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FOREWORD

Nearly every phase of environmental protection depends on a capabilicy
to identify and measure specific contaminants in the envrionment. As part of
this Laboratory's research on the occurrence, movement, transformation, impact,
and control of envrironmental contaminants, the Analytical Chemistry Branch
characterizes chemf{cal constituents of water and soil,

Chemists working in governmental, industrial, and academic laboratories
have long recognized a need for a comprchensive analyelcal methodology for
organic conmpounds 1in water. To this cad, research was begun in 1978 to
develop a qualitative-quantitative scheme for the analvsis of organics of
all volatility classes (amenable to pas caromatography), of almost all
functional groups, in almost any water sanpie. The result is the Master
Analycical Scheme (MAS) for Organic Compounds in Water, a compilation of
protocols that employ new techniques and modifications of existing analysis
procedures. Users may apply the MAS as a set of protocols for a comprchensive
analysis or use individual protocols separatelwv for analysis of organic
fractions of particular interest. Among its many applications are epidemio~
logical studies, wasteload allocatinns, pernit application evaluations, trends
analyses, watersned management studies, exposure assessments, landfill hazard

evaluations, and dqueous source characterizations.

Rosemarie C. Russo, Ph.D.

Director
Environmental Research Laboratory

Athens, Georgia
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PREFACE

The Master Analytical Scheme (MAS) represents the €first effort to
develop a comprehensive qualitative-quantitative scheme for the analysis of
organic compounds in water. The MAS 1s a set of analytical protocols that
includes a broad scope nf organics with a wice variety of functional groups
and physical properties. These protocols provide for the GC/MS/computer
analysis of the usual purgeable and extractable compoinds, with the addition
of various neutrai and ionic water soluble compounds: 1n fact, the MAS ais
applicable to any compound that can pass unchanged through a gas chromato-
graph, or can be derivatized to do so. Recoveries have been determined from
distilled and drinking water, industrial and municipal effluents, and, in
some cases, surface water and eneray effluents, so the protocols are expected
to be applicable to most water types. One unique feature of the MAS is 1ts
comprehensiveress., Another 1s 1ts qualitative-guaantitative aspect: an
extensive data base of mass spectrometer detector responce and recovery
factors allows computer estimation of concent.ation without recourse to
standards for each analyte.

In developing the MAS, existing analytical techniques were evaluated
and modified and new techniques were developed to produce the comprehensive
protocols. Development was 1n two stages. An interim set of protocols was
developed by October 1980;: analysis of environmental samples by these protocols
revealed several important deficiencies that were subsequently corrected by
additional experimental work. The final result is this first edition of MAS
protocols 1n two parts; this volume, Part 2, contains the Appendices.

Two companion reports resulted from MAS development: Experimental
Development of the MAS for Organic Compounds 1n Water, and Literature Review
for Development of the MAS for Organic Compounds i1n Water. The user can
refer to the experimental development report for information on techniques
considered for MAS incorporation and experiments dealing with technmique

optimization and recovery studies. The literature review, which covers
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material through June 1982 on techniques for analysis of organics in water,
was the starting point for experimental development, and will also be of
interest to many users. Neither companion report is essential to MAS use,
however; this report (Part l: Protocols and Part 2: MAppendices to Protocols)
stands alone as the handbook for implementation. pPart 2 includes: Appendix
A - gpecific instructions on fabrication of the purge and trap apparatus and
ancillary devices for purgeable organics, Appendix B - hard copy of computerized
ralative molar response and recovery data for standards and analytes, and
Appendix C - documentation of the MASQUANT computer program for quantification
of MAS data.

The prospective MAS user should first thoroughly familiarize himself
with Chapters 1 and 13 (the Introduction and GC-MS-COMP RAnalysis Procedures)
of Part | of this report for an overview and a quide to use of the pgotocols

and these appendices.



ABSTRACT

A Master Analytical Scheme (MAS) has been been developed for the
analysis of volatile (gas chromatographable organic compounds in water.
In developing the MAS, it was necessary to evaluate and rmodify existing
analysis procedures and develop new techniques to produce protocols that
provide for the comprehensive quantitacive-qualitative analysis of almost
all volatile organics in manytypes of water. The MAS provides for analy-
sis ol purgeable and extractable, as well as neutral and ionic water
soluble, organics in surface and drinking waters and in leachates and
various effluents. Nominal lower quantifiable limits range from 0.1 ug/L
to 100 ug/L, depending on chemical/physical class of the analyte and
complexity of the aqueous matrix. Recoveries are reported for about 280
model compounds of a wide variety of chemical classes and physical proper~
ties dosed into representative samples of several major types of water.
The appendices include specific instructions on fabrication of the purge
and trap apparatus and ancillary devices for purgeable organics, computer-
ized relative nolar response and recovery data for standards and analytes,
and documentation of the MASQUANT computer program for quantification of MAS

data.

This report was submitted in fulfillment of Contract No. 68-03-2704
by Research Triangle Institute under the sponsorship of the U.S. Environ-
mental Protaction Agency. This report covers the period from September
1978 to July 1983, and work was completed as of July 1983.
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APPENDIX A
FABRICATION OF PURGE AND TRAP APPARATUS AND ANCILLARY DEVICES



INTRODUCTION

This appendix describes the fabrication of a purge and trap device, an
injection port/cryofocussing module, and other ancillary devices fur use with
the protocols for analysis of volatile organics, VO (Chapter €), and neutral
water soluble low molecular weight compounds, NEWS (Chapter 7). Most of
the listed components are commercially available and, where necessary, the
fabrication of devices can be easily performed by machine and glass blowing
shops. Materials and machine and glass blowing shop labor are estimated
to cost approximately $4,000.00.

FABRICATION OF INJECTION PORT

The features of this injection system include the capability
for; (1) introduction of VO compounds for the determination of mass
spectrometric re.stive molar response factors; (2) introduction of system
performance mixtures; and (3) addition of an external standard (perfluor-
otoluene) with each water sample analyzed for VO and NEWS compounds and
for RMR determinations.

Figure A-1 shows the construction of the iujector body. An on-column
flash vaporizer packed column injector (Varian Model 1040) is drilled out
to 7.5 mm i.d. (A), to a depth of 15 mm. From there, the original 6.4 mm
(1/4") i.d. is maintained, forming a lip at a 15 mm depth. Two 1.6 mm
(1/16") o.d., 1.0 mm (0.040") i.d. stainless steel tubes are brazed onto
the injector body: the carrier gas inlet (H) about 1 mm below the lip
(16 om below the top) on the same side of the injector as the original
carrier gas inlet and the septum flush outlet (I) 10 mm below the top just
beneath the septum nut threads. The septum flush outlet is attached on
the opposite side of tne injector body from the carrier inlet. A 1.6 mm
(1/16") stainless steel zero dead volume tee (Q, Perkin Elmer No. 0091291)
is modified to make the splitter. To minimize dead volume between the
glass insert and the splitter outlet, the top of the tee 1s drilled out
(0) to accommodate a piece of 6.4 mm (1/4") i.d. stainless steel tubing
(M) 23 mm long (o.d. is not ciitical), the tee aad tubing are brazed to-
gether. The bottom of the injector is cut off immediately below the
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(A) 7.5 mm i.d.; (8) l6mn; (C)} 10 mm; (D) S mm; (E) 6.35 mm o.d. glass
tube; (F) 2-3 mm; (G) 6.35 mm glass tube; (H) carrier gas inlet (1/16"
o.d. SS tubing,; (I) septum purge outlet (1/16'" o.d. SS tubing connect-
ed to Hohe #1315G2B needle valve); (J) beveled needle guidc into stain-
less steel insert with 1.6 mm 1.d. hole; (K) old 1in)ector body; (L) new
materials; (M) 6.4 mm (1/4™) 1.d. SS tubing; (N) 13 mm; (0) 10 mm;

(P) 24 mm; (Q) zero dead volume SS Tee; (Ry 1.2 mm ..d.; (S) Ni capil-
lary tubing; (T) splitter outlet (1.6 mm fitting connected to Hole
#1315G2B needle valve).

Figure A-1. Diagram of injector body.



hexagonal block and the other end of the 6.4 mm i.d. tube connected such
that the top of the tee is about 13 om below the injector body (N). Care
must be taken to ensure that these connections, both of which are brazed,
are properly aligned. We have found that using a lathe to cut a concen-
tric lip into the bottom of the injector body to accoamodate the space
tube aids in the aligument process.

The stainless steel insert (J) for the top of the injector has an
i.d. of 1.6 mm. The o.d., about 7.1 mm, is matched with 7.5 mom i.d. of
the upper part of the injector body (A) such that the fit is close, but
not binding. The insert is about 14.5-15 om long such that the septum
will be tightened down snugly over the top. A'1.6 mn (1/16") bole is
drilled in one zide at about 10 mm from the top (C), even with the septunm
purge outlet (I). A groove is cut around the insert at the 1.6 mm outlet
bhole. The top of the insert hole (of J) is beveled to act as a needle
guide.

Glass inserts are fabricated from standard 6.35 mm o.d. Pyrex tubing
about 7 cm in length such that there is a 2 om gap between the top of the
glass and the bottom of the stainless steel septum purge insert.

The injector is iastalled in a heating block which also 1s fahricated
to accommodate the six-port high temperature Valco valve. The septum
purge outlet (I) is attached to a needle valve (Hoke #1315G23) .. then to
vent. The splitter outlet (T) is connected to another needle valve. A
shutoff valve (e.g., Whitey SS-0GS2) may also be added for operation in
the "splitless" mode, and after the needle valve on the septum purge for
shutoff of the purge.

Glass inserts for the injector are easily fabricated from standard
6.35 mm o.d. column tubing of 2-4 mm i.d.; imserts are silanized with
dimethylchlorosilane. Replacement in the 1njectur requires appreximately
30 sec.

FABRICATION OF HEATING BLOCK AND CRYOTRAP
An alumious heating sandwich is machiped according to the sgecifica-

tions in Figure A-2.
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A cryotrap is fabricated according to the dimensions given in
Figure A-3. An aluminum rod (1.9 cm 0.D. X 4.0 cm in length) is bored
(1.6 cm I1.D.) to a depth of 1.5 inches to accept 3 150 watt heating cart-
ridge (Table A-1). A helical groove (one-half the diameter of the Ni
capillary) 1s machined around the aluminum cylinder to accept a nickel
capillary trap with the dimensions shown in Figure A-3. Also, a groove is
made to provide for the return end of the trap (B, Fig. A-3). Two addar-
tiona) grooves are machined (the thicknesses of tLhe thermocouples must be
measured for determining width and depth of the grooves; thermocouples
should fit snugly) for the coatroller and sensor thermocouples. An alumi-
pum cup 1s machined according to the specifications given in Figure A-3
so that 1t fits snugly over the outside of the capillary trap when it is
wrapped on the aluminum cylinder. The aluminum cup 1s 2 cm deep. The
thermocouples are inscrted between the capillary trap and the aluminum
cylinder at the approximate positions shown 1n Figure A-3. A 1/16 in
Suagelock® union is fastened into the threaded hole of the aluminum cup to
provide for filling of the cup with liquid nitrogen during the cryofocus-
sing step.

The 1njection port system 1s assembled as shown 1n Figure A-4. The
1/16 in N1 sample transfer line from the purge and trap system 1s attached
as indicated to the Valco® valve (Fig. A-4, A). All lines are connected
so that the flow pattern through the valve and cryotrap are as indicated
in Figure A-5 (for valve position A aad B). (It is extremely important
that the direction of gas flow through the cryotrap is the same foir valve
position A and B.) Nickel tubing (1/16 1n OD, 0.02 in ID) is used for
connecting the i1njector to the Valco® valve (A) and the valve to the
1/16 1n zero dead volume Swagelock® union (Fig. A-4, B). The fused silica
capillary is passed through the commercial GC injection port and coanected
flush to the constricted part of B using a graphite ferrule. The injection
port system must be secured (bolted) to the commercial GC system to provide
stability during usage. The entire assembly (Fig. A-4) 1s fastened flush

with the commercial GC imjection port.
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Table A-1. PARTS ZISTINC FOR TEHPERATURE CONTROLLERS

~

Quantity Manufacturer Part Number Description
CONNECTORS
2 Holex receptacle 03-09-1091, plug 03-09-2091 9 circuit
2 Molex receptable 03-09-1061, plug 03-09-2061 6 circuit
2 Molex receptacle 03-09-1031, piug 03-09-2031 3 circuit
2 Molex receptacle 03-09-1021, plug 03-C3-2021 2 circuit
8 Omega mated pair NMP-IRCO-MF miniature thermo-
couple connectors
for type J
MISCELLANEQUS
Molex .093" Pin terminals for above Molex connectors
40 Molex 02-09-1118 Female
40 Molex 09-09-2118 Female
8 Omega MACL pnael adaptor clips
2 Omega Model 7035-J-500 meter; 0-2602C, I/C type J thermocouple
2 CentralLabdb PA-2003 Rotary switch; 6 position non-shorting
- Cinega 28AWG Thermocouple wire for read out
2 Littlefuse 3AMP 3AG 312 Fuse
6 Littlefuse 2AMP 3AG 312 Fuse
8 Buss Type HTA fuse holders, panel mount
8 McGill Toggle switch SPST No. 90-0003
CONTROLLERS
6 Wattlow Series 100 Temperature controller with type J thermocouples
HEATERS
6 Hotwatt GR16-60 Single rope heater 250 watt, 60" long
1 Hotwatt HS3715 Cartridge heater 150 watt, 1.5" long

1 Hotwatt HS3725 Cartridge heater 200 watt, 2.5" long
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ASSEMBLY OF TEMPERATURE CONTROLLER MODULES

Twe temperature control modules, each with three controlling chan-
rels, are needed, one for the purge and trap system and one for the injec-
tion port and cryofocussing devices. Wattlow Series 100 temperature
controllers with Type J thermocouples are used for temperature control.
Table A-l provides a parts lasting for the two sets of temperature control-
lers. Each temperature controller set 1s assembled for inclusion in a bud
box. Fagure A-6 shows a schematic of the control and readout circuits.
Figure A-7 depicts the front panels of the two temperature control modules
used for controlling the various heating el=ments on the purge and trap
and injection port systems. As the front pamels indicates, there are
three channels per temperature control moduie with individual toggle
switches for on/off of each channel as well as overall power. A si1Xx-posi-
tion non-shorting rotary switch is used to monitor the temperatures of the
various components. The temperature 1s read on a pyrometer (Figure A-7).

Temperature control module No. 1 is employed for controlling the
Valco valve (8), Tenax trap (4), and sample lines (5,6,20,2]1 and 22) on
the purge aad trap system (Figure A-7). Temperature control module No. 2
is used to control the temperatures on the injection pert block n,
cryofocussing system (2), and, when executing the NEWS protocol, the
heating collar (8) on the purge and trap vessel. The six temperature
control channels have separate thermocouples for heat control and tempera-
ture readout. In Figure A-6, the thermocouples found in control module
No. 1 for the sample lines, Valco valve, and Tenax trap are shown. Control
module No. 2 has thermocouples for the injection block, cryofocussing
trap, and heating collar for the purge and trap vessel.

The temperature controller and sensor thermocouples and the pyrometers
are calibrated against a standard source prior to their use on the purge
and trap system.

FABRICATIO% OF PURGE AND TRAP SYSTEM

Figures A-7 and A-8 depict the front and rear views of the purge and

trap system. A parts listing 1s given in Tables A-2 and A-4. A stand is

fabricated that will hold an aluminum plate on a rack system anchored to a wooden

11



CONTROL CIRCUITS

READQUT CIRCUIT
——

Molea Cona
TC.
11 c. m
—o Wis - . .
DO
bl e tew o=
: 1 |Conuollerd (34
[} Sampls Lines) i1
[} Thermocouple Rotary Smizh
H Tc N Red (valeo
! N White Vilwn)
1 1ce| P,
o Wil c —
—0 Wi§ 1
Lo wir %0 1
00
: : Wit Low NC - w
V¢ |conuone 2 1 9
: : (Valco Yalve) |y ol ) i
1 M
! ) 1
; ! &f\.l l  guyt
t ) 1¢c. whol | ot 1
1C» mega Conn, H
o Wi ¢ —‘.J LA
T wns m Themacoupls R
C——f— wny "o | 150 (Tenax Trap) Thermocowple
L [wentew LU . (Extra)
Conticiter ¢ 12 Bl
{lerax Trap) 1" - %
White _J Molex Conn,
Com !' 5 Blue
: { Violet
[
Line Slxk s Blaeh
f1 5_1_’510/
[}
Cad Gioen H

Figure A-6.

2
| SLE S o___r_,z A :510/0__

“Schematic of control and rcadout circuits for
temperature control module No. 1



£l

ql
_._ ST or)

| ; u)lo (:O_II
?L[]l; ——

om

GC Injection System

Figure A-7. Purge and trap system with injection systcm.



20 e pragep

")
5

o

Figurc A-8.

Purge and trap system (rear view).

14



Table A-2. COMPONENT IDENTIFICATION - PURGE AND TRAP SYSTEM

Item # Description
4 Sorbent trap (1.5 g Tenax GC; 35/60 mesh)
4A 3/8 in + 1/16 in stainless steel, fritted (10 p) reducing union
4B 3/8 in stainless steel nut
4C 10 in X 3/8 in o0.d. X 5/16 in i.d. stainless steel tubing
S Heated/insulated nickel transfer line from 6-port valve to GC
injection system (item 7 on right side of Faig. A-7), 1/16 1n
c.d. X 0.040 in i.d. x 30 in
6 Heated/insulated nickel transfer line from 6-port valve to
sorbent trap, 1/16 in o.d. X 0.040 1n i.d. x 14 in
Support for 6-port valve, Valco
Six-port valve, Valco C-6-T, 1/16 in zero dead v.lume fittings
Suppert bracket for sample valve, Tekmar 1400507000
10 Sample valve, Tekmar 14036
11 Sample introduction needle, Tekmar 14-0033-053
12 Teflon tubing (1/16 in o.d. X ~0.040 in i.d. X ~20 in) with
needle (18 gauge X 14 cm)
13 » Teflon tubx@g (1/16 in o.d. X ~0.040 in i.d. X 8 1n) with
Cheminert. connector (LDC) for comnecting to item 20
ig Sampler union, Tekmar 14049
16 Sample centainer, 243 nml, glass, 24 mm septum cap
17 Three-finger clamp, Fisher 05-742
18 Clamp holder, Fisher 05-754
19 Aluminum rod, 1/2 in, Fasher 14-666
20 Heated/1insulated nickel transfer line from purge flask connecting
line (item 13) to 6-port vzlve, 1/16 in o.d. X 0.040 in i.d.
X 14 in )
21 Heated/insulated nickel transfer line from 6-port valve to
sorbent trap, 1/16 in o.d. X 0.040 in i.d. X 20 in
22 Heated/1nsulated nickel transfer line from sorbent trap to
6-port valve, 1/16 in o.d. X 0.040 in i.d. X 5 in
23 Clamp
24 Scap bubble flowmeter

(continued)
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Table A-2 (cont'd.)

Item ¢ Description

25 Purge flask (See Chapter 6, MAS protocols, for details):

Approximate dimensions - 45 cm X 3.5 cm
Purge gas inlet - 1/16 in o.d.

Frit porosity - medium

Material - borosilicate glass

A: Hicroflex® valve, Kontes K-749100-21
B: Chromaflexe column valve, Kontes K-423600
C: Chromaflexe column valve, Kontes K-423600

26 Spring, 1-1/2 in

27 Dry purge velve, 4-port, Valco C-4-T, 1/16 in zero dead volume
fittings

28 Aluminum panel, 16 in X 26 in X 1/8 in

29 Flexframe foot plate, Fisher 14-666-25

30 Purge gas line, Teflon tubing (1/16 in o.d. X ~0.040 in i.d.
X ~20 1n) with Cheminert  fitting (LDC)

31 Teflon tubing (1/16 in o.d. X ~0.040 in i.d.) with stainless steel

needle (18 gauge x 2.5 cm)
32 Purge gas flow metering valve, Nupro SS-2SG, 1/8 in fittings

Unspecified Equipment

1 Rope heaters - Hotwatt, Imc., 250 watt, 120V, 60 in

Insulation - glass wool slerve 1/2 in X 1/16 in thick

LE

Glass fiber tape - Scotch 27®

s W

Nickel tubing (surrounding 1/16 in Ni transfer lines) 1/8 in o.d.
X 0.085 in i.d. This sleeve 1s used to distribute heat more
evenly from heating rope to 1/16 in transfer line.

Vendors

Valco Instruments Co., Box 19032, Houston, TX 77024

Tesmar Co., P. 0. Box 37202, Cincinnati, OH 45222

Fisher Scientific Co., various locations

Kontes Glass, P. 0. Box 739, Vineland, NJ 03360

Watlow Winona, Inc., 1265 E. Sanborn St.. Winona, MN 55987
Hotwatt, Inc., 128 Maple St., Danvers, MA

Laboratory Data Control, P. 0. Box 10235, Riviera Beach, fL 33404

~N O N W
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base. The dimensions of the aluminum are 1/8 in X 16 in X 26 1n. It is
secured to the aluminum rack stand as indicated in Figure A-8. Holes are
drilled through the aluminum plate and on the two crossbars of the aluminum
rack and the holes are counter sunk on the plate for bolting the plate in
place. All the components then are assembled as indicated in Faigure A-7.
The relatioaship of the purge and trap system (Figure A-7) with respect to
the injection port system is also indicated. The purge and trap stand
should be conveniently located near the i1njection port system, which 1s
mounted on the gas chromatograph. 7The Ni transfer line (5, Figure A-7)
frow the Valco valve (8) of the ﬁurge and trap system to the injection
port system (right side of Fig. A-7, item 7) ais generally 2~1/2 to 3 feet
10 length; 1ts length 15 not critica. since the sample will be focussed
pPrior to 1mjection onto the GC capillary. Table A-3 identifies the compo-
nents of the inmjection system.

The parts listing for the reir view of the purge and trap system 1s
given in Table A-4. For the proper assembly of the six-port and four-port
valves, it is important to consult the flow diagrams which are provided

Jaith the valves by the manufacturer to insure that the gas flow is properly
"directed with each rotated position of the valve. Figurce A-Y . shows the
flow pattern during the wet and dry purge steps through the purge and trap
system. During purging of a water sample, the purge gas passes through
the purge vecsel, the six-port Valco® valve, Tenax GC® trap six- port
valve and to the bubble meter (Valco valve 1n position A). During the
"dry" purge step, the K-423600 valve (B, Fig. #-7) is closed and the gas
is directed to the 1/16 in Swagelock® Tee Unaor, passing through six-port
valve, Tenax GC® trap and to the bubble mater (Valco valve in position A).
In either case the GC carrier gzs passes through the six-port valve and to
the injection port system. During thermal desorption of the Tenax GC®
trap, the six-port valve is rotated to position B and the GC carrier gas
is directed through the Tenay ‘rap in the reverse direction and then to
the i1njection port system.

Figure A-10depicts the dimensions of the Terax trap.
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Table A-3. COMPONENT IDENTIFICATION - INJECTION SYSTEM

Itec § Description
1 Heating block, containing 6-port valve (Valco C-6-T)
2 Nickel capillary cryogenic trap
3 Gas chromatograph carrier gas inlet to injector
4 Septum sweep (outlet), closed during operations.
5 Splitter erit (closed)
6 Vent
? Heater/insulated transfer line from §6-port valve on purge and
trap system Lo injector body, 1/16 in o.d. X 0.040 im i.d.
x 30 in (other end of item No. 3, Table A-2)
Purge flask heater, 3/4 in dismeter x 8 in, Watlow 01808081
Electrical connection to injector body heater
10 Electrical coanection to cryogenic trap heater
11 Gas chromatograph bulkhead
12 Cas chromatograph injection pott
13 Cepillary GC column

18



Table A-4. COMPCNENT IDENTIFICATION - PURGE AND TRAP SYSTEM (REAR VIEW)

Iten & Description

Dry purge valve, &4-port, Vslco C-4-T
Capped port

Purge gas lioe to purge flask, 1/16 in o.d. X 0.040 in {.d.
X 12 in (connected to line 30, see Fig. A-7)

4 Vect from 6-port valve for monitoring purge gas flow, 1/16 in
o.d. X 0.040 in i.d. x 20 in

S Dry purge line to 6-port valve, 1/16 in o0.d. X 0.040 inp i.d. X
24 1in

6 Heater cable connections to purge and trap temperature controller

7 Purge gas flow metering valve, Nupro $S-2SG

8 Gas line from helium cylinder, 1/8 in copper

19
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Figure A- 9. Flow diagram of purge and trap system.



7 mm stainless stee) frat (10 u)

(as part of reducing unior,
Tab;i A-2. item 4A)

1.5 g Tenax GC

26 ¢m

stainless 378" 0 D =Y jl—

stecl tubing (8 mn 1.p ) REEECHM A
7 mm stainless steel frit

(as part of reducing union,
Table A-2, 1tem 4A)

Figure A-10. Tenax trap for purge and trap system (Fig. A-7).
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ASSEMBLY OF SAMPLE TRANSFER SYSTEM (VO ANALYSIS PROTOCOL ONLY)

Figure A-11 depicts a schematic of the volatile organic sample trans-
fer system. This is an expansion of a portion of Figure A-7 which shows
the relative position of the sample transfer system to the purge and trap
vessel. A two-way valve (G) is employed to direct the "on/off" pressuriza-
tion of the water sample container. Sixteenth inch Teflon tubing is used
to connect the two-way valve (G) to a stainless steel needle (F) with its
hudb removed (18 gauge X 2.5 em in length). The water sample is delivered
iato the purge and trap vessel using a stainless stee! needle (D, Fig.
A-11), also with its hub removed (18 gauge x 14 cm in length), which is
attached to a 1/16" Teflon tubing (E) and the three-way sample valve
[Fig. A-7 (10)). The long and short stainless steel needles are inscrted
respectively througk the Teflon faced septum (H) just prior to transfer of
the sample.
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Two Way Valve (G)

—
SS Hypodermic —He in
o—) Needle (F)
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Gasket (A) Sample Needle (D) ) Septum (H)
W N
SS Reducing
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SS Hypodermic
i\/ Needle (1)
S =Sl
Magnetic
Stirning Bar

Figure A-11,

Schematic of VO sample transfer system.



APPENDIX B

RMR AND RECOVERY DATA FILE FOR INTERNAL AND
EXTERNAL STANDARDS AND ANALYTES IN MASQUANT
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INTPODUCTION

This Appendix s basically a computer hard copy of recovery and relative
molar response (RMR) factors of the Master Analytical Scheme's internal
standards and 1ts approxinately 280 model compounds. These data are part of
the computer files for MASQUANT, a program for calculation of concentrations
of analytes detected during implementation of the MAS. The user should refer
to Chapter 1 (Section 1.2.7) and Chapter 13 (Section 13.4.2.2) of "Part ]:
Protocols"™ for a discussion of the general approach towards quantitation,
whether conducted manually Or using MASQUANT,

GENERAL DESCRIPTION OF MASQUANT

MASQUANT has been written to carry out some of the basic calculations
used to prccess data obtained using the Master Analytical Scheme. MASQUANT
consists of approxirately 2,000 lines of source code written in ANSI subset
Fortran 77, which should make it operable on any computer capable of handling
this langjuage.

The program consists of a main routine and sixteen subroutines, which
will be described in grea%er detail i1n Apvendix C. The program 1s written to
run interactively, with a continuing dialogue between the user and the
computer. Aiter all of the data are processed, a report Jiving the calculated
concentration of each identified component i1s generated.

In order to use MASQUANT, three files need to be accessed from an
external disk or tape., The files are orcanized in a sequential fashion, and
are read or wri“ten to in this same manner. These files are 1) a file which
contains calculated correction factors for RMRs which can be applied to the
library file, 1f desired; 2) a standard file consistirg of internal and
external standards, along with associated data including recovery factors and
response factors; and 3) a file, written in the 1dentical format as file 2,
consisting of data for "unknown" analytes. The compounds and standards are
organized inte 13 clases, consistent with the MAS Protocols. Detailed formats

for the three filesare given in Appendix C.
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USE OF TABLES

The following table lists the 13 classes of MAS compounds and standards
for use with MASQUANT, with page numbers of corresponding data tables. Each
table is in three parts: 1) a table of internal and external standards and
their identification numbers; 2) a tabulated matrix ?f standard i1on RMRs,
which requ.ires more than one page for Classes 3-8; and 3) a table of MASQUANT
computer output of recoveries and RMRs of analytes (MAS model compounds ), which

often requ.res several pages for each class.,

Table Class No. Class Page
B-1 1 RMRs and Recoveries for VO Compounds 27
B-2 2 RMRs and Reroveries for NEWS Compounds 35
B-3 3 RMRs and Recoveries WABN Compounds

(BLLE, pH 8.0/No Fractionation) 40
B-4 4 RMRs and Recoveries for WABN Compounds

(BLLE, pH 8,0/Fraction No. 1) 61
B-5 5 RMRs and Recoveries for WABN Compounds

(BLLE, pH 8.0/Fraction Nos. 2 & 3) 82
B-6 6 RMRs and Recoveries for WABN Compounds

(BLLE, pH 8.0/Fraction No. 3) 103
B-7 7 RMRs and Recoveries for WABN Compounds

(FJ, pH 8.0) 124
B-8 8 RMRs and Recoveries for WA3N Compounds

(Accumulator Column, pH 8.0) 145
B-9 9 RMRs and Recoveries for ESSA Compounds 166
B-10 10 RMRs and Recoveries for VOSA Compounds 17
B-11 11 RMRs and Recoveries for NOVA Compounds 175
B-12 12 RMRs and Recoveries for SAM-PT Coroounds 178
B-13 13 RMRs and Recoveries for SAM-S Compounds 181

Following are explanations of the MASQUANT corputer output hard COopY.
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For each compound (analyte) listing, data is arranged as follows:

First lina: Compound # Recovery Compound name and CAS number
Second and third lines: Analyte ion (m/z) Analyte RMRs vs, standard ions
Standard ions are listed at the top of each page under the stanaard
number. There are usually two ions listed for each standard (and two for each
analyte). See the first table in each class for identification of standards by

number.
Definitions/Explanations:
Compound f: compound (analyte) number assigned in MASQUANT
Analyte 1on: ion (m/z) of analyte for which an RMR has been determined.
There are usually two for each compound.

Recovery: recovery determined for the analyte using the prescribed
protocol; e.qg., 1.00 = 1008, 0.97 = 978, Compounds whose
recovery have not been determined using the prescribed protocol
are assigned a numerical value of 0.01,

RMR (relative molar response): space is allocated for two RMR values for
each analyte ion measured againet each standard. If a standard
contains only one ion, a dash (-) is placed at the heading of the
second column and no values are listed in that column. A RMR of
¢4t is greater than 9.99; a RMR of 0.00 18 less than 0.01. A}l
RMRs were determired using a Pinnigan 4021 GC/MS with an Incos Data
System.

NOTE: Classes 3-8 use more than 5 standards; there is room for only S per

page, so there are 2 pages of data for each analyte for these classes.

Table B-1. RMRs AND RECOVERIES FOR VO COMPOUNDS

Class No., 1

Standard ID No. Standard Name
1 perfluorotoluene (external)
51 dg-Bromoethane (internal)
52 2,4,6-dy-Anisole (internai)
53 dg-Chlorobenzene (internal)
54 dg-Naphthalene (internal)




37

MATRIX OF STANDARD TON RMRs

N L L T T T NP Y R L XL L]

Standard

Perfluorotolucr ¢

2,3,6-¢y-Anlsole

dy-Chiorobengene

dyp-Niethy! ether

dy-8romoothane

Standard ton Recovery /1 186 m/1 236 n/t 81 w/t 111 o/t 82 w/z 117 m/t S0 n/t 60 =/t 113 o/t 118
perfluorotoluene 186 NA - .93(3)a 3 v .70(27) 3.13(6) .55(14) 3 11(270 1.40(28) 1.87(21) 1.61(22)
236 NA 1.08(3) - 1.41(2%) .75(25) 119(13) LS8(11) 3.30(24) 1.54(28) 1.69(19) 1.73(20)
Z.C.O-ds-lnlsol. 81 0 $? .82(29) .76(28) - .54(1) .92(17) .45(18) 2 87(4S) 1.32(44) §.55(34) 1.60(38)
1 0 57 1.53(30) 1.42(27) 1.87(1) - .11 .84(17) $.35(45) 1.45(44) 2.88(34) 2.97(35)
ds-ﬂtlombenuna 821 120 .9l(l9) .85(10) 1 11(10) .60(17) - .49(2) 3.07(24) 1.43(23) 1.65(18) 1.70(18)
1n 120 1.87(17) 1.75(18) 2,25(18) 1,23017) 2 05(2) - 6.31(2¢) 2 92Q122) 3 38(18) 3.49(19)
dm-dlothyl ether S0 NA .34(22) J31(21) .41(4S) .22(45) .35027) .17(28) - .46(2) S7(2) S8(22)
66 NA J2(24) .61(22) .88(44) .48 (ae) .75(26) .37(28) 2.16(2) - 1.23(20) 1.27(20)
ds-broocmu\e 113 0 85 . 66(21) .61(19) .71(30) .38(31) .63(168) 31017) l.l?(l!)w .83(18) - 1 03(})
115 0.8% .64(22) .59(19) .69(30) L37(31) 61(17) .30(17) 1.76(20) .81(19) 370 -
a
(cv)

Note: This matrix was generated before final internal standards were selected.

standards are listed on the first part of Table B-1 (praceeding page).

includes d
on pp. 29-59

-diethyl ether,
, values for standards 1,

but omits d

bromoethane and diethyl ether are not.
naphthalene is not.)

53

-naphthalene.

The correct
The matrix as shown here

However, on the RMR and recovery tables
, 53, and 54 are given; i.e., naphthalene is included but
(There are a few exceptims where bromcethane 1is used, but



Cmpd#

Mass

105
92

106
91
1006

107
91
106

108
106

109
117
118

110
105
120

11t
105
120

112
105
120

113
105
120

114
105
120

115
105
134

116
91
119

117
119
134

Internal/External Standard File for Tnpd Class # 1

Recovery
Std &
186 236
1.25
2,05 1.83
1.32 1.21
0.01
2.00 1,87
1,10 1,03
0.98
1.84 1.62
1007 0.95
0.96
3.18 2,12
1,11 1,02
0,01
0,76 0,7%
0.98 0.93
0,77
4,02 3.8D
2,37 2.2%
0,94
2,23 1.95
1.26 1,11
0.01
2,73 2,217
0,82 0,69
0.01
3.38 3,11
1.14 1.05
0,01
3.20 2.99
1,05 0.98
1.13
3,69 3,09
0,89 0.75
0.81
0.61 0.56
2.37 2.18
1,00
3,35 3,18
0,95 0,90

Compound Name

Std #51 Std #52 Std #53
113 115 81 111 82 117

TOLUENE 108883

2.25 1,21 2,13 1,04

1.44 0,78 .1.37 0.67
O=XYLENE 95476

2,45 1.32 2.79 1,09

1,35 0,73 1.25 0,60
P=-XYLENE 106423

2.81 1.39 2.39 1,07

1,56 0,86 1,48 0,65
ETHYLBENZERE 100414

3.47 1.88 3,30 1,60

1.21 0,65 1.15 0,55
2=-METHYLSTYRENE 611154

0.93 0,50 0.88 0,42

1.18 0,63 1.13 0,53
1,3,5°TRIMETHYLBENZENE 108678

4,80 2.58 4.54 2,16

2,83 1,52 2.68 1,27
1,2,4=TRIMETHYLBENZENE 95636

3,20 1.73 2.98 1,32

1.85 1,03 1,79 0,78
ISOPRIOPYLBENZENE 98828

3.11 1.68 2,60 1,23

0.95 0.51 2.78 0,37
D-ETHYLTOLUENE 611143 ,

3,70 2,00 3.52 1.7

1.24 0,67 1.18 0,58
P-ETHYLTOLUENE 622968

3,92 2.1%2 3,66 1,75

1,28 0,63 1.19 0,57
SEC=-BUTYLBENZENE 135988

4.30 2,32 3.54 .68

1.04 0.56 0.86 0,41
P=DIETHYLBENZENE 105055

0.67 0.356 0.63 0,31

2,59 1,48 2.47 1,20
4=METHYL1SOPROPYLBENZENE 99876

4,00 2,15 3,79 1.80

1.14 0,61 1.08 0,51

29

Std #54
136



Capd#
Mass
118
128
119
167
168
120
119
134
121
70
96
122
112
123
156
124
91
126
125
170
126
218
127
i1l
146
128
111
146
129
111
146
130

196
192

Internal/Sxternal Standard File for Cnpd Class # 1

Recovery
std s 1
186 236
0.74
4,46 3,93
0.59
2.98 2,49
3,18 2,62
1.13
2.64 2.47
0.67 0,63
1,16
0,30 0,25
1,49 1.2%
0,91
0.83 0,73
1.65 1.46
1.23
1,90 1,59
1,27 1,086
0.01
1.83 1,73
0,46 0,44
1.04
1.99 1.89
1.00 0,95
1.05
2,18 1,82
2.82 2.36
1.16
0.85 0,71
2,36 1.97
1,03
0.78 0,73
2.24 2.11
0.83
0.92 0,84
2.73 2,51
0,92
1,53 1.40
2,03 1,86

Compound Name
std 851 Std #52
113 11% 81 111

NAPHTHALENE 91203

6.67 3,56
DIPHENYLMETHANE 101615
3.45 1.86
3.63 1,96
TERT=BUTYLBENZENE 98066
3.24 1,15
0.83 0,495
FLUDRDBENZENE 46200606
0.35 0.19
1.73 0,93
CHLORJOBENZENE 108907
1.25 0,62
2,32 1.33
BROMOBENZENE 108861
2,21 1.19
1.53 0,32

BENZYLZHLURIDE 100447
.31 3.42 2.83 1,52
0.84 0,86 0.71 0.38

P=BRIUITOLUENE 100387

2.39 1,28
1.20 0,64
JODOTOLUENE(P) 624317
2.62 1.41
3.39 1,.R3
1,2=0D1ZHLORDBENZENE 541731
0.99 0.53
2.74 1,44
1,3=0ICHLORUBENZENE 955061
0,93 0,50
2,66 1,43
1,4=D1CHLORUBENZENE 106467
1,00 0,54
2,99 1,561
2-BROYOCHLUROBENZENE 634804
1.67 0,90
2,22 1,20

30

Std #53

82 117
5.7¢ 2,73
2.85 1,35
2.99 1.42
3,02 1.44
0.77 0,37
J.29 0,14
1.42 0,068
1.03 0,46
2.32 0,98
1.82 0,87
1,22 0.58
2.2t 1,06
0.56 0,27
2,25 1,07
1.13 0.54
2,15 1,02
2,70 1,28
0.82 0,39
2.26 1,07
J.88 0,42
2,52 1.26
0,95 0.47
2.84 1,28
1,59 0.78
2.1t 1,03

Std #54

136



Lmpd#

Mass

131
190
192

132
180
182

133
159
161

134
102
137

135
78
108

36
1
170

137
91
92
138
29
58
139
31
59
140
82
141
69
142
43
85

143
76

Internal/External Standard File for Cnpd Class ¢ 1

Recovery
std & 1
186 236
1,06
1.34 1.2)
1.81 1,68
1.01
1.83 1,62
1.80 1,59
0,70
1,63 1,52
1.10 1,02
0.01
1,13 0.97
4.22 3,63
0.68
0.71 0.66
1,27 1,29
0.47
1.18 1.08
3,57 3,28
0,01
4,37 4.13
95.60 5,30
0.67
0.52 0,47
0.21 0.24
1.15
1,89 1,72
0.62 0.%6
0,80
0,48 0,45
0.77 0,73
0.98
1.88 1.77
0,27 0,25
0,70
4,29 3.9}
3,53 3,25
1.00
2,26 2.06

compound Namne
std 51 Std 852 std
113 115 81 111 82

4=BROMDCHLUROBENZENE 126398
1.60 0.Bb6 1.52
2.12 1,14 2,01

1,2,4°TRICHLOROBENZENE 120821
2.72 1.46 2.32
2,68 1,44 2,24

A,A,A, TRICHLORJITOLUENE 98077
1.85 1.03 2.09
1,24 0,69 1.41%

3«CHLIROBENZONITRILE
1.35 0,73 1.11
5.03 1.41 4,15

ANISOLE 1006063

BIPHENYL ETHER 101848
1.286 0,69 1.22
3.90 2.11 3.70

BENZYL ETHER 193504
.20 2.80 1.52
6.67 3.58 2.01

PROPYLENE DXIDE 75509
0,09 0,70 0.56 0,130 .49
0,35 0,36 0.2 0,15 .25

DIETHYL ETHER 60297
2,50 2,55 2.00 1,07 1,75
J.82 0.83 0.65 .35 V57

2-METHYLFURAN 534225
0,86 0,88 0.74 1,57 J.58
1.39 1,43 1.20 0.22 .93

ALLYL ETHER 55/su?
3.39  3.50 2.92 G,.40 2,28
0.48 0.50 0.42 0,64 2,33

HEXYL ETHER 112583
4,83 2,586 5.42
3.97 2,20 3.47

CARBON DISULFIDE 75150
3,00 3,06 2.37 1.21 .07

31

653
117

std #51%
136



Ceods

144
64
145
70
146
84
147
43
417
148
71
149
55
150
517
151
517
152
136
153
71
154
43
57
155
57
156

57

Internal/External Standard File gor

Recovery
std ¢
186 236
1.20
0.49 0.47
0,97 0,92
1.13
1.84 1.68

1 ¢.4)
0.85
1.38 1.7
0.99 0,9)
1,05
0.89 0,43
0,69 0,69
1.20
0.6t 0,56
0,63 0,57
0,01
0.92 0,76
0.73 0,61
1.013
1,54 1,36
0.52 0,45
0.79
2,27 2.13
1.69 1,58
0.96
0.61 0,52
0.14 0,11
0.89
2,76 2.56
1,07 0,98
0.50
2.55 2,41
2.70 2,556
0,67
2,90 2,42
2,99 2.50
0,44
2.98 2,82
3.56 3.37

Compound Nane

$tad 951 Std 852

113 115 81

THIJPHENE 110041
0,58
1.10b

CYZLUPENTANE 28792)
2.44 2.49 1.9
0.6 0,64 0,50

CYCLOHEXANE 1108217
2,41 2,49 2.008
1,78 1,84 1.54

HEXANE 11054)
1.09
0.85

HEPTANE 142825
0.67
Q.68

1=0CTENE 111660
1.00
0.85

OCTANE 111659
2.13
.71

NONAKNS 111842
2.79
2,07

DIPENTENE 5989275
0.95
J.22

N-ODLTANE 629505
3. 11
1,20

NeUNDEZANE 1120214
3.04
3.22

NeDODETANE 112403
3.3
.46

NeTRIDETANE 629505

3.56
4.24

32

111

0,31
0,62

Zopd Class 0 1

Std
¥ ]

53
117

0,¢6
Ved2

Std 844
136 -

0,15



Cmpds

Mass

157
71
158
94
96
159
49
84
160
139
161

85
162
64
163
96
164
62
98
165
107
109
166
95
130
161
99
168
39
41
169

164
166

Internal/External Standard kile tor Znpd Class 8 1

Recovery
std s 1
186 236
0,49
2.19 2,03
1.28 1,18
0.0!
1,05 0,99
0,99 0,7)
0.01%
1.47 1.3¢
0,85 0,17
0,95
0,95 0.90
0,60 0,56
0,78
1.24 1.17
0,31 0,77
0,01
1.06 0,97
0,33 0.3
2,87
0.93 0.85
0,65 0,59
1.02
0052 0.48
0,12 0,11
0,77
1.68 1,38
1.54 1,29
1.18
0.69 0,66
0.77 0,73
0,01
0,75 0,63
0.47 0.44
0.64
0,78 0,71
1,23 1.12
0.717
0.8 0,71
1.08 0,93

Conpound Name

Std 851 Std #52
113 115 81 111
N=TETRADECANE 629594
2,47 1.37
1.449 0,80
UROMOMETHANE 74839
1.91 1.96 1.3 0,87
1.79 1.84 1.52 0,82
DIZHLIROMETHANE 75092
1,95 1.15 1.55 0,313
1.12 0,73 0.89 0,47
BROMOSHLORDMETHANE 74875
1.71 1.76 1.47 0.79
1.08 1,11 0.9) 0,50
CHLORDFORM 67663
2,24 2.31 1.93 1,93
1,47 1,51 1.26 0,68
VINYL CHLORIDE 75014
1.41 1.44 1.11 0,59
0,43 0.45 0,34 0,18
TRANG®1,2-DICHLORUETHYLENE
1.23 1.26 0.47 0,52
0,86 0,88 0.68 0.36
1,2=DICHLURJETHANE 107362
0.57 0.31
0.14 0,07
1,2-DIBROMUETHANE 106534
1.91 1,03
1.79 0.79
TRICHLIROETHYLENE 790156
0.83 0.45
0.92 0,49
1,1,2=TRICHLORIETHANE 79005
0.91 0,49
0.57 v,31
ALLYL CHLORIDE 107051
1.03 1,05 0.63 0,44
1.63 1.66 1.28 0,69
TETRAZHLOROETHYLENE 127184
1.27 0.72
1.65 0.94

a3

Std
82

540590
J.85
0.59

0.54
0.13

J.87
0054

d.72
1,12

1.37
1.54

153
117

Sta 854
136 -



Cmpds

Mass

170
62
63

171
77
172
123
123
173
41
57
174
90

175
55
135

176
43
1"

11
55
91
178
135
179
35
137

180
78

Internal/External Standard File tor >upd Class # |

Recovery
Std ¢ 1§
186 236
1.48
0,50 0,44
0,72 0.60
0.99
0,40 0,37
0.50 0,46
0,90
1.28 1,18
1.22 1.12
1,17
0,86 0,79
1.50 1,40
0.01
1,62 1,35
0,32 0,27
1,03
1,57 1.47
0.98 0,92
0.01
1,21 1,14
0,56 0,53
1.28
0,69 0,65
1.00 0,93
«29
1.66 1,52
0,54 0,59
0,01
1,45 1,34
1.56 1,44
0.76
1.77 1,67

Conpound Name

Std 151 Std #52 Std
113 115 81 111 82

1,2=DITHLORDPRIPANE 78375

0.62 0,33 0.51

0,85 0,46 .70
2=BROUYD=1=CHLORIDPROPANE 3017956

0.47 0,20 .54

0.58 0,32 J.bB
1,2-C18ROMDPRIPANE 78751

1.40 0,75 1,33

1.33 0,72 1.27
2=BROMIBUTANE 78762

0.97 0,54 1.09

1,70 0,94 1,92
1,4=-D1CHLUKRDBUTANE 110565

1.92 1.03 1.57

0,38 0,22 0,31
1,4-DIBROMOBUTANE 110521

1.93 1,03 1.80

1.21 0.65 1.13
1=BROYI=2=-METHYLBUTANE 10422352

1,49 0.80 1.39

0.69 0,37 0.65
1=CHLIOROHEXANE 544105

0.85 0,46 0,79

l-22 Dobb 1.14
1=BRUMDHEXANE 111251

1.81 0.98 1,73

0,5 0,32 0,56
1=-BROYIDECANE 112298

1,63 0,31 1.84

{.76¢ 0.98 2.06

BENZENE 71432

3.18 3,28 2.7% 1.47

34

$53
117

Std #54
136 -



Table B-2. RMRs AND RECOVERIES FOR NEWS COMPOUNDS

Class No. 2
Standard ID No. Standard Name
1 Perfluorotoluene (external)
5SS dg-E-Butanol (internal)
56 ds-NiLrobenzene (1nternal)

35



9t

MATRIX Of

w—toms o svare

S'!'ANQA!R'D "IRN_ MRS

rwEve st er e vaTmIe S a0 a0 ewosonwee rvewaw

Standard
Fertluarctoluene dq-l-ﬂullnol d(,-)hltolu'nu'nr
Standard lon Recovery m/z 186 mfz 216 m/z 46 m/z 69 m/. 82 m/2 128

Perfluorotoluene 186 NA - 118 (3 1.2 (16) 107 (1) 0 58 (R) 1 % ¢ .14 (9)
236 NA 0.96 (16) - 1.73 (16) 1.26 (10) 0 68 (0) 117 ¢ .17 (10)
dq-t-Bulannl 46 0 98 0 61 (11) 0 51 (7) - 0 64 (18) 0 &7 {(11) 1 82 ¢ .27 (19)
65 0 Y8 1 01 (19) 0 81 (11) 1 51 (20) - 0 79 (20) 2 89 ¢ .51 (12)
ds-lltrobcnzrne 82 093 1 30 (6) 1 13 (10) 2 25 (2) 1.32 (19) - 3.99 ¢ .04 (1)

128 0 93 0 49 (6) 0.51 (10) 1 07 (6) v %9 (20) 0 46 (8) -

an R
Cocfficient of var

e tem = s mE— R SN S OB IEARTEEs CTPSS e S aRa

iation for triplicate determinations are given in parcnthesis.



