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User: Vinci, David L :
Westchester Dept. of Labs & Research
Date: 05/22/2002 Time: 09:48:59

Sample: AE10982

Analysis: $GCMS GCMS Scan For Unknowns

Units: ug

Started: 5/22/02 09:48 Ended: 5/22/02 09:48 Analyst: DLV
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>omments for Sample AE10982 - Analysis $GCMS

Nestchester Dept. of Labs & Research
Jser: Vinci, David L
Date: 05-22-2002 Time: 09:49:34

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
sompounds. The recoveries for 2 of the 43 compounds in the LCS Standard were

ow,
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Quantitation Report

(QLl Revieweq)

Data File C:\MSDCHEM\ 1\DATA\051402\10982.D Vial:
Acqg On : 14 May 2002 9:39 pm Operator:
Sample 5/10 kb Inst :
Misc Multiplr:

MS Integration Params: EVENTS.E
Quant Time: May 16 14:37:32 2002

Quant Method
Title

Last Update
Response via

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

508 Modified GC/MS scan

DataAcq Meth : 508SCAN

Internal Standards

1)

10)
17)
29)
37)
43)

1,4-Dichlorobenzene-d4
Napthalene-ds8
Acenapthalene-dilo0
Phenanthranene-dl0
Chrysene-dl2
Perylene-dl2

System Monitoring Compounds
27) TCMX
Spiked Amount 40.000

Target Compounds

2)
3)
4)
5)
6)

n-nitros-dimethyl amine
bis (2-Chloroethyl)ether
1,3-Dichlorobenzene
1,4-Dichlorobenzene
1,2-Dichlorobenzene
2,2'oxybis(1-Chloropropane
N-nitroso-di-propylamine
Hexachloroethane
Nitrobenzene

Isophorone
bis(2-Chlorocethoxy) methan
1,2,4-Trichlorobenzene
Napthalene
Hexachlorobutadiene
2-Chloronaphthalene
Dimethylphthalate
2,6-Dinitrotoluene
Acenapthylene
Acenapthalene
2,4-Dinitrotoluene
Diethylphthalate
4-Chlorophenyl-phenylether
Fluorene

Azobenzene
Nnitrosodiphenylamine

4 -Bromophenyl -phenylether
Hexachlorobenzene
Phenanthrene

Anthracene
Di-n-butylphthalate

20

NN '
G NeleoloNoNeNeoNoNoNoNoNoNoNoNoNoNoNoNoNoNoNoNoNoRoNoNoNoNoR o)

Thu May 16 14:34:28 2002
Initial Calibration

.55

.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.55
.55
.00
.00
.00
.00
.09

Quant Results File:

152 6122217 40.0
136 24234852 40.0
164 13163286 40.0
188 18851815 40.0
240 13920682 40.0
264 9140986 40.0

209 2522029 36.5
Recovery =

74
93
146
146
146
45
70
117
77
82
93
180
128
225
162
163
165
152
153
165
149
204
166
77 53186
169 58527 0
248 0
284 0
178 0
178 0
149 14346

2zzzEz=Z

el eoNeoNoNeNoNoNoNoRoNoNoNoNoNoNoNoNoNoNoNoNoNe]

N . e
.U.UUUUUTUUUUUUUUUUUUUUUUUUUUUUUU

ZEEEE AR EEEEA AR E RS

11

Mclean
Instrumen
1.00

050102.RES

(Chemstation Integrator)

manual integration

(#)

10982.D 050102.M

gqualifier out of range (m)

NYC-WTC_000023927

Thu May 16 14:37:47 2002

ug/L 0.00
ug/L 0.00
ug/L 0.00
ug/L 0.00
ug/L 0.00
ug/L 0.00
ug/L 0.00
91.40%
Qvalue
d
ug/L # 54
Page 1
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Quantitation Report (QT Reviewed)
Data File : C:\MSDCHEM\1\DATA\051402\10982.D Vial: 11
Acg On : 14 May 2002 9:39 pm Operator: Mclean
Sample : 5/10 kb Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: EVENTS.E
Quant Time: May 16 14:37:32 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
DataAcq Meth : 508SCAN

Compound R.T. QIon Respohse 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 30.81 228 30792 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(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
10982.D (050102.M Thu May 16 14:37:47 2002 . Page 2
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Quantitation Report

(QT Reviewed)

Data File C:\MSDCHEM\ 1\DATA\051402\10982.D Vial: 11

Acg On 14 May 2002 9:39 pm Operator: Mclean
Sample 5/10 kb Inst : Instrumen
Misc

MS Integration Params: EVENTS.E
Quant Time: May 16 14:37 2002

Method
Title

Last Update
Response via

-Multiplr: 1.00

Quant Results File: 050102.RES

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

Thu May 16 14:34:28 2002
Initial Calibration
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Page 3
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L.SC Area Percent Report

.

Data File : C:\MSDCHEM\1\DATA\051402\10982.D Vial: 11
Acg On : 14 May 2002 9:39 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 3.126 3 8 15 BV 4 3979 85479 0.16% 0.026%
2 3.332 37 43 49 PV 15990 224338 0.42% 0.069%
3 3.543 72 79 83 PV 5 1805 25159 0.05% 0.008%
4 3.620 87 92 100 VvV 23857 417313 0.77% 0.128%
5 3.749 100 114 120 VvV 2 12444 394068 0.73% 0.120%
6 3.790 120 121 131 VV 9 3905 144659 0.27% 0.044%
7 4.178 176 187 191 VvV 7 3743 109402 0.20% 0.033%
8 4.260 197 201 205 VV 6 3459 72913 0.14% 0.022%
9 4,953 315 319 328 PV 5 2857 35634 0.07% 0.011%
10 5.036 328 333 338 VV 4 4716 96692 0.18% 0.030%
11 5.100 338 344 353 VV 6 8138 200632 0.37% 0.061%
12 5.341 382 385 389 PV 4 2053 27407 0.05% 0.008%
13 5.418 352 398 414 VV 4 4292 97727 0.18% 0.030%
14 5.535 414 418 424 PV 6 2330 51778 0.10% 0.016%
15 5.653 433 438 447 VV 6 4957 115208 0.21% 0.035%
16 5.976 485 493 521 VvV 1005561 17787611 32.94% 5.437%
17 6.176 521 527 532 VvV S 2293 52682 0.10% 0.016%
18 7.016 667 670 673 VV 5 2116 30878 0.06% 0.009%
19 7.286 711 716 726 VV 9 1976 41654 0.08% 0.013%
20 7.727 783 791 808 PV 3 14380 419972 0.78% 0.128%
21 8.109 853 856 861 VV 3 19548 33214 0.06% 0.010%
22 8.367 894 900 914 PV 6 6694 138405 0.26% 0.042%
23 8.749 954 965 973 BV 2 7933 155384 0.29% 0.047%
24 8.820 973 977 985 VV 7 2224 47647 0.09% 0.015%
25 9.043 1004 1015 1021 PV 8 2206 66517 0.12% 0.020%
26 9.254 1044 1051 1056 VV 5 2462 57606 0.11% 0.018%
27 9.313 1056 1061 1075 VV 5 3477 104897 0.19% 0.032%
28 9.936 1157 1167 1185 PV 1975154 36963766 68.44% 11.299%
29 10.259 1215 1222 1225 PV 6 1397 17947 0.03% 0.005%
30 11.869 1490 1496 1502 VV 5 1799 28420 0.05% 0.009%
31 12.039 1520 1525 1531 VV 2 3634 68730 0.13%  0.021%
32 12.715 1636 1640 1648 PV 4 1706 41510 0.08% 0.013%
33 13.432 1749 1762 177S VV 2629236 49742324 92.10% 15.205%
34 13.585 1779 1788 1797 VV 8675 192521 0.36% 0.059%
35 13.831 1821 1830 1834 VV 5 2153 45796 0.08% 0.014%
36 14.254 1896 1902 1908 PV 4 2253 41166 0.08% 0.013%
37 15.700 2140 2148 2155 VvV 5 2140 46560 0.09% 0.014%
10882.D 050102.M Thu May 16 14:37:58 2002 Page 1
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38 15.
39 16.
40 17.
41 17.
42 18
43 18.
44 18,
45 20.
46 20
47 20
48 21.
49 21
50 22
51 22.
52 23,
53 25,
54 30.
55 31.
56 31.
57 33.
58 33.
59 33.
60 33.
61 33.
62 34.
63 34.
64 35.
65 35.
66 35.
67 36.
68 38.
69 39.
70 39.

