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Comments for Sample AE12742 - Analysis $GCMS
Westchester Dept. of Labs & Research

User: Vinci, David L
Date: 06-10-2002 Time: 15:32:00

The GCMS scan, 35 to 550 amu, does not reveal the presence of unusual compounds.
The recovery for 1 of the 43 compounds in the LCS Standard was low.
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16

Instrumen
1.00

060302 .RES

R wualitLidl 1Ol Keporc (WL KrReviewed)

Data File : C:\MSDCHEM\1\DATA\060702\12742.D Vvial:

Acqg On : 7 Jun 2002 8:47 pm Operator:

Sample : Inst :

Misc : Multiplr:

MS Integration Params: EVENTS.E

Quant Time: Jun 10 11:21:38 2002 Quant Results File:

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)
Title : 508 Modified GC/MS scan

Last Update : Thu Jun 06 15:03:45 2002

Response via : Initial Calibration
DataAcg Meth : 508SCAN

Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) 1,4-dichlorobenzene-d4 9.89 152 4418651 40.00 ug/L 0.00
10) Napthalene-ds8 13.39 136 17751293 40.00 ug/L 0.00
17) Acenapthalene-dilo0 18.52 164 9799746 40.00 ug/L 0.00
29) Phenanthranene-dlo0 22.90 188 14762444 40.00 ug/L 0.00
37) Chrysene-dl2 30.75 240 7510098 40.00 ug/L 0.00
43) Perylene-dl2 34.65 264 3141754 40.00 ug/L 0.00
System Monitoring Compounds
27) TCMX 20.50 209 1976681 28.11 ug/L 0.00
Spiked Amount 40.000 Recovery = 70.28%
Target Compounds Qvalue
2) n-nitros-dimethyl amine 0.00 74 0 N.D. d
3) bis(2-Chloroethyl)ether 0.00 93 0 N.D.
4) 1,3-Dichlorobenzene 0.00 146 0 N.D.
5) 1,4-Dichlorobenzene 0.00 146 0 N.D.
6) 1,2-Dichlorobenzene 0.00 146 0 N.D.
7) 2,2'oxybis(l-Chloropropane 0.00 45 0 N.D.
8) N-nitroso-di-propylamine 0.00 70 0 N.D.
9) Hexachlorocethane 0.00 117 0 N.D.
11) Nitrobenzene 0.00 77 0 N.D.
12) Isophorone 0.00 82 0 N.D.
13) bis(2-Chloroethoxy) methan 0.00 93 0 N.D.
14) 1,2,4-Trichlorobenzene 0.00 180 0 N.D.
15) Napthalene -0.00 128 0 N.D.
16) Hexachlorobutadiene 0.00 225 0 N.D.
18) 2-Chloronaphthalene 0.00 162 0 N.D.
19) Dimethylphthalate 0.00 163 0 N.D.
20) 2,6-Dinitrotoluene 0.00 165 0 N.D.
21) Acenapthylene 0.00 152 0 N.D.
22) Acenapthalene 0.00 153 0 N.D.
23) 2,4-Dinitrotoluene 0.00 165 0 N.D.
24) Diethylphthalate 0.00 149 0 N.D.
25) 4-Chlorophenyl-phenylether 0.00 204 0 N.D.
26) Fluorene 0.00 166 0 N.D.
28) Azobenzene 20.50 77 33506 N.D.
30) Nnitrosodiphenylamine 20.50 169 38065 N.D.
31) 4-Bromophenyl-phenylether 0.00 248 0 N.D.
32) Hexachlorobenzene 0.00 284 0 N.D.
33) Phenanthrene 0.00. 178 0 N.D.
34) Anthracene 0.00 178 0 N.D.
35) Di-n-butylphthalate 25.05 149 474446 Below Cal # 96
(#) = qualifier out of range (m) = manual integration
12742.D 060302.M Mon Jun 10 11:22:10 2002 Page 1
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Data
Acg O
Sampl
Misc

Quantitation Report (QT Reviewed)
File : C:\MSDCHEM\1\DATA\060702\12742.D Vial: 16
n : 7 Jun 2002 8:47 pm Operator:
e Inst : Instrumen
Multiplr: 1.00

MS Integration Params: EVENTS.E

Quant

Quant
Title
Last

Respo

(#)
1274

Time: Jun 10 11:21:38 2002

Quant Results File: 060302.RES

Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)
: 508 Modified GC/MS scan

Update : Thu Jun 06 15:03:45 2002

nse via : Initial Calibration

DataAcqg Meth : 508SCAN

Compound R.T. QIon Response Conc Unit Qvalue

Fluoroanthene 0.00 202 0 N.D.

Pyrene 0.00 202 0 N.D.

Butylbenzylphthalate 0.00 149 0 N.D.

Benzo (a) anthracene 0.00 228 0 N.D.

Bis(2-ethylhexyl)phthalate 0.00 149 ¢ N.D.

Chrysene 0.00 228 0 N.D.
Di-n-octylphthalate 0.00 149 0 N.D.

Benzo (b) fluoranthene 0.00 252 0 N.D.

Benzo (k) fluoranthene 0.00 252 0 N.D.

Benzo (a) pyrene 0.00 252 0 N.D.

Indeno(l,2,3-cd)pyrene 0.00 276 0 N.D.
Dibenz(a,h)anthracene 0.00 278 0 N.D.
Benzo(g,h,i)perylene 0.00 276 0 N.D.

|

= qualifier out of range (m) = manual integration (+) = signals summed
2.D 060302.M Mon Jun 10 11:22:11 2002 Page 2
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Quantitation Report (QT Reviewed)

Data File : C:\MSDCHEM\1\DATA\060702\12742.D vial: 16

Acg On : 7 Jun 2002 8:47 pm Operator:

Sample : Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: EVENTS.E

Quant Time: Jun 10 11:21 2002 Quant Results File: 060302.RES
Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)
Title ‘ : 508 Modified GC/MS scan

Last Update : Thu Jun 06 15:03:45 2002
Response via : Initial Calibration

Abundance TIC: 12742.D
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Data File : C:\MSDCHEM\1\DATA\060702\12742.D Vial: 16
Acg On : 7 Jun 2002 8:47 pm Operator:
Sample : Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: LSCINT.e
Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)
Title : 508 Modified GC/MS scan
Signal : TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 3.473 64 67 76 PV 7 7663 133996 0.33% 0.062%
2 3.708 94 107 112 PV 4 54337 2410784 5.98% 1.119%
3 3.749 112 114 125 VvV 8 54185 2255925 5.59% 1.047%
4 3.819 125 126 129 VvV 2 50316 714178 1.77% 0.331%
5 3.843 129 130 135 VvV 3 51194 1128839 2.80% 0.524%
6 3.884 135 137 141 VV 4 477584 984628 2.44% 0.457%
7 3.913 141 142 148 VV 4 45808 1005134 2.49% 0.466%
8 3.955 148 149 165 VV 8 44152 2447453 6.07% 1.136%
9 4,395 221 224 226 VV 2 27110 386959 0.96% 0.180%
10 4.519 240 245 253 Vv 9 24992 1030464 2.56% 0.478%
11 4.765 284 287 291 VV 4 16356 363663 0.90% 0.169%
12 4.801 291 293 309 VvV 4 15611 837568 2.08% 0.389%
13 4.948 315 318 320 Vv 3 12090 183353 0.45% 0.085%
14 4.971 320 322 324 VvV 3 12088 153311 0.38% 0.071%
15 4.989 324 325 327 VvV 11147 117743 0.29% 0.055%
16 5.012 327 329 330 VvV 2 10525 107089 0.27% 0.050%
17 5.341 381 385 392 Vv 7 7365 244374 0.61% 0.113%
18 5.894 477 479 482 PV 4 1925 25401 0.06% 0.012%
i9 5.952 482 489 507 Vv 2 13570 485632 1.20% 0.225%
20 6.381 561 562 568 PV 4 1934 22962 0.06% 0.011%
21 7.057 673 677 679 PV 5 1967 23417 0.06% 0.011%
22 8.702 951 957 965 PV 4 8345 189563 0.47% 0.088%
23 9.002 1004 1008 1015 VV 6 2470 58644 0.15% 0.027%
24 9.213 1039 1044 1054 VvV 11195 225962 0.56% 0.105%
25 9.895 1151 1160 1181 VV 1296672 26296740 65.22% 12.201%
26 10.159 1200 1205 1211 VV 4 3430 ‘ 58690 0.15% 0.027%
27 11.828 1483 1489 1496 PV 5 6941 115548 0.29% 0.054%
28 12.368 1575 1581 1591 PV 37128 579970 1.44% 0.269%
29 13.385 - 1739 1754 1773 VvV 1946035 35799968 88.79% 16.610%
30 13.544 1773 1781 1791 VV 2 5374 127514 0.32% 0.059%
31 14.008 1855 1860 1868 VV 5 3674 66117 0.16% 0.031%
32 15.441 2089 2104 2112 PV 2 31845 504433 1.25% 0.234%
33 15.659 2130 2141 2146 PV 5 1567 31493 0.08% 0.015%
34 16.705 2308 2319 2322 PV 2 3035 51037 0.13% 0.024%
35 17.104 2380 2387 2392 VvV 5 5046 88151 0.22% 0.041%
36 17.621 2461 2475 2479 PV 5 22317 39662 0.10% 0.018%
37 18.191 2566 2572 2585 VV 2 11317 183271 0.45% 0.085%
12742.D 060302.M Mon Jun 10 11:26:14 2002 Page 1

