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User: Vinci, David L
Westchester Dept. of Labs & Research
Date: 05/17/2002 Time: 12:13:24

Sample: AE10305

Analysis: $GCMS GCMS Scan For Unknowns

Units: ug

gtartetz: 5/17/02 12:12 Ended: 5/17/02 12:12 /Analyst: DLV
age:

Other unknown compounds

Surr_2,4-DDD 88 10.0
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‘Comments for Sample AE10305 - Analysis $GCMS
Westchester Dept. of Labs & Research

User: Vinci, David L

Date: 05-17-2002 Time: 12:13:56

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds. The recoveries for 4 of the 43 compounds in the LCS Standard were
low.
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. Quantitation Report (QT Reviewed)
Data File : C:\MSDCHEM\1\DATA\050802\10305R.D Vial: 26
Acg On : 9 May 2002 12:56 pm Operator: Mclean
Sample : re-inj Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: EVENTS.E '
Quant Time: May 09 13:50:36 2002 Quant Results File: 050102.RES
Quant Method : C:\MSDCHEM\1\METHODS\050102.M (Chemstation Integrator)
Title : 508 Modified GC/MS scan
Last Update : Tue May 07 09:57:23 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 5321450 40.00 ug/L. 0.00
10) Napthalene-ds 13.43 136 21424808 40.00 ug/L 0.00
17) Acenapthalene-dlo0 18.57 164 11658394 40.00 ug/L 0.00
29) Phenanthranene-dil0 22.95 188 16898941 40.00 ug/L 0.00
37) Chrysene-dl2 30.81 240 12371202 40.00 ug/L 0.00
43) Perylene-dl2 34.71 264 8141094 40.00 ug/L 0.00
System Monitoring Compounds
27) TCMX 20.54 208 767417 8.81 ug/L 0.00
Spiked Amount 10.000 Recovery = 88.10%
50) 2,4-ddd 0.00 235 0 0.00 ug/L
Spiked Amount 5.000 Recovery = 0.00%
Target Compounds . Qvalue
2) n-nitros-dimethyl amine 0.00 74 0 N.D. d
3) bis(2-Chloroethyl)ether 0.00 93 0 N.D.
4) 1,3-Dichlorobenzene 0.00 146 0 N.D.
5) 1,4-Dichlorobenzene 0.00 146 0 N.D.
6) 1,2-Dichlorobenzene 0.00 146 0 N.D.
7) 2,2'oxybis(1-Chloropropane 0.00 45 0 N.D.
8) N-nitroso-di-propylamine 0.00 70 0 N.D.
9) Hexachloroethane 0.00 117 0 N.D.
11) Nitrobenzene 0.00 77 0 N.D.
12) Isophorone 0.00 82 0 N.D.
13) bis(2-Chloroethoxy) methan 0.00 93 0 N.D.
14) 1,2,4-Trichlorobenzene 0.00 180 0 N.D.
15) Napthalene 0.00 128 0 N.D.
16) Hexachlorobutadiene 0.00 225 0 N.D.
18) 2-Chloronaphthalene 0.00 162 0 N.D.
19) Dimethylphthalate 0.00 163 0 N.D.
20) 2,6-Dinitrotoluene 0.00 165 0 N.D.
21) Acenapthylene 0.00 152 0 N.D.
22) Acenapthalene 0.00 153 0 N.D.
23) 2,4-Dinitrotocluene 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 0.00 77 0 N.D.
30) Nnitrosodiphenylamine 0.00 169 0 N.D.
31) 4-Bromophenyl-phenylether 0.00 248 0 N.D.
32) Hexachlorobenzene 0.00 284 0 N.D.
33) Phenanthrene 0.00 178 0 N.D.
(#) = qualifier out of range (m) = manual integration
10305R.D 050102.M Thu May 09 13:50:55 2002 Page 1
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N

Quantitation Report (QT Reviewed)
Data File : C:\MSDCHEM\1\DATA\050802\10305R.D Vial:
Acg On : 9 May 2002 12:56 pm Operator:
Sample : re-inj Inst
Misc : Multiplr:
MS Integration Params: EVENTS.E
Quant Time: May 09 13:50:36 2002 Quant Results File:
Quant Method : C:\MSDCHEM\1\METHODS\050102.M (Chemstation Int
Title : 508 Modified GC/MS scan
Last Update : Tue May 07 09:57:23 2002
Response via : Initial Calibration

DataAcg Meth : 508SCAN

Compound R.T. QIon Response Conc
34) Anthracene 0.00 178 0 N
35) Di-n-butylphthalate 25.09 149 50677 N
36) Fluoroanthene 0.00 202 0 N
38) Pyrene 0.00 202 0 N
39) Butylbenzylphthalate 0.00 149 0 N
40) Benzo (a)anthracene 30.81 228 37031 N.
41) Bis(2-ethylhexyl)phthalate 31.38 149 81052 0.2
42) Chrysene 0.00 228 0 N
44) Di-n-octylphthalate 0.00 149 0 N
45) Benzo (b) fluoranthene 0.00 252 0 N
46) Benzo (k) fluoranthene 0.00 252 0 N
47) Benzo (a)pyrene 0.00 252 0 N
48) Indeno(l,2,3-cd)pyrene 0.00 276 0 N
49) Dibenz(a,h)anthracene 0.00 278 0 N
51) Benzo(g,h,i)perylene 0.00 276 0 N
(#) = qualifier out of range (m) = manual integration (+) =
10305R.D 050102.M Thu May 09 13:50:55 2002
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Quantitation Report (QT Reviewed)
Data File : C:\MSDCHEM\1\DATA\050802\10305R.D Vial: 26
Acg On : 9 May 2002 12:56 pm Operator: Mclean
Sample : re-inj Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: EVENTS.E
Quant Time: May 9 13:50 2002 ‘Quant Results File: 050102.RES
Method : C:\MSDCHEM\1\METHODS\050102.M (Chemstation Integrator)
Title : 508 Modified GC/MS scan

Last Update : Tue May 07 09:57:23 2002
Response via : Initial Calibration
Abundance TIC: 10305R.D
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LSC Area Percent Report