10982.D

NYC-WTC_000023931

905 2177
746 2320
145 2389
656 2467
.567 2626
814 2672
961 2696
142 2900
.330 2929
.547 2958
393 3110
.758 3166
.580 3308
956 3365
109 3403
089 3740
812 4709
064 4762
382 4805
003 5078
080 5094
121 5110
144 5115
197 5123
713 5370
919 5417
007 5432
030 5436
585 5527
452 5657
450 6013
766 6219
901 6266

050102.M

2183
2326
2394

2481
2636
2678
2703
2904

2936
2973
3117
3179
3319

3383
3409
3746
4720
47763

4817
5093
5106
5113
5117

5126
5384
5419
5434
5438

5534
5680
6020
6244
6267

2190
2335
2402

2487
2662
2686
2713
2908

2943
2998
3124
3184
3331

3403
3421
3750
4762
4780

4825
5094
5110
5115
5123

5144
5417
5432
5436
5440

5541
5706
6024
6266
6277

Sum

§33%33 33333 3383

PV
PV
PV

33

of

NWwaINdO NN ONNNDN N U Ww oYW N W

YU

1848
5258
11061

4753
2743264
4012
2004
2284

1834
1539797
15298
2213
22139

2421881
24916
1445
1845270
4791

2773
3004
10110
10577
10510

10396
1293062
11358
5335
4894

1502
21241
1339
15178
2393

34554
97296
178183

87463
54006194
81645
48550
37228

35917
29132225
243364
41372
438672

51763655
550728
21685
43517383
192941

54390
88692
344528
198989
261602

375920
33620613
404836
64748
63800

29811
1451968
20318
1341983
45573

corrected areas:

Thu May 16 14:37:58 2002
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.011%
.030%
.054%

.027%
.509%
.025%
.015%
.011%

.011%
.905%
.074%
.013%
.134%

.823%
.168%
.007%
.302%

0.059%

OO O OO [eNoNeoNeoNol

[eNeoNoNoNe]

.017%
.027%
.105%
.061%
.080%

.115%
.277%
.124%
.020%
.020%

.009%
.456%
.006%
.410%
.014%

Page 2
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3

File :
Operator :
Acquired
Instrument
Sample Name:
Misc Info :
Vial Number:
Quant File

:050102.RES

LSC Report - Integrated Chromatogram

C:\MSDCHEM\ 1\DATA\051402\10982.D

Mclean

14 May 2002
Instrumen

5/10 kb

9:39 pm using AcgMethod 508SCAN

11
(Chemstation Integrator)

IAbundance

2500000
2000000
1500000
1000000

500000

. BBRES U136 WS

TIC: 10982.D
13.43

9.94

5.98

7 02287 7% Lk 37&3m 10 26

A7 11181)4 1271 1B3£88%4.25

Time--> 4.00

[ cabasl oo i ALA

LI S N S S A

T
500 600 700 800 900 1000 11.00 1200 13.00

Abundance

2500000

2000000

1500000

1000000

500000

151580

16757151766

TIC: 10982.D
18567
22.95

20.55

20204% 213 75 22584’9,11 2509

hamae' 2004

[Time-—> 16.00

o 10

1700

T T T

2600 2700

T

25 00

T T T

1800 1900 20.00 2100 2200 2300 2400

Abundance

2500000

2000000

1500000

1000000

500000

TIC: 10982.D

30.81

34.7

Liens T stso 36,45

38.45 339%

O e e

Time-—->

2800 2900 3000

T T T

3700 3800

T T T T )

—r T
31 00 3200 3300 3400 3500 3600 39.00

10982.D 050102.M

NYC-WTC_000023932

Thu May 16 14:38:02 2002 Page 3
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>

Lilbrary Search Compound Report

9:39 pm

Data File :

Acq On : 14 May 2002
Sample : 5/10 kb
Misc :

MS Integration Params: LSCINT.e

Quant Method
Title
Library

-
-
-
-

C:\MSDCHEM\1\DATA\051402\10982.D

Vial: 11

Operator: Mclean
Inst :
‘Multiplr: 1.00

Instrumen

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

khkhkhkhkhkkkkAkhkhkhkhkhkhkhkhkhkhkhhkhkhkhkhkhkhkhhhhhkkhkkhkhkhkhkhdhkhkhkhkhkhkhhkhhkhkdhkdhhkhhkhhkhhhikhhhkx

