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User: Vinci, David L
Westchester Dept. of Labs & Research
Date: 05/22/2002 Time: 09:52:28

Sample: AE10884

Analysis: $GCMS GCMS Scan For Unknowns

Units: ug

Started: 5/22/02 09:51 Ended: 5/22/02 09:51 Andlyst: DLV

Surr_2,4-DDD 93 / 10.0
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>omments for Sample AE10984 - Analysis $GCMS

Nestchester Dept. of Labs & Research
Jser: Vinci, David L
Jate: 05-22-2002 Time: 09:53:09

e GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
;ompounds. The recoveries for 2 of the 43 compounds in the LCS Standard were
ow.
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Data File : C:\MSDCHEM\1\DATA\051402\10984.D Vial: 13
Acg On : 14 May 2002 11:17 pm Operator: Mclean
Sample : 5/10 kb Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: EVENTS.E
Quant Time: May 16 14:41:00 2002 Quant Results File: 050102.RES
Quant Method : C:\MSDCHEM\1\METHODS\050102.M (Chemstation Integrator)
Title : 508 Modified GC/MS scan
Last Update : Thu May 16 14:34:28 2002
Response via : Initial Calibration
DataAcqg Meth : 508SCAN
Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 9.94 152 6891366 40.00 ug/L 0.00
10) Napthalene-d8 13.43 136 27478283 40.00 ug/L 0.00
17) Acenapthalene-dlo0 18.57 164 14909993 40.00 ug/L 0.00
29) Phenanthranene-dlo0 22.96 188 21618417 40.00 ug/L 0.00
37) Chrysene-dl2 30.81 240 16106457 40.00 ug/L 0.00
43) Perylene-dl2 34.71 264 10748451 40.00 ug/L 0.00
System Monitoring Compounds
27) TCMX 20.55 209 3371723 37.25 ug/L 0.00
Spiked Amount 40.000 Recovery = 93.13%
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-Dichlorcbenzene 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 20.55 77 59885 N.D.
30) Nnitrosodiphenylamine 20.55 169 66817 0.25 ug/L # 59
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 25.09 149 50335 N.D.
(#) = qualifier out of range (m) = manual integration
10984.D 050102.M Thu May 16 14:41:18 2002 Page 1
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Data File : C:\MSDCHEM\1\DATA\051402\10984.D Vial: 13

Acg On : 14 May 2002 11:17 pm Operator: Mclean
Sample : 5/10 kb ~ Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: EVENTS.E

Quant Time: May 16 14:41:00 2002 Quant Results File: 050102.RES
Quant Method : C:\MSDCHEM\1\METHODS\050102.M (Chemstation Integrator)
Title : 508 Modified GC/MS scan

Last Update : Thu May 16 14:34:28 2002

Response via : Initial Calibration

DataAcg Meth : S508SCAN

Compound R.T. QTon 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 30.82 228 41156 N.D
41) Bis(2-ethylhexyl)phthalate 31.38 149 26549 N.D
42) Chrysene 0.00 228 0 N.D
44) Di-n-octylphthalate 33.23 149 531 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(l,2,3-cd)pyrene 0.00 276 0 N.D
49) Dibenz (a,h)anthracene 0.00 278 0 N.D
50) Benzo(g,h,i)perylene 0.00 276 0 N.D
(#) = qualifier out of range (m) = manual integration (+) = signals summed
10984.D 050102.M Thu May 16 14:41:18 2002 Page 2
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Data File

Acg On 14 May 2002
Sample 5/10 kb
Misc

MS Integration Params: EVENTS.E

Quant Time: May 16 14:41 2002

Method
Title

Last Update
Response via

Quantitation Report

C:\MSDCHEM\ 1\DATA\051402\10984.D
11:17 pm

Quant Results File:

(QT Reviewed)

Vial: 13
Operator: Mclean
Inst : Instrumen
Multiplr: 1.00

C:\MSDCHEM\ 1\METHODS\050102.M (Chemstation Integrator)
508 Modified GC/MS scan
Thu May 16 14:34:28 2002
Initial Calibration

050102 .RES

Abundance TIC: 10984.D
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Data File : C:\MSDCHEM\1\DATA\051402\10984.D Vial: 13
Acg On : 14 May 2002 11:17 pm Operator: Mclean
Sample : 5/10 kb Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: LSCINT.e

Method : C:\MSDCHEM\1\METHODS\050102.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 3.132 3 9 24 BV 3 5308 129656 0.21% 0.035%
2 3.355 39 47 53 BV 10991 167621 0.27% 0.045%
3 3.408 53 56 63 VV 6 3078 61334 0.10% 0.016%
4 3.555 77 81 85 PV 6 3330 52235 0.08% 0.014%
5 3.631 89 94 100 VV 21236 352697 0.57% 0.094%
6 3.684 100 103 108 VvV 5 4865 103669 0.17% 0.028%
7 3.755 108 115 124 VV 2 9963 352158 0.57% 0.094%
8 3.814 124 125 130 VV 5 4168 73848 0.12% 0.020%
9 4.178 183 187 192 Vv 5 4695 94407 0.15% 0.025%
10 4.278 198 204 208 VvV 5 4226 85897 0.14% 0.023%
11 4 .595 251 258 266 VV 9 1886 56594 0.09% 0.015%
12 4.959 316 320 326 VV 6 2810 47055 0.08% 0.013%
13 5.036 326 333 341 VV 4 6580 158208 0.26% 0.042%
14 5.112 341 346 355 VV 6 8724 183331 0.31% 0.052%
15 5.347 381 386 395 PV 8 1759 53642 0.09% 0.014%
16 5.424 395 399 413 VV 6 3855 109627 0.18% 0.029%
17 5.535 413 418 424 VV 6 2903 82804 0.13% 0.022%
18 5.582 424 426 428 VV 2 2670 32050 0.05% 0.009%
19 5.659 435 439 448 VvV 7 3869 95440 0.16% 0.026%
20 5.982 485 494 515 VV 1161313 20532252 33.40% 5.486%
21 6.111 515 516 523 VV 6 3715 76494 0.12% 0.020%
22 7.016 664 670 680 VvV 7 1985 71859 0.12% 0.019%
23 7.286 709 716 722 VV 6 1925 38020 0.06% 0.010%
24 7.721 785 790 802 PV 18374 448707 0.73% 0.120%
25 7.797 802 803 807 VvV 3 2693 36619 0.06% 0.010%
26 8.120 849 858 860 VV 5 1984 44355 0.07% 0.012%
27 8.379 899 902 912 VvV 7 1686 34704 0.06% 0.009%
28 8.749 959 965 972 VV 2 9857 183824 0.30% 0.049%
29 8.814 972 976 988 VV 7 3350 85605 0.14% 0.023%
30 9.031 1007 1013 1014 VvV 5 2015 29760 0.05% 0.008%
31 9.055 1014 1017 1023 VvV 5 2413 49997 0.08% 0.013%
32 9.254 1045 1051 1055 PV 8 2766 53488 0.09% 0.014%
33 9.301 1055 1059 1069 VvV 7 3997 100999 0.16% 0.027%
34 9.625 1107 1114 1116 PV 5 1703 28733 0.05% 0.008%
35 9.701 1122 1127 1131 VV 5 2377 39715 0.06% 0.011%
36 9.936 1157 1167 1182 VV 2237732 41902270 68.17% 11.197%
37 10.030 1182 1183 1193 VV 6 2388 60935 0.10% 0.016%