NYC-WTC_000015316



NYC 9/11 Public Portal Document

..DO 10 .04V LO LD
39 19.143 2728
40 20.500 2952
41 20.635 2983
42 21.352 3105
43 22.533 3299
44 22.751 3340
45 22.903 3363
46 23.062 3395
47 25.048 3731
48 30.753 4697
49 31.006 4751
50 34.649 5360
51 34.837 5403
52 34.878 5410
12742.D 060302.M
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z040
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LSC Report - Integrated Chromatogram

File : C:\MSDCHEM\1\DATA\060702\12742.D

Operator : '

Acquired : 7 Jun 2002 -8:47 pm using AcgMethod 508SCAN
Instrument : Instrumen

Sample Name:
Misc Info :

Vial Number: 16

Quant File :060302.RES (Chemstation Integrator)

Abundance TIC: 12742.D
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1500000
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1000000
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12742.D 060302.M Mon Jun 10 11:26:18 2002 Page 3
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Data File C:\MSDCHEM\ 1\DATA\060702\12742.D
Acqg On 7 Jun 2002 8:47 pm

Sample

Misc

MS Integratlon Params: LSCINT.e

Quant Method
Title
Library

-
.

Vial:
Operator:
Inst
Multiplr:

16

Instrumen
1.00 '

C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)
508 Modified GC/MS scan

C:\DATABASE\NISTS8.L

*********************************************************************
Concentration Rank 2

Peak Number

1 Methylene Chloride

R.T EstConc Area Relative to ISTD R.T.

3.71 3.67 ug/L 2410780 1,4-dichlorobenzene-d4 9.89
Hit# of 5 Tentative ID MW MolForm CAS#H Qu
1 Methylene Chloride 84 CH2Cl2 000075-09-27/95
2 Methylene Chloride 84 CH2Cl2 000075-09-2 91
3 Methylene Chloride 84 CH2Cl2 000075-09-2 91
4 Methylene Chloride 84 CH2Cl2 000075-09-R 91

Abundance Scan 107 (3.708 ggn):12742.D(-94) O] m/z 49.10 100\00%
84
5000
l'l[ll TT
35 88 3.40 360 380 400
3841 ’ 70 , >
crr]”rvrrtr| I TT l[( IIII 44ll illll]llll[ITll[lllll'l' Ill‘llllglillllITll T m/z 84 OO 75 776
m/z—> 510152025303540455055606570780859095
Abundance #12327: Me:gylene Chloride
84
5000 RSN I G T
340 360 380 400
L { m/z 86.00 42 .64%
IR TR v 11 SN SN §
miz—> 5101520253035404550556065707580859095
Abundance #111040:; Migylene Chloride
84 llllllll 1‘]
340 360 380 400
5000 m/z 51.05 30.57%
35
A e T ‘l.zi O %
' LI L l ITI' I TTTITVTIT[TITIT]ITT T lllllllllrl_‘f_rlllllll
m/z—-> 5101520253035404550556065707580859095
Abundance #111039: Methylene Chloride I B I B T
4 340 360 3.80 400
m/z 47.10 20.26%
84 2
5000
0 2831 338 43|, Lz & e T ,K’SF
llllllllllllllllll'(‘l T lll TT [ rrTTll lllllll [7 I TT lll'l)lllll'[Trl_l_rl’_lilllll T l )[(( l T II T T ]'
> 510152025303540455055606570758085905 340 360 380 4.00
12742.D 060302.M Mon Jun 10 11:26:20 2002 Page 4
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Data File : C:\MSDCHEM\1\DATA\060702\12742.D Vial: 16

Acg On : 7 Jun 2002 8:47 pm Operator:

Sample = : Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Iﬁtegrator)
Title : 508 Modified GC/MS scan
Library : C:\DATABASE\NIST98.L

khhhkhkhkkhkhkhkhkhhhhkhkhhkhkhhkhhkhkhhhkhkhkhdhhhhkhhhhhhhhhhhhdhhhhhhhhkhohdkhhhkhdkidkx
Peak Number 2 1-Buten-3-yne, l-chloro-, (Z)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

3.75 3.43 ug/L 2255920 1,4-dichlorobenzene-d4 9.89
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 1-Buten-3-yne, l-chloro-, (2)- 86 C4H3C1 020374-90-7 5
2 1-Buten-3-yne, 2-chloro- 86 C4H3Cl 017712-36-6
3 1-Buten-3-yne, l-chloro-, (Z)- 86 (C4H3C1 020374-90-7/5
4 1,2,3-Butatriene, l-chloro- 86 C4H3Cl 020658-21-2 5

Abundance Scan114(3.7:9 min); 12742.D (-112) (-) m/ VA 51.10 10¢. 00%
47 5
86
5000 35
IHO | 8}2 | 340 360 380 400
clllII(Tll]l!'lIllll[l'IY[lIl’T]l Ill llllllllll ’lllllllllllllllllllfil m/z 47 OO 87 03%
m/z—->152023035404550556065707580859095
Abundance #12406: 1-Buten-3-yne, 1-chloro-, (Z)-
51 86
5000 SESESEEDE SRR SRR N
340 360 3.80 400
m/z 86.00 56.76%
clll"llillzel I3[()III]|3=7II|II4=3!I |4;qill Illllsllolgll Ill7l1ll74lllll]118’31i {llllllllll
miz-> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #34744: 1-Buten-3-yne, 2-chloro-
5 86
340 360 380 400
5000 m/z 35.10 43.06%
€0 vy
0'1!1]11!!]!!'![! l Ill I[l l! lllll TTrT IIlTITrT'I] !AIIIIIYII'I
m/z—->1520253035404550%6065707580859095
Abundance #111070: 1-Buten-3-yne, 1-chloro-, (2)- N B o RIS
51 86 340 360 380 4.00
m/z 87.95 23.42%
5000
: b
Oty INERBARRARR! T NSRBRRARANREA NRARS SARRNRRARN RRARD ARAR] AL ISRRBE! SRS EARR
miz—> 15 20 25 30 35 40 45 50 55 60 65 70 75 8 8 90 95 340 360 380 4.00
12742.D 060302.M Mon Jun 10 11:26:22 2002 Page 5
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Data File : C:\MSDCHEM\1\DATA\060702\12742.D vVial: 16

Acg On : 7 Jun 2002 8:47 pm Operator:

Sample : Inst : Instrumen
Misc Multiplr: 1.00

MS Integratlon Params: LSCINT.e

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)

Title : 508 Modified GC/MS scan

Library : C:\DATABASE\NIST98.L
dkhhkhkhkhhkkhkkhhhhhkhkkhkkhkhkhkkhkhhhhhhkhkhkhkkhkhkhhkhkhhkhhkhkhkhkdhhhhhhhkhhhdkhdhhkhhhhhkhkhhkhkhkhkhkik
Peak Number 3 Ethyl Chloride Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.

