger compliance point sample sizes (>20)

— Data from several compliance wells are often compared against
a single upper tolerance limit ’

~ Expect 1 of every 20 samples to fail upper TL even with no
contamination
— In this case, increase y or make provision for reiesiing

o




DETECTION MONITORING:
TOLERANCE LIMITS

X

1: Background Data

X = Compliance Point Sunples

COMPUTING TOLERANCE LIMITS

For normal data:
~ Calculate X and SD on background data

= Look up factor K in Hahn/Meeker table for one-sided tolerance
limit with 95% coverage and 95% confidence

~ Compute upper TL as X+x-SD

For lognormal data;

- Calculate mean(¥) and SD (s,) on logged background data

~ Compute upper TL as before, then exponentiate upper limit to
make comparisons with original data

Minimum data: again recommend 8-10 background samples

P

PREDICTION INTERVALS

Estimates upper bound on next k future samples
- Upper TL puts bound on fraction Y of all future samples
- k can be as small as one; useful with limited compliance data

In detection monitoring
— Compute upper prediction limit (PL) on background data
- If any of k compliance samples exceeds PL, test triggers

Intrawell comparisons
~ Compute upper PL on past data

- If any future sample exceeds upper PL, test triggers

DETECTION MONITORING:
PREDICTION LIMITS

X
%

1 = Background Data

X = Compliance Point Samples




COMPUTING PREDICTION INTERVALS

o For normal data:
— Compute sample mean and SD
— Determine number of samples (k) to be collected in next period

- Calculate factor K using the formula

| , i
K= t.05/k,n-lx 1+ "

where n=it background data
- Compute upper PL as X +x-SD

 For lognormal data, compute upper PL on logged data

- Exponentiate upper PL to make comparisons on original scale

NOTES ON PREDICTION LIMITS

Prediction limits usually wider than confidence intervals, but
shorter than tolerance limits

- Why?

Advantage: can be designed to predict one compliance sample per
testing period

— Not always feasible to collect > 1 independent sample

Especially useful if the number of samples to be collected at each
compliance point is identical and known in advance

— Only need to compute 1 prediction limit from background

P 18 P26
STATISTICAL '
WHICH INTERVAL?
“- INTERVAKS
Detection Monitoring: Background vs. Compliance
2 . T — Unequal or unknown numbers of compliance samples per well:
L construct tolerance interval on background data
+ — Known and equal numbers of compliance samples per well:
g 10 ) " _ “I" R P construct prediction interval on background data
‘. Compliance Mdnitoring: Compliahce Data vs. GWPS
*1 . . L _ CI containing upper 95th percentile for MCL or risk-based ACL
) ~ CI containing mean for background-determined ACL
6 -
. _ . »i Intrawell Comparisons: single compliance well
. - : B et ey — Prediction interval on past data .
(5% coversge) (4 toture samples)

e 7

Pupn 28




COMPARISONS WITH BACKGROUND

Totrs-well C 3
S

Bowad oo 9% of

COMPARISONS WITH MCL/ACLs .

Cresperisans |

with e
MCL/ACLs -'
l Inire-Welt
—
G | Year of Data
Control Charts
Type of tisk-based GWPS
Conf. kat. on 95th
Percentlle

Page 30
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HANDLING NON-DETECTS COHEN'S ADJUSTMENT

ANOVA ot t-test; <15% NDs = Substitute DL2 G“_mmm“m_ =

letribation model

>15% NDs = Switch to non-parametric method
(Wilcoxon or Kruskal-Wallis)

Interval Tests: £15% NDs = Can substitute DL/2, but see next

ion
opt DETECTS

$50% NDs = Cokhen's or Aitchison’s adjustment
>50% NDs = Non-parametric lest or interval
290% NDs = Non-parametric test or interval or try
Poisson-based prediction or tolerance
limits L L L 1 1 1
100% NDs: No statistical test needed!! . / - t
NONDETECTS DL
COHEN'S METHOD AITCHISON'S ADJUSTMENT
g=xX" -A(X"-DL)

g7=(s! +A(X" -DL)

find A in Table A -5 of Addendum NONDETECTS

ITECTS
after calculating ﬁemm;u!m-mdﬁepamm

‘Y - (so )2
(x--pLy

$* =SD of detects

I}
= =mean of detects 0 t
| DL =deteciion fimit ~
- i,




AITCHISON'S METHOD

(s A N
={1--|X
a=(1-7)
=(d+1), w2 dfn=-d) o2
2= n=(d+]) +-(—-_)x
n-1 (S) n\n-1 ( )
X' =meanof
S* detects
= SD of detects
d = # non-detects
n_ = total # samples
P

HOW TO DECIDE

Important to decide on appropriate model for censored data
Consider physical aspects of facility and parameter being
monitored

- Is parameter naturally occurring?