10984.D 050102.M Thu May 16 14:41:27 2002 Page 1
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39 11.863 1482 1495 1507 BV 6 2449 41357 0.07% 0.011%
40 12.034 1520 1524 1532 VV 3 3141 59482 0.10% 0.016%
41 12.521 1593 1607 1612 PV 6 1655 37180 0.06% 0.010%
42 12.727 1637 1642 1654 VV 2 2035 47544 0.08% 0.013%
43 12.880 1665 1668 1670 PV 2 1924 22352 0.04% 0.006%
44 12.909 1670 1673 1680 VV 4 2617 46412 0.08% 0.012%
45 13.197 1705 1722 1737 PV 2 4551 106258 0.17% 0.028%
46 13.432 1752 1762 1777 VV 2990871 56498162 91.91% 15.097%
47 13.532 1777 1779 1782 VV 3 2097 31795 0.05% 0.008%
48 13.579 1782 1787 1793 VV 10325 1892171 0.31% 0.051%
49 14.266 1899 1904 1909 PV 4 1682 33907 0.06% 0.009%
50 15.700 2143 2148 2172 VV 5 3005 81155 0.13% 0.022%
51 15.906 2172 2183 2187 PV 5 1657 42738 0.07% 0.011%
52 16.376 2254 2263 2272 VV 4 1845 44281 0.07% 0.012%
53 16.540 2288 2291 2302 VV 5 1927 49122 0.08% 0.013%
54 16.746 2321 2326 2341 VV 3 6322 156728 0.25% 0.042%
55 17.145 2384 2394 2401 VV 4 13618 244246 0.40% 0.065%
56 17.662 2472 2482 2491 PV 3 53857 1010838 0.16% 0.027%
57 18.573 2625 2637 2668 PV 3111735 61471362 100.00% 16.426%
58 18.961 2696 2703 2713 VV 3 2481 60884 0.10% 0.016%
59 20.142 2897 2904 2911 VV 3 2994 70133 0.11% 0.019%
60 20.547 2953 2973 2985 VV 1694400 33757235 54.92% 9.020%
61 21.393 3106 3117 3132 VV 4 18354 315351 0.51% 0.084%
62 21.758 3173 3179 3185 VV b5 2724 56859 0.09% 0.015%
63 22.580 3308 3319 3330 VvV 2 26905 506150 0.82% 0.135%
64 22.956 3368 3383 3402 VV 2 2724196 59358879 96.56% 15.861%
65 23.109 3402 3409 3434 VV 33761 904786 1.47% 0.242%
66 25.089 3741 3746 3754 VV 2 4687 83911 0.14% 0.022%
67 28.996 4405 4411 4429 PV 3 14115 345539 0.56% 0.092%
68 29.9895 4571 4580 4588 PV 4 2276 70410 0.11% 0.019%
69 30.066 4588 4593 4599 VV 4 6120 112109 0.18% 0.030%
70 30.812 4704 4720 4756 PV 2 2119727 50542896 82.22% 13.505%
71 31.035 4756 4758 4763 VV 5 7228 147142 0.24% 0.039%
72 31.076 4763 4765 4782 VV O 6048 241332 0.39% 0.064%
73 31.388 4808 4818 4825 PV 8 6135 180855 0.29% 0.048%
74 31.446 4825 4828 4834 VV 6 1782 36113 0.06% 0.010%
75 32.986 5076 5090 5096 VV 5 1973 46409 0.08% 0.012%
76 33.885 5239 5243 5248 VV 3 2704 49861 0.08% 0.013%
77 34.713 5369 5384 5419 PV 2 1514233 39545008 64.33% 10.567%
78 34.925 5419 5420 5430 VvV 7 10348 335032 0.55% 0.090%
79 34.995 5430 5432 5440 VV 9 5725 174725 0.28% 0.047%
80 35.060 5440 5443 5445 VV 4 5515 85058 0.14% 0.023%
81 35.089 5445 5448 5451 VV 4 4951 85886 0.14% 0.023%
82 35.166 5451 5461 5462 VV 7 6396 195822 0.32% 0.052%
83 35.207 5462 5468 5470 VV 6 9681 221896 0.36% 0.059%
84 35.236 5470 5473 5477 VV 5 10555 229983 0.37% 0.061%
85 35.266 5477 5478 5483 VV 4 8163 152469 0.25% 0.041%
86 35.324 5483 5488 5490 VvV 5 9399 205562 0.33% 0.055%
87 35.348 5490 5492 5502 VvV 9 10262 343891 0.56% 0.092%
10984.D 050102.M Thu May 16 14:41:27 2002 Page 2
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89 35.977 5593 5599 5606 VV 6 2093 60486 0.10% 0.016%

90 36.488 5672 5686 5692 VV 8 2854 113654 0.18% 0.030%

91 37.516 5858 5861 5867 VV 5 1247 30403 0.05% 0.008%
Sum of corrected areas: 374242697
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LSC Report - Integrated Chromatogram

File : C:\MSDCHEM\1\DATA\051402\10984.D
Operator : Mclean
Acquired : 14 May 2002 11:17 pm using AcgMethod 508SCAN

Instrument : Instrumen
Sample Name: 5/10 kb

Misc Info :
Vial Number: 13

Quant File :050102.RES

(Chemstation Integrator)
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Data File :