3.82 1.09 ug/L 714178 1,4-dichlorobenzene-d4 9.89
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethyl Chloride 64 C2H5CL
2 2-Chloroethanol 80 C2H5CI1O
3 2-Chloroethanol 80 C2H5CI1O
4 Ethanol, 2,2-dichloro- 114 C2H4Cl20

[Abundance Scan 126 (3.819 min%: 12742.D (-125) () m/z
4
5000
82
40 ‘rllll]’_llllllllllllllr‘ll
yl ‘ | [ , 340 360 380 400 420
Oll[ll]l ]II!II'[I’III TrTT TrTT IIITT IL lllllllllllllllllllll ]"”II‘ITTTTI III ]"lllTr m/z 48.05 43'75%
miz—-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #107943: Ethyl Chloride
28
5000 64 ’ r"lll T T T 7T T
340 360 380 400 420
49 m/z 86.00 42.19%
15 35 ’
121 i res Ll 80,L67
cll[lllllllllll|lllllllll Illll[llillliillllill lllllll Tl llllllll llllllllllll TT IITT_I'TI'I l]
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance :ﬂ #108328: 2-Chloroethanol
H
: 340 360 380 400 420
5000 m/z 81.90 25.39%
27 44 .
49
0u[nllIlln]rnliuuiulr[] n113}5113§l4i1!l:li|“!i1i51311§'7116g|6=35 xxxxxxxx '17561118101” TTT
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #108291: 2-Chloroethanol
3P 340 360 380 400 4.20
m/z 47.00 21.29%
5000
15
lIIYT'_I'ITYIIII!II[IIlll”‘l] "'] llllllllllll l lllllllllllllllllllll T{TTITT IR REAR T rrrr T T 1 17T T 7T
> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 | | 340 360 380 400 420
12742.D 060302.M Mon Jun 10 11:26:24 2002 Page 6
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Data File : C:\MSDCHEM\1\DATA\060702\12742.D Vial: 16

Acg On : 7 Jun 2002 8:47 pm Operator:

Sample : Inst : Instrumen
Misc : . Multiplr: 1.00

MS Integration Params: LSCINT.e

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstatlon Integrator)

Title : 508 Modified GC/MS scan

Library : C:\DATABASE\NIST98.L
dhhhkhkhhkhkhkhkhhkhhhhhhhkhhbhkhkhkhkdhkhhhkhhkkhkhkhhhhhhdhhhhhkhhhhhhhhkhkhkhkhkhkdhkrkkisd
Peak Number 4 Methylene Chloride Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

3.84 1.72 ug/L 1128840 1,4-dichlorobenzene-d4 9.89
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Methylene Chloride 84 CH2Cl2. 000075-09-2 7
2 Methylene Chloride 84 CH2Cl2 000075-09-2
3 Methylene Chloride 84 CH2Cl2 000075-09-2
4 Methylene Chloride 84 CH2Cl2 000075-09-

Abundance Scan130(3.843r2ig):12742.D(—129)(-) m/z 49.10 100.00%
84
5000
3|841 [ 58 340 360 380 400 420
ci'[l[ll[llll[llll['lli'[‘r"lll | III I‘l' |l’lllIllll’""l'l'lllllllllfl[l‘lllll!llllllllll m/z 84 OO 64 41%
m/z—> 5 10 16 20 25 30 35 40 45 50 55 60 65 70 76 80 85 890 95
Abundance #111041: Mzgxylene Chloride
84
5000 SRS SRS SRR SRS S
340 360 380 400 420
46 l m/z 47.10 63.98%
0 i T T LN ?ngr TTT l| | 1Lz 2 65 B 1818I T
IR S REARADARERABRERI TVTJFITE[TT l LI l_l'l[llllll llllllllll lll l| TTFVTYYITTIIY
m/z—> 5101520253035404550556065707580859095
Abundance #111040: Methylene Chloride
84 B o
340 360 380 4.00 420
5000 m/z 48.05 12.71%
35
ol 25283213841 'I;z 70 ®
TTJTTrrIrid? lll ll lll Tl 'l'll I[Il[l lllll llll[ l'l lllll
mfz--> 510152025303540455055606570758085905
Abundance #111039: Methylene Chloride
84
5000
ohr 28313538 43 | L2|57l et 17 ilsls
TT ll'l TITT LRI L TT TITT FTITT3TY LILJ T Tri[rees lllllllllllll
m/jz—-> 5101520253035404550556065707580859095 340360380400420
12742.D 060302.M Mon Jun 10 11:26:26 2002 Page 7
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Data File : C:\MSDCHEM\1\DATA\060702\12742.D Vvial: 16

Acq On : 7 Jun 2002 8:47 pm Operator:

Sample : Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)

Title : 508 Modified GC/MS scan
Library : C:\DATABASE\NIST98.L
hkhkhkhkhhkhkhkhkhhkhhkhhhkhhhhdhhkhhhkhhkhkhkdhhkhhkhhhkkhkhkkhhhkhhhkhkhhkhhhhkkdhhhhhkkhhdkdkhkkk
Peak Number 5 Borane, trifluoro- Concentration Rank 7
R.T. EstConc Area Relative to ISTD , R.T.
3.88 1.50 ug/L 984628 1,4-dichlorobenzene-d4 9.89
Hit# of 5 Tentative ID MW MolForm CAS#
1 Borane, trifluoro- 68 BF3 007637-07-2
. 2 1-Propanol, 3-chloro- 94 C3H7ClO 000627-30-5
3 2-Chloroethanol 80 C2H5C10 000107-07-
4 Ethanol, 2,2-dichloro- 114 C2H4C120 0005988-38£9 2
ndance Scan 137 (3.884 min): 12742.D (-135) (-) m/z 49.10 1(00 00%
5000
35 84 — v T T Trrr T llll[*llfll
l f ll 360 380 400 420
0 T I IIIIIIII l l ] T Ii‘l'lll!l rr;’rll" Il lIIIlllllWTV]I‘KT"IIllllllll]lllllllllllll_r[ m/z 84 00 25 32%
miz—> 0 5 10 156 20 25 30 35 40 45 50 55 60 65 70 80 85 90 95100
B

5000 LU INCIN S SR RUE (LI SE B Bl S S R L B R
360 380 400 420
m/z 35.10 23.58%

1 19 30 38 } i
c nlun]rrrr[lll=|un[||rr|-u|||uv[ L AR RSNl LA R AR SRR LR ARG SRR AN R RES LERENRARES
m/z—-> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Abundance ' #108340: 1-Propanol, 3-chloro-
3
R e T —
58 . 3.60 380 400 420
5000 m/z 48.10 20.81%
41
76
l 7T l TT I l T [‘Tl' '[ Trl_rfl l] l lrlllllll llllllll ]ll I]’llll"lllIIlm‘lTl"llllllllrrl_l
m/z—> 05101520253035404550556065707580859095100
Abundance #108293: 2-Chioroethanol — e T
. 3 3w 3m 4w 4.20
m/z 50.00 16.69%
5000
36 413 49 61 80
0 LS RRARNLAREIERERS RARRY RERAS| |ll|urrrull[xu|lu:rlllll[lrnTrrllInulnul“lllnnluu||vnlulll ILELER IR S I R4 LI Lam AR
miz—> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 3.60 380 400 420
12742.D 060302.M Mon Jun 10 11:26:28 2002 Page 8
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Data File : C:\MSDCHEM\1\DATA\060702\12742.D vial: 16

Acg On : 7 Jun 2002 8:47 pm Operator:

Sample : ' ' Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Paramsg: LSCINT.e

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)

Title : 508 Modified GC/MS scan

Library - : C:\DATABASE\NIST98.L
*********************************************************************
Peak Number 6 2-Butyne-1,4-diol, diformate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.

