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I3
Comments for Sample AE12737 - Analysis $GCMS
Westchester Dept. of Labs & Research

User: Vinci, David L
Date: 06-10-2002 Time: 15:25:17

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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. Quantitation Report (QT Reviewed)

Data File : C:\MSDCHEM\1\DATA\060702\12737.D Vial: 13

Acqg On : 7 Jun 2002 6:21 pm Operator:

Sample : Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: EVENTS.E

Quant Time: Jun 10 11:18:59 2002 Quant Results File: 060302.RES

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

DataAcq Meth : 508SCAN

Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) 1,4-dichlorobenzene-d4 9.89 152 3757523 40.00 ug/L 0.00
10) Napthalene-ds 13.38 136 14960005 40.00 ug/L 0.00
17) Acenapthalene-dilo 18.52 164 8290854 40.00 ug/L 0.00
29) Phenanthranene-dlo0 22.90 188 12524623 40.00 ug/L 0.00
37) Chrysene-dl2 30.75 240 6353980 40.00 ug/L 0.00
43) Perylene-dl2 34.65 264 2978112 40.00 ug/L 0.00
System Monitoring Compounds
27) TCMX 20.50 209 1654871 27.82 ug/L 0.00
Spiked Amount 40.000 Recovery = 69.55%
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(1-Chloropropane 0.00 45 0 N.D.
8) N-nitroso-di-propylamine 0.00 70 0 N.D.
9) Hexachloroethane 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 25867 N.D.
30) Nnitrosodiphenylamine 20.50 169 28727 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 0.00 149 0 N.D.
(#) = qualifier out of range (m) = manual integration
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R Quantitation Report (QT Reviewed)

Data File : C:\MSDCHEM\1\DATA\060702\12737.D Vial: 13

Acg On : 7 Jun 2002 6:21 pm Operator:

Sample : Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: EVENTS.E .

Quant Time: Jun 10 11:18:59 .2002 Quant Results File: 060302.RES

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

Regponse via : Initial Calibration

DataAcqg Meth : S508SCAN

Compound . R.T. QIon Response Conc Unit Qvalue
36) Fluoroanthene 0.00 202 0 N.D.
38) Pyrene 0.00 202 0 N.D.
39) Butylbenzylphthalate 0.00 149 0 N.D.
40) Benzo(a)anthracene 0.00 228 0 N.D.
41) Bis(2-ethylhexyl)phthalate 0.00 149 0 N.D.
42) Chrysene 0.00 228 0 N.D.
44) Di-n-octylphthalate 0.00 149 0 N.D.
45) Benzo (b) fluoranthene 0.00 252 0 N.D.
46) Benzo (k) fluoranthene 0.00 252 0 N.D.
47) Benzo (a)pyrene 0.00 252 0 N.D.
48) Indeno(1l,2,3-cd)pyrene 0.00 276 0 N.D.
438) Dibenz(a,h)anthracene 0.00 278 0 N.D.
50) Benzo(g,h,i)perylene 0.00 276 0 N.D.

e e e e e e e e e e e S e e e e e e e e me e et e e b % e mm = = e s e e mm e e e e m e e e o — s e e e e ———

(#) = qualifier out of range (m) = manual integration (+) = signals summed
12737.D 060302.M Mon Jun 10 11:19:33 2002 Page 2
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Data Fi
Acg On
Sample
Misc

Quantitation Report

le : C:\MSDCHEM\1\DATA\060702\12737.D
7 Jun 2002 6:21 pm

MS Integration Params: EVENTS.E

Quant Time:

Method
Title

Last Update

Respons

Jun 10 11:19 2002

Quant Results File:

(QT Reviewed)

vVial: 13
Operator:

Inst : Instrumen

Multiplr: 1.00

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

: Thu Jun 06 15:03:45 2002

e via : Initial Calibration
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LSC Area Percent Report

Data File : C:\MSDCHEM\1\DATA\060702\12737.D Vial: 13
Acg On : 7 Jun 2002 6:21 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 3.467 64 66 74 PV 5 5463 122909 0.36% 0.066%
2 3.726 93 110 123 PV 4 60840 4700802 13.88% 2.516%
3 3.808 123 124 134 VvV 3 55457 2114249 6.24% 1.132%
4 3.878 134 136 140 VvV 5 50800 978613 2.89% 0.524%
5 3.908 140 141 147 VV 4 48723 1249100 3.69% 0.669%
6 3.955 147 149 161 VvV 5 477455 2212326 6.53% 1.184%
7 4.031 161 162 172 VV 6 43147 1517163 4.48% 0.812%
8 4.102 172 174 186 VV 6 41302 1856887 5.78% 1.047%
9 4,343 213 215 217 Vv 3 29880 424169 1.25% 0.227%
10 4.513 242 244 251 VvV 3 26473 840596 2.48% 0.450%
11 4,848 299 301 306 VV & 15104 333471 0.98% 0.178%
i2 5.952 484 489 502 VvV 3 10439 353498 1.04% 0.189%
13 6.240 536 538 547 PV 6 2022 48947 0.14% 0.026%
14 6.910 650 652 653 PV 2 1740 8656 0.03% 0.005%
15 8.702 945 957 966 PV 3 5584 147262 0.43% 0.079%
16 9.020 1000 1011 1013 VV 8 2050 55411 0.16% 0.030%
17 9.213 1034 1044 1056 PV 14525 270555 0.80% 0.145%
18 9.895 1150 1160 1176 PV 1065681 22142505 65.40% 11.850%
19 12.369 1574 1581 1587 VV 46015 724253 2.14% 0.388%
20 13.385 1743 1754 1772 VV 1671637 30102877 88.91% 16.111%
21 13.544 1776 1781 1786 VV 4273 85855 0.25% 0.046%
22 14.002 1849 1859 1866 VV 5 3479 66752 0.20% 0.036%
23 15.442 2092 2104 2116 PV 45158 675796 2.00% 0.362%
24 16.699 2312 2318 2324 PV 2 2266 39663 0.12% 0.021%
25 17.104 2378 2387 2392 VV 5 3849 67257 0.20% 0.036%
26 17.621 2467 2475 2482 PV 6 1989 38861 0.11% 0.021%
27 18.191 2566 2572 2582 VV 15646 244645 0.72% 0.131%
28 18.520 2619 2628 2645 PV 1819296 33857020 100.00% 18.120%
29 19.143 2727 2734 2749 PV 2 11319 216442 0.64% 0.116%

30 20.500 2943 2965 2982 PV 867699 16265744 48.04% 8.705%

31 20.636 2982 2988 2995 PV 6635 97367 0.29%- 0.052%
32 21.352 3102 3110 3116 BV 4 5148 82256 0.24% 0.044%
33 22.533 3303 3311 3321 BV 2 10282 202136 0.60% 0.108%
34 22.751 3340 3348 3355 VV 3 2329 43328 0.13% 0.023%
35 22.904 3362 3374 3395 VV 2 1676392 33756358 99.70% 18.066%

36 23.062 3395 3401 3418 VV 12179 2772432 0.80% 0.146%
37 30.753 4699 4710 4759 PV 2 859993 19662572 58.08% 10.523%

12737.D 060302.M Mon Jun 10 11:23:46 2002 Page 1
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38 31.047
39 34.649
40 34.872

12737.D 060302.M
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| Document

4759 4760 4770 VV 7
5362 5373 5409 PV
5409 5411 5430 VV 9

1516
385639
4846

32598
10677007
161328

Sum of corrected areas:

Mon Jun 10 11:23:46 2002

0.10%
31.54%
0.48%

186849667

0.017%
5.714%
0.086%
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LSC Report - Integrated Chromatogram

File : C:\MSDCHEM\1\DATA\060702\12737.D.