C:\MSDCHEM\ 1\DATA\051402\10984.D Vial: 13
Acg On 14 May 2002 11:17 pm Operator: Mclean
Sample 5/10 kb Inst Instrumen
Misc : Multiplr: 1.00
MS Integration Params: LSCINT.e

Quant Method : C:\MSDCHEM\1\METHODS\050102.M (Chemstation Integrator)
Title : 508 Modified GC/MS scan
Library : C:\DATABASE\NIST98.L

khkhkkhkkhkhkkhhkhkhkhkhkhkhkhkhhkhkhkhkhkhkkhkhkhhkhkhkhkhkhkhkhkdhhkhhkhbhhkrdkhkhhhkdkhrkhkhkhkhkhkhdkhkkkhhkhkhik

Peak Number 1 Acetonitrile, dichloro- Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T.
3.63  0.34 ug/L 352697  1,4-Dichlorobenzene-d4 5.94

Hit# of 5 Tentative ID MW MolForm CAS# Qual
"1 Acetonitrile, dichloro- 109 C2HCl2N 6655535'@
2 Acetonitrile, dichloro- 109 C2HCI12N 003018-12-b5-64

3 3,3-Dichloropropyne 108 C3H2Cl2 1000222-23-9 25

4 Allyl mercaptan 74 C3H6S 000870-23-5 25
Abundance Scan 94 (3.631 min): 10984.D (-89) (-) m/z 74.00 100.00%
74
82
5000
47 l S
3.20 3.40 360 380 400
58 ’ 108
I l-lll,...!l,m.,..,.,.H..].-,!.,.,..,...v,,...., m/z 82.00 60.94%
m/z—-> 10 30 40 50 60 70 100 110
Abundance #28338: Acetonitrile, dichloro-
74
5000 82 — . A
47 320 340 360 3.80 4.00
35 m/z 76.10 32.99%
0'Il|1f2Illlll2f6I|Illll![]III!Iill!ll6I2II'Il 1T]l!!l|llll|ll?98l lll
m/z--> 10 20 30 40 50 60 70 80 990 100 110
Abundance #115342: Acetonitrile, dichloro-
74
35 e e A B A A ma
320 340 360 380 400
5000 82 m/z 84.00 28.45%
} 47
o .“l ||I 1 l
ll'I'lI'lll ]llllllllllll IIII [l T]l1r‘l‘rllllll lll l]
miz—-> 10 20 30 40 50 60 70 80 100 110
Abundance #28312: 3,3-Dichloropropyne ——r N
1 320 340 360 380 400
m/z 47.05 25.39%
5000
) S Hm ||53 60 ,|H 82 108
LB LIRS rriT T 1T Illlli Il]llll!lllllllll}llll] ]lTlllll llll[llllllll
mfz--> 10 20 30 40 60 70 %0 1 110 320 3.40 360 3.80 4.00
10984.D 050102.M Thu May 16 14:41:34 2002 Page 5

NYC-WTC_000024000



NYC 9/11 Public Portal Document

Data File : C:\MSDCHEM\1\DATA\051402\10984.D Vial: 13

Acqg On : 14 May 2002 11:17 pm Operator: Mclean
Sample : 5/10 kb Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

Quant Method : C:\MSDCHEM\1\METHODS\050102.M (Chemstation Integrator)

Title : 508 Modified GC/MS scan
Library : C:\DATABASE\NIST98.L
dhkhhkhkhkhkhkhkhkhhkkhkhkhkhkhkhkhkhkkhkkhkkhkhkkhkkhkkdkdhhkhkhhkhhkhhkhkhkhkhhkhkhhkhkhhkhkdkhkhkhkhkdhkkhkhhkhkkhkkkk
Peak Number 2 Butane, 2,2,3,3-tetranitro- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.76 0.34 ug/L 352158 1,4-Dichlorobenzene-d4 9.94
Hit# of &5 Tentative ID MW MolForm
1 Butane, 2,2,3,3-tetranitro- 238 C4H6N408
2 Acetic acid, dichloro-, ethyl ester 156 C4H6C1202
3 Butane, 2,3-dimethyl- 86 C6Hl4
4 Butane, 2,3-dimethyl- 86 C6H1l4
Abundance Scan 115 (3.755 min): 10984.D (-108) {-) m/z 43.107 100.00%
43
5000
51 Il]!l‘ll]'ﬁl’T[]lll L
35 63 85 340 360 380 400 420
o) SRS N S O — NN m/z 51.10 13.14%
m/z-—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #3995: Butane, 2,2,3,3-tetranitro-
3P 4
5000 SR A IR AL
340 360 380 400 4.20
3 m/z 85.00 8.48%
5
.11I. '.n. lhll. 69 86
Olllllllllll"' llllll Il]Illl]lllI]"‘TrTITI’7]‘71‘[1lll]|11‘|llll[l IIIIIIY

mjz—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #108006: Acetic acid, dichloro-, ethy! ester
29
340 360 380 400 420
5000 m/z 83.00 8.45%
83
0 15 1l a7 % 5765 73, |, 93101 111 123 140 154
e et et e e e e P e e e
mfz—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #109394: Butane, 2,3-dimethyi-
43 340 360 380 400 4.20
m/z 38.10 6.15%
5000
27 A
Lol SSe2 | 8
olll]llll[IIlI]llll] llllI1lIrTIll[lll|IIIllll]lTllTYr]T“l'l_r[lllYIIIITIIIIVITIII[II
miz—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 340 360 380 400 420
10984 .D 050102.M Thu May 16 14:41:36 2002 Page 6
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Data File

Acg On 14 May 2002
Sample 5/10 kb
Misc

MS Integratlon Params:

Quant Method
Title
Library

C:\MSDCHEM\1\DATA\051402\10984.D

11:17 pm

LSCINT.e

Vial:
Operator:
Inst :
Multiplr:

13

Mclean
Instrumen
1.00

C:\MSDCHEM\ 1\METHODS\050102.M (Chemstation Integrator)
508 Modified GC/MS scan
C:\DATABASE\NIST98.L

hkhkkhkkhkhkhkhkhkkhkhkhkhkdhkhkhkhhhhkhkhkhkkhkhkkhkhhhkhhkhkhhhhhkhkhkhkdkhhkdkhkhhhhkhdkhkhkhkhkhhkhkdkkhkhhkkdx