Data File : C:\MSDCHEM\l\DATA\OSOBOZ\10305R.D Vial: 26
Acg On : 9 May 2002 12:56 pm Operator: Mclean
Sample : re-inj 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
# nin scan scan scan TY height area % max. total
1 3.126 4 8 23 BV 2 4501 85538 0.18% 0.032%
2 3.344 39 45 51 PV 27091 420029 0.88% 0.157%
3 3.396 51 54 65 VvV 10 4430 105819 0.22% 0.040%
4 3.543 77 79 87 PV 6 2807 59793 0.12% 0.022%
5 3.626 87 93 105 VvV 35225 652137 1.36% 0.244%
6 3.749 105 114 121 VV 13318 346166 0.72% 0.130%
7 4.184 182 188 196 VV 7 3232 90476 0.19% 0.034%
8 4.266 196 202 208 VV 5 2986 70195 0.15% 0.026%
] 4.354 212 217 221 VV 6 3110 54311 0.11% 0.020%
10 5.042 329 334 337 PV 4 3263 55339 0.12% 0.021%
11 5.100 337 344 361 VV 2 11574 277700 0.58% 0.104%
12 5.353 384 387 393 VV 5 2158 48808 0.10% 0.018%
13 5.424 393 399 408 VV 7724 199255 0.42% 0.075%
14 5.541 414 412 421 VV 4 1787 26089 0.05% 0.010%
15 5.606 425 430 435 VV 6 2836 70027 0.15% 0.026%
16 5.659 435 439 451 vV 7 7168 155373 0.32% 0.058%
17 5.976 486 493 529 VV 620321 11636467 24.28% 4.357%
18 7.733 787 792 798 PV 2 7547 158019 0.33% 0.059%
19 7.780 798 800 812 VV 6 3109 613929 0.13% 0.023%
20 8.743 956 964 970 PV 7 2711 53876 0.11% 0.020%
21 8.825 973 978 990 VV 9 2032 53624 0.11% 0.020%
22 9.254 1045 1051 1056 VV 2 5912 93547 0.20% 0.035%
23 9.301 1056 1059 1067 VV 6 2624 55669 0.12% 0.021%
24 9.936 1158 1167 1181 VV 1754986 32457908 67.71% 12.152%
25 10.024 1181 1182 1189 VV 5 2237 40212 0.08% 0:015%
26 10.265 1217 1223 1235 PV 5 2521 71814 0.15% 0.027%
27 10.371 1235 1241 1244 PV 3 1629 19033 0.04% 0.007%
28 12.034 1518 1524 1535 PV 4917 89637 0.19% 0.034%
29 12.404 1581 1587 1592 PV 2 1726 30519 0.06% 0.011%
30 12.662 1628 1631 1638 PV 6 2133 30569 0.06% 0.011%
31 12.727 1638 1642 1646 VV 1946 32439 0.07% 0.012%
32 13.432 1739 1762 1781 PV 2381661 43966867 91.72% 16.461%
33 13.579 1781 1787 1793 VV 7908 148420 0.31% 0.056%
34 14.043 1862 1866 1874 VV 4 2650 477526 0.10% 0.018%
35 14.260 1898 1903 1910 VV 4 1840 33764 0.07% 0.013%
36 14.613 1957 1963 1971 VV 2 1779 40250 0.08% 0.015%
37 15.700 2143 2148 2159 VV 4 2400 64095 0.13% 0.024%
10305R.D 050102.M Thu May 09 13:51:03 2002 Page 1
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38 15.
39 16.
40 17
41 18
42 18.
43 18.
44 20
45 20
46 20.
47 21
48 21
49 22
50 22.
51 23
52 25.
53 30.
54 30
55 31.
56 31
57 31
58 32.
59 33
60 34
61 34
62 34.
63 35
64 35,
65 35
66 36.
67 37
68 39.
10305R.D

900 2174
746 2309
.145 2391
.232 2574
567 2617
955 2698
.148 2895
.536 2954
688 2992
.393 3103
.758 3172
.580 3311
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095 3737
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.382 4810
.452 4827
034 4918
.244 5127
.367 5316
.707 5370
948 5422
.007 5433
025 5436
.418 5497
499 5680
.774 5889
349 6158
050102.M
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LSC Report - Integrated Chromatogram

File
Operator
Acquired
Instrument
Sample Name:
Misc Info
Vial Number: 26
Quant File :050102

Mclean
9 May
Inst
re-inj

.RES

2002
rumen

C:\MSDCHEM\ 1\DATA\050802\10305R.D

(Chemstation Integrator)

12:56 pm using AcgMethod 508SCAN

Abundance
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10305R.D 050102.M
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Data File
Acg On
Sample
Misc

MS Integratlon Params:

.

-
.

Library Search Compound Report

C:\MSDCHEM\ 1\DATA\050802\10305R.D

S

re-

May 2002 12:56 pm

inj

LSCINT.e

.Vial: 26
Operator: Mclean
Inst :  Instrumen
Multiplr: 1.00

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

Title
Library

508 Modified GC/MS scan
C:\DATABASE\NISTS9S8.L

khkhkhkkhkhkkkkkhkhkhkkhkhhhkkhkhkhhhkhkhkhkhhhkhhkhkhhkhkhhhhkhkdkhhkhdhhkdhhdhkhkdhhkdhkhkhkhkhkdhhhkhhkitkkx

Peak Number 1 Methane, bromodichloro- Concentration Rank 3

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

3.35 0.52 ug/L 420029 1,4-Dichlorobenzene-d4 9.94
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methane, bromodichloro- 162 CHBrCl2 000075-27-483
2 Chlcroform 118 CHC13 000067-66-8 7
3 Chloroform 118 CHCI13 000067-66-3 78
4 Methane, bromodichloro- 162 CHBxrCl2 000075-27-4 74