Comparing “censored” against “detects-only” probability plots
may help '

P

CENSORED VS.
DETECTS-ONLY P-PLOTS

* Censored Probability Plot
- Use to decide about Cohen’s method
~ Construct plot a5 if nondetects were included, but only plot
- detects :

— If censored probability plot is linear, use Cohen’s adjustment

* Detects-only Probability Plot
- Use to decide about Aitchison's method _
— Construct plot after figst excluding all nondetects

- If plot is linear, use Aitchison's adjustment

CENSORED VS. DETECTS-ONLY
PROBABILITY PLOTS

Ovler(l) ZiacConc. Consannd Noned  Demcw-Only  Normal
—— P Oemn Tek Qe
2 L+ 04 -1.657
.3 < o -1453
4 < 0N -129%6
s < 42 -1.168
[] < 166 -1.082
7 L4 an 294
] < 193 4359
i ] <1 220 0174
[ ] <t 24 0654
1n < 268 0418
n L34 293
13 < ET 0416
1" <1 34 -0.408
13 L4 364 0343
1 < B ] a1
1 a Rt Q216
10 <1 49 0153
1 < 463 00
20 < 418 ol
an 874 S12 [ 111 E ] -1.668
n 9.36 3m 202 083 -1.509
il 10.00 k] 13 143 -1.068
bl 10.50 £ 3 Qe 190 0876
k] 1090 410 ae an an
» 11.03 4 834 234 0566
n 1118 4359 0408 39 0431
.3 na 433 0416 31 0.
» 1156 207 0.348 419 210
» e R [ Y11} 476
n 12.00 % 004 S24 0060
n ne 1m0 (347 m o0
n 1233 03 [T 419 0.303
u nsy 29 0931 S47 [ 23]
3 1288 34 1052 J14 0366
O R T B
» 13N m 1433 457 1068
» 1420 931 1437 08 1.309
«Q 1500 % wm ”m 1668
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NON-PARAMETRIC TOLERANCE LIMITS

e Useif
~ Data are non-normal and non-lognormal

- Data have frequent (>15%) non-detects

o In detection monitoring:
— Upper TL=maximum of background data
~ Compare each compliance sample to this limit

ZINC CONCENTRATIONS (29) 2INC CONCENTRATIONS (p9%)  Requires large number of background samples to get decent
coverage with 95% confidence
it P i0
COPPER DATA NON-PARAMETRIC PREDICTION LIMITS
Background Compliance Data "« Use with non-normal or frequently non-detect data
Well | Well 2 Well 3 Well4 - WellS

=5 93 L « Construction similar to non-parametric TL

;; :i 2’3 — Upper p}ediction limit (PL) = max of background in detection

<$ 6.1 <$ - monitoring

<5 80 <5 62 <5 L .

<S 59 <S5 <5 <5 — Upper PL = max of past data in intrawell comparisons

64 <5 T <5 73 56 .

6.0 <5 <3 104 <5

» Interpretation different

* UpperTL=92 — Easier to predict that k future samples will fall below the known

+  One compliance well in violation

2. OE

« 24 BG samples => minimum coverage = 88% wiih 95% confidence

L 21

maximum

— Fewer background data usually needed to achieve desired
confidence level

Feg 12




POISSON PREDICTION LIMITS

*  Goal: Upper Limit for sum of next k future samples
* If sum exceeds upper PL, test is triggered

* Calculate:
. czz ( 1) Z
T, =cT, +—+cz,|T. | 14+= |+2-
k=C%a 2 czd "¢/ 4

k= # future samples; n = #background samples

Ta= sum of background; z= normal distn. percentile

c=¥

P )

BENZENE

BW-1 BW-2 BW-3 BW-4 BW-5

<5 <5 8.0 <5
<5 <5 10.6 <35
<5 <5 <5 <5
<5 <5 <5 <35
<5 <5 12.0 <5
<5 <S5 <5 <5

Background n = 30

Predict next 3 compliance samples =3 k = 3
3 1
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POISSON PREDICTION LIMIT EXAMPLE

¢ Seteach ND to %DL or2.5

* Poisson count of sum = 26(2.5)+(8.0+10.6+12.0+7.0) = 102.6
=”Tn = 102.6

* Find zo) =2.3263 for 99%PL

Q@ 3263)’ 2, 3263 J (2.3263) -
( 02.6) + 200) (102.6)[1+10] +~==227 2 18.35

Smce sum of CW samples = 22.2, have evidence of violation

DETECTING OUTLIERS

* Definition A value that is very different from most other values
(extreme value) .