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T EstConc Area Relative to ISTD R.T
5.98 12.60 ug/L 20532300 1,4-Dichlorobenzene-d4 9.94
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 2-Pentanone, 4-hydroxy-4- methyl— 116 C6H1202 000123—42
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2—72
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2
4 Acetone 58 C3H60 000067-64-¥ 32
Abundance Scan 494 (5.982 min): 10984.D (-485) () m/z 43.10 100.00%
43
5000
59
| o S5 5 ot % ok
Ol ottty O3 €9 7 B0 TS m/z  59.10  35.32%
miz—> 10 40 50 60 70 80 90 100 110 120 130
Abundance #1 0%755: 2-Pentanone, 4-hydroxy-4-methyl-
4
5000 T T[T T[T T[T
59 560 580 600 620 6.40
m/z 58.10 21.97%
15 31 101
0 ...|.J..,.?@vﬂ..??ﬂe:..,??;!l,...r....,??'.|.,.:|.... e
m/z—> 10 20 30 40 50 60 70 80 980 100 110 120 130
Abundance #109756: 2-Pentanone, 4-hydroxy-4-methyl-
4P
e e
560 580 6.00 620 640
5000 5 m/z 101.10  13.48%
o 2,7 a7, "1 8 g3 'Y i
LEREEIR NLELERALE FLELALELED SLELELELE NURELELE SLELELAUN IRELEMRSS ILELRLEL ILAULALE UL BLUURE UL LR WA RS
m/z—-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5851: 2-Pentanone, 4-hydroxy-4-methyl- B e A i o
4 560 580 600 620 640
m/z 41.15 5.95%
5000
59
101
0 2 s, 3“" 67 77 8 9
Illllllllllllllllllll|l|ll|llllllll"']lllllllll'Ill‘llll ]Illl TTITT T T T 1T T T T T 1T T T L}
mjz—> 10 20 30 40 50 60 70 80 9 100 110 120 130 5.160 5.180 6.(I)0 6.120 6.140
10984.D 050102.M Thu May 16 14:41:38 2002 Page 7
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Data File

e e 4

Ll td AL AL SN N

C:\MSDCHEM\ 1\DATA\051402\10984.D
Acg On 14 May 2002 11:17 pm
Sample 5/10 kb
Misc :
MS Integration Params: LSCINT.e

Quant Method

C:\MSDCHEM\ 1\METHODS\ 050102 .M

Vial: 13
Operator: Mclean
Inst Instrumen
Multiplr: 1.00

(Chemstation Integrator)

Title : 508 Modified GC/MS scan
Library : C:\DATABASE\NIST98.L
AEXEIETAAEKAKAAAEARARKARA AR KA A A AT Ak Ak khkhkhkhkhkhkhkhkhhkhhkhhkkhkhkkhkkhkhkkhkhkhkkhkkhkhkhkhkhdkhkhkdhkhkhkhkdhkhkhkkkkxk
Peak Number 4 3-Pyrrolidinol Concentration Rank 3
R.T EstConc Area Relative to ISTD R.T
7.72 0.43 ug/L 448707 1,4-Dichlorobenzene-d4 9.94
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 3-Pyrrolidinol 87 C4HONO 040499-83-0 37
2 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3
3 2-Hexanone, 5-methyl- 114 C7H140 000110-12-
4 Methyl 1l-methylcyclopropyl ketone 98 C6H100 001567-75~5 14
Abundance ScanB790 (7.721 min): 10984.D (-785) (-) m/z 43.10 A00.00%
4
5000
58 87 llllllllllllllllll]lllll
51 69 o8 740 760 7.80 800
) S 1 OO0 1§ W -2 (O NI BN m/z 58.10  23.919%
m/z--> 10 20 30 40 50 70 80 90 100 110 120
Abundance #4163; 3-Pyrrolidinol
48
5000 RN L AL AR ]
740 760 780 800
” 5 e 87 m/z 87.10 20.529%
0 ’ 51.1!”” |h: 77 Il
lllll l’]llllll Illlr'l'II'll|l]"r‘llfY]l]'llT]lll’TTlIll'l!lllll
mfz—> 10 20 40 50 60 70 80 90 100 110 120
Abundance _#5735: 2-Hexanone, 5-methyl-
43
740 760 780 800
5000 m/z 57.10 11.06%
58 .
15 27
Ilwl'l
miz—> 10 20 30 40 60 70 80 20. 100 110 120
Abundance #109705: 2-Hexanone, 5-methyl-
4B 740 760 7.80 800
m/z 41.10 10.98%
5000
58
27
lil , || nlll 7|1 85 99 114
c'lllllllIllIl'lll!’[l:lI|IlVI|llll’]1_r1TIlll||||ll]l||r|| T :
m/z--> 10 20 30 40 50 60 70 80 100 110 120 740 760 780 800
10984 .D 050102.M Thu May 16 14:41:38 2002 Page 8
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et s e [ N T P AT Y T O G S R R NN )
z '

Data File : C:\MSDCHEM\1\DATA\051402\10984.D Vial: 13

Acg On : 14 May 2002 11:17 pm Operator: Mclean
Sample : 5/10 kb Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

Quant Method : C:\MSDCHEM\1\METHODS\050102.M (Chemstation Integrator)

Title : 508 Modified GC/MS scan
Library : C:\DATABASE\NIST98.L
I R R R R R R R T R R E R R EE L EEE T EETE LRI EE RS EEEEEEEREEEEE LR L EEEEEEEE R R LT
Peak Number 5 Benzene, 1,2,3,5-tetrachlor... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.39 0.21 ug/L 315351 Phenanthranene-d10 22.96
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,3,5-tetrachloro-4,6... 242 C8H6Cl4 000877—09
2 Benzoic acid, 2,4,6-trichloro- 224 C7H3C1302 000050-43 -1+
3 2-Chloroaniline-5-sulfonic acid 207 C6H6CI1INO3S 000098-36-2 46
4 Quinoline, 3-bromo- 207 C9H6BrN 005332-24-1 43
f\bundance Scan 3117 {21.393 min): 10984.D (-3108) (-) N m/z 206.90 100.00%
7
244
5000 136
o 63 74 102 172 229 21.00 2120 2140 2160 21.80
ol el ML | Tm/z 209.00 83.61%
mz—> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84890: Benzene, 1,2,3,5-tetrachloro-4,6-dimethyl-

207

LIS (N S L I B L BTN (00 S L B S B St

2100 2120 21.40 2160 21.80
m/z 243.90 69.84%

o.
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84889: Benzoic acid, 2,4,6-trichloro-