Operator -

Acquired : 7 Jun 2002 6:21 pm using AcgMethod 508SCAN
Instrument : Instrumen

Sample Name:

Misc Info

Vial Number: 13

Quant File :060302.RES (Chemstation Integrator)

Abundance TIC: 12737.D
13.39
1500000
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0 : eroe® || 12,37 {b544oo
T T T T T T ] T T T T I T T T T [ T L) l T Ll T T T T T T ] T l T
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1 L3 l T T L3 T T L T T T l T T T T l T T T T T T T T T T T
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\060702\12737.D Vial: 13

Acg On : 7 Jun 2002 6:21 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
*********************************************************************
Peak Number 1 Methylene Chloride Concentration Rank 1

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

3.73 8.49 ug/L 4700800 1,4- dlchlorobenzene d4 9.89
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methylene Chloride 84 CH2Cl2 000075-09-2
2 Methylene Chloride 84 CH2Cl2 000075-09-2
3 Methylene Chloride 84 CH2Cl2 000075-09-2\2
4 Methylene Chloride 84 CH2Cl2 000075-09-2 37

Abundance Scan110(3.726Tbin):12737.D (-93) () m/z 49.10 100.00%
84
5000
a | 88 340 360 380 400
c Irrr)[llll[xllrlllllllHl]nnll’un]:nllxl! {Ixnluulu N RAERNERRRNRA 111 t '[lx!nlullllll m/z 84 00 72 76%
miz—-> 5 10 15 20 26 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #111039: M:g\ylene Chloride
84
m l'l[ll’l["lllllllllll'
340 360 3.80 4.00
L } m/z 86.00 47.96%
c.TIT‘IIlllllllllllllllllllzlsl]sl1 ?]51?[ 43 |I i Ty 1[15‘7' ll llII6I7llI7|1lllll7l7ll|Illllll8!8llllllllll
miz-—-> 51015202530354045505560'65707580859095
Abundance #12327: Me“tgylene Chloride
84 340 360 380 400
5000 . m/z 51.10 29.71%
0 14 18 24 2831 3341 llle 70 tsf’
II[IIIIllllllllllllll'lllll]l TTllllllllII'fl ! llllllllll']llll""III lll T l TT 1[‘1!
miz—-> 5101520253035404550556065707580859095
Abundance #111041: Methylene Chloride . R M A
4 340 360 380 400
m/z 47.10 14.15%
84
5000
! |
Ot AEAAIAARED) 126291 T ?'1"i“1i2 2 615 ;31771 18‘8 T
LIRS AR AR R AR R R AR R R R AR SRR R R ER LR R ] llllllllllllll TTTITYreTryrisT llll1'l(l'lll LRRS T 1 17 LERIREERS T T T T T ¥ 7 T T T
miz> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 340 360 380 400
12737.D 060302.M Mon Jun 10 11:23:52 2002 Page 4
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\060702\12737.D Vial: 13

Acg On ¢ 7 Jun 2002 6:21 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
khkhkhkhkhhkkhkhhhkhkkhkhkhhkhhhhkkhkhkhkkhhkhkhhhkhhkhhkhkhhkhkhkhkhhhhkhbhkhkhkdhkhhkhkhkhkhkhkhkhkhkhkkhkkk
Peak Number 2 Propiolonitrile Concentration Rank 3

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

3.81 3.82 ug/L 2114250 1,4- dlchlorobenzene d4 9.89
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Propiolonitrile 51 C3HN 001070-71-9 7
2 Ethane, 1,1-difluoro- 66 C2H4AF2 000075-37-6 4
3 Pyridazine 80 C4H4N2 000289-80-5 2
4 2-Butyne-1,4-diol, diformate 142 C6H604 : 036677-73-3 1

Abundance Scan 124 (3.808 min): 12737.D (-123) () m/z 51.10 100.00%
S
5000
47 86
374 NSRS SRS SRR
| l l | 83 340 360 380 400 420
Obrrrerrrrrerprereprrerprrrr et e T m/z 86,00 27.77%
mfz--> 051015202530354045505560657075808590
Abundance #12371: Propiolonitrile
H
5000 NSRS SEERE S EANE VAREE B
340 360 380 400 4.20
m/z 47.00 27.02%
12 153 Pz B 4
c ¥ 1\]\ ¥ ’ l L] Ill\l\]lr"llllllliT'l_[ lllllll’llllll l[ TT Il TT lll ll 11’1 TIT I ]
= 0 5 10 15 20 25 30 35 40 45 50 5560 65 70 75 80 85 90
Abundance #111062: Ethane, 1,1-difluoro-
st
340 360 380 400 420
5000 65 m/z 50.00 21.58%
o7 47
oL 2 121549 24 35 a4 62,
IIITIIIIr'l’lllllllllll[llllllllll”lllllll]lllTTl_l_Ill(llll lll[llll[ll!1ll‘lllllll T III"I_!_I’_I"lll[l T [
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #111060: Pyridazine B e I B
51 340 360 380 400 420
m/z 41.00 19.51%
5000
% 80
37
clll“ll|lll'lll‘lllllllllllll!Ilill!llllillll%l[lllfl’lll!l ll rrr]rrrr[ TTT ]1 ll ll.l‘lllll'lfrrl_r Illlllllllrfllf]’”‘l’]
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 340 360 380 400 420
12737.D 060302.M Mon Jun 10 11:23:54 2002 Page 5
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\060702\12737.D Vial: 13

Acg On : 7 Jun 2002 6:21 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\NIST98.L

khkhkhkhkhhkhkhkhkhkhhkhkhkhhhkhkhkhhkhkhkhkhkkhkhkhkhkhhkhkhkhhkhkdhkhkhkhkhkhkhkhkhkhkhkdhdhkhkdkhhkhkdhdhbhkhkhhhkhhkhdd
Peak Number 3 Perdeuterobenzene Concentration Rank 7

Quant Method :

R.T EstConc Area Relative to ISTD R.T
3.88 1.77 ug/L 978613 1,4- dlchlorobenzene d4 9.89
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Perdeuterobenzene 84 (C6D6 001076-43-3
2 Furan, 2,3-dihydro-4-methyl- 84 C5HS80O 034314-83-5/9
3 2-Butenal, 3-methyl- 84 (CS5HS80O 000107-86-8 9
4 2-Butenal, 2-methyl- 84 (C5HS8O 001115-11/3 9
Abundance Scan 136 (3.878 min): 12737.D (-134) {-) m/z 84.00 1 0/0 .00%
5000 49
36 88
Flllllllllllllll"llllll
l ﬁ 1 ‘ 360 380 400 420
) MM (NS 8 4NN m/z 49.10 42.57%
nfz—-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #33650: Perdeuterobenzene
84
5000 T TTT Ty T T T T
360 380 400 420
42 52 56 m/z 87.95 37.00%
o2, 18 242 ® 48Hl 2P p7e®|
T R LA T iz yaiaN NSNS
miz—> 5 10 15 20 25 30 35 40 45 50 55 60-65 70 75 80 85 90 95
Abundance #33672: Furan, 2,3-dihydro-4-methyl-
56 84
- T T
360 380 400 420
5000 41 m/z 36.00 29.83%
29
69
1518 .I’, ‘J 51’1 65 | 81|,
c If]IlllllllllllllIlll’II llllll |I II L) illlll T I1_I1IITll[ll)lIlllllll'lllll ll[llllllllll
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95
Abundance #33657. 2-Butenal, 3-methyl- I e o B B
84 360 380 400 420
55 m/z 82.00 19.80%
41
5000 29
51 69
c.q”,P”wuupHHLLVHWJLLﬁﬁ”dhLJFQ . SN M SN N —
mfz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 360 380 400 420
12737.D 060302.M Mon Jun 10 11:23:56 2002 Page 6
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\060702\12737.D Vial: 13