Cmpds

Mass

103
60
104

114
59

115
12

116
41
70
117
S8
i18

95
96

Internal/External Standard fFile tor Cnpd Class & 2

Recovery
Std & 1
186 236
1.08
0.14 0,006
0,060 0,02
1.20
0,46 0,20
0.42 0,18
1.13
0.77 0.33
0,24 0,1)
1.22
0,07 0,03
0,03 0,01
1.31
1.14 0.48
0,05 0,03
1.06
1.36 0,58
0.97 0,42
1.00
0.94 0.39
0,39 0,17
0,01
0,45 0,54
0.02 0,02
0.99
0,09 0.09
¢,03 0,03
0.72
0.15 0.14
0,83
0.57 0,56
0.32 0,32
0.81
0.64 0,63
0,19 0,18
0.45
0,30 0,32
0.29 0.31

Conpound Name
Std 855 Std 156
46 65 82 128

1=PRUPANDL 71238

0.19 0,07 0,08 0,21
0.07 0,05 0.9 6,09
1=BUTANOL 71363

0.64 0.24 0,17 0.55
0,57 0,39 0.28 0,49
1=PENTANOL 71410

1.30 0,40 0.29 1.00
0.34 0,23 0.16 0,35
CYCLOHEXANOL 108930

0.10 0.01 0.01 0,12
0.03 0,02 5,01 0,08
1-HEXANOL 111273

1.56 0,58 0.43 1.70
0,08 0.06 0,04 0,03
1-HEPTANOI, 3111706

1.86 0.72 0.52 2.02
1,33 0,64 0.92 1,45
1=0CTANGL 111875

1.16 0,49 0034 1.40
0.49 0.43 0.29 0,58
BUTOXYETHANOL 111762
0.81 0,47 0.40 0,76
0,03 0,02 0,02 0,03
PROPIJDNALDEHYDE 123385
0.i6 0,09 0.07 0.16
0,05 0,03 0,02 0,01

BUTYRALDEHYDE(N) 123728
0,26 0.15 J.11 0e33

CROTONALDEHYDE 4170303

1,03 0.58 0.44 0.97
0,47 0,28 0206 0,55
VALERALDEHYDE 110623
1,16 0.66 0.50 1,09
27.33 0,15 0.23 0,31
FURFURAL 98011

0.54 0,27 0.23 0,50
0.53 0.29 0.23 0.49

37



Cmpds

Mass
119
60
120
14
121
43
bt

122
43

123
43
61
124
4]
11
125
56

126

Internal/fxternal Standard File tor Jnpd Class & 2

Recovery
std ¢
180 236
0,45
0.17 0.17
N.59
1.75 1,71
0,24 0,23
0,53
2,47 2.4
0.24 0,44
0.65
3,10 13,02
0,59
J.21 3.12
0,68 0,66
0,45
1.6 1,13
0,87 0,84
0.53
2.79 2,170
.79 o.M
0.79
1.23 1,29
0.30 0,56
0,30
0.17 0,18
0,14 0,15
0.01
1.54 1,52
0.56 0,55
0.69
2.34 2,28
0,36 0,35
0.52
0,69 0.83
0,24 0,30
0,52
.68 0,80
0.20 0,28
0.59
1,06 )J).38
0.89 0,45

Conpound Nane
Sta 155
4o 65 82

Std »56
128

METHYL FORMATE 107313

0,35 0,17 0.13 04,29
METHYL ACETATE 79209
3.16 1,80 1.0 3,00
0.43 0,29 0.19 0,41
ETHYL ACETATE 141766
"4.29 2,52 1,90 4,20
0.44 0,27 0.19 0,42
ALLYL ATETATE 591877
5.1 3.17 2.39 5.26
PROPYL ACETATE 109604
5.80 3,29 2.47 5,45
1.22 0,93 .53 1,14
ETHYL BUTYRATE 105544
2.10 0,91 0,77 1.38
1,957 0,95 0.68 1.427
NeBUTYL ACETATE 123564
Y.04 2,20 1.97 4.74
1.42 0,70 0.62 1,34
TETRAHYDROFURAN 109959
2,21 1,30 .98 2,06
0.56 0,38 0.24 0,53
DIOXANE 3123911
0.26 0,19 0.14 0,18
0,31 0,17 V.1l 0,22
ACETONE 67641
2.79 1,55 1,19 2,62
1.01 0,60 0.44 0,95
METHYL ETHYL KE10ONE 78933
4,23 2,317 1.80 3,98
0,64 0.4 0.27 0,60
CYCLUPENTANONE 120923
1.25 0,72 0.62 1,13
0.44 0,26 0,22 0,48
CYCLOAEXANONE 108941
1.2¢ 0,72 0eb1 1.15
0.48 0.23 0,20 3.49
ACRYLINITRILE 107113}
1.1 0.5¢6 0.40 1,33
t.d46 1,11 0,70 1.58

i8



Cmpds

Mass

134
55
135
42
68
136
103
16
137
46
138
43
139

123

Internal/txtern3l Standard File for

Recovery
std ¢ 1
186 236
0.95
1.28 0,51
0,19 0,09
0.57
2,64 1.12
1,09 0,46
0.91
4,10 1,74
1.54 0,65
0,96
0.52 0,25
0.46 0,20
0.93
1.87 0.73
1,5¢ 0,65
0.96
2,66 1,13
1.16 0,49

Compound Name
std 855 Std #56b
46 65 82 128

PROPIONITRILE 107120

-npd Class & 2

1.72 0,68 0.45% 1,93
0.27 0,19 0,13 92,30
1SOBUTYRONITRILE 78820
J.03 1,39 1.00 3,935
1.50 1,04 0,72 1.64
BENZONITRILE 100470

2.11 1,83 ‘e54 2.30
S5.b3 3.8¢ 2,715 6,114
NITROMETHANE 75525

0.64 0.31 0.22 0.69
0,72 0,56 0.39 0,88
NITROPROPANE 10B032 OR 79469
2,3b 0,91 065 2458
2.12 1.67 1,02 2,28
NITROBENZENE 98953

.65 1.40 1,00 3,97
1,59 1,10 Jo.17 1,73

39



Table B-3. RMRs AND RECOVERIES FOR WABN COMPOUNDS
(BLLE, pH 8.0/NO FRACTIONATION)

Class No. 3

Standard ID No.

Standard Name

54
56
57
58
59
60
61
62

63

4-Fluoro-2-iodotoluene (external)
ds-Naphthalene (internal)
ds-Nxtrobenzene (internal)
dlo-g-Xylene (internal)

ds-Phenylethanol (internal)

dS-Acetophenone (internal)

ds-Propiophenone (1nternal)

dlz-Perylene (internal)

dg-Arrxdxne (internal)

dS-Phenol {(1nternal)

40



1%

MATRIX OF STANDARD.!QF_?MR§'-

Wmcstrensatsr IS IORE L &

Standare
ds-Phenol Jw-g-lylcnc d.-".phlhlltﬂ? Js-Nluobenunc ds-mcnyluh-nol
Compound Ton Aecovery a/t 99 n/1 98 s/t 116 s/z 136 w/t 82 e/t 128 w/1 B4 e/ U2
ds-phcnol 99 085 - $9(9) 99(9) A7(b) 1 0a(s) 1 66(3) 2 413} 1 15(18)
d9,o-0-1ylene 99 1] 1 220" - 1.67(1) .29(6) 1 79(8) 2.84(8) 4 21122) 3 02(23)
116 [ 1 03(s) 60(0) - . 18t6) 1 07(8) 1.71(8) 2.53(22) 1 81(N)
d‘-nnph!hllenc 136 on $ 97(4) 3.51(73 $.85(7) - o 21(3) 9 93(3) 14 03(19) 10 $9(18)
ds-nl"obenlme 82 09 91 ¢) .$7010) .95(10} t6(3) . 1 60(1) 2 35(17) 1 10(16)
128 079 L61(2) 35(9) $9(9) L1001 o3(1) . 1 a1{16) 1 07(15)
07!
ds-phenylnhcnol [ 1] 0 30 A2015) L25¢24) 42024 ,97|(|s) 44(106) .70(15) - .13(2)
1 0 80 .58(15) .35(22) .%8(29) 098(18) 61(16) .95(10) 1.3902) -
8, -proplophenane 82 073 1 09(4) 6s(1y) 1 07(14) .1818) 1 13(0) 1.82(6) 2 83(11) 1.90(10)
1o on 2 85(5) 1 67(13) 2 78(14) a8{17) 2 %4(s) 4 712(8) 6 84{12) 4 95011)
dg-scatophenone 1o 075 1.52(2) 920(1) 1 50(8) L25(4) 1 60(5) 7 55(1) 3 ne7 2.68(18)
12% 07 .46(2) 27(8) 5N 27 1) 4A(3) ™) 1 11(18) aun
d,y-perylene 264 0 8o 3.56{1%) 72 09(7) 3 4n(8) 6U(9) 3 1) $.90(12) 8 32(25) 6.37(20)
4y-scridine 188 0 84 5.45(7) 86(15) 1.43[1%) ,24(8) 3 S1(6) 1.40(6) 3 82(19) 2.55(19)
4-fluoro-2-iodotoluens 109 NA 1.10(4) 65(7) 1 08(8) .18(3) 1.1402) 1 82(2) 2 69(18) 1 97(19)
236 NA 1 43(4) 84(0) 1.39(7) 24(6) 1 48(3) 2.37(3) 3 a8(1e) 2.52(198)

(Continued)



14

Stamlard

ds-rroplophcnone ds-Aretophcnone d”-Perylcne d’-Aerldlnc 4-fFluoro-2-Todotatluene
Compound lon  Recovery w/z 82 a/1 110 e/z 110 8/t 125 w/t 264 a/t 188 s/t 109 o't 23
dg-phenol 99 08 .92(5) 3545} 67(2) 2. 0(n 31(19) 10(7) 91(S) 21(4)
dlo-g-lylcnt 98 0 S8 1%9(12) .01(13) 1.13(7) 31 $3(10) 1.20(13) 1.56(0) 1 21(8)
16 0 S8 .95(13) L3101 67(0) 221(7) 32{10) L7203 .94(8) .13¢6)
d,-naphthalene 136 oM $.51(8) 2.13(8) 3.91(4) 15.14(3) 1.76(15) 4 20(8) s 45(1) 4.20(1)
dg-nitrcbentens 13 019 .89(6) . 34(6) 63(4) 2.1:5(0 29(19) 67(0) .88(2) RYI$))
128 079 $5(6) L22(6) 39(1) 13243 18(20) .42(6) .$3(3) .42(3)

4, -phenylethanol 84 0 80 L3901 15010) 28(16) 93(12) 13(2K8) L29(01) sa(10) .30(17)
12 0 #0 .$3(10) 2149 t16) 1 2R(16) 1a(28) a0 .82(19) 42(16)
d,-proplophenone 82 073 - .39(1) B ITE)) 2 40(s} 33423) .76(S) 1.00(7) LI
110 073 2.60(1) - 1.85(6) 6 21(0) 87(19) 2 00(S) 2 397 1.99(N
4-acetaphenane no 075 1.41(6) .§5(6) - 3 39(1) AT(14) 1 10(9) 1 37(4) 1.07(2)
125 07 L 42(0) .16(5) 30(2) - L14018) 3119) () .30
4y perriene 04 0 80 3 08(14) 1 27018) .90 7 9102) - 2.50(16) 3 219) 2 51(9)
d;-scridine 1eg 0 B4 1.35(5) .$2(8) .95¢10) L0 319042 - 1.32(8) ) 03(8;
4-fluoro-2-1odotoluene 109 A 1.08({N) 39N 71(2) 2 () 34(12) .10(8) . L)

136 NA 1314 S1{7) 92(3) 3 az(10) 1 00(8) ) 30(1) -

3cv).



Cmpds

Mass

110
138

111
156
157

112
114
141

113
84
133

114
167

115
168
169

116
168
169

117
56
138

118
100
142

119
109
194

120
197
121
58
59
122

200
215

Internal/External Standard File tor Zmpd Class # 3

Recovery
std ¢ 2
109 236
0,01
0,44 0,35
0,56 0,45
0.80
0.4% 0,32
2,01 1.54
0.01
0,03 0,02
0,05 0,049
0,84
1.17 0,90
0,28 0,21
0,79
3.73 2.88
0.9
6,79 5.11
12,72 9,45
0.76
1.48 1,14
2,79 2.15
0.01
0,33 0,37
0,96 0,76
0.70
0.42 0,33
1.53 t.18
0.92
0,10 0,08
0.19 0.15
0.62
1.62 1.26
0.13 0,11
0,68
4,72 3.88
0,17 0,13
0.90
2,75 2,20
1.67 1,346

Compound Name
sti 154 Std 856 Std
136 - 82 128 98

P-NITROANILINE 100016

0,08 0.52 0.83 0.27
0.11 0.67 1.07 0.35
2,4~DIMETHYLQUINOLINE 1198374
0.08 0,47 0.75 0426
0.37 2.31 3.59 1,27
1,8=DIAMINONAPHTHALENE 569415
0.00 0.0¢ 0.06 0,02
0.01 0.06 0.01 9,03
NICOTINE 54115

0.22 1,35 2.09 0.74
0.05 0.32 0.49 0,17
CARBAZOLE 86748

0.69 4.30 6.66 2.37
2-AMINIBIPHENYL 50445

1,20 7.65 12.18  4.61
2.22 18.15 22.54  1.42
DIPHENYLAMINE 122394

0.27 1.71 2.65 0,94
0.52 3.22 4.99 1,77
DIZYCLOHEXYLAMINE 101837

0.06 0.39 0.63 0.21
0.18 1.12 1.8)  D.b1
TRIBUTYLAMINE 75645

0.08 0.49 0.75  2.27
0.28 1.77 2.74 0,97

CAFFEINE 58082

0.02 0.12 0,17 0.06
0.04 0.22 0,34 0.12
DIBENZYLAMINE 103491

0.30 1.78 2.817 .16
0,03 0.15 0,2¢ J.10
N,N=DIMETHYLDODECYLAMINE 112185
0.R7 5.47 8,83 3,58
0,03 0.20 0.3) 0.13
ATRAZINE 1912249

0.52 3.28 5,23 1.72
0.31 2,00 3,18 1,09

43

57 Std #58
116 84 112
0.46 1,30 0,97
0.58 1.68 0,22
0.43 0,95 0,68
2,11 4,64 3,31
0.03 0.09 0,06
0.05 0,14 0,11
1.23 2,70 1,92
0.29 0.63 0,45
3.92 9.36 6,67
6.67 19,13 14.17
12.30 35,40 26.19
1.56 3,43 2.45
2.93 6,45 4,60
0.35 1.10 0.78
1.02 3,15 24,25
0.44 0.97 0.69
1.61- 3,52 2,51
0.10 0.23 0.16
0.20 0.44 0,32
1.94 3,63 2,67
0,16 0.30 0,22
5.99 11.09 8.16
0.21 0.40 0,29
2.86 8.17 6,09
1.74 4,97 3.71



Cmpd#

Mass

110
65
138

111
156
157

112
114
141

113
84
133

114
167

115
168
169

116
168
169

117
56
138
118
100
142
119
109
194
120
197
121
59
122

200
215

Internal/External Standard File tor 2apd Class & 3

Recovery
std #S9
110 125
0,01
0.34 .13
0.43 1,84
J.80
0.29 0.96
1.46 4,69
0,01
0.02 0.08
0,04 0,12
0.84
0,82 2,74
0,19 0.64
0.79
2,60 8,72
0.91
4,75 16.46
8,82 30,44
0.76
1,03 3.47
1,949 6,46
0.01
0,25 0.81
0.7 2,39
0.70
0,29 0.99
0.99 3.34
0.92
0.07 0,23
0.13 0.45
0.62
1.18 3,91
n.,10 0,32
0,68
3.62 12,02
0,13 0,43
0.90
2,13 7,07
1.21 4,30

Compound Name

std 460 Std #b6l Sta #62

82 110 2b4 - 188

PeNITROANILINE 100016
0,49 0,19 0.14
0.62 0.24 2,19

.04

0
.05

2,4=-0J* ETHYLQUINDLINE 1196374

0,40 0415 0.15 J.03
1,93 0.74 0,71 0.15
1,8-DIAMINONAPHTHALENE 569415
0,03 0.01 0.01 0,0C
0,05 0.02 0,01 0.00
NICOTINE 54115

1.12 0,43 D.d1 2.09
0,26 0,10 0.1V 0,02
CARBAZOLE 86748

3,57 1.37 1.28 2,31
2=AMINIBIPHENYL 90445

7.10 2,75 2.13 2,51
13,14 5,08 3. 96 2095
DIPHENYLAMINE 122394

1.42 0.5 0.52 0,11
2,60 1,03 0.98 0.22
DICYCLIOMEXYLAMINVE 101837

0,33 0,14 0.09 0,03
0.95 0,40 0.26 J.08
TRIBUTYLAMINE 75649

0.4 0O.1v 0,15 0.03
1.47 0,57 0.53 0,12
CAFFEINE 59082

0,09 0,04 0,04 0.01
0.18 0.07 0,07 2,02
DIBENZYLAMINE 103491

t.52 0,59 0.6¢ J.11
0.13 0.05 0,05 0.01
N,N=DIYETHYLDIDECYLAMINE 112185
4,66 1.81 1.87 0.34
0,17 0,006 0,07 7.01
ATRAZINE 1912249

3.05 1,18 0,90 9,22
1.65 G.72 0.55 2,13

44

sStd #63

99



Copds

Mass

123
58
124
41
57
125
58
126
57
15
127
138
128
69
81
129
59
136
130
43
131
114
132
87
133
43
57
134
43
57
135

57

Internal/External Standard File for Cwpd Class # 3

Recovery
std & 2
109 236
0,U1
1.2 0,.9%
0.75 0.58
0.65
0,21 0,17
0.55 0,42
0,70
1,30 1.1
1,02 v.79
0.61
1.48 1,14
0,44 0,34
0,78
1,77 1.36
0,39 0,30
0.74
0.66 0,51
1.44 1.12
0,75
0,56 0.43
0.32 0,25
0,95
0.40 0,31
0,44 0.34
0.62
0,56 0,45
0,44 0,35
0.77
3,42 2,65
2.22 1,12
0,64
1.47 1,11
1.42 1,08
0,66
2,18 1.6%
2,75 2,09
0.48
2.52 1,92
3,40 2,55

Compound Name

Std #54 Std &56
136 82 128

HEPT1ANDNE 110430

0.22 1.33 2.:4
0.14 0,83 1,133
BUTOXYETHANDL 111762
0.04 0.2 0,40
0.10 0.63 1,03
2-0CTANONE 111137

0.24 1.43 2,31
0.19 1.11 1,83
BUTYLPROPIONATE 590012
0.27 1.7t 2,13
0,08 0.1 0,82
1SOPHIRONE 78591

0,33 2.04 3.17
0.07 0.45 0,72
FENCHONE 1195759

0.12 0.72 1,17
0.27 1,58 2,55
ALPHA=TERPLNEOL 98555
9,10 0.65 1.0V
0,06 0.37 0,58
N=DECANOL 112301

.07 0.46 0,74
0,08 0.51 0.79
CIMETHYLADIPATE 627930
0.10 0.64 1.03
0.u8 0,49 0.79
METHY({ STEARATE 112018
0.63 3.89 .28
0.41 2.52 4.07
NeDECANE 124185

0.26 1.67 2,66
0.25 1.64 2.61
N=TRIDECANE 629505

0.34 2.48 3.95
0.50 3.14 5.01
N=TETRADECANE 629594
0.45 2.88 4.56
N,61 3.87 6.1b

45

std #57

98 116
0.85 1,14
.53 0,88
0.13 0.22
0.35 0,58
0.91 1,53
Jo71  1.19
.90 1.49
2.27 0,45
1.13 1.86
2.25 0,41
0.47 0,78
1,02 1,7
0,36 0,59
d.21 0,33
.25 0,42
J.28 0,46
0.41 0,6y
d.32 0.54
2.54 4.25
1.65 2,76
0.68 1,46
J.85 1.41
1,30 2.16
t.66 2,717
1.51 2,51
2,03 3.37

std
84

354
112



Cmpds
Mass
123
43
S8
124
41
57
125
58
126
15
127
138
126
69
el
129
136
130
41
43
131
114
132
87
133
57
134
S7
135

57

Interna)l/External Standard bile tor Cwpd Class s )

Recovery
std 859
110 125
0.01
0.88 2,91
0,55 1,82
0.6%
V.15 0,49
0.38 1,28

0.70
0,95 3,14
0,74 2,45

0,61
1.1} 3.69
0,33 1,11

0,78
1.23 4,14
0,27 0.91

0,74
0.48 1,58
1,05 3.45

0.7%
0.39 1.31
0.23) 0,70

0,95
0,28 0,93
0,31 1,63

0,62
0,42 1,4
0.33 1.08

0.77
2,58 8,56
1.67 S.SS

0.64
1,05 3,59
1.01 3,48

0.66
1,56 5,32
1.99 6,75

0.48
1.B6 6,19
2,50 8,313

conpound Naae

St3 e60 Std 86
82 110 264

HEPTANDONE 3110430

1.13 0,44 0.47
0.71 0,27 0,29
BUTOXYETHANOL 111762
0,20 0,09 0,07
J.92 0,20 9.19
2=0CTANONE 111137
1.22 0,47 0.51
0,95 0,37 0.39
BUTYLPRUPIONATE 590012
1.59 0,61 0.48
0,48 0,19 PaLS
ISOPHIRUNE 78591

1,70 0,05 0,62
0.37 0.14 0.14
FENCHONE 1195759

0,62 0,24 0.25
139 0,52 0.59
ALPHATERPINEIL 98455
0,54 0,21 2.20
0.31 0,12 0,11
NeDECANOL 112301

0,38 0,15 0.14
0,42 0,106 0,19
DIMETHYLADIPATE 627930
0.54 0.21% 0,22
0.42 0.1 0.17
METHYLSTEARATE .12618
3,32 1,29 1,33
2.1 0.83 0,67
NeDECANE 124185

1.9 0,60 0.47
1.50 0,58 0.406
N=TRIDECANE 629505
2,30 0.89 0.70
2,96 1,14 0.76
N=TETRATDECANE 629594
2.67 1,0) J.80
3,57 1,39 1,08

46

1

Std
188

062

Sta
99

63



Capds

®ass

140
85

141
57
71

142
71
143
11

144
57
2!

145
94
136

146
91
108

147
17
172

148
91
155

Internal/s/External Standard File tor 2npd Class & 3

Recovery
Std ¢ 2
109 236
0.68
2.718 2,14
1,73 1.3}
0.51
1.90 1,45
2,72 2.08
0.78
3.1} 2.,4)
2,07 1,6)
0.67
2,99 2,51
1.98 1,066
0,63
2.12 1,561
1,42 1,08
0,75
4,43 3.4
3.03 2,33
Je66
J.93 2,96
2.71 2,05
0.64
J.73 2.98
2,60 2,08
0.65
3.99 3,193
2,80 2,24
0,01
1.84 1,43
0.25 0,20
0,74
0,52 0,49
1.09 0,85
0,81
1,24 0,94
0.44 0,34
0.67
1,60 1,21
0,72 0,5%

Coapound Nane
Std 8154
136 - 82

Std #56
128

N=PENTADECANE 692629

0.52 3J.22 4.99
0.32 2.01 3,114
NeHEXADECANE 5447b)

0.34 2,16 3.45
0,49 3.1t 4,96
NeHEPTADECANE 629787
0.58 3.6 5,59
0.38 4.39 3,710
NeOCTADECANE 5913453

0.59 3.75 5.98
0,39 2.48 3,95
NeNONADECANE 629925

0,38 2,42 3,85
0.25 1.61 2,57
NeEICISANE 1112958

0.82 5.11 7,92
0.55 3.50 5,43
N=HENEICOSANE 629947
0.70 ° 4.43 7,95
0.48 3.07 4.88
N=DOCJISANE 629970

0.70 4.46 17.10
0.49 3.1l 4,96
N=TR1CZJSANE 638675

0.75 4,717 7.60
0.53 3.35 5,.3%
PHENYLACETATE 122792
0.34 2,01 3.25
0,04 0.28 0.45
BENZYLACETATE 140114
0,09 0.57 0.92
0.20 1.19 1,92
METHYLULBENZENESULFONATE
0,22 1.41 2,25
0,08 0.50 0.80
METHYLTOLUENESULFONATE
0.29 1.81 2,89
0.13 0.81 1,29

47

Stad 857

98 116
1.77 2,94
1.10 1,83
1.13 1.89
1.63 2,71
1.99 3,30
1.32 2,18
1.88 3.14
1.25 2,08
1.27 2.11
J.85 1,41
2.92 4.60b
1‘93 3.19
2.32 13,86
1.61 2,67
2,33 3.88
1.63 2,70
2.49 4,14
1,75 2,91
1.30 2,18
2.18 9,30
9.37 0,62
377 1,29
2,74 1.23
.26 0,44
J.95 1,58
J.42 0,71



Cmods
Mass
136
57
71
137
S7
138
57
71
139
71
140
85
141
71
142
57
71
143
57
71
144
71
145
94
136
146
108
147
172
148

155

Internal/external Standard File tor Cwpd Class # 3

Recovery
Std 859
110 125
0.68
1.94 6.52
1.21 4,06
0.51
1.40 4,66
2,01 6,70
0,78
2,18 7,32
1.44 4,85
0.67
2,33 8,10
1,55 5,35
0.63
1.51 5,27
1,01 3.47
0.75
3,08 10,35
2.1t 7,09
0.66
2,73 9,53
1.89 6.60
0.64
2,89 9,60
2,02 6.71
0,65
3,10 10,28
2,18 7.22
0.01
1.31 4.43
0,18 0,62
0.74
0,38 1.25
0.79 2.63
0.81
0.91 3,04
0,32 1,08
0.67
1.17 3,90
0.52 1,74

compound Name
std 160 Std 161
82 110 264 -

N=PENTADECANL 592629
2.68 1,03 0.99
1,67 0,64 0.62

NeHEXADECANE 544763
2,01 0,78 0.61
2.88 1,12 0.87

N-HEPTADECANE 629787
3.01 1.16 1.11
1.99 0.7 0.73

NeOQCTADECANE 593453
3.a8 1,35 1.01
2.30 0,89 0.58

N=NONADECANE 629925
2,24 0,87 0.68
1.50 0,58 0.45

N=-EICDSANE 1112958
4,25 1.63 1.57
2,91 .12 1.07

N=HENEICOSANE 62994
4,11 1.60 1.07
2.85 1.10 0.74

NeDDCISANE 6529970
4,14 1,60 1.22
2,89 1,12 0.85

N=TRICOSANE 638675
4.42 .71 1.29
3.11 1,20 0.9C

PHENYLACETATE 122792
1.72 0,67 0.70
0.24 G,09 0.10

BENZYLACETATE 140114
0.48 0.19 0.20
1.02 0,40 0.41

METHYLBENZENESULFONATE
1.31 0,51 0.40
0.47 0,18 0.14

METHYLTOLUFENESULFONATE

1.68 0,65 0.51
0,75 0,29 0,23

43

std

188

162

Std

99

163



Cmpds

Mass

149
77
163

150
91
155

151
149
177

152
57
149
153
91
149
154
149
167
155
105
156
119
157
105
158
121
122
159
135
136

160
94

161
107
108

Internal/External Standard Ffle for cunpd Class ¢ 3

Recovery
std & 2
109 235
1.07
0.81 0,63
5.29 4,07
0,91
1.74 1,32
1.18 0,94
1.08
3J.19 2,43
0.80 0,6}
0.96
0.29 0,23
7.17 5,52
0,97
2.09 1,62
3.37 2,62
1,02
5.22 4,07
1.98 1,54
0.89
0.36 0,28
0.40 0,31
0.66
0.54 0.44
0.63 0.5t
0,87
0.38 0,61
1,22 0,94
0.73
0.56 0.44
0.60 0,47
0.72
1.37 1.08
0.96 0.76
0,85
1.07 0.84
0.72
1.21 0,93
1,07 0.82

Compound Name

49

Std 54 Std #5356 5td 857
136 - 82 128 98 116
DIMETHYLPHTHALATE 131113
0.15 0.94 1.45 0,52 0.85
0.98 6.10 9,45 3,36 5.56
ETHYLTOLUENESULFONATE
Ce31 1.97 3.14 1,03 1,72
0,22 1.40 2,23 0,73 1.21
“ DIETHYLPHTHALATE 84662
0.57 3.65 5.79 1.90 3.17
0.14 0.93 1.47 0.48 0,80
OIBUTYLPHTHALATE 34742
0,05 0.3% 0,52 9.19 0,31
1,33 8.27 12,80 4,55 17.54
BUTYLBENZYLPHTHALATE
0.38 2.28 3,69 1.48 2,48
0.62 3,69 5,95 2.40 4,01
DIETHYLHEXYLPHTHALATE 317817
0.96 5.7t 9,23 3.74 6,26
0,37 2.17 3,51 1,42 2,37
BENZALDEHYDE 100527
0.07 0.42 0,64 J.23 0,38
0,07 0.46 0,72 .25 0,42
TOLUALDEHYDE 5292014
0.10 0.65 1.04 J.34 0,57
0.12 0.77 1,23 J.41 0,68
ACETUPHENONE 98862
0,15 0.90 1,53 0.53 0,87
0.23 .41 2,25 2,78 1,29
SALICYLALDEHYDE 90028
0.10 0.61 0,99 0,40 0,67
0.11 0.60 1,07 0.43 0,72
ANISALDEHYDE 123115
0,25 1.53 2.47 0,91 1,66
J.18 1,07 1,73 J.70 1,16
PHENOL 108952
0,20 1.16 1,90 D.76 1,27
CRESOL 108394
0.23 1.40 2,25 d.80 1,29
0.20 1.249 1.99 0.69 1,14

Std #58

84 112
1.88 1,34
12,22 8,71
4,92 3.65
3,46 2,35
9.08 6.71
2.29 1,69
0.68 0,48
16,55 11,80
4,69 3,41
7.49 5.51
11.59 8,53
4.40 3.24
0.84 0,566
0.92 0,66
1.65 1,21
1.95 1,43
1.93 1,37
2.85 2.03
1.24 0.91
'.34 0,99
3.11 2,29
2,18 1,60
2.41 1,17
2,91 2,08
2,58 1.84



Cmpd#

Mass

149
163
150
155
151
149
17117
152
149
153
149
154
149
167
155
77
105
156
119
157
17
105
158
121
122
159
135
f3¢

160
94

161
107
108

Internal/External Standard File for Cnpd Class ¢ 3

Recovery
std 859
110 125
1.07
0,57 1,83
3J.68 11,87
0,91
1,28 4,25
0.9 3,01
1,08
2,35 7.82
0.59 1,97
0,96
0.20 0.68
4,99 16,75
0.97
1.5¢ 5.02
2.44 8,10
1.02
4.03 12,58
1.53 4.78
0.89
0,25 0,84
0,28 0,93
0,66
v.42 1,41
0.50 1.66
0,87
0.57 1.95
0.85 2.88
0.73
0.41 1,35
0.44 1,16
0.72
1.0t 3.36
0,71 2,36
0.85
0,75 2.60
0,72
0.88 2,85
0,78 2,52

Compound Name
std 160
82 110 264

DIMETHYLPHTHALATE 131113

0,75 0,29 0.28
4.88 1,88 1,85

ETHYLTOLUENESULFONATE

1e83 0,71 0,55
1.30 0.50 0,38

DIETHYLPHTHALATE 84662

3.34 1,30 1.02
0.85 0.33 0.206

DIBUTYLPHTHALATE 84742

0.28 0.1t 0.10
6.88 2,64 2,52

BUTYLBENZYLPHIHALATE

1.95 0.76 .78
3.1 1,22 1.26

Std #b61

Std
188

DIETHYLHEXYLPHTHALATE 117817

4,88 1.89 1.90
1,85 0,72 0.72

BENZALDEHYDE 100527
0,35 0,13 0.13
2.38 0,15 0,14

TOLUALDEHYDE 529204
0.61 0,29 0.15
0,72 0.28 .22

ACETOPHENUNE 98862
0.80 0,31 0.29
1.16 0,45 0.43

SALICYLALDEHYDE 90028

0,52 0.20 .21
0,56 0,22 0,23

ANISALOEHEYDE 123115
1.30 0,51 0.53
9.91 0,35 0.37

PHENOL 108952
1.0 0,39 0.41

CRESOL 108394

1.17 0,45 0.44
1.03 0,40 0,39

50

0,35
.13

LD
e e
o C
W w

162

Std
99

63



Cmpd#

Mass

162
107
122

163
i1
136

164
65
139

165
107
142

166
107
142

167
115
144

168
107
135

169
153

170
162
164

i71
196
198

172
205
220

173
264
266

174
141
142

Internal/External Standard File tor Zwpd Class # 3

Conpound Nane

Reccvery
Std » 2
109 236
9,01
0.87 0,67
9,91 0,70
N.74
1,79 1,35
0,07 0,56
0,01
0,03 0,02
0.13 0,10
0,98
0,93 0,71
1.02 0,77
0,01
0,83 0,64
0.94 0,72
0,01
0,35 0,26
0,61 0,45
0.80
0.56 0.43
1,96 1,49
0,76
N,26 0,20
0.74 0,57
0,01
1.13 0,88
0,72 0,53
0.01
0,81 0,63
0.83 0,64
0,01
2.53 1.97
0,67 0,52
0,01
0.29 0,22
0.47 0,36
0,71
2,03 1,58
2,51 1.9%6

Std 54 Std #56 Std 857
136 - 82 128 98 116

2,3=DIMETHYLPHENIL 526750

O.10 1.00 1,61 0.%57 0.95
0.1/ 1.05 1.64 0.58 0,9b
ISOPRIPYLPHENDIL(D) 84699

0.32 2,04 3,25 1.07 1,78
0,12 0,75 1.19 0.39 0,65
O-NITROPHENOL 88755

0.00 0.03 0,95 0,02 0,013
0,02 C.14 0,23 J.09 0,15
4=CHLORD=3-METHYLPHENDL 59507

0.17 1.06 1.68 2.55 0,92
0.18 l.16 1,84 0.61 1,01
4=CHLIOROCRESOL 59597 OR 1570645

C.10 0.97 1,57 0.53 0,84

Jd.117 1.09 1.77 V.60 0,99
f*NAPHTHOL 90153

0,06 0,38 0,51 .20 0,34
0,11 0,67 1,07 0435 0,29
P=TERT=BUTYLPHENIJL 98514

0.10 0.b% 1,03 0.34 0,56
0.35 2,22 3,54 117 1,94
2=NITRICRESOL 119335

0.05 0.30 0.46 .07 0,27
0.14 0.83 1.3 .16 0,78
2,4-DICHLOROPHENDL 122832

0.21 1.24 2,00 J.80 1,34,
0,13 0,78 1,27 Jo5)1 085
2,4,6=-TPICHLORIPHENOL B80b2

0.15 J.8Y 1,44 0.58 0,97
0.15 0.91 1,46 J.59 0,98
D1=TERT=BUTYL=-4-LTHYLPHENOL 128370
0.47 2.78 4.49 1.81 3,03
0.12 9.73 1,18 J.486 0,80
PENTACHLOKOPHENIL 87865

0.05 0.34 0,54 J.19  0.31
0,09 0.5 0,91 0.32 0,54
2-vETHYLNAPHTHALENE 91576

0,38 2,23 3,60 1.44 2,42

0,16 2,76 4,45 1.79 2.99

51



Cmpd¢

162
107
122

1Ll
121
136

164
139

165
107
142

166
107
142

167
1195
144

168
107
135

169
117
153

170
162
164

111
136
198

172
205
220

173
264
2606

174
141
142

Internal/External Standard tile for

Comrpound Name

2nwpd Class » 3

Recovery
std 859
110 125
0.01
0,63 2,11
0.6 2.14
0.74
1,28 1,139
0,47 1,061
0,08
0,02 0,07
0,09 0,31
0,98
0,66 2,26
0,72 2.49
0,01
0,58 1,96
0,66 2.20
0,01
0.25 0,83
V.44 1.45
0.80
0,40 1,38
1,49 4.73
0.76
0.18 0,61
0.52 1.73%
0.01
0.80 2.73
0,51 1.79
0,01
0.58 1.97
0,58 1,99
0.01
1.85 6,13
0.49 1.6}
0,01
0,20 0,68
J,36 1,11
0.71
1,438 4.91
1.78 S.94

62

std s60 Std bl Std
82 110 264 - 188

2,3=DIMETHYLPHENDL 526750

2,84 0,32 0.32 .07
0,85 0,33 0.32 0,07
ISOPRIPYLPHENILID) BB6I9

1.90 0,73 0458 0.14
0.69 0,27 0.21 J.05
DeNITROPHENOL 88755

0.03 0,01 0,01 0,00
0,12 0,05 0.05 90.01
4=CHLORU=I=METHYLPHENDIL 59507
0,98 0,38 0,30 0.07
1.07 0.42 0.32 J.08
4=CHLOROCRESOL $9S£7 JR 1570645
0.80 0,31 0,31 0,07
0,85 0,34 J.35 0.08
l=NAPHTHOL 90153

0.36 0.14 0.11 0.03
0.062 0,24 0.18 .05
P=TERT=BUTYLPHENIL 96544

0.65 0.23 0.18 0.04
2,04 0,80 0,63 0,15
2=NITRJCKESOL 119335

0,25 0.10 0,09 9.02
0.71 0,27 0.26 .06
2,4=DICHLOROPHENDL 120832

1.05 0,41 0.43 J.08
0,67 0,20 0,27 0,05
2,34,6=TRICHLORIPHENOL 88062
0.76 0,30 0,91 0.05
0,77 0,30 0.32 .06
DI=TERT=BUTYL=4=YETHYLPHENOL 128370
2,37 0,92 0.9¢6 9.117
0,02 0,28 0,25 0.05
PENTAZHLOROPHENDIL 818b5

0.28 0.1l 0.11 0,02
0,45 0,07 0.18 .04
2-METHYLNAPHTHALENE 91576

1.90 0.74 D.77 0.14
2,36 0,91 0.95 .17

52

Std

53



Cmpd?

175
153
154

176
154

177
141
156

178
165
166

179
155
170

1890
17w

181
202

182
191
206

183
228

184
252

185
41
54
i8b
41
59
187
57
188

93

Internal/tExternal standard File tor

Recovery
std » 2
109 238
0.78
1.26 0,98
3,40 2,64
0.80
2,28 1,78
0,71
1,59 1,24
2,30 1.79
v,85
2,711 2.13
3,07 2,34
0.74
1,86 1.44
2.56 1.Y9
0.01
3,21 2,47
0.80
4.83 3.715
0,45
1.33 1,03
2.85 2.22
0,78
2.21 1,73
0,54
1,60 1.2}
1.35
0,66 0,51
V.29 0,23
0,60
0.48 0.3b
0,24 0,26
0.01
0.73 0,56
3,09 2,36
0.78
1.71 1,31
0,84 0,65

2npd Class 8 3

Compound Name

Std 854 std £56 Std #57 Std e58
136 - 82 128 98 110 84 112

ACENAPHTHENE 83329

0.23 1.38 2,22 0.89 1,49 2.81 2,006
0.63 3.73 0,02 2.41 4,04 1,59 5,54
BIPHENYL 92524

0.42 2.5 4,04 1.63 2,72 5.10 3,75
1,8=DIVETHYLNAPHTHALENE 569415

0.29 1.74 2.82 1.13 1.89 3,55 2.61
0,42 2.52 4,07 1.63 2,73 S.13 2,77
FLUORENE 86737

0,49 3.0t 4.85 1.95 3.27 6,12 4,50
0.57 3.44 5,55 2,23 3.7 6.99 5.14
2,3,5-TRIMETHYLNAPHTHALENE 2245387

0.34 2,08 3,36 1.36 2,21 4,24 3.12
0,47 2.86 4,62 1.86 3,11 5.83 4.29
ANTHRAZENE 120127

0,60 3.7t 5,74 <.04 3,38 7.43 5.30
P\RLNE 129000

0.95 5,66 Y,7) 3,27 5.18 11,54 8.2}
9,10=DIMETHYLANIHRAZENE 781431

0,25 1.45 2,35 0.94 1,57 2,96 2,18
0,53 3,13 5.04 2,01 3,37 6,36 4,68
CHRYSENE 218019

0.41 2,42 3.92 1.59 2,606 4,91 3,61
PERYLENE 198550

0,30 1.84 2,89 1.02 .68 3,67 2,62
DICYANDBUTANE 111693

0.12 .72 1.17 .47 0,13 1,47 1,08
0.05 0.32 0.52 2,10 0,35 0.66 0,48
BUTYLCARBAMATE 149947)5

0,08 D.5¢ 0,8b .26 0,47 1.35 1,00
0.05 0,29 0.47 2.15 0.25 0,72 0.54
DIBUTYLDISULFIDE 110065

0.13 0.84 1,39 .44 0,73 2.10 1,55
0.56 3.54 5,64 1,85 3,09 6.84 6.54
BIS(2=CHLORDETHYL)EIHANE 112265

0.31 1.97 3.13 1,03 1,71 4,91 3.63
J.15 0,37 1,54 d.5% 0,84 2,42 1.78

53



Cmpds

Mass

175
153
154

176
154

171?
141
156

178
165
166

179

155
170

180
178

181
202

is82
191
206

183
228

184
252

1RS
c4
186
59
187
41
517
188

63
93

Internal/External Standard File for Cnpd Class & 3

Recovery
std 859
130 125
0.78
0,92 13,04
2.48 8,22
0,80
1,67 5,52
0,71
l1.16 3,84
1.67 5,55
0.85
2,00 6,62
2,28 7,57
0.74
1.38 4.59
1.90 6,31
0,01
2,24 7,53
0,80
3,59 11,57
0.45
0,96 3,19
2,06 6,86
0.78
1.61 5.34
0.54
i.11 3.72
1.35
0.48 1,59
0,22 0,71
0,60
0.35 1.1%
0.19 0,63
0,01
0.54 1.78
2,21 7.62
0.78
1.27 4,23
0.6 2,08 -

Compound Hame
std 860 Std #2461
82 110 264 - 188

ACENAPHTHENE 83349

1.18 0.46 0.47 0.09
3.19 1.23 1,28 0,23
BIPHENYL 92524

2,14 0,83 0.87 2.16
1,8=01¥ETHYUNAPHTHALENE 569415
1.49 0,58 0.69 .11
2,19 0.83 0.07 d.186
FLUORENE 86737

2,57 0.99 1,04 0.19
2.93 1014 1.19 0.21
2,3,5~TRIMETHYLVAPHTHALENE 2245387
t.78 0,69 0.72 .13
2.44 0,95 0.99 J.18
ANTHRAZENE 120127

3,08 1.19 1,13 .25
PYRENE 12900v

4,95 1,90 1,80 0.40
9,10=DIMETHYLANTHFACENE 781431
1.24 0.48 0.50 0,09
2,67 1,0) 1.08 0,19
CHRYSENE 218019

2.07 0,80 0,81 0.15
PERYLENE 198550

1.53 0.59 0.47 0.12
DICYANOBUTANE 111693

0.62 0.2" 0025 0.05
2,28 0,11 0.11 0,02
BUTYLZARBAMATE 14994775

0.50 0,09 0.15 J.04
0,27 0,11 0,08 0.02
DIBUTYLDISULFIDE 110065

0.78 0,31 0,20 0.06
3.,2% 1,27 1.00 .24
BIS(2-CHLOROETHYL)ETHANE 112265
1.83 0.71 0.5b6 0.13
0,90 0.35 0,27 2,06

54

Std #62

std
99



Capds

Mass

189
155

190
66
263

191
91
120

192
n
123

193
135

194
137

195
89
165

196
91
123

197
125
218

198
325
3206

199
356

200
197
351

201

91
126

Internal/External Standard File tor 2npd Class & 3

Recovery
Std & 2
109 236
0,93
4.03 3.10
0.88 0,68
0.0t
1.33 1,03
0,60 0,46
0.67
0.68 0,52
0.97 0,75
0.806
0.36 0.67
0.54 0,42
0,11
1.56 1,21
0.01
1.25 0,96
0,02 0,01
0.01
0,35 0,28
0.7t 0,53
0.84
3.55 2.68
0,90 0,68
0.86
3.82 3,44
0,92 0,73
0,93
2.59 2,01
0,09 0,07
1.12
0.72 0,56
0,95 0,74
0.94
1,40 1,13
1.30 1,05
0.63
1,55 1.18
0.42 0,32

Conpound Name
Std #54 Std #56
136 - 82 128

TRIBUTYLPHOSPHATE 126738

0,7% 4.65 7,20
0.16 1.0 1,57
ALDRIN 309002
0.44 1.49 2.40
0.11 0.67 1,08
- DIHYDRIBENZOFURAN 4906167
0.13 0,79 1,25
0.18 1.12 1,67
NITROBENZENE 98953
0.16 0.94 1,51
0,10 0.59 0.95
BENZOTHIAZOLE 95169
0.29 1.7 2.7%
PHENYLCARBAMATE 102090
0.23 1.44 2,23
0.00 2.02 0,03
2,4=DINITROTOLUENE 121142
0.06 0.40 0,565
0.13 0.75 1,21
BENZYLSULFIDE S36749
0.63 4.00 6.38
0.16 1.02 1,62
DIPHENYLSULFDNE 127639
0.81 5.16 8,21
0,17 1.10 1,75
TRIPHENYLPHOSPAATL 115866
0.13 0,79 1.28
0.17 1.03 1,567
DIPHENYLMERCURY 587859
0.48 2.B5 4.59
0,02 0.09 0,15
TETRAPHENYLTIN
0.27 1.70 2.1
J.25 1.58 2,51
BENZYLCHLORIDE 100447
0,28 1.77 2.82
0,08 0.48 0,76

55

Std 857

98 116
2.56 4,24
0,56 0,92
0.97 1,62
0.44 0,73
0.43 0,72
0.66 0,78
d.61 1.02
0.38 0,64
1.1 1,86
0,79 1,31
9.01 0,02
de26 0,44
D.46 0,706
2,10 3,49
0.5 0,89
2.71 4,51
0,58 0,96
0.%2 0,87
J.68 1,14
1.96 3,28
0.06 0,11}
J.89 1,47
J.82 1,37
.93 1,54
.25 0,42



Cmpd#
Mass
189
99
155
190
263
191
120
192
123

193
135

194
94
} 317

195
165

196
123

197
125
218

198
325
326

199
1
356

200
197
351

201
91
126

Internal/External Standard File tor

Recovery
Std 59
110 125
0.93
2.81 9,43
0,61 2,05
o.o‘
0.99 3,28
0,44 1.47
0,67
0,27 1.59
0,68 2,27
0,86
0,61 2,07
0.38 1,30
0.7}
1.14 3,76
0,01
0.,87 2,92
0,01 0,04
0,01
0.27 0,88
0,50 1,66
0.84
2,47 8,62
0,63 2,19
0.86
3.0 11,09
0.67 2,36
0,93
1,98 6,58
0,06 0,22
1.12
0.53 1.75
0,69 2,28
0.94
1,10 3,6b
1.03 3,40
0,63
1.10 3,81
0,30 1,03

Conpound Name
sStd 160 Std #b61
82 110 264 -

TRIBUTYLPHOSPHATE 120738
.87 1.49 1.41
0.84 0,32 0.31

ALORIN 309002
1.27 0,49 0,51
0,57 0,22 0.23

DIHYDROBENZOFURAN 496162
0.65 0,25 0,24
0.90 0,35 0,33

NITRUBENZENE 98953
0.80 0,31 0.33
0.50 0,20 0.21

BENZOTHIAZOLE 95169
1.46 0.57 0.59

PHENYLCARBAMATE 102090
1.20 0,46 0.44
0.0 0,01 0.00

2,94=-DINITROTOLUENE 121142
0.34 0,13 0.14
0.64 0,25 0.26

BENZYLSULEIDE 538749
3.72 1,414 1.11
0.94 0,37 0,24

DIPHENYLSULFONE 127639
4.77 1.85 1,22
1.02 0.29 0.30

TRIPHENYLPHOSPHATE 115866
2,55 0.95 1.03
0,08 0,03 0,03

DIPHENYLMERCURY 587859
0.68 0,26 0.26
0.88 0.34 0.35

TETRAPHENYLTIN
1.57 0.6l 0.44
1.46 0,57 0.41

BENZYLZHLORIDE 100447

1.64 0,64 0.50
0,45 0,17 0.12

56

2nvpd Class 1 3

Std 162

188

0,12
0.03

Std #8632
99 -



Cxpd#

202
102
137

203
111
139

204
127
142

205
139
155

206
173
174

207
145
180

208
190
192

209
16}
196

210
214
216

211
234
236

212
248
250

213
284
286

214

79

Internal/External Standard File for Cupd Class % 3

Recovery
Std & 2
109 236
0,79
0,55 0,42
2,10 1,57
0.78
0,06 0.05
0,12 0,10
0.78
0,60 0,46
1.32 1,00
0.01
0,70 0,55
0.38 0,30
0,78
0.48 0,39
0.32 0.26
0.13
0.34 0,26
1,30 t,00
0.01
0.78 0.61
1.04 0,81
0,77
0.44 0,34
2,17 1,67
0.69
1.18 0,90
1.54 1.18
0,80
0,68 0,52
1.29 1,00
0,80
1,08 0.81
1.13 0.88
0.0
0.74 0,56
0,60 0.46
0,58
0.29 0,22
0.44¢ 0,34

Compound Name
Std #54 Std #56 Std
136 - 82 128 98

4=-CHLOROBENZONITRILE 623030

0.10 0.63 0.99 0.33
0.36 2.38 3,79  1.25
3<CHLOROBENZALDEHYDE 537042
0.01 0,08 0.12 0,04
0,02 0.15 0.24 0,08
0~CHLOROANISOLE 766518

0.11 0.69 1.09 0.36
0,24 0.50 2.42 0,79
CHLORUBENZAMIDE 619567

0.13 0077 1425 0,50
0.07 0.42 0.68 0,27
3,4-DIHLOROBENZALDEHYDE 6287383
0,09 0.58 0,93 0,31
0.06 0.39 0.62 0.21
1,2,4=TRICHLORIBENZENE 120821
0.06 0.40 0.63 0.2Z
0,24 1.50 2.40 0.83
2«BROD=1-CHLOROBENZENE 694804
0.16 0.85 1.38 0.55
0419 1014 1.84 0.74
1,2-DIZHLORONAPHTHALENE 2050693
0.08 0.50 0.78 0,28
0,40 2.51 3.88 1,38
1,2,4,5-TETRACHLOROBENZENE 95943
0.22 1.29 2.09 0.84
.28 1.69 2.72  1.09
P=DIBROMOBENZENE 106376

0.12 0,77 1.23  0.41
0.23 1.48 2.36 0.78
4=BROMIDIPHENYLETHER

0.20 1.19 1.92 0,77
3,21 1.26 2.04 0.82
HEXACHLOROBENZENE 118741

0.13 0.64 1.,3¢ 0,44
0.11 0.68 1.08  0.36
PYRIDINE 110861

0,05 0.33 0,51 0.19
0.08 0.51 0.78  2.30

57

157
116

Stad
84



Internal/External Standard File for Cmpd Class ¢ 3

Cmpds Recovery Compound Name

std 859 std 60 std #61 Std 162 Std #63
Mass 110 125 82 110 264 - 188 - 99 -
202 0,79 4=CHLOROBENZONITRILE £23030
102 0,39 1,35 0.58 0,23 0,18 0.04 0,61
137 1.49 5.12 2,29 0,85 0.67 D.1b 2,32
203 0,78 3=CHI,JROBENZALDEHYDE 587042
111 0,05 0,17 0.07 0,03 0.02 0.00 0,06
139 0.10 0,32 0.14 0,05 .09 J2.0% 0,15
204 0,78 ‘D=CHLIROANISOLE 766518
127 0,43 1.48 0.64 0,25 0.17 0,05 0,67
142 0,94 3,24 1,40 0,54 0.36 0,10 1,46
205 0,01 CHLORJBENZAMIDE ©19567
139 0.51 1,70 0,66 0.26 0.27 0.05 0.706
155 0,28 0,92 9.36 0,14 0,15 3,03 0.41
206 0.78 3,4-D1CHLOROBENZALDEHYDE 6287383
175 0,37 1,25 0,54 0,21 0.17 9,04 0.57
174 0.25 0,84 0.36 0,14 0.11 0,03 0.38
207 0.73 1,2,4°TRICHLORIBENZENE 120821
145 0.24 0,80 0,33 0,13 0.12 0.03 0.36
180 0,89 3,05 1,25 0,48 J.46 J.10 1,36
208 0,01 2-BROYO=1=CHLORDBENZENE 694804
190 0.57 1,88 0.73 0.28 0.30 0.0%5 0.84
192 0.76 2,52 0.98 0,38 0.40 0,07 1.12
209 0.77 1,2=-DICHLORONAPHIHALENE 2050693
161 0.31 1,02 0.42 0.16 0.15 0,03 0.46
196 1,52 5,08 2,08 0,80 P Jdell 2,27
210 0.69 1,2,4,5°TLTRACHLOROBENZENE 35943
214 0,86 2.85 1.11 0.43 0.45 7,08 1.27
216 1,12 3.72 1,44 0,56 0.58 0.11 1,66
211 0.80 P=DIBRIMOBENZENE 106376
234 0,49 1,66 0.72 0.28 0,19 0,05 0.75
236 0.93 3.18 1.38 0,53 0.45 2,10 1.45
212 0.80 4-BROMODIPHENYLETHER
248 0,79 2.61 1.01 0,39 0,41 0,07 1.17
250 0,84 2,78 1.08 0,42 0.44 0.08 1,24
213 0.01 HEXACHLDORUBEWZENE 118741
284 0,53 1,83 0,78 0,30 0.24 0,006 0.82
286 0,43 1,46 0.63 0.24 0,19 0,05 0,66
214 0,58 PYRIDINE 110801
52 0.20 0,68 0.28 0.1l 0.10 0,02 0,30

79 0,33 1.1 0.42 0,16 0.17 0.04 0,50



Capds

Mass

215
66
93

216
93

2117
106
107

218
106
107

219
117

220
120
121

221
106
121

222
127
129

223
129

Internal/External Standard File for cnpd Class ¢ 3

Recovery
Std & 2
109 236
0,66
0,26 0,20
0.66 0,51
0.84
0,23 0.19
0,76 0,54
0.57
0.13 0.10
0.22 o.lb
0.01
0.89 0,69
0,71 0.56
0,86
0,72 0,54
1.92 1.45
0,82
0,66 0,51
0,90 0,69
0.72
0.36 0,27
0.57 0,44
0.88
1,09 0,84
0.34 0,26
2.77
1.82 1.4}

Compound Name
Std 854 Std #56 Std
136 - 82 128 98

ALPRA=PICULINE 109068

0.V5 0.30 0.45 2.16
0,12 0,70 1,18 9,40
ANILINE 62533

0.04 0,28 0,41 .15
0,13 0.81 1,25 0.45
LUTIDINE 108485

0,02 . 0.15 0,25 0,08
0.04 0.24 0,39 0.13
TOLUIDINE 106490

0.16 0,97 1.57 0.64
0,13 0.78 1,27 0.51
INDOLE 120729

0.13 0.82 1,30 0.43
0.34 2,17 3,496 1e14
2,3,6-TRIMETHYLPYRIDINe 1462840
0.12 0.76 1,18 0.42
0,17 1.03 1,61 .55
2,6=DIVETHYLANILINE 1300738
0,06 De.d41 0,05 J.21
0.10 0.66 1.04 0.34
M=CHLOROANILINE 108429

0.,20 1.26 1,94 0.b69
0.006 0.29 0,60 0,22

QUINOLINE 91225
0.34 1.99 3,22 1.30

59

57
116

Std #S8

84 112
0.59 0,42
1.52 1,09
0,53 0,38
1.62 1.15
0.39 0.28
0.61 0,45
§.97 1,45
1,58 1,16
2,04 1,51
S.43 4,02
1,53 1,09
2,086 1,49
1,02 0,75
1.64 1,21
2.52 1,79
0.78 0,56
4,06 2,98



Copds

nass

215
68
93

216
-1
9)

217
106
107

218
106
107

219
117

220
120
121

221

106
121

222
127
129

223
129

Interngl/External Standacd File for -tpd Class & 3

Recovery
Std 59
110 129
0,66
0.18 0,69
0.4 1,54
0,04
0,17 0,58
0,49 1.6¢
0,57
0.10 0.3)
0,16 0,%2
0,01%
0,65 2,15
0,52 1,7}
D.86
0,51 1,75
1.40 4,08
0,82
0,46 1,54
0,62 2,13
0.72
0,26 0.88
0,42 1.41
0.88
0,76 2.,5%
0,24 0,79
0,77
1.3 4,40

Coopound Nasze

St3 160 Std 61 Std
82 110 264 - 188
ALPHASPICOLINE 109068
0.25 0.09 0.09 0.02
0.63 0,24 J.23 .05
ANILINE 62533
0.22 0,09 0,08 2,02
0,07 0,26 0,29 0.0%
LUTIDINE 1OH4E)S
0.14 0,05 0.04 0.01
9.43 0,09 0.06 3,02
TILULIDINE 106490
0.8) 0,32 0.32 0.0b
0,67 0,206 0,26 0.05
INDOLE 120729
0,76 0,29 0.2) .05
2,02 0,78 0.b1 Ja15

2,3,6=TRIMETHYLPYRIDINE 3402846

0,63 0.24 Jedl 0.05
0,86 0,33 0,32 0,07
2,6°DIMETHYLAVILINE 1300738
0,386 0,15 0.11 0,03
Jdeb1l 0,24 0.18 2,04
MeZHLOROANILINE 108429

1.05 0.40 J.3¢ .98
0,33 0,13 0,12 0.03
QUINOLINE 91225

1.7¢ 0,06 0.69 J.12

60

62

Std
99

16



Table B-4. RMRs AND RECOVERIES FOR WABN COMPOUNDS
(BLLE, pH 8.0/FRACTION NO. 1)

Class No. &

Standard ID No.

