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;omments for Sample AE11380 - Analysis $GCMS
Vestchester Dept. of Labs & Research

Jser: Vinci, David L
date: 05-22-2002 Time: 12:36:59

"he GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
;ompounds. The recovery for 3 of the 43 compounds in the LCS Standard were low.
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guantitatlion Report

Data File : C:\MSDCHEM\1\DATA\051702\11380.D

Acg On : 17 May 2002 5:40 pm
Sample : 5/15 ad
Misc :

MS Integration Params: EVENTS.E
Quant Time: May 20 15:45:14 2002

(QL RKeviewed)

Vial:
Operator:

Inst

Multiplr;

Quant Results File:

7

Mclean
Instrumen
1.00

050102 .RES

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

Last Update
DataAcg Meth : 508SCAN

Internal Standards

Mon May 13 11:40:29 2002
Response via : Initial Calibration

1) 1,4-Dichlorobenzene-d4

10) Napthalene-ds

17) Acenapthalene-dlo0

29) Phenanthranene-dlo0

37) Chrysene-dl2

43) Perylene-dl2
System Monitoring Compounds
27) TCMX

Spiked Amount 40.000

Target Compounds
2) n-nitros-dimethyl amine

3) bis(2-Chloroethyl)ether
4) 1,3-Dichlorobenzene
5) 1,4-Dichlorobenzene
6) 1,2-Dichlorobenzene
7) 2,2'oxybis(1-Chloropropane
8) N-nitroso-di-propylamine
9) Hexachloroethane
11) Nitrobenzene
12) Isophorone
13) bis(2-Chloroethoxy) methan
14) 1,2,4-Trichlorobenzene
15) Napthalene
16) Hexachlorobutadiene
18) 2-Chloronaphthalene
19) Dimethylphthalate
20) 2,6-Dinitrotoluene
21) Acenapthylene
22) Acenapthalene
23) 2,4-Dinitrotoluene
24) Diethylphthalate
25) 4-Chlorophenyl-phenylether
26) Fluorene
28) Azobenzene
30) Nnitrosodiphenylamine
31) 4-Bromophenyl-phenylether
32) Hexachlorobenzene
33) Phenanthrene
34) Anthracene
)

Di-n-butylphthalate

R.T. QIon
9.94 152
13.43 136
18.57 164
22.95 188
30.81 240
34.70 264
20.55 209

—

NN o
N eloleNoNoNoNoNoNoNoNoNoNoNoNoNoNoNol S RoNoNoNoNoNoNoRoRo Re

.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.95
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.00
.55
.55
.00
.00
.00
.00
.09

74

93
146
146
146

45

70
117

77

82

93
180
128
225
162
163
165
152
153
165
149
204
166

77
169
248
284
178
178
149

6013568
23668314
12780095
18274181
12969095

7755494

2701758
Recovery

281

[eeojeoeNoNololoRoNoNoNoRN NoNoNoNoNoNoNoNeoNeoNe)

34.

‘?EZ?:ZEZZEZZEZZ?ZZ?ZZEZ??ZZCZZ:ZZEZZCZZZZZCZZ

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
87.05%
Qvalue

manual integration

(#) = qualifier out of range (m)
11380.D 050102.M
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Quantitation Report (Ql Reviewed)
Data File : C:\MSDCHEM\1\DATA\051702\11380.D Vial: 7
Acg On : 17 May 2002 5:40 pm Operator: Mclean
Sample : 5/15 ad Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: EVENTS.E
Quant Time: May 20 15:45:14 2002 Quant Results File: 050102.RES
Quant Method : C:\MSDCHEM\1\METHODS\050102.M (Chemstation Integrator)
Title : 508 Modified GC/MS scan
Last Update : Mon May 13 11:40:29 2002
Response via : Initial Calibration

DataAcqg Meth : 508SCAN

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 30.81 228 32029 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
11380.D 050102.M Mon May 20 15:45:32 2002 Page 2
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Quantitation Report (QT Reviewed)
Data File : C:\MSDCHEM\1\DATA\051702\11380.D Vial: 7
Acg On : 17 May 2002 5:40 pm Operator: Mclean
Sample : 5/15 ad Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: EVENTS.E
Quant Time: May 20 15:45 2002 Quant Results File: 050102.RES
Method : C:\MSDCHEM\1\METHODS\050102.M (Chemstation Integrator)
Title : 508 Modified GC/MS scan

Last Update : Mon May 13 11:40:29 2002
Response via : Initial Calibration

A%W TIC: 11380.D

3000000

2800000

ne-d10

ot

2600000

IU‘dB
pinalene:
Phenanthranene-d10

2400000

2200000

1,4-Dichlorobenzene-d4,1
A

2000000

Chrysene-d12

1800000

1600000

TCMX,s

1400000

Perylene-d12

1200000

1000000

800000

600000

400000

>>ﬂ)7§

200000 \ &fg N \ \ |
n L m I 22 o2 Aa18 Y L /bmh\
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Library Searched

C:\Database\NIST98.L

Quality : 70
1D : Benzene, 1,2,3,5-tetrachloro-4,6-dimethyl-
Abundance Scan 3118 {21.398 min): 11380.D
207
8000 244
6000
4000 136
44 85
2000 1 170
99 121
]"" ‘ 109 ’ 229
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 120 200 210 220 230 240 250
Abundance #84890: Benzene, 1,2,3,5-tetrachloro-4,6-dimethyl-
207
8000
244
6000
4000
136
2000 85
51 s %9 171
‘ ot ’ 109
121
O: T x:lrlr 6”8‘ nnn||||)|’nl| TT “ 145 157! h]lr|:||||1n9|3|||nnnn]nnnn]nnnznzlgnnnnl’II|!|H|
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250
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Library Searched C:\Database\NIST98.L

Quality : 95
ID : Benzene, 1,2,3,5-tetrachloro-4,6-dimethyl-
Abundance Scan 3117 (21.393 min): 11380.D
209
8000
6000 244
136
4000
44
2000 1 75 & 171
99
N |
OlIlllIIIIIYIIIIIII!IIIll[llIl[fT'Vll’lllllIlIllllVl||l'l'll’llll'lll!T TIII['IIYIIIIIIIY]]Tl"ll'llllll!lll T
m/z—-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250
Abundance #84890: Benzene, 1,2,3,5-tetrachloro-4,6-dimethyl-
2?7
8000
244
6000
4000
136
2000 85
51 75 99 171
“ € 109
121 l ’
o Jell e e o e W e
m/z—> 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250
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Library Searched