Acqg On : 7 Jun 2002 6:21 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
hkhkdhhhhkhkhhkhhhkhkkhkhkhkhkhkdkhkhkdkdhhbhbhkhkhkdkhkhkhkdkhkhkhkhkhkhhkhhkhhkhhkhhkdbdbhbhkrohhkhkhhkhkdkkihhkkhkk
Peak Number 4 Propioclonitrile Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.91 2.26 ug/L 1249100 1,4-dichlorobenzene-d4 9.89
Hit# of 5 Tentative ID MW MolForm
1 Propiolonitrile 51 C3HN
2 Methane, chlorodifluoro- 86 CHCIlF2
3 Pyridazine 80 C4H4N2
4 Butane, l-nitro- 103 C4HONO2 000627-0544 1
;Abundance Scan 141 (3.908 min): 12737.D (-140) () m/z 51.05 100.00%
51
88
5000 36 42 47
L A AL A AL
LI L l % 360 380 400 420
cllllllllllllllllllll [ II]’T l,"ll“l'}l IIIIII TV ‘II LR Ill TTT7T lll T]Illl[ll m/z 88‘00 51.88%
m/z—-> 5101520253035404550%6065707580859095
Abundance #12371: Propiolonitrile
il
5000 \BSE SRS SSAS SN AN NERER
360 380 400 420
m/z 47.10 40.42%
0 2 15 gy B 4|
T[(TIIIIIA l [ T7 ) Il] TT l' llIllTI[‘lIrl LR TTT [li llllll lll lll llllllllll’l’lllllll
miz—> 510152025303540455055606570758085905
Abundance #111064: Methane, chlorodifluore-
51
RS SRS NEERS SRR REERE
360 380 400 420
5000 m/z 36.10 37.50%
31 67
0 13 19 24 287 3538 43 47 1, 8588
]5 lll'l!l] TIT TTT I ll[ I l]lllll]llllll ITTTTI 11 rl_l"l' llllllllllll!l[lllllr"
mfz—> 5101520253035404550556065707580859095
Abundance #111060: Pyridazine R e T T
5 360 3.80 . 400 420
m/z 42.00 36.88%
5000
% 80
37
0 ..."] n-!’ ”‘ll 4
ll||llllllllllllll [llll"'l l ll[ll I‘ III lll]'f[l[l'llllll ITI ] 'Illl'lllllllTIl’Tr Ill]'lrl]]lll[llllllf’ll
m/z—> 5101520253035404550556065707580859095 360 380 400 420
12737.D 060302.M Mon Jun 10 11:23:58 2002 Page 7
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\060702\12737.D vial: 13

Acq On 7 Jun 2002 .6:21 pm Operator:

Sample Inst = : Instrumen
Misc Multiplr: 1.00

MS Integratlon Params: LSCINT.e

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

hkhkkhkhkhhhhhhhhkhhhhhhhhhkhkkhhkkhhkhhkhhhhhkhhhhhhhkhhkhhkkkkhhdhhhhkhhkhkkkhkhhdkiksk

Quant Method :

Peak Number 5 2-Butenal, 3-methyl- Concentration Rank 2
R.T EstConc Area Relative to ISTD R.T
3.96 4.00 ug/L 2212330 1,4-dichlorobenzene-d4 9.89
Hit# of &5 Tentative ID MW MolForm CAS# Qual
1 2-Butenal, 3-methyl- 84 C5H80 000107-86-8/ 37
2 2-Butenal, 3-methyl- 84 CS5HS80O 000107-86 7
3 Thiophene 84 C4H4S 000110-0%-1 7
4 2-Butenal, 2-methyl- 84 C5HS80O 001115-11-3 5
[Abundance Scan 149 (3.955 min): 12737.D (-147) {~) . m/z 84.00 A00.00%
8
5000
51 Tllll'lllllllllll[l‘lll]l
37 4]1 7 I 360 380 400 420 440
c 'lll'l!lrllll[lf!llIl|l|lllll II1TI'(1'I lllll’lllll%l!l ] I lll!lllllll | TT ll ll TTT | l LA RS l rrr m/z 860 00 510 07%
mfz—> 05101520253035404550556065707580859095
Abundance #33657: 2-Butenal, 3-methyl-
84
55
41
5000 9 — T T
360 380 400 420 440
m/z 51.10 19.70%
A3, D)o 65 [
OI TTT llllllllllllll( I llll”"] l lllll}llll¥IIIIIII.II=I}II=l"[’TTri ‘Il!lll Ill|lll I'lllllllllll
m/iz—> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #116598; 2-Butenal, 3-methyl-
84
‘rlllll llll IrTrYl’r‘llI
360 380 400 420 440
5000 41 55 m/z 41.05 10.98%
50] ll 6569 |
0 llllllll‘lllI‘Illl"llll‘llll‘llll‘l KI‘K!II"III\IK {ll!llli!llllll l T ‘ 193 ll K‘ X‘I] )lill]“lllxl
mjz—-> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #33732: Thiophene R e o N L o
84 360 380 400 420 440
m/z 81.90 9.09%
58
45 "
5000
39
1 12 216 32 101 {30 [ 619 11,88
0 llll”ll[:lll[fllllIllllll[[]llllilillll;l']lllll l}lll%lll[lll:irllTT'l”[l‘ll[llll[l !I('l"(lTl_r
m/iz—> 0 5 10 156 20 25 30 35 40 45 50 55 60 65 70 75 90 95 . 360 380 400 420 440
12737.D 060302.M Mon Jun 10 11:24:00 2002 Page 8
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NYC 9/11 Public Portal Document
Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\060702\12737.D Vial: 13

Acg On : 7 Jun 2002 6:21 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
khhkhhhkkhkhhhkkkhkkhkhkhhhkhhhhhhkhhhkhkkhkhkhkhkhkdrdrhkdkdrdk kbt hdkrdkhhkdkdrddhkhkrkddrohddhrid
Peak Number 6 Methylene Chloride Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.03 2.74 ug/L 1517160 1,4-dichlorcbenzene-d4 9.89
Hit# of 5 Tentative ID MW MolForm CASH#
1 Methylene Chloride 84 CH2Cl2 000075-09-2
2 Methylene Chloride 84 CH2C1l2 000075-09-2/9
3 Methylene Chloride 84 CH2Cl2 000075-09-2 4
4 Methylene Chloride 84 CH2Cl2 ' 000075-09/2 4
Abundance Scan 162 (4.031 %1):12737.0 (-181) () m/z 49.10 100.00%
5000
86 T rr T T 17 T 1 17y T T
3741 ﬁ3r 360 380 400 420 440
c ‘I['ll(l’!lll’l [ LR} ll lll l I Ll l TT l[l lllllllllillllllll'l'lllll m/z 86 OO 21 216
miz-—-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #111040: Miguylene Chloride
84
5000 T rlllll(ll
A 360 380 400 420 440
35 m/z 82.95 15.86%
R T LT
l] ll lllll)llll l[l( I[‘ ll(llllllllllll Illlllllllllllll)ll‘ TITT[Trvrs l“llllll llll!lll
miz—> 5 10 15 20 25 30 35 40 45 50 55 60-65 70 75 80 85 90 95
Abundance #12327: Methylene Chloride -
84 T Illll(\lirfll
360 380 400 420 4.40
5000 m/z 48.10 12.94%
o 14 18 24 2831 Bzedl |, ,L ‘ef
lllll)l]'lllllIfIl’TlIllllllllllllll’l’][[llll]ll [llll[llll‘l)ll}lllll(llllll(llllllllllllllllTTTr
miz-—> . 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #111038: Methylene Chloride T T T
4 360 380 400 420 4.40
m/z 37.05 10.95%
84
5000
0 2831 3538 43 || le 5 6771 77 ,,Is.s
lllllllllllllllllllllllll llllIlll’Tl' llllllllll’l"lﬁ_lllllllllllllllllllllilllll TT lll’ [ lllll llll Il T
> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 360 380 400 420 4.40

12737.D 060302.M Mon Jun 10 11:24:02 2002 Page 9
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NYC 9/11 Public

Data Fi
Acg On
Sample
Misc

MS Integration Params:

Quant Method

Title

Library

Portal Document

le

Library Search Compound Report

7 Jun 2002

-
-

LSCINT.e

C:\MSDCHEM\ 1\DATA\060702\12737.D
6:21 pm

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

Vial: 13

Operator:
Inst
Multiplr:

Instrumen
1.00

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

dkhhkhkhkhkhkkhhhhkhkddkhkhkdhkhkdhhhkkhkhRkhkhkdbkhhkhkhkkhkhhkhkhhkhkhhkhkhkhkdhkhkkkhrkkhkhkhdkdhkhkhkhdkdhkrrdthkii
Peak Number 7 Isocrotonic acid Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T
4.10 3.54 ug/L 1956890 1,4-dichlorobenzene-d4 9.89
Hit# of 5 Tentative ID MW MolForm CASH Qual

86 C4H602
192 C6HSBroO2
317 C21H23N3

86 C4H602

1 Isocrotonic acid

2 2(3H) -Furanone, 3-(2-bromoethyl).