Standard Name

54
56
57
58
59
60
61
62
63

4-Fluoro-2-10dotoluene (external)

da-Naphthalene (internal)

dS-Nxtrobenzene (1nternal)

d,,-0-Xylene (1nteraal)

10

ds-Phcnylethanol (1nternal)

dS-Acetophenone (internal)

ds-Propxopbcnone (internal)

d Z-Pcrylenc (anternal)

1

dg-Acrxdxne (1nternal)

dS-Phenol (1o0ternal)

61



9

MATRIX OF STANDARD ION RMRs

Stendard
ds-'hcnul dw-g Lylene d,-lnpﬁllalnm ds Mitrobenzene d$-'huylnhnol
Cospourd lon  Recovery /1 99 s/t 78 /3 118 a/t 136 /1 /s 128 o/t M a/s 312
4 -phenol 99 NA - .5919) 9(9) JA7(8) 1 04($) 1 o8(3) 2.00(39) 1 1508%)
410> riene 90 0 4 IRITCIN - t.e7(1) .29(0) 1 198 2 s(e) « ) 3 02¢21)
116 o e ) 03(s) £0(0) - 1848) 1 07(8) 1,71(8) 2 93(22) 1812
dy-naphthalens 118 L1 $.9714) 3.5 $.85(7) . 6 21ty ? 98(3) 14 630135) 10 $9(10)
9, -nltrobeniere [ }] N 9704) $7110) 95¢10) Y31} - 1 60(1) 2 38417) 1 10(1e)
128 ~ 6l(2) 3409) .59(9) .1019) 6M{1) . ) &1(16) 1 0701%)
.07
4, -phenyiathanol ’" NA .42{1%) 25(24) L2020 Ar(19) 44(16) .10(18) . BT
12 N S8(1%) A YRR $8(23) .8 18) L61(10) 95 (16) 1 39(2) .
9 -proplophennne (2} ~ 1 09(4 83(13) 1 07(14) .18¢8) 1 13(0) 1 82{0) 2 e3(11) ) 90030)
10 NA 2 8515} 1 67(1)) 2.78¢14) A800M) 2 9¢(e) 4 12(8) 6 84(12) € 935(11)
4 -acetophenone 110 [ [ BEH F3] 90(7) 1.50(8) 25(4) 1 60(s) 2 ss(1) ynnn 1.00(10)
123 9 () L27(8) .45, 7) ;a%})) @ty L10(6) )V ne) L1 }}]
.07
4, -perylene 264 NA 3 88(13) 2 09(”) 3 48(8) .60(9) 3 r0(11) 3 90(12) 8 32(2%) 6.37(28)
dy-acridine 108 Y 1.45(7) 86(13) 1 43(18) BIIT ) 1 31(s) 2 40(s) 3 82018) 1.35019)
4-(luogo-2-1odotoluene 1 M 1 10(4) 65(7) 1.08(8) 1013} e 1 02(2) 2 63(10) 1 97(19)
138 N 1 434 84(s) 1M 24(s) 1Ay 239 3 A1) 2.52(10)

(continucd)



£9

Standard

ds-horlo'\hnvnc ds-uetq-l\rnonc d”-reryltnc av-lcrldlno 4-Fluoro-2.1odotoluene
Compound Ton Recovery m/3 82 »/2 210 ®/r 110 o/1 125 /e 24 o/t 188 e/t 109 /1 236
dg-phenol 99 N .32(5) () o7(2) PIFITE)) SIs) 10N K11¢Y) L1(4)
d,0-0-171ene 98 0 1.59012) e1(13) N334 3.7177) $3(10} 1 20(13) 1 Sol(s) 1.2118)
118 0 e 95(13) L3 ISITY) 2.2 32010) .0 9e(6) L13(0)
dg-naphthslene 136 NA $.%1(0) 2.13(8) 3 91(4) RITIRY) 1 76(15) e.20(9) s 45(1) 6200
d -nitrobenzene [} NA .89(0) Jts) 63(1) e 1019 . 61{6) .88(2) .68())
128 L .35(8) 22(e) RYIEN] [ BB X 8 ] 18¢20) ate .95(3) 243

¢, -phenylethans) (1) NA BLIIEEN] 15(10) {16} 23(12) 13(28) L2911 .30118) 30117}
" NA 83010} 9 L3tle) BT 1) as) .52(19) .a2(18)
4-proplophenone [} "M . .39 Jnn 2.40(6) .33(23) 76(5) 1 00(7) RATE}1
110 L 2.60(1) - 1 BS(b) 6 2i(o) 87(19) 2 00(5) 2 59(7) 399N
d,-acetophencne 1o RA 1 41(s) L$5(6) . 3.9(1) a7(14) 110" 3 31(0) 1 012)
128 NA NHTY 161%) BOTRS - 14018) 312¢9) a2) )
4, perylene 64 b 3.08(14) 1.27018) 2.37030) 7 91(12) . 2 so(1e) 3 19 2.5119)
dg-ecridine 188 M 1.33(9) 52(%) .95(10) 3. 15010) 39(40) - 1.34(8) 1.03(8)
4-f1voro- - 1odoteluene 109 NA 1.01(N 39N ) 2 0 34012} LI8(8) - L1

238 nA 131N i) 82(3) 3.1102) .a2(10) 1 00(8) 1 30(1) -

TETUTe T Tt

Tevy.

N r? I IAWYTTII ST FCEIEETT I FIIFII I IT T AT RIS T

cpweve wTY T XS = —=a



Cmpds
Mass
100
43
57
101
43
57
102
71
103
57
104
71
105
71
106
7
85
107
57
71
108
71
109
57
71
110
71
111
141
142
112

153
154

Internal/External Standard File tor

Recovery
Std s 2
109 236
0,51
2,18 1,64
2,15 2,09
0,45
2.52 1,92
J.40 2,55
0.6~
2,78 2.14
1.73 1.3)
0,51
1,90 1.45
2,72 2.08
0.77
3.13 2.41
2,07 31,60
0.6%
2,99 2,51
1,98 1.66
0,69%
2.12 1.61
1,42 1.08
0.82
4,43 3,41
3.0 2.33
0.65
3.93 2.96
2,7t 2,05
0,59
3,73 2.98
2,60 2,08
0.58
3.%9 3.19
2,80 2,24
0.48
2,03 1,58
2,51 1,986
0.50
1.26 0,98
3.40 2.64

Compound Name

std 854

136

Std 56
82 128

N-TRIDECANE 629505

0.34 2,48 3,95
0,50 1.14 5,01
NeTETRADECANE 629594
0.45 2.88 4,58
0,61 3.87 6,106
N~PENTADECAME 692629
0,52 3.22 4,99
0.32 2.01 3,11
N=HEXADECANE 54470J

0,34 2.16 3,35
0.49Y 3.1 4,96
NeHEPTADECANE 629782
0.58 3.61 5.59
0,38 2.39 3.1
NeDCTADECZANE 593453

0459 J.15 5,430
0.39 2.48 3,95
N=NONADECANE 629925

0.38 2.42 3.8
0.25 1.61 2,57
NeEICIJSANE 1112958

0.82 S.11 7,32
0.56 3,50 5.43
N=HENEICOSANE 629947
0.70 4.43 7.05
0.4u 3,07 4.88
NeDOCISANE 629970

0.70 4.4 7.1D
0,49 3 11 4,96
N=TRIZOSANE 638675

0,75 4.77 7.062
0.53 335 5.3
2=METHYLNAPHTHALENE 91576
0,38 2.23 3,62
0.40 2,70 4,45
ACENAPHTHENE 83329

0.23 1.38 2.22
0.63 3.73 6.02

64

cvpd Class & 4§

std
98

157
116

LS
[ Y}

Std
84

10,26
7.03

131,05
7.65

11.11
T.76

11.85
8,33

4.53
5,62

158
112

2.06
5,58



Cmpds
Mass
100
43
57
101
57
102
71
103
57
104
57
71
105
57
71
106
1
85
107
71
108
11
109
71
110
71
111
141
142
112

153
154

Internal/External Standara ¢tile tor

Recovery
Std ¢59
110 125
0,51
1,56 5.33
1,99 6.75
0.45
1.86 6,19
2,50 8,33
0.62
1,94 6,52
1.21 4,06
0.51
1,40 4,66
2,01 6.7
0,77
2,18 17,32
1.44 4,85
0.66
2,33 8,10
1.55 5.35
0,65
1.51 5,27
1.01 3.47
0.82
3.08 10,35
2,11 171,09
0.65
2.73 9,53
1.89 6,60
0,59
2.89 9.60
2,02 6.7
0,54
3,10 10,28
2.18 7,22
0,48
1.48 4,91
1,78 06,08
0.50
0,92 3,04
2,48 8,22

Compound Nanme
Stad #60

82 110 264

NeTRIDECANE 623505

Sta kb1l

2,30 0,89 0,70
2.9¢ 1.14 0,76
NeTETRADECANE 629594
2.7 1,03 0.80
3.57 1.39 1.08
NePENTADECANE 692629
2,68 1,03 0,99
1.67 0,04 0,62
N=HEXADECANE 5447063
2,01 0.76 0.61
2.88 .12 .87
N-HEPTADECANE 629787
3,01 1,16 1.11
1.99 0,77 0.73
NeDCTADETANE 593453
3.48 1,35 1,01
2.30 0,89 0,54
NeNONADECANE 629925
2.24 0.87 J.b8
1,50 0,58 0,45

NeEICJISANE 1112658
4,25 1,63 §1.51
2.91 1.12 1.07

N=HENEICOSANE 629947
4.11 1,60 1.07
2,85 1,10 0.74¢

N=DO{JSANE 629370
4.14 1,60 1.22
2,69 1,12 0.85

NeTRIZOSANE 638675
4.42 1,71 1,29
3.1 1,20 0,90

2=-METHYLNAPHTHALENE 91576
1.90 0.74 0.71?
2,36 0,91 2,99

ACENAPHTHENE 83329
1.18 0.46 0,47
3.0 1,23 1.28

Zwpd Class & 4

sSta $62 Std
188 - 99
d.17 2.41
9,29 3,09
0.19 2.80
.26 3,77
ve22 2,92
Jd.14 1.82
2.15 2.11
.21 3,03
.24 3,27
.16 2.17
.24 3.65
V.06 2,41
.15 2,35
J. 11 1.57
0,35 4,63
J.23 3.17
0,30 4,31
J.21 2.99
0.30 4,35
.21 3.04
0,32 4,6%
.22 3.217
J.14 2.19
Q.17 2.71
0.09 1.35
2.23 3.66

863



Cmpds

Mass

113
154

tid
141
156

115

57

116
263

117
52
79

118
66
93

119
66
93

120
1006
107

121
106
107

122
90
117

123
120
121

124
106
121

125
127
129

Internal/External Standard File tor npd Class #» 4

Recovery
std 5 2
109 236
0.014
2,28 1,78
0.48
1.59 1,24
2,30 1,79
0,57
0.73 0,56
3J.09 2,36
0.96
1,33 1.03
0.60 0,45
0.01
0,29 0,22
0.44 0,34
0,01
0,26 0,20
0.66 0.5%
0.01
0,23 0,19
6,76 0,54
0.01
0,13 0,10
0,22 2.16
0,01
0.89 0,69
0,71 0,56
6.01
0.72 0.54
1.92 1.45
0,01
0,66 0,51
0,90 0,69
0.01
0.36 0,27
0,57 0,44
0,01
1,03 0.84
0.34 0,25

Compoind Name

std 154 Std 156 Sta 8%7
136 - 82 §128 98 116

BIPHENYL 92524

C.42 2.5 4,04 1.63 2,72
$1,8°DIMETHYLNAPHTHALENE S69415

0.29 1.74 .82 1.13 1,89
0,42 2.52 4.07 1.63 2,73
DI=-T=-BUTYLDISULFILE 110065

0.13 0.84 1.34 .44 C.72
0.56 3,54 5,864 1.85 3,09
ALDRIN 309002

0,24 1.49 2.40 5.97 1.62
0.1} V.67 1,08 J.44 0,73
PYRIDINE 110861

0,05 2,33 0,51 9.19 0.32
0.08 0.51 0,78 .30 0,50
ALPHA-PICOLIKE 109068

.05 0.30 0,46 0.16 0,27
.12 0.76 1,18 J.40 0.66
ANILINE 62533

0.v4 J.28 0.41 J.15 0,24
0.13 0.81 1,25 9.4 0,/4
LUTIDINE 108485

0.02 0.15 0,25 0,08 0,13
0.04 0.24 0,39 .13 0,21
TOLUIDINE 106490

De16 0.97 1,517 0.64 1.07
0.13 0.7 1,27 0.51 0.86
INDOLE 120729

0.13 0.82 1.30 9.43 0.71
0.34 2,17 3,16 1.14 1,89
2,3,6=-TRIMETHYLPYRIDINE 1462846

0.12 0,75 1,13 .42 0,69
0,17 1.03 1,61 .55 0,91
2,6-DIYETHYLANILINE 1300738

0.06 0.41 0.65 .21 0,36
0.10 0.66 1.04 .34 0,57
M=CHLORJDANILINE 108429

0.20 1.20 1.94 0.69 1,15
0.00 0.29 0.60 0.22 0,36

66

Std
84

158
112



Cmpcs

Mass

113
154

114
141
156

115
57
116
203
117
79

118
66
93

119
66
93

120
100
107

1¢i
106
107

122
90
117

123
120
121

124
106
121

125
127
129

Internal/External Standard file tor Cnpd Class & &

Compound Nanme

std 360 Sta 161 Std 862
82 110 264 o 188 -

BIPHENYL 92521

2,14 0,83 0.87 Q.16
1,8=D1VETHYLNAPHTHALENE 569415
1.49 0,58 0.60 0.11
2,15 0.83 0.87 9.16
DI=-T=-BUTYLDISULFIDE 110065

0.78 0,31 0.20 2.06
3.29 1. 27 1.00 0,24
ALORIN 309002

1.27 0.49 0.51 0,09
0.57 0,22 0,23 J.04
PYRIDINE 110861}

0.28 N,1c Jo.10 0.02
0,42 J.l6 0.17 .04
ALPHA-PICOLINE 109068

0,25 0,09 0.09 0.02
0.63 0.24 J.23 3,05
ANILINE 02533

0.22 0,09 J.048 .02
0,67 0,26 0.24 0,05
LUTIDINE 108485

0.14 0,05 0.04 2,01
9.23 0,09 0,06 .02
TOLUIDINE 106490

0.83 0.32 0.32 2.06
0.67 0,26 0.206 0.05
INDOLE 126729

0.76 0,29 0,23 .95
2.02 0,78 Jel Y, Jdeld

2,3,6=TRIMETHYLPYRIDINE 14028406

Recovery
std §59
110 125
0,01
1.67 5.52
0.48
1.16 3,213
1,67 5,55
0,57
0.5¢ 1.78
2,21 7,62
d.96
0,99 3,28
0,44 .47
0,01
0,20 0,68
0.33 1.11
0,01
0,18 0,00
0,46 1,54
0,01
0.17 0,56
0.49 1,64
0.01
0,10 0,33
0.16 0.52
0,01
0,65 2,15
0.52 1,73
0,01
0,51 1,75
1.40 4,68
0,01
0,46 1,54
0,62 2,10
0,01
0.26 0,88
0.42 1.4}
0,01
0.76 2,55
0,24 0,79

67

0.63 0.24 .23 J.05
0.6 0,33 0,32 V.07
2,6=DIYEIHYLANILLINE 1300738
0.38 0,15 0,11 3,03
0.61 0,24 0.18 J.04
M=CHLIRDANILINE 108429

1.05 0.40 0.38 J.98
0.33 0,13 0.12 0,03

Sta 63
$9 -

1.14
0.35



Cmpde

Mass

126
129

127
65
138

128
156
157

129
114
141

130
84
133

131
167

132
168
169

133
168
169

134
Sb
138

135
100
142

136
109
194

137
91
191

138
58
59

139
200
215

Internal/External Standard Fille for

Reccvery
Std s 2
109 236
0,01
1.82 1,41
0,01
0.44 0.35
0.56 0,45
0,01
0,41 0,32
2,01 1,54
0.01
0,03 0,02
0,05 0,04
0.01
1.17 0,90
0.28 0.2t
0.01
3.73 2.88
0.01
6.7% sS,11
12,72 9.45
0.01
1.42 1.14
2,79 2.15§
0.0t
0.33 0,37
0.96 0,75
0,01
0.42 0,33
l'SJ l.ls
0,01
0,10 0,08
0,19 0,15
0,01
1.62 1,26
0.13 0,11
0.01
4,72 3,88
0.17 0.11
0.01
2,75 2.20
1.67 1,34

Compound Name

Std 854 Std 56 Std #57

136 - 82 128 98

QUINOLINE 31225

0.34 1,99 3,22 1.30
PeNITRIANILINE 100016

0.08 0.52 0,83 0.27
0.11 0.67 1,07* 0,35
2,4=DIVETHYLQUINILINE 1198374
0,08 0.47 0,75 .26
0,37 2.31 3,59 1.27
1,8=DIAMINONAPHTHALENE 569415
0.00 0.02 0,06 0,02
0.01 0,00 0,91 .03
NICTOTINE 541135

0.22 1,35 2,09 .74
0.05 0.32 0,49 d.17
CARBAZILE 86748

0.69 4,30 6,606 2.37
2=AMINDIBIPHENYL 90445

1.20 T.65 12.18 .61
2,22 14.15 22.54 7.42
DIPHENYLAMINE 122394

0.27 1.71 2,65 J.94
0,52 J.22 4,99 1.77
DICYCLIHEXYLAMINE 122394

0.06 0.39 0.63 0.21
0.18 .12 1.8) J.b61
TRIBUTYLAMINE 102629

0.08 0.49 0,75 V.27
0,28 1,77 2.74 0.97
CAFFFINE 58082

0.02 0.12 0,17 0.06
0,04 0.22 0,34 J.12
OIBENZYLAMINE 103491

0.30 tel?5  2.87 1.16
0,03 0.15 0.24 J.10
NyN=DIMETHYLDIDECYLAMINE 1121K5
0.87 5.47 8.83 3.58
0.03 0.20 0,3 d.13
ATRAZINE 1912249

0.52 J.28 5,23 1.72
0,31 2,00 3,18 1.05

63

116

cepd Class s ¢

Sta #58

84 112
4,06 2,98
1,30 0,97
1.6 0,22
0,95 0,68
4,69 3,31
0.09 0,06
0.14 0,11
2,70 1,92
0e63 0,495
9,36 6,67
19.13 14,17
35,40 26,19
3.43 2,45
6.45 4.60
1.10 0,78
3.15 2,25
0.97 0,69
3.52 2.51
0,23 0,16
0,44 0,32
3J.63 2,67
0,30 0,22
11,09 8,16
0,40 0,29
8.17 6,09
4.97 3,71



Internal/External Standard File for Ciapd Class » 4

Cmpds Recovery Compound Name

S5td 59 Sta #60 Std #61 Std 162 Std #63
Mass 110 125 82 110 264 - 188 - 99 -
126 0.01 QUINOLINE 91225
129 1.33 4,40 1.70 0,66 0.69 0,12 1,906
1217 0.01 P=NITRIANILINE 100016
65 0,34 1,1 0,49 0,19 0,14 0,04 0,51
138 0,43 1,84 0.62 0,24 0.19 2,05 0.65
128 0,01 2,4=DIMETHYLQUINIJLINE 1198374
156 0.29 0,96 0.40 0.15 0.15 0.03 0.43
157 1,46 4,69. 1,93 0,74 0.7 0,15 2,09
129 0.01 1,8=DIAMINDNAPHTHALENE 569415
114 0.02 0,08 0,03 0,01 0,01 0,00 0.03
141 0,04 0,12 0.05 0.02 0.C1 J.00 0.55
130 0,01 NICOTINE 54115
B4 0.82 2.71 t.12 0.43 0.41 0.09 1.22
133 0,19 0,64 0,26 0,10 0.10 0,02 0,29
131 0.01 CARBAZOLE 86748
167 2,60 8,72 3.57 1,37 1.28 0,31 4,22
132 0.01 2-AMINOBIPHENYL 90445
168 4,75 16,46 7.10 2,75 2.13 0,51 7.45
169 8,82 30,44 13.1% 5,08 3.96 .95 13,80
133 0,01 DIPHENYLAMINE 1221394
168 1.03 3,47 1.42 0,55 0.52 0.11 1.55
169 1.94 6,46 2,68 1,03 0,98 3,22 2,91
134 0,01 DICYCLIOHEXYLAMINE 122334
56 0.25 0,81 0.33 0,14 0.09 0,03 0,38
138 0,71 2,34 0.95 0,40 0.26 2,08 1.09
135 0,01 TRIBUTYLAMINE 102829
100 0.29 0,99 0.41 0,16 .15 0.03 0,44
142 0.99 3,34 1.47 0.57 0.53 0.12 1.59
136 0,01 CAFFEINE 58082
109 0,07 0,23 0.09 0,04 0,04 0,01 0.10
194 0,13 0,45 0.,18 0,07 0.07 J.02 0,21
137 0.01 DIBENZYLAMINE 103491
91 1,18 3.91 1.52 0,59 0.62 %.11 1.74
197 0,10 0,32 0,13 0,05 0,05 0.01 0.14
138 0.01 N,N=DIMETHYLDJIOETYLAMINE 112185
58 3J.62 12,02 4.06 1,81 1.87 0.34 5.37
59 0,13 0.43 0.17 0,06 0,07 0.01 0.19
139 0,01 ATRAZINE 1912249
200 2,13 1,017 3J.05 1.18 0.90 0.22 3.26
215 1.21 4,30 1.85 0,72 0.55 0.13 1,95

69



Cmpds

140
S8
141
41
S7
142
43
S8
143
75
144
138
145
69
81
146
136
147
43
148
59
114
149
87
150
57
151
94
136
152

108

Internal ‘external Standard file for Cnpd Class & ¢

Recovery
std ¢ 2
109 236
0,01
1.21 0.94
0.7 0,58
0.01
0.21 0,17
0,55 0,42
0.01
1.30 1.0%
1.02 0,79
0,01
1,48 1,14
0.44 0.3%
0.0t
1,77 1,36
0,39 0,30
0,01
0.66 0.5t
1,44 1.12
0,01
0.56 0,43
0.32 0.25
0,01
0,40 0,31
0.44 0.34
0.M
0,56 0,435
0,44 0,35
0,01
3.42 2.65
2,22 1.72
0,01
1,47 1.11
1.42 1,08
0.01
1.84 1,43
0.25 0.20
0.01
0,52 0,40
1.09 0,85

Compound Name

Std #54 Std 56
136 - 82 123
HEPTANONE(2) 110430
0.22 1.33 2.14
0.14 0.83 1.33
BUTOXYETHANOL 111762
0.04 0.25 0,40
0,10 0.63 1.03
2-0CTANONE 111137
0,24 1.43 2.0
0.19 1.1 1.8
BUTYLPROPIONATE 590012
0.27 t.71 2,73
0,08 0.51 wv.82
ISOPHIRONE 78591
0,33 2.04 3,17
0,27 D.45 0,72
FENCHINE 1195759
0.12 0.72 1.117
0,27 1,58 2,55
ALPHA-TERPINEOL 98555
0.10 0.6 1,00
0.06 0,37 0,58
N=-DECANOL 112301
0.0/ 0.46 0,74
0.08 0.51 0.79
DIMETHYLADIPATE 627930
0.10 0.64 1,03
0.0u 0.49 0,79
METHYLSTEARATE 112618
0.63 3.89 b.28
0,41 2.52 4,07
N=DECANE
0.206 1.67 2,66
0.25 1.64 2.61
PHENYLACETATE 122792
0.34 2.01  3.25
0.05 0.28 0.45
BENZYLACETATE 140114
0.09 0.57 0.92
0,20 1.19 1,32

70

Std
98

517
116

Std 858

84 112
2,32 2,00
1.69 1,25
0.49 0,35
1.27 0,91
2.92 2,15
2.27 1,617
4,27 3.15
l.2b 0.95
4,11 2,93
0,90 0,64
1.47 1,08
3.22 2.36
1.31 0,93
0.75 0,53
0.92 0,506
1.02 0,73
1.29 0.95
1,00 0,74
7.90 5,81
5.13 3,77
4,18 3,09
4.05 3.00
4,10 3,01
0.57 0,42
1.195 0.6S
2,43 1,19



Cmpds
Mass
140
43
58
141
S7
142
58
143
75
144
138
145
81
146
136
147
41
43
148
114
149
74
8’
150
57
151
136
152

108

Internal/External Standard File for 2npd Class ¢ 4

Recovery
Std #59
110 125
0.01
0,88 2.9t
0.55 1,82
0.01
0,15 0.49
0,38 .28
0.01
0.95 13.14
0.74 2.45
0.01
1.11 3,69
0,33 .11
0.0%
1,23 4.14
0,27 0,91
0.01
0.48 1.58
1,05 3,45
0,01
0.39 1,31
0.23 0.76
0.01
0.28 0,93
0.31 1.63
0,01
0,42 .40
0,33 1,08
0,01
2.58 8.56
1.67 5,55
0,01
1,05 3,59
1.01 3.48
0.01
1.31 4.4)
0.18 0.62
0,01
0.38 1,25
0,79 2,63

Compound Name

std 160 std #61
82 110 264 =
HEPTANONE(2) 110430
1,13 0.44 0,47
0.71 0,27  0.29
BUTOXYETHANOL 111762
0,20 0,09 0.07
0.52 0.20 0.19
2-0CTANONE 111137
1.22 0.47 0.51
0.95 0.37 0,39
BUTYLPROPIONATE 590012
1,59 0.61 0.48
0.48 0.19 0.15
ISOPHORONE 78591
1.70 0465 0.62
0.37 0.14 0.14
FENCHINE 1195759
0.62 0.24 0.25
1.35 0.52 0.55
ALPHA=TERPINEDL 98555
0,54 0.21 0.20
0.31 0.12 0.1t
NeDECANDL 112301
0.38 0.15 0.14
0.42 0.16 0.15
DIMETFYLADIPATE 627930
0,54 0.21 0,22
0.42 0.16 0.17
METHYLSTEARATE 112618
3.32 1.29  1.33
2.15 0.83  0.87
N=DECANE
1.55 0.60 0,47
1.50 0.58  0.4b
PHENYLACETATE 122792
1.72 0.67 0,70
0.24 0.09 0.10
BENZYLACETATE 140114
0.48 0.19  0.20
1.02 0.40 0.41

71

Std 62

188

Std
99

163



Cmpds
Mass
153
17
172
154
91
155
155
17
163
156
158
157

149
1717

158
149
159
149
160
149
167
161
77
105
162
91
119
163
1o0s
164
121
122
165

135
136

Internal/tExternal Standard File for Cnpd Class s 4§

Recovery
std ¢ 2
109 236
0.01
1,24 0,94
0,44 0,3
0,01
1.60 1,21
0.72 0,54
0,01
0,81 0,63
5,29 4.07

0,01 )
1.74 1.32
1,18 0.9%

0,01
3.19 2.43
0.80 0,61

0,01
0,29 0,23
7.17 5,52

0,01
2.09 1,62
3,17 2,62

0,01
5.22 4,07
1.9 1,54

0.01
0,3¢€ 0,28
0,40 0,31

0.v1
0.54 0,44
0.63 0,51

0,01
0.38 0.64
1.22 0,94

0.01
0,56 0,44
0,60 0.47

0.01
1.37 1,08
0.96 0,76

Compound Naame

Std ¥54 Std 856 Std §57
136 - 82 128 98 110
METHYLBENZENESULFUNAIE
0.22 1041 2.2> 0074 1023
0.08 0,50 0,8 J.26 0.44
METHYLTULUENESULFUNATE(P)
0.29 1.81 2,89 0.95 1.58
0.13 0.8 1.29 0.42 J.7%
OIMETHYLPHTHALATE 131113
0.15 0,94 1.45 0,52 0.85
0,98 L,10 9,496 3.36 5.56
ETHYLTYOLUENESULFONATE(P) 80400
0.31 1.97 3.14 1.03 t1.72
0,22 1,40 2,23 0.73 1.21
ODIETHYLPHTHALATE 84662
0,51 3.65 5.79 1.90 3.17
0.14 0.93 1.47 0.48 0,80
DIBUTYLPHTHALATE 84742
0.05 0,34 0,52 0.19 0.31
1,33 Bs27 12.89 4,55 7.54
BUTYLSENZYLPHUTHALATE
0.38 2.28 3,69 1.48 2.48
0,62 3,69 5,95 «e40 4,01
DIETHYLHEXYLPHIHALATE 117817
0,96 5.71 9,23 J.74 6.26
0.37 2.17 3,51 1.42 2,37
BENZALDEHYDE 100527
0,07 0.42 0.64 0,23 0,38
0.017 0.46 0,70 0.25 0.42
TOLUALDEHYDE 529204
0.10 0.65 1,04 0.34 0.57
0,12 0.77 1.23 0,41 0,68
ACETOPHENONE 36862
0.15 Va96 1.53 0.53 0.87
.23 l.41 2.25 C.78 1,29
SALICYLALDEHYDE 90028
0,10 0.61 0.99 J.40 0.67
0,11 0,60 1,07 0,43 0,12
ANISALDHYDE 123115
0,25 1.53 2.47 0.91 1.66
0.18 1.07 1.73 0.70 1.16

72

Std 158

84 112
3.54 2,01
1.26 0,93
4.53 3,35
2.02 1,50
1,88 1,34
12,22 8,171
4,92 3.65
3J.46 2,35
9,08 6,71
2.29 1.69
0,68 0,48
16,55 11,80
4.6 3.41
7.49 5,51
11,59 6,53
4,40 3.24
0.84 0.60
0.92 0,66
1.65 1,21
1,95 1.43
1.93 1,37
2.85 2,03
1.2¢ 0,91
1.34 0'99
3.1 2,29
2.18 1.60



Cmpds

Mass

153
X
172

154
91
155

155
11
163

156
91
155

1517
149
117

158
5
149

159
91
149

160
149
167

161
LX
105

162
119

163
1
105

164
121
122

165
13%
136

Internal/External Standard File for

Recovery
std 159
110 125
0,01
0,91 3,0«
0.32 1,08
0.1
1.17 3.9
0.52 1,74
0,01
0.57 1.83
J.68 11,87
0.01
1,28 4,25
0.91 3,01
0.0t
2,35 7.82
0,59 1.9
0.91
0,20 0,68
4,99 15.75
0.01
1.5 5,02
2,44 8,00
0.01
4,03 12,58
1,53 4,78
0,01
0,25 0,84
0,28 0.93
0,01
0.42 1,41
0.50 1.606
0.01
0,57 1,95
0.85 2.38
0.01
0,41 1,35
0.44 1.46
0,01
1,01 3.36
0.71 2.36

Compound Name

Std #60 S5td #61 Std

82 110 264 - 188

METHYLBENZENESULFONATE

1.31 0,51 0.40 D.09
0,47 0,18 .14 0,03
METHYLTOLUENESULFUNATE(P)

1.68 0,65 0.51 0.12
0.75 0,29 0.23 2.05
DIMETHYLPHTHALAIE 131113

0.75 0,29 0,28 0,06
4.88 1.88 1.85 0.41
ETHYLTOLUENESULFONATE(P) 80400
1.83 0,71 2,55 0.113
1.30 0,50 J.38 2.09
DIETHYLPHTHALATE 84662

3.34 1.30 1,02 J.24
0,85 0,33 0.26 0.006
DIBUTYLPHTHALATE 84742

0.28 0,1t 0.10 .02
6.88 2.64 2.52 2.55
BUTYLBENZYLPHTRALATE

1,95 0,76 0,768 .14
3,15 1,22 1.206 0.23
DIETHYLHEXYLPHTHALATE 157817
4,80 1.89 1.90 0,35
1.85 0,72 0,72 0.13
BENZALDEHYDE 130527

0.35 0.13 N3 0.03
0.38 0.15 0.14 0.03
TOLUALDEHYDE 529204

0.6y 0.24 D.15 0.05
0,72 0.28 0,22 0.05
ACETOPHENONE <3862

0.80 0,31 0.29 .00
1.18 0,45 V.43 0.09
SALICYLALDEHYDE 90028

0.52 0,20 0.21 0.04
0.56 0,22 .23 .04
ANISALDHYDE 123115

1.30 0.51 0.53 0.09
0.9 0,35 0.37 0.07
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Cnpd Class & 4

S5td

99

1,38
c,49

163



Capds

166
94

167
107
10¥

168
107
122

169
121
136

170
65
139

1N
i0?
142

112
107
142

173
115
144

174
107
135

175
n
153

176
162
163

N
196
198

1178
205
220

Internal/sExternal Standasd File tor Jepd Llass

Cospound Naee

Recovery
Std s 2
109 236
0,01
1.07 0.8¢
0.01
102‘ 0.9’
1.07 0.82
0,01
0,87 0,67
0.%1 0,70
0.01
1.79 1,306
0,07 0,56
0.0}
v,0) 0,02
0.13 0,10
0.0}
0,9} 0,71
1.02 o.M
0.01
0.8 0,64
0.9¢ 0,72
0,01
0.35 0.26
0.61 0,43
0,01
0,56 0.43
1.96 1.49
0.01
0.26 0,20
0,74 0,57
0,91
1.13 0.88
0,72 ¢,53
0.01
0,81 0,63
0.83 0,64
0.01
2,53 1,97
0.67 0,52

Stgd 854 Std 956 Sta 57

13 - 82 128 99 116
PHENOL 108952 .
0.20 .18 1,90 0.76 1,27
CHESOL(P) 106449

0.2) 1,00 2,29% J.H0 1,29
3.29 1.2 1,39 2.69 1.14¢
2,3°DENLTHYLPHEN]IL 526750

0,40 1.00 1,51 .57 0.9
0,17 1.0 1,064 0.5 0,96
1SIPRIPYLPHENIL 88699

0,32 1.0 3,25 1.07 1,70
0.12 0.7 1.13 2.J9 0,568
OeN1TRIPHENOL B875S

0,00 0.0 0,9 .02 0.03
0,02 0,14 0,23 0.09 0,15
4=CHLIRI=I=4ETHYLPHENIL 59537

00‘1 l.°° ‘.bs OQSS 0.92
0.18 .10 1,84 P.6f 1,01
4=CHLIROCZRESOL

.10 0.97 1.57 0.5) 0.68
0,17 1.09 1,77 J.60 9%
1eNAPHTHOL 93153

0.vo 0,38 0,01 2,20 0,34
0.11% 0,67 1,07 .35 0.29
PeTERT=BUTYLPHENIL 98544

0.10 .65 1.3) d.34 0.50
0.3% 2,22  3.5¢ 1.7 1.94
2=N]1TRICRESOL 119335

0.05 0.30 0,406 2.07 0,27
0,14 J.83 1.3) .46 0,78
2,4=DITHLOROPHENI. 1203832

0.2% 1.24¢ 2,20 0.80 1,34
0,13 0.78 1.27 9.51 0,85
2,4,6=TRICHL IRIPHENDL 88062

0.15 0.89 1,34 d.5¢ 0,97
.15 Je91 1.45 2.%59 0,98
DI-TERI=BUTTL=4=MELTHYLPHENOL 128370
0.47 2.7  &.49 1.81 3.03
0,12 0,73 1.18 9,48 0,80

74
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Cepds

166
94¢

167
107
109

168
107
122

169
121
138

170
139

1N
107
142

172
107
142

173
115
144

174
107
135

17%
153

176
162
164

11
196
198

178
205
220

Internal/Externel Standard File (or Cwpd Cless ¢ ¢

ReCovery
St3 059
110 128
0.0
0.7% 2,080
0.0t
0.68 2,88
0,78 2,52
0.0t
0,63 2,11
0.4 2,164
0,01
1.28 4,)9
0,47 1.61%
0.01
0,02 0,07
0,09 0,31
0.01
0,06 2,27
0,72 2,49
n.01
0,59 1,95
0.66 2,20
0,01
0.2% 0,8)
0.4¢4 1,45
0,018
0.40 1.3%
l.“ ‘.79
0,01
0.18 0,61
0,52 1,74
0.01
0,80 2,73
0,51 1.70
0.01
0.5 1.97
0.58 1,93
0.01
1.85 6,13
0.43 1,61

Cowpound Name

St3 #0600 Stg #61 Sta 862
62 110 264 - 108 -

PHENOL 108952

1.01 0,39 0.41 .07
CRESOL(P) 100449

1.17 0,45 0,44 Y.l

1.0 0,40 J. Y .09
2,)=DIVETHYLPHENIL 526750

0.84 0,32 0.32 d.07
0.85 0,3) d.34 3,017
ISOPRIPYLPHENIL 64699

1.90 0,7) V.38 Jdold
.69 0,27 0.21 2.05
O=NITROPHENDL BETYS

J.03) 0,01 3,01 J.00
J,12 0,05 0,05 2,01
4=THLIKO=3=METHYLPHENDIL 99527
0,99 0,38 0,30 9,07

1,07 0,42 0.32 d.0u
4=CRLIOROCRESOL

0,80 0,31 9,31 .07
0.85 0,34 0,35 0,08
JeNAPHTHOL 90153

0.36 0,14 0,11 J7.0)
Je02 0,24 0.18 2.05
P=TERT=BUTYLPHENDIL 9RS544

0.66 0,23 J.le J.0é
2,04 0,80 0,063 Jdold
2=N[TRITALSIL 119335

0,2% 0,10 0.u9 0,02
3.71 0.27 Jedo J.06
2,4=DICHLOKIOFHENIL 120832

1,05 0,41 0,43 J.,08
0,67 0,26 0.27 0.05
2,4,6=TRICHLIRIPHENDL BBUBZ
J.76 0,30 0.91 0,05
d.17 0,30 .32 2.006
DI=TERT=BUTYL=4=-METHYLPHEMNOL 124370
2.37 0,92 0.90 Jel7
0,62 0,24 0.2% 0.05
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Capae

179
264
206

180
169
160

181
155
170

182
176

18J
202

184
191
200

185
228

186
252

187
11
54

168
41
59

189
93

190
93
155

191
91
120

192
71
123

Internal/External standard File tor 2wpd Class ¢ ¢

Recovery
Std s 2
109 236
0,01
0,29 0,22
0.47 G,3s
0,01
2.7¢ 2,13
J, 07 2.3
2.01
1.86 1,44
2.56 ‘09’
0,01
J.21 2,47
0,01
4,68 3,7%
0.01
1.3} 1,0}
2.85 2,22
0.01
2.2 1,73
0,01
1,60 1,23
0.01
0.66 0,5t
0,29 0,23
0,01
0,48 0,135
0.2¢ 0,26
0,01
1.71 t.31
0,84 0,65
0.01
4,03 3,10
0O.,68 0,68
0,01
0.6 0,52
0.97 0,75
0.01
0,80 0,67
0,54 0.42

Cospound Naae

Std 054 Std 856 Sta 057
136 - 82 128 96 116

PENTACHLOKOPHENIL E786S

0,05 0,34 0.4¢ 0.19 .
0,09 9.,5% 0,91 J.32 0,54
FLUURENE 80737

0,49 3.01 4,858 1.9% 3,27
0,57 Jo44 5,9 .23 3,74
2,3,9TRIMETHYLNAPHTIHALENE 22451387
0,34 2,08 3,36 1,36 2,27
Jod? 2.86 4,02 1.86 3,11
ANTHRATENE 120127

0.60 S I B R Y | .04 3,38
PIKENE 129000

0,93 5.66 6,73 yo21 5.18
9,10=D14ETHYLANTHRACENE Tor43

0.29% 1e4d 2,35 d.94 1,57
0.5} Jol3 5,04 2,08 3,137
CHRYSENE 214019

0.4} 2.,42 3,92 1.59 2,060
PERYLENE 198550

0.’0 1.84 2.80 1.02 ‘.bU
DICYANGBUTANE 11169)

0.12 d.72 1.11 .47 0,79
0.05 Ja.32 0,52 ¢.10  0.35
BUTYXLCAKRBAMATE 14994715

0,08 0.54 0,36 Jeo28 0,47
0,05 0.29 0,417 .15 €.
BIS(2=CHLUOROETHYL)E IHANE 112265
0.31 1.97 3.13 1.03 1,78
d.18 J.91 1,54 .51 0,84
TRIBUTYLPHOSPHATE 126733

0,75 4,65 7,22 .56 4.24
Jdelo 1.01 1,57 Je56 0,92
OIHYDRIBENZOFURAN(2,3) 496152

0,13 0,79 1.25 .43 0,72
0.18 1.12 1,567 Jeb6 0,748
NITROBENZENE 3895)

0.16 Q.94 1,51 J.61 1,22
0,10 0.59 0,95 J.38 0,64

76

Sta
be

$58
182

0.52
O.84¢

).12
4,29

%.30

4,2)

2,18
4,68

3,61

2,62

1.38
0.48

1.00
0.54

3,63
1.78



Capds

179
264
2606

160
165
166

181}
155
170

182
178

183
202

184
191
200

185
228

186
252

187
54
188
41
59
189
6)
93
190
99
155
191
91
120
192

123

Internal/External Standard Ftle tor Japd Class # ¢

Recovery
std 59
110 125
0,01
0,20 0,068
0,36 1,131
0,0t
2,00 6,62
2,28 7,97
0,01
1,38 4,59
1.90 6,31
0,01
2.2¢ 7.59
0.01
3.59 11,4
0,01
0,96 3,13
2,06 6,86
0,01
1,61 S5.3%
0.01
1,11 3. 12
0,01
0.48 1,5)
0,22 0,71t
0,0¢
0.33 1,.1b
0.19 0,03
0,01
1.27 4.23
O.61 2,08
0,01
2,81 9,4}
0.61 2,095
0.01
0.27 1.59
0.68 2,27
0,01
0,61 2,07
0,38 1.3)

Soxpound Name

Std so60 Std sbl Std #62
82 110 264 . 188 -

PENTAZHLOROPHENIL 817855

0,28 0,11 .11 0,02
0,45 0,07 0,148 .04
FLUORENE 80737

2,57 0.99 1,94 J.19
2,93 1.14 1.19 .21
2,3,%5TRIMETHYLNAPHTHALENE 22451387
1,78 0,069 0,72 0.13
2.4 0,95 0.99 Jd.18
ANTHRACENE 120127

3.08 1.19 1.13 2.25
PYRENE 129000

4,95 1,90 1,80 .40
Y,10=DINETHYLANTHRAZENE 78143}
124 0,48 0,50 9,09
2.67 1.03 1,08 J.19
CHRYISENE 218019

2.07 0,80 0,81 9.15
PERYLENE 194550

1,53 0,59 0.47 2.12
DICYANDIBUTANE 11169)

0,62 0,24 0.25 .05
d.28 0,11 0.11 J.02
BUTYLZCARBAMATE 14994775

0,50 0,09 .15 .04
0,27 0,11 0.08 0.02
BIS(2=CHLURJDETHYL)IETHANE 112265
1.8 0.7 0.5%50 d.113
0.90 0,35 9,27 .06
TRIBUTYLPHOSPHATE 1267138

3.87 1,49 1.41 .31
0.84 0,32 0.31 0.07
DIHYDRIBENZOFURAN(2,3) 4906162
0,65 0,25 0.24 0,05
0.90 0,3% 0,33 2.07
NITROSENZENE 93953

0.80 0.3} 0,133 .06
0,50 0,20 0.21 0.04
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Capde

193
135

194
94
137

195
165

196
9
123

197
125
218

19¢
325
320

199
71
356

200
19
5t

201
12¢

202
102
137

203
111
139

204
127
142

205
139
155

Internal/External Standard File for Jwpd Class ¢ 4

Recovery
std & 2
109 236
0,01
1.56 1,21
0.01
1.25 0,9b
v,02 0,01
0,01
0,35 0,28
0,71 0,53
0,01
3,55 2,08
0,90 0,68
0,014
J .82 3,44
0.92 0,73
0.01
2.59 2,01
0,09 0,07
0,01
0.72 0,56
0.95 0,74
0.01
1,40 1,13
1,30 1.0%
0.82
1.95 1,18
V.,42 0,32
0.01
0,59 0.42
2,10 1.57
0.01
0,06 0,05
0,12 ¢C6,12
0.01
0,60 0,46
1.32 1.0
0,01
0,70 0,55
0,38 0,32

Coapound Nase
Std 154 Std 156 Std
1Jo - g 128 98

BEANZJITHIAZOLE 931069

0,29 1.71 2.7b 1.11
PHENYLCARBAMATL 102032

0,23 1.4 2.2} J.19
0,00 2,02 vV,d) 3,01
2,4=0DINITROTOLUENE 121142

0.006 0¢390 UHY .20
0,13 0.75 1,21 .40
BENZYLSULYIDE 9538749

V.63 4.00 b,38 2.10
0.10 1.02 1.b52 .53
DIPHENYLSULFONE 1271039

O.81 S.1b u©.21 2.71
0,17 1.10 1.75 J.5%8
TRIPHEN(LPHISPHATLE 1158606
0,13 0,79 1.28 De92
0,17 1,93 1,617 0.08
DIPHENYLMERZURY 587859

0.‘8 2.85 ".59 "90
0,02 0,09 J.15 0.06
TETRAFHENYLTIY

0,27 1,70 2.71 2,89
0,295 1.98 2,51 .82
BENZYLIHLORIDE 1004347

0.28 1,77 2.82 .93
0,08 0.48 (0,76 0.25
4«2HLIRIBENZINIIRILE 523030
0,10 0.63 0.93 J.3)3
0,36 2.38 1,79 1.25
3«2HLIROBENZALDENYNE 527042
.01 2.08 0,12 J.04
0,02 0,15 0,24 0,08
DelHLIRDANLISILE 760518

V.11 0.69 1,33 d.36
Je.24 .50 2.4) .79
CHULORDIBENZAMIDE 619567

0.13 2.177 1,25 J.50
V.07 0.42 0,bw J. 217
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Capde

193
135

194
137

195
105

196
91
12)

197
125
218

198
325
326

199
LR
356

200
197
351

201
91
120

202
102
13!