C:\Database\NIST98.L

Quality : 90
ID : Cyclopentasiloxane, decamethyl-
Abundance Scan 1586 (12.398 min): 11380.D
73
8000
6000
4000
267
2000 305
45 59
LT L e T
= N e L B LI B o o S S S I
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #115315: Cyclopentasiloxane, decamethyl-
(<]
8000
6000 355
267
4000
2000
45
%0 191 207 223 215[1 m 323 3%
mjz—-> 40 60 80 100 120 140 160 © 180 200 220 240 260 280 300 320 340 360
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I,SC Area Percent Report

Data File : C:\MSDCHEM\1\DATA\051702\11380.D Vial: 7
Acg On : 17 May 2002 5:40 pm Operator: Mclean
Sample : 5/15 ad 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 3.326 37 42 47 PV 2 12106 163589 0.31% 0.053%
2 3.379 47 51 58 VV 6 3643 67170 0.13% 0.022%
3 3.555 75 81 84 PV 5 1899 39091 0.07% 0.013%
4 3.614 84 91 98 VvV 20542 364149 0.70% 0.119%
5 3.673 98 101 102 Vv 3 3627 50182 0.10% 0.016%
6 3.714 102 108 109 VvV 4 6275 115872 0.23% 0.039%
7 3.737 109 112 117 VV 8478 181930 0.35% 0.059%
8 4.155 177 183 191 VV 3287 104502 0.20% 0.034%
9 4.260 196 201 209 vv 7 3434 87997 0.17% 0.029%
10 4,337 209 214 219 VV 4 3076 58610 0.11% 0.019%
11 5.030 324 332 338 PV 4 4614 92933 0.18% 0.030%
12 5.095 338 343 353 VV 6 5000 140619 0.27% 0.046%
13 5.341 376 385 392 BV 8 1927 49147 0.09% 0.016%
14 5.412 392 397 405 VvV 5 3433 71880 0.14% 0.023%
15 5.559 414 422 425 VV 5 2552 45431 0.09% 0.015%
16 5.612 425 431 433 VV 2033 43532 0.08% 0.014%
17 5.653 433 438 451 VV 8 2435 85424 0.16% 0.028%
18 5.976 483 493 525 VvV 848161 15257911 29.16% 4.974%
19 6.658 604 609 617 PB 5 1799 24991 0.05% 0.008%
20 7.451 738 744 749 PV 6 1826 29454 0.06% 0.010%
21 7.727 785 791 804 BV 2 10545 279451 0.53% 0.091%
22 8.820 970 977 992 VV 7 4447 115370 0.22% 0.038%
23 9.302 1056 1059 1070 PV 5 2543 48174 0.09% 0.016%
24 9.936 1158 1167 1187 VV 1918558 36146279 6£9.09% 11.784%
25 10.265 1215 1223 1231 PV 7 3008 67630 0.13% 0.022%
26 10.383 1231 1243 1257 VV 5 6882 186417 0.36% 0.061%
27 11.869 1484 1496 1502 VV 4 2851 477502 0.09% 0.015%
28 12.034 1520 1524 1534 VV 4 3112 57889 0.11% 0.019%
29 12.410 1580 1588 1601 VV 55441 884318 1.69% 0.288%
30 12.533 1604 1609 1616 VV 4 2082 40890 0.08% 0.013%
31 12.668 1627 1632 1636 VV 4 1892 31344 0.06% 0.010%
32 13.432 1747 1762 1783 PV 2549321 48458134 92.62% 15.798%
33 13.585 1783 1788 1795 VV 8690 153365 0.29% 0.050%
34 15.700 2143 2148 2154 VV 4 2212 46049 0.09% 0.015%
35 15.906 2176 2183 2191 VV 4 1699 36128 0.07% 0.012%
36 16.746 2318 2326 2331 PV 6 3841 77359 0.15% 0.025%
37 17.145 2385 2394 2404 VV 2 8523 164186 0.31% 0.054%
11380.D 050102.M Mon May 20 15:46:37 2002 Page 1
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38 17.
39 18
40 18
41 20.
42 20
43 20.
44 21
45 21.
46 21.
47 22.
48 22.
49 23.
50 25.
51 29.
52 30.
53 31.
54 31.
55 31.
56 33.
57 34
58 34.
59 34
60 35.
61 35.
62 36
63 37.
64 39
65 39.
11380.D

NYC-WTC_000025111

663 2477
.567 2624
.961 2698
142 2896
.324 2927
547 2959
.393 3103
758 3167
793 3184
580 3309
956 3369
109 3402
089 3740
978 4565
806 4708
035 4756
065 4759
382 4810
239 5120
.361 5317
702 5369
.978 5427
007 5432
413 5491
.494 5677
769 5892
.326 6156
643 6221

050102.M

2482
2636
2703

2904
2935
2973
3117
3179

3185
3319
3383
3409
3746

4578
4719
4758
4763
4817

‘5133

5324
5382
5429
5434

5503
5687
5904
6169
6223

2486
2653
2708

2910
2939
2984
3124
3184

3194
3328
3402
3426
3762

4591
4756
4759
4770
4828

5139
5335
5427
5432
5437

5511
5698
5914
6186
6227

Sum

PV

43333 33s9

BU1T U N

0
Hh

(G2 e)] N wwNnhg FEES

DWW

4164
2633484
1872

1891
3510
1372112
12321
7506

2043
21905
2328919
25696
1897

1728
1724919
4142
5897
2293

2802
8149
1147595
4348
3741

14719
18359
16560
16124

1601

58442
52319817
28466

47969
62809
26844800
224184
143425

39079
387264
50008488
608625
30765

64705
40628072
40772
153405
62941

57704
171748
28630907
56173
57693

358077
486939
530011
699861

15058

corrected areas:

Mon May 20 15:46:37 2002

G2}
OO OO

OHKF OO

306737099

0.019%

.057%

0.009%

OO WOO

.016%
.020%
.752%
.073%
.047%

0.013%

=
O OWOOo OO OWOo OO O0O

[eNeNoNoNo]

.126%
.303%
.198%
.010%

.021%
.245%
.013%
.050%
.021%

.019%
.056%
.334%
.018%
.019%

L117%
.159%
.173%
.228%
.005%
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File
Operator
Acquired
Instrument
Sample Name:
Misc Info
Vial Number:

LSC Report - Integrated Chromatogram

C:\MSDCHEM\1\DATA\051702\11380.D

Mclean
17 May 2002 5:40 pm using AcgMethod 508SCAN

Instrumen
5/15 ad

7

Quant File :050102.RES (Chemstation Integrator)