Peak Number 1 Methane, bromodichloro- Concentration Rank 13
R.T EstConc Area Relative to ISTD R.T
3.33 0.24 ug/L 224338 1,4—Dichlorobenzene—d4 9.94
Hit# of 5 Tentative ID MW MolForm CASH Q
1 Methane, bromodichloro- 162 CHBrCl2 000075-27-4
2 Methane, bromodichloro- 162 CHBrCl2 000075-27-
3 Chloroform 118 CHC13 000067-66-
4 Methane, bromodichloro- 162 CHBrCl2 000075-27-
Abundance Scan 43 (3.332 min): 10982.D (-37) {-) m/z 83.00 100.
83
5000
47
35 h o3 129 3.20 3.30 3.40 350 3,60 3.70
b el 2 m/z 84.95 68.72%
m/fz--> 20 40 60 80 100 120 140 160 180 200
Abundance #33236: Methane, bromodichloro-
83
5000
3.20 3.30 3.40 3.50 3.60 3.70
47 m/z 47.00 25.49%
35 129
13 B | G 118, 164
Tlll[llll]lllll'l‘ll[llll'l!llr‘frfl'l7TIIlIIIIIIIIIII
mfz--> 20 40 60 80 100 120 140 160 180 200
IAbundance #116496: Methane, bromodichloro-
83
lllllllT]fIlllllllIl”llllllIllTlll
3.20 3.30 3.40 3.50 3.60 3.70
5000 m/z 48.05 14.98%
47
129
ol % ! s8 70 YII® w16 |l 1e4
T T LSS T T 7 T vrr vy rro T rrrt I‘llllllllllllll]l|
mfz--> 20 40 60 80 100 120 140 160 180 200
Abundance #116499: Chloroform AR R an e RARTE
83 3.20 3.30 3.40 3.503.60 3.70
m/z 128.90 13.46%
5000
47
0 ® | | 118
mfz--> 2|O 4|0 6]0 810 160 12IO 1;,0 16|0 1é0 2(|)0 3.203.303.403.503.603.70
10982.D 050102.M Thu May 16 14:38:05 2002 Page 4
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Liprary searcn Lompound Keport

Data File : C:\MSDCHEM\1\DATA\051402\10982.D Vial: 11

Acg On 14 May 2002 9:39 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
dhkhkhkhkkkkkkhhkhkhkhkkkkhkkhkhkkhkkhkkhkhhdhkhkkhkhkhkhkdkhkhkhkhkdkhhkhkdkhhkdkdkhkhkhkdkdkhkhkhkhhkddkkhkhkhbhkhkdxhkhhx
Peak Number 2 Acetonitrile, dichloro- Concentration Rank &6

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

3.62 0.45 ug/L 417313 1,4-Dichlorobenzene-d4 9.94
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetonitrile, dichloro- 109 C2HCI12N 003018-12-¢
2 Acetonitrile, dichloro- 109 C2HC12N 003018-12-0 50
3 3,3-Dichloropropyne 108 C3H2Cl2 1000222-23-9 28
4 Allyl mercaptan 74 C3H6S 000870-23-5 25

Abundance Sca1n 92 (3.620 min): 10982.D (-87) (-) m/z 74.00 100.00%
4
5000
| ‘ ‘ . 320 340 360 380 400
c..,w...M,hn._.thu,,lu,,,.”.l.”.l. 2 | m/z 82.00 60.77%
m/z--> 20 60 120 140 1 180 200
iAbundance #28338 Acetonitrile, dichloro-
s
5000
47 320 340 360 380 4.00
25 m/z 76.00 39.28%
oll1l2llzlsll|l]][]l'l”'llllllll llll198|l[llll[llll]llllll‘lll T
mi/z—-> 20 40 60 120 140 160 180 200
Abundance ;#115342 Acetonitrile, dichloro-
@
35 ‘r’llllllllllll lllll
320 340 360 3 4.00
5000 m/z 84.00 32.51%
m‘47
Ornnrlnnn}rl§l|1|||[l|l'l!lln-nn[l:|n|nln|:lllll:j—v—rrr
m/z—-> 20 40 60 80 100 120 140 160 200
Abundance #28312: 3,3-Dichloropropyne — T e
m 320 340 360 380 4.00
m/z 47.00 27.22%
5000
38
o 28 Il #° oo ']84 108
llllllllll[lllllllll]l ‘lll 7T T T v T T T 1T 1T ] T T v rrrr T T v 7 TT
m/z—-> 20 40 60 80 100 120 140 160 180 260 3.120 3.110 3.160 3.I80 4.60
10982.D 050102.M Thu May 16 14:38:07 2002 Page 5
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Lipbrary Search Compound Report

Data File : C:\MSDCHEM\1\DATA\051402\10982.D Vial: 11

Acq On : 14 May 2002 9:39 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

khkhkhkhkhkkhkhkhkrrkhkhkhhkkhkhkhkdhkhhkhkhkhkhkhkhkdhkrthkhkdhkdhrhkhkhkddkhkhkdhkhkhkhhkkhkhdhbkhkkhkkkkhhhkkkdxkx
Peak Number 3 Acetic acid, chloro-, ethyl... Concentration Rank 8

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

3.75 0.43 ug/L 394068 1,4-Dichlorobenzene-d4 9.94
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 Acetic acid, chloro-, ethyl ester 122 C4H7C102

2 Hexane, 2-nitro- 131 C6H13NO2

3 Acetyl chloride 78 C2H3ClO0

4 Chloromethyl ethanoate 108 C3H5C102
Abundance Scan 114 (3.749 min): 10982.D (-100) (-) m / Z

4B
5000
SESEEBNEEIEVAREE SRR
35 Ly 63 85 340 360 3.80 4.00
L o o L WSS D . m/z 49.10 31.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
IAbundance #108005: Acetic acid, chloro-, ethyl ester
2P
5000 U I A A AL B

77 340 360 380 4.00
h 42 49 [ m/z 85.00 6.41%
I [

14
o Jl " Ll 59 66 8g 94 107 122
ITIIIIIIIlITI‘I'T'Il]llrlllllllllll]lllIlr1l_r]llll llllllllll llllII
mfz—> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4498: Hexane, 2-nitro-
43
340 360 380 4.00
5000 a5 m/z 86.00 6.37%
27 l 55 J
) I ,H%sﬂil.. .lll,|636|9| 76 | 102114 127
e R R B e e e T ry
m/z--> 10 20 30 40 50 60 70 80 90. 100 110 120 130
Abundance #3868: Acetyl chioride . I
4B 340 360 380 4.00
m/z 51.00 6.31%
15
5000
36
28 l [
0 111 ||.ll J AR .50 A 78
T IIIIIITIII!IIIIII‘IIIIlllll]lllll‘IT IIIIIITY I]III—I_I_TVVI ll[llll|||lllf lllll I]l
mfz—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 340 360 3.80 4.00
10982.D 050102.M Thu May 16 14:38:09 2002 Page 6
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Lipbrary Search Compound Report

Data File : C:\MSDCHEM\1\DATA\051402\10982.D Vial: 11

Acg On : 14 May 2002 9:39 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
khkhkkhkkhkkhkhkhkhkhkkikhkkhkhkhkkkhkhkhkhkkhkhkhkkhkkhkhkkhkhkkhkkhkhkkhkhkhkkkhkkkhkkkhkkkkhkhkhkhkhkhkkhkkkhkhkhdkihi
Peak Number 4 dl-Isocitric acid lactone Concentration Rank 15