Abundance Scan 45 (3.344 min): 10305R D (-39) (-) 'm/z 83.00 100.00%
83
5000 ]\N\
47 129 SR A AL AR A
35 o7 93 ] 320330340350360370380
0\111!31\111 Y‘]TTIT‘TL]l!TThTiYll]ll)\I‘\\I']:\‘il]lll‘]ﬁll]F ||]'l'|||l TITTT[TT1rT11 lll||lll m/z 85 OO 67 12/
nfz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
IAbundance #33236: Metf;sane, bromodichloro-
8
5000 ST NRGABRN
320330340350360370380
47 120 m/z 47.05  19.13%
13 7% | e 72 1l %8 16 ||, 164
Olllllf"l]llf]Tl_lllllllllllll T LR llllllllllllllfTTrIIII_l_l_ITllkllfl‘lTlllllllll
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #116499: Chioroform
83
AN NS URAR SABRE NSRS VAR AR RABAR A
3.20 3.30 3.40 3.50 3.60 3.70 3.80
5000 m/z 48.10 14.97%
47
3[5 Il |l| 118
Olll]'!_l_r‘]lllllllllll!lllTlll[ IIIIIIIIIIIIIIII_I_II llAlII!IIIIIIITI(lYlIIII llll[lll
m/z—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
ﬁbundance #116498: Chioroform R RRARRRAEA S e
8 320330340350360370380
m/z 128.90 10.53%
5000
47
35
13 Ll 70 118
Olll[llllllill‘l’mllllll]l‘lIllr'l'_l_l'llllllleI‘llllIIT('llIIIl_l'ﬂl!lKlr]—fllllﬂl"l"lllklr ‘!lllllr"l’llkllr‘l_’_r]lllllll’Tl]lllllll
mfz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 3.203.303.403.50 3.603.703.80
10305R.D 050102.M Thu May 09 13:51:04 2002 Page 4
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Data File

Acg On
Sample
Misc

MS Integratlon Params:

Library Search Compound Report

C:\MSDCHEM\ 1\DATA\050802\10305R.D

9 May 2002

re-inj

Quant Method

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

LSCINT.e

12:56 pm

Vial: 26
Operator: Mclean
Inst : Instrumen
Multiplr: 1.00

(Chemstation Integrator)

Title 508 Modified GC/MS scan
Library C:\DATABASE\NISTS98.L
RS RS R RS S EETEE SRR SRR EEEEEEEEE LS ERESREESEREEEFEEEEEEREREEEE R EREEEEEEE L LR T
Peak Number 2 Acetonitrile, dichloro- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T
3.63 0.80 ug/L 652137 1,4-Dichlorobenzene-d4 9.94
Hit# of 5 Tentative ID MW MolForm CASH# Qual
————————————————————————————————————————————————————————————————————— /
1 Acetonitrile, dichloro- 109 C2HC12N 003018—12-
2 Acetonitrile, dichloro- 109 C2HCI12N 003018-12-064
3 Allyl mercaptan 74 C3H6S 000870-23-5 5
4 3,3-Dichloropropyne 108 C3H2Cl2 1000222-23-9 4
Abundance Scan 93 (3.626 min): 10305R.D (-87) () m/z 74.00 100.00%
74
5000 A
47 —Tr s T
38 320 340 360 380 400
o) Y [ U | U N Y m/z 82.00 50.75%
m/z—> 10 20 30 40 50 80 70 100 110 \
f\bundance #28338: Acetonitrile, dichloro-
74
5000 82 RN ¥/ S s N
47 320 340 360 380 400
. m/z 76.00 34.70%
12 26 J.x]l 11, 62 1 rl 108
0lll7!||ITTIII‘T"IIlllll’llf‘llllTl[T 11]|11K|‘ Kl]llll]"rlll"r
mjz-—-> 10 20 30 40 50 60 70 80 100 110
Abundance #115342: Acetonitrile, dichloro-
74
35 e o S B, SRS,
320 340 360 380 4.00
5000 82 m/z 84.00 33.37%
III"’VIIIIII lll7_|7|llll_|lll ITIIII llT‘l_rll "[_rl I‘l'
mfz—> 10 20 40 50 60 70 80 9 100 110
Abundance #28161: Allyl mercaptan L B T S HRanan oo
4 7 320 340 360 380 400
m/z 47.10 22.96%
5000
47
27 33 11| [l s3 59 68, 1|,
S S I L LA L I LS IR NS I S
miz—-> 10 20 30 40 50 60 70 80 90 100 110 | 320 340 360 380 400
10305R.D 050102.M Thu May 09 13:51:04 2002 Page 5
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Library Search Compound Report

Data File C:\MSDCHEM\ 1\DATA\050802\10305R.D
Acqg On 9 May 2002 12:56 pm

Sample re-inj

Misc :

MS Integration Params: LSCINT.e

Quant Method
Title
Library

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

Vial: 26
Operator: Mclean
Inst : Instrumen
Multiplr: 1.00

(Chemstation Integrator)

******************************************’k*********************_*****

Peak Number 3 Ethanethioic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

375 0.43 ug/L 346166 1,4-Dichlorobenzene-d4 9.94
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual

1 Ethanethioic acid
2 2-Propanone,

76 C2H40S
1,1-dichloro-

126 C3H4Cl20

000513-88-2

3 2-Chloroethanol 80 C2H5CI10 000107-07-
4 Ethyl Chloride 64 C2H5C1 000075-00£43 7
Abundance . Scan 114 (3.749 min): 10305R.D (-105) (-) m/z 43.10 100.00%
4
5000
lllll'l‘]illi‘llﬂkllllll
35 51 63 75 85 340 360 380 400 420
01x]xx||]1r[1”1']!|:'}'[xnxu|'[v—r'|n]nn'llivlv'r'r|||||||rnr]xnn|[n|xx|1ﬁ‘r— m/z 85.00 6.67/
mfz--> 20 30 40 50 60 70 80 90 100 110 120 . 130
Abundance #5942: Ethanethioic acid
43
5000 S N ot
340 3.60 380 4.00 420
m/z 63.00 5.63%
33 61 76
oll]lltlllllllll;](lllllIl(lll]ll’l]llll]lllllllIIIIITI TTT T T T
mfz—-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #109152: 2-Propanone, 1,1-dichlore-
P
B e
340 360 380 400 420
5000 m/z 42.10 5.52%
27 63 83
O'IIII{IIITISIGIIIIY?QI %llllll[ll7lsllllll?1llll T |11r1rrn[|12|6||11‘r‘r—
mfz—-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #108328: 2-Chloroethano! L ELan e e
3 340 360 380 400 420
m/z 35.10 5.45%
5000
44
0 f 37 |H D! 57 63 80 M/W\ WW/\M/‘MM}
llIII Illllllll lllllllllllllllllllllllllI[llll]_l_l'lT Il[ll T Illlll’
m/z--> 20 30 40 50 60 70 80 20 100 110 120 130 .40 60 3.80 400 420]
10305R.D 050102.M Thu May 09 13:51:04 2002 Page 6
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Library Search Compound Report