3 N,N-Diethyl-11H-indolo[3,2-clqggi...
4 2-Butenoic acid, (E)-

000503-64-0/9
054815-24 -
1000212~-55f(4 9
000107-9347 7

Abundance Scan 174 (4.102 min): 12737.D (-172) () m/z 86.00 lyO .00%
86
5000
41 r I T
S5 108 380 400 420 440
o ; SN SRS S — m/z 84.00 36.23%
m/z--> 20406080100120140160180200220240260280300320
Abundance #34646: Isocrotonic acid
39 86
5000 68 T T T
380 400 420 4.40
m/z 87.95 34.43%
0! 2
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #34747: 2(3H)-Furanone, 3-(2-bromoethyl)dihydro-
88
AR S REE
3.80 400 420 4.40
5000 m/z 89.10 26.42%
55
0 2J’7L JJ" "re"lg N 107 1129 184, SARAL
TTi71 RO EREEREBEREREERRERE] llllllll lllll ll llll |llll TTTTvYrrrpyrrrT
miz—> 20406080100120140160180200220240260280300320
Abundance #34936: N,N-Diethyl-11H-indolo[3,2-c]qginoline-11-ethanamine .
8 380 400 420 440
m/z 41.10 19. 25%
5000
o 42 S8 4. 109128 151 176 208 231246262 317
rrTll)ll[llllT IIIIIIII VII[T TV 1T TIT 1 T TTT r‘lllll] lll’l lTl TIIT lllllll[lll l lllll l
mfz—-> 20406080100120140160180200220240260280300320 380 400 420 4.40
12737.D 060302.M Mon Jun 10 11:24:04 2002 Page 10
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NYC 9/11 Public Portal Document
Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\060702\12737.D vial: 13

Acg On : 7 Jun 2002 6:21 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
khkkhkkhkhkkhkhkhkhhkhkhkhkkhkhkhkhkhkhhkhkhbhkhkhkhkhkhkhhkhhkhbkhkhkhhhkhhkhkhkhkhhhkhhhbkdhdhkhkdkhkhkkhkhdkhkkk
Peak Number 8 Borane, trifluoro- Concentration Rank 11

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

4.34 0.77 ug/L 424169 1,4-dichlorobenzene-d4 9.89
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Borane, trifluoro- 68 BF3 007637-07-2 2
2 Boron trifluoride etherate 142 C4H10BF30 000109-63 2
3 Ethyl Chloride 64 C2H5C1 000075-00£3 2
4 2-Chloroethanol 80 C2H5CI1O 000107-07-3 1

Abundance Scan 22}95 {4.343 min); 12737.D (-213) () m/z 49.10 100.00%
84
5000
u‘“ 400 420 440 460
o) S N | S — e —— m/z 84.00 92.92%
miz—> 0 10 20 30 40 50 60 70 80 80 100 110 120 130
Abundance 4151 2321: Borane, trifluoro-
5000 T T T T T[T A
400 420 440 4560
m/z 50.05 25.22%
13 19 30 38 6'8
clllll‘l llll'lYFITT T]_r" llllll II lllllll ll lllllll lllll ll ll
m/z--> 0 10 20 30 40 50 60 70 80 -9 100 110 120 130
Abundance #1099: Boron trifluoride etherate
3
50 400 420 440 460
5000 45 m/z 48.00 20.24%
74
o 15 o 39, ‘u{ . 66 i 81__ 93 127
Illllllll[llllll Il llllll llllllllll llllll li"llllllllll LIRS
miz-> 0 10 20 30 40 50 60 70 80 Qb 1([)0 110 120 150
Abundance #107943: Ethyl Chloride —— T
28 , 4.00 420 440 460
m/z 51.10 18.25%
5000 64
49
15 35 '
cllllll'!lllll:ll illl}lllllllllllllli':‘llllllll!]lllllllllll'llllll‘|llllllll lT'[Illllll lilllllll"l‘
mfz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 400 420 440 460
12737.D 060302.M Mon Jun 10 11:24:06 2002 Page 11
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NYC 9/11 Public Portal Document

Data File C:\MSDCHEM\1\DATA\060702\12737.D
Acg On 7 Jun 2002 6:21 pm

Sample

Misc

MS Integratlon Params: LSCINT.e

Quant Method
Title
Library

Library Search Compound Report

Vi

al: 13

Operator:

Inst

Multiplr;

Ingtrumen
1.00

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

I R R R R R R E R AR R R R E R R EEEEEEEEELTELLIEIZEEETEEXETEZEREIEEEEE R R EEEE TR R R R R R R R ER
Concentration Rank 8

Peak Number 9

1-Penten-3-one

R.T EstConc Area Relative to ISTD R.T
4 .52 1.52 ug/L 840596 l,4—dichlorobenzene—d4 9.89
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 1-Penten-3-one 84 C5H80 001629-58-9 1(
2 1-Butene, 3,3-dimethyl- 84 C6H12 000558-37-2
3 2-Amino-oxazole 84 (C3H4AN20 1000144-64-¢/ 9
4 3-Amino-s-triazole 84 C2H4N4 000061-82-Y% 9
Abundance Scan 244 (4.513 min): 12737.D (-242) (-) m/z 84.00 100L00%
84
88
57
41 48
5000
)| ] VI
o llllllll llll_lTl_‘l_ll[llill‘llll lliillllllllllll]llllllllllllll’lllllll l[ l Il ll TTT ]IT I llll llllrr m/z 880 00 78-33%
miz—> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 85
Abundance ’ #63: 1-Penten-3-one
2
55
5000 T T T NGRS SSRER
420 440 460 480
84 m/z 57.05  64.33%
0 ' 31 3|9,'.43 s L
llllll'lllllllllll[ll"lllllll T[T Il TTTT l T l’ l llll I"lllll’lll ll TT [mlllllllll”[l
miz—-> 0 5 10 15 20 256 30 35 4550 55 60 65 70 75 80 85 90 95
Abundance #108767: 1-Butene 3,3-dimethyl-
4 69 m
A . :
4.20 440 460 480
5000 m/z 48.00 60.17%
27 84
o 2 15 l a1 37} L 49758 65 7478
llllllllllll 'llll lllllllll ¥r [l TIrT ll l 'l’"rl’"rl l[ T"[l'l' ] l’[ LA I 717 Il [ TV l
miz—-> 05101520253035404550556065707580859095
Abundance #33688: 2-Amino-oxazole . - T
84 420 440 460 480
m/z 41.10 53.33%
56
5000
42
oL .3.1. II“‘II .5, I'. L
LRRRRARY Ill ]‘ Illll [ !l] ']III I'llllllll[l "I”lrllll I III L8 ]'l' II TTT III'T[ IIl'r lllIll T I TTr7T l T T T l T T l T I
m/z—-> 051015202530 40 45 50 55 60 65 70 75 80 85 90 95 420 440 460 480
12737.D 060302.M Mon Jun 10 11:24:08 2002 Page 12
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File C: \MSDCHEM\l\DATA\O60702\12737 D
Acg On 7 Jun 2002 6:21 pm

Sample

Misc :

MS Integration Params: LSCINT.e

Quant Method
Title
Library

Vial:

Oper
Inst
Mult

ator:

13

Instrumen

iplr: 1.