Abundance
2500000

2000000

1500000

1000000

500000

) UMW) 666 74573 882930 ||10268 1118193,?’2687 18.58
T T T ' T T T T ]

TIC: 11380.D
1343

9.94

597

it
Time--> 4.00

L T T LA S B T LA I A B B B

500 600 700 800 900 10.00 11.00 12.00 1300 14.00 15.00

Abundance

2500000

2000000

1500000

1000000

500000

151800 16ﬂﬂ1a766 Usge 2@0@& 213m19 225@611 2509

TIC: 11380.D
1857
2295

20.55

O
Time--> 16.00

T LA T

T ;
17. 00 18 00 19. OO 20 OO 21 00 22 00 23. 00 24.00 25 00 26.00 2700

Abundance
2500000

2000000

1500000

1000000

500000

TIC: 11380.D

30.81

34.70

29 98 3@.05 38 33.24 34.36] ms 4 36 49 37.77 39.38.65

0 T T T T

Time--> 28 00 29. OO 30 00 31 OO 3200 3300 34.00 35. 00 36 00 37.00 38.00 39.00

LRI S S SR S B B B I SN B B S BN R B LN St B I BNE SN AR S SR SO B B B R B EL |

11380.D 050102.M
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\051702\11380.D Vial: 7

Acg On 17 May 2002 5:40 pm Operator: Mclean
Sample 5/15 ad Inst : Instrumen
Misc Multiplr: 1.00

MS Integratlon Params: LSCINT.e

C:\MSDCHEM\ 1\METHODS\ 050102 .M
Title 508 Mcdified GC/MS scan
Library C:\DATABASE\NISTO98.L

kkhkkkhkhkkkhkhkkhkkhkhkkhkhkkhkhkkhhkhhkhkkhhkhhhkhkkhhkkhkhkkhdhhkhkhkhhhkhhkhkkkhkkhhkhhkkhdhhkdkhkhihkkkxk

Quant Method (Chemstation Integrator)

Peak Number 1 Acetonitrile, dichloro- Concentration Rank 8
R.T EstConc Area Relative to ISTD R.T

" 3.61  0.40 ug/L 364149  1,4-Dichlorobenzene-da 9.94
Hit# of 5 Tentative ID MW MolForm CAS#

‘1 Acetonitrile, dichloro- 109 CaHclan 003018-12-0
2 Acetonitrile, dichloro- 109 C2HCI2N 003018-12-0

3 Allyl mercaptan 74 C3H6S 000870-23-5 25
4 Propanoic acid 74 C3H602 000079-09-4 4
Abundance Scan 91 (3.614 min): 11380.5 (-84) () m/z 74.00 100.00%

7 .
82
5000
47 e avIAN e
58 320 3.40 360 380 4.00
o,,.w..w..nl.'U“,.w..”[.“x,Jl._u!w.,,l.,.,” —! [m/z 82.00 52.44%
m/z--> 10 20 30 40 50 60 70 80 90 1 110
Abundance #28338: Acetonitrile, dichloro-
74
5000 [,,."/\....]... T
47 320 340 360 3% 4.00
35 m/z 84.00 35.13%
12 26 [, 62 |, ‘ . 108
Ot e e e e .,..‘,.,,wjj‘q..,w
mfz--> 10 20 30 40 50 60 70 100 110
IAbundance #115342: Acetonitrile, dlchloro-
74
35 o S e
320 3.40 360 380 4.00
5000 82 m/z 76.00 33.13%
, 47
0 1 “I Id 1 ' ’ N
R B e T 1 o S e S
miz—> 10 20 30 40 50 60 70 80 90 100 110
Abundance #28161: Allyl mercaptan i e
4 Ui 320 340 360 380 400
m/z 47.00 22.29%
5000
47
2733 )10 [l 53 52 es
o-——r———r—Ht—-H- e e e e e e e ey e T
miz—> 10 20 30 40 50 60 70 80 90 100 110 3.20 340 3.60 380 4.00
11380.D 050102.M Mon May 20 15:46:39 2002 Page 4
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\051702\11380.D vial: 7

Acg On : 17 May 2002 5:40. pm Operator: Mclean
Sample : 5/15 ad 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
AhkkhkhkrkhAkAkhkdkhkrkkhkkdkhhhkkhkhkhkhkhkhkhkhkhkhkhkhhhhhkhkhkkhkhkkhkhkhkhkhkhkhhkhkhkhkhkhkhkhbhkhbkhdhkhikhkhkhtkrtkhitkhx
Peak Number 2 Ethanone, l-oxiranyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
3.74 0.20 ug/L 181930 1,4-Dichlorobenzene-d4 9.94
Hit# of 5 Tentative ID MW MolForm
1 Ethanone, l-oxiranyl- 86 C4H602
2 2-Pentanone 86 CS5H100
3 2-Pentanone 86 C5H100
4 2-Butanone, 3-methyl- 86 C5H100
[Abundance Scan 112 (3.737 min): 11380.D (-109) (-) m/z 43.10 100.00%
43
5000
47 86 BENEEIU VRN SEADY S ERER
3740 50 63 83 340 360 380 4.00
0|I|||l| T ’lYIIl[‘IIII 4H'fl! Vlllll%%llll rlll[ll |Ill7] Illl lllll!lll!]lllllll m Z 86.00 18.88%
m/z--> 510120253035404550556065707580859095
Abundance #3910: Ethanone, 1-oxiranyl-
43
5000 lllll"llll l!llll!‘
340 360 380 400
27 55 71 86 m/z 47.00 12.67%
O']"‘l'I“lllllll|TTITIII!!!I3!1II|I1||3:91‘|JF !]Ill ]'lll!.l T1r TVTIT ! ll|||ll| lllllllll Ill
m/z--> 510152025303540455055606570758059095
Abundance #110097: 2-Pentanone
43
U L A A
340 360 380 4.00
5000 m/z  85.00 9.95%
86
27 39 71
Obrrrr - . l.. . | l
L RRREN RERES LRAAE RRREN RRREN I “[""l" 'I""]""l IANREARN LRRED RERRN RRRRE RARRN LRERN LAREN LI
mfz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #7171: 2-Pentanone
43 340 360 380 4.00
m/z 37.10 9.54%
5000
71 8
Oty 1f5181 L?134[ 391" H 510 515:5|862|671[ 7 t
TTrreTs LA TTrT LELILEL T TTTTVY VT T T T LELELIR TTTT TT TTTT TrTT TTTT "ll[ lllllllllllllll
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 90 95 340 360 380 4.00
11380.D 050102.M Mon May 20 15:46:42 2002 Page 5
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Data File

Acg On 17 May 2
Sample 5/15 ad
Misc

MS Integratlon Params:

Quant Method

Library Search Compound Report

C:\MSDCHEM\1\DATA\051702\11380.D

002 5:40 pm

LSCINT.e

Vial: 7
Operator: Mclean
Inst Instrumen
Multiplr: 1.00

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

Title

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

Library

khkkkkkkhkhkkkhkhkhkdhhkhkhkhhkhkkhkkhkhkkhkhhkhkhkkhkkhkhkkkhkkhkkhkkhkhkhkkhkhkhkhkhkhkhkhkhkkhkhkhkkhkhkhkkxikkhkhkhkhkikik

Peak Number 3

2-Pentanone,

4-hydroxy-4-me...

Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T
5.97 16.88 ug/L 15257900 1,4-Dichlorobenzene-d4 9.94
Hit# of 5 Tentative ID MW MolForm CAS# Qu

1 2-Pentanone,
2 2-Pentanone,
3 2-Pentanone,

4-hydroxy-4-methyl-
4-hydroxy-4-methyl-
4-hydroxy-4-methyl-

116 C6H1202
116 Ce6H1202
116 C6H1202

000123-42-2\86
000123-42-2
000123-42-2 50

4 Acetone v 58 C3H6O0 000067-64-1 32
Abundance Scan 493 (5.976 min): 11380.D (-483) (-) m/z 43.10 100.00%
B
5000
59
10 sk sho 6b0 6% o4
0 ,..,.,..,....[..??','.u,,,??..},.??,T?...,??’., e 9125 | Mm/z 59.10  33.42%
miz-—-> 10 20 30 40 50 60 70 80 S0 100 110 120 130
Abundance #1 093755: 2-Pentanone, 4-hydroxy-4-methyl-
4
5000 59 T T
560 580 600 620 640
m/z 58.10 21.81%
15 31 101
0 f 25“ | 371 Iy 53. 83 I
B e B i B i B e B L ML et I
mfz—> 10 20 30 40 50 60 70 80 S0 100 110 120 130
Abundance #109756: 2-Pentanone, 4-hydroxy-4-methyl-
43
T T e
560 5.80 600 620 6.40
5000 59 m/z 101.10 13.34%
PN A 8 g3 Y
O R i e L L A B A R e
mfz-—-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5851: 2-Pentanone, 4-hydroxy-4-methyl- S ———
4 560 580 600 620 640
m/z 41.05 5.49%
5000
59
101
0 2r 31, 531 67 778 91 |
ll|]llllllll‘|’[llll|IIIIIIIATTfIIIIIIIYTI IIIIIIIIIYIIIIITITIIYI’T IlTlll T T V71 llll]l“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 560 580 6.00 6.20 640
11380.D 050102.M Monr May 20 15:46:44 2002 Page 6
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\051702\11380.D Vial: 7

Acg On : 17 May 2002 5:40 pm . Operator: Mclean
Sample : 5/15 ad 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
*********************************************************************
Peak Number 4 3-Oxetanol, 2,2,3-trimethyl- Concentration Rank 10

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

7.73 0.31 ug/L 279451 1,4- chhlorobenzene d4 9.94
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 3-Oxetanocl, 2,2,3-trimethyl- 116 C6H1202 025910-96-7 40
2 3-Pyrrolidinol 87 C4HONO 040499-83-0 2
3 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 A7
4 2-Amino-octadec-7-ene-1,3-diocl m... 323 C19H38BNO2 1000143-52-2% 12

IAbundance Scan 791 (7.727 min): 11380.D (-785) (-} m/z 43.10 100.00%
4
5000
87 llll'l"[‘rillrlll‘llllll
51 | ’ 59 l 918 740 7.60 7.80 8.0
o,w“wuuwm““wmnnzwuwu,w.””.““m“”wmwuuwwvnm”””w m/z 58.10 30.21%
miz-—> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105
Abundance #5761: 3-Oxetanol, 2,2,3-trimethyl- M
43
5000 SR S S R
740 760 780 800
l m/z 87.10 18.51%
86
0!‘!['!![]211llllll|!lll TT 1‘3‘%[!! lll‘l'](lll !!(llllllll I:IAI: lllll[81‘ll]l1_lilllfl]llglsl[llllllllll
mfz--> 15 20 25 30 35 45 50 55 60 65 70 75 80 85 90 95 100105
Abundance #4163: 3-Pyrrolidinol
43
740 760 780 800 .
5000 m/z 59.10 13.99%
H 57 o 87
0 “]’Illlllllllfrrlfillllllllll llllllllsil!}!!!! TTTT ||IA!l|]||I.|7Z[I|8|2[|l!||)]|| [ llll llll
mfz—-> 1520253035404550556065707580859095100105
Abundance #110033: 4-Penten-2-one, 4-methyl- T
43 740 760 7.80 800
m/z 55.10 10.15%
5000
83
28 o o m
5l |
0 ITlllll”lYIllllllIlllllll[l!l[lll'lll!lIl!!l[lllllllllllll!lllllllllllllﬂllll Illllllll['llll llllllllltYT[Ill(lllvlll
miz—> 156 20 25 30 35 40 45 50 55 60 65 70 75 80 85 80 95 100105 740 760 780 800
11380.D 050102.M Mon May 20 15:46:46 2002 Page 7