T T T T TTTTTT

2100 2120 21.40° 2160 21.80
m/z 241.90 51.89%

(o]
L1/Z-> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #84878: 2-Chloroaniline-5-sulfonic acid ' e T
207 21.00 2120 21.40 21.60 21.80
m/z 136.00 37.31%
5000
43 .
90
| % 69 |, 114126 145
Olllll']lIIUI'!K'I]]TIIIIIIIAIIllll' IlIIlllI)lllIl'IfIlllllllll l[llll[li‘fllllll[llll
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 21.00 21.20 21.40 21.60 21.80
10984.D 050102.M Thu May 16 14:41:38 2002 Page 9
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Data File :

il AlLy oOCallll LUlPUULIUG RTPUL L

: C:\MSDCHEM\1\DATA\051402\10984.D
Acg On : 14 May 2002 11:17 pm
Sample : 5/10 kb
Misc :

MS Integration Params: LSCINT.e

Quant Method

Title

Library

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

se s s

vial: 13
Operator: Mclean
Inst : Instrumen
Multiplr: 1.00

C: \MSDCHEM\ 1\METHODS\ 050102 .M (Chemstation Integrator)

hkkkkkhkhkkhkkhhhkhkhhhkhhkhkhkhkhkkhkkhkhkhhkhkhkhkhkkhhkhkhhkhkhkhhkhkhhkhkhkhkhkhhhkhkhhhhhkhkhkkhkhhkkkkix

Peak Number 6 Phenanthrene, 9-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.58 0.34 ug/L 506150 Phenanthranene-dlo0 22.96
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 Phenanthrene, 9-methyl- 192 C15H12 000883-20-5 59
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 45
3 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 45
4 Anthracene, 9-methyl- 192 C1l5H12 000779-02-2 45
Abundance Scan 3319 (22.580 min): 10984.D (-3308) (-) m/z 192.10 100.00%
5000
2220 2240 2260 2280 23.00
ol m/z 191.00 17.73%
m/z—-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #81033: Phenanthrene, 9-methyl-
192
5000 LEE BR AR A LIBLEE S (B B S S A B
2220 2240 2260 2280 23.00
m/z 193.10 13.53%
96 165
ol .29 39 51 63 74 8 115 126 139 152 | 176
URRABRUAGL RS SRARH RLLSH NURRA RRALN AN SN SR SRR A SRR RN LRSS RARSS SRR N
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #125848: Anthracene, S-methyl-
192
2220 2240 2260 2280 23,00
5000 m/z 146.10 12.60%
96 165
oL 27 39 51 8 8 | 115 126 139 152 ° 176 il
TITTTTTY TrprrTTyvrTy AR AN RRASE AR SREAN B LR SRR BEAA RSN SRA N RERAN RARES SRR B
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #81041: Phenanthrene, 3-methyl- L e A L B i o
192 2220 2240 22.60 22.80 23.00
m/z 96.10 12.31%
5000
96 165
o..27 39 51 63 82 115 126 139 152 176
mfz—> 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 190 200 22.120 22.140 22.|60 22.180 23.|00
10984.D 050102.M Thu May 16 14:41:39 2002 Page 10

NYC-WTC_000

024005



NYC 9/11 Public Portal Document

Data Fi
Acg On
Sample
Misc

MS Integratlon Params:

Quant M
Title
Library

Peak N

le

dIL AL (Z.-L_x

C:\MSDCHEM\1\DATA\051402\10984 .D
14 May 2002

11:17 pm

5/10 kb

ethod :

LSCINT.e

: C:\DATABASE\NIST98.L

khkkkdkkhkhkkkhkhkhhkhhkhkhkhhkhkkhkhhkhbhkhkhkdkhkhhbhkhkdhkhkdkhkhkhkhkdkhkhddkhkhkhhkdhkhkhkhkkhkhkhkhkdhkhkhkhkhkdkkhx

WO L Lt punuyuu.:.xu L\.\.aLJ\J.L LS9

Vial: 13
Operator: Mclean
Inst : Instrumen
Multiplr: 1.00

C:\MSDCHEM\ 1\METHODS\050102.M (Chemstation Integrator)
508 Modified GC/MS scan

umber 7 Anthracene-dl0- Concentration Rank 2
EstConc Area Relative to ISTD R.T
"""""""" 0.61 ug/L 904786  Phenanthraneme-d10 22.96
of 5 Tentative ID MW MolForm CAS# Qual

001719-06-8 9;:§L0
001517-22-2 90

1 Anthracene-dl0- 188 C14D10
2 Phenanthrene-dio 188 C14D10
3 Naphthalene, 1,7-dimethoxy- 188 C12H1202 005309-18-2 36
4 Pentacyclo[8.4.0.0(3,7).0(4,14).... 188 C14H20 1000099-27-2 36
Abundance Scan 3409 (23.109 min): 10984.D (-3402) () m/z 188.10 100.00%
188
5000 /\
es 80 S 158 2280 2300 2320 2340
o 42 57 108 132 170 m/z 189.10 18.70%
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180
Abundance #79826: Anthracene-d10-
188
5000
22.80 23.00 2320 23.40
m/z 94 .10 17.37%
eg 80 94
oh 17 30 4252 9 | | 108118 132 146 ,,| 17o179||l|
LA A NG RS RN RS NS RSN SARAT RARAN SRS LA SRR LALRS SARAN LARAS SRARN LA
miz—> 10 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 190
Abundance #79827: Phenanthrene-d10 ?8
1
T T T T rrrTTTT]
2280 23.00 2320 23.40
5000 m/z 80.10 10.92%
o5 160
o 30 42 52 © [.I [J 108118 132 146 || 170179[||
(T1 IT—[IIIIIIIIII lllTlI" l1]llll|'ll I'l'l]lllllll TTITII7 T rITT [
mfz—-> 10 20 30 40 50 60 70 80 90 100110120130140150160170180190
Abundance #79804: Naphthalene, 1,7-dimethoxy- e EAREL R e
173 188 22.80 23.00 2320 23.40
m/z 184.10 10.07%
5000
102 115 145
51 63 75 130 I 158
0'Il'lI]lll'l[llflIIIIIIIlllllllrIIIll!llYllllIIIl]llV([l(lYITTTlI IRRRABSAREBRAE] Tllllll]ll17 IIlII!II1lI'|ITTllIIIiII
miz-> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170 180 190 2280 23.00 23.20 23.40
10984.D 050102.M Thu May 16 14:41:42 2002 Page 11
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Data Fi