00

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

khkkhkhhhkhhhhhkhhhhkhhhhhhhhhkhkhhkhkhkhhhhhhhhhhhhhhhhhkhhhhhhhkhhhkhhhddhhhdkkkk

Peak Number 10 2-Butenal, 3-methyl- Concentration Rank 14
R.T EstConc Area Relative to ISTD R.T
4.85 0.60 ug/L 333471 1,4-dichlorobenzene-d4 9.89
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Butenal, 3-methyl- 84 CS5H80 000107-86-8 §
2 Krypton 84 Kr 007439-90-9
3 Dicyandiamide 84 C2H4AN4 000461-58-
4 2-Dodecyl-5-methylpyrrolidine 253 C17H35N 063896-04-8 1
Abundance Scan 301 (4.848 min): 12737.D (-299) () m/z 35.10 100.00%
3
84
5000
47 L llll T 717 T7T
38 41 50 l 88 460 480 500 520
) IR N ) O e 188 | Tm/z 84.00 57.87%
miz-> 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #116598: 2-Butenal, 3-methyl-
5000 41 55 NN
460 480 500 520
m/z 47.00 22.35%
. 50[ | 65 69 Il
0""lx“llll'l'lIF:IIlllli"‘llllllllIll[lll}llll)llll‘[ll‘ llllllll(Y]lT
mjz—> 30 35 40 45 50 55 60 65 70 75 80 8 90 95
Abundance #33829: Krypton -
84
i 460 480 500 512(')ﬁ
5000 m/z 82.95 15.73%
42 l'
0 ||I SIOH
lllllll‘ll'YiT]’lllllllll[lr!l l llllll[lirll|117| lllllll’flllll
mfz—> 30 35 40 45 B0 55 60 65 70 75 80 85 90 95
Abundance #116556: Dicyandiamide S— T e o’
4@ T 84 460 480 500 520
m/z 37.90 13.08%
5000 68
0 niF 53 P 1' .
‘I’llllllllllllll TTTTI'I[I“llll'l]lllllllll’["l'r]’_l—rllll]Tll [lllllllllllT
m/z--> 30 35 40 45 50 55 60 65 0 75 80 90 95 460 480 500 520
12737.D 060302.M Mon Jun 10 11:24:10 2002 Page 13
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NYC 9/11 Public Portal Document
bLlprary Searcn Compounda Report

Data File : C:\MSDCHEM\1\DATA\060702\12737.D Vial: 13

Acg On : 7 Jun 2002 6:21 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
khkkhhkkhkkhhhkkhkhkhhhhkhkhhhhhhkhkhhhhkhhhkhhkhhhhhkkhhkhhhhhdhdhkhhdhhhdsihhhkhidhihikik
Peak Number 11 tert-Butyl Hydroperoxide Concentration Rank 12

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

5.95 0.64 ug/L 353498 1,4-dichlorcbenzene-d4 9.89
Hit# of 5 Tentative ID MW MolForm CAS#H Qua
1 tert-Butyl Hydroperoxide 90 C4H1002 000075-91-2
2 2-Pentanone, 4-hydroxy-4-methyl- 116 CeH1202 000123-42-2/9
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-46 9
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-4 9

Abundance Scani%9(5.952 min): 12737.D (-484) (-) m/ zZ 43.10 IP0.00%

5000

58
lll llllllllllllllllll T
49 \ 83 g8 101 560 580 6.00 620
c111:11](11111113{?['!11';111:xlxx|Irrrr]1rvtIx-]|'v'x|uvuul|||v1|r m/Z 58.10 28.08%
miz--> 10 20 30 40 50 60 70 80 g0 100 110
Abundance #5471: tert-Butyl Hydroperoxide
43 57
5000 29 lllllITTlllllll&lﬁllilll T
560 580 600 6.20
15 m/z 59.10 21.72
75
cll|7T{l'=]l2‘l4T’ llllll%l!"llaﬁll[l!Illll]lllll[lll'glolll'llll'l!
mfiz—> 10 20 30 40 50 60 70, 80 90 100 110
Abundance #5851: 2-Pentanone, 4-hydroxy-4-methyl-
S AR WAL R N B
560 580 600 620
5000 m/z 101.10 9.54%
59
101
o.‘,....,..=2r7.113?,r3§,'!:,4%?’3::;”].,‘?"7.,7?..77.1??.".?1‘,9.‘5:,'..,,,,
m/z—> 10 20 30 40 50 60 70 80 90 100 110
Abundance #109592: Acetic acid, 1,1-dimethylethyl ester T e e e
4 560 580 600 620
m/z 49.10 7.48%
5000 57
29
l ] ' 101
0 1l s8ll so || 78 I
lllll Il ‘lrll IllIITIY'II]DIIl]lllllllll[l’l’l[lll‘l’]r III III T lllll l TT [l
miz—-> 10 20 30 40 50 70 80 90 100 110 560 580 6.00 6.20
12737.D 060302.M Mon Jun 10 11:24:12 2002 Page 14
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File C:\MSDCHEM\ 1\DATA\060702\12737.D
Acg On 7 Jun 2002 6:21 pm

Sample

Misc :

MS Integration Params: LSCINT.e

Quant Method

Title

Library

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

Vial:
Operator:
Inst
Multiplr:

13

Instrumen
1.00

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

khkdkhkkhkhkkhkhkhkhkkkhkhkhkhkhkhkhkhhkhkhkkkhkhkkhkhkhkhkhkhkhkhkhhhkhkhhhkhkkhkhkhkhhkhkhkkhhkkhkhkkkhkdhkkdkkhkik

Peak Number 12 Hexane,

1 Hexane,
2 Pentane,
3 Hexane,

2,2,5,5-tetramethyl-

Concentration Rank 18

EstConc Area Relative to ISTD R.T
0.27 ug/L 147262 1,4-dichlorobenzene-d4 9.89
5 Tentative ID MW MolForm CAS# Qual
2,2,5,5-tetramethyl- 142 C1l0H22 001071-81-4 F6
2,2,4-trimethyl- 114 C8H18 000540-84-1 /16
2,2-dimethyl- 114 C8H1S8 000590-73-8/12
2,2,3,4-tetramethyl - 128 C9H20 001186-53-4/ 9

4 Pentane,

Abundance Scan 957 (8.702 miny: 12737.D (-945) () m/z 57.10 100.00%
57
5000
43 7 [
R e o S W S [
[H I | T f 840 860 880 9.00
o) _ | 15 ,r,r'....l....,...,], ot m/z 56.10 41.46%
mfz—-> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #112499: ;lexane 2,2,5,5-tetramethyl-
5
71 840 860 880 9.00
m/z 43. 10 33.91%
Ol e e li,l 50.ll, 64 | 7885 5103111119127 135142 _ “
T LRI TVrTT TITTT TTTT LRI L) TTTT TI1V 7T LRERRI] TTrTV[rYrrryrrrre Ivl)lllllll
miz—> 0O 10 20 30 40 50 60 70 80 90.100 110 120 130 140 150
Abundance #112498: Pentane, 2,2,4-trimethyl-
57
8.40 sm 880 9.00
5000 “ m/z 41.10 31.65%
29 [ 99
Ot .,.1.“.:’.lx.x'.,mrlﬁ..75,0,'.‘.!1%.7,1...,8.?.,911...,,..,114 e
miz—> O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #112495; Hexane, 2,2-dimethyl- ! i
57 am 860 880 9.00
m/z 71.10 27.29%
5000
41
29
ol 4 15 | 1',1 5041J| 69 79 P 4
llIlllIIIlTT]’Y!'Tllll [llllllllllllllllll ]l lllllllllll ]llllllll l T lllll‘l—l—r l]l lllll‘l ll I
miz—> 0 10 20 30 50 60 70 80 90 100 110 120 130 140 150 840 860 880 9.00
12737.D 060302.M Mon Jun 10 11:24:15 2002 Page 15
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NYC 9/11 Public Portal Document
Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\060702\12737.D Vial: 13