NYC-WTC_000025116



NYC 9/11 Public Portal Document

Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\051702\11380.D Vial: 7

Acqg On : 17 May 2002 5:40 pm Operator: Mclean
Sample : 5/15 ad 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
*********************************************************************
Peak Number 5 Benzyl Alcochol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.38 0.21 ug/L 186417 1,4-Dichlorobenzene-d4 9.94
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Benzyl Alcohol 108 C7H8O 000100-51-6 7
2 N-Cbz-glycyl-glycine-p-nitrophen... 387 C18H17N307 1000126-28-¢ 78
3 Benzyl Alcohol 108 C7H80 000100-51-¢ 78
4 N-CBZ-1l-tyrosyl-l-valine 414 C22H26N206 1000126-29£3 72
bundance 7 Scan 1243 (10.383 min): 11380.D (-1231) () m/z 79.10 1o£.oo%
2]
108
5000
51
l ‘ 207 10100 1020 10[40 10]60 10I80
] T A — m/z 108.00 76.97%
> 20 40 60 80 100120140160180200220240260280300320 360 380
Abundance #30979: Benzyl Alcohol
79 108
5000
10.00 10.20 10.40 10.60 10.80
51 m/z 77.10 62.82%
0 J An Al ol d[ |
T NESUARRBUNSE SARA SARAE SARY SARAS LALAN SREAN CARAN SARAS SARA RARNI RAAN) ARANBASRS MR SARRS|
miz--> 20 40 6080 100 120 140 160 180 200 220 240 260 260 300 320 340 360 380
Abundance 5 #30977: N-Cbz-glycyl-glycine-p-nitrophenyl ester
7
108
10.00 10.20 10.40 10.60 10.80
5000 m/z 107.10 49.81%
51
ob, IuJLIJ A 138 168 208 L 387
TIVrrTr[rTTT LIRELIR AN SRR B I L I S llllllflllllfl'lll"lllll TTT lllTIIl'Illll||'I|I'IIIT1—‘_|'|ll']
m/z-—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance #115958: Benzyl Alcohol — — .
7 108 10.00 1020 1040 1060 1080
m/z 51.10 27.41%
5000
51
A A A AR LAy LA A LA L LA LA s L L L RN
m/z--> 20 40 60 80 100 120140 160180200220240260280300320340360380 1000 1020 10.40 10.60 10.80
11380.D 050102.M Mon May 20 15:46:48 2002 Page 8
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NYC 9/11 Public Portal Document
Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\051702\11380.D Vial: 7

Acg On : 17 May 2002 5:40 pm Operator: Mclean
Sample : 5/15 ad 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
kkhkkhkkkhkkkhkhkkhkkhkhkkhkkkhkhkhkkhkkhhkhhkhkkhkkhhhkhkhhkkhkkhkhhkhkkhkhkhhkkhkhkhkkkhkhkkhkkhkkhhkkhkhkkhhhkhkhkhkkk
Peak Number 6 Cyclopentasiloxane, decamet... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.41 0.73 ug/L 884318 Napthalene-d8 13.43
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Cyclopentasiloxane, decamethyl- 370 C1l0H30058i5 000541-02-6 é
2 Cyclopentasiloxane, decamethyl- 370 C1lO0H30058i5 000541-02-6\3
3 Phenethylamine, N-methyl-.beta.,... 399 C1l8H37N0O3Si3 010538-85-9 38
4 Benzeneethanamine, N-[(pentafluo... 475 C21H26F5N02S8i2 055429-85-1 28
Abundance Scan 1588 {12.410 min): 11380.D (-1580) (-) m/z 73.10 100.00%
78
5000 267
355
. U
45 193 249 12.00 1220 1240 1260 12.80
108 133 154170 223 323
Ol e 83 A, 2R e o2 b | [ M/Z 267.00  41.01%
mfz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance #115273: Cyclopentasiloxane, decamethyl-
73
5000 267 NV UL I U
12.00 1220 12.40 1260 12.80
s 355 m/z 355.00 30.97%
ol 2 L b 96115133 165 193 223 249 | 203 323
IlAllTl_lllTl' frll!l{“‘fllll]llll]lllllllllllllllll’|l l'llllllll lllll |ll||llf|llklilll¥ TTT
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance #115315: Cyclopentasiloxane, decamethyl-
e
o7 355 1200 1220 1240 1260 12,80
5000 - _ m/z 356.00 11.50%
45 207 249 | 323
Oillllllllllllll'llllllll”lll'lll III[I]II]llll]lll‘lll'llVllTl"]TT'[lIll[llll[ll[TIYYTII[I‘!II!
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance #116313: Phenethylamine, N-methyl-.beta.,3,4-tris{trimethy... T e
B 1200 1220 1240 1260 12.80
m/z 268.00 11.00%
5000 355
44
ol 93 130147 193 220237 267 294 | 384
I'lIllllIlill]llll[lllklllll TTT TTTpireey LU TTTT TrTT LRI TTT llll[llllllll TTT 7T T TT T T T T 7
miz--> 20 40 60 80 100 120 140 16130 16[302(‘)0221025026|02810360321034O36038[0 1200 12[20 12140 12!60 12|80
11380.D 050102.M Mon May 20 15:46:50 2002 Page 9
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File C:\MSDCHEM\ 1\DATA\051702\11380.D
Acg On 17 May 2002 5:40 pm

Sample 5/15 ad

Misc :

MS Integration Params: LSCINT.e

Quant Method

Titl
Libr

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

Vial: 7
Operator: Mclean
Inst Instrumen
Multiplr: 1.00

(Chemstation Integrator)

kkhkkhkhkhkhkkhkhkhkhkhkhkhkhkhkhkdhhhkhkhhkhkhkhhhkhhkkhkhkhkhkhkhkhkkhkhkhkhkhhkhkhkhkhkkhkkkhkhkhhkhkhkhkhkhkhkhhkkkitk

Peak Number 7 Anthracene, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.58 0.31 ug/L 387264 Phenanthranene-d10 22.95
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 64 v)
2 Phenanthrene, 9-methyl- 182 C15H12 000883-20-5 53
3 Bitoscanate 192 C8H4N2S2 004044-65-9 53
4 1,2-Phenylene diisothiocyanate 192 C8H4N2S2 071105-17-4 50
[Abundance Scan 3319 (22.580 min): 11380.D (-3309) (-) \ m/z 192.10 100.00%
192
5000
82 9 146 160 ‘ 2220 2240 2260 2280 23.00
42 52 70 120 207 7 : - ; =0
Ol prrrrrrrrro IHN,”“W.”.th”wul.V,q”w””“”mh St m/z 191.10 23.66%
7--> 20 30 40 50 60 70 80 90 100110120130 140150 160 170 180 190 200 210
Abundance #125845: Anthracene, 2-methyl-
192
5000 LI U B I S L G L L L B N
2220 2240 22.60 22.80 23.00
165 m/z 193.00 15.61%
ol 115 126 139 152
miz-> 20 30 40 50 60 70 80 S0 100 110120 130 140 150 160 170 180 190 200 210
Abundance #81033: Phenanthrene, 3-methyl-
1EP2
2220 2240 2260 2280 23.00
5000 m/z 146.10 14.15%
96 165
ol 2939 51 63 748 | 11512 139 152 176 |
AU AN RERSR REEN I""l AR BN B SR B SRR I"’I“"I"”[ PITTOTTTTTY
iz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210
Abundance #125828: Bitoscanate e
192 2220 2240 2260 2280 23.00
m/z 96.00 11.79%
5000
134 160
40 20 8 75 ° 102 422 148 176
Cnluxn[ TV b }'m%ﬂl!..l.!ll. SJ'F_[‘i[ l xlnlnh ?nnll|L:|I||r![rnr[|n|||ulhlnulnnlnn—rrrr LA L S B B B B
m/z~> 20 30 40 50 60 70 80 90 100110120130140150160170180190200210 2220 2240 2260 2280 23.00
11380.D 050102.M Mon May 20 15:46:52 2002 Page 10
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NYC 9/11 Public Portal Document
Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\051702\11380.D Vial: 7