LipLdry oSedrcll Lollpoulla Report

le : C:\MSDCHEM\1\DATA\051402\10984.D Vial: 13
Acg On 14 May 2002 11:17 pm Operator: Mclean
Sample : 5/10 kb Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: LSCINT.e

Quant Method
Title
Library

-
-

C:\MSDCHEM\ 1\METHODS\ 0501
508 Modified GC/MS scan
C:\DATABASE\NIST98.L

02.M (Chemstation Integrator)

hkhkkkhhkhkhkhkhkhkhkdhkhhkhkhhkkhkdkhkhhhkhbhkhkdkhhhhkhhkhkhhkhdkhkhkhdhkhhkhkhhhhkhkhhhhkhhkhkhkkhkhk

Peak Number 8 2-Propenoic acid, n-pentade... Concentration Rank 9
R.T EstConc Area Relative to ISTD R.T.
'29.00  0.27 ug/L 345539 Chryseme-d12 = 30.81
Hit# of 5 Tentative ID MW MolForm CAS# Qual
"1 2-Propenoic acid, npentadecyl e... 282 Cl8H3402 ;aaag;;:;;:@

2 1-Octadecene
3 Trifluoroacetic acid, n-heptadec...
4 1-Heptadecene

252 C18H36
324 C17H31F302
238 C17H34

000112-88-9
1000216-79-2 58
006765-39-5 53

Abundance Scan 4411 (28.996 min): 10984.D (-4405) (-) 55.10 100.00%
43
5000 69 83 97
M 427
|“ I 28.60 28.80 29.00 29.20 29.40
o et | | M/z 57.10  58.75%
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13489: 2-Propenoic acid, n-pentadecyl ester
56
5000 43 ,...x,....[.‘.,,..”
73 2860 28.80 29.00 29.20 29.40
97 1 m/z 43.15 50.67%
127
0 T 153 166 182 210
! vl B e e e SRR
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #111277: 1-Octadecene-
97 2860 28.80 28.00 29.20 29.40
5000 m/z 41.20 41 .56%
111
125
. Lk ) 1% s 252
- llllllll lllllli!Xlllllllll!lll[llIll!l‘l[
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #4324: Trifluoroacetic acid, n-heptadecyl ester
43 28.60 28.80 29.00 29.20 29.40
57 m/z 69.10 41 .56%
69
5000
83
97
111
o L] 1% 140152 182 210
. IlllTYlIlllllllll'l lllllllllllllklllllllllI[
miz—> 200 40 60 80 100 120 140 160 180 200 220 240 2860 28.80 29.00 29.20 29.40
10984.D 050102.M Thu May 16 14:41:44 2002 Page 12
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Data File

PR NI O (.A..L._x L N R X \/\JIIIHVHLL\L J.\.\,LJUJ. —

: C:\MSDCHEM\1\DATA\051402\10984.D
Acg On : 14 May 2002 11:17 pm
Sample : 5/10 kb
Misc :
MS Integration Params: LSCINT.e

Quant Method
Title
Library

C:\MSDCHEM\ 1\METHODS\ 050102 .M
508 Modified GC/MS scan
C:\DATABASE\NIST98.L

se s ae

Vial: 13
Operator: Mclean
Inst : Instrumen
Multiplr: 1.00

(Chemstation Integrator)

dhkhkdkdkhkhkhrkhkhhhkkhkhkhkhkhkhkhkhhkhkhkhkhkhkdhhhhkhkhkhhhhhhkhkhkhkhkhhikhhkhkdhkhkdhhdhhhkhdhhkhkhhid

Peak Number

9 B5H-Naphtho[1l,8-bclthiophen-...

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
'34.92  0.34 ug/L 335032 Peryleme-dl2 * 34.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
"1 SH-Naphtho[1,8-bc]thiophen-5-ome. .. 264 C17HL208 010245-65-5 12
2 3,6-Di-m-tolyl-1,2-dihydro-1,2,4... 264 Cl6H16N4 068614-68-6 1

3 2-Naphthol, 1-(2-hydroxyphenyl)azo- 264 C16H12N202 1000196-48-4"9
4 9,9-Dichloro-9-sila-9,10-dihydro... 264 C13H10Cl2Si 076470-26~<3 9
[Abundance Scan 5420 (34.925 min): 10984.D (-5419) () m/z 132.70 A00.00%

116 133 264
43 5
5000 104 191 2
208 281
84 | Mmsmo%msmo
O ther b e e b | [ M/Z 115.90  92.94%
m/z->20406080100120140160180200220240260280
Abundance #95121: 5SH-Naphtho[1,8-bc]thiophen-5-one, 3,4-dihydro-2-ph... "
264
235
5000 e P
202 3460 34.80 3500 35.20
187 221 m/z 264.10 83.13%
132 | h 247
0lll'llllll[Illllllllllllllllllll1lll]ll!!r'll|||lllilllIlllllllll lll[fl
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
IAbundance #95082: 3,6-Di-m-tolyl-1,2-dihydro-1,2,4,5-tetrazine
118 264
N R R —
3460 3480 3500 3520
5000 m/z 260.10 67.48%
)
65
o 132uw ]
T llll l ]lllllllll]llll]llllllllll lrll!l
m/z--> 20406080100120140160180200220240260280
Abundance #95092: 2-Naphthol, 1-(2-hydroxyphenyl)azo- B e R BEE
264 3460 3480 3500 3520
m/z 43.20 60.74%
143
5000 115
65 93 128
39 51 80 [ 171
o, 7 VAT O AT 7 O
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3460 34.80 35.00 3520
10984.D 050102.M Thu May 16 14:41:46 2002 Page 13
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LipLdlrly Sedlcll Lolpoulia xepotLt
Data File : C:\MSDCHEM\1\DATA\051402\10984.D
Acg On : 14 May 2002 11:17 pm
Sample 5/10 kb
Misc :
MS Integration Params: LSCINT.e

Quant Method
Title
Library

508 Modified

GC/MS scan

C:\DATABASE\NIST98.L

Vial:
Operator:
Inst E
Multiplr:

13

Mclean
Instrumen
1.00

C:\MSDCHEM\ 1\METHODS\050102.M (Chemstation Integrator)

kkkkkkkkhkhkkhhhkkkhkkhkkhkkhkkhkkhkhhhkhhhkhkhkhkhkhkhkhkhhkhkkhkhhhkhhkdkkkhkhkhhkhhkdkhkhkhkhkhkhhhkhkkkkk

Peak Number 10

2-Amino-2-oxo-acetic acid, ...