Acg On s 7 Jun 2002 6:21 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
khkhkhkhkhkhhkhhkhhkhkhkhkhkhhkhkhhhkhhkkhhkhkhhkhkhkhkhhkhhkhkhkhhkhkhkhhhkhkhhhkhhikhhkhkkhikhkk

Peak Number 13 Cyclotetrasiloxane, octamet... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
9.22 0.49 ug/L 270555 1,4-dichlorobenzene-d4 9.89
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 Cyclotetrasiloxane, octamethyl- 296 C8H2404S8i4 000556-67-2 78 g?\\
2 Cyclotetrasiloxane, octamethyl- 296 C8H2404Si4 000556-67-2 78«\
3 Cyclotetrasiloxane, octamethyl- 296 CB8H2404Si4 000556-67-2 59
4 Benzoic acid, 4-methyl-2-trimeth... 296 Cl14H2403Si2 1000153-59-3 53
Abundance Scan 1044 (9.213 min): 12737.D (-1034) (-) m/z 281.00 100.00%
281
5000
4 57 73 o103 133 177191207 249 265 880 900 920 9040 960
o) S | W M .- B N bt i | | M7z 282.00  29.70%
miz—> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #97367: Cyclotetrasiloxane, octamethyl-
281
5000 | DAL SRR N AL IR R |
880 9.00 920 940 960
133 T m/z 283.00 14.40%
oL 1520 4550 73 96 119 | 147163177791 " | 221235249255 | 205
T TT TETT TTT L] llll'[ lll[ TTT[vTrr iy rri?
nfz—-> 62'04'06080100120140160180200220240260280300
Abundance #128142: Cyclotetrasiloxane, octamethyl- F
281
‘lll lller"IlIlllT]rf
880 900 920 9040 950
5000 m/z 190.90 10.46%
0 25 51 73 g7 103119133147 163177 1S 2072212352492?5 299
T X'II‘YTI ]TTI IT_I_I'! 'lli Trr T TITIirT1rorerryreerr ll ll“ T T T T
nfz—> 620406‘080100120140160180 220 240 260 280 300
Abundance #128141: Cyclotetrasiioxane, octamethyl- — e
281 880 900 920 940 960
m/z 133.20 9.79%
5000
4559 0 133 177198207 35 e
0' TrTY TTTT l‘lll TTITT TTTT TTT T TITTVYrrrrrrerr TTY rTT rrrr T7T R
R N S T 1601&02602502102&02&'&0360 880 900 920 940 960
12737.D 060302.M Mon Jun 10 11:24:17 2002 Page 16
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NYC 9/11 Public Portal Document

NYC-WTC_000015245

Liprary search compound Report

Data File : C:\MSDCHEM\1\DATA\060702\12737.D Vial: 13

Acg On : 7 Jun 2002 6:21 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

hhkhkhkhkhkhkhkhhkhhdhhhhhhkhhhhdhhdhhhhhdhhhdhhkhhokdhkdhkdhhkhhhkhhhhkhdhhhkhkkhkhkhkkhkikhkkhk
Peak Number 14 Cyclopentasiloxane, decamet... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.37 0.96 ug/L 724253 Napthalene-d8 13.39
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Cyclopentasiloxane, decamethyl- 370 C1O0H3005S81i5 000541-02-6 81\ ‘
2 Benzoic acid, 2-[(trimethylsilyl... 282 C13H22038i2 003789-85-3 38
3 Benzeneethanamine, N-[(pentafluo... 475 C21H26F5N02Si2 055429-85-1 38 U&
4 Cyclopentasiloxane, decamethyl- 370 C10H3005S8i5 000541-02-6 38\5
Abundance . Scan 1581 (12.369 min): 12737.D (-1574) (-) m/z 73.10 100.00%
7 .
5000 267
355
. ll]lllllilﬁIKIT
45 154 177198 208 251 L 1200 1220 12.40 1260 1280
clll‘lllllfllltlll lll' l1ll3(3] T_rll l[‘l] Ill[lll T]ll ,Illll llllll 1![)113[2l?133[?11l' m/z 267 Oo 41 64%
miz-> 20 40 &)801m)um1«)ﬂm1&)xn2Z)zm2&)%m3m)xm34)&m
Abundance . #115273: Cyclopentasiloxane, decamethyl-
7 |
5000 267 T T T T
1200 1220 12.40 1260 12.80
355 m/z 355.10 31.88%
45 193 251
o2 | 1 | 96 115133149165 23 <« 307323339 |
lll‘l‘llll'lll lllll lil(l lllll lll[l( lll(l llIIrV_rll llllfll LILIRIR]
m>mmmmmmmmmm%%mmmm%m
Abundance #115268: Benzoic acid, 2-{(trimethylsily)oxy]-, trimethyl...
78
; 12,00 1220 1240 1260 12.80
5000 67 m/z 268.00 9.96%
45
o2 | 9 115 "151 175193200 233240
l)lll]l T T LR lTl_l_l TT TIT TI1T TTV TITT TETT 1S RRRES EREEE RRRE T
m»mw&m@mm@@ﬁﬁ%ﬁ&ﬁ@m@
Abundance #115266: Benzeneethanamine, N-[(pentafluorophenyl)methylen... e
7 1200 1220 1240 12.60 12.80
m/z 356.00 9.37%
5000
267
44
ol L § 91 117138151 179 29 259
llllllllllllll I [ll‘ ['lll T7 7 T T LA TTTT TT Tri TTT TTT TT T T T T T 7V 1T Trrr
~> 20 40 60 1001201401601802002502&026[02503003503«10360 1200 1220 12.40 1260 12.80
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NYC 9/11 Public Portal Document
Library Search Compound Report

Data File C:\MSDCHEM\ 1\DATA\060702\12737.D Vial: 13

Acg On 7 Jun 2002 6:21 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\NIST98.L

kkkkhkhkhhkhkhkkhkhkhkhkhkhhhkhkhhhkhhhhhhkhkhhhhkhhhhhhkhhkhhhhkhkhhhhkhhhkkhkhkhhkhkdhhdhikdsk

Quant Method

Peak Number 15 Cyclohexasiloxane, dodecame. Concentration Rank 10
R.T EstConc Area Relative to ISTD R.T

'15.44  0.90 ug/L 675796  Napthalene-ds 13.39
Hit# of 5 Tentative ID MW MolForm CASH Qa

1 Cyclohexasiloxane, dodecamethyl- 444 (Cl12H360681i6
2 Cyclohexasiloxane, dodecamethyl-

31,1,1,5,7,7,7-Heptamethyl-3,3-bi...

444 C1l2H3606Si6
444 C13H4005S5i6
578 C16H500751i8

4 Octasiloxane,

1,1,3,3,5,5,7,7,9, ...