C:\MSDCHEM\1\DATA\050802\10305R.D

Data File

Acg On 9 May 2002
Sample re-inj

Misc

MS Integratlon Params:

Quant Method

12:56 pm

LSCINT.e

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

Vial: 26
Operator: Mclean
Inst : Instrumen
Multiplr: 1.00

(Chemstation Integrator)

Title
Library

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

kkkhkhkhkhkkhkkhkhkkhkkhkhhkhkhkkkhkkhkkhkhkhkhkhkhkhhkhkhhhkhkhhhkhkhkhkhkhkhkkhkhhhkkhkhkhhhkhkhkhkhkhkkdkkik*k

Peak Number 4 Pyridine, 2-chloro-4-methyl- Concentration Rank 10
R.T EstConc Area Relative to ISTD R.T
5.10 0.34 ug/L 277700 1,4-Dichlorobenzene-d4 9.94
Hit# of 5 Tentative ID MW MolForm CAS#H#
1 Pyridine, 2-chloro-4-methyl- 127 CeH6CIN 003678-62-4
2 o-Chloroaniline 127 C6H6CIN 000095-51-
3 Malonyl guanidine "127 C4HS5N302 1000127~
4 5-Methyl-1-nitropyrazole 127 C4HS5N302 031163-
IAbundance Scan 344 (5.100 min): 10305R.D (-337) (-) m/z 128.90 7100.00%
129
5000
" ‘J‘fu 81 o3 208 480 500 520 540
0::.:[r|||'llll1|'|”| lllllllllllrl'|||V‘7II|TVIIIYVY]fr"7||||‘l_r m/Z 126.90 67.91%
miz—-> 20 40 60 80 100 120 140 160 180 200
Abundance #57621: Pyridine, 2-chloro-4-methyl-
92 12F7
5000 65 T lllirj_‘lllllll"_ﬁ
480 500 520 540
39 m/z 130.90 22.06%
GIII llllllleLTIIl]lI.ZL'il’llllllllllV“]lTYIIlII]lll’llll'
> 20 40 60 80 100 120 140 160 180 200
Abundance #57726: o-Chloroaniline
127
480 500 520 540
5000 m/z 48.00 14.07%
39 g 65
28 2 75 02
OM"L”Z A
m/z—-> 20 40 60 80 140 160 180 200
Abundance #57487 Malonyl guanidine
1%27 480 500 520 540
43 m/z 41.10 13.25%
5000 %9
69 86
57
0' 109 | AL LR LI S B A R
m/z-—-> 20 40 60 80 100 120 140 160 180 200 480 500 520 540
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Library Search Compound Report

Data File C:\MSDCHEM\1\DATA\050802\10305R.D
Acg On 9 May 2002 12:56 pm

Sample re-inj

Misc

MS Integratlon Params: LSCINT.e

Quant Method

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

(Chemstation Integrator)

Title 508 Modified GC/MS scan
Library : C:\DATABASE\NISTO98.L
I E XXX E SRS E SRS S EEEEEEE TS EESEESEEELEE SRS EEEEREELEEERE LR EE LR EEEE R T RRR TR
Peak Number 5 Cyclotrisiloxane, hexamethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T
5.43 0.25 ug/L 199255 1l,4-Dichlorobenzene-d4 9.94
Hit# of 5 Tentative ID MW MolForm CAS#

1 Cyclotrisiloxane,
2 Cyclotrisiloxane,
3 Cyclotrisiloxane,

hexamethyl -
hexamethyl -
hexamethyl -

222 C6H1803S8i3
222 C6H1803Si3
222 C6H18038i3

Vial: 26
Operator: Mclean
Inst Instrumen
Multiplr: 1.00

000541-05-9 78
000541-05-9 7

4 2-Methyl-7-phenylindole 207 C15H13N 001140-08-
[Abundance Scan 399 (5.424 min): 10305R.D (-393) (1) m/z 207.00 100.00%
207
5000
96 191 L L e T
42 119 133 h 500 520 540 560 580
oyttt e m/z 208.00 24 .29%
mfz—> 0 20 40 60 80 100 120 140 160 180 200
Abundance #126481: Cyclotrisiloxane, hexamethyl-
207
5000 T T T
500 520 540 560 580
m/z 96.00 19.75%
75 P 19" g 163 177 ! h
0|Trr‘r]‘!—rrr‘[nrl|!||||||||||rrr'rl[r|||||||r[|v|||||l||||||
m/z—> 0 20 40 60 80 100 120 140 160 180 200
Abundance #84874: Cyclotrisiloxane, hexamethyl-
207
IIIIIIT'llIlIllI T
500 520 540 560 580
5000 m/z 208.90 14.64%
96
191
415 29 45 o1 7585 | 119 Pz 1ear Y|
O L = A a2 R e T NI I
miz--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #126480:; Cyclotrisiloxane, hexamethyl- e -
207 500 520 540 560 580
m/z 190.90 14.59%
5000
96 133 91
0 28 45 61 75 gg | 106 119 147 163 177 [
| III]II!]TTIVIIIII'IIII T IlllerlI l!llllllll llllfllllllllTTllll
m/z—> 0 20 40 60 80 100 120 140 160 180 200 500 520 540 560 5.80
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\050802\10305R.D Vial: 26

Acg On : 9 May 2002 12:56 pm Operator: Mclean
Sample : re-inj Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Paramsg: LSCINT.e