3.92 1.53 ug/L 1005130 1,4-dichlorobenzene-d4 9.89
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Butyne-1,4-diol, diformate 142 C6H604 036677-73-3
2 Propiolonitrile 51 C3HN 001070-71-9/5
3 2-Chloroethanol 80 C2HECI1O 000107-07
4 Methane, chlorodifluoro- 86 CHCI1F2 000075-4%-6 1
undance Scan 142 (3.913 min): 12742.D (-141) () m/z 51.10 Z00.00%

s
5000 3642
‘ | l‘ 86 360 380 400 420
o‘llll‘lllllllflllll|lllll1‘r17l llllllllllllllllll]||’[ lllll ll[‘T m/z 49 10 73 15%
m/z—-> 10 20 30 40 60 70 80 90 100 110 120 130
IAbundance #38 2-Butyne-1,4-diol, diformate
2 39
moo 51 lll[ll'll'llll'lflllllll
360 3.80 400 420
J LS‘ 68 m/z 47.05 47.67%
18 ] IHL. N |7 s o7 105 113 125
c||lIlll[]’l'TlllllIlllfrlllI)Illl',lllllleTTT—[_FI‘ llllﬁ'Tllll)lI'l
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130
IAbundance #12371: Propiolonitrile -
5
ll'l]llll]llllll|ll IrT“'I
. 360 380 400 420
5000 m/z 36.10 41.63%
o 218 P 2% |
7TIIlr'7|_rr"|l"(]‘l'lllll!l]—rTllIlII'lIIll, lllllllllllll ll L
miz—-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #108328: 2-Chloroethanol T T
31 360 380 400 420
m/z 42.00 36.19%
5000
44
0 T T H ‘711""'31 57163 T 810 T T T T T
T TT T T7 L3 I Y TT T 7T T T T T T T T IRIRIRI T T T T T T T T T T T T 1 |l
miz—> 10 20 30 40 50 70 90 100 110 120 130 360 380 400 420
12742.D 060302.M Mon Jun 10 11:26:30 2002 Page 9
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Data File :
Acg On
Sample
Misc

Lilvlary DedlCll Lolpoula Keporo

C:\MSDCHEM\1\DATA\060702\12742.D

7 Jun 2002 8:47 pm

Vial: 16
Operator:

Inst : Instrumen

Multiplr: 1.00

MS Integratlon

Quant Method

Title : 508 Modified GC/MS scan

Library

Params: LSCINT.e

C:\MSDCHEM\ 1\METHODS\060302.M (Chemstation Integrator)

C:\DATABASE\NIST98.L

hkhkkhkhkhhkkhhhkhhkhkhkhkhkhkhhkhhhkhhkhkhhhhkhkhhhhhhhdhhdhdhdhkhhhhhhdhhkhhrhhkhkhhkrdhhdik

Peak Number 7

R.T. EstCo

3-Butenamide

nc Area

Concentration Rank 1

Relative to ISTD R.T.

ug/L 2447450

MolForm

1,4-dichlorobenzene-d4 9.89

1 3-Butenamid

2 Propanenitrile, 3-(methylamino) -

3 Propiolonit

e

rile

L IR RN LA LI SN i R R R S |

360 380 400 420 440

m/z 51.00 S8.28%

TY [ T T T T vt

3.60 3.80 400 420 440

4 2-Chloroethanol C2H5CLO:
Abundance Scan 148 (3.955 min). 12742.D (-148) (-)
48 eﬂ
44
5000
87
37
’40
0 i
lllllllIllll[lll’ll’Il III l[ll’ llllll TTV l lllll l(I TT IITT llllll ll[ITrr
mfz—> 51015202530354045505560
Abundance #10560: 3-Butenamide
44
5000 39
23 11,903336||11|)| 4952 5659 64 % l
o ll]l)llllllllllll LR R} llllllllll’lf Ill L IITﬂ_r'll l lll lllll’ llll [ l(llTl_l_l lllll

rrTT H
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75

m/z 84.00 96.55%

TT LI L L (R BRI B

360 380 400 420 440

m/z 85.00 82.76%

i e e e o R
360 380 400 420 440

m/z 44.10 51.72%

Abundance #10470: Propanenitrile, 3-{methylaminc)-
44
5000
28 52
RIS - O S
miz—> 5 10 15 Z)25:m &5404% 50 55 60 65 70 75
Abundance #12371: Propiolonitrile
51
5000
12 18 iT2832 47 ||,
cll[l‘ll)[llll[llll[llll[llllllr]‘l‘ll(llllllllllllr l'llllli](ll)’IlIfrTlll[llllllrlT]llll

miz—> 5 10 15 20 25 30 35 40 45 50 55 60

12742.D 060302.M

NYC-WTC_000015325

Mon Jun 10 11:26:32 2002
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LlpLdaLy DedLCIl LolpounQa KEPUL‘L

Data File : C:\MSDCHEM\1\DATA\060702\12742.D

Vial: 16
Acg On 7 Jun 2002 8:47 pm Operator:
Sample Inst Instrumen
Misc : Multiplr: 1.00
MS Integration Params: LSCINT.e

Quant Method

C:\MSDCHEM\I\METHODS\060302.M (Chemstation Integrator)

Title
Library

508 Modified GC/MS scan
C:\DATABASE\NIST98.L

kkdkkhkhdhkhkhhhhkhhkhhhhkkkhkhkhhkhkhkhhkhkhhkdhhkkhkhkhkhkhkhhhkhkhkhkkhkdhhkhkkhkhkhkkhhkhkhkhkhkkhkkhkk

Peak Number 8 4H-1,2,4-Triazol-4-amine Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T
4.39 0.59 ug/L 386959 1,4-dichlorobenzene-d4 9.89
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4H-1,2,4-Triazol-4-amine 84 C2H4N4 000584-13-4
2 4H-1,2,4-Triazol-4-amine 84 (C2H4N4 000584-13-
3 Krypton 84 Kr 007439-904 7
4 Thiophene 84 C4HA4S 000110-0
Abundance Scan 224 (4.395 min): 12742.D (-221) () m/z 84.00 /l 00.00%
5000
4851 88
2538 43 I [ ” 400 420 440 460 480
0lllll(llllll[lllllllllluull|xr[‘xulx{n:llluniu T IRRAANREERE MES m/Z 51.10 39.84%
mfz—> 51015202530354045_50556065707580859095 '
Abundance #107976: 4H-1,2 4-Triazol-4-amine
2
i o
5000 BREERE T r
4.00 420 440 460 480
8 2 m/z  88.00 34.63%
| 1 36?31[145 5357 .
cll[lllllll l "II l TT ]rr'lllllllll{l( ['rl’_l’_'"l'lTT[ l ll! [ LR RJ l' lllllllllllll
m/z—> 5101520253035404550556065707580859095
Abundance #33490: 4H-1,2,4-Triazol-4-amine
28 84
400”412(1)”;440 460 480l
5000 m/z 48.05 30.95%
13 1|8 |’.l32 4043 57 69
cﬁIIlTIITI $ 'I llll[!l I:=lllll=}{l!!=llllllllll l! llllll lll!l[l’!"]]!llllll }l’ll[llllI‘T
m/iz—> 5101520253035404550556065707580859095
Abundance #33829: Krypton . AR
8r‘ 400 4.20 440 460 480
m/z 83.00 28.29%
5000
42 '
0 1 8[0“
7'[1 llIlllllllllllllllllllllllll"lllllll|lllllll'l[’f7'lllll|lll'll’ll'llllll' ||‘Il|l’lll'rrr lll]ll]ll I]'lllllll"l]ll
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 400 420 440 460 4.80
12742.D 060302.M Mon Jun 10 11:26:34 2002 Page 11
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Data File

Livlialy otdllll LULIpUULIG RepoL o

C:\MSDCHEM\1\DATA\060702\12742.D Vial:
Acg On 7 Jun 2002 8:47 pm Operator:
Sample : Inst :
Misc : Multiplr:
MS Integration Paramg: LSCINT.e

Quant Method

Relative to ISTD

1,4-dichlorobenzene-d4

16

Instrumen
1.00

C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)

Concentration Rank §

Title : 508 Modified GC/MS scan
Library : C:\DATABASE\NIST98.L
[ X RS EZE XTI REEEEEEEZ ARSI E S SRR RS RLZ AR R R R E R A E X R R A EZE SRR REE SRR SR R R B X X1
Peak Number 9 Propanoic acid, methyl ester
R.T EstConc Area
4 .52 1.57 ug/L 1030460
Hit# of 5 Tentative ID