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T
35.21 0.22 ug/L 221896 Perylene-dl2 ' 34.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Amino-2-oxo-acetic acid, N-[3,... 221 C12H15NO3 1000127-85-3 9
2 Benzene, 1,1’-bis(l1-hexene-3-one... 264 C19H200
3 Pyrazine, 2,5-dimethyl-3-(2-prop... 148 C9H12N2
4 Pyrazine, 3,5-dimethyl-2-(2-prop... 148 CO9H12N2
Abundance Scan 5468 (35.207 min): 10984.D (-5462) (-) m/z 221.107” 100.008%
22
147
5000
205 355 \1
430 ]llllbklllllllllllllllllﬁl
) 18’ 264 J I 34.80 3500 35.20 3540 35.60
0 ! S B [ A S PN N m/z 147.10 _ 74.84%
m/z--> 150 200 250 300 350 400
Abundance #87891 2-Amino-2-oxo-acetic acid, N-[3,4-dimethylphenyl}-...
221
5000 120147 Alﬁu,,m.:-.r.]..”
34.80 35.00 35.20 3540 35.60
77 m/z 207.00 52.58%
51 u b 174193
O' T T T ] T T T I T BREER ] T T T T l T T T 7 TT T T T l T T T T
mfz—-> 50 100 150 200 250 300 350 400
Abundance #65997: Benzene, 1,1-bis(1-hexene-3-one-4-methyl-1,6-diyl)
147
N
]Yl(l,lllll TTr T T T
34.80 35.00 3520 3540 35.60
5000 m/z 295.10 39.50%
115 173
41 69
0 T ‘l ]l[‘[lLILLIiJnl T I"ll!’LilJ: T ‘I'n!‘ I\l1192| lzizl T ]2l§? T T l T T T T l T T T T I T T T T
m/jz--> 50 100 150 200 250 300 350 400 A
Abundance #66165: Pyrazine, 2,5-dimethyl-3-(2-propenyl)- R LA B o s
1‘r7 3480 3500 3520 3540 35.60
m/z 355.00 35.60%
5000
42
122
0l"llIJILY?'I?"'!'ZI"I-Illd‘IlIllllllllllllllllllIIlIlIll'T llllllrillllllllll llll
m/z—-> 50 100 150 200 250 300 350 400 3480 35.00 3520 3540 35.60
10984 .D 050102.M Thu May 16 14:41:48 2002 Page 14
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Lilordry sSedrcii cotpoultud xepolsu

Data File : C:\MSDCHEM\1\DATA\051402\10984.D Vial: 13

Acqg On : 14 May 2002 11:17 pm Operator: Mclean
Sample : 5/10 kb Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration

Quant Method :
Title :
Library :

khkdkkkkkkkkkk*x

Params: LSCINT.e

C:\MSDCHEM\ 1\METHODS\ 050102 .M (Chemstation Integrator)
508 Modified GC/MS scan

C:\DATABASE\NIST98.L
ddkkdkok ok ok ok kg ok ok ok ok Kk ko ok ek ok ko ok ok o ok ok ok ok ok ok ok o ok e ok ok Kk

Peak Number 11 Dodecahydropyrido[l,2-bliso... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
35.24 0.23 ug/L 229983 Perylene-dl2 ° . 34.71
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 Dodecahydropyrido[l,2-blisoquino... 207 C13H21NO 1000195-30-7
2 Silicic acid, diethyl bis(trimet... 296 C10H2804Si3 003555-45-

3 Indole-2-cone, 2,3-dihydro-N-hydr... 207 C11H13NO3 1000129-2-1 9
4 1H,3H-Pyrrolo[l,2-c] [1,3,2]oxaza... 207 C11H14NOP 111002~464-3 5
Abundance Scan 5473 (35.236 min): 10984.D (-5470) (-) m/z 207.05 100.00%

207223
43 84 281 357
130 191
5000
| ‘ 147 3500 3520 3540 3560
OlllllllllllllIITIIlIl[ll'lIllTTl’Y'llllllll T T IIT_T_I_TTTTIFIllllllllll lTIIIl|I m/z 223000 86 79/
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance

#84738: Dodecahydropyndo[1>2 blisoquinolin-6-one
207

T T T T T TTT

3500 3520 35.40 3560
m/z 83.90 80.50%

m/z—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #84851: Silicic acid, diethy%s(trimethylsilyl) ester
7
35.00 35.20 35.40 3560
5000 m/z 281.05 78.30%
237 281
45 73 403 193 i) .1
(o} [....[....,....,....,....'[...qn..,..[.[ e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
iAbundance #84802: Indole-2-one, 2,3-dihydro-N-hydroxy-4-methoxy-3,3-... e
207 35.00 3520 35.40 35.60
164 m/z 357.00 75.79%
5000
147
41 131 19
c T ” "n'%'!" ”I’IL' hlﬂ' Illll‘l"}ﬂli[}mj“lllh'-ll[IllllLIll'll]l!lllllVYilllll]llll[Illlllllllllll[l!l‘l’l LA B
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 35.00 3520 3540 35.60
10984.D 050102.M Thu May 16 14:41:49 2002 Page 15
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Data File

dILASL LA .x

AL L bullthVLd..lL\.L L\\’blu-lu- -

C:\MSDCHEM\1\DATA\051402\10984.D
Acg On 14 May 2002 11:17 pm
Sample 5/10 kb
Misc :
MS Integration Params: LSCINT.e

Quant Method

Title

Library

508 Modified GC/MS scan

C:\DATABASE\NIST98.L

Vial: 13
Operator: Mclean
Inst Instrumen

Multiplr; 1.

00

C:\MSDCHEM\ 1\METHODS\050102.M (Chemstation Integrator)

khkkkkhhkkhkhhkdhhkhkhkhkhkhkhkhhkhhkddhhhhrohkdkhkhkhkhhhkhkdkhkhkhhhhdhkhhkhbdhkhhhbhkhbhbhkdhdkdhhkhk

Peak Number 12

4H-Pyrido|1,

2-alpyrimidine-...