20?
111
139

204
127
142

205
139
155

Internal/External Standard tile tor

Recovery
std sb9
110 125
0,01
1.14 3,76
0,01
0,87 2,92
¢,01 0,04
0.01
0.27 0,88
0,50 1,66
0.01
2,47 8,02
V.63 2,13
0.0t
J,00 11,09
0,67 2,36
0,01
1,98 6.58
.06 0,22
0.01
0,53 1,75
0.69 2,28
0,01
1.10 3,606
1.3 3.9
0.8¢
1.10 3,81
0,10 1,0}
0.61
0.39 1.35
1.49 5.12
0,01
0.05 0,17
0.30 0.32
0,01
0.43 1.48
0.94 3.24
0,01
0.51 1,7
v,28 0,92

Compound Name

Std #60 Std 06} Stg 862
82 110 264 - 15-1.] -

BEANZITHIAZOLE 95109

1,46 0,57 0,09 J. 11
PHENYLZARBAMATE 1022390

1.20 0,40 2.4¢ 9,10
0.0t 0,01 0.00 J,00
2,4=DINITROTOLUENE 123142

0.34 0,13 Jd.114 .03
V0,04 0,25 0.20 3.95
BENZYLSULF1DL 9538749

3,72 t.44 1.11 J.217
.74 0,37 0.28 3,07
DIFHENYLSULFUNE 1276139

4.77 1,85 1.2 2.35
1.02 0,29 0.3V 2,07
TRIPHENYLPHOSPHATE 11580
2.9% 0,95 1.03 2,18
2,08 0,03 2,03 .01
DIPHENYUMEKCURY 5Su785%3

0.64 Q.26 J.2b 3005
v.,88 0,34 0.3 9,006
TETRAPHENYLTIN

1.7 0,61 J,44 0,11
1.46 0,57 0,41 d.11
BENZYLZHLORIDE 100447

1.64 0,64 0,50 Jd.12
0.45 0,17 0,12 .03
§+"HLIROBENZONMITRILE 5230230
0,58 0,23 D.1b .04
2,21 0,85 0.67 d.16
3J=HLOROBENZALDEHYDE 587042
0,07 0,03 J.02 ).00
0,14 0,05 0.04 O.,V1
7-2HLIROANISILE 7bb514d

0,64 0,25 0,17 .05
1,40 0.54 0.36 d.10
CHLOPIBENZAMIDE 519%867

0,66 0.206 0.21 0.05
0,36 0,14 G.15 0.03
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Capde

206
173
174

207
145
160

208
190
192

209
161
196

210
214
216

211
234
230

212
248
250

213
284
286

Internal/External Standard File gor Cuvpd Class ¢ ¢

Recovery
std ¢ 2
199 236
0,01
0.48 0,39
0,32 0,26
0,01
0,34 0,26
1.30 1,00
0,01
0,78 0.61
1,04 0,81
0,68
0.44 0,34
2.17 1,67
0.53
1.18 0,90
1.54 1.18
0,43
0.68 0,52
1029 looo
0,01
1,08 0,81
1.13 0.82
0.95
0.74 0,56
0,60 0,46

Coapounc Naae

std 854 std 856 Std #57
130 - 82 128 98 116

3,4=0DICHLOROBENZALDEHYJE 6287383
0,09 0,58 0.93 0,31 0,57
0.00 0.39 0.62 3,21 0.34
1,2,4=TRICHLORIHBENZENE 120821 .
0,00 0,40 0,63 D,22 0,36
0,24 1,50 2,49 J,83 1,37
2«BROM0=1=CHLIRIBEMZENE 694804

0,14 0.85 1,38 2.5 0,92
0.19 1.14 1,84 0,74 1,24
1,2=DICHLORONAPHTHALENE 2050693

0.0y 0,50 0,78 J.28 0Uedb
0,40 2,51 3,88 1,38 2,29
1,2,4,5«TETRACHLIORDBENZENE 95943
0.22 1,29 2,99 0,64 1,40
2,28 1.69 2,72  1.09 1,83
P=DIBRIMOBENZENE 106376

0012 0077 1.23 ao'l 0067
0,23 1.48 2,3u 3,78 1,30
4-BROMODIPHENYLETHER 64%249)

0.20 1,19 1.92 0,717 1,29
0,21 1,26 2,04 0,84 1,37
HEXACHLORUBENZENE 118741

ND.13 0.84 1.34 0.44 0.73
0,11 0.6b 1,08 0,36 0.59
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Capad»

Mass

206
173
174

207
145
180

208
190
192

209
161
196

210
214
210

2t
234
236

212
248
250

213
281
286

internal/External Standard File tor Inpd Class # 4

Recovery
std #59
110 125
0.01
0.37 1,25
0,25 0,84
0,01
0,24 0,80
0.89 3,05
0.01
0,57 .68
0,76 2,52
0,68
0.31 1,02
1,52 5,08
0.53
0,86 2,85
1.12 3,72
0,43
0,49 1,66
0,93 3,18
0.01
0.7¢ 2.6l
0.88 2,78
0.55
0,53 t,83
0,43 1.4b

Coapnaund Nene

Stad ol Std 851 Std 862
u2 110 204 - 188 -

3,4-01HLORIBENVZALDEHYOE 6287381)
0,54 0,21 0.17 0.04
0.46 0.14 2,11 2.013
1,2,4=TRICHLORIBENZENE 120821

V.33 0,13 d.,12 2.0
1,25 0,48 0.4b 0.10
2=BHOMI=1=CHLIRIBENZENE 694604
0,73 0,28 0,30 0,05
0.98 0,38 J.40 .07
1,2=DICHLORONAPHTHALENE 2050693
0.42 0.16 0.15 J.03
2,08 0,80 0.70 0.17
1,2,4,5«TE1RACHALIRIBENZENE. 95943
1.1t 0.43 0.45 J.08
1,44 0,50 .54 J.11
PeD1BRIMOBENZENE 106378

0,72 0.28 2.19 J.05
1.38 0,53 C.45 .10
4=BROMIDIPHENYLETHER 6452493

1,91 0,39 0.41 2,07
1.08 0,42 J.44 3,04
HEXACHLOROBENZENE 118741

0,78 0.30 0.24 J.06
,b3 0,24 0.19 2.05

31

Std
99

613



Table B-5 RARs AND RECOVERIES FOR WABN COMPOUNDS
(BLLE, pH 8.0/FRACTION NOS. 2 & 3)

Class No. 5

Standard ID No. Standard Name
2 4-Fluoro-2-iodotoluene (external)
54 dB-Naphthalene (internal)
56 dSPlerobénzene (1nternal)
57 dlo-g-Xylene (i1nternal)
58 dS-Phenylethanbl (1nternal)
59 dS-Acetophenone (1nternal)
60 ds-Propxophcnone (1nternal)
61 dlz-Pcrylene (1nternal)
62 dg-Acrxdxne (internal)
63 ds-Phcnol {1nternal)
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MATRIX OF STANDARD ION RMRs

Standard
d’-!honol d,0°2 triene dy-Nsphthatene 4, Nitroventene 4, -Phenyiethancl
Cospound lon  Recovery a/3 99 a/3 98 o/s 118 e/ 138 it 82 a/r 128 e/t 84 s/t 112
dg-phenol 99 0 o6 - S99 29(9) AN 3 04(95) 1 66{3) 2.4201%) 1 71501%)
d,o-o-lylcn. 98 Ll l-n(")' - t.87(1) 19(8) 3 1518} 2 84(8) 4 212) 3 o)
- 1% NA 1 03(s) 60(0) - JA8(0) 1 0718} 1.111(8) 2.83422) 1.81421)
d.-upmmunc 130 0 ¢ $.97(8) 1M S.85(7) . 6.21(3) ; 9 98(3) 14 03(13%) 10.59(10)
d.-nitrobentene 82 053 .91(4) s o) .9%(10) .16(3) . 1 s0{1} 2 3%(17) 1.70(16)
’ 1218 088 on2) L359) 259(9) 101 o3 . T 1 01018)
.02

ds.phcnylnhnnnl (1} Q02 L42018%) .25(24) 42124 Hs) a“(1s) .70(18) - L1312)

mnm 0 62 .58(1%) .35(22) .58021) .0%8(18) al(1s) 9%(1¢) 3.39(2) -
d -proplophenone (2] o a 1 09(4) 63(13) 1 02(14) .18(8) 1 13¢) L 82(8) 2 63(11) 1 90{10)
110 o8 2 #5(5) 1 e1y) 2.78(14) ®8i1?) 2 94(e) e.72(0) 6 84(12) e.95(118)
ds--cuophcnono 10 xD 1822 .90¢(7) 1 50(8) LI504) 1 60(3) 2 $3(1) 3.71017) 2 88(10)
128 LY .46(2) LN 4517 A?_MH 48(1) 1604} $MIC8) .81{17)

RO

4,)-perylene 264 08 3 s6(13) .09(") 3 4n(8) 0(9) 3 ro(11) $.90(12) 8 S2(29) 6.37(28)
d,-ecridine 188 o7 1 43(7) .85(19%) 1.43(1%) .24(8) 1 51(s) 2 a0(e) 3.5:119) 2 35(19)
4-flvoro-2-lodotolusne 109 KA t.10(4) 65(?) 3.08(8) .18(3) L1 18202 3 69(18) 3 91(19)
236 NA 1.43(4) .84(0s) 1 39(7) .2440) $ 48()3) .31V 3 @l 1 %2(18)

(continucd)



%3

Standard

ds-"ropmphcno«e ﬂs-.lcunphcnone J” Perylene d, Acridine 4.Fluoro-2-1odotolvene

Coapound ton  Recovery »/1 02 o/t L0 a/1 110 =/t 123 o/t 263 /2 18R e/t 109 o/t 138
ds-phcnol 99 0 66 L9339 35(5) 67(2} 2 21(3) 31(195) 70(7) 21(3) .T1(8)
dm-g-lyleno 11 NA t 59012) 61(13) 1 1(7) 3 .17 $3(10) 1.2001%) 1.56(0) 1 21(s)
118 NA .95(13) 37012) 67(0) 2.2} 32010) L12(13) 94(0) .13(8)
d.-mphlhnhne 136 0 ¢ $ St(8) 2.13{8) 3 %) 13 14()) b 76(15) 4 20(8) $.45:1) 4 2001)
d,-nitrotentene 82 0 ss .89(8) Ja(e) 63(4) P R} 2019) 62(6) 88(2) 68(3)
128 0SS $5(¢) (o6} v 1.3240) 18(20) Q) .5%43) a2(3)

ds-phtnylclhlnol 8¢ 0 o2 L3%2(11) 15(10) 8(10) a3{1l) 13(28) 29(11) 38(10) .30{37)
12 0 el .$3010) L2109) 39(10) 1 28010) 18028) .41(13) .52(19) .42{1¢)
4 -proplophenone [} [} - 90 L7 2 40(s) 33(23) T0(5) 1 00(7) mn
110 0 Q 2 60(1) . 1 85(6} b 211h) 87012} 2 00(%) 2 %59(1) 1 99 7)
4‘-!<ﬂophenone 110 N0 1 41(s) $5(06) . 3 9() ar(1e) 1 .10(9) 1 37(4) 1 02(2)
128 ND .42(6) 16(3) .30(2) - 14018) 32(9) Q@) .32(3)
dn-purylenc 264 01 3.08(1¢) 1.37(10) 2.37(12) T 9(12) - 2 50(16° 3 0(9) 2.51(9)
d,-urld\no 188 o 77 1.33(5) $2(9) .95(10) s 39(40) - 1.32(8) 1 03(8)
4-fluoro-2-iodototuene 109 N 1 01(7) 39(7) ) 2 40(2) .34(12) .76(8) - BRIt

236 NA 1.34(7) SI(7) 92(3) 3 1Q2) L42(1%) 1 09(9) 1.30Q1) -




Cmpds

100
93
101
93

102
90
1117

103
120
12%

104
106
121

105
1217
129

106
129

107
156
157

108
167

109
168
169

110
168
169

111
100
142

112
109
194

113
91
197

Internal/External Standard Fi{le tor Jupd Class ¢ 5

Recovery
Std ¢ 2
109 236
0.49
0.26 0,20
0,66 0,51
0,63
0.23 0,19
0,76 0,54
0,44
0.72 0.54
1.92 1,45
0,60
0,66 0,51
0.90 0,69
0.86
0,36 0,27
0.57 0.44
0.80
1.09 0,84
0.34 0.26
0.53
1.82 1,41
0.55
0.41 0,32
2.01 (.54
0.73
3,73 2,88
0.55
6.79 S5.11
12,72 9.45
0.87
te88 1,14
2,719 2.15
0,40
0,42 0,33
1.53 1,138
0.68
0,1 0,08
0.19 0,:5
0,43
1.62 1,25
0.13 2.1t

Compound Nanme

std 854 std 056 std 57
136 - 82 126 98 116

ALPHA=PICOLINE 109068

0,05 0.30 0.46 0,16 0,27
0.12 0.76 1,18 0,40 0.66
ANILINE 62533

0,04 0,20 0,41 2.15 0,24
0,13 0.81 1,25 0,45 0,74
INDOLE 120729

0.13 0.82 1.30 0,43 0,71
0.34 2.17 3,46 1.14 1.89
2,3,6=TRIMETHYLPYRIDINE 1452846
0,12 0,76 1,18 0,42 0.69
0,17 1.03 1.61  0.55 0.91
2,6=DIMETHYLANILINE 1300738

0.06 0,41 0.65 0,21 0,36
0.10 0.66 1,08 9,34 0,57
MeZHLOROANILINE 108429

0,20 1,26 1.94¢ 0,69 1,15
0,06 0,29 0,60 0,22 0,36
QUINULLNE 91225

0.34 1.99 3.22 1,36 2.17
2,4=DIMETHYLOQUINDLINE 1198374

0.08 0,47 0,75 0,26 0,43
0.37 2.31 3.59 1.27 2.11
CARBAZILE 87648

0.69 4,30 6,66 2.37 3.92
2-AMINOBIPHENYL 90415

1.20 7.65 12,18  84.61 6.67
2,22 14.15 22,54  7.42 12.30
DIPHENYLAMINE 122393

0,27 1.71 2.65 0.94 1.56
0,52 3.22 4.99 1,77 2.93
TRIBUTYLAMINE 102829

c.08 3.49 0,75 0,27 0.449
0.28 1.77 2.7¢ 0,97 1.51
CAFFEANE 58082

0,02 0.12 G.t7 0,06 0,10
0,04 0.22 0,34 0,12 0,20
DIBENZYLAMINE 103491

0,30 1.76 2.87 1.26 1.94
0.03 0.15 0.2%4 2,10 9.16

85

Std

9.36

19.13
‘35,40

#58
112



Cmpds

100
66
93

10%

93

102
117

103
120
121

104
106
121

105
127
129

106
129

107
156
1517

108
167

109
168
169

110
168
169

111
100
142

112
109
134

113

197

Internal/External Standard File for Cnpd Class # 5

Recovery
Std 859
110 125
0,49
0.18 0,60
0,46 1,54
0.63
0,17 0,56
0.49 1,6¢
0,44
0.5‘ ‘.75
1.40 4,68
0,60
0.46 1,5%
0,62 2,10
0.86
0.26 0,88
0.42 1,41
0,80
0,76 2,55
0.24 0,79
0.53
1,33 4,40
0,55
0.29 0,96
1.46 4,69
0.73
2.60 8,72
0,55
4,75 16,46
8.82 30.44
0.87
1.03 3.47
1.94 6,46
0,40
0,29 0.99
0.99 3,34
0.68
0,07 0,23
0,13 0,45
0.4
1.18 3,9¢
0,10 0.32

Conpound Name

Std #8060 Std b1 Std
82 110 264 - 188

ALPHA=PICOLINE 109068

0.25 0,09 0.09 0,02

0.63 0,24 0.23 0,05
ANILINE 6253)

0,22 0.09 0,08 0.02
0,07 0,26 0.24 0,05
INDOLE 120729

0,76 0,29 0.23 0.05

2,02 0.78 0.61 .15
2,3,6TRIMETHYLPYRIDINE 1462846

0.63 0.24 0.23 0,05

0,86 0,33 0,32 0.07
2,6=DIMETHYLANILINE 1300738

0,38 0,15 0.11 0.01

0,61 0,24 0.8 0,04
MeCHLOROANILINE 108429

1,05 0.40 0,38 0,98

0,33 0.13 0.12 0,03
QUINOLINE 91225

1,70 0,66 0.69 0,12
2,4=DIMETHYLQUINGLINE 1198374
0,40 0.15 0.15 0,03

1.93 0,74 0.71 0.15
CARBAZOLE 87648

3,57 1,37 1,20 0.-1
2=AMINOBIPHENYL 90415

7,10 2,75 2.13 0.51
13,14 5.08 3,90 C.95
DIPHENYLAMINE 122394

1.42 0,55 0,52 0.11

2,68 1,03 0.98 J.22
TRIBUTY(LAMINE 102829

241 0.16 N.15 0.03

1.47 0,57 0.53 0.12
CAFFEINE 58082

0.09 0,04 0,04 0.0%

T.18 0,07 2,07 0,02
DIBENZYULAMINE 103491

1.52 0,59 D.62 0,11
0.13 0,05 0.05 0,01

56

162

Stad 163

99



Cmpd?

114
S8
59

115
200
215

i16
43
58

117
57

118
43
58

119
15

120
82
138

121
69
81

122
136

123
41
4]

124
59
114

125
74
87

126
94
136

Internal/External Standard File tor "npd Class ¢ 5

Recovery
std ¢ 2
109 236
0.74
4,72 3,88
0,17 0.13
0,78
2.75 2,20
1.67 1,54
0,55
1,21 0,94
0.75 0,58
0,79
0,21 0,17
0,55 0.42
0.55
1,30 .01
1,02 0,79
0,31
1.48 1,14
0,44 0,34
0.71
1,77 1.36
0.39 0,30
0,063
0,56 0,51
1.44 1,12
t.11
0,56 0.43
0,32 0,25
n,7%
0,40 0.3%
0,44 0,24
0.49
0,56 0,45
0.44 0,35
0.31
3.42 2.65
2,22 (.72
0.32
1,84 1,43
0,25 0.29

Compound Nanme
Std 154 Stad
136 - 82

0556
128

N,N=DIYETHYLDIDEZYLAMINE

0.87 5.47 1©¥.83
0,03 0.20 0,30
ATRAZINE 1912249

0.52 3.28 5,2}
0,31 2,00 3,18
HEPTANONE(2) 110430

0,22 1.33 2.14
0.14 0.83 1,33
BUTOXYETHANDL 111762
0.04 0.25 0,40
0,10 .63 1,03
2=0CTANONE 111137

0.24 1.43 2,31
.19 1.41 1.8
BUTYLPROPIONATE 590012
D.27 1.71 2,73
0,08 0.51 0.82
ISOPHIBRONE 78591

0.33 2,04 3,17
0.07 0,45 0,72
FENTHONE 1195759

0,12 C.72 1,17
0,21 1.58 2,55
ALPHA-TERPINEDIL 98555
0.10 0.65 1,00
0,06 0.37 0,28
NeDECANOL 112301

0.07 0.46 0,74
0,08 0.51 0.79

DIAETHYLADIPATE 627930
0.10 V.64 1,03
0.08 0.4%9 0,173

METHYLSTEARATE 112618

0.63 3.89 ©o,.28
0,41 2.52 4,01
PHENYLACETATE 122792

0,34 2.01 3,25
0,05 0.28 0.45

37

Sta 57

98 116
112185
3,58 5,99
0.3 0,21
1,72 2,86
1,05 1,74
0.85 t1.14
0,53 O,RB
D13 0,22
0,35 0,58
0.91 1,53
2,7 1.19
0,90 1,49
2,27 0,45
1,13 1,86
D.725 0,41
0.47 0,78
1,92 1,71
0,36 0,59
d.,2% 0,34
0.25 0.42
d.28 0,46
0,41 oO,6"
2.32 0,04
2.94 4.25
1,65 2.76
1,30 2.18
2.1 0,30

Sta #58
84 112
11,09 8,16
0,40 0,29
6,17 6,09
4.97 3,71
2,32 2.00
1.69 1,25
0.49 0,35
1.27 0.91
2,92 2,15
2.27 1,67
4,27 3.15
1,28 0,95
4.11 2,93
0,90 0,b4
1.47 1,98
3.22 2,36
1,31 0.93
0.,/5 0,53
0.92 0,66
1.02 0,73
1.29 0,95
1,00 0,74
71.90 5,81
5.13 3.7
4.10 3,01
0.57 0,42



Cmo 4

114
S
%9

119
200
13

116
4)
S

"
!
3?

118
4)
%6

119
b3
73

120
82
1)u

121
69
b
122
13e
12)
41
4)
124
114
12%
14
87
126

94
1Y)

Internsl/tateraal Stanases ti1le tor o3 Clasp o &

Recovery
St3 Y9
1t 12%
0,14
3.%2 12,02
.13 0,4)
(<IN
do.1) 1,07
1.2 4.0
2,49
0.9 2,9}
0.9 1,82
0./0
0,1 0,49
0,938 t,2¢
7.5
0499 .t e
0.7¢ 2,4
".'I
1.11 1.09
Vel 1,11
0.7
1.23 4,14
V,27 0.9%
0.¢1)
O0.6% 1,55
1.09 1.45
1.11
0.39% 1.3}
0,23 0,7%
J. 71
0,28 0,9y
0.31 1,63
V19
U,4) t.4)
0,33 t,.04
0.91
2,5H 8B.50
_1.57 5,55
J.32
1,31 §.43
O,18 0.62

S0%30919 uege
5L 00 Sto eét
0l 1t v e .

SoSeLINLTHYLOIIL Y LAN]VE
4,00 |, 4} 1.0)
0,11 G,00 0,02

AIwAZiINE 1912249
.05 t.te 0,9u
1e8d 0,72 3,99

HrPTASINE(Z) 1308140
Tetd 0,44 J. 47
0.1 o.27 V.09

NUTIXTEInANDL, 11300y
.40 0,0y N,0!
a2 0,2v J. 1

deNTTANINL 11 )Y
122 .47 Jebl
Ve 0,31 0439

BULTLPHOPLOUNATE  %90212
1.%9 0,01 b
D44 0,19 Jdeld

ISDPHIARONE 73991
1.70  3,8% Jeti2
0,37 0,14 Cold

FESTHINL 1199759
’).02 0.24 ool'S
l.-", 0052 3.5'5

ALVAATERPPINEDL  9RYYS
Ced4 0,2} G020
vl.li 0,12 G,11

NeDeTANIL 112331
Jnjﬁ oclJ 3."
Jed2 J,10 Jd.15

OINETHYLADIPATE 627933
RPN te2l Je22
Je¥2 0,10 0.1/

METHFYLUSTEAPATE 11201w
3.32 1,29 1.3
2.15 0,u3 Q.87

PHENYI RZETATY 1¢2792
1e72 0.617 3,70
7.244 0,09 0.10

(<}
(=]

Std
1d¢

11410
Jedé
.01

o W
[ I
- 0y
- N

§ta 06)

Se



Cepde
LTYY)
127
v
108
120
"
feo]}
129
4
19
130
149
1N
131
149
1)2
149
113
149
167
134
10S
13

119

é

Iaternsl . External atanderd File tor 2309 Class &

Aecovery
St1 02
109 238
0.%%
0.% 0,40
1,09 O,n)
0,00
0,81 0,6)
5020 ‘.o,
.70
1.7¢ 1,02
1.1 0,94
0.69
1,19 2.4}
0,80 0,01
1.)8
0.29 0,2}
T.17 5.2
0,74
4,09 1,64
3. )1 2,02
1.04
%.22 4,07
1,98 1,54
2.4}
0,36 0,28
0.40 0.31%
1.05
0.54 0,44
0,63 0,51
0,01
2.38 0,64
1.22 0.94
0.67
0.56 0,44
0,60 0,4/
0.72
1.37 1,08
0,90 0,76
N.H1
1,07 0,81

S0%20una Lase

St3 054 std %0
1J0 - P 12¢
BESZYLASETALL IRIC R
Ve0¥ 0¢%1 0,92
Y2V 119 1,92
VI T LPHINALATE B3111)
Uald Je94 1,4
0,94 5,10 9,40

ETHILIDLUENESULY INATH (P)

V.31 1) 3,14
de22 1,40 2,2)
OLETHILPHTHALALE wdob2
Oed? 1.0 9,107
0,14 0.9 1.4
OIBUTYLPUTHALATE dér42
0,0% 0.34 0.2
1.33 ¥e2) 14,8)
AUTYLAENZYLPHINALATL
Dedn 2.28 1,89
U.02 3.69 95,3
DISTHYLHERYLPATHALATE
0,90 Se71 9.2)
D.31 2.17 3,5
BENMZALOLHYDE 100527
0.07 J.42 0,64
0,07 0.4 0,70
TJLUALDEHYDE $29204
0.10 0.65 1,24
d.12 .77 1.2}
ACETUPHEMNUNE 94862
0.:5 2.96 1,51
0.23 1.41 2,25
SALLTYLALDEHYNDE 90028
0.17 0.61 J.9%
J.ll Oobn 1037
ANISALDEHYDE 123t15
0.25 1.5 2,47
0,18 1.07 1,73
PHENOL 108952
0.20 .18 1,90

§3

Sta
vy

K400
1.03
Jel3

1490
3.‘8

0.49
.55

1.4R
2.40

117817
Jo74
l.‘;

")
110

le6b
1,16

1.27

Sto
e

1.15
.43

1.88
12,22

4,92
J. 40

0.68
16,55

59
112

0,49
1,79

1.34
9.7!



Copqe

127
91
108

128
11
163}

129
155

130
149
17

131
bR
149

132
91
149

133
149
1617

134
n
105

135
91
119

136
105

137
121
122

136
135
136

139
94

Internel/bxternal Standsgg File tor

Recovery
Std 059
110 12
0,88
0.)8 1,29
0,79 2,.0)
0,60
0.9 1,73
J.08 11,87
0,70
1.2 4,29
0,91 3,01
0.89
2,35 T.,H2
0,59 1,97
1.36
0,20 0,64
4,99 16,75
0,74
1.51 5,02
2,44 8.12
1.04
4,03 12.54
1.3 4.73
0,43
0.25 0,84
0,24 0.93
1.05
0,42 1,41
0,50 1,606
0,01
0.57 1,95
0.85 2.88
0,67
0,41 1.35
0,44 1.46
0,72
,.o‘ 3.36
0.7% 2.3%
0,61
0,75 2,60

Sopound mNase
St3 s00 Sty 86}
92 110 204 -

BENZ(LAZETAIL 140114
0,44 0,19 0,20
1.02 0,40 0,41
DI THYLPHTHALALIE 13111)
0.7 0,29 JedH
4,48 1,88 1.8%
ETHYLIDLULKESULFINALL(P)
1.6} 0,71 0,55
1.J0 0,50 0.3s
DIETHYLPHTHALATL 843062
3.3 1,30 1.02
0,85 0,3) 0.20
DIBUTYLPHTHALATE 84742
0.2 0,11 0.10
p.BB 2,064 2.5%2

BUTYL3ENZYLPHIHWALATE

1.9 0,76 O.1/8
J 15 1,22 1.206
OQIETHYLHEXYLPHTHALATE
4,44 1,89 1.90
l.db 0.7‘ 0.72
BENZALOEHYDE 100527
0,35 0,13 Joll
0,38 0.15 0.14
TOLUALDEHYDE 52920%
0.61 0,24 0.15
Jel2 0,28 0.22
AZETUPHENUONE 98762
0.80 0,31 J.29
1.18 0.45 0.43
SALICYLALDEHYDE 900248
0.52 0,20 0.21
02.56 9,22 J.23
ANISALDEHYDE 123115
1.30 0,51 .53
0.91 0,35 0.37
PHENDI, 108952
1.01 0,39 0.41

90

ctps Class ¢ S

Sta
jud

62400

). 1)
2,09

112817

0,35
d.13

62

Std ¥}



Capde

140
102
109

141
107
122

142
121
1130

143
65
13y

144
1v?
142

1495
115
144

146
107
135

147
7
153

148
162
164

149
196
198

150
205
220

151
141
142

152
153
154

Internel/e.xterns)l Stanzarc blie tor

conpound harve

Recovery
Sty s ¢
109 216
0,62
1.2 0,.,9)
1.07 0,82
0.5e
0,87 0,67
0,91 0,70
1,97
179 1,.3s
0,07 0,5
J.49
0,03 0,0/
Vel1d 0,10
1.18
0.93 0,71
.02 0,17
0,89
o35 0.2b
0.61 0,45
0,77
0,56 0,.,4)
1,96 1.4
0,61
0,26 0,2)
0,74 0,57
v,81t
fe13 0,88
0,72 0.53
0.30
0,3} 0.013
0.83 0.64
0.69
2.5 1,97
Uete?7 0,52
0, 1R
4,03 1,53
2.51 1,95
2,50
1,26 0,99
3J.40 2.464

St3 #5¢ Sta 1% Sta %7
(] - a2 129 Yu ii1e

cRESULLP) 100 84N

0,213 1,40 2,29 0.80 1,29
d.20 1.24 .99 .09 1,14
2,1°OUIMETHYLPHENIL 928780

Uolo 1,90 1451 3,57 u.9S
0,17 1.0 1,04 2.50 0,90
ISIPRIPYILPHENIL HWOY D

U, 32 2.048 3,45 1.07 1.7
J. 12 Y.,7% 1.19 2.9 0.0
JeN]TRIPHENDL 86154

0.vY Jeds 0,28 Josl2 0,03
0,02 0.14 .2} 3.09 0.1%
delHLIRU® Joup Y LPnENIL %9%07
0,17 1.06 1,68 2.5% .92
J.18 .10 1,8% J.b1} 1,01
1eNAPHTHOL YI19)

0.006 0,38 0,568 .20 0,.)4
0,11 VDe.b!/ 1ed7 0.3% 0,29
P=TERF«HUTYLPHLNIL 94%44

V.10 Deb6S 1,23 Jo34 0,%0
D¢ 35 2022 3,54 1.37 1,94
2=N1TRIZCKLESIL 11933

0,05 .30 1,45 9.0 G,27
0,14 0.8 1,313 J.i6 0,78
2,4=DIZHLORIPHENIL 12358132 ’
0,21 1.4 £,)) J.BO 1,134
Jol3 J.78 1,27 Je51 0,85
2,3,0=TRICHLIRIPHENIL, HEJIH2

Jelb J.89 1.4} J.58 0,97
Jol5 0.91 1.406 0.%59 0,98
DIeltI=bUTIL=d4=METHYLPHENDL 1281370
Jeot17 2.1 4,49 t.81 3.03
T7.12 o YR} .18 Jde4%B8 0,80
2=vr, THYLNAPHTHALENE 31576

0.38 2.23 3.8) 1.44 2.4%2
0, to 2.76 4,45 1.79 2,99
ACEUAPHTHENE 43329

V.23 te3n 2,22 J.H9 1,49
0.03 373 6,02 2,41 4.04

91

Sepd Clags 8 S

Sta
a4



¢ J-1.7]

140
107
10¢

141
107
124

142
121
130

141}
03
139

144
1017
142

143
11
144

1406
1o
135

147
77
153

148
162
164

149
196
1759

150
205
220

151
141
142

152
153
154

laternsl/txternal Stenderd tile tor 2epd Clase o 9

c0920n4 Nane

ReCuvery
Ste 099
119 125
V.62
G,08 .98
Vel0 2,92
1698
Os8) 2,11
Q.64 2.14
G.N1
l.2¢ 4,39
.47 1.01
J.49
0.02 o0.07
0,09 0,31
1.18
0,606 2,27
Vel12 2,49
0,89
0,29 0.4}
O.44 1.8
.17
0.4 .33
ledd 4,77
0,61
0.18 0,61
0.52 1,17%
0,81
0,80 2.7
0.1 1.72)
0.30
0.5 1,97
U,%8 1,99
0.69
LAY 6,13
0,469 1.6}
0,48
1.49 4,91
1.78 6,08
2.50
0.92 13,04
2.49 8,22

Sr3 sod Sta a1l Ste 002
92 1 ied . lun -

SHLSOL(P) 10044

fell 0,48 Y Y J.10
1.9 0,¢y 0.9 .09
)= InETHYLPHENIL 3267150

J.ud 0,12 0.,)¢ d.017
J.8% 0,1} d.32 Jed?
ISIPRIPYLPHLAIL 209y

1ev0 0,7} Oedw Jul
0,09 0,27 J.¢¢ I UY
eI ThIPHIN )L salsy

0.9 0,0} d.01 JeU0
d,12 0,0 I,99 J.01
$elALIRV v THYLPHESDL 39%07
O.vs 0,30 3,40 2.0/
1,07 0,42 0,44 0,08
1eNAPHTINOL 90151

veldo y,.td d.11 9,01
de62 3,24 J.lm .03
PeTERTSHUTYLPAENIL 995¢4

Jeob 0,2) Deln J.0&
2.04 0,80 0,063 J. 18
2083 TRITRLSIL 11933

0,2% 0,1v 0,09 J,02
veoll 0,27 J.26 I, 00
2,4=DICHLORIPHENIL 1230132

1.0 6,4t 9, 4) J.08
0,67 0,26 0.27 .05
2,4,6<1RICHLIRIPHLNIL HEDS52
0,76 0,130 J.91 J.05
J.77 J,3¢C 0,32 d, 00
Dl-!E?r'BUTYL-4°'LlanPMEhOL 124370
2,11 0.92 J.90 .11
0D.62 0,24 0.2% J,0%
d=METAYLYNAPHTHALENE 1576
1.90 0.174 2,17 J.14
2.-’0 o'q‘ oqu 30’7
ACENAPATHLNE 83329

1.18 0,40 J.41 .09
.19 1,43 1,28 J.213

92

Stdg
99

0.6
(Y

0.b2
2.1¢6

0.27
0,78

2.19
.71

1.35
3,606

e)



Capae

193
105
foe

154
19%
170

15%
178

1%6
202

1%?
191
200

158
228

159
252

160
41
5¢

161
63
91

162
99
15%

163
91
120

1¢4
17
123

165
135S

166
94
137

Internal/txternal standacd File tor 2spa Class 0 S

Recovery
Std s 2
109 3¢
0.8¢
2.4 2,1)
3,07 &,
0,44
1.86 1,3%
4.% 1,99
0.66
J.21 2.4
0.7
4,880 3,75
0.63
1.7} 1,0}
2.,8% 2,22
0.95
2,2; 1.1}
.18
J.60 1,23
1.04
0,66 0,51
0,29 0.2}
o.bs
1.71 1.31
0.4 0,65
0.75
4.03) 3,10
0.48 (.68
0,13
V.68 0,42
0.97 0.75
0.58
0,86 0.67
0.54 0.42
0.58
1.56 1,21
0.48
1.23 0,96
v.,02 0,01

c03D0ouUna Nase

St3 854 Sta 8%b Std 857
1Jo - 82 148 94 116

FLUDRENE 407137

Ve 49 J.00 4.8y 1.9 3,27
Ded7 J.44 5.5 2.2 3,14
203,5=IRIMETHILNAPHTAALENE. 245387

0,34 2.08 3.3% 1.3 2.21
V.47 2.80 4,02 $.00 4,11
ANTHRADENE 120127

0,060 3o 5,78 2,04 3,38
PYRENE 1273300

0,95 S.66 ¥.13 Jo27 S,
V,10°DI ML THYLANTIHKAZENE 78143}

U,d9 1odd 2,35 .99 1,57

J.93 J.13 5,04 2,01 3.37
CHRYSENL 216019

0.41 .92 3.92 1.59 2,66
PERYLENE 1914550

0,30 1.84 2,86 tel2 1,08
DICYANIBUTANE. 111693

0.12 Col2 1.1 0.47 0,79
() VRN 0.3 wu.H2 2,10 0,.3%
BIS(2e NLUROETHYL)E THANE 112255
0,31 1.97 3,13 1.2 1.1

J.1% 3.97 1,54 .51 (.84
TRIBUTYLPHOSPHATE 1267138

0,75 4,05 17,2) 2.56 4,24
0.10 1,01 1,57 J.5% 0,92
DIHYDRIBENZOF JRAN(Z, D) 436162

0,13 .79 1,25 0.43 0,72

J.18 1,12 1.57 Jobb 0,78
NITT0BENZENE 98953

O.16 Ne94 1,51 Jesbl 1,02
0.10 J.59 0.95 J.38 0,64
BENZOTHIAZOLE 95169

0,29 1.7 2,76 .11 1,86
PHENYLZARBAMATE 122090

V.23 144 2,23 0.79 1.31
J.00 0,02 0.33 J.01 0,02

93

Sta
e

6,12
.99

4,24
5.9!

7.43

11,.%4

2,90
0,36

4,91

3.0l

234
112



Cepae

Ma3s

1%}
168
160

154
15%
1170

155
174

159
202

15?7
191
200

158
224

159
252

160
41
54

161
(3]
93

162
99
155
163
51
120
164
11
123

165
135

166

137

Internal/stxternal Stanacacrd tlile tog

Rerovery
sStd 159
110 129
0.8‘
2.00 64,82
2,28 1.%¢
0,48
1,38 4.59
1,90 6,3%
0.60
2.24 1,99
0,78
3,%9 11,47
0,63
0.96 3,9
2.00 b.8b
0,35
1,61 5,34
t.1R
1,11 3.72
1.04
0.4 1,59
0,22 0.7
0,658
1,27 4.,¢3
0,61 2.08
0,75
2,88 9,43
V.68 2,05
0,48
0,27 1,59
U,b8 2.27
0.58
.61 2.07
0,38 1,3)
0.58
1.14 13,75
0.48
0.7 2.92
0,01 0,01

Cospound Nasze

5td 860 St edt Std e02
62 110 264 - 188 -

FLUORENE 86737

4.51 0,99 1.04 .19
2.93 1,14 tu19 .21
2,3,5=TRINETHYLNAPHEHALLESNE 2245387
1,78 0,09 Ve ld d.1
2,43 (.9 J.99 .19
ANTHRAZENSE 140127

308 3,19 1,13 3.2%
PY®ENE 129000

.95 1,90 1.80 3. 40
9,100 METHYLANTHRATENE 781431
1.24 0,4v 2450 0.09
2,67 1.03 1.08 9,19
CHRYISENE 218219

2,07 0,80 Uebl 0,1%
PERYLENE 194550

1,53 0,59 D47 0,12
DICYAYIHUTANE 1110691}

0,62 0.24 0.2y 3.0%
J.28 Q.11 d.11 .02
BIS(2=THLORUETUYL)VTHANE 112265
1.83 0,71 Je5b d.13
9,90 0.35 V.27 .00
TRIBUTYLPHOSPHATE 126138

3.q7 1.49 1.4% 0.3
J.84 0,32 231 .27
DIHIDRIBENZDFURANLZ,3) 496162
0,065 0,25 0.23 2.05
0,90 0,35 0.33 3.07
NITRDGENZFNE 98953

0.80 0,31 0.33 J.06
0.5%0 0.20 Jd.21 J.04
BENZOT 1IAZOLE 95169

1.46 0,57 0.59 J.11
PHENYLZARDBAMATE 132090

1,20 0.40 0.44 J.10
0.01 0,01 D.u0 .00

94

capd Ciass ¢ 98

Sta
99

1563



Cupas

Hass

167
"y
11} )

lod
123

1869
129
218

179
325
J20

1 RA!
n
3%

112
197
351

173
52
79

174
106
107

175
106
107

176
65
138

1717
B4
133

}18
56
138

179
43
57

Internsistxternal stansard File tor <903 Class ¢ S

Recovery
Stg o 2
109 )
1.09
0.3 0,24
0.7y 3.5)
0,71
3.9 2.08
0,90 0,649
0,67
J.82 3,44
V,9¢ 0,14
0,71
4.%% 2,01
0,09 0,07
0.R1
0.72 0,5
0,995 0,74
2,72
1,40 1,13
1.39 1,05
2.0t
0,29 0,22
U, 44 0,34
0.01
2.89 0,63
0.7t 0,55
0,01
0,13 0,12
0,22 0,15
0,01
0.44 0,35
0.56 0,45
0.01
1.17 0.9)
0,23 0,21
2.01
0.33 0,317
0,96 0,76
0.01
1.47 t.11
1.42 1,08

cospound Nane

St3 154 Stg 15b Std 057
13 - 2 128 9u 1106

2,401V TROTOLUENE 121142

O.ve J.40 0,09 2,26 0,44
Je13 J.7% 1,21 J.ée v, e
BENZYLSULF 1D LR XY

0.01 4,00 bo,38 2,10 3,49
0.16 1,04 1,062 .53 0,8y
DIPHEVYLSULFONS 1270139

Qoal 5.]0 No)l 2." ‘ls‘
J1! 1.0 3,75 J.58 0,96
IRIPHLENYLPHOSPHATY 1158060

0.1 0.79 1,28 2.%2 0,87
0,17 1.0} 1,07 0.68 1,14
OIPHLYILMEKZURY SH78%3

0.48 2.8% 4,59 1.96 3,28
J.u2 0,39 0,158 J.06 G,
TETHAPHENYLTIN

0,217 1.0 2,71 d.89 1,47
J,.25 1,58 2,91 d.b82 1,37
PYRIDINE 110881

0,0% 0.33 0,51 d.19 0,12
0008 aosl 0.73 3.30 ‘).50
IoLUlOLE 10€490

Jelb 0,97 1, debd 1,07
J.13 0.78 1,27 0.51 0,86
LUTIDINE 122485

J,02 0.15 2.25 J.08 0,13
2.04 d.24 0,33 JJ13 0,21
P=NITRJIANILINE 100016

0.0k J.52 w.H) Je27 0.46
.11 C.67 1,21 2.35 0,58
NIZOTINE 54155

V.22 1.35 2,09 0,74 1,23
2.05 0.32 0.%3 J.17 0,29
DICYTLIAEXYLAMINE 131837

U.nb J.39 0,53 Je21 0,39
0,18 1et2 1.dd .61 1,02
N=DeCaNE 124185

0.26 1.67 2.86 J.b8 1,46
Je 25 1.64 2,561 J.65 1.41

95

Sta 054
84 12
0.8 0,60
1.5, ‘.’,
9.99 1,482
.54 1,88
12,9% 8,6
.74 2,2}
t,01 1,18
2,09 1,54
b.oa ‘.‘1
0.20 0,15
$.21 3,13
J.9i 2.0
0.67 0,48
1.10 0,78
1.97 1.45
1.56 1,106
0.39 0,28
0.61 0,35
1,30 0,97
1.68 0,22
2,70 1,92
0,63 0.45
1,10 0,78
3.15 2,25
4.18 1,09
4,05 3.7%0



Cepdo

167
89
109

168

123

109
123
218

270
325
26

inm
356
172
197
3351
17
52
19
174
106
137
175
106
107
176
65
138
177
133
178
56
138
179

57

Internal/txternal Standard vile tor ~awpd Class o 5

RQCOVQfY
3t4 859
110 128
1.08
0,27 o0,88
0.50 1.00
0,7%
2,37 d,62
0.9 2,19
0,61
3,00 11,09
0.%7 2.3
0.7t
1.98 6,52
0.0 0,22
0,81
0.5 1.7%
0,69 2,24
0,72
1.10 3.66
1,93 3,4
0,01
0.20 0,68
0.33 1,11
0.01
0,6% 2,15
0,52 1.73
0,01
0.10 0,33
0.15 0,52
0.01
0,34 1.113
0.43 1,R4
0,01
0,82 2.74
0.19 0.6%
0,01
0,25 0.81
0,71 2.34
0,01
1.05 3,59
l.ul  3.48

coepound Naze

St3 160 Std 6]} Std
£2 110 b4 - J68

2,4*DINTTROTOLULNE 120142
0.3! 0,13 d.14 2,03
J,08 0,25 0,20 4,09
BEVZYLSULFLIOLL Se 749

J.12 1,44 .11 J.27
.94 0,37 Ly J.07
OlPHEN (ILSULFONE 1270139
4,77 1.8 1,22 0.,3%
1,02 0,29 0.30 .07
TRIPHENYLPHOSPHATE 1158006
2,355 0,95 1.03 .18
0.08 0,03 .03 J.01
OIPHENYUMERTURY 567859

Ce.08 0,26 .20 .05
0,398 0,34 0,35 0.00
TETRAPHENYLIIN

157 0,¢1 0.44 0.11
1,40 0,57 0,41 J.
PYRIDINE 110861

0.28 0,11 0,10 .02
0.42 0.16 0,17 0.04
IoLuIdINE 106490

0.83 0,32 0.3¢ 0.06
0.67 0,26 0.2¢6 d.05
LUTIDINE 108485

0,14 0,05 0.04 3,01
.23 0,09 0.06 2.0%
P=NITRIANILINE 100VI5%

0.49 0,19 0.14 0,04
J.062 0,24 0.19 J.05
W“IZOTINE 54155

1,12 0,43 0.41 3.09
0,26 0,10 0.10 .02
DICYCLIHEXYLAMINE 1014137

0,33 0,14 0.09 0.03
0.95 0,40 0.26 2,08
N=DECANE 124185

1.55 0.60 0.47 J.11
1.50 0,58 0,16 J.11

95

std
p L7

1.62
1.58



Cuods
Kass
180
4)
57
181
57
182
57
71
183
57
164
57
11
1895
57
1
186
8%
167
71
188
57
71
189
71
190
11
191
17
172
192

I’l
155

Internal/txternsl Standard File tor sepd Class 9 §

Recovery
std 0 2
109 236
0,01
2.18 1,64
2,79 2,09
0,01
2,52 1.92
340 2,58
0.01
2,78 2.14
1.7 1,33
0.01
1.9 1,45
2,72 2,08
0.0t
J.13 2.41
2.07 1,60
0,01
2.99 2,51
1.98 1,60
0.01
2.12 1.0}
1,42 1.08
0,01
4,43 3.41
3.0 2,33
0.01
3.93 2,96
2,71 2,05
0.01
3.7y 2,98
4,60 2,08
0,01
3.99 13.19
2.80 2,24
2.01
1.24 " 0,94
0.44 0,34
0,01
1.60 1,21
0.72 0.5%4

Conpound Nane

Std 054 Std 8506
13 - P 128
NeTRIDECANKE 6295095
0.34 2.48 4,9
0,50 J. 14 5,01
NeTETRADECANE 629594
0,49 d.88 4,58
0,61 3.87 06,16
NePENTADLCANE 692029
0.52 3,22 4.99
0.32 .01 J,.11
NeHEXLDECANE 544763
0.34 2.16 3,45
2.49 J.11 4,96
NekePTADECANE 629747
J.58 3,01 5,59
0.38 2.39 3.1
N=DCTADELCANEL 593453
0.59 3,79 5.3
0,39 2.4 1.9%
NeNONAUECANE 629952
S.l8 2.42 3,85
0.25 1.61 2,357
N=EL1CISANE 1112958
0.82 S.11 7.92
0.50 3,50 5,43
NeHENEIZOSANE 629947
0.70 4.43 1,05
Jedsd 3.07 4,88
NeDOCISANE 629970
0.70 4,406 7,10
V.49 .11 4,96
NTRIZJISANE 6386175
0.75 §.,77 17,00
.53 3.35 5.34
METHYLBENZENESULFONATE
0.22 1.41 2,25
0,04 0.50 0,80
METHYLTOLUENESULFUNATE(?)
0.29 1.81 2.8y
0.13 0.1 1,23

97

std 157

98 116
1.30 2,10
1.66 2,7
1.5t 2,51
2.9} 1.3
177 2.94

«10 1.8)
1.1 1.89
1.63 2,71
1,32 2.18
1.88 3.14
1.25 2,04
1.27 2,11
2.82 4,66
1.93 3,19
2,32 3,80
1.61 2.67
2.33) 3.88
1,63 2,7¢C
2.49 4,14
1.75 2.9
.74 1,23
J.26 0,44
0,95 1,58
J.42 0,71

sta
84

058
112



Cmpde

18}
51

134
57
11

185
517
11

186
11
L3

187
57
11

148
57
11

189
57
71

190
57
11

191
17
172

192
91
155

Inlernal/External Standara ¥File tor 2wpd Class ¢ S

Recovery
St4 959
110 125
0,0}
1.36 5,113
1,99 6,75
0.01
1.86 6,19
2,50 A,)3
0,01
1.94 6.52
1.21 4,08
0,01
1.40 4,60
2,01 6,79
0,01
2,18 1,32
1.44 4,85
0,01
2.3} 8.10
1.55 5,358
0.01
1.51 5,27
1,01 3.47
0.01
3.08 10,35
2,11 1,03
0.01
2.73 9,53
1,89 6.60
0.01
2.89 9,69
2,02 6,71
0,01
3,10 10.28
2.18 7,22
0.0%
0.91 3,04
0,32 1,08
0.01
1.17 3.90
0,52 1.71

ToONDOJNG NKave

Stg s60 Std sol
ve 110 264 -

NeTK]DETANE 0295%UY
2.]0 0.89 J.’O

2,94 1,14 V.70
NetLTRADCECANE 52994
2.7 1,9} 0,80

3,57 1,39 {.08
N=PLNTADECANE ©92529
2.0b 1,03 .99

1.67 0,64 0.62
NeHEXAQLCAME 544763
2,01 0,78 J.6)

.88 1,12 9.87
NeHEPTADLCANE 6297¢ ¢/
J.01 1,16 1.11

1.99 0,71 0,73
NeOCTADLCANE 593453
31.48 1.3 1,01

d.,30 O0,HY O.5H
NeNONADECANE 62995/
224 0,87 .68

1.50 0,5%4 0.45
NeEICISANE 1112958
4,25 1,63 1.517

2.91 1,12 1.07
NeHENELICISANE 6299147
4.11 1,060 1.07

2.8 1.10 0.74
N=DUCISANE 629910
4.149 1.60 1.22

2.49 1,12 J.89
NeTRICJSANE 6356175
4,42 1.7} 1.29

3.1 1,20 0.90
METHYLUBENZENESULFONATE
i.31 2,51 U,40

2.47 0.18 J.14
METHYLTOLUENESULFONATE(P)
1.68 0.65 J.51

0.7 0,29 0,23

93

Std so2

5ta 16)