MW MolForm

1 Propanoic acid, methyl ester

2 Pentane, 2,2
3 Propanamide,

-dimethyl-

2,2-dimethyl-

88 C4H802
100 C7H16
101 C5H11NO

4 Butanoic acid, 2-methyl-, methyl. 116 C6H1202
Abundance Scan 245 (4.519 min): 12742.D (-240) (-) m/z 57.10 100.00%
S7
5000 41 88
48 101 Ar1‘l—rl:xlllTllllpn]|lI1T
| | ’ J l 420 440 460 480
o] S S N 1 SVSSSINENS. | S m/z 87.95 50.65%
m/z—> 0 10 20 30 40 50 60 70 80 g0 100
Abundance #485: Propanoic acid, methyl ester
.} 57
5000 88 T LA SN NN B G S an o
4.20 440 460 4380
15 } ‘ m/z 41.05  44.90%
o l b 39 % | B
fTT[lllIllllllllll‘llllllITTl'Illllllllllllll!)lllll“lll‘l’)'l_
mfz—-> 0 10 20 30 40 50 60 70 80 o0 100
IAbundance #16261: Pentane, 2 ?—dimethyl—
S
43
5000
29 85
o 12 T 115 ”l 37'1 1 Tk '163 691 L4 t 10
R B R bt R
m/z—> 0 10 20 30 40 50 60 70 80 80 100
Abundance #112119: Propanamlder,?2,2-dimethyl-
5
5000 41
29
} o6 101
0 15 b I.’ I 71 | J
l II]T‘IIIII]II [llllllll[ll‘l(lllllllllllllll’lll'l—l’_]" Il‘l_llllllllllllll("ll l
miz—-> 0 10 20 30 50 60 70 80 90 100 420 440 460 4380
12742.D 060302.M Mon Jun 10 11:26:37 2002 Page 12
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Data File C:\MSDCHEM\1\DATA\060702\12742.D Vial: 16

Acg On 7 Jun 2002 8:47 pm Operator: ,
Sample Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

Quant Method

C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)

Title 508 Modified GC/MS scan
Library C:\DATABASE\NIST98.L
khkhdhkhkhkhkhkhkhkkhkhkhkhkhhhkhhkhhhkhkhhkkhhkhhkhhkhdhhhkhkhhkhkhkhhhhkhkddkhkrhkhkhkhkhkhhkhktk
Peak Number 10 1-Propanol, 3-chloro- Concentration Rank 15
R.T EstConc Area Relative to ISTD R.T
4.77 0.55 ug/L 363663 1,4-dichlorobenzene-d4 9.89
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual

1 1-Propanol, 3~‘chloro— 94 C3H7C1l0 000627-30-5 2
2 2-Chloroethanol 80 C2H5CI1O 000107-07-3
3 Prolin, N-methyl-, 185 C10H19NO2 1000152-96
4 Acetic acid, chloro-, 122 C4H7Cl02 000105-39/5 1

butyl ester
ethyl ester

Abundance Scan 287 (4.765 min): 12742.D (-284) (-) m/z 84.00 100.00%
8
5000
% T T
' [ 440 460 480 500 520
c“”“”VmV”QLL”““”qm”Jh“‘q.,. e || /2 49210 - 96.65%
miz—-> 10 20 30 40 50 60 70 80 90 00110120130140150160170180190
Abundance h #108340: 1-Propanol, 3-chloro-
3
58
5000 LENLIS Bt 2 [N e L B [N S i
440 460 480 500 520
41 76 m/z 51.10 41.75%
ol 67 - 93
mfz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #1032: 2-Chloroethanol
3N
T T
4.40 460 480 5.00 520
5000 m/z 35.10 26.20%
o] xull'!ll'{']ulhll T I!llﬁz 6]?1 TTTT 80 TTTr VT IRASAARARESRARED]
miz—> 10 20 30 40 50 60 70 80 90 100110120130140150160170180190
Abundance #33580: Prolin, N-methyl-, butyl ester
' 8
42
5000,
55
- J"I*wﬁQ JJ 100110 128 144 156 185 ‘
ITI]"II'IJIIII! TTTTTovTT TTITT 7 llll ll ’Y lll TI17T ll lll[ll lll I]
miz--> 10 20 30 40 50 60 70 80 90 100110120130140150160170180190 440 4860 480 5.00 520
12742.D 060302.M Mon Jun 10 11:26:39 2002 Page 13
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sata File C:\MSDCHEM\1\DATA\060702\12742.D Vial: 16

Acg On 7 Jun 2002 8:47 pm Operator:

Sample : Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)
Title : 508 Modified GC/MS scan
Library C:\DATABASE\NIST98.L

hkkkhkhkhhkhkhkhhkhkhkhkhkhkhkhhkhkkhkdhhkhkhkhhhkkhhkhkhkhkkdhdhkhhhkhkhhkkhhkhhhhhkhkhhhhkhhhkikdhdkikkk
Peak Number 11 Boron trifluoride etherate Coricentration Rank 8

R.T EstConc Area Relative to ISTD R.T
4.80 1.27 ug/L 837568 1,4-dichlorobenzene-d4 9.89
Hit# of 5 Tentative ID MW MolForm CAS#H#

1 Boron trifluoride etherate 142 C4H10BF30

2 Acetic acid, chloro-, ethyl ester 122 C4H7C102 000105-39-
3 Ethyl Chloride 64 C2H5C1 000075-0
4 Borane, trifluoro- 68 BF3 007637-
Abundance Scan24%3(4801mm) 127420(-291)() m/z 49.10 “100.00%
5000
r'lll! T [11!!(1
3642 83 4.40 460 480 500 5.20
ol et i e e el e e e | | M/ Z 51.05 0 39. 749
Wz—-> 10 20 30 40 S50 60 70 80 90 100 110 120 130
undance #1099: Boron trifluoride etherate
1|
59
5000 45 T Ty e
74 4.40 460 480 500 5.20
m/z 47.00 10.36%
1S 20l 39, _66 | 8t 127
Orfvﬁ'rrrrr‘r1111] ll]llTT]ﬁ’TTI“llITrr_ITTTY_rTTTT 1!, T v TT T T TTTT T
mfz—> 10 20 30 40 50 B0 70 80 S0 100 110 120 130
Abundance #108005: Acetic acid, chloro-, ethyl ester
28
T T
4.40 460 480 500 520
5000 m/z 83.00 8.17%
77
42 49
14 [ l
0 Al W, 38l gy 59 65 8 94 107 122
lllllllllllll ‘l)l\llIllli‘\)]Illll‘l)ll]ll’rlrr lrrrrr(rrrr[rrrr[rrr
miz—> 10 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #107943: Ethyl Chloride e
B 440 460 480 500 520
m/z 42.00 7.55%
64
5000
49
}ls l 31?1 11[[ 1
0rrrt]v‘v1u]"r'rn 1'11 T 111'{111]:)TTT11T1j'TT111||:1 TTTT T T T T T T LA A
miz—-> 10 20 30 40 5 60 70 8 90 100 110 120 130 440460480500520
12742.D 060302.M Mon Jun 10 11:26:41 2002 Page 14
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Data File C:\MSDCHEM\l\DATA\O6Q702\12742 .D Vial: 16

Acg On 7 Jun 2002 8:47 pm Operator:

Sample Inst : Instrumen
Misc Multiplr: 1.00

MS Integration Params: LSCINT.e

Quant Method
Title
Library

508 Modified GC/MS scan
C:\DATABASE\NIST98.L

C:\MSDCHEM\ 1\METHODS\060302.M (Chemstation Integrator)

hhkkhkhkhkkhkhkhhhkhhkhkhkhhhhkhhkhkkkhkhhkkkhkhkhkhkkhkhkhhhhkkhkhhkhkhhkhkkhhhkhhhhkkhdkddkhkkkik

Peak Number 12 Methylene Chloride

Concentration Rank 18

R.T EstConc Area Relative to ISTD R.T
5.34 0.37 ug/L 244374 1,4-dichlorobenzene-d4 9.89
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methylene Chloride 84 CH2Cl2 000075-09-2 45
2 Methylene Chloride 84 CH2Cl2 000075-09-2 4
3 Propanenitrile, 2,2,3-trichloro- 157 C3H2C13N 000813-74-1 /A6
4 Methylene Chloride 84 CH2Cl2 000075-09-2 27
undance . Scan 385 (5.341 min): 12742.D (-381) () m/z 49.05 1026. 00%
4
5000
84
38 207 L RN SR NI B S AL B
¢IHIH [ 500 520 540 5.60
o ll]lll ll‘l'['l"—[ 'llllll]'lll[llll]""l‘l‘l]l"f m/z 84.00 35.46%
miz—> 20 40 60 80 100 120 140 160 180 200
Abundance #12327: Methylene Chioride
84
5000 R AL WAL R AL
500 520 540 5.60
l ' m/z 87.00 22.79%
o 14243§hm 70 |
llll[llllll Y_rTll!llllll[llITT‘llllllIl'll)lll)fﬁllll
m/jz—> 20 40 60 80 100 120 140 160 180 200
Abundance #111040: Methylene Chloride
84 T
500 520 540 5.60
5000 m/z 206.90 19.60%
T
ol 14 25 L, ll 70 |l
lIIIIlllllIIlW[’l‘l"_rllll[llllllllllllIII llllll [lll7
mfz—> 20 40 60 80 100 120 140 160 180 200
Abundance #12324: Propanenitrile, 2,2,3-trichloro- — e e
500 520 540 5.60
m/z 43.10 19.06%
5000 122
86
36
o2 2y l 273 [, %198 |13
ITTTXITTTI IT_[’lll]l bllll lllllllll lll"ll‘lflllll ll'll l Illllllllll'll
miz—> 20 40 60 80 100 120 140 160 180 200 500 520 540 560
12742.D 060302.M Mon Jun 10 11:26:43 2002 Page 15
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Data File : C:\MSDCHEM\1\DATA\060702\12742.D Vial: 16