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

5.10 0.22 ug/L 200632 1,4-Dichlorobenzene-d4 9.94
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 dl-Isocitric acid lactone 174 C6H606 004702-32-3 9
2 1H-Imidazole, 2-methyl-4-nitro- 127 C4H5N302 000696-23-1
3 2-Chloro-4-aminopyrimidine 129 C4H4CIN3 007461-50
4 4-Chloro-6-aminopyrimidine 129 C4H4CI1N3 005305-

Abundance Scan 344 (5.100 min): 10982.D (-338) (-) m/z 128.90 “100.00%
129
5000
s ,H oo me | | ik sk s 5k
011111‘[11111]lll|lllll| llllllll‘l 1111 Ylfllllllllllilllll T 11 TTTT[TY ll[lllllllllllllllllll IIIJ m/z 126090 90‘32%
m/fz—-> 20 60 70 80 90 100110120130140150160170180190200210
Abundance #121803: dl-Isocitric acid lactone
55 129
101
84
5000 27 45 LELEREN SLERER B | TT T TT T T T
4.80 500 520 5.40
73 m/z 44.10 32.12%
111
O' Ir'[Y‘l”l116l4l!'|'|:’llll'(lll=l'll1'l[ITI(]IIII|IlllIIlllll'll[liii‘[rllllllillIITI‘[IIIIIIIIIIIII
mfz--> 20 30 40 50 60 70 80 S0 100110120130 140150160 170 180 180 200210
Abundance #121682: 1H-Imidazole, 2-methyl-4-nitro-
127
llll‘llflll'lflllll'[‘(‘lll
480 500 520 540
5000 43 m/z 130.90 29.74%
54
81
o 69 97 111
m/z--> 20 30 40 50 60 70 80 S0 100110120130140 150160170180 190 200210
Abundance #58331: 2-Chloro-4-aminopyrimidine R B B LRI 2t
129 480 500 520 540

m/z 43.10 25.96%

o e
miz-> 20 30 40 50 60 70 80 90 100110120 130 140 150 160 170 180 190 200 210 480 500 520 540

10982.D 050102.M Thu May 16 14:38:10 2002 Page 7
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NYC 9/11 Public Portal Document

Library Search Compound Report -

Data File C:\MSDCHEM\1\DATA\051402\10982.D
Acg On 14 May 2002 9:39 pm

Sample 5/10 kb

Misc :

MS Integration Params: LSCINT.e

Quant Method

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

Vial: 11
Operator: Mclean
Inst  : Instrumen
Multiplr: 1.00

(Chemstation Integrator)

Title : 508 Modified GC/MS scan
Library : C:\DATABASE\NIST98.L
hhkhkhkkhhkkhkkhkhkhkhkhhkhkhkkhkkkhhkkkhkkkkhkhhkhkhkkhkkhkkkhkkkhkhkhkkhkhhkhhkhkhhkhkhkhkhkhkhkhkkhkhkhkhkhhhkkhhhkkhhkkx
Peak Number 5 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T
5.98 19.25 ug/L 17787600 1,4—Dichlorobenzene—d4 9.94
Hit# of 5 Tentative 1D MW MolForm
1 2-Pentanone, 4-hydroxy-4-methyl- 116 Ce6H1202
2 2-Pentanone, 4-hydroxy-4-methyl- 116 CeH1202
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202
4 Acetone 58 C3H60 4
Abundance Scan 493 (5.976 min): 10982.D (-485) (-) m/z 43.10 7100.00%
43
5000
| 101 560 580 600 620 640
Obrrrrrprr et 83l 6773 83 | 117 125 m/z  59.10  34.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #109755: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 A B S
560 580 6.00 620 640
m/z 58.10 21.58%
15 31 101
0 T | .zﬁW 3ﬁ“' F3J1 T lq3 NARES T T
L LENLENLE S T LI Trr TrTrT TTIITr TIrTT TTTIT TT T 1 TTrTT ] vrr1Y Illll!ll
miz—> 10 20 30 40 50 60 70 80 .90 100 110 120 130
Abundance #109756: 2-Pentanone, 4-hydroxy-4-methyi-
43
lllllllllllllllll(lllll
560 580 600 620 640
5000 59 m/z 101.10 13.54%
T - i %) l 8 o '
rTYTTTTTTTT RN R AR DA A VR VR B
mfz—-> 10 30 40 50 60 70 80 S0 100 110 120 1?I;0
Abundance #5851: 2-Pentanone, 4-hydroxy-4-methyl- I e B o
43 560 580 600 620 6.40
m/z 41.15 5.76%
5000
59
101
A ?,7|I 3l 53, ”[ 67 7783 9
T 17T TTrrT rrrT TTT V77T llll LI § TTrorT ]llll]lll l'T1111777[j_'_r LB LI M T 1T T 7T
m/z—-> 10 20 30 40 50 60 70 80 g0 100 110 120 130 560 5«180 660 620 640
10982.D 050102.M Thu May 16 14:38:10 2002 Page 8
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Data File
Acqg On
Sample
Misc

MS Integratl

Quant Method
Title
Library

NYC 9/11 Public Portal Document

Library Search Compound Report

C:\MSDCHEM\1\DATA\051402\10982.D

14 May 2002 9:39 pm
5/10 kb
on Params: LSCINT.e

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

-
S
-
.

Vial:
Operator:
Inst :
Multiplr:

11

Mclean
Instrumen
1.00

(Chemstation Integrator)

khkkhhkhhkkhkhhhkhhhkhkhkhkhkhkkhhkhkhkhkhhkhkhkhkhkhkhhhhhkhhkkhkhhkdhhhhhhhhkkhkhhkhkhkkhkkkkhkhk