99

4,61
3. 17

4.31
2.99

4,35
31.04

1.76
0.79



Cspde

193
107
142

194
264
26b

193
154

190
141
156

197
41
59

198
41
57

19y
6b
203

200
§26

201}
102
137

202
111
139

204
127
142

204
139
155

205
173
17¢

Internal/%ateraal Standers tije tor 2pd Class 2 S

Recovery
Sta ¢ 2
109 23¢
0,0t
U.8) 0,h¢
0.9¢ 0.72
0,01
0,29 0,22
0.47 0,30
2.8
.49 1,78
0,01
1.%9 1,.2%
2,30 1,79
0,01
V,48 0,36
0,24 0,26
0,01
0,73 0,58
3,09 2.3
0,01
1,33 1,0)
0.6V 0,406
c.,01
1.5 1,18
0,42 0,32
0,47
0.% 0,42
2.10 1,97
0,R0
0,00 0,05
0,12 0,19
o‘so
G,60 0,45
1.32 1,00
0,01
.70 0.5%
0,38 0,30
0,55
0,46 0,393
0.32 0,26

Tospouna Naae

Stg 8549 Std 15% Std Y7

1 1) - 62 128 98 1o
4=CHLIROCKESOL

0,16 0,97 1.9 0.5) 0,85
J.117 1.0 .1 Jeb0 0,99
PENTACHLORUPHENIL Bru6S

0.0% 0.3¢ 0,5¢ Jdel9 0,31
o,ve 0.5% 0,91 Jo32 u,.5¢
BIPHLYYIL 92524

.42 .51 4,04 1.63 2,72
Jo=DIMETHYLNAPHTIHALENE 569419

0,29 1.74 2,82 1613 1.HY
.42 2,52 4,01 1.63 2,73
BUTYLIAKBAMATE 14994775

0.CH d.%4 U0.86 J.28 0,47
0,09 0.29 0,47 Je15 0,2%
O!=T*HUTYLDISULF!OL 1100¢5

0.13 0,84 1,34 0.%4 0,73
0.50 3.54 5,064 1.85 3,09
ALOKIN 309002

0,24 1.49 2,49 0.37 1.02
0.11 0.67 1,08 J.44 0,7)
HENZYLIHLUKIDR 100447

0.28 J.17 2,82 2.93 1.5«
0,98 0.48 0,75 .25 o2
4=THLORURERZONITRILE 523032

J.10 J.83 0,33 J.33 0.55
JeJdb 2.3 3,79 1.45 °,08
JelHLIRUBENZALOEHYDE 587042

0.01 0.0 0.12 0.0 0.07
0,02 Jold 0,24 .08 0,13
J=CHLIRDANISDLE 760518

0.1 7.69 1,29 Jedbd Gl.60
0.24 te50 2.40 J.79 1.3}
CHLORIBENZAMINE 619567

0.13 0.77 1,25 J.50 N,84
0.07 0.42 0.68 J.21 w.db
J,4-DICHLORDRENCALDEHYDE 62871383
0.09 J.S5H 0.9 J. 31 0.%7
0.06 0.3 0.62 Je21  v,34

99

1.07
0,712



Capdd

Mass

192}
107
142

194
264
265

19%
154

196
141
1%6

197
39

198
41
37

199
b
63

200
93
126

201
102
131

402
111
119

203
1217
142

2G4
139
155

205
171
l'4

Internal/External Standara File tor cvpa Class ¢ 5

Recovery
Sta 859
110 125
0,01
0.58 1,96
ogbb 2.23
0.01
0,20 0,68
0,36 1,11
3.1
1.67 5.%2
0,0
1.6 3,.64
1.67 5,5
0,01
0.,3% 1.0
0,19 0.6}
0,01
6.%¢ 1,74
4.2 7,862
0.01
0.99 3,24
C.46 1,47
0,01
1.10 1.81
0.30 1.0}
o."
0,19 1.1%
1.49 S.12
0,R0
0.35 0.2
0.i10 0.32
0.%0
0.4} 1.43
0,9¢ 3,24
0.01
0,51 1.7
0,28 0,92
0,55
0,37 1,25
0.25 0.84

Coepound kase

100

Std 80 S5td #p} Std 102
82 110 264 - )88 -

4«THLIRDTRESOL

0.80 0,11 0.J1 .07

2.8% 0,34 0,35 d.08
PENTAZHLUNIPHENIL CRET Y

0,28 0,1} .11 3,02

0045 0,07 0.0 0.0¢
"HIPHENYL 92921

2.14 0,8} 0.87 2.1
1,80DINETHYLNAPHIHALENE SbY4)S

1.49 0.5 D.b60 0,11

2.15% 0,83 .8 J.lb
BUTYLZANRANAIE 14994778

De.%0 DL,UY 0.1 2,04

0,27 0.1 0.0n 2,02
DIeTesdUTYILOISULF LU 110005

0.7 0,31 Jedd 3.08

}Jo29 1.2 1.30 .20
ALUMEIN  309CO02

t.27 0.49 d.01 J.09

0,%7 J,22 Je.23 2,04
BLOLYLSHLORIDE 102447

1.6¢ 0,64 0.%0 .12

J.4% 0,37 d.12 .03
4="HLIROBENZOMITAILL $2303)

2.,%8 0,2) J.18 .04

2.21 0,35 0.0 J.106
JelHLIPORENZALILAYOL 587042

0.7 0,0} J.02 0,00

J,14 0,05 J.03% 3.01
J=THLIHOANISOLE 700518

.04 0,25 J.11 2.05%

1.40 0,54 0,30 Golu
CHLOPIBENZAMIDE 619567

0,60 0,26 0,27 2.,0%

J.306 0,14 .15 J.03
3,4°DICHLOFDBLYZALDEHYDE 6287381

0.%¢ 0.2 2.17 J.04

V.36 0,14 0,11 3.0}

Sta s

%Y

1.7
2,48

v,%2
0,28

D.01
2.2

0,0k
0,195



Ceods

200
149
100

237
190
192

208
1ol
196

209
14
é16

10
234
r¥]

M1
146
750

212
284
280

Internal/katornal stender? File tor Jvpd Cless 0 9

Recovery
Std ¢ 2
109 216
1.07
0.)J¢ 0,2
1,38 1,9
0,01
0,786 0,81
1,08 0,4}
0,68
0.%% 0,34
2." l.b’
0,5}
1.8 0,9
1,94 .10
0.4}
0.6 0,92
129 1,00
0,00
t.08 0,8)
1413 0,49
0.99
0,74 0.56
0.60 0,4

co0®poung hase

St3 054 Sta 84 Std 97

1lo - w 128 9 110
1o2,4=TRICHLUMIDENZLNE 12Ju2}

[+ T 0,40 0,0} J.22 0,)e6
.34 1% 2.4) Je83 1.7
denROWde a2 LINJBENZENE 69480¢
0.14 .95 3,32 J.%5 0.92
0.19 1.14 1.0¢ 0s74 1.2¢
1,2=DIZHLORINAPHEINALE NE 23%009)
0.Um 0.%0 0,18 de28 0,40
J,40 d.%1 1,89 1.0 2,29
02,4,9=0 1200 HLORDBRNZE VL 9%943
0,22 1.4 2,07 2.84 1,40
Uo2n 1.09 2,42 1.09 1,43
PaDINAIUDBENZENE 106376

0.2 2.7 1,2) .41 0,67
%.2) 1.8 2,3» 2,78 1,10
$oBRONIDIPHENTILLIHI R 6452499
.20 le19 1,72 2.717 1,29
0,2! 1e20 2,04 .62 1,17
HEXACHLORUBENZENE 118741

0,14 D.vd 3,34 0,44 0,73
0,11 dJ.08 1,08 Jedo 0,59

101

Stao

2,42
2.5%7

2,10
1.70



copds

406
14%
180

207
190
192

204
fel
196

209
214
10

210
433
436

211
248
250

21
284
280

Internalsexternal Standard File tor Crpd Class 8 5

rRecovery
Std 59
110 125
1.07
0,28 0,H)
0.89 3,09
n,ot
0.%7 1.88
0,76 2.52
0,68
0.3t 1,02
1.52 5,08
D.53
0.86 2,85
1.12 3.72
0.43
0,49 1,06
0,93 3,18
0,40
0.79 2,061
0,4 2,78
0.95
0.53 1.8}
0,43 1,46

corpound Nave

St3 o0 Sta 6} Std so2
82 110 204 - 188 -

1,2,4*TRICHLOKIBENLZENE 129821

VD,33 0,1) 0,12 2,03

1.2 0,48 J.40 J.10
2°BHUMDe{«CHLIRIBENLZENE 694804
0,73 0.28 0,30 0.05

2,98 O.38 0,90 .07
1,201 CHLORONAPHTHALENME 20500693
0.42 0,106 J.15 .03

2,08 0,80 V.10 0,17
1,2,4,5=TEYRAZCHLIROBENZENE

1,01 0.4) 0.45 .

1,49 0.5 0.586 dell
P=DIBRIMUBENZENE 106376

0,72 0.¢b .19 .09

1.3 0,53 0.45 J.10
Qo RUNIDIPHENYLETHER 6452499

1,0 0,139 Vedl 0,07

1,08 V.42 d.434 J.08
HEXACHULOROBENZENE 118741

0.78 0.3V 0.23% 0,06

0,6} 0,24 0,19 V.05

102

95943

Std 63
99 -



Tsble B-6. RMRs AND RECOVERIES FOR WABN COMPOUNDS
(BLLE, pH 8.0/FRACTION NO. 3)

Class No. 6

Standard ID No. Standard Name
2 4-Fluoro-2-10dotoluene (external)
54 ds-Naphthalene {(interral)
56 ds-Nitrobenzene (1nternal}
57 dlo-g-Xylene (internal)
58 dS-Phenylethanol (internal)
59 dS-Acetophenone (1nternal)
60 dS-Propxophenone (internal)
61 dlZ-Perylene (1nternal)
62 dg-Acridxne (internal)
L3 ds-Phenol (internal)

103
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STANDARD TON

Standard
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J. Naphthalenc
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Coepound lon s/t 9 »/g B
6,-phtnol 99 - .59(v)

4 g0 riene e 1 n? .

118 1 03(a) du{0)

dl naphthalene 136 $ 9°(4) 3 sun
Js-mnohcnzene L} 9:/(4) ST
1.8 61{2) 3
ds-phcnylllhanol .1} 42{18) 2%121)
12 LSBL1%) 3%t
ds-p'oplophcnone .2 1 014) 65(13)
! 1o 2 85(5) 1 o7(13)

ds-lcﬂophcnont 10 T sad) 90( 1)
125 4o(l) 27(8}

dn-puyltnc 264 3 s6(1)) 209"
d:-l:vldu\e 188 1 45 LY 8% Y]
&-fluvoro 2-40Jotoluene 109 1 1014) 0%(7)
P31 ) 4y e) as(n)

o/1 1In

)

[IBARY]

S RS(7)

L 10)
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2208
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3 ax(n)
1 4301%)
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070
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R 2 mate) 4 21122) 3 62N
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o 2i(3) 9 ue(}l) o3Iy 10 39(10)
. 1 s0(1) 23011 1 10(1s)
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1 6013 2 881 3NN 2 e8(1d)
) e (1) 1108, LTI %]
3 10018 S (1) 8 %2(2%) & 37(28)
1 5t(s) 2 an(e) 3 SHY) 2 %%(13)
[ IR IR 18 2 69(1IM) 1 9T019)
t e 2 311Y) T IALT] 2 %2(18)

(continucd)
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Compound ton o/1 B} *f1 110 e/ 1In e’ 125 a/p Jud 8/ 1 /1 2%
ds phenot 9 92{%y sy w2 Ny 3ty RUT RS} 1% T4c8)
J” o ylene kl} i Svit.) LTIRR)! Listn L IR AN Y LS TR U] 1 2u01y) 1 Stte) 12048
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of T-1-1)

Hass

100
19

101
bb
9)

102
93

103
106
107

104
106
107

105
90
117

106
120
121

107
106
121

108
127
129

109
129

110
65
138

111
156
157

113
84
133

Internal/Externsl Stanaard File gor -8pd Class » 6

Recovery
Std ¢ 2
109 231
0,01
0.29 0,22
0,34 0.3¢
0.01
0.26 0,27
0.66 0,51
0,01
0,23 0,19
0,76 0,54
0,01
0,13 0,19
0s22 0,10
0.01
0,85 0,69
v,7t 0,56
0,01
0,72 0,5¢
1.92 1,49
0,01
0,66 0,51
G,90 0,69
0.01
0.,% 0,27
0.57 0.44
0.01
1,09 0,61
0,34 0,25
0.01
1,82 1.41
0,01
0.44 0,35
0,56 0,45
0,01
0.4v 0,32
2,01 1,54
0,01
1.17 0,90
0,28 C,2%

Cospound Nase

106

St3 #5¢ Std 056 Std 157
136 - 82 128 9 116

PYRIDINE 110806}

0,09 0,33 0,51 d.19 0,32

0,08 9.5t 0,74 Jo.30 0,50
ALPHA«PICOLINE 109ubH

0,05 0,30 0.4 Jedb 0,27
0,12 0s70 1,18 J.40 0,066
ANILINE 6253)

0,04 C.28 0,41 0.15 0,24

0,13 O.b1 1,25 .45 0,74
LUTIDINE 10R4BS

V.02 0,15 0,25 d.08 0,13

0,04 0.29 0,39 J.13 0,21
FOLUIDINE(P) 130490

2.1m Ye¥7 1,57 0.64 1,07

Deoll Ve7B 1,27 .51 0,806
INOOLE 120729

0.1) 0.82 1,30 0.4 o.M

0.34 2,17 3,45 1.14 1,89
2,3,6IRIMETHILPYRIDINE 1462840

0.12 0.76 1.18 .42 V.69

.17 1.93 1,6} 9,55 0.91
2,6°DIMETHYLANILIME 3300736

0,06 0.41 0,.5% 2,21 0.1
0,10 0.066 1,04 2.34 0,57
¥eTHLIROANILINE 108429

V.20 1.20 1,94 Jo69 1,19

0.006 3.29 0,62 9.22 0,136
wUINOLIMNE $122S

0.34 1.99 3,22 130 2,17
P-NITPIANILINE 10006

0,08 0,52 0,83 .27 0,46

0.11 0.67 1,217 0.35 0.5%3
2,4-D1YETHYLQUJINILINE 1198379

0.08 0.47 0,75 0.26 0,43

0.37 2.31 3,59 1.27 2.11
NITOTavE 54115

0,22 1.3 2,99 Je74 1,23

0,0% 0.32 0.49 J.17 0,29

0.42
1.09

0,38
1,15



Copds
Mass
100
52
79
101
93
102
93
103
106
107

104
1C6
107

105
117

106
120
121

107
106
121

108
127
129

109
129

110
138

111
156
157

113

84
133

Internal/Externa) Standard File tor 2upd Cldass & 6

Recovery
Std 859
110 125
0.01
9,20 0,68
o.l, ‘.ll
0,01
0,t8 0,60
0.40 1,54
0,01
0,17 0,5%
0,49 1,69
0,01
0.10 0.33
0,16 0,52
0.01
0,65 2,15
0.52 1.7}
0,01
0,51 1,7%
1.40 4,68
0.0t
0.46 1,54
0,62 2,10
0.01
0.26 0,88
0.42 1,41
0.01
0.76 2,55
0,24 0,73
0,01
1.33 4.40
0,01
0.34 1.13
0.43 1,84
0.01
0.29 0.36
1.46 4,69
0.01
0,82 2,74
0.19 0,64

conpound lame

Sta 260 Std 161 Std #0602
62 110 264 - 188

PYRIDINE 110861

0,20 0,11 0,10 0,02
0.42 0,16 0,17 2,04
ALPHA=PIZULINE 109068

0.25 V.09 0,09 3.02
0,63 0,24 0,23 0,05
AMILINE 6251)

0,22 0,09 0,08 .02
0,67 0,26 J.24 2.05
LUTIDINE 104485

0.14 0.05 V.04 9.01
0,23 0,09 V.06 3,02
TOLUIDINE(P) 106490

0.83 0,32 Vo2 0.006
0,67 0,26 0.26 .05
INDOLE 12672%

0,76 0,29 0,23 2,08
2,02 0,78 0.b1 J.15
2,3,6=TRIMETHYLPYRIDINE 14628436
0,63 0,24 0.23 0,05
0,66 0,33 D.32 2,017
2,6=DIYETHYLANILINE 1300736
0,38 0,15 d.11 9,03
0.61 0.24 0.18 0.04
MeTHLIRODANILINE 108429

1,05 0,40 0.38 J.98
Je3d3 0,13 -0,12 d,03
QUINOLINE 91225

1.70 0,66 0.69 2.12
P=NITRIANILINE 100016

0.49 0,19 0.14 0.04
0,62 0,24 0,19 0,05
2,4-DIMETHYLQUINILINE 1198376
0,40 0,15 0.15 0.03
1,93 0.74 d.71 dJ.15
NIZOTINE 54115

1.12 0,43 0.41 .09
0,206 0,10 0.10 0,02

107

Std 863

99



Copds
Mass
114
i0?
11%
168
169
116
166
169
117
56
138
118
142
119
109
t94
20
91
197
121
59
122
200
215
123
41
58
124
57
125
4s
58
126

15

Internsl/External Standard File tor

Recovery
std ¢ 2
109 230
0.01
). 13 2,88
.01
6,79 5,11
12,72 9.4
06,01
1.48 1,14
4.79 2,15
¢.C1
0.3} 0,17
0,96 0,76
0.01
0.2 0,32
1.5 1,19
0.01
.10 0,08
0,19 03,15
0,01
1.62 1,25
0.13 0,11
5,01
4.72 3.9d
0.17 0.13
0,01
2,715 2,20
1.67 1,34
0.01
1.21 0,94
0,75 0,54
0,01
0.72% 0,17
0.55 0.42
2.01
t.30 .01
1,02 0,79
0.01
1,48 1,114
0,44 0,34

Conpound Nane

Std 153 Sta 856 5td

136 - 82 128 98
TAFBAZILE B6748

0,09 4,30 6,56 « 2,37
2=AMI4IATPHENYL 90445

‘.20 7.65 12,18 4,01
2.22 14,05 22,54 1.42
DIPHENYLAM] nE 1223394

0,27 1,71 2.b5 2.94
0,52 3,22 4,99 1,17
DICYCLOREXYLAVYINE 121637
0.06 0.39 0,863 2.21
J.18 1.1 1.8) J,.01
JRIBUTYLAMINE 102829

0,08 0.49 0,75 J,27
0,28 1.77 2.14 .97
CAFFEINE S404d2

0,02 0.12 0.17 0.06
0,04 .22 0,34 .12
DIBENZYLAMINE 103491

0.30 1.78 2,87 1.1b
2,03 0,15 0,2% 2.10
N,N=DIMETHYLDOOEZYLAMINE 112185
0,87 5.47 8,813 3.58
0,03 0.20 0.3) J.13
ATRAZINE 1912249

0.52 3,28 5,23 1.72
0.31 2.00 3.1b 1,05
HEPTANINE(Z) 110432

0,22 1.33 Z4.1% 0.685
0,14 .63 1,33 .93
AUTOXYETHANOL 111702

0.04 0.2% 0,4) 2.13
0.10 0.63 1,23 3,35
2=0CTANDINE 11113/

0,24 1.43 2.31 0.91
0,19 1.11  1.H, 9.7¢
BUTYLPROPIONATE 540012

D.27 1,71 2.73 J.90
0,08 0.51) 0,82 2,217

108

157
ile

6.67
12,30

2npa Class 8 6

Std 858

LT ) 112
9.36 6,07
19,13 14,17
35.40 26,19
3,43 2,35
6.45 4.060
1,10 0.,7H
3.15 2.25
0.97 0.69
3,92 2,51
0.2 0,106
0.44 0432
J.63 2,87
0,30 0.22
!)QUJ 30‘6
0. 0,29
8,17 6,09
4,97 3,71
2,372 2,00
1.69 1,25
0.49 0,35
1.27 0,9
2.92 2,15
2,27 1,561
.27 3.15
1,26 0,95



Cmpds
Mass
i
167
i1s
168
169
110
168
169
117
56
138
118
100
142
119
109
194
129
1917
1214
59
122
200
215
123
58
124
57
1295
58
126

57
15

Internal/Externa) Standard File tor

Recovery
std €59
110 125
0,01
2,60 8,72
0.01
4.75 16,46
8,82 30,44
0,01
1,03 3,47
1.94 b,.46
0.0‘
0,25 0,81
0,71 2,34
0,01
0.29 0,99
0.99 13,34
0.01
0,07 0,23}
0.13 0,45
0.01
1.18 3,91
0.10 0,32
0.01
3.62 12,02
0,13 0,43
0.01
2,13 7,017
1,21 4,30
0.0t
0.88 2,91
0.5 1,82
0,01
0,15 0,49
0,38 1,28
c.01
0.95 3.14
0,74 2,45
0.01
1,11 3.69
0,33 1.14

Comround Navre

std 90 std 161 std
82 110 264 . 188

CARBAZILE 86748

3,57 1,37  1.28 0.31
2-AMINIBIPHENYL 90445

.10 2,75  2.13 0.51
13.14 5,08 3.9 2.95
DIPHLNYLAMINE 122394

1,42 VL5 0,52 .11
2.68 1,03 0,9b 0.22
DICYCLOHEAYLAMINE 101837
0,3) 0,14 0,09 0.03
0.95 0,40 3.20 2,08
FRIBUTYLAMINE 1026829

0,41 0,16 0,15 0,03
1,47 0,%7  0.53 0.12
CAFFFINE 58082

0.09 0,04 0,04 2,01
2.18 0.07 0,07 0.02
ODIBFHZYLAMINE 103391

1,52 0,59 0,62 2.11
0.13 0,05 0,05 2,01
N,N=UIMETHYLDDDECYLAVIE 112185
84.66 1,81 1,87 0.34
0.17 0,06 0,07 0,01
ATRAZINE 1912249

3,05 1,18  0.90 0.22
1.85 0,72 0.5% 0.13
HEPTANINE(2) 110430

1,13 0,44 0,47 0.08
0.71 0.27  9.29 2.05
BUTOXYETHANOL 111762

0.20 0,09 0,07 2.02
0,52 0,20 0.19 0,04
2-0CTANONE 111137

1,22 0,47 0,51 0,09
0.95 0.37 0,39 3.07
BUTYLPROPIONATE 590912

1459 0,61 0.48 .12
C.48 0,19 0.15 0.04

109

162

supd Clasgss 8 b

Std #63

1.606
0.50



Capds

127
138
128
81
129
59
136
130
43
131
39
114
132
74
87
13)
S?
134
4)
37
135
S7
136
71
137
43
57
138
57
71
139

71

Internai/eExteinal Standarao File for Jmpd Class 8 6

Recovery
Std » 2
109 23
0,01
1,77 1,36
V.39 0,32
0,01
0.66 0,51
1.4 1,12
0.01
0.56 0,4)
0,32 0,25
0.C1
0.40 0.31
0.4 0,34
0.01
0,56 0,45
0.41 0,35
JeC1
3.42 2,65
2,22 1,12
0,01
1.47 1.1
1.42 1.08
0.01
2,18 1,64
2.75 2,09
0.01
.52 1.92
3.40 2,55
0.01
2,78 2,14
1.73 1,33
0.01
1.90 1,45
2,72 2,08
0.01
3J.13 2,41
2,07 1,63
2,01
2.99 2,51
1.98 1.6

Cowrpouna hane

std 54 Sta 56
136 = 82 128
ISOPHJIRONE 78591
0,33 2,04 3,17
0,07 2.45 0,72
FENCHINE 1195759
0412 0,72 1,11
0,27 1.58 2,55
ALPHA=TERPINEDL 98555
0,10 0,65 1,20
9,06 2,37 0.58
NeDECANOL 112301
0.07 G.46 0,74
0,08 6451 0479
DIMETHYLADIPATE 627930
9,10 Vebd 1,03
6.08 2.49 0.79
SETHYLSTEARATE 112618
0.63 3.87 5,28
0,41 2,52 4.1
N=DECANE 124165
0,26 1.67 2.85
0.2 1.64 2.61
NeTRIDECANE 629505
0,34 2.48 3,95
0450 3.1 5,01
Ne1ETRADECANE 029594
0.45 2.8 4,58
2.61 3.87 b.15
NePENIALECANE 692529
0.52 322 4,38
0,32 2,01 3.%1
NeHEXADECANE 5447063
0.34 2.16 3,45
0,49 301 4,96
N-HEPTADECANL  6297H7
Y 3,61 5.5
0.38 2,39 3,70
NeOCTADECANE 593453
0.59 3,75 5.98
2,39 2,48 3.35

110

Ste 857

98 11
1,13 1.86
J.25 0,41
.47 0,78
1,02 1,71
0,36 0,59
.21 0,34
9.25 0,42
d.28 0,406
0.41 0.69
0.32 0.54
2.54 4,25
1.6 2,70
J.B8 1,44
2.8% 1.41
1,30 2,16
1.66 2,77
1.5 2,51
2,03 3,37
1.77  2.94
1.10 1,83
1.13 1.89
1.6 2,71
1.99 5.
1,22 2,18
1.868 3,14
1.25 2.08

Sta
84



Canpds

121
138
128
et
129
13
130

Internal/External Standard File tor “npd Class ¢ 6

Recovery
std 859
110 15
0,014
1,23 4,14
0.27 0,98
0,01
0,48 1,58
1,05 3,45
0,01
0.39 1,34
0,23 0,76
0.01
0,28 0,9)
0,31 1,613
0,01
0,42 1.40
0.3 1,08
0.01
2.58 8.56
1667 5,55
0,01
1.05 3,59
1.01 3,48
0,01
£.56 5,33
1,99 6,79
0.01
1.86 6,13
2,50 6,3}
0,01
1.94 6,52
1.21 4,056
0.01
1,40 4,656
2,01 6,70
0,01
2,18 7,32
1.44 4.85
0,01
2,33 8.1

1.55 5,35

Coaround Nanme

Std b0 Std b}
82 110 264 -

I1SOPHIRUNE 76591

1.70 0.0695 0.62

0,37 0.14 0.14
FENCHINE 1195756

0,62 0.24 0.2%

1.35% 0.52 J.55
ALPHA=TERPINEIL 968555
0.54 0G.21 0,20

0,31 o0.12 0.1}
NeDECANOL 1123014
0,38 0,195 0.14

2.42 0,16 0.15
DIMETHYULADIPATE 627930
0.54 0,21 J.22

0,42 0.16 0.17
METHYLSTEARATE 112618
3.2 1,29 1.33

2.15 0,83 0.87
N=DECANKE 124185

1,55 0.60 0.47

1.50 0.58 0.46
N=TRIDETANE 629505
2.30 0.89 n.10

2.94 1,14 0,76
N=TETRADECANE 629594
2.67 1.03 0,80

3,57 1.39 1.08
WePENTADECANE 632623
2.68 1,03 0.99

1.67 0,064 0.62
NeHEXADETANE 544763
2.01 0,78 0.b1

2,88 1.12 0,87
NeHEPTADECANE 6297817
3,01 1,16 1.11

1.99 0,77 0,73
NeUCTADECANE 913453
3,48 1.35 1.31%

2.30 0,89 0.58

11

1

Std

188

std
99



Cepde

Mass

143
N

144
57
11

145
94
130

146
91
toe

147
71
173

148
91
155

149
1
163

150
91
155

15:
133
177

152
S17
149

Internal/External standacd File for Cupd Class s o

Recovery
std s 2
109 236
0.01
2.12 1,61
1.42 1,04
0,01
4.43 13,41
3.0y} 2.33
0.0t
3J.93 2,96
2,71t 2,05
0,01
3,73 2.98
2,60 2,08
0.01
3,99 3,19
2,80 2,24
0,01
1,84 1,43
0,25 0,29
0.01
0.52 0,42
1.09 0,85
0,0!
1.24 0,94
V.34 0,34
0.01
1,60 1,21
0.72 0.5%
0.01
.61 0,63
5.29 4,07
9,01
1.74 1,32
1.18 0,94
0,01
319 2.4
0,30 0.61
0.01
0,29 0,23
7.17 5,52

Couwpound Naeme

Std 854 Std ¥56 Sta
36 - 62 148 9e

NeNONADETAKE 629925

0,38 2,42 J.8Y5 1,27
.25 1.61 2,51 J.HS
NeEICOSANE 1112958

0.82 Sell 7,92 2,42
0.%b 1.50 5,43 1.7}
NeHENELITDSANE 629947

0.70 4,43 7.9S .32
0,48 3,07 4,68 1,61
NeDOCISANE 6299170

0.10 1.40 7,10 2.33
0.49 J.11 4,96 1.63
N=TRIZJISANE 638575

D75 4,77 1,60 2,49
0,53 3.3% 5.4 1.75
PHENYLACETATE 122792

V.34 2,01 3,25 1,30
0.05 0,28 G.45 J.1H
BENZYLACETATE 140114

0,09 0,57 0.92 2,17
0.20 1.19 1,92 V.11
VETHYLBENZENESULEUNALE

0,22 1.41 2.25 2.74
c,08 V.50 0,80 0.26
VETHYLTOLUENESULFONATE(P)

0,29 1,81 2,89 0,95
0.13 o.81 1,23 ).42
ODIMETHYLPHTHALATE 131113
0.1> J.34 1,45 .52
0,98 6,10 9,48 j.36
ETHYLTOLUENESULFINATE(P) 80400
0.31 1,97 3.14 1,03
Je22 t.40 2,243 2.73
DIETHYLPHTHALATE 84662

0.57 J.b% 5,79 1,90
0.14 0,93 1,47 J.48
DIBUTYLPHTHALATE 84742

0.05 0.34 0,52 3.19
1.33 Be21 12,8) «55

112

157
116

0.1
7.54

Stad
44

0.08
16,595

0.48
11.490



Cmpds

140
8y
14}
12}
142
S}
71
143
n
1344
51
N
145
94
136
146
108
147
17
112
148
91
15%
149
16}
150
15%
151
149
1717
152

517
149

Internal/external Stansard tile tor

Recovery
Std 149
110 125
0.01
1.91 S,.27
1.0 3,47
0,01
3,08 10,35
2,1y 71,09
0.01
2.73 5.%)
1.89 6,69
D,01)
i.89 9,48
2.02 6,7}
0,01
J.10 10,28
2.18 1,22
0,01%
1.31 4.4)
0,18 0,02
0,01
0,38 1,25
0,79 2,63
0,0t
0.91 3,04
0,32 1,09
0.01
1,17 3,90
0,52 1.7%
0.0]
0,57 1,.,8)
4,68 11,87
0,01
1,28 4,2%
0,91 13,01
P01
2.35 1,82
0.59 1.97
0.01
0,20 0,648
4,99 16,795

lospoynd Naswe

Std 060 Sta 861 Std 3672 Sta
82 110 2b4 . 148 - 99

NeNONADLCANE 62932%

2.24 0.8 .08 J. 10 2.3%
1.90 0,58 0.4 J.11 1.57
NeE T ISANE 1114958

4,45 1.¢t) 1.9 9.3 4,0)
2.9} 1,12 1.01 d,23 J.17
NeMENEICOSANE ©2994)

4.1 1.0 1.07 2.30 4.31
2.8 1,10 D.74 J.21 2.99
NeDJICTISANE 629910

4.14 1,00 Ve27 0,30 4,35
.89 1,12 0.8% do21 3,04
NeTRITISAME  bIBLIS

4,42 1.1 TedY .32 1,65
EPR R 1,20 0.90 .42 1,27
PHENYLACETATE 1227192

1.72 U.b7 .70 .13 1.98
Je24 0,09 J.10 .02 0.2H
BENZYLATETATE 140114

0,48 0,19 J.20 Jd.04 0.,5%6
1,02 0,40 0,41 2,07 1.17
METHYLBENZENESULFUNSTE

1.31 0.51 Oe.4v 3,29 1.38
0,47 O0O.1d Jo14 J.013 0,49
NMETH(LTOLUENESILEONATE(®P)

1,68 0,65 Jedl J.12 1,76
0,7% 0,29 D.24 2,05 0,79
DIMETAYLPHTHALATE F11113

0.7 0.29 JedH 0,006 0,85
4,48 1.48 1.4 J.41 Se51}
ETHYLTJLUENESULFONATE(P) 8400

1,83 0.71 J.5% J.13 1.92
1.30 0,%0 0,38 .08 1.36
DILTHYLPHTHALATE Kd4bb2

3.34 1.30 1,02 .24 31.54
D.85% 0,33 J. 40 J.06 0.89
DIBULUTYLPHIHALATE B4742

.28 0,11 J.1¢C 3,02 0,31
b, % 2,64 2.52 JedY 7.47

svpd Class ¢ b

063



Ceods

Hase

133
149

1584
149
10?7

§%5
"
10%

156
v}
119

151
10%

194
14
122

159
£3%
1306

160
94

iol
107
108

ie2
107
122

163
1214
130

164
5
139

165
107
142

Internal/btategrnal Standarg File tor

Recovery
St 90 2
109 P81
0.0‘
2.9 1,62
3,31 2,02
0,01
9,22 4,07
1,98 1.5%¢
0,01
0.36 0,298
0,40 3,3
0,018
U, 5t 0,44
U5 0.51
0,01
0,38 0,64
1,22 Q.94
0.0t
0.,5% 0,44
0,60 0,4)
0,01
$o17 1,04
0,96 0,78
U.01
1,07 0,8%
0,33
1.21 0,93
1,07 0,2
0,01
0.8 0,67
0,99 0.1
0,01
1.79 t,1s
0,07 0.%6
0,01
0,0) 0,02
0,13 Q.15
0,01
0,9) 0,7t
1.02 n,17?

so®poune Hare

swpa Class 8 o

St1 154 Sto #56 Sta Y)Y sta
130 - ¥ 148 98 116 B4é

BUTTLUESZYLPHINALATE

0,J)d ded8 §,09 1.3 2,44 4,04

J.bd J.0y 5,9y .40 4,08 1,49
DIETHILHI XELPHINALALE 3120l

0.90 5.7V 9,2} Jo74 0,26 11.%9

0,37 4.1 5,54 1.4 2.7 4,40
"BENLALDENYDE 100927

0.07 0.‘2 O.DQ ag") U.JU 0.“.

0,07 d.46 D,12 .25 0,42 0,92
FOLUALDRHYOL(P) 47234

Jolu [ I LR WY .14 0,97 1.65

0,12 Sl 1.2} Po41 UM 1.9%
AZETUPAERUNE 98802

0.1% 0,90 1,3} 0.%3 o0.,07 1.9)

0.,24 1.81 4.25 .76 1,29 2.85
SALICYLALORHYDE 90928

O.IU Q.bl J"" 3.‘0 OQbD ‘.2‘

0,11 O,V 1,237 Ded) 0,72 1.34
ANISALDEHYDE 12511

O,y 153 <.41 2,91 1,068 .0t

J.1¥ 107 1,13 J.70 1,10 .18
PHE DL 108942

V.20 leld 1,922 J,168 1,27 2.4
CRESOL(P) 106445

0.2 1.40 2,28 O.,RO 1,29 2.9

G,2v 1edd 1,99 2.9 1,14 2.5%4
2,301 THYLPHENDIL 5267%0

0,10 1.00 .81 3,57 0,99 ?.08

0,117 109 1,54 2.%9 w0u.9» 2.12
ISUERIPYLPHENIL Hes79

0,32 2.04  3,2% 1.07 1,78 S5.1u

0,12 0.7 1,13 3.39  ),.8% 1.87
eI TIIPHENDL HBTSY

2,00 0,03 0.2% .02 0,03 0.0b

0.02 d.14 2,23 2,99 0,15 0.29
4oCHLIRD=VavETHYLPENIL 59507

0,17 1.06 1.5%9 J.5% 0,92 2.64

0.1H 1.16 1.4 J.bt  1.01 2.89

(31
e

0,91
U.,919

2.29
1.00

2.95
2.14



Cepids

Nass

154
91
149

154
149
107

15%
17
13

136
91
119

1%7
LR
103

158
121
122

159
135
136

160
94

161
107
108

162
107
122

163
121
13s

164
65
138

165
107
142

Internal/c«ternal Standatd tile for Zepd Class ¢ o

Recovery
std 149
110 12§
0.01
1.51 5,02
2,46 8,1)
0,01
4,0 12.9%%
1.3 4,178
D.01t
0,2% 0,8¢
0,28 4¢,93
o.o‘
0,42 1.4y
0,50 .06
0,014
0.57 $.95
0.,8% 2,98
0,01
Ued1 1,3
0,44 1,40
0.01
1,00 3,38
U711 2,30
0.01
0,75 2.60
0,01
0.2¢ 2,.8%
0,78 2,592
0.01
0,63 2.1
0,064 2,11%
0,01
1.28 4,33
0,47 1,6}
0,01
0.02 0,07
0,09 C,31
0,01
0.56 2.27
0,72 2,5%

Cospouad Nase

Std 100 Sta s6i Stg
L ¥ 110 264 - 188

BUTYLIENZYLPHTHALATE

1.9% 0,70 0,78 0,14
J.15 1,22 1.46 J.23
DIETHYLHEXYLPHTHALATE 11788}
.Ml | ,H8Y 1,90 J.35

1.8% 0,72 0.12 d.13
BENZALOLHYDE 100527

9,3% 0,13 0,33 3.0}

Jed8 0,39 J.14 J,0)
1OLUALDEHIVEC(P) 529204

0.6% 0,24 0,1% 2.0%
0,72 0,24 .22 2,0%
ACETUPHENDNE 9HBb2

0,f0 0,31 0.29 J.0b

.18 0.8 J.4) J, 09
SALICYLALDEHYDE 40028

0.5%2 Ved0 0.¢1 J.04
0,56 0,22 0.23 0.04
ANISALDEHYDE 123115

1.30 0.51 J.5%3 J.09
0,9F 0,35 0.37 3,07
PHENUL 108952

1.01 Q.39 J.41 .07
CRESULCPY 100445

1.17 0,45 D.44¢ .10

1.03 0.40 0.39 2,09
2,3=DIMETHYLPHENDIL 526750
0,84 0,32 Ne32 2,07
J.85 0,33 .32 .07
1SOPRIPYLPHENIL dbkb39

1.90 0,73 0,58 Jo.14
0,09 0,27 0,21 3,05

DJ=NITRIOPHENDOL 88755
0.03 0,01 0,01 2,00
Je.l2 0,0% 7,05 J

4=CHLIPL=3I=METHILPHENTIL 59507

0.93 0.34 2,130 J.07
1.07 0,492 0,32 J.,0L8B

115

02

Std
99

0.38
0.42

0,64
0.7

863



Capde

Hass

ieb
107
142

167
11%
144

168
107
135

169
153

170
162
164

1711
196
198

172
205
220

173
264
260

174
141
142

175
153
154

176
154

177
141
156

178
165
166

Internals/External Standarad Flle for Zeupd Clds8 # 6

Recovery
Std s 2
109 236
0,0t
0.83 0,064
0.94 0,72
0,01
0,35 0,26
0.6 0,45
D.0}
0,56 0,43
1.96 1,49
0.01
0.26 0,20
0.74 0,57
0,01
1.1} 0,88
0,72 0,53
0.0l
0.81 0,63
0.8) 0,64
0,01
2,53 1.97
0,67 0,52
0,01
0,29 0,22
0.47 C.38
0,01
2,03 1,58
2,51 1.9
0,01
1,26 0,94
3.0 2,64
.01
2,28 .79
0.01
1,59 1,24
2.30 1.79
0.01
2,74 2,13
3,07 2,38

Compound Naae

Sta 054 std #56 St 857
130 - b2 128 98 116
4= HLIKOZRESOL
0.10 0,97 1.57 0.53 0,88
0,17 1.0 1.77 2.60 0.99
1=NAPHIHOL 90153
0.06 0,38 0,61 .20 0.34
0,11 0.57 1,07 0.3% 0,29
PeTERI*BUTYLPHENIL 98544
0,10 D.bd 1,93 0.34 U.5o
.35 2.22 3.51% 1.17 1.94
2«NITRIZRESOL 1191135
0,05 0.30 0,46 2,07 0,27
0,14 D.83 1.33 9.46 0,78
2,4-DICHLURDPHENIL 122832
0,21 1.29 2,00 D.60 1.34
0,13 0,78 1,27 3,51 0.85
2,4,6=TRICHLORIPHENDL H8062
0.15 0,69 1,44 0.8 0.97
0.15 DYl 1,45  D,59 0,98
DI=TERT=BUTYL=4="ETHYLPHENOL 126370
0,47 2.7  4.49 1,81 3,03
0.1¢ 0,73 1,18 9,48 0,80
PENTACHLUROJPHENDL 87869
0.05 2.,34 0.54 2.19 0,131
0,09 0.5 0,91 6.32 0,54
2°METHYLMAPHTHALENG 83329
0,38 2.23 3,890 1.9¢ 2,42
0,46 2,76 4,45 1.79 2,99
ACENAPHTHEMNE R3329
0.23 1,38 2,22 0.89 1.49
V.03 3,73 6.02 2.41 4,048
BIPHENYL 92524
.42 2.51 4.04 1.63 2,77
1,8=DIMETHYLNAPHTHALENE 569415
Je29 1.74 2.82 1.13 1,89
0.42 2.52 4.37 1.63 2.73
FLUDReNE 86737
0,49 3,91 4.d5 1.9% 3,27
6,57 3.44 5.55 2.23 1,74

116

Std



Copds

166
107
142

167
115
144

168
135

169
153

170
162
164

1
196
198

172
208
220

173
264
266

174
141
142

175
153
154

176
154

§177
141
156

178
165
166

Internal/External Standagd File €Or

Recovery
Std 959
110 125
0,01
0.58 1,956
0066 2.23
0,01
0,25 0,83
0.44 1.45
6,01
0,40 1,38
1.44 4,79
0,01
c.18 0,61
0,52 1,74
0,01
0,80 2.7)
0,51 1.7
0.01
.58 1,97
0.58 1,99
0,01
1.85 6,113
0,49 1,61
0.01
0,20 0,68
0,36 1,11
0,01
1.48 4,91
1,78 8,08
0,01
0,92 13.04
2,49 8,22
0,01
1.67 $.95¢
0,01
1.16 13,84
1,67 5.55
.01
2,00 6,62
2.28 7,57

Compound Nanme

117

St31 060 std #b6i Std 8162
82 110 264 - 188 -

4=CHLIRDCRESOL

0,80 0,31 0.31 0,07
J.65 0,34 0,35 0.08

1 =NAPHTHOL 903153

0.36 0.14 0.11 .01
0,62 0,24 0,18 9.05
P-TERI=RUTYLPHENIL 98544

0.66 0,23 0.18 0,J4
2,04 0,80 D.6) J.35
2=N1TRICRESOL 119335

0.25 0.10 0,09 2,02
0,71 0,27 D.2b 0,08
2,4=0ICHLOROPHENIL 120832

1,05 0,41 0.43 0.08
.67 0.26 .27 2,05
2,4,6-1RICHLDORIPHENDL 88062

0,76 0,30 0,91 0,05
0,77 0,30 0,32 0.06
DIeTERT=BUTYL=4=METHYLPHENOL 128370
2,37 0.92 6.%0 0,37
0.02 0.24 0.25 2.0%
PENTACHLOROPHENIL B78b65

0.26 0,11 0.11 0,02
0.4% 0,07 0.18 0,04
2=METHYLMNAPHTHALENE 83329

1,90 0,74 0,717 0,14
2.36 0.9t 0.95 .11
ACENAPHTHENE 83329

1.18 0,46 0.4/ 0,09
3.19 1,23 1,24 0.23
BIPHENYL 92524

2.14 0,8) 0,87 D.16
1,8=DIMETHYLNAPHTHALEYE 569415
1.49 0,58 0.b0 .11
2,15 0.83 .87 d.16
FLUORENE 86737

2.5 0,99 1,04 .19
2,93 1,14 1.19 9.21

»xpd Class ¢ b

Sta 863

99



Capd?
Mass

179
155
170

180
178

181
202

182
19
206

183
228

164
252

185
41
54
186
59
187
57
188
63
93
189
99
$55
190
66
263
191
120
192

123

Internal/External Standard File tor

Recovery
std & 2
109 236
0,01
1.86 1,44
2.6 1,99
0,01
3.2y 2,47
0,01
4,88 3,75
0,01
1.3 1,03
2.85 2.22
2,01
2.21 1,73
0,01
1.60 1,23
G0t
0.66 0,51
0,29 0,2}
0,01
0,49 0,30
0,24 0,26
0,01
0.73 0,56
3,09 2.3%
0.0t
1.71 1,31
0.84 0,65
0.01
4,03 3.19
0,88 0.69
0,01
1.3 1,03
0.60 0,46
0,01
0,68 0,52
0,97 0.75
0.01
0,86 0,67
0,54 0,42

Coapound Name

<npd Class # &

St3 854 Std 856 Stad 2957
136 - 82 128 98 116

2y3,5-TRIMETHYLNAPHTHALENE 22453H7
0,34 2,08 2,36 136 2,27
d.47 2,86 4,62 1.86 3,11
ANTHRACENE 120127

0,60 3,71 5.7% 2,04 3,38
PYRENE 129009

0.93 5,66 E.71) 3.27 5.18
9,10=DIMeTHYLANTHRACENE 781431

0.25 1.45 2.35 .94 1.57
0.53 3.13 5.04% 2.01 3.37
CHRYLENE 218019

0.41 2.42 3.92 1.59 2,00
PERYLEXNE 193550

0,30 1,64 2.8% 1,02 1,68
DITYAVOBUTANE 111693

0,12 0.72 1.17 0.47 0,79
0.05 .32 0,52 2.40 0,35
BUTYLCARBAMATE 14994775

0,08 0.54 0.86 J.28 0,47
0,05 0.29 0,47 23,15 0,25
DIBUTYLDISULFIDE 110065

0.113 0,84 1,34 0,44 0,73
0,56 3.5% 5,614 1.5 3.09
BIS(2-ZHLORJETHYL)FTHANE 1122065

0.31 1.97 3.13 1.03 1.7}
0,15 0.97 1.5 J.51 0,84
TRIBUTYLPHGSPHATE 126738

0,75 4.65 7,20 2.56 4,24
.16 1.01 1,57 2.56 0,92
ALDRIN 309202

D.24 1.49 2,40 3,97 1,82
0,11 0.67 1,08 V.44 0,73
DIHYORJIBENZOVURAN 456162

0,13 0,79 1,25 0.43 0,72
J.18 1.12 1,87 Jebb 0,78
NITRUBENZENE 98953

0.16 0.94 1,51 0.61 1.02
0,19 0.59 0,95 0,38 0,64

118

Sto
84

4.24
5.8

7.43



Cmods

179
155
170

180
178

141
202

182
191
206

18]
228

194
252

185
54

186
41
59

187
41
57

188
61
93

189
99
155

190
263
191
91
120
192

17
123

Internc'/External Standard File tor

Recovery
Sta 59
110 128
0,01
1.38 4,59
1,90 6,31
0,01
2,24 1,59
0.01
3.59 11,47
0,01
0.96 3.19
2,06 6,486
0,01
1,61 5,34
N.01
1.1Y 3,72
0,01
0.48 1,59
0,22 0,71
0,01
0,35 1,15
0,19 0,03
0,01
0,5¢ 1,78
2,21 7.62
0.0’
1,27 4,23
V.61 2,08
0,0%
2,81 9,43
0.61 2,05
0,01
0.99 3,28
0,44 1.47
0,01
0,27 1.59
0.8 2.217
0,01
0.61 2,97
0,38 1,30

Cowpound Mame

Std 060 Sta &51 std
82 110 2064 . T

2,3,5=TRIMETHYLNAPNTHALENE

1,78 0,69 0.2 .13
2,44 0,95 2.99 .1
ANTHRACZENE 120127

J. 06 1,19 1.13 .25
PYRENE 129000

4,95 1,90 1.80 d.40
9, 10D UL THYLANTHRAZENE 781431
1.24 0.4y 0.50 .09
2.7 1,03 1.0 J.19
CHRYSENF 236019

2,07 0,80 J.81 2.15
PERYLEME 198550

1.%3 0.59 0,47 0,12
DIZYANIBUTANE 111693

0,62 0,2t 0,25 2,058
DedY 0,11 0.1} 3,02
BUTYLIAWBAMATE 14954775

0.50 0.09 2,15 2,04
0,27 0,11 2,08 2.02
DIBUTYLDISULFIDE 113065
0,78 0.31 0,20 d.0€
3.29 1,27 1.20 ). 24
HIS(2=THLOFOETHYL)E ThavE 112265
1.83 0,7} .50 .13
0.9u 0,35 0,27 .76
TRIBULYLPHUSPHATE 12673¢
3,87 1.49 1,41 3431
.84 0,32 J.31 2,07
ALDRIN 309092

’.27 0049 0.51 3.09
Je57 G.2¢ .23 .64
OIHYDRIBENZOFURAN 436162
0,65 0,25 0,24 .05
9,490 0,35 9,13 d.67
NITPOBENZENE 9HYS 3

0.80 0,31 .33 2.086
0,50 0,20 0.21 .04

119

22451387

cevd>d Class 8 b

Sta b3

99



Capdd
Mass
191}
135
194
137
195
t16S
196
12)
197
125
218
198
32
128
199
11
356
200
197
s
20}
140
202
102
137
203
111
139
204
127
142
205

139
155

Internal/External Standagd Fille tor J»pd Class 5 &

ReCoOvery
Sta ¢ 2
109 236
0,01
1.56 1,21
0.01
1.29 ¢,.90
0,02 0,0}
0.01
0,35 0,24
.71 0,%3
0.01
},55 2,68
0,90 0.068
0,01
J.82 13,44
0,92 0,73
0.0%
4,59 2,vl
0,09 0,07
6,01
0.72 06,56
0,95 0.7%
0,01
1,40 1,11}
1.30 1,05
0,01
1.59 1.1¢8
0.42 0,12
0,01
0,55 0,92
2,10 1,57
0,01
0.0e 0,05
0.12 0,10
0,01
0.0 0,46
1.32 1,00
0,01
0.70 0,55%
0,38 0,33