000540-97-6 91
000540-97-6 \83
038147-00-1

019095-24-0 32

Abundance ; Scan 2104 (15.442 min): 12737.D (-2092) (-) m/z 73.10 100.008%
' 3
5000
341
il 429 1520 1540 1560 15.80
45 207
I ,?17.-rLT. SR G LI I W W m/z 341.00 33.82%
miz--> 50 100 150 200 250 300 350 400
Abundance #27931: Cyclohexasiloxane, dodecamethyl-
U 341
429
5000 [T r T T T T T T T
1520 1540 1560 15.80
147 m/z 147.10 17.90%
ol %, 7 | 2T o7 st 397
VN W S AL LIS A U S LN &
miz—> 50 100 150 200 250  .300 350 400
Abundance #115309: Cyclohexasiloxane, dodecamethyl-
78
1520 1540 1560 15.80
5000 341 m/z 342.00 12.29%
429
147
ol26 %, | ee117 L 177 207 21271292311, | 367 307 h
e et ] e
miz—> 50 100 150 200 250 300 350 400
Abundance #26950: 1,1,1,5,7,7,7-Heptamethyl-3,3-bis(trimethylsiloxy)... e L
< 1520 1540 1560 15.80
m/z 325.00 11.70%
147
5000 267
355 429
T l 4]
OIll[Illl'llllrr ‘ |TI_IF]‘f’~l[llVl)lIll L2 e S § T T T 7T T
miz-—> 50 100 150 300 350 400 1520 1540 1560 1580
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NYC 9/11 Public Portal Document
Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\060702\12737.D Vial: 13

Acg On : 7 Jun 2002 6:21 pm Operator:

Sample : Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

Quant Method : C: \MSDCHEM\l\METHODS\OG0302 M {Chemstation Integrator)

Title : 508 Modified GC/MS scan
Library : C:\DATABASE\NIST98.L
*hkhkhkhhhrhkdhkhkhhddkkhkdhhrkhkdhbhkhbkddkhkddhhkhhhhkhkhkhkhhhhhhhkhkhkhkhkhkhhhhhkhkidhkhkhkhkdhkkrkd
Peak Number 16 Pentasiloxane, dodecamethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.19 0.29 ug/L 244645 Acenapthalene-dlo
Hit# of 5 Tentative ID MW MolForm
1 Pentasiloxane, dodecamethyl- 384 Cl2H36048i5

2 Trisiloxane, 1,1,1,5,5,5-hexamet... 384 C12H3604Si5

3 Hexasiloxane, 1,1,3,3,5,5,7,7,9,... 430 C1l2H38058i6
4 Octasiloxane, 1,1,3,3,5,5,7,7,9,... 578 Cl16H50078i8 019095-24 /0 25
Abundance Scan 2572 (18.191 min): 12737.D (-2566) (-) m/z 73.10 1qb.00%
e
147
5000 281 ’A
327 T EREE BRI ‘1_17
221 L 415 503 17.80 1800 1820 1840 1860
o eIV BENESRNIE T SN A USRS’ S SOU U m/z 147.00 52.82%
mfiz—> 50 100 150 200 250 300 350 400 450 500
Abundance #115143: Pentasiloxane, dodecamethyl-
B 147 281
5000
369 17.80 18.00 18.20 18.40 18.60
m/z 281.00 41.99%
45
o,.,JTJ....,l’-L,,,W.JL it U
miz—> 50 100 150 200 250 300 .350 400 450 500
Abundance #26961: Trisiloxane, 1,1,1,5,5,5-hexamethyl-3,3-bis[(trime...
78 147
281 17.80 18.00 18.20 1840 18.60
5000 m/z 326.90 14.59%
369
45 207
ol 5117 | 177.°1" 249 | 310 341 |
lll]TIllerIT]_l_fll[rfll]ll‘rl[l'l"*ll'lllllllll’[llifll’
miz—> 50 100 150 200 250 300 350 400 450 500
Abundance #27715: Hexasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11-dodecamethy}- T e
s 17.80 18.00 18.20 1840 18.60
m/z 282.00 12.10%
5000
207 281
133 1
NI N T . U R |
miz—> 50 100 150 200 250 300 350 400 450 500 17.80 1800 1820 18.40 1860
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\060702\12737.D

Acg On : 7 Jun 2002
Sample :
Misc :

MS Integration Params:

Quant Method

6:21 pm

LSCINT.e

Title
Library

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

Vial:
Operator:
Inst
Multiplr:

13

Instrumen
1.00

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

de K de K K K de K de ke kg de g deokode ok ke Kk e de Fekode de de hoh ok dededeodeodeodek otk dedededehk ok ok kok ok dk g dehhkdd dhhhdhhohkohkkdkkk

Peak Number 17

Benzoic acid, 4-ethoxy-,

et...

Concentration Rank 19

R.T EstConc Area Relative to ISTD R.T.
19.14  0.26 ug/L 216442  Acenapthalene-d10 18.52
Hit# of 5 Tentative ID MW MolForm CAS#
"1 Benzoic acid, 4-ethoxy-, ethyl e... 194 CL1H1403 023676-09-7

2 Benzoic acid, 4-ethoxy-, ethyl e... 194 C11H1403 023676-09-7/46

3 Propylparaben 180 C10H1203 000094-13-
4 Ethylparaben : 166 CSH1003 000120-47/~-8 43
Abundance Scan 2734 (19.143 min):12237.D (-2727) () m/z 121.00 100.00%
121
149
65 o3 138 S S NS
3 I o l J 166 1880 19.00 19.20 1940
) I .« OO | Suoe | RSSO S m/z 149.00 62.43%
> 10 20 30 40 50 60 70 80 90100110120130140150160170180190200
IAbundance #54970. Benzoic acid, 4-eth¢z -, ethyl ester
121
149
1880 1000 1920 1940
138
- o o 166 194 m/z 194.10 39.13%
o | Pso Jote s | o e |
o lll[rlllll‘l‘lllll l[!r[_l‘l l LR} ll(l’ﬁlllil llll]TT)I Tl’_‘l' LaLJ l !llll_lTl_l'l
m/z—-> 10 20 30 40 50 60 70 80 90100110120130140150160170180190200
Abundance #121177: Benzoic acid, 4-eth§>xy- ethyl ester
121
149 18%19m19m19m
65 138
93 166
50 (. 75 109 | 179
o Tl‘rllll[llll]l‘l—llllllllrl—l—l"[ lll TTTT Ill‘llIrTl—l' l IT‘IT!IIXI l TT
miz—-> 10 20 30 40 50 60 70 80 90 100110120130140150160170180190200
Abundance #121172: Propylpa‘raben — T :
1{ 18.80 1900 1920 19.40
m/z 65.10 20.64%
138
5000
27 39 65 o3 .
0 [ I A BN 151 163
llITllllllll'lf‘ll[llllll'l_r‘lT llllllllllll llI]‘I‘l‘l’ lllllllllll IIIIII_TT_' lllllll l TTTT Ill
m/z—> 10 20 30 40 50 60 70 80 90 100110120130140150160170180190200 18.80 19.00 1920 19.40
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NYC 9/11 Public Portal Document
' Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\060702\12737.D Vial: 13

Acg On : 7 Jun 2002 6:21 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

kkkkhkkhkhhhhkkhkhhkhkhhkhhkhhhhdkhkhhkhhkhhkkhhhhhhhhhhkhkhhhhkdhhhhhhhkkxkkhkkkkhkhkkk
Peak Number 18 Thiocyanic acid, 2-benzothi... Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
22,53 0.24 ug/L 202136 Phenanthranene-di10 22.90
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 Thiocyanic acid, 2-benzothiazoly... 192 C8H4N2S2 006011-99-0
2 1,2-Phenylene diisothiocyanate 192 C8H4N2S2 071105-17-
3 Phenanthrene, 9-methyl- 192 C15H12 000883-20-5 45
4 Bitoscanate 192 C8H4N2S2 004044-65,9 42
Abundance Scan 3311 (22,533 min): 12737.D (-3303) () m/z 192.10 100.00%

192

146
70 82 96 160 22.
miz—> 0 10 20 30 40 50 60 70 80 90 100110120130140150160170180190200

Abundance #80870: Thiccyanic acid, 2-benzothiazolyl ester
1?2 A
5000 LR LN B WCJL N AL S B L
2220 2240 22.60 2280
69 m/z 193.00 11.05%
45 go 108 134 148 160
S S N A AT S A e o
miz—> 0 10 20 30 40 50 60 70 80 90 100110120130140150160170180190200
Abundance #30862: 1,2-Phenylene diisothiccyanate

TI T T T ] TT T

22.20 2240 2260 22.80

5000 m/z 146.10 10.73%
0.
mfz—-> 0 10 20 30 40 50 60 70 80 S0 100110120130140150160170180180200
Abundance #81033; Phenanthrene, 9-methyl- SRMIENINY o V. b
1 220 2240 2260 22
m/z 96.00 7.78%
5000
o6
ol 29 39 51 63 73 83 115126 139 152 "¢ fﬂ
T I &7 l
mfz—> 0 10 20 30 40 50 60 70 80 S0 100110120130140150160170.180190200 2220 2240 2260 22[80
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File C:\MSDCHEM\ 1\DATA\060702\12737.D Vial: 13