Acg On : 7 Jun 2002 8:47 pm Operator:

Sample : Inst Instrumen
Misc Multiplr: 1.00

MS Integration Params: LSCINT.e

C:\MSDCHEM\ 1\METHODS\060302.M (Chemstation Integrator)
Title 508 Modified GC/MS scan
Library C:\DATABASE\NISTSS8.L

X TR XX R XL R ER SRR SRR E AR AR SRR R X R R RS R R XA SRR SRR SRR R R R R XS R R XX SRR X EE R R
Peak Number 13 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

Quant.Method

R.T EstConc Area Relative to ISTD R.T
5.95 0.74 ug/L 485632 1,4-dichlorobenzene-d4 9.89
Hit# of 5 Tentative ID MW MolForm CAS#H#
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2/72
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-
4 Acetone 58 C3H60 000067-64 16
Abundance Scan 489 (5.952 min): 12742.D (-482) () m/z 43.10 1910 .00%
4
5000
59
w ;L 101 seo sb0 660 620
38 ) ] ! .
Obrrr e b 8 L | m/z 59.10  30.50%
miz—> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5851; 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ﬁllﬁlllliW_l_rl(lrlr‘l—rﬁl
660 583 600 620 .
59 m/z 58.10 25.32%
27 | 101
.32 38| 48 53 677277 8 ot 96 |
cll"l_rllllll‘rfll"l’_lfllllllllll'1Ill"l_llllll!_l_‘lllll‘llllll'lii
> 10 20 30 40 50 60 70 80 90 100 110
Abundance #109756: 2-Pentanone, 4-hydroxy-4-methyl-
®
5660 580 600 6.20
5000 59 m/z 101.00 10.66%
263 s | 8 o 'Y
G"‘l“'_ﬁl"“l"“l rrrrTtyTTTyrrTT Ty T T T T T T T T T T
miz—> 10 20 30 40 50 60 70 80 20 100 110
Abundance #109755: 2-Pentanone, 4-hydroxy-4-methyl-
4 : 560 580 600 620
m/z 49.10 7.62%
5000 59
15 101
31
0 2§ILI 3$I( 524' 83 ' [
lTjﬁrlT]llr"lllI‘f’r I l'l l_rl rlllf Ill ‘lT"l'IT ‘lle fllll‘l[1_[_rr7_lj'lll_rl
miz—> 10 20 40 50 60 70 80 90 100 110 80 6.00 6.20
12742.D 060302.M Page 16
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Data File : C:\MSDCHEM\1\DATA\060702\12742.D Vial: 16

Acqg On : 7 Jun 2002 8:47 pm Operator:

Sample : Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)

Title : 508 Modified GC/MS scan

Library : C:\DATABASE\NIST98.L
khhkhhkdhkhhhkkkkhkhkhhbhbhbhhhhbhhkhkdhkdkdhbhbhbkhbkhbkhddkkhdkhkrdhkhkhkhkhkhkhdhkkhkhkhbhbhhkhhkhkhkhkrthkhkhkhkhkhkix
Peak Number 14 Cyclotetrasiloxane, octamet... Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.

9.21 0.34 ug/L 225962 1,4-dichlorobenzene-d4 9.89
Hit# of &5 Tentative ID MW MolForm cas#H Qual
1 Cyclotetrasiloxane, octamethyl- 296 C8H2404Si4 000556-67-2 78
2 Cyclotetrasiloxane, octamethyl- 296 C8H2404S8i4 000556-67-2 72
3 Cyclotetrasiloxane, octamethyl- 296 C8H2404Si4 000556-67-2 56
4 5H-Naphtho[2,3-clcarbazole, 5-me... 281 C21HI15N 100025-44-3 42

Abundance Scan 1044 (9.213 min): 12742.D (-1039) (-) m/z 281.00 100.00%
281
5000
57 lllllllllllllllllllllll
41 J 73 §8 133 191 207 249 265 880 900 920 940 960
o) ISR A A A NN S| N E— I S— m/z 282.00 30.33%
m/z—-> 020406080100120140160180200220240260280300
Abundance #128142; Cyclotetrasiloxane, octamethyl- ;
281
5000 SRR SRS SRS SR
880 900 920 940 960
m/z 283.00 16.33
0 25 51 73 g7 103119133147 163177 195207 51 935249 25
lllllllllllll] Tr‘[ ll TT TI VT LRSLE TTT mTTYT LR
m/z~-> 0204060801001201401601802002202!140261028103(1)0
Abundance #97367: Cyclotetrasiloxane, cctamethyl-
281
880 900 920 940 9.60
5000 m/z 57.20 13.39%
73 19127 249 265
e ?151 ll”ill45llls[9 TT T—ITI'l?sI Il1|19llljl 1|4l7 1631771 ll lllrl?lzjlzlslsrﬁlnlllllhlllll””islll
> 020406080100120140160180200220240260280300 /\
Abundance #128141: Cyclotetrasiloxane, octamethyl- b - - Ny,
281 880 900 920 940 960
m/z 191.00 9.63%
5000
0 45 59 7 133 177198207 235 |
T [ I ll IITTI lll’ T T LIRS TTT TTT TTTrT TTT[T T T r 1T T ¥ ¥F ¥ T 71717 T 7 T T T
m/z—-> 02040608010012’01£01€15018020022[02£026028]03é0 8,180 9.(130 9.I2O 9.110 9.160
12742.D 060302.M Mon Jun 10 11:26:47 2002 Page 17
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Data File
Acg On
Sample

Misc :
MS Integrati

Quant Method

Title
Library

Lilaly SDedlLcil Lullipoulia Repour L

C:\MSDCHEM\ 1\DATA\060702\12742.D
7 Jun 2002 8:47 pm

on Params: LSCINT.e

vial:
Operator:
Inst :
Multiplr:

Instrumen
1.00

C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)

: 508 Modified GC/MS scan
C: \DATABASE\NIST98 L

12742.D 060302.M

. *********************************************************************
Peak Number 15 Cyclopenta81loxane, decamet... Concentration Rank 12

R.T EstConc Area Relative to ISTD R.T
12.37 0.65 ug/L 579970 Napthalene-ds’ 13.39
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Cyclopentasiloxane, decamethyl- 370 C10H3005Si5 000541-02-6 90
2 Cyclopentasiloxane, decamethyl- 370 Cl0H30058i5 000541-02-6 83
3 Benzoic acid, 2-[(trimethylsilyl. 282 C13H22038i2 003789-85-3 47
4 Benzeneethanamine, N-[(pentafluo... 475 C21H26F5NO2Si2 055429-85-1 47