Cowpound Nase

Sta 954 Sta 156 Std =47

130 - 82 128 98 116
BDENZOTHIAZOLE 951069

0,29 1.7} 2.16 1.11 1.8
PHESYLSAKMAAMATE 102390

Ue23 1.94 2.2} 0.79 1.3
2,00 0,02 0,0} J.01 0,02
2,4°DI8ITROTOLUENE 121142

0,06 0,40 0,65 3.26 D44
0,13 0.7 1,21 2.4 0,7b
BENZYLAULFIDE S3IRT49

0,03 4,00 b, 30 2.10 3,49
J.10 1.02 1,82 3,53 0.89
DIPHENYLSULFOUNE 1276139

Dbl 5,10 8,21 2.71 4,51
0,17 1.0 1,75 0.58 0,90
TRIPHENYLPHOSPHATE 1153060

0,13 0,79 1,29 D.%2 0BT
0,17 1,03 1,67 9.6 1.14
DLIPHEN{LMERTUNY SHTBS9

0.448 2.85 4,59 1.9b0 3.28
0,02 2.09 0.15 2,96 0,11
TETHRAPHENYLEIIN

0.27 1,70 2,11 3.89 1.47
0,25 1.58 2,51 d.82 1,137
BESLYLIHLORLDE 100447

d.28 1.771 2.82 0,93 1.54
0,08 0,48 0,76 V.25 U.42
4=CHLIORUBENZINITRILE 623030

0,10 0,63 G,99 0,33 0,55
J.36 2.38 31,1719 1,29 2.08
3elHLIHOBENZALOEHYDE 587242

0.01 0.0 0.12 J.048 0,07
0,02 D.15 0,24 J.UH 0,13
DelHLIKOANISOLE 7166518

0.1 0.,t9 1,09 D.36 0,60
D.24 0.50 2,42 de79 1,31
CHLORIBENZAMICE 6195567

0.13 .77 1.25 3,50 0,84
6,07 0.42 0,68 .27 0,4

120

Std
84

58
112

2455

2,06
0,03



Cmpds

193
135

194
94
137

195
69
165

196
91
123

197
125
218

198
325
326

199
n
356

200
197
351

201
91
126

202
102
137

203
111
139

204
127
142

205
139
155

Internal/External Standard File tor -~upad Class s 6

Recovery
std 59
11c 125
0,01
1.14 3,7
0.0!
0.87 2,92
0,0t 0,04
0.0!
0,27 0,88
0.50 ‘.66
0.01
2,47 8,62
0,6) 2,19
0,01
3,00 11,09
0.67 2,36
0.0t
1.98 6,58
0,06 0,22
0.01
0,52 1,75
0.69 2,28
0.01
1.10 3,66
1.03 3.4
0,01
1.10 3,81
0.30 1,03
0,01
0.39 1.35
1.49 S.12
¢.01
0.05 0.17
0,10 0,32
0:01
0.43 1,48
0,94 3,24
0.01
0.51 11,70
0,28 0.92

Conpound Name

Std e60 Sta #61
82 110 264 - 148

BENZOIHIAZOLE 95169

1.46 0,97 0,59 0,11
PHENYLCARBAMAILE 102090

1.20 0.46 J.44 2,10
0,08 0,01 3,00 92,00
2,4=01VITROTILUENE 121142
0.34 0.13 0.14 0,03
0.04 “'.25 0.20 0.05
BENZYLSULFIDE 538749

3,12 1.44 1.11 .27
0.94 0.37 J,48 9,07
DIPHENYLSULFONE 127639

4,77 1,85 1.22 2,35
1.02 0,29 0,30 0,07
TRIPHENYLPHOISPHAIEL 115866

455 0.9 1.03 0.18
0.08 0,03 0.03 2,01
DIPHENYLMERCZURY 587859

0.68 0,26 Ce26 0.05
0,88 0,34 0.35 0,006
TETRAPHENYLTIN

1.57 0,6} 0.44 d.11¢
1.46 0,57 .41 .11
BENZYLTHLURIDE 100447

1.64 0,064 J.50 J.12
0.4 0.17 12 0.03
4=CHLIOROBENZONITRILE 623030
0.54 0.23 0.18 0.04
2,21 0,85 Jdeb! Jd.t0
J=CHLIFOUBENZALDEHYDE 587042
0.07 0,03 0.02 J.00
0.14 0,05 0.04 0,01
O=CHLORDANISOLE 166518

0.064 0,25 0,17 2.05
1,40 0,54 J.36 0.10
CHLOKRJBENZAMIDE 619567

0.66 0,26 Jda217 2.05
.36 9,14 0.15 2,03

121

Stag 862

Sto
99



Capds

206
113
174

207
145
180

208
190
192

209
1ol
196

210
214
216

231
239
236

212
248
250

213
284
286

Internal/kExteraal Standard file tor

Recovery
Std ¢ 2
109 2306
0.0t
0.48 0,39
0,32 0,26
0.01
9,34 0,26
1,30 1,00
0.01
0.78 0,61
1.0% 0,41
0,01
0.44 0.34
2,17 1.6
0.0t
1,918 0.9
1,54 1.18
0.01
0,63 0,52
1.29 1.0
0,01
1,08 0,81
1.1} 0,84
0.01
0.74 0,56
0.60 0,46

conpound Name

Sta 854

tie

3,4°01CHLURDBENZALULHYDE 6287381

0.09 0,58 C.,93 - 0,2
0.00 0.39 0.2 .21
1,2,4-31RICHLURIBENZEN:E 120821
0.006 0.40 0,01 J.22
0,24 1.50 2,499 Jd.83
2=HRU4I=1=CHLIRIBENZENE 594HOIG
0,14 0.85 1.38 Je55
0.19 1.14 1.d4 .74
1,2°DIZHLORONAPHIHALENE 2050693
0,08 2.50 0,78 J.28
0.40 2,51 3.b¥H 1.38
1,2,4,5-TLTRACHLIRIBENZENE 95943
0,22 1.29 2,93 .84
.28 1.69 2,72 1.09
P=DIBRIVDBENZENL 106376

0.12 J.17T 1,22 J. 41
¢.23 1.4 2,36 Jd.178
4-HRUMIDIPHENYLETHER

0.20 1.19 1,32 2.1
0.21 1.20 2,24 J.8¢
HEXACHLOROBENZENE 118741

0.13 J.dd 134 J.44
0.11 0.68 ,,08 9,36

Std 156

82

128

Std 857

Y4

116

1.29
1.37

0,73
0,59

Jupd Class ¢ &



Crpda

Mass

206
1713
174

207
145
180

08
190
192

209
161
190

210
214
216

211
234
236

212
248
250

1)
284
286

Internal/Externa) standard tile tor <rpd Class o 6

Recoverv
Std 859
110 125
0.01
0,37 1,25
0,25 0.84
0.0}
0,24 0,80°"
0.89 13,05
0,01
0,57 1,68
0,76 2,52
0,01
.31 1,02
1,92 5,08
0,018
0,86 2,85
1,12 3,72
0,01
0,49 1,606
0.93 3,18
0.01
0,79 2.6t
0.84 2,78
0,01
0,5) 1.8}
0.1) 1,45

cerpouno Nama

Sta w0V

82

110

Std 959

264

Std e62
188 -

3,4=01CHLUOKIBENZALUENYDE 62873063

0,54 0,21 0,17 0,04
0.36 0,19 0,11 2,03
1,2,4=TRICHLOPIBENZLHNE 120821
0,33 04,13 0,12 2,03
1.2 0,48 0.40 .10
2-BRUMD=1CHLORIBENZEVE 694304
0,73 0,28 0,30 d,05
0,98 0.38 0,40 .07
1,2=DICHLURONAPHIHALFNE 20500693
0.42 0,106 J.1% 0,03
2,08 0,80 C,76 2.17
1,2,4,5-TETRASHLIRDIENZENE  9594)
1,11 0.43 0,45 0,08
1.44 0,5 0,58 2.11
P=DIBRIMOBENZENE 106376

0,72 0.28  0.19 9,05
1,38 6.5, 0,45 0.10
4*BRO“IDIPHENYLEIHERK

1.01 0,39 0,41 3,07
1,08 0,42 9.44 0.08
HEXACHLUROBENZENE 118741

0.78 0.30 9,24 0.0
0.63 0,24 0.19 9,05

123

Std b}

0.75
1.45

1.17
1.24



Tabic B-7. RMRs AND RECOVERIES FOR WARN CO%POUNDS

(FU, pH 8.0)
Class No. 7
Stanltard ID No. Standard Name
2 4-Fluoro-2-10dotoluene (external)
54 dg-Naphthalene (internal)
56 dg-Nitrobenzenc (internal)
57 dlo-g-Xylene (tnternal)
1Y) ds-Phcny]rthanol (1nternal)
59 ds-Acetophenone {1nternal)
60 ds-Propxophcnone (intern:l)
61 d,,-Perylene (1nternal)
62 dg-Acridine (internal)
63 dS-Phcnol (ioternal)

124



sar

MATRIX OF STANDARD ION R'Rs

Soandard
ds-l’hﬂwl Jm o Yylens d. Haphtheltne ‘$ Ritrobrnrcne J,‘-M,lnlml
Coepound toa a3 9 a/1 18 o/3 1o m/z t4o a/r 0 LU 128 a/1 " .t (R}
ds phenol 929 . $9{9) *(9) 17(8) 1 otls) ) ett}) 7 ) 1 Ny
9 g-oartene 1] 1 2@ . 16701 318) 1 1y FLY IR s 02021}
1t 1 0V s} 80(0) . (LIS ] 1 028y [ RN 1] 2 5%22) 1 28
ds-n.phlhnlcu 136 3 (%) LRI s as(n) - [JPLER]] 9 MY} 14 ¢301%) 10 3%(19}
L niteohenzene [ T4 90 s:) 95¢ 1) 1603} . 1 w0(1) 20 3 T0(18)
1. [31R4] 351 0) Y Bt (3 173) . [ I RIRTY) 1 0%1%)
A
d,-pMnylcanol [ 1] 42{19%) 32m) LP{PL 1] S1019) Qq1s) wits) - 1)
1 BLITR)} 3822 RLIPA1] ot in) silis) 9% 11s) 1.39(2) .
d‘-pvwkwhcno»e [ 2} 1 os(9) esiy) 1 07(18) 10t8) 1 1310) 1 02(8) 2 asll} 3 sc(te)
110 2 85%(%) 1 a2(1Y) 2.70014) 4RL1?) 2 %als) 4 1210) 6 sa(il) e BN
‘i scetophenone Vo t 2 90(N v saqn) %4 1 WIS} PRI ] ) LRATE )] 2 o8{10)
128 i) 21(my (NI R4} 16ty [L1R}} ) [ EINLY] s}
L 12(-
dlx-pn,tlnc 204 3 %6119 P TR 1 a8(N) wot?) 3 rafis} $ i) 8 32(29%) o 37028}
dy-seridine 100 [IE3YR2) Y]] 3 AMDS) 1LY 1 50(s) ? siey 3 %2013) 1.9%009)
4 {luoro 1-iodotoluene 109 V1000 65(7) 1 0n{s) 18(3) 11 [ XX P ] PR IAL Y] 197019
130 [BKBIR}] Ré(s) T osa?) Jt{0) 1 asy 2 3 st 19) 1 508

(continucd)



921

*tandard

¢y, Poupio hemme ¢ Arthenone Yy Frerto dg Bsradine 8 1lwaso 2 fedotelemne
Loapoumt lon a’; 9! w/2 180 »: [ Y0 P [JEENR ol 104 w M «fy I
a$ phenal 99 LY 8 ~1) AERIYRTY RIELY) IR} LTI HIES )
dw B.aylene 9s 1 oSOrEd X1 RT] 1y LR AL B ] S31in) 1 00y 1 Sl [RRIILYY
He 94431} ‘g1l o' in} PR ] LN R 1Y LTINS 1Yie)
dy naphthalene 13e PR YILY] MHERIEY] v 218) 13.18(3) 1 Teilsy LN IR 1] 3 My & 00})
dynulabcnnnr 2 2916} AT sV i b TR LT stied [1T§4] K113}
120 site) PAITO ] vl [BANIR]] 11,0} 4liw) ER218]] @<
ds fhenplethinol ae min [ R R 13N FIYETS] E1TI M) [LYHL]) 27088) pLISN 1) wiy
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(23] [N [TY3Y) M betiny Ui @l Ly
4, ,operylens NY) 3 o8(1a} y 27018) 3 PR IYIN] . 1 sol1n) 3 21(v¢ PR YL
dg-undmr i38 1 23%) $2(%) 2%{ )y} 3 ISt} 19¢ 40) . [ IR EILL] 1 e
4-fluore 2 todotoluene 9 L o1} M mn 2oy st “atd} - 17,9}
RATY L sun LSRR HET] LIRS [N D] Lot s 0t .
me cmmEEn. et 28eeNeeEE BN RSt MMEAR ¢ vt e e nmed e ..
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Caods

100
79
101
9)
102
9}
103
106
107
104
106
107
105
117
106
120
121
107
106
121
108
127
129

109
129

110
138

115
156
1517

112

114
141

Internal/txternal Standaco Fale tor cvoa Cless s 7

Recovery
Std ¢ 2
109 2306
0,01
0.29 0,22
0,44 0,34
0,01
0,26 2,22
0.66 0,91}
0.01
0.23 0.1
0.76 0,54
0,01
0,13 0,10
0.22 0,16
0.01
0.89 0,69
¢.71 0,56
0,01
0.72 0,54
1.92 1,45
0.01
0.65 0,51
V,93 0,69
0,31
0.36 0,27
0.57 0,44
0.01
1,09 0,84
0.34 0,26
0,01
1.92 1,41
0,01
0.44 0,35
0,56 0.45
0,01
c.41 0,32
2,01 1,54
0.01
0,03 0,02
0,05 ¢,04

Coapound Nanme

Sta 54 Sto 06 Stag
130 - 82 12 s

PIRIDINE 130861

0,05 0.3) 0,51 0,19
0,08 Ged1 0,78 .30
ALPHA=PITOLINE 109368

0.05 0.30 0,4%s J.16
0.12 0.76 1.1d .40
ANILINE 52%1)

0.0s 0.2 0,41 .15
0,13 0.81 1,29 J.45
LUriolve 108445

0,02 9.15% 0,25 J.08
0,04 V.24 0.395 J.13
TOLJIDINE 106490

0,106 .97 .1.517 0,64
O.1] d.70 1,27 J.51
INOOLE 120729

D.13 0.62 1,30 .43
Veldd 217 3,49 1.14
2,3,6TRIMETHYLPYRIDINE 1452840
0.17 0.l 1.1H Jeé?d
d.i1 1.23 1,61 0.5%
2,6°D]METHYLANILINE 130273
0.06 0.41 0,69 d.21
0,10 0.60 1,24 .34
MeCHLIROAN]ILINE 128429
0.20 lo¢b 1,34 J.69
J.06 0.9 0,62 de22
QUINDLINE 9122»

O.J‘; log' 3.21 1030
PeXITRIANILINE 100016

0,08 N.52 0,83 .27
0,11 0.67 1.37 .35
2,4~DIMETHYLOUINILINE 1198374
c.nsy 0,47 0,75 2,26
0.37 2.31 3,53 1.27
1,801 AMINONAPYIHALYLE

0,00 dJ.vd 0,36 0.02
0,01 J.06 0,21 3,03

127

157
116

Std s

a4 112
0.67 0,38
1.10 0,78
0.%9 0,2
192 1,09
G.53 9,38
1.62 1,15
0.39 0,29
0.61 0,45
1,97 1.45
1.58 1,16
2,04 1,51
5,43 4,02
1.3 1.09
2,08 1,49
1.02 0,7%
1.6 1,21
2,52 1,79
0,78 0,506
4.06 2,98
1.30 0,97
t.68 0,22
0,95 0,68
4,69 3,131
0.09 0,086
0.14 0,11



o T-X 1]

100
19
101
93
102
9)

10)
100
107

104
10e
137

109
117

106
120
121

107
106
123

108
§21
129

109
129

110
65
138

111
§15¢
157

112
114
141

Internal/External Standerd File tor 2%pd Class o )

Recovery
St3 099
119 129
9,01
0.20 0.50
0,33 1,11
6,01
0,18 0,06)
o.‘o '.s‘
0.0?
0,17 0,96
0,49 1,04
0,01
0,10 0,):
0,16 0,52
0,0t
0.6% 2,15
0.%2 t. 1)
0,01
0.5 1,78
1.90 4,08
0,01
0.46 1.5%4
0.62 2,12
0,01
0,26 0,8
0,42 1.4}
0.01
0.76 2.5%
0.24 2,19
0,01
1433 4.4)
0,01
0.34 1,13
0.43 1,84
0,01
0,29 0,96
1.46 4,65
¢G,01
0,02 &.08
0.0 0,12

Zospound Nase

128

Sta 8060 Std 0H) Sta
42 1to ol - 18y

PYHIDINE 130801

0,28 0,11 .10 9.02
V.42 0,10 0.17 .04
ALPHA-PITOLIKE 109068

0.2% 0,09 0,09 0,02
0.6 0,24 Vo) 2,09
ANILINE 2¢%3)

0.42 0,09 .08 2,02
0.0 0,206 de2¢ .05
LUTID.NE 13848

0.14 0,0% J.04¢ .01
0,23 0,09 0,00 0,02
TILUIDINL 106430

0,83 0,32 0.J2 .00
.67 0,40 dJedd J,05
IS0OLE 120729

0.,7¢ 0,29 X ) 0.0%
2,02 0,70 J.0} .18
2,),0eThIY L THYLPYRIDINE 1452840
0,063 0.24 0.23 J.,05%
0.86 0,3) 2.3 0.07
2,6=UIYETHYLANILINE 3300738
0,38 0,15 0.11 0,03
J.,61 0,24 0.18 .04
YelKLIRSANILINE 128449
1.05 0,40 0438 J.98
0.3 0.1} d.1¢ .03
QUINULINL 921225

1.70 0,60 JohYy Q.12
PeNITRIANILINE 100016

0.49 0,19 J.14 .04
0.2 0.24% 0.19 2.05
2,4°DIMETHYLQUINILINE 1198374
0,40 0,15 .15 0.03
1.93 0,74 d.71 J.15
1,8=DIAMINONAPHTIHALENE

0.03 0,01 0,01 J.00
9,05 0,02 0.01 0,00

62

Sta s0)

99

9,30
0450

0.40
0.54

1.14
0,35



Capde

11}
84
133

114
187

1193
168
109

116
108
163

117
56
138

118
100
142

119
109
194

129
91
197

121

Internal/Extetnal Standard File tor Jvpd Class 8 7

Recovery
Sta ¢ 2
109 23
0.01
1.7 0,90
Q.s8 0,21
0.0%
3,1y 2,48
0,01
6,79 93,11
13,72 9,4
0.01
1.48 1,14
479 2.1
0,01
0.3) 6,37
0.96 0,70
0.01
0.42 0,33
1.9 1,18
0,01
0.10 0,08
0.19 0,15
3,01
1.62 1,286
0.1) 0.1}
0.01
4,72 1,48
0.17 0,13
0.01
2.75 2.¢9
1.67 1,34
0.01%
1.2t 0,94
0,75 0,58
0.01
.21 0,17
0,5% 0,42
0,01
1,30 1,01
1,02 0,79

Cospound hanme

Sta #34 Std $56 Std

136 - 02 128 98
NITOPLINE 34115

0,22 13 4409 2.74
0.0% 0.3¢ 0.8 .11
TARBAZILE bol4b

0.0Y9 1,30 6,56 2.31
2=AMINIBIPHENYL 90445

1.20 . 1.6 12.18 t.061
2.22 14,15 22.59% Ted2
DIPHENYLAMINE §122394

0,21 1.71  2.b5 J.94
0.3¢ J.22 4,39 1.717
DICYCLOHEXYLAMIYE 1018137
0.06 0.39 U.b1 Je.21
0,18 1.2 1.80 0,01
TRIBUTYLAMINE 102829

0.08 0,49 0.73% .27
0,286 1.77  2.14 0.97
CAFFEINE 58082

0.0¢2 0.t2 0,17 .06
0.04 0,22 0,34 d.12
DIBENZYLAMINE 103451

0,30 1,76 2,87 1.186
0.03 0.15 0.,2% 2.10
N, NeDIMETHYLDJIDEZYLAVINE 112185
0.87 5.47 b.d3 3.58
0,03 0.20 0,30 .13
ATHAZINE 1312249

0,52 3.8 5,23 1.72
0.31 2,20 3,138 1,05
HEPTANINE(2) 110430

0,22 1,33 2,14 3,85
v.l4 0.83 1.33 0.53
BUTOXYCTHANDL 111762

0.04 0.2> 0,42 J.13
0,10 J.63 1.23 J.35
2«00 TANUNE 111137

0,24 Y.43 2,31 Je91
0.19 1.11 1,80 2.1%

129

%7
116

6,67
14,30

1.56
2,93

0,35
1,02

Std

B4

2.70
0O.b63

9.36

19,13
35,40

*S8
112

14,17
26,19



Cupds

113
84
133

114
161

115
168
169

116
168
169

117
56
138
118
100
142
119
109
194
120
91
1917
121
59
122
200
215
123
58
124
57
125

43
58

Internal/kExternal Standara Ftile tor -epd Class s 7

Recovery
Sta %9
110 125
.01
0.82 2,74
0,19 12,64
0.01
2,00 8,72
.01
4,75 16,46
B.82 30.41%
¢,01
1.03 3,47
1.94 6.45
0,01
0.25 0,81
.71 2,34
0.01
G.29 0,99
C.%9 13,34
0,01
0,07 0,23
0.13 0,45
0,01
1.19 13,91
0,10 0,32
0,01
3,62 12,02
V.13 0,43
0.01
2,13 7,07
1,21 4,32
0,01
0,88 2,91
0,55 1.82
0,01
¢.15 0,147
0,38 1,28
0,01
0,95 3,14
0.74 2,45

conpound Name

St 260 Std 061 sta
82 110 264 - 168

NIZOTINE 54115

1.12 0.4 0,41 0.09
9.206 0,10  0.10 2,02
CARBAZILE Bo74H

3.57 1,37 {.28 3.1
2-AMINIBIPHENYL 90445 -
7010 2.75 2,13 .51
13,14 5,08  3.9s 0,95
DIPHENYLAMINE 122394

1,42 0.55 0,52 9,11
2.68 1.03  0.98 9,22
DICYCLOHEXYLAMINE 101837
0.33 0.14 0,09 9,03
0.95 V.40  0.26 0,08
TRIBUTYLAM] NG 102829

0,41 0.16  0.1% 0.03
1.47 0.57  0.53 .12
CAFFEINE SHOR?2

0.09 0.04 0.04 2.01
0 I8 0,07 0.0 2,02
OIBENZYLAMINE 103491

1.52 0.59  0.b2 I.11
3.13 0,05  0.9% .01
NoNeDIMETHYLDDIEZYLAMINE 112185
4,06 1,81 1.87 9,34
0,17 0.06 0.07 0.01
ATRAZINE 1312249

3.05 1.1 0.90 3.22
1.85 0.72  95.55 7,13
HEPTANONE(Z) 110430

1.13 0.44  0.47 3.08
0.7t 0.27  0.29 0,05
BUTOXYETHANDL 111762

0,20 (.09 0.07 0.02
0452 0.20 0.19 2.04
2-0CTANDNE 111137

1.22  0.47 0,51 2.09
0,95 0.37  0.39 0.07

Sta 863

99



Cmpds
M2ss
126
LY
15
127
1386
128
81
129
59
13s
130
41
43
131
114
132
4
57
133
57
134
43
57

135

1nternal/External Standard File tor Cwpa Class & 7

Recovery
std ¢ 2
109 236
0,01
1.48 1.14
0.44 0,34
0,01
1.77 1,16
0,39 0,30
0.01
0,66 0,51
1.4 1,12
0,01
0.56 0.4)
0.32 0,25
0.01
0,40 0,31
0,34 0,34
0,01
0.56 0,45
0.44 0.35
0,01
1.47 1,11
1.42 1,08
0,01
2.18 1,64
2.75 2,09
0.01
2,52 1,92
3,40 2,55
0,01
2,78 2.14
1.7} 1.33
.01
1.90 1,45
2,72 2,08
0.01
31,13 2.4}
2,07 1.60
0.01
2.99 2.51
1,98 1.66

Cowpound Nane

S5ta e5¢4 Std 156 Std 57
13e - 82 128 98 116

BUTYLPROPIONATE 590012

0.27 1,73 2.1) 0.%0 1,49

0,08 0,51 0,82 .27 0,45
1SOPHIRONE 78591

0.33 .04 2,117 1.13 1.88
0,07 0,45 0,72 2,25 U,41
FENTHINE 1195759

0.12 0,72 1,17 0.47 0,78

0,27 1.5 2,.5% 1,02 1,701
ALPHACTERPINEUL 38555

0.10 d.0% 1,97 .36 0,59

0.06 0,37 0,58 2.21 0,24
NeDLCANOL 112301

.07 0,46 0,74 D.25 0.42

0.08 0.51 0,79 J.28 0,406
DIMETHYLADIPATE 627930

0.10 0,64 1,04 9.41 0,69

0.08 0.49 0,79 3.32 0,54
NeDECANE 124185

0.2b l.b7 2.06 0068 l.4b

D.25 1.0 2,51 J.ud  Bldd
N-TRIDECANE 629505

0,34 2,48  3.,9% 1.30 2.16

0,50 J.14 5.0 l.b6b 2,77
N=TETRADECAME 629594

0.4 2,88 4,58 1.51 2,51

0.51 J.87 b,.,1b 2.93 3.37
N=PENTADECANE 692629

0.52 3,22 4,99 1.71 2.94

0,32 .0t 3.11 1.10 1,83
NeHEXADECAMNE 544763

0.34 2.16 3,45 1.13 1.89

0.49 3.1 4,96 1.63 2.71
N=HEPTADLCAME 529787

058 3.61 5,59 1.39 3,30

0.38 2.3% 3,70 1.32 2.16
NeJCTADECANE 593453

0.59 3,75 5.98 1.69 3.14

0.39 2,48 3,95 1.25 2.08

131

Std
e

1. 47
3,22

1.31
0.75



Internal/txternal Standard File tor Jopd Class o 7

Cmpde Recovery Cowpound haze

Std 859 Std 60 Std sbl Std 862 Std 163
Mass 110 125 a2 110 264 - 188 - 99 -

126 0,01 BUTYLPROPIONATE 590012

57 f.11 3,09 1,59 0,61 .48 d.32 1,66
15 0.33 1.1} v.48 0,19 0,15 0,04 0,50
127 0,01 1SOPHIRONE 78531

82 1,23 4.14 1,70 0,65 0.02 0.14 1,60
136 0,27 0,9 0,37 0,14 0,14 2.03 0,41
128 0,01 FENCHINE 1195759

69 0.48 1,58 V.62 0.24 9,25 0,0% 0,71
81 1,05 J,45 1,35 0,52 0.55 0,10 1.55
129 0.01 ALPHA-TERPINEIL 98%55

59 0,39 1,31 6,54 0,21 0.40 0,04 0,58
135 0.23 0,76 0.31 0,12 .11 7,63 0,34
130 0,01 Ne=DECANOL 112301

41 t.28 0,93 0.38 0,15 0,14 2,01 0,41
43 0,31 1,03 0,42 0,10 0.1% 9,03 0,40
11 0.01 DIMETHYLAUDIPAIE ©27937

59 0,42 1,40 0,5%% 0,21 0,22 0.04 0,62
114 0,33 1,08 0,42 0,16 0.17 3,03 0,48
132 0.01 NeDECANE 124185

4) 1,05 3,59 1.55 0,60 0.47 Jd.11 1.02
57 1,01 3,48 1,90 3,58 D.40b 0.11 1.58
13) 0.01 NeTRIDECANE 629505

4] 1,56 5.3) 2,30 0,89 0,70 .87 2,41
57 1.99 6,75 2.94 1.14 .16 J.21 3.09
134 0,0t N*TETRADECANE 629594

43 1,6 6,19 2.67 1,03 0.80 .19 2.80
57 2,50 8,33 3.57 1.39 1,08 J.26 3.71
135 0.01 NePENTADECANE 692623

57 1,94 6,52 2.8 1,03 0.59 .22 2,92
71 1,21 4,06 1.67 0,64 0.62 Jd.14 1.82
136 0,01 N=HEXADECANE 544763

43 1.40 4.66 2,01 0.78 Jeb1 D15 2,11
517 2,01 6,72 2.88 1,12 0.87 J.21 3,03
137 0,01 NeHEPTADECANE 629787

57 2.18  7.32 3,01 1.1 1.11 .24 3.2
71 1.44 4.85 1.99 0.77 J.73 J.16 2,17
128 0.01 NeJQCUTADECAME 533453

57 2,33 9,10 J.49 1435 1.01 d.243 3.65
71 1,55 5,35 2,30 0,89 0.58 J.06 2,41

132



Coods

139
8%

140
11
141
11

142
517
11

143
11

144
94
136

145
91t
108

146
172

147
91
155

148
11
163

149
91
155

150
149
177

151
57
149

Internsl/External Standard File tor

ReCovery
sStd 32 2
139 23v
0,01
2,12 1,061
1.42 1.04
0,01
4.4) 3.4
J.03 2,1)
0,01
J.9) 2.9%
2,77 2,095
0.01
J.?723) 2.98
2.00 2,08
0.01
J,99 3,19
2,80 2,23
0,01
1.64 1,43
0,25 0,22
0.01
0,%2 N,4J
1.09 0,85
0,01
1.24 0,94
0,44 0,34
0,01
1,060 1,21
0.72 0.5%
5,01
0,81 0,63
5,29 4,07
0.01
1.74  1.32
1.18 0,91
0,01
1,19 2.43
C.B0 0.6l
0,01
6,29 0,23
7,17 5,52

Conpound Naue

St3 154 Sta 856
13s - 82 128
NeNONADLCANE 029925
D.)8 .42 3,85
.35 1.061 4.9
Neb ICISANE 1112958
0.82 SJ11 7,92
Y 3.50 9,43
NeHENEICOSA«E 629947
0,70 4.43 1,059
Dod4b 3.0 4.b8
NeDOCISANE 629970
0.7V 4,46 7,1
0.4y 3.1 4,986
NeTRIZISAME 6JB625
0.7% 4,717 7.60
0.9) 3.,3% S.3%
PHENYULACLTATEL 122792
0,34 2.1 4,25
0.0% 0.2 0.4
BENZYLACLTATE 1403113
0,09 0,57 0,92
.20 1,19 1,92
SETHYLHENZENESULFONATE
0.22 1.41 2,25
0,08 0.50 0,80
METHYLTOLUENESULFOMATE
0.29 tebl 2,89
Jo13 2,81 1,29
DIYETHYLPHTHALATE 131113
0,158 9.34  1.4%
0,98 6,10 9,46
ETHYLIJLUENESJLEONATE
0,31 1.97 3.14
2.22 1,40 2,23
DILThYLPHTHALATE 44662
0,57 3,65 5,79
0,14 0,93 1,47
OIBUTYLPHIHALATE 53742
0,0% 0,34 0,52
1.33 B.27 12.8)
133

Svpa Class ¢ 7

Sta 157

98 116
1,27 4a11
V.65 1,41
2.2 4,40
1,93 19
2.32 1,88
1.61 2.87
2,33 3,48
1.63 2,70
2.49 4,14
1.7 2,91
i.30 2,18
Jdo18 0,30
J.37 uv,b12
.77 1,29
J.74 1,23
.26 0,44
3.95 1.58
dod2 G, 71
0.52 ©.85
3,16 5.56
1.0 1,72
.73 1,21
1,90 3,17
.48 (0,80
2.19 .31
4,595 1,54

Std
wé

56
112

1.7
2,94

0,44
11.80



Cadas

151

149

Internal/txternal Standard tile tor ~»pd Class ¢ ?

Recovery
std 959
110 148
0,01
1.51 5.2
1.00 3,47
0,01
J,08 10,35
4,11 1,09
0,01
2.73 9.%3
1.9 6,00
0.018
2.9 9,60
2.02 6.7‘
0.01
3,19 10,28
2,18 1,42
0,018
1.31 4.4)
0,18 N .02
0,01
8,8 1,25
0,79 2,63
0,01
0,91 3,04
V.32 1.08
0,0t
1.17 3.9
V,%2 1.7%
0.01
0,57 1.83
3,68 11,87
o.o’
1,28 4,25
0,91 13,01
0.01
2,35 7,82
0,59 1,97
0,01
0,20 0,63
4.99 16,75

cospound hNaze
Sta sol Sta 861
82 110 264 .

NeNONRADLCANLE $2992%
2.24 0,42 0,08
1,50 0,5 0.45

NeEJCISANE 1112958

L4425 1,03 1,5

2.9 1,12 1,07
NeHENEITOSANE 629947
4.11 1,060 1.07

2,85 1,10 0,74
N=DOCISANE 6299170
4.14 1,00 1.22

2,49 1,12 d.89
NeTRIZISANE blsd?5
4.42 1. M1 1,29

3,11 1,20 0.90
PHENYLACETATE 122192
1.72 0,01 0.70

d.24 0,09 .10
BENZYLACLTATE 140114

0.48 0,19 3,20
1.02 0,40 0,41

YETHYLBENZENESULFONATE
1.31 0,51 0.40
0.47 0,18 0.1

METHYLTOLUENESULFUNATE
1.68 0,65 0.51
0,79 0,29 0.23

DIMETHYLPHTHALATE 131313

0.75 0,29 0,28

4,88 .68 1.8

ETHYLTILUENELSULFONATE
f.83 0,71 0.55
1.30 0,50 0,38

VIETHILPHTHALATE 846562
J.34 1,30 1.02
0.85 0,33 Jel6
DIBUTYLPHTIHALATE 84742

0.28 0,131 2.10
b.b8 2,64 2.52

134

Sta 62

148

Sta ¢b)

99



CmpAs

152
149

153
149
167

154
1
105

159
91
119

156
7

105

157
121
122

158
13%
130

159
94

160
107
108

161
107
122

§162
121
136

163
139

164

107
142

Internal/Externsl Standard File tor Zwpd Class 0 7

Recovery
Std ¢ 2
109 236
0.01
2,09 1.62
3,31 2,62
0,01
5.22 4,07
1,98 1,5%
0,36 0,24
0,40 0,31
0.01
0.54 0,44
0,63 0,51
0,01
0.38 0,64
1.22 0,94
0,01
0,56 0,44
0,60 0.47
0.01
1,37 1,08
0.96 0,76
0,01
1.07 0,84
0.01
i.21 0,93
1.07 0,82
0.01
0.87 0.67
0,9t 0,70
0,01
1,79 1,36
0,07 0,56
0,01
0,03 0,02
0,13 0,10
"0,01
0.93 0.7%
1.02 0,77

Compound Nanme

St3 954 Sta 856 std
136 - 62 128 98

BUTYLBENZYLPATHALAIE

0,48 Ze28 3,69 1,48
0,62 3.09 9,35 2,40
DIETHYLHEXYLPHINALATE 117817
0,96 S.71 9,23  3.74
0,37 2017 3,51 1,42
BENZALDEHYDE 100527

0,07 Ved2 0.68 0.2)
0,07 0.6 0,73  D.25
FOLUALDEHYOE %29204

0.10 0,65 1.04 0,34
0,12 0,77 1.23 0,41
AZETOPHENONE 8694

0,15 0,96 .53  0.5)
023 141 2,25 J.,78
SALICYLALDEHYDE  90u28

0,10 0ebl 0,99  0.40
0,11 0,60 1,07 0.43
ANISALDEHYDE 123115

0.25 1.53 2.47 2,91
0.18 1,07 1,73 2,70
PHENOL 108952

0.20 1.18 1,92  2.76
“RESUL(P) 106445

N.23 1,40 2.25 9,80
0,20 1.24- 1,99  0.b69
2,3=DIMETHYLPHENDL 526759
0.16 1.00 1.61  0.57
0ot/ 1.05 1,64 0,58
ISOPRIPYLPHENIL BHEDYI

1432 2,04 3,25 1,07
1,12 0,75 1.19  0.39
0=N1TRIPHENUL 88755

0,00 0,03 0.25 9,02
0,02 0.14 0,23 .09
4=CHLIRO=3=METHYLEHENDL 59507
0.17 1.06 1.58 0,55
0.18 1.1o 1.84 J,61

135

057
116

0.92
1.01

Std 658

84 112
4,6 3, 4
7.49 5.5
11,59 8,5)
4,40 3,24
0.84 0,60
«92 0,60
1,0 1,21
1.95 1,43
1.93 1.37
2.85 2,03
1.24 0,91
1.34 0,99
3.1 2,29
2,18 1,60
2,41 1.1
2.91 2,38
2.58 1.84
2,06 1,48
2,12 1.51
S.10 3,77
1.87 1,38
0.06 0,05
0,29 0,21
2.64 2.3
2.89 2,14



Capds

152
91
149

153
149
167

154
17
105

155
119

156
R
105

157
121
142

158
135
136

159
94

160
107
108

101
107
122

162
121
130

163
139

164

107
142

Internal/External Standard File tor Snpd Class s 7

Recovery
Stad 459
110 129
0.01
1.5 5.02
2,44 R, 1D
0,01}
4,03 12,53
1,53 4,78
0,01
0,25 0,84
0.28 0,93
0.01
0.42 1,41
0,50 1,606
0,01
0,57 1,95
0,85 4,88
0.01
N.41 1,35
0.44 1,40
0,01
1.01 3,36
0.71 2.36
0.01
0,75 2.690
0,01
0.88 2,85
0,78 2.%2
o.ul
0.63 2.11
0,69 2,14
0.01
1.26 4,3%
0,47 1,61
2,01
0.2 0,497
0.%9 0,31
0.01
0,66 2.27
0,72 2.49

Cospound Nase

Sta soo0 Std #51 Std
42 110 264 - 1b8

BUTYLBENZYLPHTIAALATE

1,95 0,70 O.7b .14
3.5 1,22 1.20 Jo23
DIETHYLHEXYLPHIHALATEL 117817
d.H8 |,69 1,90 Jedd
1.5 0,72 0,72 .13
BENZALDEHYDE 100527

0,35 0,13 0.13 0,013
0,38 0,15 0.14 2.03
TIOLUALDEHYDE 5292904

0,01 0,24 0,15 Y605
0,72 0,28 0e22 0.05
ACETUPHENUNE 98862

0,80 0,31 0.729 2,06
1.1 0,45 0.43 .09
SALICYLALDEYHYDE 90024

0,52 0,20 0.21 0,04
0,56 0,22 0,23 2.04
ANISALDEHYDE 123115

1,30 0,51 0,53 .09
0.91 J.35 .37 J.07
PHrNLuL 108952

1.01 0,39 .41 .07
CRESOL(P) 106445

117 6,45 .44 0.10
1,03 0,40 0.39 .09
2,3=DIMETHYLPHENIL 526759
9.84 0.32 0.32 .07
Jo8d 0,33 .32 J.07
ISOPRIPYLPHENIL 88699

1.90 0,73 J,5d J.14
0,69 0,27 0.21 J.05
U=NITRIPHEMDL #b155

0.03 0.0¢ 0,01 .00
0.12 0,05 .05 e .0t
4=CHLORO=3-vEIHYLPHENIL 59507
0.98 0,38 2,30 J.G7
1.07 0.42 0.32 J.08

136

662

Std
99

2,24
Jeb2

63



Cmpds

165
107
142

166
115
144

151
1017
13%

168
153

169
162
164

170
196
198

1171
205
220

172
269
2606

173
141
142

174
153
154

175
154

176
141
156

117
565
165

Internal/External Standard File tor 2spd Ciass ¢ 7

Recovery
Std 0 2
109 236
0.01
V.83 0,69
0.94 0,72
0.01
0,35 0,26
0,61 0,45
0,01
0.56 0.4)
1,96 1,49
0.01
0,26 0,290
0,74 0,57
0.01
1,13 0,88
0,72 0.5}
0.0’
0,Rt 0,65
0,83 0,64
0.01
2,53 1.97
0.67 0,52
0,01
0,29 0,22
0,47 0,36
0.01
2,03 1.58
2,51 1,96
0.01
1,26 0.98
3.40 2,64
0.91
2,28 1,78
0,01
1.%9 1,24
2,30 1.79
0,01
2,74 2,13
3,07 2.38

Compouna Nase

std 954 Std §56 std 157

136 - 82 128 98 116
4=CHLJIKUTRESOL

0.16 0,97 .57 0.53 0,88
0,17 1,09 1.177 2,60 0,99
JeNAPHIHOL 9015)

0.006 0,36 0.6} .20 0,34
0,11 V.67 1.07 3.35 0,29
PeTLRI=BUTYLPHENIL 9854 ¢

0.10 0,65 1.J3 2.34 0,56
0,35 2,22 1.5¢ 1.31 1.94
2eNITROTKESDOL 1191335

0.0% 7.30 0.46 0.07 0,27
0,14 0,83 1,33 D.46 O,/8
2,820ICHLUOROPHENIL 1208132

0,21 1.24 2.2 2,80 1,34
0,13 0,78 1,27 J.51 0,85
2,4,6=1RICHLORIPHENIL BBOG2

0.15 0,89 1,494 3,58 0,97
0,15 0.91 1.4 J.59 0,98
DI*TELAT=bUTYL=4=METHYLPHENOL 128370
V.47 2,78 4,49 1.81 3,03
0,12 0,73 1,ln .48 0,80
PENTACHLOROPHENDL BI1BbY

0.05 D.34 0,54 .19 0,31
0,09 0.55 0.91 V.32 0,54
2-METHYLNAPHTHALENE 91576

0.38 2,23 3,60 1.44 2.42
0.36 2.76 4,45 1.79  2.99
ACENAPHTHENE 83329

0.23 1.3 2.22 J.89 1.49
0,63 3,73 6,02 2,41 4,04
BIPHENYL 32524

0.42 2.51 4,04 1.63  2.72
1,8=DIMETHYLNAPHIHALENZ 569415

0.29 1.74 2,82 1.13 1.89
0.42 2,52 4,07 1.63 2.73
FLUUKENE 86737

0.49 3,01 4,85 1.95 3.27
0.57 3.44 5,55 2,23 3,74

137

Sta
84



Capar

Mass

163
142

166
115
144

167
107
135

168
154

169
162
164

170
196
198

174
205
220

172
264
2606

173
141
142

174
153
154

175
154

176
141
156

177
165
166

Internal/External Stanadard File tog sepd Class 8 ?

Recovery
std 159
110 125
0,01
0,58 1,96
0.66 2,2)
0.01
0,25 0,.H3
0,44 1,45
0,01
0,40 1,34
1.49 4,79
0,01
0,1 0,061
0.52 1,74
0,01
0,80 2,73
0.51 1,7
0.01
V.58 (.77
0,58 1,99
0,01
1.85 6.1
0,49 1.6}
0.01
0,20 0,68
0.36 1,11
0,01
1.48 4,91
1.78 6,08
0.01
0,92 3,04
2,48 8,22
0,01
1.67 5,52
0.01
1.16 3,84
1.67 5,55
0,01
2,00 6,62
2,28 7,57

Coapound Naae

St 060 Std sb1l
82 110 264 .
4« 3MLIKOZRLSOL
0,60 U,31 0,31
9,8% 0,39 0,35
1=NAPHIHGL 90153
0.36 G.14 0,11
0,62 0,24 0,14
PeTLHT=bBUTYLPHEYIL
0.b6 0,43 C.lw
2,04 0,80 0.b3
2NITRICRELSUL 119335
0.25 0.106 0,09
0.71 0,27 9,40
2,4<DIZHLUROPHENIL 120
1.5 0,41 0,43
0,67 0,26 0,27

2,3,0=TRICHLORIPHENIL o

0.76 0,30 J.91

0.77 0,30 0032
DI-TLRT=BUTYLetevMETHYLPA
4,37 0,92 0.906

Vebe 0,24 Je 2
PENTAZHLOPUPHENIL 67865
V.28 0,11 0.11

0.45 0.67 O.18
2=MLTHYLNAPHTHALENE 915
1.90 0,74 0.17

2.36 0,91 .95
ACENAPHTHENE 43329
leid3 0.46 J.41

3J.19 .23 1.28
BIPHENYL 92524

2.14 0.863 0.87
1,8=0DIMETHYLNAPHIRALENE
1.49 0,58 J.00

2.15 0,83 .87
FLUORENE b6737

2.57 0.99 1.04

2,93 1,14 1.19

138

Sta
jud

832

Hooe
.05
0.06

ExOL
.17
.05

16

563415
0.11
J.16

.19
J.21

02

128370

Std
99

ol



Cupds
(TYY]

176
15%
170

179
178

180
202

161
191
206

182
224

183
252

184
sS4
185
59
186
41
57
187
93
188
155
189
66
263
190
91
120
191

123

Internal/txternal Standard Flie tor

Sapd Class ¢ 7

Recovery Cospound Naae
Std ¢ 2 St3 054 Std 156 st 5?7
109 236 136 . 82 18 98 116
0.01 2,3,5°TRIMETHYLYAPHTHALENE 2245387
‘.86 ‘.“ 0.,‘ 2.08 J.lb ".3“ 2.2’
2,56 1,99 0.4? 2,46 4,062 1.80 3,11
0.01 ANTHRAZENE 120127
3.2 2,47 0,060 3,11 5.4 2.04 3,38
9.01 PYIRENE 129000
4.68 3,75 0.95 5.6 6,73 3u27 5,18
0.01 9,10=DIMETHYLAVIHRACENE 7814131
1.3 1,04 0.2% 1,45 2,35 0,94 1,57
2,85 2,22 0,53 J.13 5,04 2,91 3.31
0,01 CHRYSENE 218019
2.2 1,73 0.41 2,42 13.92 1.59 2.606
0,01 PERYLENE 1968550
1060 ‘.23 0.,0 1084 2.90 l.oz l.bs
0.01 DITYANIBUTANE 11109
0.66 0.51 0.12 0,72 1.17 0,47 0.79
0,29 0,23 0.05 0.32 0,52 2.10 0,35
0,01 BUTYLCARBAMAIE 149941775
0.48 0,36 0,08 0.54 0.86 0.28 0.47
0,24 0,26 0,05 0.9 0,47 J.15 0,25
0.01 OIBUTYLDISULFIJE 310065
0,73 0,56 0,13 0,88 1,34 0.44 0.73
3.09 2,36 0,56 3,54 5.6% 485 3,09
0.01 BIS(2* HLORDETHYL)IETHANE 1122065
1.7 1.2 0.31 1.97 3,13 1.03 1.171
0,84 0,65 0.15 0.97 1,54 0,51 0,84
0.01 TRIBULYLPHOSPHATE 126738
4,03 3,10 0.7% 4.65 7.20 2.56 3,24
0.88 0,68 0.16 1.01 1,57 9.56 0,92
0,01 ALDRIN 309002
1,33 1,03 0.24 1.49 2,40 0.97 1.62
0.60 0,46 0,11 D.67 1,08 0.44 0,73
0.01 DIHYDRIBENZGFURAN 436162
0.68 0,52 0.13 0.79 1,25 0.43 0,72
0.97 0.75 0.18 1.12 1,67 J«sbb 0,78
0.01 NITFUBENZENE 98953
0.86 0,67 O.10 0,94 1.51 J.61 1.02
0,54 0.42 0.10 0.59 0.95 0,38 0,64

139

Std
o4

3,67

1.47
0,606

1.35
0,72

58
112

5,30

8,23



Capdd

178
155
170

1719
178

182
202

183
191
2006

182
228

183
252

184
41
54

185
41
186
57
182
63
93
188
99
155
189
66
2013
190
91
120
191

123

Intesrnal/kxternal Standard ¥File tor

Recovery
sta 59
110 125
0,01
1,38 4,99
1.90 6,31
b.03
2,28 7,59
2,01
3.59 11.47
0.01
0,96 3,19
4,06 6,80
0.0t
1.61 5,34
0.01
t.11 3,71
0.01
0.48 1,59
0,22 o.M
0.01
0.35 1.16
v.19 0,0)
0,01
0.5¢ 1,78
2,21 1,62
0,01
1,27 4,2}
0.61 2.,uB
0,01
2.81 9.4
0,61 2,05
8.01
0.99 3.28
0.49 1.47
0,01
0,27 1,59
0068 2.21
0,01
0.61 2,07
0.38 1,30

Corpounda Nane

Std 860 Sto 85} Std
42 110 264 - 168

2,3 0°THEMETHYLVAPHIHALENE 2245387
1.78  U.b9 0,72 v.13
2.4¢ 0,35 0.9y .18
ANTHRAZENE 120127

.08 3.19 t.13 .25
PYRENE 129000

4,95 1,90 1.80 0.40
9,10=DIMETHYLANIHRACE VE 181431
1,28 0,44 2.30 0.09
2,67 1,0} 1.08 0.19
CHRYSENE 218319

2.07 0,80 b.B1Y 0.15
PERYLENE 198950

.53 0,%9 Dol 0.12
O1CYANDIBUTANE 111693

0.2 0,24 .25 0,03
d.28 0.11 0.11 J.02
BUTYLZARBAMATE 14994775

0,506 0,09 Jo.1b 0.04
0.27 0.11% 0.08 0,02
DIBUIYLUISULFIDE 1100865

0.76 0.3 0.20 3,06
3J.29 1.27 1.00 7,24
BIS(2-CHLORDETHYL)ETRANE 112265
1.8 0.71 0.56 .13
0,90 0,35 0.27 0,06
TRIBUTYLPHUSFHATE 12067138

3.87 1.49 1.41 0,31
0.4 0,32 .31 .07
ALDRIN 309092

1.27 0.49 J.51 9.09
0,57 0,22 0.23 2.04
ODIHYDRIBENZOFURAN 496162

0.65 0.2% 0.24 0,05
0.90 0,35 0,133 2,07
NI IROBENLENE 98953

0.0 0,31 0.33 0.086
0.50 0.20 0,21 0.04

140

cupd Class # 7

Std b}

99

1.42
3. 06

2.39



Capdo

Mass

192
133

193
94
137

19¢
165

195
91
123

196
125
.218

h97
325
3126

198
17
3se

199
197
251

200
126

201
162
137

202
111
139

203

127
142

04
9
55

leternal/External standagd File tor

Recovery
Sta ¢ 2
109 236
%.01
1.96 1.2}
v.01
1.2% 0,96
0,02 0,01
0.01
0,35 0,28
0.71 0,53
0.01
3.5% 2,68
0,90 0,68
0,01
3,82 3,44
0.92 0,713
0,01
2,59 2.01
0,09 0.07
.01
0.72 0,56
0.95 0.74
0.01
1,40 1.13
1.30 1,05
0,01
1.53 1,18
0.42 0,32
0,01
0.55 0.42
2,10 1,517
0,01
0.06 0,05
0.12 0.10
0,01
0,60 0,46
1.32 1,00
0.01
0.70 0,55
0.38 0,30

Cowpouna Nage

Sta 854 Sta
136 - b2
AENZNTHIAZOLE 951
0,29 1.7
PHENYLTARBAMALE 1
0,43 144
0,00 0.02

2,4=DINITROTULUENE
0.0 .40
0.13 0.75
BENZYLSULFIDE 53874
N.,6) §.00
0.10 1,02
D1PHENYLSULFONE 127
0,81 %5.10
0.17 1.10
TRIPHENYLPHISPHATE
0.13 0,79
0.17 1.03
D:PHENYLMERCURY 587
0.48 2.85
0,02 0.09
TETRAPHENILTIN
0,27 1.29
0,25 1.5¢
BENZYLCHLORIDE
0,29 1.77 -
0,08 0.40

§=CHLIRUBENZONITRILE

0.10 0.6)
0,36 2,38
JeCHLOKRUOBENZALDEHYDE
0.01 L.0b
0,02 0.15
0-CHLIROANISOLE 7
0,11 0.69
0.24 0.59
THUORZBENZAM]IDE 61
0.13 0.77
0,07 V.42

141

156
128
67
.16 1.
02090
2.2) 0.
0.33 0.
121142
N.65 0.
1.21 .
9
6,38 2.
1.62 %.
639
8,21 2.
1.75 d.
115860
1.28 e
1.67 0.
859
4,59 t.
0.15 0.
L1 .
2.51 J.
100447
.82 Ve
0.76 0.
623030
0.39 J.
3,79 i.
587042
0.12 O,
0,24 J.
66518
1.9 Oe
2.%) Ve
9567
1.25 J.
0,58 Jd.