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

Title : 508 Modified GC/MS scan

Library : C:\DATABASE\NIST98.L

I E R X SRR RS EEEEEEESESEEEEEELESEEEE S SRS EE R SR LS L SR EEEEEEEEELEEEREEEEEEEEE LR R E L
Peak Number 6 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

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

5.97 14.34 ug/L 11636500 1,4-Dichlorobenzene-d4 9.94
HitH# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2-Pentanone, 4-hydroxy-4-methyl- 116 CeH1202 000123-42-2
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-

4 Acetone 58 C3H60 000067-64/£1 32
Abundance Scan 493 (5.976 min): 10305R.D (-486) (-) m/z 43.10 100.00%
»®
5000
59
I . 3K 3k sho % o
0lllllll[[llIlllllllllllllllllll%'lTllII]YIV!‘ILIIIIIIIIIIXITI|lll1l1|9|Il)[l|[ m/z 59-10 33008%
mfz—-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #109755: 2-Pentanone, 4-hydroxy-4-methyl- /L
*
5000 IIIITI_I_FIIIIIITT_I'IIIIII
59 560 580 600 620 640
m/z 58.10 21.84%
15 31 101
0 25|1|| 37|l|, 53.:’ 83 I |
lIlIl[lFll‘lﬂ[lTTﬁTlllY]VI'All'lllllll[r‘llllllllllY'[IIIl[l_l_ll]‘l‘T‘r
mfz—> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1 09556: 2-Pentanone, 4-hydroxy-4-methyl-
4
llllll'—[_rl1llllT‘l_rllT7_|_17
560 580 600 620 640
5000 59 m/z 101.10 13.31%
o 2,3 57, 8 g 'Y /\
Tlllltllll‘llllll"lrllllIlTﬂ"ITrllYlllllltTl|[ll|1",_l—17(lllIlllllTlllll
m/z-—> 10 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #5851: 2-Pentanone, 4-hydroxy-4-methyl- B e S AL SN
43 560 580 600 620 6.40
m/z 41.15 5.56%
5000
59
101
a3 53..” 67 778 91 |
0IAI[IIIIIIlll]llﬂl]"fﬂllllIll]flllllhlklirlllllllllll‘l"llllll‘]lll [Tllllﬁlll[!lllll‘illl
m/z—> 10 20 30 40 50 60 70 80 280 100 110 120 130 560 580 600 620 640
10305R.D 050102.M Thu May 09 13:51:05 2002 Page 9

NYC-WTC_000045126




NYC 9/11 Public Portal Document

Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\050802\10305R.D Vial: 26

Acg On : 9 May 2002 12:56 pm Operator: Mclean
Sample : re-inj Inst : Instrumen
Misc : Multiplr: 1.00

MS Integratlon Params: LSCINT.e

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

Title : 508 Modified GC/MS scan
Library : C:\DATABASE\NIST98.L
khkkhkkhkhkhkhkkhkkkkhkkkkhkhkhkhhkhkhkhkhkhhhkhkhkhkhkhkhkhkhkhkhkhhkhhkhkhkhkhkkhkhkkhkkkkhkhkkhkhkhkhkhkhhkhhhhkkhkhkkdk
Peak Number 7 Thiocyanic acid, 2-benzothi... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.58 0.31 ug/L 357652 Phenanthranene-dlo0 22.95
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Thiocyanic acid, 2-benzothiazoly... 192 C8H4N2S2 006011-99-0 53
2 4-Hydroxy-3,5-dimethylcinnamic acid 192 C11H1203 1000132-15-842
3 Bitoscanate 192 CB8H4N2S2 004044-65-27 38
4 2-Imidazolidinone, l-methoxy-3-p... 192 C10H12N202 052420-43%46 37
Abundance Scan 3319 (22.580 min): 10305R.D (-3311) () m/z 192.10 100.00%
192
5000
P T h 2220 2240 2250 7250 2350
o) SRS, = SN VERNNY N/ ' R T m/z 191.10 22.03%
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #80870: Thiocyanic acid, 2-benzothiazolyl ester
ﬂp
5000 VAR ARUAUNUVRSUUN
2220 2240 2260 22.80 23.00
N 6’9 o 108 . 134 e 150 m/z 146.10 15.68%
GY[ITIII II‘!JWI'I'I'YIIII'T !I!I[I]II IlllYlIlElIIlI!Il'IYJV'IIII{"I‘%]]IIII'[IT‘[llllI
m/iz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance -#81030: 4-Hydroxy-3 ,5-dimethylcinnamic acid
192
2220 2240 2260 2280 23.00
5000 m/z 193.00 12.91%
175
63 89 145
14f 1t ] ll I7|Z ]I" 1 105 111|7 1?5 lll 163 } l
R R R R A N A KA LARAN LAA AR LAMAS SRS LRSS LARKE LALSS LARAS EARRS AN
m/fz—> 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170 180 190 200
Abundance #80930: Bitoscanate T B e e o
192 2220 2240 2260 22.80 23.00
m/z 96.00 11.00%
5000
134
50 63 75 S0 160
26 3|91 |l ||“ llll 1 l | 107116 1 14{8 ’ “
Qbbb e e e e e UV UL
/z—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 | 2220 2240 2260 2280 23.00
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\050802\10305R.D Vial: 26