Acg On : 17 May 2002 5:40 pm Operator: Mclean
Sample : 5/15 ad 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
hkhkkhkkkkhkkkhkkhkhkhkhkhkhkhkhkhkhkdkhkhkhkhkhkhkhkhkdhhdhhhhkhdhkhkhkhkhkhkhkhkhkkdddkdhkhkhkhkdkhkhkhkhhkhkhkdhkhkdtk
Peak Number 8 Anthracene-di0- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.11 0.49 ug/L 608625 Phenanthranene-d10 22.95
Hit# of 5 Tentative 1ID MW MolForm CAS# Qual
1 Anthracene-d10- 188 C14D10 001719-06-8 80>&D
2 Phenanthrene-dlo0 188 C14D10 001517-22-2 72
3 2-Quinolinecarboxaldehyde, 8-hyd... 188 C10H8N202 005603-22-5 40
4 3-Amino-4-methyl-6-methoxyquinoline 188 C11H12N20 1000213-71-3 38
[Abundance Scan 3409 (23.109 min): 11380.D (-3402) (-) A m/z 188.10 100.00%
188
5000
80 o4
43 57 ‘ | 158 I 2280 23.00 2320 23.40
| ““mpu,.@uwpm.””H.””“”W““:M“W”Wﬂpnw@ln m/z 80.05 19.98%
z-> 10 20 30 40 50 60 70 8G 90 100110120 130140150 160170 180190200210
bundance #79826: Anthracene-d10-
”F
5000 NUNREUNUN . '
2280 2300 2320 23.40
o 80 94 m/z 94.05 16.55%
ol 17 30 4252 9 | | 108118 132 146 ,” 170 1l
A S R R A SN ARt AR LA SRR LR AR LAY RS SR LA LRSS LA LA SR
miz—> 10 20 30 40 50 60 70 80 90 100110120130140 150160170 180190200210
Abundance #79827: Phenanthrene-d10
188
2280 2300 2320 2340
5000 m/z 189.20 15.52%
80 g4 160
o 30 4252 8 | U 108118 132 146 | 170 Ul
YXIITITI'YYFIII[lllll'l l]l ll] lll[llllllllllllll ll[l [‘ llll llllllTY]ll{l)llll!lllllf
miz-> 10 20 30 40 50 60 70 80 90 100110120130140 150160170 180190200210
Abundance #125696: 2-Quinclinecarboxaldehyde, 8-hydroxy-, oxime e e .
1T8 2280 23.00 2320 23.40
m/z 184.10 13.36%
5000
8 143
0 I[lfl IIl[Illls}‘?liliﬁll‘l'lZ“el; ‘!}:Illollzlllllhf‘Y l?'ﬁol l"“ ?15!?II1I7|'3TIIT'IJIIIlIIIV!IlIr1 |11||lll|lllllT1‘l‘llTrTI
%&-> 10 20 30 40 50 60 70 80 90 100110120 130140150 160170 180190200210 | 20180 2300 2320 23.40
11380.D (050102.M Mon May 20 15:46:52 2002 Page 11
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NYC 9/11 Public Portal Document
Liprary searcn compouna Keport

Data File

C:\MSDCHEM\ 1\DATA\051702\11380.D vial: 7
Acg On 17 May 2002 5:40 pm Operator: Mclean
Sample 5/15 ad 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

hkkhkkkhhkhhkhkhhkhkkhkhkhkhkhkhkkkkhkhkhhhkhkhdohhkhkhkkhkhkhkhkhkhkkhkhkhkhkkhhkkhkhhkhhhhhkhhhkhkhkhkkx

Peak Number 9 3,6-Dioxa-2,4,5,7-tetrasila. Concentration Rank 11
R.T EstConc Area Relative to ISTD R.T
34.36 0.24 ug/L 171748 Perylene-di2 34.70
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 Cl0H3002S8i4 004342-25-0 43
2 Trisiloxane, 1,1,1,5,5,5-hexamet.. 384 C12H36048Si5 003555-47-3 3
3 Malonic acid, 2-(2,3-dihydrobenz... 266 C13H1406 1000158-50-7/12
4 Benzene, l1-fluoro-4-(2-cyanoethe... 147 C9H6FN 027530-50-3/10
Abundance Scan 5324 (34.361 min): 11380.D (-5317) (-) m/z 73.10 1007009
7
i 147
221
5000 281
355
44 96 191 J 429 34.00 34.20 34.40 34.60
o | [w/z 147.00  76.65%
miz--> 50 100 150 200 250 300 350 400
Abundance #87890: 3,6-Dioxa-2,4,5,7tetrasilaoctane, 2,2,4,455,7,7...
1<}7 221
73
5000 UURRER e T
3400 3420 3440 3460
117 191 m/z 221.10 57.31%
279
ol % 4 249
LA B Tl T T T ' T T T T ] T T T T T T [ T T L T T T T I T T T T I T T T T
miz—> 50 100 150 200 250 . 300 350 400
Abundance #26961: Trisiloxane, 1,1,1,5,5,5-hexamethyl-3,3-bis|[(trime...
73 147 A
281 3400 3420 3440 3460
5000 m/z 281.10 42.87%
369
ol fﬁ b T § a7 ??7226 249 310_341 |
T T T T T T T T T T T T T T T T T T ]"7' T T T T T T l T T v T
m/z--> 50 100 150 200 250 300 350 400
Abundance #66292: Malonic acid, 2-(2,3-dihydrobenzolblfuran-5-yl)-2-...
147 34.00 34.20 3440 34.60
m/z 207.00 40.36%
5000 207
91
65 119 266
0 39 ) 177 233 |
llllll’ljlllllIY‘rllllrllvlTﬁllI|l]'Tl'|['7ll| |'|r‘rv T fl’l['lll]!
m/z--> 50 100 150 200 250 300 350 400 34.00 34. 20 34 40 34.60
11380.D 050102.M Mon May 20 15:46:52 2002 Page 12
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NYC 9/11 Public Portal Document