NYC-WTC_000023938

Peak Number 6 4-Penten-2-one, 4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.72 0.45 ug/L 419972 1,4-Dichlorobenzene-d4 9.94
Hit# of 5 Tentative ID MW MolForm
1 4-Penten-2-one, 4-methyl- 98 C6H100
2 4-Penten-2-one, 4-methyl- 98 C6H100
3 5-Hexen-2-one 98 C6H100
4 3-Pyrrolidinol 87 C4HONO
Abundance Scan 791 (7.727 min): 10982.D (-783) (-) m/ z 43.10 ©100.00%
43
5000
58
87 LI B S S S s S T ™
o | 48 |l 69 ? | gr 740 760 780 800
Ohrr e e e e H e e e b preee e m/z 58.10 30.62%
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105
Abundance #110033: 4-Penten-2-one, 4-methyl-
43
5000 T I T T T T
83 1740 760 780 800 T
m/z 87.10 18.26
2 3 55 o8 ,
. L 38, iy
l'lIllll[llll[ll’ll1rllll1 llll'lllllllllll]llllllllll1lII[lrITIIWIl’l]ﬁ]l'[]}fl'l\"[]'"l‘lrm
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105
Abundance #110035: 4-Penten-2-one, 4-methyl-
43
740 760 780 800
5000 m/z 98.10 15.03%
55 83
28 o8
OIIIIlHIITIrIIHHIA?:drilII Illlllllsl1llllll‘[P-lglllllllTl_:"Iill7|4l |”nr]n:slgln|||[|x|||u|111u
mfz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 A
Abundance #109457: 5-Hexen-2-one R i o
4B 740 760 7.80 8.00
m/z 41.10 14.97%
5000
27 o
0 I 38 1 51[596571 79 83 98
lllllllllllll]lllll TI7T ll lITWr[I1TlIT11T]' T lllllll||l|llll Yl‘lr]!lll[’lll[ll TTT ]lll
m/z—> 20 25 30 35 40 45 50 55 60 65 70 75 810 85 90 95 1(1)0 105 740 760 780 800
10982.D 050102.M Thu May 16 14:38:10 2002 Page 9



NYC 9/11 Public Portal Document
Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\051402\10982.D Vial: 11

Acg On : 14 May 2002 9:39 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

khkhkkhkhkhkhkdkkhkhhkhkkhkhkhkhhkhkkhkhhkhhkkhkhhkdkhhkhhkkhkkhkhkkhkhkkkhhkhkkhhkhkhkkhkkhkhhkhkdkkhkkhkhhkdxkx

Peak Number 7 4-Hydroxy-3,5-dimethylcinna... Concentration Rank 11

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

22.58 0.34 ug/L 438672 Phenanthranene-d10

Hit# of 5 Tentative ID MW MolForm

1 4-Hydroxy-3,5-dimethylcinnamic acid 192 C11H1203
2 Thiocyanic acid, 2-benzothiazoly... 192 C8H4N2S2

3 Bitoscanate 192 C8H4N2S2
4 Phenanthrene, 9-methyl- 192 C15H12
Abundance Scan 3319 (22.580 min): 10982.D (-3308) (-} ) m/z 192.10 ¥00.00%
192
5000
82 96 146 460 2l2|2.0‘ 2240 226l0l ‘2‘218l0l 5350
42 52 70 118
Oberrrrrrre 2 52 10 it e reeerpetbep bl | [TM/z 191.00  19.69%
m/z—-> 20 30 40 50 60 70 80 90 100110120130140150160170180190200
Abundance - #81030: 4-Hydroxy-3,5-dimethylcinnamic acid
192
5000 e Ry TR S o
2220 2240 2260 2280 23.00
63 89 145 175 m/z 146.10 13.47%
45 77 117 l
m/z—-> 20 30 4 5060708090100110120130140150160170180190200
Abundance #80870: Thiocyanic acid, 2-benzothiazolyl ester
192
5000 m/z 96.00 10.60%
69 134
45 | 90 1T3122 I 148 160
Obrprrrrprrer e z...{”z. ) e
m/z—-> 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 190 200
Abundance #80930: Bitoscanate R B T JLAN R0 i
192 2220 2240 2260 22.80 23.00
m/z 193.10 10.11%
5000
134
50 63 75 0 160
IO S I AL MO N NSO SRS i E—
mfz—-> 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 190 200 2220 2240 2260 22.80 23.00
10982.D 050102.M Thu May 16 14:38:10 2002 Page 10
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NYC 9/11 Public Portal Document

Llprary Search cCompound Report

Data File : C:\MSDCHEM\1\DATA\051402\10982.D
Acg On
Sample

Misc

: 14 May 2002 9:39 pm
: 5/10 kb

-
.

MS Integration Params: LSCINT.e

Quant Method

Vial: 11

Operator: Mclean

Inst : Instrumen

Multiplr: 1.00

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

Title : 508 Modified GC/MS scan
Library : C:\DATABASE\NIST98.L
R R R R R R R E RS SRR S S EEEEEEE LR EEE LRSS R SRR EEE RS SRR SRR LSS REEE S ELEEEREREE LR X 2 X X
Peak Number 8 Anthracene-dl0- Concentration Rank 9
R.T EstConc Area Relative to ISTD R.T.
23.11 0.43 ug/L 550728 Phenanthranene-d10 22.95
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene-dl0- 188 C14D10 001719-06-8 94
2 Phenanthrene-dilo 188 C14D10 001517-22-2 81
3 2,2,9,9-Tetramethyldec-5-ene-3,7... 188 C14H20 102745-35-7 52
4 2-Quinolinecarboxaldehyde, 8-hyd... 188 C10H8N202 005603-22-5 40
[Abundance Scan 3409 (23.109 min): 10982.D (-3403) (-) " m/z 188.10 100.00%
18
5000
© 5766 g0 94 132 145 158 Ll 2280 23.00 2320 2340
O'll'll ”l’]'l'll lll[lll’]Illl[l'fl'l‘r‘rl'lll||I]I'Il|fllllllll|’ll'l]l'lllll'l.'ll.'llll IIIIIIKIUITI_IDI m/z 189.10 15062%
m/z--> 10 20 30 40 50 60 70 80 S0 100110120 130 140 150 160 170 180 190
undance #79826: Anthracene-d10-
. 148
5000 "'|""|""'1""l"”7
22.80 23.00 2320 23.40
80 m/z 94 .05 13.920%
17 30 4252 S | | 108118 132 146 ,|| 170179],||
O ll 11!(" ‘lll‘lll‘llll]l‘l[“l!l‘lllllllll‘l ll‘ll TEVIT ll‘l T ‘l ]\ll‘)’
m/z-->

Abundance #79827: Phenanthrene-d10

10 20 30 40 50 60 70 80 90 100110120130140150160170180190
188

m/z—->

5000
o6 80 o4 160
ol 30 42 52 108 118 132 146 170179
mfz—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180
Abundance #79801: 2,2,9,9-Tetramethyldec-5-ene-3,7-diyne
188
41 143 173

131

10 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170 180 190

T LA L L Lt B B S

2280 23.00 23.20 23.40

m/z 184.10 12.95%

LANE S B S S B S B B BN N LN

2280 23.00 2320 2340

m/z 80.10 11.27%

LA B SN A e S L L SRR A M e |

10982.D

050102.M Thu May 16 14:38:12 2002

Page 11
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NYC 9/11 Public Portal Document