Acg On : 9 May 2002 12:56 pm Operator: Mclean
Sample : re-inj 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\NISTO98.L
I FEEE SRR EEEESEEEEEEEEESEE S EEEES LT EEEEREEEEEEEEREEEEEREEEEEE R X EEEEEEEETETEEE S
Peak Number 8 Anthracene-dl0- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.11 0.51 ug/L 589078 Phenanthranene-d10 22.95
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Anthracene-dl1l0- 188 C14D10 001719-06-8 20
2 Phenanthrene-dl0 188 C14D10 001517-22-2 87
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 36
Abundance Scan 3409 (23.109 min): 10305R.D (-3402) (-) m/z 188.10 100.00%
148
5000
IIY‘l_lllllll‘l_r_llllll
o 5 68 slo 9|4 . 158 L | 2280 23.00 2320 2340 ;
0‘)\‘ll]l\\\‘lﬁ‘\l\!lll{\\!IT111_T|I\lllilllll]!I\11\r!‘[|!l|[l)l]]’11_|_rlI'l||lT[|[IIlI1‘I|TI)§ll¥IlllT‘—I' m/Z 184.10 17-336
L'nlz—> 10 20 30 40 50 60 70 80 20 100110120 130 140 150 160 170 180 190
Abundance #79826: Anthracene-d10-
188
5000 T LR LR |
2280 23.00 2320 2340
m/z 189.10 16.91%
66 80 94
ob 7 30 4282 O | | 108118 132 146 ,,! 170179|’|
AR A N A A A A A R A AN AR AR R LD LR D R RAN LLLRN L T | R
—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
IAbundance #79827: Phenanthrene-d10
148
[ 22180 I23]00 23120 23146
5000 m/z 94.05 16.39%
94 160
0 30 42 52 66 41] 1| 108118 132 146 ] 170179||l
RSN L R LR N SR AR A LS RARAS LS LRSS SRR RARSH SEAAD ARRAS T
mfz—-> 10 20 30 40 50 60 70 80 90 100110120 130 140 150 160 170 180 190
IAbundance #79801: 2,2,9,9-Tetramethyldec-5-ene-3,7-diyne T e
188 22.80 23.00 23.20 23.40
41 131 143 173 m/z 80.10 14.57%
5000 91
77 119 158
0'|HH- HI JJJL‘I || [| I”|1‘,|[l| mlll h“ “I"l'l"=|'fll""l"_lr"l"'ll" R B e e o LM
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140150160170180190 2280 23.00 2320 23.40
10305R.D 050102.M Thu May 09 13:51:06 2002 Page 11
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NYC 9/11 Public Portal Document

Data File
Acg On
Sample
Misc

MS Integration Params:

Library Search Compound Report

C:\MSDCHEM\ 1\DATA\050802\10305R.D Vial: 26
: 9 May 2002 12:56 pm Operator: Mclean
: re-inj Inst : Instrumen
: Multiplr: 1.00
LSCINT.e
C:\MSDCHEM\ 1\METHODS\ 050102 .M (Chemstation Integrator)

Quant Method

Title
Library

508 Modified GC/MS scan
C:\DATABASE\NISTO98.L

khkhkkhkdhkdhkhkhkhkhkhkhdhdhkhhkhkhhkhkhkhkhkkkhkkhkhkhkhkhhhkdhkhhhkhdhhkhkhkhkhhkhhkdhhkhkhhkhhkhkhhkkhkhkhkhhi

Peak Number 9 2-Ethylthio-5-bromo-pyrimid... Concentration Rank 12
R.T EstConc Area Relative to ISTD R.T
30.99 0.30 ug/L 291947 Chrysene-di2 30.81
Hit# of 5 Tentative ID MW MolForm CAS#H#
1 2-Ethylthio-5-bromo-pyrimidin-4 (... 234 C6H7BrN20S 1000148-05
2 Decaborane (14) 124 B1OH14 017702-4
3 5,6-Dicarbadecaborane (12) 124 C2H12BS8 041655-
4 4-(Naphthalen-2-ylamino) -pyrimid... 237 C14H11N30 100014
Abundance Scan 4751 (30.994 min): 10305R.D (-4750) () m/z 237.20 100.00%
208 237
119
36 84
5000
49
/| 3060 5080 3100 3120 3140
OT["YI]Y"IITII'lYIll'll]l'llllYlllll‘l'llll'llllll'll"]l¥ m/z 208 20 83 53/
mfz—> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90710: 2-Ethylthio-5-bromo-pyrimidin-4(3H)-one
201 286
120 148
3060 3080 3100 31.20 3140
175
”H H 2’2‘1 m/z 234.20  74.909
O~ 1I T
m/z—> 20 40 60 80 100 120 140 160 1 200 220 240
Abundance #120935; Decaborane(14)
0
30. 60 I30 80 31 OIOI A 2I0‘ 1311 T4TOT
5000 m/z 119.30  72.55%
0 TTyry vrTT T T T T T T T T T T e T T
m/z—-> 20 40 60 80 100 120 140 160 180 200 220 240 AI\A MM AM
Abundance #53517: 5,6-Dicarbadecaborane(12) e Arrrm L A i
119 30.60 30.80 31.00 31.20 31.40
. m/z 120.05 69.80%
5000
81 2104
O B DRI U W L SR SR VUL LR
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 30.60 30.80 31.00 31.20 31.40
10305R.D 050102.M Thu May 09 13:51:06 2002 Page 12
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\050802\10305R.D Vial: 26

Acg On : 9 May 2002 12:56 pm Operator: Mclean
Sample : re-inj 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
X E R EE S EEEEEEEEE LS LSS ESEEEREEE R EEEEEEEEEEEEEREEEEEEEEEEEEEELEEEETE SR LT
Peak Number 10 Trisiloxane, 1,1,1,5,5,5-he... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
34.37 0.24 ug/L 184396 Perylene-dl2 34.70
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Trisiloxane, 1,1,1,5,5,5-hexamet... 384 Cl12H36048i5 003555-47-3
2 2-(2,6,6-Trimethylcyclohex-1-eny... 222 C14H2202 1000185-64-4 22
3 Valeraldehyde, (o-nitrophenyl)hy... 221 C11H15N302 005977-708 9
4 .alpha.-Tetraloxime, 5,6-dimethoxy- 221 C12H15NO3 1000125-g7-9 9
Abundance Scan 5325 (34.367 min): 10305R.D (-5316) (-) m/z  73.10 ¥00.00%
? 147 221
5000 281
44 355
96 L ‘ 479 34.00 3420 3440 34.60 34.80
0 T T T I T T T III T T T lll T T T T I T T T | T T T l‘rk T T T ] T T T T | T T T T m/z 221'10 83.50%
m/z—> 50 100 150 200 250 300 350 400
Abundance #26961: Trisiloxane, 1,1,1,5,5,5-hexamethyl-3,3-bis[(trime...
] 147
281 ﬂ
5000 |||||x1|||||1|||[,1|hv||
34.00 3420 34.40 3460 34.80
m/z 147.10 80.00%
45 207 369
ol b 95117 4 177 7722 249 310_341 | |
T T T ¥ T ] T T T T T T T T T T T T ! T T L T T T i T L3 T T TTT T T
miz—> 50 100 150 200 250 300 350 400
Abundance #66034: 2-(2,6,6-Trimethylcyclohex-1-enyl)cyclopropanecarb...
147
3400 3420 3440 3460 34.80
5000 107 s 207 m/z 281.10  44.39%
a0 L L
0! L|Jn|. Ly 226
L L L B A A R s S
m/z--> 50 100 150 200 250 300 350 400
Abundance #126930: Valeraldehyde, {o-nitrophenyl)hydrazone
- m 3400 3420 34.40 34.50 34.80
50 m/z 355.10 28.90%
5000
161
104 135
J!]L ‘m i JI,IILIJI L 186
Olll llll[1_l7|llllllll ll]l’llfT"llllllf[lll‘ ~—llill711llll7llllllllf
m/z-> 50 100 150 200 250 300 350 400 3400 3420 34.40 34.60 34.80
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NYC 9/11 Public Portal Document