Data File
Acg On :
Sample
Misc

MS Integratlon Params

Quant Method

Title
Library

il y oQOTalull LUlippUuULIGG Repor e

C:\MSDCHEM\ 1\DATA\051702\11380.D
17 May 2002 5:40 pm
5/15 ad

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

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

Vial: 7
Operator: Mclean
Inst Instrumen
Multiplr: 1.00

(Chemstation Integrator)

khkkhkkhkkhkhkhkkkhkkhkhkkhkhkhkkhhhkhhkkhkhkhhkhkhkhkkhkkhkhkkhkhhkhkkhkhkhkhkhkkhkhkhkhkhkhkhkhkhhkhkhkhkkhkhkhkkhkkk*k

Peak Number 10 1,1,1,5,7,7,7-Heptamethyl-3. Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T
35.41 0.50 ug/L 358077 Perylene-di2 34.70
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
11,1,1,5,7,7,7-Heptamethyl-3,3-bi... 444 C13H40058i6 038147-00-1
2 Trisiloxane, 1,1,1,5,5,5-hexamet... 384 C1l2H3604Si5 003555-47-
3 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C1l0H3002Si4 004342-25/0 23
4 Trisiloxane, 1,1,1,5,5,5-hexamet. 384 Cl12H36048i5 003555-4
Abundance Scan 5503 (35.413 min): 11380.D (-5491) (-) m/z 73.10 100.00%
78 147 221
5000 281 355
96 191 P
44 ' l | Ah 35.00 3520 3540 3560 35.80
o) NSRS [N L EENSURE NN S| N NN R S E— m/z 147.10 98.11%
mfz--> 50 100 150 200 250 300 350 400
Abundance #26950: 1,1,1,5,7,7,7-Heptamethyl-3,3-bis(trimethylsiloxy)...
71
147
5000 267 A o o o e o e L
355 429 3500 3520 3540 3560 3580
45 l 2("7 ‘ t L m/z 221.10 84 .23%
0 T l\| T T T T T T l\ T , T l‘l_ﬁl T il T I T T T T [ T T T T I T 1 T T '_l_‘r T
m/z--> 50 100 150 200 250 300 350 400
IAbundance #26961: Trisiloxane, 1,1,1,5,5,5-hexamethyi-3,3-bis|(trime...
B 147
llll[jlll][Tf]lllj_’_T
281 35.00 3520 3540 35.60 35.80
5000 m/z 280.95 50.20%
45 369
ol L h 95117 177 L 226 249 310 341 |
L AL AL LA L AL LA W
mfz--> 50 100 150 200 250 300 350 400
IAbundance #87890: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,455,7,7... P —
147 22 3500 3520 3540 3560 3580
m/z 355.00 42 .81%
73
5000
181
117 279
ol . 249 |
IIIIIIIIIIIYT['II!I‘]' 1|||'l|]|||'||l’|[’_’7|r Illl‘l—’_r I||lllll1‘fl
miz--> 50 100 150 200 250 300 350 400 35.00 3520 3540 35.60 35.80 |
11380.D 050102.M Mon May 20 15:46:53 2002 Page 13
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NYC 9/11 Public Portal Document
Llprary search Compounda Keport

Data File : C:\MSDCHEM\1\DATA\051702\11380.D Vial: 7

Acg On : 17 May 2002 5:40 pm Operator: Mclean
Sample : 5/15 ad 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:\DATABRASE\NIST98.L
khkhkhkkkhkkkdhhkkhkhkhkhkkkhkkhkhkkhkhkhkhkhkhkkhkkhkkhkkhkdhkhhkhkhkkhkhkhkhkhkhkhkhkhkkkhkkhkkhkkhkhhkhhkhkhkhkhkhkhkkkkkkk
Peak Number 11 3,6-Dioxa-2,4,5,7-tetrasila... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
36.49 0.68 ug/L 486939 Perylene-dl2 | 34.70
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0/27
2 Trisiloxane, 1,1,1,5,5,5-hexamet... 384 C1l2H3604S8i5 003555-47
3 2,6-Dimethyl-3,4-bis(trimethylsi... 311 C15H29NO2Si2 1000079-%2-1 12
4 Pentasiloxane, dodecamethyl- 384 C12H3604S5i5 000141-g3-9 12
Abundance Scan 5687 (36.494 min); 11380.D (-5677) (-) m/z 73.05 100.00%
78 147 221
5000 281 355
| %9 36.20 36.40 36.60 36.80
ob 1 % 4 e m/z 147.00 86.25%
m/z—-> 50 100 150 200 . 250 300 350 400
IAbundance #87890: 3,6—Dioxa—2,4,5,7-tet>rasilaoctane, 2244557]7..
uy 251
73
5000
191 36.20 36.40 36.60 36.80
117 079 m/z 221.10 84.04%
0:1.;4'5[4‘.*111|rr||l|r..l|l:'.:24[’9r~|.'1||n|||||:|]‘|711—r
m/z—> 50 100 150 200 250 . 300 350 400
Abundance 526961 : Trisiloxane, 1,1,1,5,5,5-hexamethyl-3,3-bis|(trime...
7 147
2 a2 040 5550 sem0
5000 m/z 280.95 47.56%
369
ol 4ﬁL 5117 | 177 A7 29 b 30 341 |
T T T T T .) T T T oI 1 T T T T T ] T T T T [j_f T T [ T T T T T T T T l T T T T
m/fz--> . 50 100 150 200 250 300 350 400
r\bundance #87845: 2,6-Dimethyl-3,4-bis(trimethylsilyloxymethyl)pyridine e
73 221 3620 3640 36.60 36.80
m/z 207.00 44.10%
5000 147
45 J 178 L
olts T bwo | | 266 29
llllllllllll"llrl’T T ll]TT‘ll‘llﬁlll'lll“'_r 1 1 T [ T 1T Trryrrrrrryorro
m/z—-> 50 100 150 200 250 300 350 400 36120 36.40 36,160 36.180
11380.D 050102.M Mon May 20 15:46:53 2002 Page 14
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Data File : C:\MSDCHEM\1\DATA\051702\11380.D Vial: 7