Sta
9e

93
25

33
25

04
08

197
it16

Svpd Class ¢ 7

Std
LY )

858
112

1.16
0.t3



Cepds
Nass
192
138
19
137
194
89
165
193
123
196
128
218
9N
329
326
198
356
199
197
ER-3)
00
126
201
102
117
202
t11
139
203
127
142
204

139
155

Intetnal/External Standard File tor 2apd Class #» ?

Recovery
Sta 199
110 129
0,09
1.4 3,7
0.01
0.87 2,92
0,01 0,04
0,01
0.2 0,88
0,%0 1,66
0.01
2.87 8,62
0.6 2.19
0.01
3,00 11,09
0,67 2,136
0,01
1,98 6,%8
0,06 0,22
o.ol
0.53 1,75
0.69 2,28
0,01
1.10 3,68
1.0 3,42
0,01
1.10 13,81
0,30 1,0}
0,01
0.39 1,35
1.49 5,12
J.01
0,05 0,11
019 0,22
0,01
0.3 1,48
0.94¢ 3.24
0,01
0,51 1,70
0,28 0,92

Cospound NaPe

142

Sta 060 Sta 6! Std
62 110 264 - 168

BENZOYHIAZOLE 9510y

1.46 0,57 0.%9 .11
PHERYLIARBANATE 102090

1,20 V.40 0.44 .10

2.01 0,01 0,00 .00
"2+4°DINITROTOLUENE 121142

0.3¢ 0.1) D14 .03

0.08 0,25 0,20 J.03
BENZYLSULEIDE 538749

‘.12 ‘.“ ‘.“ 002’

2.9 0,37 J.28 3,07
DIPHENYLSULFOSE 1276)9

.77 1.H5 1.22 0.3%

1.02 0.29 0,30 0.0?
TRIPHENYLPHOSFHATE 113866

2.5% 0,95 1,03 d.18

0.08 0,03 0.0} .01
DIPHENYLMEUZURY 5567859

0,68 V.26 %.2¢ .05

0,88 0.4 0,33 2,06
TETRAPHENYLTIN

1,957 0.61 0.44 J. 11

1.6 0.57 0,41 .11
BENZILIHLORIDE 100447

1.4 0,04 0.50 J.12

6.4 0,17 0,12 2.03
4=CHLIROBENZONITRILE 23039

0,58 0,23 G.18 0.04

2.21 0.85 Jeb7 d.10b
3eChUIROSENZALOEAYDE 95870472

0.07 0.93 0,02 .00

0.,14 0,05 0.04 0,01
0«ZHLIROAN]ISOLE 766518

0,64 90,25 0.17 2.05

1.40 0,54 0.36 9.0
CHLORIBENZAMIDE 619567

0.06 0,26 0.27 2.0%

0.36 0,14 0.15 9.03

362

Sta #6)
99 -



Copdl

v.ass

205
17)
174

206
145
180

207
190
192

208
161
196

209
214
16

210
234
236

211
248
2%0

212
284
286

213
74
87

Internasl/External Standard tile tor Zepd Class ¢ 7

Recovery
std ¢ 2
109 236
0,01
0,49 0,39
0.2 0,26
0,01
0,34 0,26
1,30 1,00
0.01
0.78 0.61
1,06 0,81
0,01
0.44 C,3¢
2,17 1,67
0,01
1,18 0,90
1,54 1,18
0.01
0,68 0,52
1,29 1,00
0.08
1,08 0,81
1,13 0,88
0.01
0,74 0,56
0.60 0,46
0.01
3,42 2.65
2,22 1.72

Compound Hame

St3 8%4 Std 150 Sta 57

136 - 82 128 98

156

3,4=D1ZHLORDBENZALDEHYDE 6287383

0,09 0.58 0.9} J.31
0,00 0,39 0.b62 Ja.21
1,2,8-TRICHLURIBENZENE 120821
0.006 2.40 0,863 J.22
LI | 1.50 2,40 D.83
2=BROYI=1-CHLIRIBENLENE 694804
0.14 0.85 1.)8 9.55
0.19 114 1.84 .74
1,2=01ZHLURONAPHTHALENE 2050693
0.08 0.%50 0.78 9.28
0.40 2.51 3,88 1.38
1,2,4,5-TETRACHLOROBENZEVE 95943
0,22 1.29 2.9 0.84
J.28 1.69 2,12 1.09
P=0OIBRIMUBENZENE 106376

0.12 D.77 1.73 J.41
0,23 1.48 2.13% J.78
4=BROUIDIPHENYLETHER £452499
0.20 1.19 1.92 Y.
0.21 1.20 2,04 J.82
HEXACHLOROBENZENE 118741}

0.13 9.84 1.3% .44
0.11 0.68 1,08 D.30
METHYLSTEARATE 112618

0.63 3.89 6,28 2.54
0.41 2.52 4,07 1.65

143

0.57
0.3¢

0.36
1,37

0.92
1.24

0.46
2.29

1.40
t.83

Std
84

58
112

1.07
0.72



Cepds

205
173
174

206
145
180

2017
190
192

208
161
196

209
214
216

210
234
236

211
248
250

212
284
286

213
74
87

Internal/External) Standard File tor Cuvpd Class 8 7

Recovery
Std 859
110 125
0.01
0,37 1,25
0,25 0,84
0.01
0.24 0,89
0.89 3,05
0,08
0,57 1,88
0,76 2,52
0,01
0,31 1,02
1.52 5,08
0.01
0,86 2.85
1,12 3.72
0.01
0,49 1,60
0,93 3,18
0,01
0,79 2,61
0.84 2,78
0.01
0.53 1.8}
0,43 1,45
0,01
2,58 8,56
1,67 5,55

conwpoynd Name

S5ta3 a60 Std #1b1 Std 862
B2 110 264 - 168 -

3,4=DICHLOROBENZALDLHYDE 62871383
0.54 0,21 0,17 2.04
0.36 0,14 0.11 0.03
1,2,4TPICHLORIBENZENE 120821
0,33 0,13 0.12 2,03
1.25 0.48 0.46 %9.10
2-BROU0=1 =CHLORJIBENLZENE 594804
0.73 0.24 0.30 0.05
0.98 0,34 0,40 0,07
1,2=DIZHLURONAPHIHALENE 2050693
0,42 0,10 0.15 2,03
2,08 0,80 .76 0.17
1,2,4,5-TETRACALIROBENZENE 95941
1.11 0,43 0.35 .08
1.44 0,56 0.58 J.11
P=DIBROMOBENZENE 106376

0,72 0,2H 0.19 0,05
1,38 0,953 0.45 .10
4=-BRUMIDIPHENYLEFHLR 6452499

1,01 0,39 Jed1l .07
1.06 0.42 0.44 J.08
HEXACHLOROBENZENE 11874t

0.78 0,30 0.24 0.06
0.63 0,24 0.19 .05
METHYLSTEARATE 112618

3,32 1,29 1.33 0,24
2,15 0,83 0.87 9.10

144

Stad
99

163



Table B-8. RMRs AND RECOVERIES FOR WABN COMPOUNDS
(ACCUMULATOR COLUMN, pH 8.0)

Class No. 8

Standard 1D No. Standord Name
2 4-Fluoro-2-iodotolucse (external)
54 dg-Naphthalene (internal)
56 d -Nitrobenzene (internal)
57 d,0-0-Xylene (internal)
58 ds-Phenylelhanol (1nternal)
S9 ds-Acelophenone {1nternal)
60 ds-Propiopheuonc (1nternal)
61 dlz-Pcrylene (interpal)
62 dg-Acridine (internal)
63 dS-Phenol (anternal)

145
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Stendard
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Cospound fon Rciovery /1 9 e/1 I8 /3 110 a/t tie /s 02 a/y 128 a/y 88 o/ 112
“-phenol 99 CA 34 SN N 17(0) 1 ouis) 1.0013) 2 (1Y) 1.71501%)
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(of T.7. ]

106
121

167
106
121

108
127
129

109
129

110
o5
138

111
156
157

112
114
141

1nternal/External Standard ¢ile tor Cwpd Class # 8

Recovery
std » 2
109 236
0,01
0,29 0,22
0,64 0.4
0.36
0,26 0,20
0.66 0,5}
0.34
0,23 0,19
0,76 0,548
0.99
0.13 0,10
0,22 0,15
0.01
0.99 0.59
0,7t 0,56
0,95
0.72 0,54
1.92 1,45
0.84
0,66 0,51
0,%0 0,69
0.817
0.36 0,27
0,57 0,44
0.95
1,09 0.84
0,34 0,26
0.91
1,82 1.41
0.77
0.44 0,35
0.56 C,.45
0.90
0.41 0,32
2,08 1.54
0.01
0.03 0.02
0.05 0,04

Compoyno Nane

St1 8154 Sta 8156 Stdg
136 - 82 128 98

PYRIDINE 110861

0.0% 3.3) 0,51 0.19
0,08 0,5y 0,78 J3.30
ALPRA-PICOLINE 109068
1 0.05 0,30 0,46 0.16
0.12 0.76 1.18 0.40
ANILINE 62533

0,04 d.280 0,41 0,15
0,13 2.2 1.2% 0.45
LUTIDINE 109485

0.02 0,15 0,25 V.08
0.0‘ 0-2‘ Jc-,g OQIJ
TILUIDINE 106490

0,16 0,97 1,97 0,64
0.13 0.78 1.7 0,51
INDOLE 120729

0.1) .82 1,30 D.43
0,34 1.14
2,3,6-TRIMETHILPYRIDINE 1462840
0,12 0.76 1.18 0.42
0.17 1,03 1,61 J.55%
2,6=DIYETHYLANILINE 130D738
0,06 D.41 0,65 0.21
0,10 0.6 1,04 0.34
MeTHLIORDANILINE 1)8429

0,20 1.26 1.934 0.69
0.06 0.29 0,6 J.22
QUINULINE 91225

0.34 1.99 3,22 1,30
P=NITRIOANJLINE 100016

0.08 2.52 0,83 J.27
0.11 3,67 1,07 0.35
2,4=DIVMETHYLOUINILINMNE 1198374
0,08 0.47 0,75 .26
0.7 7.31 1,59 1.21
1,B=01AMINONAPHTHALENE

0,00 0,04 0.06 0.02
0,01 0,06 0.01 0,03

157
iteo

Std 161

264



Iaternal/External Standard File tor Cvpd Class ¢ 8

Cmopdé¢ RecCovery Compound Khane

St4 262 St3 s6)
Mass 168 - 99 -

100 0.01 PYRIDINE 110861

52 0,02 0,30

19 0,04 0,50

101 0,36 ALPHA=PITULINE 109068
66 0,02 0.27

93 0,05 0,69

102 0.3¢4 ANILINE 62533

66 0,02 0.24%

93 0,08 0.73

1023 0,9% LUTIDING 10B48BS
106 6,01 0.15

107 0,02 0,24

104 0,01 TOLUIDINE 106490

§106 0,06 0,96

107 0,09 0,77

105 0,95 tNDOLE 120729

90 0,05 2.79

117 0,15 2.12

106 0.84 2,3,6=TRIMETHYLPYRIDIME 14628406
120 0,05 0.67
121 0,07 0.94

107 0,87 2,6°DIMETHYLANILINE 1300738
106 0,03 0.40
121 0.04 0.64

108 0.95 MeZHLIRDANILINE 108429
127 0,98 1.14

129 0,03 0.35

109 0.91 QUINOUINE 91225

129 0.12 1.96

110 0.77 PeNITRIANILINE 100016
65 0,04 0.51

138 0,05 0.65

111 0.90 2,4=DIMETHYLOUIRILINE 11981374
156 0,03 0,43
157 0,15 2.09

112 0.01 1,8B=D1AMINONAPHTHALENE
114 0,00 0.03
141 g,00 0.55%

149



Cmpds
Mass

113
04
113

114
167

115
168
169

116
168
169

117

138

125

58

Internal/External Standard tile tor

Recovery
Std ¢ 2
109 236
0.62
1,17 0,90
0,28 0,21
0,82
3,73 2.88
0.82
6,79 S.11
12,72 9.45
0.8%5
1.48 1.14
2,79 2,15
0.01
0,33 0,37
0,96 0,76
0.82
0.42 0.33
1,53 1,18
0.86
0,10 0,08
0,19 0,15
0.50
1,62 1.26
0,13 0,11
0.69
4,72 3,88
0.17 0,13
0.71
2,15 2,20
1,67 1,34
0.66
1.21 0,94
0.75 0,58
0.01
0.21 0,17
0.55 0,42
0,77
1,30 1,01

1,02 0.79

Cowpound Name

St1 054 Sty a56

1o e u2 128
NICOTINE Se115

0,22 1.3% 2,09
0,0% 0,32. 0.49
CARBAZILE 86748

0.69 4,30 6.60
2°AMINIBIPHENYL 90415
1,20 7,65 12,18
2,22 14.15 22,54
DIPHENYLAMINE 122394
0,27 1.71 2.65
0.52 3,22 4,99
DICYCLIUHEXYLAMINKE 101837
0.06 0.39 0.63
0,18 1.12 1.80
TRIBUTYLAMINE 102829
0.08 0.49 0.75
0.28 1.77 2,14
CAFFEINE Se082

0.02 0,12 0.17
0,04 0.22 0,34
DIBENZYLAMINE 103491
9.30 1.78 2,87
0,03 0.15 0,21

N,N*DIVMETHYLDIOECYLAMINE

0.87 5.47 8,83
0,03 0.20 0,30
ATRAZINE 1912219

0.52 3.26 5.23
0.31 2.00 3.18
HEPTANJNE(2) 110430
0.22 1.33 2,14
0.14 0.83 1,33
BUTUXYETHANDIL 111762
0.04 Je25 0.40
Jd.10 9.63 1.3}
2=0CTANORE 111137

0.24 1.43 <.31
0.19 1.11 1,80

Snpd Class § 8

Std 857

98 116
0.74 1.23
d.,17 0,29
2.37 3.92
1,61 6,67
7.42 12,30
5.94 1,56
1,77 2.9)
2.21 0.35
0,61 1,02
0,27 0,44
3,97 1,61
2,06 0,10
79.12 0,20
1,16 1,94
.10 0,10
112185
3.%8 5.99
.13 0,21
1,72 2.86
1.05 1.74
0.85 1.14
.53 (.88
2,13 0.22
2,35 0,58
7.91 1.5
2,71 1,19

Std
264

61



Internal/External Standard File tor ~npd Class # &

Copde ReCovery Compouny Naze

Std 862 Std 063
Mass 184 - 99 -
113 0.62 NICOTINE 54119
84 0.09 1,22
133 0,02 0,29
114 0.82 CARBAZILE 86744
167 0.3t 4,22
115 0,82 2=AMINDBIPHENYL 90415
168 0.51 7.45
169 0,95 13,80
116 0.85 DIPHENYLAMINE 122394
168 0,11 1455
169 0,22 2,91
117 0.01 DICYCLOHEXYLAMINE 101817
56 0.03 0,38
138 0,08 1,09
118 0,82 TRIBUTYLAMINE 102829
oo 0,03 0,44
142 0,12 1.59
119 0,86 CAFFEINE 58082
109 0,01 0.10
194 0,02 0.21
120 0.50 PISENZYLAMINE 10349
91 0.11 1,74
197 0,01 0.14
121 0.69 N, W=DIMETHYLOIDEZYLAMINE 112189
58 0.34 5.317
59 0,01 0,19
122 0.7t ATRAZINE 1912249
200 0.22 3,26
215 0.13 1.95
123 0,66 HEPTANOINE(2) 110430
43 0,08 1.30
58 0,05 0.81
124 0,01 BUTOXYETHANOL 111762
41 0,02 0.22
57 0.04 0.57
125 0,77 2=0CTANONE 111137
43 0.09 1,40
58 0,07 1.09

151



Cmpd?
Mass
126
57
75
127
138
128
81
129
136
130
41
43
131
114
132
74
817
133
57
134
57
135
43
57
136
71
137
57
138

57
71

Internal/External Standard File tor Jmpd Class # 8

Recovery
Std ¢ 2
109 236
0.52
1.49 1,14
0,44 0,34
0,85
1,77 1.36
0.39 0,30
0,64
0,66 0,51
1,44 1,12
0.92
0,56 0.43
0,32 0,25
0.94
0.40 0,31
0,48 0,34
0.91
0,56 0,45
0,44 0,35
0,45
3,42 2,65
2,22 1,72
0.01
1,47 1.11
1,42 1.08
0.44
2,18 1.b64
2.7 2,09
0.42
2.52 1,72
3,40 2,55
0.01
2,78 2.14
1,73 1,33
0.45
1,90 1,45
2,72 2,08
0.01
3.13  2.41
2,07 1,60

Zompound Nasue

Std 54 Sta 156
136 - 82 128
BUTYLPROPIUNATE 590012
0,27 1,71 2,13
0,08 0.51 0,82
1SOPHIRUNE 78591
0,33 2.94 3,17
0,07 0.4 0,72
FENCHINE 1195759
0.12 0,72 1.17
0,27 1.58 2,55
ALPHA=TEKRPINEIL 98555
0.10 0.65 1,00
0.06 0.37 0,58
NeDECANOL 112301
0.07 0.46 0,74
0,08 2.51 0,79
DIMETHYLADIPATE 627930
0,10 0.64 1,93
0.08 0.49 0,79
METHYLSTEARATE 112618
0.63 3.89 6,28
0.41 2.52 4,07
NeDEZANE 124185
0.26 1.67 2.56
0.25 1.64 2,61
N-TRIDECANE 629525
0,34 2.48  3.95
2.50 3,14 5.01
NeTETRADETANE 629594
0.45 2.88 4.58
0.61 1,87 6.16
NePENTADECANE 692692
0.52 3.22 4.99
0.32 2.01 3,11
NehEXADECANE 544763
0.34 2.16  3.45
0.49 3.1 4,95
NeHEPTADECANE 629787
0,58 3.61 5.59
0.3 2,39 3.7)

152

Std

9R

57
1106

Sta 161

204



Internal/gxternal Standard tile tor Cwpd Class s 8

Cmod? Recovery Cowpound Nase

Std 862 Std 863
Mass 188 - 99 -

126 0,52 BUTYLPROPIONATE 590012
37 0,12 1.66

75 0,04 0,50

127 0,89 ISNDPHIRONME 18591

82 O.14 1.80
138 0,03 0,41

128 0,64 FENCHINE 1195759
69 0,05 0,71

81 0.10 1.55

129 0,92 ALPHA=TERPINEDL 98555
59 0,04 0.58

136 0,03 0,34

130 0,94 NeDECANOL 112301

é1 0,03 0,41

43 0,03 0.406

131 0.91 DIMETHYLADIPATE 627930
59 0,04 0,62

114 0,03 0,48

132 0.45 METHYLSTEARATE 112618
74 0.24 .83

87 0.16 2.48

133 0,01 NeDECANE 124185

43 0.11 1.62

57 0.11 1.58

134 0,44 N=TRIDECANE 629505

43 0.17 2.41

57 0,21 3,09

135 0.42 N=TETRADECANE 29594
4] 0,19 2,80

57 0,26 3.77

136 0,01 NePENTADECANE 692692
57 0,22 2,92

N 0.14 1.82

137 0.45 N=HEXADECANE 5447063
43 0.15% 2.11

57 0.21 3,03

138 0,01 NeHLPTADECANE 6291787
517 0.24 .27

71 0.16 2,11

153



Capde

Mass

139
11
140
n
85
141
37
1
142
57
1
143
1
144
57
1
145
136
146
108
147
17
172
148
155
149
717
163
150
91
155
151

149
17

Internal/External Standard File tor 2npd Class ¢ 6

Recovery
Std ¢ 2
109 236
0.01
2,99 2,51
1.98 1,66
0.47
2,12 1,61
1.42 ’.08
0.08
4.43 3,41
3,03 2,33
0,63
3,93 2,90
2,71 2,05
0.66
3.73 2,98
2.60 2,08
0,66
3.%9 3,19
2,80 2,21%
0.74
1.84 1.43
0,25 0,22
0,79
0,52 0,40
1,09 0,85
0.36
1.24 0,94
0,44 0,3%
0,46
1,60 1,21
0.72 0.54
0,74
0.8 O0.03
$5.29 4,07
0.53
1,74 1.32
1,18 0,94
0.87
3,19 2.43
0,80 0.61

Conpound Nanme

5td 154 Std 56 std
136 - 82 128 98

NeUCTADECANE 593453

0,59 3.7% 5.98 1,68
9,39 2,48 3,95 1,25
NeNONADECANE 629925

0,38 2,42 3,85 1,27
0.25 1.61 2,57  0.85
N=EICISANE 1112958

0.82 5,11 7.92 2,82
0,56 31.5¢ 5,49 1.93
NeHENEICOSANE 629947

0.70 4,43 7,95 2,32
0,48 3,07 4,88 1,61
NeDOCISANE 629970

0,70 4046 7,10 2,33
0.49 311 4,95  1.63
NeTRICISANE 638675

0,75 4.77 1,60 2,49
0.53 3,35 5.3¢4 1,75
PHENYLACETATE 122792

0.34 2,01 3.25 1,30
0,05 0.28 0.45 2,18
BENZVLACETATE, 140114

0.09 0.57 0.92 .37
0.20 1.19 1.92° 0,77
HETHYLBENZENESULFONATE

0.22 1.41 2,25 0.74
0.08 0,50 0,82 2,26
YETHYLTOLUENFESULFONATE

0.29 1.81 2.89  9.95
0.13 0.81 1.29 2,42
OIMETHYLPHTHALATE 131113
0.15 0.94 1.45 0,52
0.98 6,10 9,46 3,30
ETHYLTOLUENESULFINATE

V.3t 1.7 3.14 1,03
0.22 1.40 2,23 2,73
DIETHYLPHTHALATE 84562

0,57 3065 5,79 1.90
0.14 0.93 1.47  0.48

154

57
116

Std
264

861



Internal/External standara rile tor -epd Class & 8

Cmpde Recovery Tonpound Nane

Std 862 Std 063

Mass 188 - 99 -
139 0.01 N=DCTADECANE 591453
57 0.24 3.05
71 0,06 2,41
140 0.47 NeNINADECANE 629925
7% 0.16 2,35
8s 0.11 1,57 ,
141 0,08 N=EITJOSANE 1112958
57 0,135 4,63
11 0.2) 3.17
142 0,63 NeHENEICOSANE 629947
57 0.30 4.31
73 0,21 2.99
143 0.66 NeDOCOSANE 629970
57 0,30 4,35

n 0,21 J.04

|

144 0.66 NeTRIZISANE 638675
57 (.32 4,65
11 0,22 3.27
145 0,74 PYENYLACETATE 122792
94 0.13 1.58

136 0,02 d.20
146 0.79 BENZYLACETATE 140114
91 0.04 3.56

108 0,07 1,17
147 0.36 METHYLBENZFNESULFONATE
77 0,09 1,38

172 0,03 0.49
1486 0.486 MOTHYLIOLUENESULFONATE,
91 0.12 t.76

155 0,08 0,79
149 0,74 DIMETHYLPHTHALAIE 131113
17 0,06 0,85

163 G,41 5,5t
150 0.53 ETHYLITOLUENESULFINATE
91 0.13 1,92

155 0.09 1.36

51 0.87 DLETHYLPHTHALATE 81662
9 0,24 3.%4
17 0,06 0,89

155



Cepde

152
$?
149

153
149

154
149
167

155
n
105

156
119

157
”
105

158
121
122

159
135
t136

160
94

161
197
108

162
107
122

163
121
136

164
65
139

Internal/External Standagd File tor Cevpd Class 0 8

Recovery
std ¢ 2
109 230
0,01
0.29 0,23
T.17 S5.%2
0,64
2,09 1,62
1.37 2.62
0.74
$.22 4.07
1,98 1.54
0,01
0,3 0,24
0.4 0,31
0.88
NeS4 0,44
0.63 0,51
0.92
0.38 0,69
1,22 0,9
0.01
0,56 0,44
0,50 0,47
0.96
1.37 1.0¢0
0.60 0,47
0.55
1.07 0.84
N.63
1.2t 0,93
1,07 0,82
0.95
0,87 0,67
0,91 0,70
0.88
179 1.30
0,07 0,56
"1
0,0% 0,02
0.13 0,10

Cospound Nase

Sta 154 Std
130 - CY
DIBUTYLPHTHALATE ]
0.0% 0.34 O
1.33 Ho2? 12
BUTYLBENZYLPHTHALATE
0,38 2.28 )
0,62 3,69 S
DIETHYLNEXYLPATHALATE
0.96 s.71 9
0,37 2.17 3
BENTALOFHYDE 100527
0.07 9.42 ©
0.07 0.46 0
TOLUALCEKYDE 929204
0.10 0.65 1
0.12 0.77 1
ACETOPHENUNE 9
0.15 .96 1
0,23 1.41 2

SALICYLALUDEHYDE
0.10 .61 0
0.11 0,606 1
ANISALDEHYOE 12311
Vedd 1.3 ¢
0.16 1,07 1
PHENOL 108952
0.20 1.18
CRESOL(P) 106445
0,223 1.40 2
0.20 1,20 1
2,)=0DIMETHYLPHENIL 5
0.16 1.00
0,17 1,05 1
1SOPRIPYLPrENILLD)
0,32 2,04 3
0.12 0,75 1
O-NITRIPHENDL  B875%
0,00 2.0 O
0,02 0.14 0

156

56 Std
128 96
742
52 0.19
«8) 4,55
59 1,48
95 2,40
117617
2] 3.74
o51 1.42
04 J.23
«10 .25
v4 0.34
o&l 3.4!
4862
«5) .53
e 25 .78
33028
«99 9,40
07 J.4)
)
4 0.91
13 .70
«90 .76
.25 2,80
33 .69
26750
o b1 0457
o 64 .58
88699
25 1.07
.19 J.39
'35 0002
23 0,09

57
116

0,31
7.54

Std

264

61



Internal/txternal Standard File for Japd Class § B

Ceopdt Recovery Conbound Nase

std 162 Std bl
Mass 188 - 99 -
152 0.0t OIBUTYLPHTHALATE 84742
57 0,02 0,34
149 0.58 T.47
153 0.64 BUTYLBENZYLPHIHALATE
98 O.1¢ 2.24
149 0.2) 3,62
154 0.74 OQIETHYLHEXYLPHTHALATE 117817
149 0.3 5,61 .
167 0.1 2.1
155 0.0t BENZALJDEHYDE 100527
17 0,0) 0,38
10S 0,03 0,42
156 0,88 10LUALDEHYDE $29204
91 0.05% 0,04
19 0,08 0,75
157 0,92 ACETDPHENONE 96862
77 0,06 0.87
105 0.09 1.28
158 0.01 SACICYLALDEKHYOE 32024
121 0,04 0,60
122 0,0% 0,65
159 0,96 ANISALDFHYDLE 123115
135 0,09 1,50
136 0.04 1.05
160 0.55 PHENOL 108952
94 0,07 1.1
161 0.63 CRESOL(P) 106445
107 0,10 1,31
108 0,09 1.16
162 0,95 2,)°DIMETHYLPHENDL 526750
107 0.07 0.94
122 0,07 0,95
163 0.88 I1SOPRIPYLPHEMNDIL(D) 38699
121 0,14 1.99
136 0,05 0,73
164 0,01 QN ITRIPHENDL 88755
139 0.921 0,14



Copds

165
107
142

166
107
142

167
115
144

168
107
135

169
153

170
162
164

171
196
196

172
205
220

173
264
266

174
141
142

175
153
154

176
154

177
141
156

Internal/External Standard fFile tor 2vpd Class 8 8

Recovery
Std s 2
109 236
0,90
0,93 0,71
1,02 0,77
0,01
0.8) 0.b64
0,94 0,72
0.01
0,35 0,2b
0.61 0,45
0.R6
V.56 0,43
1,96 1.43
0.32
0.26 0,20
0,74 0,57
0.78
1.13 0.8
0.72 0,53
0.66
0.8t 0,63
0,3 0,54
0.73
2.53 1.97
0,67 0,52
0.00
0,29 0.22
0,47 0.35
N,65
2,03 1,58
2.51 1,96
0.78
1.26 0,98
3.40 2,64
0.78
2,28 1,73
0,78
1,59 1,24
2,310 1.73

compound Name

St3 854 " Std 856 Std 157

136 - 82 128 98 116
4=CHLIRI=-3I-METHYLPHENDL 59507

0.17 1.06 1,68 0,55 0,92
0.18 1.16 1,84 dJ.61 1,01
4=THLIKFOCKESOL

O.186 .97 1,97 de53 0,88
0,17 1.09 1,27 0.60 0,99
1=NAPHTHOL 90153

0.06 G.38 0,61 J.20 0,34
0.11 2,67 1,97 J¢35 ¢C,29
P=TERPT-BUTYLPHENDL 98544

0.10 0.65 1,33 Je-4 0.50
0.35 2,22 3,54 1.17 1,94
2=NITRICRESOL 1193135

0.0% 0.30 0¢.496 0,07 wv,27
0.14 0,82 1,33 .46 0,78
2,4=DICHLOKOPHENDL 120832

0.21 1.29 2,00 J.80 1,34
0.13 J.78 1,27 0.51 0.89%
2,4,0=1PICHLORIPHENIL 88052

0.15 0.89 1,44 0,58 0,97
J.15 2.91 1,46 2,59 0,98
DI-TERT*BUTYL=4=-METHYLPHENOL 128370
0.47 2.78 4,49 1.8t 3,0)
0,12 0.73 1,18 0,48 0,80
PENTAZHLOROPHENIL B78565

0,05 0.34 0,54 2.19 0.31
0,99 0,55 0,91 .32 0,54
2METHYUNAPHTHALENE 91576

0.38 2,23 13,50 1.44 2.42
0.406 2,16 4.45 1.79 2.99
ACENAPHTHENE 83329

0,23 1.38 2,22 7.89 1,43
0.63 3.73 b,02 2,43 4,04
BIPHENYL 92524

0.42 2.51 4,04 1.63 2,72
1,8=DIMETHYUNAPHTHALENE S69415

0,29 1.74 2,82 1.13 1.89
0.42 2.52 »07 1.63 2,73

153

Std s61
264 -



Internal/External Standard File tor Jupd Class & 8

Cmods Recovery Compound Naame

std 162 Std sé63
Has3 188 - 99 -
165 0,90 4+CHLIRD=3=METHYLPHENDL 59507
107 0,07 1.0)
142 0,08 1.13
166 0,01 4=CHLIROCRESOL
107 0,07 0,91
142 0.08 1.03
167 0.0t 1 *NAPHTHOL 90153
115 0,03 0,38
144 0,05 0,66
168 0.86 P=TELRI=BUTYLPHENDL 98544
107 0,04 0,62
139 0.15 2,16
169 0.32 2=NITROCRESOL 119335
77 0.02 0,27
153 0,06 0,78
170 0.78 2,4=DICHLOKOPHENDL 120832
162 0,08 1.22
164 0.05 0,77
171 0.66 2,4,6=TRICHLORIPHENDL 88062
196 0.05 0,88
198 0.06 0.89
172 0,73 DI-TER[=BUTYL=4=4ETHYLPHENDOL 128370
205 0.17 2.7}
220 0,05 0,72
173 0.00 PENTACHLOROPHENOJL 87bH65
264 0,02 0,31
266 0,04 0.50
174 0.65 2MELTHYLNAPHTHALENE 91576
141 0,14 2,19
142 0.17 2,11
175 0,76 ACENAPHTHENE 83329
153 0,09 1,135
154 0,23 3.66
176 0,78 BIPHENYL 92524
154 0.16 2,406
177 0.78 1,8*DIMETHYLNAPHIHALENE 569415
141 0.11 1.71
156 0,16 2,44

159



Capas
Mass

178
165
166

179
155
170

180
178

181
202

182
191
206

183
228

184
252

185
54
186
41
59
187
57
188
63
93
189
155
190
66
263
191

120

Internal/txternal Standard File tor -wpd Class § 8

Recovery
Std ¢ 2
109 236
0.88
2,74 2,13
3,07 2,38
0.84
1.86 1.44
2,56 1,99
0.78
J.21 2,47
2.73
4,89 13,75
0.60
1.33 1.0}
2,85 2.22
0,43
2,21 1. 13
V.62
1.60 1,23
0,71
0.66 0,51
0.29 0.23
0,40
0.48 0,35
0,24 0,25
0,58
0,73 0,55
3.09 2.36
0.92
1.71  1.3¢
0,84 0,65
0.86
4.03 3,190
0,88 0,68
0.83
1,33 1,03
0.60 0,46
0.01
0.68 0,52
0.97 0,75

Sompound Nanme

St3 9549 Std §56 std 157
136 - 82 328 98 116

FLUORENE 86737

0,49 3,01 4,85 1,95 3,27
0,57 3.44 5,95 2,23 3,74
2,3,5°TRIMETHYLVAPHTHALENE 2745387
0.34 2.08 3,36 1,36 2.27
0,27 2,86 4,62 1.86 3.1}
ANTHRAZENE 120127

0,60 3.T1 5,74 2.4 3,29
PYRENE 124000

0.95 5.66 8,23 3,27 5,18
$,10°DIMETHYLANTHRAZENE 781431

0445 1445 2435 0,94 1.57
0.53 3.13 5,08 2,01 3,37
CHRYSENE 218019

0.41 2.42 3.92 1.59 2,66
PERYLENE 1968550

0,30 1,84 2,86 1,02 1,68
DICYANIBUTANE 111693

0412 9.72 1,17  0.47 0,79
0,05 0.32 0,52 2.10 0.35
BUTYLZARBAMATE 14994775

0,08 0,54 0.86 2,28 0,47
0,05 0.29 0.47 2,15 0,25
DIBUTYLDISULFIDE 110065

0,13 0.84 1.34 0,44 0,73
0,56 3.54 S.64 1.85 3,09
BIS(2=CHLORDETHYL)ETHANE 112265
0.31 1.97 3.13  1.03 1.7%
0.15 0.97 1,56 3.51 (.84
TRIBUTYLPHOSPHATE 126738

0,75 4.65 7,20 2.56 4.24
0,16 1.01 1.57 0.50 0,92
ALDRIY 309002

0.24 1.49 2,40  9.97 1.62
011 0.67 1,08 2,44 0.73
DIHYDRIBENZOFURAN 496162

0.13 9.79 1,25 0.43 0,72
0.18 1.2 1.67 0.66 0,78
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Internal/External Standatd File tor Zwpd Class ¢ 8

Cuodt ReCovery conpound Name .

Std 162 Et3 ol
Mass 188 - 99 .
178 0,68 FLUOKENE 85137
165 0.,19 2.95
166 0,21 3,)8
179 0,84 2,3,5°TRIVETHYLNAPHTHALENE 2245387
155§ 0,13 2,05
170 0,18 2,81
180 0,78 ANTHRAZENEF. 120127
178 0,25 3.35
181 0.73 PYHRENE 129000
202 0,40 5.36
lv2 0.60 9,10=DIMETHYLANTHKRATENE 7814211
19 0,09 1.42
206 0.19 3,06
183 0.43 CHRYSENE 218019
228 0.15 2.39
184 0.62 PERYLENE 198550
252 0.12 1.65
185 0,73 DITYANIBUTANE 111693
41 0,05 0,71
54 0,02 0.32
186 0.40 BUTYLZARBAMATE 12994775
41 0.04 0.52
59 0.02 0,28
187 0.58 OIBUTYLDISULFIDE 113065
41 0.06 0,42
57 0,24 3.42
1886 0,92 BIS(2=CHLOKIOETH VL )ETHANE 112265
63 0.13 1.91
93 0,06 0.94
189 0.86 TRIBUIYLPHOSPHATE 1267138
99 0,31 4.19
1535 0,017 0.91
190 0.R3 ALDRIN 309022
66 0,09 1,46
263 0,04 0.66
191 0,01 DIHYDRIBFANZOF URAN 496162
91 0,05 0.71
120 0.07 0.98
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(o 1-B1 )

vass

192
7
123

193
135

194
94
137

195
89
105

196
91
12)

197
125
214

198
325
326

199
17
356

200
131
35t

201
91
126

202
102
137

203
111
139

204
127
142

Internal/Externs) Standard File for Cspd Class 8 B

RecoOvery
Std s 2
109 236
0.70
0,86 0,67
0,54 0,42
0,85
1.96 1.21
0,01
1.2 0,96
0,02 0,01
0.89
0.35 0,28
0,71 0,53
0.67
3,55 2.68
0.90 0.68
0.69
J.52 .44
0,92 0,7}
0,81
2,59 2.01
0,09 0,07
0.0t
0,72 0,56
0,95 0,74%
0,47
1,40 1,13
1.30 1,05
0,35
1.5 1.18
0.42 0,32
0,80
0.5 0.42
2,10 1.57
0.01¢
0,06 0,05
0.12 5.1
0,57
0,60 0,40
1.32 1.0Q

Cospound fiace

St3 054 Std 056 std 857

136 - 82 124 98 116
NITROBENZENE 989513

0.16 0.94 1,51 0.61 1,02
0,10 0.59 0,35 2.38 0,64
BENZOTAIAZOLLE 95169

0.29 1.71 2,76 1.11 1.86
PHENYLTARBAMALIE 102090

0.23 1.44 2.2} 2,79 1.31
0,00 0,02 0,03 0,01 0,02
2,4=DINITROTOLUENF 121142

U,06 .40 0,65 9.26 0,44
0.13 2.1 1,21 2.6 0.76
BENZYLSULFIDE 538749

0.63 4,00 6,38 2.10 3,49
0.16 1,02 1,62 0.5} 0,89
DIPHENYLSULFONE 1276139

0.81 5.16 B.29 2.71 4,51
0.17 1.10 1,79 0.58 0,96
TRIPHENYLPHOSPHATE 115866

0.13 0.79 1,28 9.52 0,87
0,17 1.03 1,67 0.68 1,14
DIPHENYLMERTURY 587859

0,48 2485 4.59 1.96 3.28
0,02 0.09 0.t15 .06 0.11
TFTRAPHENILIIN

0.27 1,70 2,71 0.89 1.47
Cedd 1.98 2,51 d.82 1,37
BENZYLCHLOFIDE 100447

0,28 1.7 2.82 0,93 1,54
0,08 0.48 0,75 .25 0,42
4<2HLIROBENZONITRILE 523030

0.10 0.63 0.79 3033 0,55
0,36 2,38 3.79 1.25 2,08
3«ZHLIROBENZALDEHYDE 537042

0.01 0,08 0,12 0.04 0,07
0,02 0.15 0.23% 3,08 U,13
0«CHLIROANISULE 766518

0.11 0.69 1,03 0.36 0.60
0.24 0.50 2,40 2,79 1.31
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Internal/External Standard File tor 2wpd Class s @

Capd? Recovery Conpound Nane

std 862 S5td 6}
Mass 188 - 99 -
£92 0.70 NITRUBENZLNE 98943
17 0.06 0.94
12) 0,04 0,59
123 0.85 BENZDTHIAZULE 95369
135 0,01 1.68
194 0.01 PHENYLZARBAMATE 102090
94 0,10 1.30
137 0,00 0,02
195 0.89 - 2,4=DINITROTOLUENE 121142
89 0.0} 0.19
165 0.05 0,74
196 0,67 BENZYLSULFIDE 5381249
91 0,27 3.%0
123 0,07 0,99
197 0,63 DIPHENYLSULFONE 1271639
125 0,135 5.05
218 6,07 1.07
198 0.81 TRIPHENYLPHOSPHATE 115866
325 0,18 0.78
326 0.01 1.02
199 0.01 ODIPHENYLMERCZURY Su78%9
1 0.05 2.94
356 0,056 0.10
200 0,47 TETRAPHENYITIN
197 0.11 1.5¢6
st 0.11 1.54
201 0.35 BE”ZYLCHLORIDE 100447
9N 0.12 1.71
126 0.03 0.47
202 0,30 4=CHLIRUBENZONITRILE 623030
102 0,04 0.61
137 0,16 2.32
203 0.01 JeTHLIRJBRENZALDLRYDE 587042
111 0,00 0.08
139 0,0t 0.15
204 0.57 J°CHLIJIROANISOLE 766518
127 0.05 0.67
142 0,10 1.46
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Cmpde

205
139
15$

206
1713
174

207
145
180

208
190
192

209
161
196

210
14
216

211
234
236

212
248
250

213
284
286

Internsl/Exrersal Standard File tor -3pd Class § 6

kecovery
Std s 2
109 236
0,018
0,70 0.55
9,38 0,30
1,00
0.48 0,39
0,32 0,26
0.71
0.34 0,26
1.30 1.0
0,56
0,78 0,614
1.04 0,81
0.87
0.4 0,34
2.17 1,67
0,77
1.18 0,9)
1.54 1.18
0,65
0,68 0,52
1,29 1,0
0,93
1,9 0,81
1.13 0,88
0.04
0,74 0,56
0,60 0,46

Corpound Nanme

Sti 854 Std 856 Std 57
130 - 562 128 948 116

CHLORJBENZAMIDE 619567

0.13 0.77 1,25 V.50 0,84
0,07 0,42 0,68 .27 0,406
3,4=DI1CHLUORDBENZALUENYDE 5287383
0.09 0,58 0,93 .31 0,57
0,06 0.39 0,62 d.21 0,34
1,2,4=TRICHLORIBENZENE 123821

0.0b 0.40 0.03 °¢22 0.36
d.24 1456 2.4) .83 1,37
2°8BROMI=1=-CHLIRISENLZENE 694804
0.14 0.85% 1,38 0.55 0.92
0,19 1.14 1,84 0.74 1,24
1,2=D1CHLURINAPHTHALENE 20536913

0,08 0,50 0,78 0,28 0,46
0.4V 2.51 3,88 1.3 2,29
1,2,4,5=TFTRACHLORUBENZENE 95943
0.22 1.29 2,09 0.34 1.40
0,24 1.09 2,172 1,09 1,83
P=DIBRIMOBEMZENE 106376

0.12 0.77 1,23 0.41 0.67
.23 1,48 2,356 J.78 1,30
4*BROMIDIPHENYLEIKFR 6452499

0.20 1,19 1,92 J.77 1,29
0.21 .26 2,04 0.82 1,37
HEXACHLORDHBENZENE 118741

0.13 0.84 1,34 J.44 0,73
0.11 0,08 1,08 de,36 0,59
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Internal/txternal Standard ¢#f{le tor Cvpd Class s 8

Cmpds Recovery Conpound Name

Std 162 Std 163
Mass 188 - 99 -
205 0,01 CHLORDBENZAMIDE 619557
139  0.05 0.76
15§ 0,0} 0.41
206 1.00 3,4*DIZHLORJIBENZALDEHYDE 6287383
173 0.04 0.57
17¢ 0,03 0,38
207 0,71 1,2,4=TRICALURIBENZENE 12821
145 0,03 0.36
180 0,10 1,36
208 0.56 2-BROMJ=) =CHLORIBENZENE 6594204
190 9,0% 0.84
192 0,07 1412
209 0.87 1,2°012HLORDNAPHIHALENE 2050693
168 0,03 0.46
196 0,17 2,27
210 0.77 1,2,4,5=TLTRAZHLIRDBENZENE 95943
214 0,08 1,27
216 0.11 1,66
211 0,65 P=DIBRIMOBENZENE 106376
234 0,05 0.75
236 0,10 1,45
212 0,93 4-BROMIDIPHENY(LETHER 6452499
248 0,07 1.17
250 0,08 1,24
213 0.64 HEXACHLOROBENZENE 118741
284 0,06 0.82
286 0,05 0,66
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Table B3-9. RMRs AND RECOVERIES FCR ESSA COMPOUNDS

Class No. 9
Staadard 1D No. Standard Name
2 4-Fluoro~2-10dotenluene (external)
3 2-Fluorobiphenyi (external)
64 . dl3-Heptanoxc acid (internal)
65 . ds-Benzoxc acad (internal)

166



91

MAIRIX OF SIAN™SD TGN RMRs

P TN AR R WP LS AL MIUS S RATS VY B 2 “a *rea AT a4 . v AR LR NN ERENEEIRL ERY o o P 1 Y g e

Standard

d,  -lleptanoac

4-Fluoro-2- acid d_-Benzoic acid
iodotoluenc  2-Fluorobiphenyl methyl ester methyl ester
Standard Ion Recovery m/z 109 m/z 236 o/z 172 w/z 17 a/z 91 o/z 82 w=/z 110
4-fluoro-2-iodotoluene 109 NA - .18 .29 .99 3471 1.13 .87
216 NA 1.28 - .37 1.27 4.46 2.21 1.12
2-fluorobiphenyl 172 NA 3.44 2.68 - 3.42 11.96 5.94 3.00
dlj-heptanolc acad 17 0.65 1.0} .79 .30 - 3.47 1.74 .88
methyl ester 91 V.65 .29 .23 .084 .29 - .50 .25
ds-benzoxc acid 82 0.92 .58 .45 .17 .58 2.00 - .51
methyl ester 110 0.92 1.15 .90 .34 1.14 .97 1.98 -

TETIT TRV I M TR AL RS AT VD STEROS MW CEF TRR T AL SOV S ¢ QEITW T -




Internsl/External Standacd File for ~evpd Class # 9

Cmpds Recovery Sozpound Name
std ¢ 2 std ¢ 3 Std 6% Std #65
Mass 109 216 172 - tR} 91 82 110

101 0.79 CHLORJACETIC 79118

59 0,58 0,46 0.17 2,950 1.8b 1001 0,5}
n 0,249 0,19 0.07 .24 0,78 0.41 0.21
102 0.82 VALERI]C 109524

74 0,58 0,45 0.17 0.56 1,94 1,00 0,51
87 0,18 0,14 0,06 0.8 0,59 0,32 0,16
103 0.01% MERCAPTUPKRULUPIOINIZ

61 0,24 0,14 0.07 0.23 0.8} 0.41 0,21
120 0,134 0.1t 0.04 0,14 0,49 .25 0.13
104 0,01 MALONEZ 141822

59 0.63 0,49 0.18 .63 2,03 1.10 0,55
101 0,47 0.317 0.14 0.47 1,51 0,82 0,41
105 0.08 SuzcINIZ 110156

115 0,84 D,65 .24 0,863 2,88 1.44 o.M}
106 0,92 BENZDIZ 65850

IR 0,74 0,58 0,22 0.74 2,58 1.28 0.6%
108 1,43 1.11 0.42 1.41 4,94 2.45 1.24
107 0,73 DICHLIROACETIS 794136

59 0,82 0,63 0,24 0.82 0.39 1,42 0,72
83 0,32 0.25 0,09 0.32 0,23 2.55 0,28
108 0.9% PeTOLUIL 99935

119 1.8¢ 1,43 0.53 1.82 5,135 3,17 1.60
150 0,66 0,51 0.19 0,66 2,23 1.14 0,586
109 0.85 B8RIMOATZETIC 190813

59 0,12 0,09 0.24 0.12 0,33 J.21 0,10
93 .07 0.05 0.09 0,07 0,23 .12 0,06
110 0,82 N=JCTANOIC 124072

74 1.61 1.2% 0,47 1.60 5,58 2,78 1.40
87 0,61 0,48 0,18 0.61 2,12 1.06 0,53
111 0.9¢0 O=METHOXYBENZJIIZ 579%59

17 0,47 0,386 0.14 0.40 1,61 0.B0 0,41
135 1,06 0,8} D.31 1.05 3,65 1.82 0,92
112 0.88 2-NITRU=P=CRESIL 1191335

91 0,40 0,31 0,12 0,40 1,38 .69 0,35
167 0,42 0,33 0,12 D.41 1,44 0.72 0.36
113 0.91 O=«CHLIRDBENZDIZ 118932

139 1.43 1.1 0.41 [.41 4.34 2.46 1,24
170 0,42 0,33 0,12 D.41 1,45 .72 0,386
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Caods

Mass

114

87

115
161
176

116
117

117
150
184

118
127
155

119

87
120
168
198
121
173
204
122
169
212
123
87
124
175
199
125
87

126
33

Internal/External Standard tile tor Znp Ciiss 0 9

Recovery
Sta ¢ 2
109 236
0.85
1.73 1.35
0,75 0,58
0.88
0.77 0,060
0.90 0,70
0,80
0.12 0,09
0.88
0,00 0,00
0.12 0,09
0.94
0.78 0,61
1,05 0,82
0,87
1.92 1.50
0.9t o,71
0.01
0,09 0,07
0,13 0,19
0,01
0.15 0.11
0.04 0,03
0,93
0.42 0,32
0.68 0,53
1.06
2,23 1,69
1,21 0,92
1.10
0.47 0.36
0,67 0,52
0.90
J.12 2,43
1.86 1.45
0.99
0.53 0.42
0,23 0,18

Cosround Nare

Std 9 3 Std sb4 Std 16S
172 - 17 91 §2 110

NeNONANOIC 112050

0.50 1,72 5 98 2,99 1.51
0,22 0.74 2.58 1.29 0.65
2,4=DIZHLORIPHENIL 120832

0,22 0077 2467 1433 0,67
2.206 0,89 3,12 1.54 0,78
TRICHLORDACETIZ 76039

0.03 0.12 0.39  0.21 0.1l
NITROHENZOIC=(P) 62237

0.00 0.00 0,02 2.01 0,0,
0.03 0.12 0.39 2,20 0,10
NAPHTHIIC=2 93094

0.23 0,76 2.70 1.35 0,68
0.31 1.05 3.64 1.81 0,92
NeDECANUIC 334485

0.56 1,91 6,72 3432 1.68
0.26 0.90 3,16 1.5 0,79
2,3=DINITRUPHENIL 51735

0.03 9.09 0.31 0.16 0.08
0,04 0.13 0,41  5.22 0.11
3,4-D1ZHLOROBENZIIC 51445

0.04 0.15 0.51 2.25 0,13
0,01 0.04 0.14 0,07 0,04
2,3.6-1RICHLORIPHENIL 933755

0.12 9.41 1.46  0.72 0.36
0.20 0.68 2.39 1.17 0,59
LAURIZ 143007

0.65 2.23 7.74  3.87 1.95
0.35 1.20 4.17  ..08 1.05
2,4=DICHLORDPHENIXYACETIC 947%7
0.14 0.46 1.51 0.80 0.41
0,20 0.67 2.33 1.16 0,59
MYRISTIC 544638

0.91 3,10 10,80 5,38 2,72
0.54 1.85 6.45 3.21 1.62
2,4,5-TRICHLORDPHENDKYAZEN]Z 93765
0.16 0.53 1.55 0.92 0.4b
.07 0.23 0.79 .39 0,20
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Internal/External Standard File tor Jupd Class ¢ 9

Cepds Aecovery covpound Name

std s 2 sta ¢ J Sta b4 sStd #65S
vass 109 23 172 . 17 91 ¥2 110
127 0.89 PALNITIC $710)
¢ 2,86 2,2) 0.8} 2,89 9,35 4,93 2,49
8 1,78 1,39 0,52 177 b.12 3,07 1,55
128 1.00 PENTAZHLOKOPHENDIL 87885
265 0,50 0,39 0,14 0.49 1,71 0,85 0,43
280 0,47 0,37 0,14 0,47 1,68  J.,81 0,41
129 0.6) DLEIC 112801
55 0,45 0,35 0.14 0.47 1.52 J.41 U, 41
69 0,31 0,24 0,09 0.32 1.04 92.% 0,28
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Table B-10. RMRs AND RECOVERIES FOR VOSA COMPOUNDS

Class No. 10
Standard ID No. Standard Name
) 2-Fluorcbiphenyl (external)
67 d,-Butyric acid {1aternal)

71



MATRIX OF STANDARD 10N RMRs

Standard
d7-Butyrxc Acid
2-Fluorobiphenyl Benzyl Ester
Coepound Ton Recovery m/z 172 ®/z 50 m/z 109
2-Fluorobiphenyl 172 NA - 8.10 2.63
d7-Butyr1c Acad 50 1.00 .13 - .3
Benzyl Ester 109 1.00 .39 .3.06 -
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Internal/tExternal Standard File tor Jvwpd Class 8310

Cmode Recovery compound Name

std s 3 TNy
Mass 112 - 50 109
100 0,74 2«METHYLZYCLOPROPANE CARRBRUXYLIZ AClD
8) 0,38 2,94 0,95
190 0,07 0,56 0,18
101 0,78 2*METHYLBUTENDIZ ACID
63 0,28 2.18 0,7}
190 0,03 0,21 0,07
102 0.72 DIMETHYLACRYLIZ ACID 541479
8) 0,54 4,14 1,34
190 0,04 0.28 0,09
103 0,74 2=METHYLBUTYRIZ ACID 623427
108 0.17 1.28 0,42
192 0,11 0.864 0,27
104 0.88 ISOVALERIC AC1D 503742
108 0,28 2.18 0,7%
192 0,07 3.50 0,10
105 0.61 2=HEXENDIC AZID
97 0,36 2.80 0.91
204 0,02 0.t14 0,05
106 N.61 J=HEXENOIC AZ1)D
144 0,080 0,64 0,21
204 0,01 0,96 0,02
107 0.47 CYCLOPENTYLACETIZ ATID
108 0,29 2,26 0,73
218 0,02 0,20 0,07
108 0.01 ACETIZ ACID 64197
108 0,28 2.24 0,73
150 0,08 De67 0,22
109 0,90 ACRYLIZ ACID 79107
5% 0,08 0.66 0.21
102 0,04 0.28 0,09
110 0,01 PRUPIINIZ AZID 179094
108 0,30 2,36 0,77
104 0,09 0,73 0,24
111 0,57 METHAZRYLIC AZID 79414
9t 0.28 2.25 0.7)
131 0.17 1.33 0,44
112 0,77 CR3ITONIC ACID 3724650
69 0,36 2,87 0,93
91 0,24 1.89 0,51
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Internal/External Standard File tor Jrpd Class ¢#10

Cmdds Recovery Compound Name

std ¢ 3 Std 967
Mass 172 - 50 109

113 0.57 NeBUTYRIC AZID 107926
108 0,37 2.93 0,90
178 0,09 0.70 0,23

114 0.42 ISOBUTYRIC AClID 79312
91 0,44 3,49 1,13
178 0,10 0.80 V.26

115 0,75 NePENTANUIC AZID 109524
57 0,11 0.84 0,27

91 0,39 3,09 1,01

ite 0,60 NeHEXANOIC ACTD 142621
4) 0.12 0,96 0,31

91 0,48 3,79 1,23

117 0.57 2t THYLBUTRIC AC1D w8095
71 0,15 1.19 0,39

91 0,33 2.65 0,36

118 0.48 NeHEPTANDIC B2ID 311148
43 0.15 1.2 0,39

91 0,51 §.02 1,31

119 0.46 NeJCTANOLIC ACLD 124072
91 0,66 5.22 1,70
105 0,36 2.83 0,92

120 0,01 NeRUNANOIC ACID 112050
91 0,46 3,64 1.19

92 0,11 1.09 0,36

121 0,32 CYCLOMEXANE CRRBIXYLIZ AZID  9489%
5§ 0,20 1.62 0,53

91 0,456 1,67 1,19

122 0,37 CYSLDAEXYL ACETIZ AZID $232217
81 0.40 3,117 1.03

91 0,69 5.50 1.79
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Table B-11,

R*Rs AND RECOVERIES FOR NOVA COMPOUNDS

Standard 1D No.