Concentration Rank 13

R.T EstConc Area Relative to ISTD R.T
35.33 0.21 ug/L 205562 Perylene-dil2 ° 34.71
Hit# of 5 Tentative ID MW MolForm CAS#H
1 4H—Pyrido[1,2—a] pyrimidine—3—car. .. 265 Cl12H15N304 064399-30-0 9
2 Anthracene, 9- (4-methoxybutyl) - 264 C19H200 1000154-36-
3 2- (1,3—Dihydro—3,3—dimethyl—1—ph. 282 (C18H1803 1000224 -
4 Imidazo[4,5-el[1,4]diazepine-5,8... 307 C13H17N504 100014
Abundance Scan 5488 (35.324 min): 10984.D (-5483) (-} m/z 44.10 100.00%
44
84 191 23
5000 207 267 341
147
295 UV VR R
! 357 35.00 35.20 3540 35.60
0t S e R e a1 m/z 83.90 67.43%
mfz-> 20406080100120140160180200220240260280300320340360

Abundance

#80795: 4H-Pyrido[1,2-a]pyrimidine-3-carboxylic acid, 6,7,..
191

265

ll[l!llll»ll!T -

m/z 191.10

o.
mfz—> 20 40 60 80 100 120 140160 180 200 220 240 260 280 300 320 340 360
Abundance #80794: Anthracene, 9-(4-methoxybutyl)-
191
35.00 35.20 35.40 3560
5000 264 m/z 74.10 59.71%
2 1 63 85 101 122139 7 1,215232248
OrrrbrrptrrepeT s B N i S
m/z--> 20406080100120140160180200220240260280300320340360
Abundance #88248: 2-(1,3-Dihydro-3,3-dimethyl-1-phenyl-3,4-benzofura... e e e
43 223 35.00 3520 3540 3560
207 m/z 223.20 53.71%
5000 77
» d 1"s 145 178 267
c'”“”'l!.‘si?:l“, > 249 LA S (L N
m/jz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 35.00 35.20 35.40 3560
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Data File

Acg On 14 May 2002 11:17 pm
Sample 5/10 kb
Misc

MS Integration Params: LSCINT.e

Quant Method
Title
Library

ettt et e TE A E A S a e

C:\MSDCHEM\1\DATA\051402\10984.D

Vial: 13
Operator: Mclean
Inst : Instrumen
Multiplr: 1.00

C:\MSDCHEM\ 1\METHODS\ 050102 .M (Chemstation Integrator)
508 Modified GC/MS scan
C:\DATABASE\NISTO98.L

XX EE XX EEE IR LTRSS EEEE SRS ERXE R RS R R E S A8 S 8 2 X 0 8 AR R R EEEEE SRS EEEEREESERESEESEE]

Peak Number 13

2H-3,1-Benzoxazine,

2-

[4-(d...

Relative to ISTD

Concentration Rank 4

R.T EstConc Area
35.35 0.35 ug/L 343891
Hit# of 5 Tentative ID

Perylene-dil2

MW MolForm

2H-3, 1-Benzoxazine,
6H-Dibenzola,g]lquinolizine,

WP

2-Butenocic acid,

2-[4- (dimeth. ..

5,8,...

4a (2H) -Naphthalenecarboxylic aci...
3- (phenylthio) -...

260 Cl16H24N20

355 C21H25N0O4
222 C13H1803
222 C12H1402S

NYC-WTC_000024012

Abundance Scan 5492 (35.348 min). 10984.D (-5490) (-)
43 96 147 243 341
193
5000 222
295
429 RSN e |14k LV S S ¥
| | l 3500 3520 3540 35.60
o——ur— m/z 147.10 94.44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66585: 2H-3,1-Benzoxazine, 2-[4-(dimethylamino)phenyljoct...
148
5000 \|n||:|r|rx:1[:||x
35.00 35.20 35.40 35.60
&7 20 260 m/z 43.10 91.20%
41 121J i
m/fz—> 50 100 150 200 250 300 350 400
Abundance #123506: 6H-Dibenzola,g]quinolizine, 5,8,13,13a-tetrahydro...
1
3500 3520 3540 35.60
5000 m/z 95.90 90.28%
77 121
ACHYE I
mfz—> 50 100 150 200 250 300 350 400
Abundance #66990: 4a(2H)-Naphthalenecarboxylic acid, 1,3,4,5,6,7-hex...
149 3500 35.20 3540 35.60
m/z 341.10 90.28%
107
5000
29 79 222
55
. 25194
i B e B
miz—-> 50 100 150 200 250 300 350 400 35.00 3520 3540 3560
10984.D 050102.M Thu May 16 14:41:50 2002 Page 17
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Operator ID: Mclean Date Acquired: 14 May 2002 11:17 pm
Data File: C:\MSDCHEM\1\DATA\051402\10984.D

Name: 5/10 kb

Misc:

Method: C:\MSDCHEM\1\METHODS\050102.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
Acetonitrile, dic... 3.63 0.3 ug/L 352687 1 9.94 41502300 40.0
Butane, 2,2,3,3-t... 3.76 0.3 ug/L 352158 1 9.94 41502300 40.0
2-Pentanone, 4-hy... 5.98 19.6 ug/L 20532300 1 9.94 41502300 40.0
3-Pyrrolidinol 7.72 0.4 ug/L 448707 1 9.94 419502300 40.0
Benzene, 1,2,3,5-... 21.39 0.2 ug/L 315351 4 22.96 59358900 40.0
Phenanthrene, 9-m... 22.58 0.3 ug/L 506150 4 22.96 59358500 40.0
Anthracene-dl10- 23.11 0.6 ug/L 904786 4 22.96 59358900 40.0
2-Propencic acid, ... 29.00 0.3 ug/L 345539 5 30.81 50542900 40.0
5H-Naphtho[1l,8-bc... 34.92 0.3 ug/L 335032 6 34.71 39545000 40.0
2-Amino-2-oxo-ace... 35.21 0.2 ug/L 221896 6 34.71 39545000 40.0
Dodecahydropyrido... 35.24 0.2 ug/L 229983 6 34.71 39545000 40.0
4H-Pyrido[l,2-alp... 35.33 0.2 ug/L 205562 6 34.71 39545000 40.0
2H-3,1-Benzoxazin. .. 35.35 0.3 ug/L 343891 6 34.71 39545000 40.0
10984.D 050102.M Thu May 16 14:41:50 2002 Page 18
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