Acg On : 17 May 2002 5:40 pm Operator: Mclean
Sample : 5/15 ad 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
khkkhhkkhkhkhkkhkkhkkhkhkhkkhkkhkhkkkkhkhkkhkhkkhhhkkhkkhhkhkhkkhkhkkhkkhkhhhkhkhkhkkhkhhkhkkhhhkkhkhhkhkhhhhkhkhkdhhkhkhkhhkitk
Peak Number 12 Mercaptoacetic acid, bis(tr... Concentration Rank 3
R.T EstConc Area Relative to ISTD R.T
37.77 0.74 ug/L 530011 Perylene-dl2 34.70
Hit# of 5 Tentative ID MW MolForm CAS#
1 Mercaptoacetic acid, bis(trimeth... 236 C8H2002SSi2 006398-62-5 3
21,1,1,5,7,7,7-Heptamethyl-3,3-bi... 444 C13H4005Si6 038147-00-1
3 3,6-Dioxa-2,4,5,7-tetrasilaoctan. 294 C10H3002Si4 004342-25-0/32
4 Tris(trimethylsilyl)borate 278 C9H27B0O3Si3 004325-85
[Abundance Scan 5904 (37.769 min): 11380.D (-5892) (-) m/z 147.10 100.00%
B 147 Z:F
5000
281 35
429 VllllAlllll]TllVA]llllll
49 96 191 ’ 327} 401 l 37.40 37.60 37.80 38.00 38.20
) AP U IS P I N A U SR I R N N S m/z  73.10 97.54%
miz—> 0 50 100 150 200 250 300 350 400
Abundance #26922: Mercaptoacetic acid, bis(trimethylsilyl)-
7
147
5000
37.40 37.60 37.80 38.00 3820
45 221 m/z 221.10 92.42%
193
0 13J1°4169LL
mfz--> 0 50 100 150 200 250 . 300 350 400
Abundance #236950: 1,1,1,5,7,7,7-Heptamethyi-3,3-bis(trimethylsiloxy)...
7l
147 3740 37.60 37.80 38.00 3820
5000 267 m/z 355.00 40.38%
355 429
45 207 L
N S T
I T T T 7 I T T T I T T ] T T I T T ] 1 T ! T T T T I T 11 [ T T T T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #87890: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,45,5,7,7... e —_
147 22 37140 37.60 37.80 38.00 38.20
m/z 207.00 39.35%
73
5000
191
117 279
0 % b ] e |
Ill[! T T T T T 1 T T 1 T T T |lll|llll||l lII]YV"_Y* T 7T T 1T 1] 1 rreyvy 11 17T T T
miz—-> 0 50 100 150 200 250 300 350 400 3740 3760 37.80 38.00 38.20
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Data File

C:\MSDCHEM\1\DATA\051702\11380.D Vial: 7
Acg On 17 May 2002 5:40 pm Operator: Mclean
Sample 5/15 ad Inst Instrumen
Misc : Multiplr: 1.00
MS Integration Params: LSCINT.e

Quant Method
Title

Library C:\DATABASE\NIST98.L

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

khkdkkkhkhkhkkkhkkhkhkhkhkhkhkkhhkhkhkkhkhkkhkkhkkhkhkhkhkhkhkhkhkhkhkhkhkkhkhkhkhhkhkhkhkkhkkhkhkkhkhkkhkhkkhkkkkhkkkkx

Peak Number 13

3,6-Dioxa-2,4,5,7-tetrasila...

Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T
39.32 0.98 ug/L 699861 Perylene-di2
Hit# of 5 Tentative ID MW MolForm

1 3,6-Dioxa-2,4,5,7-tetrasilaoctan...
2 3-Isopropoxy-1,1,1,7,7,7-hexamet...
3 Mercaptoacetic acid, bis(trimeth...

4 Trisiloxane,

1,1,1,5,5,5-hexamet. ..

294 C10H3002Si4
576 C18H5207Si7
236 C8H20028S8i2
384 C12H3604Si5

Abundance Scan 6169 (39.326 min): 11380.D (-6156) (-) m/z 73.05 100.00%
<]
147 21
5000
281 355
it it
429 A e
40 193 l i 39.00 39.20 39.40 39.60
ottt e m/z 147.10 79.15%
m/z—-> 0 50 100 150 200 250 300 350 400 450 500 580
\Abundance #87890: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,55,7,7...
147 2#1
73
5000 A A N W —T
39.00 3920 39.40 39.60
1wy | m/z 221.10  72.40%
279
oL % l i1 ] 249
]llllllllT—[_lT'Tr'*TY_TTf T IT'ITIII" |III'[’TII|II
m/z—-> 0 50 100 150 200 250 300 350400450500550
Abundance #26784: 3-Isopropoxy-1,1,1,7,7,7-hexamethyl-3,5,5-tris(tri...
73
39.00 39.20 3940 39.60
5000 m/z 281.00 36.65%
147
43 [
221 281
327 415
m/z—-> 0 100 150 200 250 300 350 400 450 500. 550
Abundance #26922; Mercaptoacetic acid, bis(trimethylsilyl)- S —
147 3900 3920 3940 3960
m/z 207.00 35.13%
5000
45 193221
0 ‘Irsnsnl!‘l"[l"\111191411111‘AL1|L10lLlllllllrnnln L200 SRLE N S0 S G e L T T T LA B B I B B T
miz--> o] 50 100 150 200 250 300 350 400 450 500 550 39.00 39.20 3940 3960
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Operator ID: Mclean Date Acquired: 17 May 2002 5:40 pm
* Data File: C:\MSDCHEM\1\DATA\051702\11380.D
Name: 5/15 ad
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... 3.61 0.4 ug/L 364149 1 9.94 36146300 40.0
Ethanone, l-oxira... 3.74 0.2 ug/L 181930 1 9.94 36146300 40.0
2-Pentanone, 4-hy... 5.97 16.9 ug/L 15257900 1 9.94 36146300 40.0
3-Oxetanol, 2,2,3... 7.73 0.3 ug/L 279451 1 9.94 36146300 40.0
Benzyl Alcohol 10.38 0.2 ug/L 186417 1 9.94 36146300 40.0
Cyclopentasiloxan... 12.41 0.7 ug/L 884318 2 13.43 48458100 40.0
Anthracene, 2-met... 22.58 0.3 ug/L 387264 4 22.95 50008500 40.0
Anthracene-di0- 23.11 0.5 ug/L 608625 4 22.95 50008500 40.0
3,6-Dioxa-2,4,5,7... 34.36 0.2 ug/L 171748 6 34.70 28630900 40.0
1,1,1,5,7,7,7-Hep... 35.41 0.5 ug/L 358077 6 34.70 28630900 40.0
3,6-Dioxa-2,4,5,7... 36.49 0.7 ug/L 486939 6 34.70 286309500 40.0
Mercaptoacetic ac... 37.77 0.7 ug/L 530011 6 34.70 28630900 40.0
3,6-Dioxa-2,4,5,7... 39.32 1.0 ug/L 699861 6 34.70 28630900 40.0
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