Class No. 11}

Standard Name

66

4-Fluoro-2-jodoteluene (external)
2-Fluorobipheny!l (external)

d7-Naphthalene sulfonic acid (anternal)
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91

MAIRIX QI STANDARD TON RMRs

dy Huphthalene.
vellomiie s d & Fluete 2. tade- 42y dadccy tphorphontie
LTI S TN 2 Fliorubiphenyl telorne sni1d drecthpl erter
Compound loa  Revuvcey ere 1u ery ary 472 alt My /1 I /1 129

d,-naphbalenrsuifumic acid 1 1 . 1 143 a [ 3] KY)
aethrl estcr $ 34 ] 1w 9 . e LY 3 Y
3-']!0'0’!‘*(!!,] 122 [T 4 8 7 o2 - 343 | 3 3 ”
4. flvore-2-iadotoluene 109 XY ' 2 24 . ] . /] ., ]
2 1) b)) L ] 280 e 2 - .37
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Caods

100
109
101
1195
102
17
1712
10
104
150
104
185
105
186
106
163
194
107
113
204
108
111
206
109
127
222
110
233
270
114
25
280
112

69

Tnternal/External Standard pile tor Zvpd Class ald

Recovery
std 8 2
109 236
0.01
0.0 0,06
0,39 0,30
0.28
0.2 0,17
0,42 0,32
1.10
0.98 0.76
V.34 0,27
0.68
0,07 0.05
0,2% 0,20
1.40
0,46 0,36
0,45 0,35
0,72
1,16 0,91
0,48 0,37
0.55
1,85 1.44
0.44 0,349
0.42
0,69 0,54
0,22 0,16
0.92
0.59 0,46
0.24 0.1Y
1.10
0.87 ©D.63
0.52 0,40
0.61
0,46 0.38
0.20 0.15
0.62
0,50 0,39
0.47 0.37
0,01
0.3% 0,27
0.24 0.19

Compound Hane

std ¢ 3 Sta e66
172 - 134 229
THIOGLYCOLIC 65111
0,02 0.11 0,29
0,12 0,53 0.3t
SUCCINIC 110156
0.06 0,29 0,49
0.12 0,56 0.6
BENZENESULFOUNIZ 98113
0.29 1,25 2,13
0.10 0,4% 0.78
W-NLTROBENZIIS 121926
0.02 0009 0.‘6
0,07 0.34 0.58
BENZENEPHUSPHINIS 17794882
D13 2.%9 $,01
0.13 0.57 0,98
P=TOLUENESULFINIZ 104154
0.34 1,48 2.52
0,14 0,60 1,03
TERLPHTHALIZ 100210
0.54 2,37 4,04
0,13 0.56 0,96
3,4-DICHLORIBEYZIIZ 51445
0,20 0,92 1.56
0,06 0,26 0.45
PeCHLOROBLNZENESULEONTZ 98668
0.17 0.75 1,28
0,07 0.31 0,52
2eNAPHTHALENESULFONIZ 120183
0.25 1,08 1.82
0.15 0.64 1.08
2,4,5-TRIC.LORIPHENDXYAZETIZ 937065
0,13 0.5% 1.9
0,06 0.25 0,43
PENTAZHLGROPHENIL 87865
0.14 0,01 0,01
0.14 0.01 0.2%
OLEIZ 112801
0.10 0.45 0.76
0.07 0.31 0.4



Table B-12.

RMRs AND RECOVERIES FOR SAM-PT COMPOUNDS

Standard 1D No.

Class No. 12

Standard Name

68

é-Flunro-Z-iogoLoluene (external)
2-Fluorobiphenyl (external)

dg-Butylam)nc (i1aternal)
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4-$luoro-2-

1odutolurne

2-tluoenbaphenyl

{oapound len  Recovery 109 23 122 210 22
&-fluoro~2-10duteluene 109 NA - .78 .30 4 16 10 68
236 NA 128 - 1] s N 13 68
2-fluorobipheryl 172 NS 33 2.58 . 13.74 35.)
dg-Butylamine L) 07s .24 .19 .00 - 2.58
212 oS .094 .01y 0.8 .39 -
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internal/txternal Standard File tor Cupa Cldass 812

Cmpds Recovery Compound Nanme

std ¢ 2 st1 ¢ 3 Std 164
Mass 109 236 172 - 210 212
100 0.7% ALLYL AMINE 107119
41 0,09 0,07 0,03 .37 0.3%
207 0,04 0.0} 0,01 0.1% 0,39
101 0,75 NeRUTYLAMINE 109739
190 0,08 0,06 0.03 0.83 2.15
2080 0,20 0,16 0,06 0.84 4,1}
102 0.76 1SOBUTYLAMINE 718819
208 0.38 0,30 0,12 1.60 4,11
209 0,1t 0,09 0,03 0,47 1.2}
103 0.77 SEC*HUTYLAMINE 139728406
222 0,28 0,22 0,09 1,16 2,99
236 0,05 0,04 0,01 0.2V 0.52
104 0.75 TeBUTYLAMINE 15649
57 0.48 0,38 0,15 2.01 5,18
236 0,30 0,23 0,09 1.25 3,22
105 0,74 NeHEXYLAMINE 111262
208 0.19 0,15 0.06 0.80 2,97
250 0,22 0,17 0,07 0.92 2,36
106 0,74 CYZLOHEAYLAMINE 108918
56 0,17 0.1 0,05 2.69 1.78
194 6,10 0,08 0,03 .44 1,12
107 0.75 2-ETHYLHEXYLAYINE 104756
208 0,23 0,18 0,07 0,97 2,49
278 0,20 0.15 0,00 0.82 2,11
108 0.75 BENZYLAMINE 100463
91 0,33 0.26 0,10 1.36 3,40
92 0,08 0,06 0,02 0,32 0,82
109 0.73 ETHYLENE DIAMINE 107153
20e 0.05 0,04 0,02 0,22 0,57
223 0,04 0.64 0,01 0,19 0,48
110 0.7% TRIBUTYLAMI&E 102892
100 0,48 0,38 0.15 2,02 S,18
142 1.7 1.3t 0.52 5.98 17.91
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Table B-13.

RMRs AND RECOVERIES FOR SAM-S COMPOUNDS

Standard ID No.

Class No. 13

Standard Name

70

4-Fluoro-2-iodotoluene
2-<Fluorobiphenyl

N-Ethyl-2-fluorobenzylamine
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MATIRIX OF STANDARD 1ON RMRs

6-1luvro-2-lodotulurne

Compound ton  Rciovery  m/7 109 m/s 236

&-Fluorc-2-lodataluene 109 N - o1 (s
23b NA i 36 (V) -

2-Fluorobyhenyl 172 NA 123 (7 2.6 (R)

N-Ethyl-2-Fluorobenzylemine 109 1.00 & 00 (1) 3L

ila 1 o oy 0 b0 (&)

. Ve te1a0s T carcoreamnen

Standared

——— e = - - - —— et e —— —

2-Fluurulnyphenyd N-tityl-2-¢ luorobenzytamine

————

nfe V12 w/7 (09 afz )8
128 (1) 0 27 G6) 113 (206)
026 (2) 0 17 (b) %2 21N

- 0 831 (8) 357 (28)
0 32 () - 5 & 5) (27)
0 &2 (&) 0 20 (10} -

Icoefficient of variation for triplicate determinations are given in parenthesas,



Copdy

100
181
250

10}
181
252

102
181
264

103
181
267

104
181
264

105
181
195

106
224
266

107
161
25)

108

3N

Internal/External Standard tile tor -npd Class 813

Recovery
Std s 2
109 236
0.82
1.73 1,83
0.68 0,57
0.64
2.02 1,57
1.80 1,47
0.45
1,66 1,32
1.1} 0,91
0.15
2,45 1.9¢
0.42 0,34
0,45
2.68 2,13
2,88 2,28
0.45
0,42 10,31
0,15 0,12
0,40
0,85 0,66
1.76 1.38
0.01
0.75 l.lg
0.35 0,06
0,01
6,08 4,84
0.40 10,32

Compound Nawme

std ¢ 3 std 870
172 - 109 318
DIALLYLAMINE 124027
0.75 0.60 2,70
0.24 0.19 0,80
DIPROPYLAMINE 142847
0.56 0.57 2.44
0.60 0,48 2,09
PIPERIDINE 110894
0.5% 0.44 1,33
0,37 0.30 1,3
MORPHILINE 110918
0.79 0,65 2.82
0,14 0,11 0,49
METHYLPIPERIDINL(2)
0.88 0,71 3,09
0,93 0,76 3,08
DIBUTYLAMINE 111922
0.12 0,10 0.98
0,05 0.04 0,99
DIMETHYLPIPERIDINE(2,6)
0.27 0.22 0,97
0.56 0.46 2,00
DIETHYLAMINE 109897
0.48 0,39 1.94
0.02 0,02 0,1t
DIBENZYLAMINE 103491
2,00 1.60 6.91
0.13 0,10 0.53
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APPENDIX C

DESCRIPTION OF COMPUTER PROGRAM MASQUANT
FOR PROCESSING DATA COLLECTED USING MAS
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Description of the Computer Program MASQUANT for Processing and
Editing Data Collected Using the Master Analytical Scheme

1. General

A computer program called MASQUANT has been written to carry out some
of the basic calculations used to process data obtained using the Master
Analytical Scheme.  MASQUANT consists of approximately 2,000 lines of
source code written in ANS] subset Fortran 77, which should make it
operable on any computer capable of handling this language.

The progranm consists of a main routine and sixtcen subroutines,
which will be described in greater detail below. The program is written
to be run interactively, with a continuing dialogue,between the user and
the conmputer. After all of the data cre collected, a report giving the
calculated concentration of each identified component is generated.

In order to use MASQUANT, three files need to be accessed from an
external disk or tape. The files are organized in a sequential fashion,
and are read or written to in this same manner. These files are 1) a
file which contains calculated correction factors for RMRs, which can be
applied to the library file, if desired; 2) a standard file consisting”
of internal and external standards, along with associated data including
recovery factors and response factors; and 3) a file, written in the

identical format as file 2, consisting of data for "unknown" analytes.
The compounds and standards are orga:.ized into 13 classes, consistent
with the MAS Protocols. Detailed tormats for the three files are given
in this Appendix.
11. Descriptlon of the Operation of Individual Routines

(1) Main Program i

The main program organizes the entire scheme and carries out a
number of specific calculations internaily. On initializatiom, i1t
dectermines in what unats the £inal results arc to be reported, the name
of the run, the data and thz class of unknown being analyzed. It deter-
mines if system performance standarcs (SPS) are to be used in modifying
the stored RMR values used in the analysis. It then proceeds to gather

information about the external and intecrnal standards to be used in the
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Reprocucad trom
best available copy

analysas After the standards nave been entered, the program determines
wvhich 10n of each internal standard sill be used 1n the calculation for
each unknorn  The protoco) 1s braefly as follows Each internal stsndard
38 examined 1n order For each internal standard, one external standard
15 thosen for comparison  The external standard chosen 1s that standard
vhose relstave retention tame 38 closest to that of the interaal standard
The amount of internal standard present 13 calculated tvo wavs  darerilv
from the amount specified by the user corrected for standard recorvery
(forvard calculation) and by calculation using RMRs stored for the
partacular anternal standard/external standard comhination (backvard
calculation) 11 SPS has been specified, these R'Rs are rorrected
accordang to the SPS protocol  Forward calctuation 23 carried out once
and the reverse calculation 35 carried out four tames for each of the
possable combination of ions of anternal and external standards (2 x 25
The internal standard 10n chosen 1s that for vhich the veaght correspond-

:ing to the reverse calculation 1s closest to that of the foruard calcula-

taion. .

A single 1on for eath internal) standard :s chosen in this manner,
and then the unknowns are processed Data for each i1ndividual unknown
are ccllected and the concentration of that component 15 computed accord-
ing to the formulas shown 35 the flov chirt, using the internal standard
shich has been chosen as described previcusly After all of the unknowns
have bteen processed 1n this fashion, a report, shoning the concentration
of each unknown, 1s genesated. AL present the program canp accommodate
50 unknowns an each pass  After each report 1s generaled, the program

restarts and the process can be repeated as often as desared
(2) Subroutine BUGTAB

BUGTAE vrites out 2 table of correction factors which are read an
using subroutine TABLPV, or which are generated by program SPS  The
internal standards and external standards are independently listed along

s1th the app-opriate correction factor
(3) Subroutine DUPOLT

Subroviaine DUPOUT chechs the array of standard or unknown numbers

for duplicates The arrays must have previously been sorted 1n ascending
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sequence. 'f a duplicate 1s found, 3t s set equal to 10,000 Finally,
the array 1s resorted, and the nusber of elements an the original array

33 reduced by the numder of duplicate entries found.

(&) Subroutane ENVTER

Subroutine ENTER 3s used to enter & series of numbers which are
either internal standards, cxternal standards, or unknowns The subrou-
tine 1s called four times 1n the program It 1s celled once by SPS,
once for external standard entraes, once for internal standard entries,
and once for unknown entries The numbers are entered using subroutine
INPUT  Ten entries are permatted on each line, and the entare last of
entries 15 terminated with a zero entry The program also does range
checks for each type of compound. External standard numbers mav range
from 1 to 49, internal standards from 51 to 99, snd¢ unknowns from 10) to

999 After the numbers are acquired, the list 1s sorted 1n ascending

sequence and duplicates are removed.
(5) Subroutane FILFRD

This subroutaine reads &ala from estther the standard file or the
unknown file Records are read sequentially from the beginning of the
file until a match 1s found for the class number and the standard nunber
1f the compound vhich 1s sought 1s not found, an error statement 1ts
yssued, othervise all of the file data i1ncluding the compound nane,
molecular weight, recovery factor, 1on masses, R'Rs, etc are returned
for each compound scught

(6) Subroutine CETR'R

This subroutine samply returns one chosen Rk from those present in

the table Parameters are passed to the subroutine which select the

appropriate reference standard and the 1adividual 10n of the compound

(7) Subroutine GTDATA

This subroutane querics the user to provade the relative retention
time and on-column weight for & given substance The subroutaine has
three entrie. one for external standard, ons for internal standard,
and onc for unknowns The datae arc entered ;nto the sysiem by use of

the subroutine INPUT. The program rejects zero vaiues as entraes
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(B) Subroutaine INPLT

INPUT is » podafied version of a stendard ANS] loriran subroutiae
desagned to permt field-free anput for numeric dats  The program has
been altered for this application. humbers can be entered anto Lhe
first faity columns of esch line Only one lane of data can be entered
by 8 sangle subroditine call Mumbers casn be entesed a3 integers or as
floatang point nuxbers containing & single decimal point  Delimiters
h:}sr-n pumbers are either 8 succession of blanks or & single comma
Besides numerals, commas, peraods and blanks only the jetters "K', "B,
and the svmbal ‘7" are allowed as entries "R rveturns a code vhich is
used Lo restart the progrem, "B 13 vused 1o allov the user Lo back up 1n
the program and repeat the previous section A question mark 1s used to
signal an error, and the entare line can then be re-entered. Al) other

characters, inciuding "+ and - are not allowed Further detarls of

this program are found i1n the source listings

(9) Subroutine ISREP

Subroutine 1SREP 135 & report rouline shach Iasts the data stored
for internal standards The variables Jasted are the standsrd number,
11s name, molecular weight, relative retention Lime, mass of 1on used
{for computataon, forvard snd backward calculated vesghts, and svatem

response
{10) Subreutsr- UPORT

REPORT srates out the final repurt for the analys:s In sddition
to reporting periinent data for each run, each unknown 13 listed by name
and number The calculated concentration of each comrponent 1% printed

eather 1n PP (mg/l) or 1n PPB (ug/l)

(11) Subroutine RMRIIX

RRIIX 1s » ptograé shereby the R'R values listed for a particular
internal standard or uninown are-sltered by multiplication by the appro-
priate correction factor which has been previously stored on » dash
fi)e  The subtoutine »s called trice once to correct RRs of internal
stendards, and once for unknosns  Although only & sangle RR 13 used by
the maan program, for the sshe of simplicity o)) of the RiRs for & given

entry are altered
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(12) Subrouline SORTUP

Subroutine SORTUP 1s & very low level sort routine wratten to order
snteger numbers in ascending sequence The algorithm used 15 a sample
budbble sort  Every number 13 compared with every other 1f the numbers
sre already in sequence, they are left vithout alteration If they are
out of sequence, the numbers are exchanged Allhouéh thas algor;lhm 18
not haghly efficient, 1t 1s only used for & maxamum nf fafty eniries,

and a more sophisticated treatment was notl s2:ranted
(33 Subroutane SPS

Subroutine SPS 13 a najor subroutine shich determines 1f system
performance standards are to be employed 1n correcting the RMR values
stored 17 so, then a sequence 1s entered which calculates correctign
factors The program 3s commented very completely in the source listing
and by a flos chart. In brief, the program 1ni1t1ally determines whether
SPS processing 15 desired, whether a table exists, and vhether or not an
exasting table should be left unaltered, deleted, or updated The
system allows storing only a singie set of tables for one class of
unknowns 1{ more than one class of unknowns are to be pr&:es: using
SPS, then the routine must be executed separately for each class

The program vorks by obtaining weights, times, and responses for »
series of not less than five szons From these data a square matrix of
R'MRs are calculated, 1.e., the RMR of each 10n 15 calculated vith
respect to every other ion entered Then, the R'Rs permanent)y stored
03 ¢isk or tape 1n the fale for a sangle 10n are ccmpared vath those
just calculated, makirg use of a simplc linear regression through the .
origin  The slope of each regression line 1s the. stored as the correc-
tion factor for each jron The correction factors are then vritten onto

disk for permanent storage (untal the subroutane SPS 1s run sgain)

(14) Subroutine SPSCHX

Subroutine SPSCHK 1s used to test entries made by the user under
SPS protocol to make sure that there as » table entry stored for each
100 reported Thas subroutine 15 executed tvice during the course of

the program
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€15) Subroutine SYSRES

SYSRES & a data entry subroutine used to have the user enter
system responses for & partacular compound. The progrem already hnows
the 1ons for wvhich responses sre desired, and prompls Lhe user to respond

waking use of the sudroutine JIMPUT.
(16) Subtroutine TABLRM

Subroutine TABLRM 15 used to communicate between the main program
and the SPS5 vable of carrection factors )t can be used either to read
the table or to »rite new dats onto the table In the read mode, the
subroutine checks to see vhether & tadle 13 or 15 not present for the
class requested, and returns eilher the data or an appropriate return

code to andicare that a table 15 sbsent
{17) Subroutyne YOV

Subroutane YOX 13 used to handle alphabelic ansuers to questions
1f the first character typed 18 2 "Y' or an “N“, the subroutine seturns
an appropraiate code In add:ition, the subrou.ine recognazes an “R™
character, o “B”, and a “*" The R and B are used by the calling program
for & system restart or backspace, respectivels, and a4 questson mark

allows the user to re-enter his snsuer
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INTERNAL/EXTERNAL STANDARD FILE AND UNKNOWN

FORMAT OF

FOR HASTER ANALYTICAL SCHEME

Entries (records) in file are ordered by:

1)
2)
3)

class
compound
10n mass

number

Each entry occupies of ] or 2 retords depending on the wumber of
1ons catalogued.

DCB=(RECFM=FB,LRFC!=440,BLKSIZE=3960),

A

1)
2)
3)
4)
5)
6)
7)
8)

10)
11)
12)
13)
14)
15)
16)

FIXED PORTION OF RECORD

First Last Byie
Descraption Format Column Column  Length
CONPCUND NAME. 36A2 1 72 72
BLANK SX 73 17 5
NAME LENGTH 13 78 80 3
MOL. WT. 14 81 84 4
BLANK 2X 85 86 2
CPD. NWMBER 14 87 90 4
CPD. CLASS 12 91 92 2
MASS OF ION 4 93 96 4
RECOVERY Fu.2 97 100 4
BLANK Ix 101 101 |
TYPE FLAG (1-15; 2-XS; 3-7) 1l 102 102 1
K0. OF 1JOAS (1 OR 2} 11 103 103 }
10% NWMBER (1 OR 2) 1] 104 104 |
RECORD NUMBER 14 105 108 L
NO. OF STDS. W/R!Rs 12 109 110 2
BLAXK 10X 111 120 10

UMT = 7(1S and XS}, 8(lni
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z61

ST,
ST.
NO,
ST,

ST,

ST.
ST,
NO.
ST.
RMR
ST.
AMR

ST.
5T,
NO.
ST.
RMRA
ST,
RMA

VARTAALE PORTION

Descriptinn
NO,
FI1G. (1-XS; 1-19)
OF ST0. tuNS (1 OR 2)
HASS 1
1

. MASS 2

2

LiLE

FLG. (1-XS; 2-1S)

OF STD. 1ONS (1 OR 2)
MASS |

1

MASS 2

)

Ho,

FLG., (1-XS; 2-15)

OF STV. 10NS {1 OR 2)
HASS 1

1

MASS 2

b4

NO,

FLL, (1-XS; 2-1S5)

OF STD. 1ONS (1 OR 2)
HASS 1

1

MASS T

2

format

12
it
1
13
FS.2
1N
5.2

12
1t
1
13
£5.2

F5.2

12
[}
n
11
F5.2

F5.2

12
1
11
n
F5.2

Fs.2

Rytce

[V RV R e [V Rv ey N . [T RN I Katiadi ]

o WA A e = B

)
Fn )
124 122
12) 120
124 174
129 127
128 112
(B3] 139
1)6 Y40
3
mnm m
20) my
2116 s
% )
IR 2112
21 215
ih 20
(9)
/L 2182
PLA! P10
1R4 2H4
1KY bLY)
IRH 2
29) 9%
296 Jan
an
RLY] K2
AL ) 3
1hé In
165 n?
18 3172
11 175
Ih JROY

Standard Numher

@
n s
151 162
16y 14}
144 1%4
125 ) 147
148 152
13} 153
156 160

(%)
22 12
11y 1
226 2N
128
2R IR
M2
236 240

tioy
01 102
B3] m

nG 111
Jas Jar
8 M2
M N
316 320

14y,
JRL IR
LA L}
pLL] IAL

185 1R?
R 192
BLATIES L)
196 4N0

R

181
(L3
Ihe
6%
1Y
1)
176

b I3}
261
244
F{%}
2LA
™y
294

b2A)
32}
124
325
p3d.
113
pRL)

L0l
4n)
(3119
ang
LUR
a1
(31}

[$)

A
162
18}
1hé
16l
122
175
1R}

L0

us)
a2
)
Gy
un)
A¥}
418
620

[03)
LI )
141 182
19y 1M
184 1R4
18%Y  IR?
188 192
193 19%
196 0
m
6t 262
%) 6}
G 64
113 BE1Y
W8 112
7y 2
76 180
02)
b LI SR 2
J&y )6y
J4a 119
b LD M7
3B )52
P23 IS 33 ]
356 )60
(16)
L1 W
&) a1
626 424
L2 627
31 B Y P
LR ST 3 1
CRLIN YA ]



FORMAT OF CORRECTION FACTOR TABLE FOR
SYSTE!M PERFORMANCE STANDARDS
MASTER ANALYTICAL SCHEME
DCB=(RECFM=FB,LRECL=B0 ,BLKSIZE=800), UNIT = 6

FIRST CARD DESCRIPTION

Farst last
Format Byvtes Column Column
1. TABLE FLAG. 0-NO TABLE, 11 1 l )
1-TABLE
2. TABLE CLASS 12 2 2 3
3. NO. OF STDS. (NTST) 12 2 4 5
4. DATE LA2 1 6 13

SUBSEQENT CARDS (NTST IN NLMBER)

1. STANDARD NUMBEA 13 3 1 3
2. INT/EXT FLAG (1 OR 2) 11 1 4 4
3. NO. OF FACTORS (1 OR 2) 11 )} 5 5
4. MASS ) 13 3 6 8
5. FACTOR 1 F5.4 5 9 13
€. MASS 2 13 3 14 16
7. FACTOR 2 F5.4 L) 17 21
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TAPE DOCUMENTATION

The tape RA1375 was wratten in IBM standard label format in EBCDIC

at 1600 B.P.1. The order, names, and contents of the data sets residing on

the tape are as follows:

1)

2)

3)

4)

5)

6)

EPAQONT,.CARD3.STDS

Card image data for a single test class of standards for primary
input file for the program ADD(s).

EPAONT.CLASS3,STDS

Test data set to be used as standard file input to MASONT (11).
This file can be generated by using ADD{(S) with (1) as primary
input.

EPAQNT,CARD3.ANLS

Card image data for a single test class of analytes for primary
input file for the program ADD(S).

EPAQNT.CLASS3,ANLS

Test data set to be used as analyte file input to MASONT (11).
This file can be generated by using ADD{5) with (3) as primary input.
EPAQNT.ADD,.SOURCE

This file comprises the card image source code for the data base
creation program ADD, _See-data base management documentation for
input and ouiput file numbers and formats,

EPADONT .REPORT.SOURCE

This file comprises the card image source code for the listing
generation program REPORT. See data base management documentation
for input and output file numbers and formats. Can be tested

using either (2) or {(4) as input.
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7} EPAQNT.EDIT.SGURCE
This file comprises the card image source code for the data
bagse modification program EDIT. The gsample run can be reproduced
by using (8) as control card input and (2) as primary input file.
See data buse maragement documentation for input and output file
numbers and formats.

8) EPAQNT.EDIT.CNTLCARD
This file comprises card images which are to be used as ontrol
cards for EDIT (7) along with {2} in generating a test run.

9} EPAQNT.DELETE.SOURCE
This file comprises the card image socurce code for the program DEI ETE.
The sample DELETE run can be produced using (10) as control cards and
(1) as a primary input file. See data base management documentation
for input and output file numbers and formats.

10) EPAQNT.DELDTE.CHTLCARD
This file comprises card images which are to be used as control cards
for DELETE {9) along with (2) i1n generating a test run.

11}  EPAQNT.MASQONT.SOURCE
This file contains the card image source of the revised MASONT,
Sample analyte, standards, and table files are (4), (2;, and (12)
respectively.

12) EPAQNT.SPS.TABLES
This is a copy of the System Performance Standards t._bles used
in the sample run of MASQONT.

A copy of a successful run for each of the four data base management

programs was included. It should be possible to duplicate the same
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output on another machine with the documentation of each program being
used and the appropriate combination from the above twelve tape datasets.
Perhaps the easiest way to create a new MASQONT data base is to assign
standard and analyte IDs according to the ADD documentation, fill out
copies of the entry forms provided, and use a comb}nation of the ADD,
REPORYT, and the editor of the particular machine being used. A sample of

blank entry forms for ADD is provided herein.
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HASQNT

This second version of MASQNT uses the same fortran unit numbers for

input/output as the first;

Unit - User Input

Unit 3 - User Output

Unit 6 - System Performance Standard
correction tables

Unit 7,-'Standard Database

Unit 8 - Analyte Database

The protocol class pames and their corresponding numbers are as follows:

1.

Purge and Trap (\0)

Elevated Temperature Purge and Trap (NEVWS)

Batch Liquid-Liquid Partationing for pH 8 Extractabies/

No fractionation (WABN- BLLE)

Batch L-L Partitioning for pH 8 Extractables/Fraction No. 1' (WABN)
Batch L-L Partitioning for pH 8 Extractables/Fraction No. 2 & 3 (VABN)
Batch L-L Partitioning for pH 8 Extractables/Fraction No. 3 (WABN)
Flow-Under L-L Partitioning for pH 8 Extractables (WABN-FU)
Accumulator Column for pH 8 Extractables (WABN-SC)

Batch L-L Partitioning (pH 1) for Acad Extractables (ESSA)

Anion lon-Exchange/Distillation for short chain acids (VOSA)

Anion Ion-Exchange for strong acids (NOVA)

Cation lon-Exchange for Primary and Tertiary Amines (SAM-PT)
Cation Jon-Exchange for Secondary Amines (SAM-S)
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Data Base Management Programs For MASQNT

The data base management system for the master scheme consists of four
programs: ADD, DELETE, REPORT, and EDIT. All of the programs are written
in ANSY Fortran and are intended to operate in a batch environment. The
data base used by MASONT consists of two files: a standard file which
contains the RMR's of standards versus each other and an analyte file which
contains RMR's of analytes versus standards. The format of the standard
and analyte files are the same and any of the four programs can be used on
either file. While the proyrams should be protable they do not by themselves
furnish the capability of modifying the MASONT data base. The sort utility
of the machine being uced must be used in preprocessing or postprocessing
steps. The control cards to three (DELETE, REPORT, and EDIT) mist be sorted
in a particular sequence as well as the output files generated by three
programs (ADD, REPORT, and EDIT). Also some file handling utilities have
to bs used in conjuncgion with the programs which modify the files (ADD,
EDIT, and DELETE). These programs use the coriginal data file {standard or
analyte) and card images as input and write the updated output to a different
file. The renaning, deleting, backup, and changing to the new input file
for MASONT must be done by the user with utility programs on the machine

these programs are being rur on.
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REPORT

The program REPORT produces a formatted listing of the files used by
MASONT from card images specified by the user. REPORT is used to generate
listings of the data base, to verify the correctness of nes entries made

into the data base by ADD.

REPORT reads the MASQONT file from unit 6 and writes a listing output
to unit 3. The control cards are read from vnit 1 and must be ordered by
ascending class numnber (card colﬁmns 15-16) ana by ascending compound
number (card columns 17-20) within class number. Error messages concerning
control cards are written to unit 4. Two types of controls cards are
recognized by REPORT: LIST and ALL. The ALL card is used to generate a
listing of the entire file. All that is needed to generate a complete file
listing specific entries in the file when a complete printout is not desired.
A typical use of the LIST option would be to verify the correctness of

changes (on a limited number of entries) made by the program EDIT.

LIST 26 8 63
LIST 1539 9 3
LIST S8 9 761
LIST 61 9 772
Format of Control Cards for Report:
Beginning Ending
Column Column Field Contents
LIST 1 4 LIST
11 14 Record # of Compound (right justified)
15 16 Class # of Compound (right justifaied)
17 20 Compound # (right justified)
21 21 Ion #
ALL 1 3 ALL

199



The field in column 21 of the pIST card is used for printing out
indiviGual ions for a compound entry, i.e., a 1 coded in column 21 will
cause the program to list the first ion only and an 2 will cause the program
to list the second ion only. Leaving column 21 blank will cause the program

to list all ions for the given compound.

The numeric entries in the field columns 11-14, 15-15, and 17-20 must
be right justified. The control cards must also appeér in order class #

and compound # withan class #.

Since the L1ST card is intendcd for use with only a few specific
entries and since the ALL card can always be used to print the entire file,
the number of control cards for REPORT should be limited, thereby éaking it
easy for the user to enter control cards in the proper order. However, in
the event ov a large number of LIST cards it should be possible to order
the cards in a prior step with the sort program of the particular machine

being used.
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DELETE

The program DELETE is used to eliminate entries from the data base
which are no longer used or which have been found to have been entered
incorrectly. DELETE reads control cards specifying which compounds are to
be deleted from unit 1, reads the input file from unit 7, and writes the
output file to unit 8., Error messages and messages telling which entries
were deleted are written to unit 3, Each run of DELETE in in a sense
tentative because the original file is left intact. If the user is not
satisfied with the error messages returned by the program, he can simply
alter the control cards and run DELETE again using the same input and output
files. When a DELETE run without error messages is obtained the user can
then finalize the deletions by scratching the input file ind renaming the
output file to the old input file name with the utility programs of his
particular machine. ONly one type of control card is recognized by DELETE,
the 'DEL' card which is specif{ied by coding DEL in card columns 1-3. The
user enters one DEL card for each compound tc ke deleted from the file,
The program expects the cards to be sorted in order of ascending class
number and by ascending compound number within class number. Having the
cards out of order will cause DELETE to issue an error message. In the
event that many entries are to be deleted, it may be advantageous to sort
the control cards with a utility program prior to running CELETE.

The format of the DEL cards is as follows:
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Beginning Ending Field Contents

Column Column
1 3 CEL
AR 14 Record # of 1st Compound Ion (right
justified)

15 16 Class # of Compound (right justified)

17 20 Compound # (raght justified)
DEL 1019pp4
DEL IPipes 2
DFi. 11p2pp57

As with REPORT the numer.c entries in the field columns 11-14, 15-16 and 17~
20 are all right justified. Also as with REPORT, the control cards should

be entered in order of ascending class # and compound # within class #.
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EDIT

The program edit is used to modify existing entries in either the
standard or analyte files. The control cards are read from unit 1, the old
data file is read from unit 7, and the new modified data file is written to
unit 8., Messages from EDIT are written to unit 3, like DELETE and ADD,
each run with EDIT is“tentative because the original file is not modified.
The EDIT program can be run as many times as needed unitil a correct output
file is generated. The changes made by EDIT become final only when the
input file is scratched. EDIT can be run on the standard file to modify
RMR's of standards or on the analyte file to modify RMR's of analytes versus
standards. EDIT recognizes three types of control cards: The CRMR card
which modifies existing RMR's, the ASTD card which adds RMR's for new
standards, The control cards to EDIT must appear in order of ascending
class number (card columns 15-16), ascending compound number within class
(card columns 17-20), and ascending ion # within compound (card column 21)
in order for EDIT to work properly. As with DELETE and REPORT, the sort
program of the particular machine may have to be used in the instance of a
large number of cards. No sorting of the output file of EDIT is required.

The format of the CRMR is as follows:
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Beginning Ending Field Contents

Column Column

1 3 ADD

6 6 Number of Ions for Compound (1 or 2)

8 9 Number of Standards (1 to 16)

11 12 Class Number (see figure for permissable
codes)

14 14 Type (1 to 3)
! = External Standard
2 = Internal Standard
3 = Analyte o

16 19 Mass of 1st compound ion

21 24 Mass of 2nd compound ion

26 29 Compound molecular weight

32 35 Recovery fraction for compound
(Real fraction betwecen 0.0 and 1.0)

37 39 Compound 1D

The NAME card has only one item: The name of the compound being added
which starts in column 6. The STD cards follow the ADD and NAME cards.
Each STD card contains the RMR's for a given ion of the compound being
added relative to a given standard. The number of ions permitted for a
compound is erther 1 or 2 and 1s coded i1n column 6 of the ADD card. The
number of STD cards which are to follow for each ion i1s coded in columns 8-
9 of the ADD card. The STD cards for the second ion - if the compound has
two ions - follow the STD cards for the first. The items on a STD card and

their respective fields are as follows:

Beginning Ending
Column Column
1 3 STD
6 6 Ion Number (1 or 2)
8 9 Sequence Number of Standard within
Ion (1 to 16)
1 12 Standard ID (Explained Below)
14 14 Standard Type (1 = External,
2 = Internal)
21 23 1st Standard Ion Mass
26 30 1st Standard RMR
32 34 2nd Standard Ion Mass
37 41 2nd Standard RMR
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The format of the ASTD card is as follows:

Beginning Ending
Column Column
1 4 ASTD
1" 14 Record # of Compound
15 16 Class # of Compound
17 20 " Compound #
21 21 Ion #
26 27 ID #§ of Standard within Record
29 29 Standard Type
(1 = External, 2 = Internal)
N 33 Mass #1
35S 39 RMR #1
41 43 Mass #2
45 49 RMR #2

The entries in columns 11-21 are used to locate the correct entry in the

data base. The ID number for the standard should be consistent with the
instructions to ADD. If there are already sixteen standards for the compound
ion the program will print an error message with no change of the standard

record.

The DSTD card accomplishes the reverse of the ASTD card - it is used
to strike RMR references to standards which are no longer to be used and
which have been deleted from the standards file,

The format of the DSTD card is as follow:

Beginning Ending
Column Column
1 4 DSTD
11 14 Record # of Compound
15 16 Class # of Compound
17 20 Compound #
21 21 Ion §
23 24 Ordinal # of Standard withain Record
26 27 ID # of Standard within Record

The fields in columns 11-21 locate the entry as with the ASTD card.
Ordinal number of the standard within the entry (columns 23-24) is used as
a check against the standard ID to ensurc that the correct standard reference

is deleted.
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Beginning Ending

Column Column
1 4 CRMR
11 14 Record # for Compound
15 16 Class # for Compound
17 20 Compound #
21 0 Ion #
23 24 Ordinal # for Standard on Rcport
26 27 ID # of Standard on Report
N 33 Standard lon Mass #1
35 39 RMR #1
41 43 Standard Ion Mass #2
45 49 RMR #2

The CRMR control card information is meant to be taken from the output of
REPORT. The EDIT program uses the compound #, class #, and ion # to locate
the entry in the data base and the record # as a double check. The standard
ordinal #, standard ID # and standard ion mass are used to locate the
correct standard ion mass on the data base entry matches the mass entered
in card columns 31-33, then the data base RMR for that standard is replaced
by contents of card columns 35-39. Likewise, if the second standard ion
mass on the data base entry matches the mass entered in card columns 41-43
the data base RMR for that standard is replaced by the contents of card
columns 45-49. Leaving a standard ion mass field blank will result in no

RMR change regardless of the cortents of the corresponding RMR field.

The ASTD card is used to add standard references to existing entries
in both the analyte and standard files and thereby enter RMR information of

existing entries entries versus newly added standards to the data base.
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ADD

The program ADD is used to add new compounds to the MASQNT data base,
ADD reads in the new compounds from card images on unit 1, reads the old
MASONT file from unit 7, and writes the new MASQONT file with added entries
to unit 8. Before the new MASONT file created by ADD can be used_yy the
MASONT program, it must be sorted in order of ascending class number (columns
91-92) and in order of ascending compound number (columns 87-90) within
class #. It is strongly recommended that any new additions to the MASONT
files be proofed by use of the REPORT program before they are used as input
data for MASQNT, Like DELETE and EDIT, each run of ADD is tentative until

the old file is deleted and the new file is renamed to the o0ld file name.

The ADD program recognizes three k%nds of control cacds: The ADD card
which supplies numerie informatjion on the compound being added, the NAME
card which supplies the name of the compound bwing ada:d, and the STD card
which supplies information on the RMR's and ion rasses for each entry. The
card image input to ADD for each compound consists of first an ADD card,
followed by a NAME card, and however many STD cards were specified in the
fields for number of ions and number of stindard on the ADD card: The
program checks for proper sequence of ADD-NAME-STD cards and for the proper
number of STD cards following the ADD and NAME cards and issues an appropriate

error message if there is a discrepancy.

The items for the ADD card with their respective columns are as follows:
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When adding compounds to the data base new coapounds ID's have to be assigned.
Each new entry must have a compound ID number assigned to it., It is crucial
that the compound ID's (columns 11-12 of the STD card) he agsigned
consistently. The compound numbers must fulfill two requirementa: A range
requirement and uniqueness with:n compound class. The coapound ID numbers

must be within the following ranges:

External Standards 1-4%
Internal Standards 51-99
Analytes 100-999

The types for standards rust also follow the conditions:

Internal Standards TYype = 2

External Standards Type = 1

Analytes Type = 3

Whether making adi.tions to the standard file or to the analyte file,
the output file generated by ADD must be sorted in order of increasing
class number (columns 91-92) and in order of increasing compound number
(columns 87-90) within class number, After being sorted the file should
have new entries verified by the REPORT prograr before the new file is used

by MASONT.
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Figure €-1. Flow Chart of Master Scheme Software

November, 1980

Glossary
PPM = Parts per Million
PPR = Parts per Billion
FACT = Factor
SPS = Syster Performance Standards
VOL = Volume
1S = Internal Standard
XS = Laternal Standard
RRT = Relative Retention Time
VT = Weight
UXR = Unknown
MK = Molecular Weight
SR = System Response
RMR = Relative Molar Response
FOR = Forward

BACK = Backward

{continued)
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Flow Chart of Master Scheme Software

November.rl980

Type Heading

Fact = 1000
@® ————

y3
a»l N

—

Enter Class
Kumher (NFR)

CALL INPUT

Get Class
Name

DATAIN

{continucd)
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DATAIN

CALL SPS

1

Read in Sample Information
1) Sample code
2) Date
3) Comments
4) Volume of water sampled
and processed
P

Print
List
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m External Standard Infornation
NXFL is & flag indicating XS.
MFL =« O

Get No. of .
Ext. Stds. ETER

Get Ext.

Loop 1:
for Each
Ext. Std:

l

Pick \p
RRT & ¥7 on CTDATA

Colunn

gEnd Loop 1

Loop 2:
for Each
Fxt. Std’

I

Get Svsteo
Response SYSRES
for Std.

tnd Loop 2

£X12
(continued)
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EXT2

Find Out How Many
Valid Ext. Stds'.
(Non-zero Responses)

NXFL = 1

—
Check Stds.

SPSChK

(continued)
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< INT ,

Internal Standard Routine

Enter
Nos.

Get Int. Std.
Information.
Follows
Algorithm
for Ext. Stds.
(FILERD,
GTDATA,
SYSRESP)

r

‘ SELECT ’
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Error
G0 TOQD

Substitute
Ext. Stds.
For Internal

‘ UNK f

(continued)



( SELECT ) Select which Int. Std. ion
to use if data for more

than one ion is available.

Loops:
for Each
Int. Std.:

>1

Compare

RRT of 1S
with XS

Choose XS
with Smallest
|Time Difference]|

Calc. Forward
An: of INT STD added (AlISA)

i o :
Al1SA kt.ls . Recov.IS

‘ SCLECT2 ’

(continued)
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SELECT2

RMRFIX Adjust RMRs

for SPS
N
Loop 4: for Each Combination
of 1S lon and XS lon
(2 x 2= 4 in all)
Calculate bach. wt {ATSC)
Amt. Std. Calc.
MW__ x S.R.
1S 15
ATSC (1) = Wt... X oo < .
- Jhxs b -.R.xs x RMR
EXD LNOP 4 ’
( SELECT3 ,
(continued)
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SELECT)

Deterrane the Ratios
of For. to Rack. Wis.

Luoop S: for All Combirations (l-l;]

< AlSA >

AlsaA

vs
ATSC(1)

N

R = ATsc(D

!

Eng Loop §

|

Chocse as Bist*Razio
that Closest to 1.0

crward Wt. Less
than 0.83 x Best
Backward W¢.

Substitute.
1.2 x Forward Wt.
for Calc. Wt

I 1S

Choose the IS lon
Corresponding to
Best Ratio

End Loop 3
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Int. Std.
Report ?

(contirued)
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SPSCHK

N Check to see
if correction
tactors for
1S are in file.

Enter Unk.
Numbers | ENTER
(up to 50)

g

Loop 6: For
Each Unknownr

Pick up Name,

FILER
RMRs, etc. LERD

Enter Wet., RRT | GTIDATA

‘ UNK2 ’

Ut

{continued)
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‘ UNK2 )

Value Only,

Determine the 1S
with the Nearest RRT

<PS? >

N

Get System Respense
fer Lach lon.
Use the larger SYSRES

RRFIX

Adjust RMRs
Using Correction
Factors

Rec;::\\\\z Do \ot Calc. Fad

ery Below
0.4
5

Leop 6

Calculate Unknown Weight

> \
‘:TIS x S'R'rnk X )mvn?

ULk (1) 7 _ x S.R. x RIK x Rcco&gry

"1s 15

( UNK3 ’
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Prepare for Report

MULT
UNKKT(1) * 1000

l

Divide by
Analyte Vol.

End Loop 6

(Report Results )

f—— Loop to @

END

(continued)
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SPS

Subroutine to Determine
Correction Factors for

(' TaBLrw ) RiRs

Read Table

RETURN

BUGTAB

SCRATCH

‘ NEWTABLE ,

(continued)
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NEWTABLE

——

Enter Date,

Standard Numbers ENTER

Loop 1:
For All Standard
Numbers:

Get File
Information p— FILERD
Name, RMR, etc.
1
End Loop 1

Determine Total
Number of Ions (NTION)

DATAIN

(continued)
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‘ DATAIN ’

—_

>

Loop 2: For Each Standard:

Enter Wt. of Std. on Column
Enter System Responsc for Each lon

End Loop 2

Check for
Zero Responses

N
S or More

Non-zero

RMRCALC

(continued)
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j RRIALC l

Looo Ja: For
Lach Std:

[Leop 3b. For fach lon In Std. J
[I;cp &: Tor Each ? ']

Determine the R'R of the lon in All
the Other Input Values (OTH\AL)

L o o Sist. Resp (lon) x M (f2q) x WT <OTPLAD
RR (omia) - Syst. Resp (OTHVAL) » .fm (CIrial) x W1 (10U

End Loop &

Su- the Squares of the RMRs
$Q = - |RMR (Other Values)]!®

|

Deterrine the Cross Procuct Sun
XPDCT = Z[RIR (Other Vals) x RMR (Lidbrarv))

SO
Factor = X50eT

RMRLAST

(continued)
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< RIRLAST ’
Print Out Table . \
of Correction Factors BUCTAB

Table Flag = 1

|

\Urite Factors TABLRY
to Disk ABLRY

‘ RETURN ’

é

‘ SCRATCH )
<TEET TABLE FLAG TO ZER?;)

TABLRW >
( RETURN }
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