Data File

Acg On : 9 May 2002 12:56 pm
Sample : re-inj

Misc :

MS Integration Params: LSCINT.e

Quant Method
Title
Library :

Library Search Compound Report

: C:\MSDCHEM\1\DATA\050802\10305R.D

Vial: 26
Operator: Mclean
Inst : Instrumen
Multiplr: 1.00

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

khkhkkhkkhkhkhkhkhhkhkkhhkhhkhkhhhhhkhkhhkhkhkhkkhhhkhkhhkhhhkhhhkhhkhkhhhhkhhhkhkkdkhkhkhkhhkhhkkhkhdkhkk

Peak Number 11

1H-Indole-1l-propanol,

2,3-d.

Relative to ISTD

Concentration Rank 9

R.T. EstConc Area
34.95 0.35 ug/L 263731
Hit# of 5 Tentative ID

Perylene-dl2

MW MolForm

1 1H-Indole-1l-propanol,
2 2H-Bisoxireno[2,3:8,8alazulenoc(4...

3 1,3-Oxathiane,

4,6-dimethyl-,

4 5,6-Dimethyl-1,3-oxathiane

2,3-dihydr...

cis-

191 C12H17NO
262 C15H1804
132 C6H120S
132 C6H120S

056771-63-2 9
036416-50-9
022452-25-1/4
114288-74/3 4

Abundance Scan 5424 (34.9428 min): 10305R.D (-5422) (-) m/ z 131.80 100.00%
132
5000 96 118
191
73
44 Al 260 3460 34.80 3500 35.20
OXXITLI[TIITTJl]—l_Il_l_rrlll](lT—IIAII[I1_|7|[j_f_rlllllllfllllrl"v—!iﬂr‘l m/Z 132 30 82 63%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
bundance #59588: 1H-Indole-1 -prr;panol, 2,3-dihydro-.alpha.-methyl-
132
5000 : : SREE A
3%0%%3%0%%
83 117 191 m/z 95.90  45.61%
103
Ottrxfxnrlllfil[,]ul: unlhln:l|1x§ﬁllrﬁ[:nixln|:1||1||rf|r ™
mfz—> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8020: 2H-Bisoxireno|2,3:8,8alazuleno|4,5-bjfuran-7(3ah)-o...
4
P 111
Mm3%0%%3ﬂ0
5000 m/z 118.20 45.61%
31 150 163175 1912
b
m/z—-> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59592: 1,3-Oxathiane, 4,6-dimethyl-, cis- e e
1? 3460 3480 3500 3520
m/z 116.10 42 .94%
88
5000 60
46 73
102 447
o' e .
T T T T T T |
m/z—> 40 60 80 100 120 140 160 180 200 220 240 260 3460 3480 35.00 3520
10305R.D 050102.M Thu May 09 13:51:07 2002 Page 14
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\050802\10305R.D Vial: 26

Acg On : 9 May 2002 12:56 pm Operator: Mclean
Sample : re-inj 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
khkkhkhkkhkhkkkhkhkhhkhkhkhkhkkhkkhkhhhhhkhkhkhhkhkhkhkhkhkhhkhkhhhkkhkhkhkhhhkhkhkhkhkhkhhkkhkhkkhkhkhkhkhkhkikhkhkhhhkikkx
Peak Number 12 1,1,1,5,7,7,7-Heptamethyl-3... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
35.42 0.44 ug/L 333764 Perylene-dil2
Hit# of 5 Tentative ID MW MolForm
11,1,1,5,7,7,7-Heptamethyl-3,3-bi... 444 C13H4005Si6
2 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 Cl10H3002Si4
3 Heptasiloxane, 1,1,3,3,5,5,7,7,9... 504 C14H4406S8i7
4 Trisiloxane, 1,1,1,5,5,5-hexamet... 384 C12H3604Si5
Abundance Scan 5504 (35.418 min): 10305R.D (-5497) (-) m/z 73.10 /IO0.00%
78
147 1
5000
281 305 429 A e S
40 % | L ‘ 35.00 3520 3540 3560 35.80
3 S N2 | ' Y NN I A m/z 147.05  76.81%
m/z--> 50 100 150 200 250 300 350 400 450
f\bundance #26950: 1,1,1,5,7,7,7-Heptamethyl-3,3-bis{trimethylsiloxy)...
78
147
5000 267
355 429 35.00 3520 35.40 3560 35.80
45 207 ‘ m/z 221.10 69.09%
O'_r"l"'"l""‘l‘7'"I\'J"I"‘I'I'T"I"_"I""I""I
mfz--> 50 100 150 200 250 300 350 400 450
IAbundance #87890: 3,6-Dioxa-2,€ 5,7-tetrasilaoctane, 2,2,4,4,55,7,7...
147 22 '
IYl!AIYIhvll’"A'llllll'Il
73 35.00 3520 35.40 3560 35.80
5000 m/z 207.10 54.10%
191
117 l 279
4 | { 249
Oll'||IYT|III‘|’_‘[|IIIllllrlllIITlIII‘I_IIIIIIIIIIIT[
m/z—> 50 100 150 200 250 300 350 400 450
Abundance #27374: Heptasiloxane, 1,1,3,3,5,5,7,7,9,8,11,11,13,13-tet... L E o R
B 3500 3520 35.40 3560 35.80
m/z 281.00 28.16%
5000 207
133 281 355
oL 2} 103 || 177, | 253 | 327 | 377399 429 489 M
LI SR L WL L WU LA LA S S BN AL REARIVARRNELIAR VR
m/z—> 50 100 150 200 250 300 350 400 450 N 3500 3520 35.40 35.60 3550
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\050802\10305R.D Vial: 26