Acg On 7 Jun 2002 6:21 pm Operator:

Sample Inst : Instrumen
Misc Multiplr: 1.00

MS Integratlon Params: LSCINT.e

Quant Method
Title
Library :

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

P R R A R R R E R A EEF R E R EE R AL E LT EEEEEEEETEE TR EEEEE LT L EEEE L T XN LR LT R LT XL XL LS
Peak Number 19 Anthracene-di10-

Concentration Rank 16

Relative to ISTD

R.T EstConc Area
23.06 0.32 ug/L 272432
Hit# of 5 Tentative ID

1 Anthracene-dl1l0-
2 Phenanthrene-dlo0
3 3-Amino-4-methyl-6-methoxyquinoline 188 C11H12N20

4 Naphthalene,

1,7-dimethoxy-

Phenanthranene-d4d10
MW MolForm

188 C14D10
188 C14D10

188 C12H1202

001719-06-8 74 BV\
001517-22-2 64 <

1000213-71-3 40
005309-18-2 40

Abundance Scan 3401 (23.062 min): 12737.D (-3395) (-) n m/z 188.10 100.00%
1
]L
80 g4 ;
66 ’ | 158 , 2280 2300 2320 2340
cI'IT"l_rImll 410, l5171_|' II ll l' TT l['rr! I Trr TTTT TYrT TTT T I[I TrY l TTT IIIIIIIIIYI' m z 80 oo 20 33%
> 10 20 30 40 50 60 70 80 90100110120130140150160170180190
Abundance #79826; Anthracene-d10-
188
5000
m/z 94.00 16.37%
66 80 94 60 /
1 17 30 42 52 108 118 132 146 170179
Lnlz-» 10 20 30 40 50 60 70 80 S0 100 110120 130 140 150 160 170 180 190
Abundance #79827. Phenanthrene-d10
188
2280 2300 2320 2340
80 g4
0 3042 grznleﬁ Jo Jos 118 132 146 ]|I 170179!!’[
l]Il T17T LIRS LR LR RN ERS l I II ‘l_ll
miz-—-> 10 20 30 40 50 60 70 80 0 100110120130140150160170180190
Abundance #79771: 3-Amino-4-methyl-6-methoxyquinoline e e e
148 2280 23.00 2320 23.40
m/z 184.10 15.17%
145
5000
0‘ T IT|II|:|AI1u|||||||lrl||
m/z—> 10 20 30 40 50 60 70 83 S0 100 110120 130 140 150 160 170 180 180 2280 2300 2320 23.40
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File C:\MSDCHEM\ 1\DATA\060702\12737.D
Acg On 7 Jun 2002 6:21 pm

Sample

Misc :

MS Integration Params: LSCINT.e

Quant Method

Title

Library

de ok ke e ok K de gk de ke ke ke Kok Ko de ko de e de ke deok kok ok ok ok kokok ok ok ok ok k ok ok ok kok ok ok ok ok ok ok ok ok kg ok ok ok odd dd ok d ok dddkkhkhk

Peak Number 20 Nickelocene,

Vial:
Operator:
Inst :
Multiplr:

13

Instrumen
1.00

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

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

1,2,3,4,5-pent...

Concentration Rank 13

EstConc Area Relative to ISTD R.T.
0.60 ug/L 161328 Perylene-di2 34.65
5 Tentative ID MW MolForm CAS# Qua

1 Nickelocene,
2 9,l10-Anthracenedione,
3 1-Butyl-3-p-methylphenyl-2,4,5-t...

4 Benzene,

l-chloro-4...

(1 hexyl-1-heptenyl) - 258 C19H30

1,2,3,4,5-pentamethyl- 258 C15H20Ni
258 C14H7CI103
260 Cl4H16N203

075730-73-3 7,
000082-42-8

064836-40-4/5
055030-46-71 4

undance Scan 5411 (34.872 min); 12737.D (-5409) (-)
18 208
44 86 33 258
5000
| [
c.llllnlllux]lllllvlln ARLJLIN BLEL IR SR AN SR B BL A LB BLSLEEELAY BLELERELEN N MR At [rrrrjrr
miz—-> 20 40 60 8 100 120 140 160 180200220240 260 280
Aburidance #94313: Nickelocene, 1,2,3,4,5-pentamethyl-
248

182

m/z 117.90 10q.00%

TT LI L TTT

3460 3480 3500 3520
m/z 207.90 81.98%

34.60 3480 35.00 35.20

m/z 129.00 81.53%

ol .
mfz—> 20 40 60 80 100 120 140 160 180. 200 220 240 260 280
Abundance #94380: 9,10-Anthracenedione, 1-chloro-4-hydroxy-
34. 60 34.80 35. 00 35. 20
5000 m/z 257.90 75.68%
0 50 %9 83 101113125
mfz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Y\bundance #60332: 1-Butyl-3-p-methylphenyl-2,4,5-trioxoimidazolidine , )
133 34 60 34 80 35. 00 35 20
m/z 133.20 74 .32%
5000 260
ol 41 %6 77 o110 204 !
ll llllllll llllllllrllll Ill ll T TT Illlll Tllllllll
Lnlz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 34.60 34.80 35.00 35.20

12737.D 060302.M

NYC-WTC_000015251

Mon Jun 10 11:24:31 2002

Page 23



NYC 9/11 Public Portal Document
Tentatively Identified Compound (LSC) summary

Operator ID: Date Acquired: 7 Jun 2002
Data File: C:\MSDCHEM\1\DATA\060702\12737.D
Name:

Misc:

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

Library Searched: C:\DATABASE\NIST98.L

6:21 pm

--Internal Standard---

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc
Methylene Chloride 3.73 8.5 ug/L 4700800 1 9.89 22142500 40.0
Propioclonitrile 3.81 3.8 ug/L 2114250 1 9.89 22142500 40.0
Perdeuterobenzene 3.88 1.8 ug/L 978613 1 9.89 22142500 40.0
Propiolonitrile 3.91 2.3 ug/L 1249100 1 9.89 22142500 40.0
2-Butenal, 3-methyl- 3.96 4.0 ug/L 2212330 1 9.89 22142500 40.0
Methylene Chloride 4,03 2.7 ug/L 1517160 1 9.89 22142500 40.0
Isocrotonic acid 4.10 3.5 ug/L 1956890 1 9.89 22142500 40.0
Borane, trifluoro- 4 .34 0.8 ug/L 424169 1 9.89 22142500 40.0
l-Penten-3-one 4.52 1.5 ug/L 840596 1 9.89 22142500 40.0
2-Butenal, 3-methyl- 4.85 0.6 ug/L 333471 1 9.89 22142500 40.0
tert-Butyl Hydrop... 5.95 0.6 ug/L 353498 1 9.89 22142500 40.0
Hexane, 2,2,5,5-t... 8.70 0.3 ug/L 147262 1 9.89 22142500 40.0
Cyclotetrasiloxan... 9.22 0.5 ug/L 270555 1 9.89 22142500 40.0
Cyclopentasiloxan... 12.37 1.0 ug/L 724253 2 13.39 30102900 40.0
Cyclohexasiloxane... 15.44 0.9 ug/L 675796 2 13.39 30102900 40.0
Pentasiloxane, do... 18.19 0.3 ug/L 244645 3 18.52 33857000 40.0
Benzoic acid, 4-e... 19.14 0.3 ug/L 216442 3 18.52 33857000 40.0
Thiocyanic acid, ... 22.53 0.2 ug/L 202136 4 22.90 33756400 40.0
Anthracene-dl0- 23.06 0.3 ug/L 272432 4 22.90 33756400 40.0
Nickelocene, 1,2,... 34.87 0.6 ug/L 161328 6 34.65 10677000 40.0
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