Abundance Scan 1581 (12.368 min): 12742.D (-1575) () m/z 73.10 100.00%
B
5000 267
L 355
45 193 251 1200 1220 1240 1260 1280
Obprrrrplrdrb e o028 14 R b 3PP L. [m/z 267.00 41.56%
miz—> 20 40 a)so1m)um14)ﬂm1&)xmzz>zm2&)mm3m)%n3«)&m
ndance 5 #115273: Cyclopentasiloxane, decamethyl-
7l
5000 267 T TTTY T T
12m12m12m12w12w
355 m/z 355.00 30.97%
ol B L 1 | 96 115133149165 223*251 307323339 L
D AN ER RS e e e RRRE, T I AAARATES puaERTET, T
m/fz—-> 20 40 80 &Jﬂm1z)mo1&)umzm)zmzanxmz&zxnsznuo&m
f\bundance #115315: Cyclopentasiloxane, decamethyl-
i
T 75 T [ LI LR
67 355 12w12m12m12m12w
5000 m/z 356.10 10.56%
o % 191207223 251 ﬁnﬁw
llil'l1llllll T lll lllll lll lllll llll TT TT7T
miz--> 20 40 a)801m)um14)um1&)zm2Z)zw2aJxm3u3xm3«)&m
Abundance #115267: Benzoic acid, 2-{{trimethyisilyl)oxy)-, trimethyi... e S—
7B 12,00 1220 1240 1260 1280
m/z 268.00 9.96%
5000
45 267
91
0 I i L 1 115 ﬁl 175193209 233249L
llllllf T lll llllllllll llllIll lllll [T TT oT TT I"I_I—I_ll lll Ilr ll IlTllll T TTrrr
miz—-> 20 40 60 80 100 120 140 160 180200220240260280 320340360 12.00 12.20 1240 1260 1280

Mon Jun 10 11:26:4S9 2002 Page 18
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Lipwlaly SDedlCll LOUHIpLUULIG Reporu

Data File : C:\MSDCHEM\1\DATA\060702\12742.D Vial: 16

Acg On : 7 Jun 2002 8:47 pm Operator:

Sample : Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Paramg: LSCINT.e

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)
Title " : 508 Modified GC/MS scan
Library : C:\DATABASE\NIST98.L

dkhkhkkhhhhkhkhkhkhkhhkhkhhhkkhhkhhhkhkhkhkhkhhhkkhhhhkhhhkhhhkhhhkkhhhhhkhhkhhhhhhhkkhkdhk
Peak Number 16 Cyclohexasiloxane, dodecame... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
15.44 0.56 ug/L 504433 Napthalene-ds 13.39
Hit# of 5 Tentative ID MW MolForm CAS# Qualqﬁ~
1 Cyclohexasiloxane, dodecamethyl- 444 C12H36068i6 000540-97-6 91&&
2 Cyclohexasiloxane, dodecamethyl- 444 C1l2H3606S51i6 000540-97-6 90
3 Octasiloxane, 1,1,3,3,5,5,7,7,9,... 578 C16H5007Si8 019095-24-0 38
4 2H-1,4-Benzodiazepin-2-one, 7-ch... 342 C18H19CIN20Si 055299-24-6 12
[Abundance . Scan 2104 (15.441 min): 12742.D (-2089) (- m/z 73.10 100.00%
7l
5000
341
147 429 Tﬁr15!20 ‘1'5]4!(7 l1.5[610x x1!518'01 '
c“.JH,”]UZrL A k| [m/z 341.00 32.55%
m/z—> 50100150200250300350400450500550
Abundance " #27931: Cyclohexasiloxane, dodecamethyl-
7 341
5000 429 T

1520 1540 1560 15.80
m/z 147.00 17.88%

147

o B i mr | AT o7 3n{ 307,
MR e ML O N G S AN T ,
miz—> 50 100 150 200 250 300 350 400 450 500 550
Abundance #115309: Cyclohexasiloxane, dodecamethyl-
y/c]
1520 1540 1560 15.80
5000 o m/z 342.00 11.31%
429
147
. ol 45, 1171177207237 271311, | 367397
ST N1 LS - o
riz—> 50 100 150 200 250 300 350 400 450 500 550
Abundance #27373: Octasiloxane, 1,1,3,3,5,5,7,7.9,9,11,11,13,13,15,1... i o L I e
7F 15.20 1540 15.60 15.80
m/z 324.90 10.84%
5000 207
281
147
P N L W WL/ W 313LL @71401429 503 __ 69
IrIl’[YIllllll IIT T T TT TTrrrT T T
miz—> 50 100 150 200 250 300 350 400 450 500 550 1520 15.40 1560 1580
12742.D 060302.M Mon Jun 10 11:26:51 2002 Page 19
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Data File : C:\MSDCHEM\1\DATA\060702\12742.D
Acg On : 7 Jun 2002 8:47 pm

Sample :

Misc

MS Integratlon Params: LSCINT.e

Quant Method
Title
Library

508 Modified GC/MS scan
C:\DATABASE\NISTS8.L

vVial: 16
Operator:
Inst Instrumen
Multiplr: 1.00

C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)

de g e gk Kk ded gk de ek ok ok ok ko dkh ok kk kok ok ok ok ok hkk ok okdkkhkkdkdkdhkhkhkkdkkhkkhkdkkkkdhkdkdhkkkkkkdhhkkdkhkkik

Peak Number 17 Anthracene-d4d10-

Concentration Rank 20

R.T EstConc Area Relative to ISTD R.T

23.06 0.30 ug/L 303271 Phenanthranene-d10 22.90
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Anthracene-dl0- 188 C14D10 001719-06-8 93
2 Phenanthrene-dlo0 188 C14D10 001517-22-2 72
3 2-Quinolinecarboxaldehyde, 8-hyd... 188 Cl0H8N202 005603-22-5 38
4 Pentacyclo[8.4.0.0(3,7).0(4,14).... 188 C1l4H20 1000089-27-2 33

Abundance Scan 3401 (23.062 min): 12742.D {-3335) (-) m/z 188.10 100.00%
188
/\
8p 94 RN . —
42& 66 | l 158 ” 22580 2300 2320 2340
4) N o Y N M F Y1 Y 11 S m/z 94.00 19.47%
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #79826: Anthracene-d10-
188
5000 S
' 22/80 2300 2320 2340
m/z 1 22%
o 80 o4 60 / 89.05 18.
ol 17 30 42 52 v 108 118 132 146 170179
miz—> 10 20 30 40 50 60 70 80 SO 100 110 120 130 140 150 160 170 180 190
Abundance #79827: Phenanthrene-d10
188
ll'l'l_r
2280 2300 2820 2340
5000 m/ 80.10 15.87%
4 160
o 30 42 52 6? ,J Al 108118 132 146 oLl
Yll llll ll lﬂllllllllII[ TET T lll I
miz—> 10 20 30 40 50 60 70 80 90100110120130140150160170180190
Abundance #125696: 2-Quinolinecarboxaldehyde, 8-hydroxy-, oxime
188 2280 2300 2320 23.40
m/z 184.10 14 .33%
5000
143
115
51 8 76 102 130 158 170
o! S -
miz—> 10 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170 180 180 | 22180 2300 2320 2340

12742.D 060302.M Mon Jun 10 11:26:53 2002
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Ll Al y ODTAlull LullipuUlil [RoppuL i

Data File C:\MSDCHEM\1\DATA\060702\12742.D Vial: 16

Acg On 7 Jun 2002 8:47 pm Operator: .
Sample Inst : Instrumen
Misc Multiplr: 1.00

MS Integratlon Params: LSCINT.e

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)
Title 508 Modified GC/MS scan
Library C:\DATABASE\NIST98.L

hkhkkhkhkhkhkhkhkhkhkkhkhhkhkkhkhhkhkhkhkhkhhhkhkhhhkhkhkhhkhhkhhkhhkhkkhkhhhhhkhkhkhkhkkhkhbhkhhkhkhkhkikik
Peak Number 18 1,2-Benzenedicarboxylic aci... Concentration Rank 10

R.T EstConc Area Relative to ISTD R.T
25.05 0.77 ug/L 766332 Phenanthranene-di10 22.90
Hit# of 5 Tentative ID MW MolForm CAS#H# Q

- e e e b e e e e e e e e e e et et e e = e e by e v e e e e e = e e e A e et = e et e e e = e e v e mm e e . . e - = — =

1 1,2-Benzenedicarboxylic acid, bu...
2 1,2-Benzenedicarboxylic acid, bu...