Lllaly otalCil Lulipuuliul nepul o

Data File : C:\MSDCHEM\1\DATA\051402\10982.D vVial: 11

Acq On : 14 May 2002 9:39 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
Ahkhkkrhkhkhkhkhkhkhkhkhkkhkhhkhkhkkhkhkhkkhkhkhkhkkhkhkhkhkhkhkhkhkhkhhkhkhkhkhhkhkhkhhkhkkhkhkhkkhkhkkhkkhkhhkhhhkhkhkhkhikihk
Peak Number 9 Stannane, tributylethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
33.08 0.41 ug/L 344528 Perylene-dl2 34.71
Hit# of 5 Tentative ID MW MolForm CASH
1 Stannane, tributylethyl- 320 Cl1l4H32Sn 019411-60-0
2 1,2-Benzenedicarboxylic acid, 3-... 283 C12H13NO7 089586-30-
3 9H-Purin-6-amine, N-methyl-9-(tr... 221 C9H15N5Si 032865-8371 10
4 4-Isothiazolecarboxylic acid, 3,... 221 C6H7NO2S3 004886-1
Abundance Scan 5106 (33.080 min): 10982.D (-5094) (-) m/z 73.10 7100.00%
7B 221
147
5000 355 .
281 429 T Y
41 177 llllr[ll 'Ill]llll,l
| | I l [ h 3280 3300 3320 33.40
0 . , b m/z 221.10 93.89%

B T I A N A
mfz—-> 50 100 150 200 250 300 350 400
Abundance #126475: Stannane, tributylethyl-
207

TT T T T TT T[T T T T

3280 3300 3320 33.40
m/z 147.00 72.01%

e s il ol .
m/z—-> 50 100 150 200 250 300 350 400
Abundance #87977: 1,2-Benzenedicarboxylic acid, 3-methoxy-5-methyl-4...

TT T[T T T T T

nwswo&msuo
m/z 207.00 69.69%

0! A [P » b oy b sl M edh .l h b
m/z--> 50 100 150 200 250 300 350 400
IAbundance #87924: SH-Purin-6-amine, N-methy!-9-(trimethylsilyl)- L B LA S e
22 32.80 33.00 3320 33.40
m/z 355.05 39.31%
73
5000
45 165 192
99 119138 *
I SV TN - S O O —
mfz—> 50 100 150 200 250 300 350 400 32.80 33.00 3320 33.40
10982.D 050102.M Thu May 16 14:38:14 2002 Page 12
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NYC 9/11 Public Portal Document

Data File
Acg On
Sample
Misc

MS Integration Params:

prutalty OScallll Lulpoulia reporte

: C:\MSDCHEM\1\DATA\051402\10982.D

. 14 May 2002
: 5/10 kb

9:39 pm

H

Quant Method :

Title
Library

.« s

-

LSCINT.e

Vial: 11
Operator: Mclean
Inst : Instrumen
Multiplr: 1.00

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

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

khkkhkhkhkhkhkhkhkhkhhkhkkhkhkhhhhkhkhkhkhkhkhkhkddhhhkhhkhkdhhhhhdhhkhhhhhkhkhkhkhkhhkhbdkhkhkdhhhhkhkkhkx

Peak Number 10

Triethylamine, 2-chloro-2'-...

Concentration Rank 14

EstConc Area Relative to ISTD R.T
0.24 ug/L 198989 Perylene-dl2 ° 34,71
5 Tentative ID MW MolForm CAS# Qual

1 Triethylamine, 2-chloro-2‘-hydroxy-
2 Trichothec-9-en-8-one,

3 Propane, 1,2,3-trichloro-

12,13-epo...

151 C6H14C1NO
338 C17H2207
146 C3H5C13

054648-10-1
000096-18-

4 Acetamide, N,N’-[(3.beta.)-18-hy. 416 C25H40N203 055555-60Q£7 2
Abundance Scan 5113 (33.121 min): 10982.D (-5110) () m/z 44.10 100.00%
44
73
369
5000 148 209 327
281
llllllllilllllll(—l"rl‘l_l_r
‘ l ’ 32.80 33.00 3320 33.40
[+
Orrrrprrrr e e e e e e e et m/z 73.10 65.003%
mfz--> 20 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #25914: Triethylamine, 2-chloro-2'-hydroxy-
73
45 151
5000
95 32.80 33.00 33.20 33.40
H m/z 75.00 59.41%
117
OHHUHWHLM.Iﬂ”,”h””,.w”““”q” ,,,,, U —
mfz--> 20 40 60 80100120140160180200220240260280300320340360
Abundance #11283: Trichothec-9-en-8-one, 12,13-epoxy-3,7,15-trihydro...
4 1'(
lfl'lllll(lllirrllllr
32.80 33.00 33.20 33.40
5000 m/z 369.00 55.29%
203 223
241 290 338
0‘ g g
mfz—-> 20 40 60 80 1001201401601802002202402&)280300320340360
Abundance #28525. Propane, 1,2,3-trichloro- T T
@ 3mowm3n0&m
/z 84.00 48.24%
39
5000 110
oh1s L gl ’n. l 146
llll]TrT!‘[llll'lll IIII’IIIII’IIIIII lll[lllIll'l['lTlllllllllllllllllllllllllllIIlllIllll[VIl"l‘I lll'lll lllll'
m/z—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 32.80 3300 3320 33.40
10982.D 050102.M Thu May 16 14:38:17 2002 Page 13
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NYC 9/11 Public Portal Document

Data File : C:\MSDCHEM\1\DATA\051402\10982.D

LlLdly oealCll Lollpoulla meporo

Acg On : 14 May 2002 9:39 pm
Sample : 5/10 kb
Misc :

MS Integration Params: LSCINT.e

Vial: 11

Operator: Mclean
Inst : Instrumen
Multiplr: 1.00

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

Title : 508 Modified GC/MS scan

Library : C:\DATABASE\NISTO98.L

khkkkkhkkhkkhkkhkhkhkkhkhkhkhkhkkhdhkhkhkhkhkhkhkhkkhkkhkkhkkhkhkkhhkhhkhkhkhkhkkhkhkkhkkhhkhkhkhkhkhkhkhkhkhkkkdkihk

Peak Number 11 2,4-Di-tert-butylthiophenol

Concentration Rank 12

Relative to ISTD R.T.

261602 Perylene-dl2 °

R.T. EstConc Area
33.14 0.31 ug/L
Hit# of 5 Tentative ID

MW MolForm

1 2,4-Di-tert-butylthiophenol

2 5H-Benzo [blpyran-8-o0l1l, 2,3,5,5,8...

3 1,2-Benzenediol, 3,5-bis(1,1-dim...