* Reasons
— Contaminated equipment
— Inconsistent sampling or analytical methodology
- Data errors
- Tme but extreme measurements

e What to Do
~ Correct value if you can

~ If error can be documented but correct value cannot
be recovered = delete value

~ If no emor = keep value

P ls




TESTING FOR OUTLIER(S)

«  First look at probability plot of data excluding suspected outlier
~ - = Judge whether data are more normal or lognormal
— If normal, run test on original data
i lognormal, run test on logged data

 Basic algorithm
.~ List data in order

— Calculate mean and SD of all data
— Calculate Ty = (largest value - mean)/SD

P 17

DETECTING OUTLIERS

NORMAL QUANTILES
[ ]
T

TESTING FOR OUTLIER(S) (con)

o Compare T, to tabulated value

— If Tp exceeds tabulated value, have evidénce of a statistical
outlier

- Even if value is a statistical outlier, make sure reason can be
documented

Pagn 1%
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POWER (%)
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EXPERIMENTWISE ERROR RATES

General Formula

- Pr {21 false(+)} = 1-(1-o)w=<
w = #wells
¢ = # constiluents

For 100 Combinations
- Expect average of 5 false (+)'s
- Pr (21 false(+)) = 1-(.95)1%0 = 99 4%,

ERROR RATES: DEFINITIONS

Comparisonwise Error
~ False positive rate of any single comparison

Experimentwise Error
- False positive rate of entire network of comparisons
— Probability of false positive at one or more wells in network

s,

POSSIBLE STRATEGIES
Banerr’Oni Approach
ANOVA :

Retesting Individual Wells

BONFERRONI APPROACH

Adjust significance level a for number of comparisons
- Lowering a leads to more stringent individual tests
— Less chance of individual false positives

~ Ultimate result: lower experimentwise error

Example
- Run 5 comparisons, each at a = 5%

- Adjust comparisonwise error rate to a* = %: 1%

~ Experimentwise error rate drops from 22% to 5%




TYPE I vs. TYPE II ERROR

Pt

GOALS OF RETESTING
1. Keep facility-wide error rate low (~5%)

2. Keep effective power comparable to EPA Reference Power Curve

Page 10

DEFINITIONS

A) Effective power: power of testing strategy to detect contamination
at single well ("needle in a haystack” hypothesis)

B) EPA Refércnce Power Curve: power curve of 2 99% prediction
limit applied to a single well

Faps 11

EPA REFERENCE POWER CURVES

EFFECTIVE POWER

@

} Backgresnd Samples
» - gl 32

{ ~-d— 24
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A (UNITS ABOYVE BACKGROUND)
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PARAMETRIC RETESTING

. Collect background data

. Construct 95% confidence upper tolerance limit on background

. Compare new samples at compliance wells to upper tolerance limit
. Resample any compliance wells that trigger the tolerance lifnit

. Compare resamples to upper prediction limit derived from
background data

. Fail any well where one or more resamples flunks the prediction
limit

P13

POWER CURVE FOR %%
AND 34% PREDICTION

POWER CURVE FOR 9%
AND $5% PREDICTION
B4 B gaant Buaghen 108

Page t4

i
3

NON-PARAMETRIC RETESTING

. Collect background data

. Construct non-parametric upper prediction limit on background
data (find the maximum concentration)

. Compare new compliance well samples to upper prediction limit |

. Resample any compliance well that fails the upper prediction limit
(may need one or two independent resamples)

. Compare resamples to prediction limit

. Fail any compliance well for which one or more resamples fails the
upper prediction limit

EFPECTIVE POWER (%)

POWER CURVES FOR NON-PARAMETRIC
PREDICTION LIMITS
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POWER CURVE FOR NON-PARAMETRIC
PREDICTION LIMITS
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