3 Dibutyl phthalate

278 C1l6H2204
334 C20H3004
278 Cl6H2204
278 C1l6H2204

017851-53-5 /90
000084-78-6(83
000084-74-2| 83
000084-74-2\83

4 Dibutyl phthalate

Abundance Scan 3739 (25.2;8 min): 12742.D (-3731) () m/z 149.00 100.08%
1
5000
41 24.80 2500 2520 25.40
56 76 104 zszn
P I N U oA <N SN | | M/Z 41.10 8.36%
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #067019: 1, 2-Benzenedlzgrboxyhc acid, butyl 2-methylpropyl...
1
5000 IliflllllerlllllllllTY
24.80 2500 2520 25.40
m/z 150.00 6.80%
N Ans e LN NS S -Gi— A e
—> 20 40 60 &)1m)um1«)um1&>xm2Z)moza)xm3m)xm
Abundance #66726: 1, 2-Benzenfdncarboxyhc acid, butyl octyl ester
149
lllillllllllllll LERSRS
_ 24.80 2500 2520 25.40
5000 m/z 76.00 4.48%
4157 223
0 l“u‘"v?g ;M4? 167 2054 261 279 334
LRI TET T T LIRS TT7T17 LRSS TT1 TT TTT1T llllllllll LR ERJ 1]1l—‘l_(1l llll[I_I' IIT
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #123483: Dibutyl phthalate BRI B e e o
149 24.80 2500 2520 25.40
m/z 223.10 4 .45%
5000
. llll ll‘l 1! l‘l!l’ITTl_fll llll T lI IITI' llllll lllll lll[ll I[T ;)l’All) T 51T LR SRS TrTr
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 24.80 2500 2520 25.40
12742.D 060302.M Mon Jun 10 11:26:55 2002 Page 21
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Data File C:\MSDCHEM\ 1\DATA\060702\12742.D Vial: 16

Acg On 7 Jun 2002 8:47 pm Operator:

Sample Inst : Instrumen
Misc Multiplr: 1.00

MS Integratlon Params: LSCINT.e

Quant Method
Title 508 Modified GC/MS scan
Library C:\DATABASE\NIST98.L

hkhkkhkhhkhhkhkhkhhhhhhhhhhhkhkhkhhkhhhhhkkhkhhhhkhhkhhhkhkhkhhhkdkdhhhhkk

Peak Number 19 Anhydro 2-hydroxy-l-methyl-.

o .

C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)

khkhkhkdkdkdkkdkdkkdkdkhkk

Concentration Rank 16

R.T EstConc Area Relative to ISTD R.T
34.84 0.50 ug/L 140767 Perylene-dl2 34.65
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Anhydro 2-hydroxy-l-methyl-7-mor... 263 C11H13N503
2 Pyridine, 2- (diphenylphosphino) - 263 C17H14NP
3 4-Isothiazolecarboxylic acid, 3,... 263 C9H13NO2S3

1000213-86-4
037943-90-1
037572-40-0/9

4 Naphthalene, 1,2,3,4-tetrahydro-... 177 CLOH11NO2 029809-14-% 9
Abundance Scan 5405 (34.837 min): 12742.D (-5403) (-) m/z 129.80 1080.00%
1
9% 148
5000 209
84 7T llllI!'llTl )ll'ﬁ
44 l } 281 3460 3480 3500 3520
O H e i S — M : m/z 263.10 87.60%
miz—> 20 6080100120140160180200220240260280
Abundance #35005: Anhydro 2-hydroxy-1-methyl-7-morpholinopyridazino]...

232

70

N

3460 3480 3500 3520

m/z 128.10 72.56%

0.
mfz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
f\bundance #95023: Pyridine, 2-(diphenylphosphino)- 2T3
34.60 34.80 '35.00 35.20
185
S 107
oﬂ” 63 ® g0 | 120138 152 170 || 202 217230 248
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95001: 4-Iscthiazolecarboxylic acld, 3,5-bis(methylthio)-... o T
34.60 34.80 3500 35.20
m/z 118.00 57.78%
203
5000
47 76 103 128 157170 190 221
0' T T T Trrrrirytrjrrryyrrr
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 34.|60 34?780 35.l00 35.120
12742.D 060302.M Mon Jun 10 11:26:57 2002 Page 22
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Data File : C:\MSDCHEM\1\DATA\060702\12742.D Vial: 16

Acg On : 7 Jun 2002 8:47 pm Operator:

Sample : Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

Quant Method : C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)
Title : 508 Modified GC/MS scan
Library : C:\DATABASE\NIST98.L

khhkkhkkhkhkhkhhhhhkhkhkhkhkkhhhkhdhkhkhhhhhhkkkhkhhhhkhhhhkhhhkhkhkhhhkhhhkkhhhkkhhhkhkihdkhkkk
Peak Number 20 2-Bromo-3,4-dimethoxybenzal... Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
34.87 0.46 ug/L 130889 Perylene-di2 34.65
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Bromo-3,4-dimethoxybenzaldehyd... 259 C9H10BrNO3 1000196-39-2
2 Benzenamine, 4-bromo-N- (phenylme... 259 C13H10BrN 000780-20-1
3 2,2’ -Binaphthalene, 1,1’,2,2’,3,... 262 C20H22 027426-98-8/5
4 2-Bromo-4,5-dimethoxybenzaldehyd... 259 C9H10BrNO3 082463-75-

Abundance Scan 5412(34.8738 min): 12742.D (-5410) () m/z 131.50 10/0 oo%
131
5000 16 200 259 281
84
? | 3460 3480 3500 3520
1 m/z 259.00 54.039%

ot T R ARRA R e
miz—> 20406080100120140160180200220240260280
Abundance #94514; 2-Bromo-3,4-dimethoxybenzaldehyde oxime
i
5000

3460 34.80 3500 35.20
m/z 281.00 53.76%

0 50 63 76 94 119 137150 165 155200 21855244

miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
r\bundance #94484: Benzenamine, 4-bromo-N-{phenyimethylene)-

3460 3480 3500 3520
m/z 261.10 48.39%

0'

m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 k

Abundance #59484: 2,2'-Binaphthalene, 1,1',2,2',3,3'4,4"-octahydro- . —_— : —
3460 3480 3500 3520

m/z 129.40 47.31%

157171 189202215 234 M\,\

miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3460348035003520

12742.D 060302.M Mon Jun 10 11:27:00 2002 Page 23
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lellLadtlvely Llaellllieq colpoulla (udu)  sulmary

. Operator ID: Date Acquired: 7 Jun 2002 8:47 pm

Data File: C:\MSDCHEM\1\DATA\060702\12742.D

Name:

Misc:

Method: C:\MSDCHEM\1\METHODS\060302.M (Chemstation Integrator)
Title: 508 Modified GC/MS scan

Library Searched: C:\DATABASE\NIST98.L

--Internal Standard---

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc
Methylene Chloride 3.71 3.7 ug/L 2410780 1 9.89 26296700 40.0
1-Buten-3-yne, 1-... 3.75 - 3.4 ug/L 2255920 1 9.89 26296700 40.0
Ethyl Chloride 3.82 1.1 ug/L 714178 1 9.838 26296700, 40.0
Methylene Chloride 3.84 1.7 ug/L 1128840 1 9.89 26296700 40.0
Borane, trifluoro- 3.88 1.5 ug/L 984628 1 9.89 26296700 40.0
2-Butyne-1,4-diol... 3.92 1.5 ug/L 1005130 1 9.89 26296700 40.0
3-Butenamide 3.96 3.7 ug/L 2447450 1 9.89 26296700 40.0
4H-1,2,4-Triazol-... 4.39 0.6 ug/L 386959 1 9.89 26296700 40.0
Propanoic acid, m... 4 .52 1.6 ug/L 1030460 1 9.89 26296700 40.0
1-Propanol, 3-chl... 4.77 0.6 ug/L 363663 1 9.88 26296700 40.0
Boron trifluoride. 4.80 1.3 ug/L 837568 1 9.89 26296700 40.0
Methylene Chloride 5.34 0.4 ug/L 244374 1 9.89 26296700 40.0
2-Pentanone, 4-hy... 5.95 0.7 ug/L 485632 1 9.89 26296700 40.0
Cyclotetrasiloxan... 9.21 0.3 ug/L 225962 1 9.89 26296700 40.0
Cyclopentasiloxan... 12.37 0.6 ug/L 579970 2 13.39 35800000 40.0
Cyclohexasiloxane... 15.44 0.6 ug/L 504433 2 13.3% 35800000 40.0
Anthracene-dl0- 23.06 0.3 ug/L 303271 4 22.90 39850700 40.0
1,2-Benzenedicarb... 25.05 0.8 ug/L 766332 4 22.90 39850700 40.0
Anhydro 2-hydroxy... 34.84 0.5 ug/L 140767 6 34.65 11292300 40.0
2-Bromo-3,4-dimet... 34.87 0.5 ug/L 130889 6 34.65 11292300 40.0
12742.D 060302.M Mon Jun 10 11:27:00 2002 Page 24
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