4 Silane, tr1methy1[5 methyl-2-(1-..

222 Cl4H22S
222 C14H2202
222 C14H2202
222 C13H220Si

S B e
32.80 33.00 33.20 33.40

m/z 431.00 49.17%

L B I e o o e
3280 33.00 33.20 33.40

m/z 267.00 45.37%

5000

0!

miz—> 50 100

Abundance Scan 5117 (33.144 min): 10982.D (-5115) ( -)
207
5000 267
40 148
] l l 295
c T T T T I T T T T [ T T T T I T T T l T T—T T I T T T T I T
miz—> 50 100 150 200 250 300
Abundance #84717: 2,4-Di-tert-butylthiophenol
57 7
5000
29
g1 115 151
oL 170,
ol 7
mfz—-> 50 1 00 1 50 200 250 300 350
Abundance #84707: 5H-Benzolbjpyran-8-ol, 2,3,5,5,8a-pentamethyl-6,7,...
4 207

T TT T

III
3280 3300 3320 3340

m/z 356. 40.86%

il r||||11]nllr]r|r:|rn
150 200 250 300 350

Abundance #84897: 1,2-Benzened

29 91 123 151 179
‘I Il[ T iyl IJInl

247

iol, 3,5-bis(1,1-dimethylethyl)-

i

3280 3300 3320 33.40

m/z 190.90 40.62%

miz—-> 50 100

rl1[111||1!rnlv|1||:|||

150 200 250 300

T 7

3280 3300 33.20 3340

10982.D 050102.M

Thu May 16 14:38:19 2002

NYC-WTC_000023943
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NYC 9/11 Public Portal Document

AL AL Y AL Wl i UL A J.\.CbIUJ.L.

Data File : C:\MSDCHEM\1\DATA\051402\10982.D Vial: 11

Acgq On : 14 May 2002 9:39 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
khkkhkkhkkkhkkhkkdhhkkhdhkkhkhdhkhkhkhkdhkhdhhhhhhhkhhkhkhkrkhkhkhkhkhkhkhkhkhkhhkhkhkkhhhkhkhhkhkhhhkhhkhhhkhkhkhik
Peak Number 12 1-Buten-3-yne, 2-chloro- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
33.19 0.45 ug/L 375920 Perylene-dl2 ° 34.71
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 1-Buten-3-yne, 2-chloro- 86 C4H3Cl 017712-36-6 7
2 Benzophenone, 4,4’'-bis[(trimethy... 356 C19H28N20Si2 031396-45-9
3 1,4,11-Trimethoxy-14a-methyl-19-... 356 C22H2804 1000148-97
4 N,N-Dimethylformamide di-n-butyl... 203 C11H25NO2 018503-~-90%7 4
Abundance Scan 5126 (33.197 min): 10982.D (-5123) (-) m/z 73.10 Y00.00%
78
356 430
5000 147
40
.IL l 223 32.80 33.00 3320 33.40 33.60
0 AN RARRARARANEARRERRRAS KERRN| IILI R R R RN AR AR LRRRS RARRN LR ) ||||I|| LARRREAS RARAS CARRE I m/Z 356-05 71.48%
m/z—> 40 60 80 100120140 160180200220240260280300320340360380400420
Abundance
51 8

#34744: 1-Buten-3-yne, 2-chloro- W
i | |

5000 TTT T T T T T T T
32.80 33.00 3320 3340 33.60

m/z 430.00 67.30%

mfz—-> 40 60 80 100120140160180200220240260280300320340360380400420

Abundance #103513: Benzophenone, 4,4"-bis|(trimethylsilylyamino]-
346
192
32.80 33.00 33.20 33.40 33.60
5000 m/z 86.00 60.84%
73 '
120 1%
0 92 J. A J! L [}
A b e e e e e e e
miz—> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 350 380 400 420
Abundance #103516: 1,4,11-Trimethoxy-14a-methyl-19-norandrosta-1,3,5... R s B b L R
3%6 3280 33.00 3320 33.40 3360
m/z 431.10 60.08%
5000
215
267
I ] I I ]' I [ I ‘ Ill Irl’ l[lll[lll’llllll[l]llllIIIIIIIII ]ﬁ_r'TTjTP Illlllllllllﬁrlllll[llll
m/z—-> 40 60 80 100120 140160 180 200 220 240 260 280 300 320 340 360 380 400 420 32.80 33.00 33.20 33.40 33.60
10982.D 050102.M Thu May 16 14:38:19 2002 Page 15
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diraly OTadlull Luiiipuuliua nepultl o

Data File : C:\MSDCHEM\1\DATA\051402\10982.D Vial: 11

Acqg On : 14 May 2002 9:39 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
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Peak Number 13 5-Benzocyclooctenol, 5,6,7,... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
34.92 0.48 ug/L 404836 Perylene-dl2 ’ 34.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Benzocyclooctenol, 5,6,7,8-tet... 174 Cl2H140 064129-38-0 17
2 5-Benzocyclooctenol, 5,6,7,8-tet... 174 C1l2H140 069576-88-1
3 Naphthalene, 1,2,3,4-tetrahydro-... 258 Cl0H11I 056804-95-
4 2-Oxazolidinethione, 4,4-dimethyl- 131 C5H9NOS 054013-5547 9
[Abundance Scan 5419 (34.919 min): 10982.D (-5417) (-) m/z 131.30 100.00%
17;1
84 115 258
50001 36
73 ” 3460 34.80 35.00 35.20
o...{‘ri‘?’ﬁ,ml.l..,,]m.'], S el | [W/z 128.40 61.84%
m/z—> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #58113: 5—Benzocy(>:looctenol, 5,6,7,8-tetrahydro-, (Z)-
128 145
115
5000 TTT !lnl'\b T T T 7T T TT
77 9 174 3460 3480 3500 3520
156 m/z 115.00 55.79%
e e I LA B B S I T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #58112: 5—Benzocy<>:looctenol, 5,6,7,8-tetrahydro-, (E)-
128 145 Wmm
ll[[lll lll‘ll T ]Tll'l
115 3460 34.80 35.00 35.20
5000 m/z 258.20 55.79%
77 91 156
’ ’ | 174
O L LS I B 'l""l"‘|'l"" SR SRS PEADY RS
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59196: Naphthalene, 1,2,3,4-tetrahydro-5-icdo- i B B o
131 34.60 34.80 35.00 35.20
m/z 84.00 55.00%
5000
91
51 g3 77 | 103119 28
39
. 188 230
L lllll111’l|l|ll[l'Illl"'lllrIITT
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 3460 3480 35.00 3520
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Data File : C:\MSDCHEM\1\DATA\051402\10982.D Vial: 11

Acqg On 14 May 2002 9:39 pm Operator: Mclean
Sample : 5/10 kb Inst Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

C:\MSDCHEM\ 1\METHODS\050102.M (Chemstation Integrator)
Title 508 Modified GC/MS scan
Library C:\DATABASE\NIST98.L
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Peak Number 14 3,6-Dioxa-2,4,5,7-tetrasila... Concentration Rank 2

Quant Method

ee e s

R.T EstConc Area Relative to ISTD R.T.
36.45 1.78 ug/L 1491970 Perylene-dl2 - 34.71
Hit# of 5 Tentative ID MW MolForm CASH Qual

1 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3003Si 004342-25-0 37
2 Trisiloxane, 1,1,1,5,5,5-hexamet. 384 C12H36048S1i 003555-47-3 2
3 Pentasiloxane, dodecamethyl- 384 C12H3604S51i 000141-63-927
4 2,6-Dimethyl-3,4-bis(trimethylsi. 311 C15H29NOQSA?2 1000079-52-1 25
Abundance Scan 5680 (36.452 min): 10982D(5657)() “m/z 221.10 100.008%
73 147 2
5000 281
355
429 llll!! T 1 1T T IIAAIII
43 |9 | w01 | 3620 3640 3660 36.80
O T T III T T l[l [ T T lll I T T T l“[ T T T ] l”l Il T ITT‘I ll ] TIY T T I' l]I T T z 73 10 85 920
m/z—> 50 100 150 200 250 300 350 400
Abundance #87890: 3,6-Dioxa-2,4,5,7-tetrasilacctane, 2,2,4,4,55,7,7...
147 221
73
5000 UV AUMUMVUVAUVRE:
191 36.20 36.40 36.60 36.80
117 279 m/z 1147 05 82 .55%
0 45 T b ! JEIL 24|9 I I
—— e e e e e
mfz--> 50 100 150 200 250 300 350 400
Abundance #26961: Trisiloxane, 1,1,1,5,5,5-hexamethyl-3,3-bis[(trime...
3 147
281 36.20 36.40 36.60 36.80
5000 m/z 281.10 50.40%
369
obort bz | 1 *Voe29, | 310 s |
m/z--> 50 100 150 200 250 300 350 400
Abundance #97318: Pentasiloxane, dodecamethyl- e mmm e
<] 147 281 3620 3640 3660 36.80
m/z 207.00 39.00%
5000
369
207
45 117 | |
cl l‘llllllll'l l“l]llll’]'lr llll Illll’lllll’"[fl(] llll]llrl’TT]iIl’ﬁﬁTT"]
m/z—> 50 100 150 200 250 300 350 400 36.20 36.40 36.60 36.80
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Data File

: C:\MSDCHEM\1\DATA\051402\10982.D vial: 11
Acg On : 14 May 2002 9:39 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
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Peak Number 15 Mercaptoacetic acid, bis(tr... Concentration Rank 3
R.T EstConc Area Relative to ISTD R.T
39.77 1.60 ug/L 1341980 Perylene-dil2 - 34.71
Hit# of 5 Tentative ID MW MolForm CAS#H#

id, bis(trimeth..
1,7,7,7-hexamet.
-tetrasilaoctan..

1 Mercaptoacetic ac
2 3-Isopropoxy-1,1,
3 3,6-Dioxa-2,4,5,7

236 C8H20029S12
576 C18H5207Si)7
294 C10H3002Si/4

4 .alpha.-Tetralone, 2-amino-5,6-d... 221 C12H15NQ®3 1000125-
Abundance Scan 6244 (39.766 min). 10982.D (-6219) {-) m/z 147.05 100.00%
73 147 27
5000 281 355
429
191 ﬁ.l...,”..l.l.,
44 II 401 3240 3960 39.80
ol et e A | [m/z 221.10  97.59%
mz-> O 50 100 150 200 250 300 350 400 450 500 550
Abundance 5 #26922: Mercaptoacetic acid, bis(trimethylsilyl)-
7]
147
5000 R AN S S E S e B B S S S S B S S |
3940 3960  39.80
4 221 m/z 73.10 89.39%
193
3 Al 194 L l LL
0]rn1r[lvu:]ln;;[Tlrv*errlrlxnxrlnnrllvﬁ—v—r||vr||ll||]lr1—x—rrv—|
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26784: 3-Isopropoxy-1,1,1,7,7,7-hexaméthyl-3,5 5-tris(tri...
8
..., T
3940 3960 39.80
5000 m/z 281.00 48.49%
147
43
221 281
ol b ] i 519561
Ill'llll)l]lllT'll llIIIlIIIIllYII! lllllllll]‘ffllllll
m/z->050100150200250300350400450500550
Abundance #87890: 3,6-Dioxa-2,4,5,7tetrasilacctane, 2,2,4,4,5,5,7,7... — T T T T
147 231 3040 3060  39.80
m/z 355.00 44 .52%
73
5000
191
117 279
0 45 o
rfllllrl‘rl]llll'lllllll"_rTlllllll]lY llllllllllﬁ_fl.lllll T T T 7T T T 17 IIIII
mfz-> 0 50 100 150 200 250 300 350 400 450 500 550 3940 3960 3980
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Operator ID: Mclean Date Acquired: 14 May 2002 9:39 pm
Data File: C:\MSDCHEM\1\DATA\051402\10982.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\NISTS98.L

--Internal Standard---
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc

Methane, bromodic... 3.33 0.2 ug/L 224338 1 9.94 36963800 40.0
Acetonitrile, dic... 3.62 0.5 ug/L 417313 1 9.94 36963800 40.0
Acetic acid, chlo... 3.75 0.4 ug/L 394068 1 9.94 36963800 40.0
dl-Isocitric acid... 5.10 0.2 ug/L 200632 1 9.94 36963800 40.0
2-Pentanone, 4-hy... 5.98 19.2 ug/L 17787600 1 9.94 36963800 40.0
4 -Penten-2-one, 4... 7.72 0.5 ug/L 419972 1 9.94 36963800 40.0
4 -Hydroxy-3,5-dim... 22.58 0.3 ug/L 438672 4 22.95 51763700 40.0
Anthracene-d10- 23.11 0.4 ug/L 550728 4 22.95 51763700 40.0
Stannane, tributy... 33.08 0.4 ug/L 344528 6 34.71 33620600 40.0
Triethylamine, 2-... 33.12 0.2 ug/L 128989 6 34.71 33620600 40.0
2,4-Di-tert-butyl... 33.14 0.3 ug/L 261602 6 34.71 33620600 40.0
1-Buten-3-yne, 2-... 33.19 0.4 ug/L 375920 6 34.71 33620600 40.0
5-Benzocycloocten... 34.92 0.5 ug/L 404836 6 34.71 33620600 40.0
3,6-Dioxa-2,4,5,7... 36.45 1.8 ug/L 1491970 6 34.71 33620600 40.0
Mercaptoacetic ac... 39.77 1.6 ug/L 1341980 6 34.71 33620600 40.0
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