Acg On : 9 May 2002 12:56 pm Operator: Mclean
Sample : re-inj 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 13 3,6-Dioxa-2,4,5,7~-tetrasila... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
36.50 0.48 ug/L 364141 Perylene-dl2 34.70
Hit# of 5 Tentative ID MW MolForm
1 3,6-Dioxa-2,4,5,7-tetrasilacctan... 294 C10H3002Si4
2 Mercaptoacetic acid, bis(trimeth... 236 C8H20028Si2
3 Pentasiloxane, dodecamethyl- 384 C12H36048i5
4 Pentasiloxane, dodecamethyl- 384 C12H36048i5
IAbundance Scan 5688 (36.499 min): 10305R.D (-5680) (-) ] m/z 73.10 /ZO0.00%
7B 147 221
281
5000 355
429 T 1 T T T TT T T T
s ‘93h | | L[ ’ 36.20 36.40 3660 36.80
| AN S ISR SN N N I SR U A S m/z 147.00 84.099%
m/z—> 0 50 100 150 200 250 300 350 400
r’\bundance #87890: 3,6-Dioxa—2,4,5,7-tetr?silaoctane, 2244557]7...
147 231
73
5000 ll‘IA,A]‘]Arl“r]_l_‘jﬂ[ Mlﬂx ln-rn
191 36.20 36.40 36.60 36.80
117 - m/z 221.10  80.629
0 45 L L) 2e9 |
lllTl’llerIllITllr'l_flTl"_lilTlll[llerlll‘[_rllﬁ
miz—> 0 50 100 150 200 250 300 350 400
Abundance #26922: Mercaptoacetic acid, bis(trimethylsilyl)-
7l
F 147 A
Illl’llllllll_l'lll1_l'_|7l
36.20 36.I40 36.60 36.80
5000 m/z 281.05 63.80%
45 wazm
i3 e fee™® |
O ] T T T l T T 1777| T Y‘T"*] T I71_|7] T 1 T T l T T T T Tl T T [Tl T lj_rl L
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #97318: Pentasiloxane, dodecamethyl-
7F 147 2§1 3620 36.40 36.60 36.80
m/z 355.10 40.94%
5000
369
207
45 117 | 29
0l:;..'j’;..n]n'.l”||11|n’l‘nxxﬁ—(n‘l LA L B B s Gt B e e e Ty T LA I S i B B
m/z—> 0 50 100 150 200 250 300 350 400 36.20 36.40 36.60 36.80
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Library Search Compound Report

Data File C:\MSDCHEM\1\DATA\050802\10305R.D Vial: 26

Acg On 9 May 2002 12:56 pm Operator: Mclean
Sample re-inj Inst Instrumen
Misc Multiplr: 1.00

MS Integratlon Params: LSCINT.e

Quant Method

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

Title
Library

508 Modified GC/MS scan
C:\DATABASE\NISTO98.L

khkhkhkkhkhkkhkkhkhkhhkhkkhkhkhkkkhkhkhkhhkkkhkkhhdkkhkhkhkhkdkkhkhkhkkhkdhkhhkhhkhkhkhkhkkhkhkkhkkkhhkdk

Peak Number 14 Pentasiloxane, dodecamethyl- Concentration Rank 8
R.T EstConc Area Relative to ISTD R.T.
37.78 0.39 ug/L 292416 Perylene-dl2 34.70
Hit# of 5 Tentative ID MW MolForm CAS#H#
1 Pentasiloxane, dodecamethyl- 384 (C12H3604S5i5 000141-63-9 35
2 Pentasiloxane, dodecamethyl- 384 C12H36048S5i5 000141-63-9
3 3,6-Dioxa-2,4,5,7-tetrasilaoctan. 294 C10H30028i4 004342-25-0/27
4 Trisiloxane, 1,1,1,5,5,5-hexamet... 384 C12H3604Si5 003555-47+
bundance Scan 5905 (37.774 min): 10305R.D (-5899) () m/z 221.10 100.00%
73 147 221
281
355
5000
. 96 191 429 NN S
1 AAJ / }l ' , | 37.40 37.60 37.80 38.00 38.20
] N NN GRSV SN N S E— A — m/z 73.10  95.65%
mfz--> 50 100 150 200 250 300 350 400
Abundance #97318: Pentasiloxane, dodecamethyl-
78 147 281
5000 A DA SV BRI B
369 37.40 37.60 37.80 38.00 38.20
m/z 147.05 88.70%
207 249
45 117 | ,
O T “ﬁ’]‘ll T T T l T ll l” I l_l_lgljﬁ T T T I T T T T l_r T T T [ T T T l T T T T
mfz—> 50 100 150 200 250 300 350 400
Abundance #115143: Pentasiloxane, dodecamethyl-
B 147 281
37.40 37.60 37.80 38.00 38.20
5000 m/z 281.05  73.479%
369
207
P les 7 | g | 29 ‘h
O'llll Yj_fll‘ Ill*‘l'l"ﬁ‘llllll‘ll'lllx(l“!l]llll
m/z—> 50 100 150 200 250 300 350 400
Abundance #87890: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7,7 ... B e B
147 psy 37.40 37.60 3780 3800 3820
m/z 355.10 56.99%
73
5000
191
117 279
ol % L L | 249 |
lll‘[lllll[!l l"_rllllr"_‘lllllr T_Vil"r’ITVI I‘I_rllfl TIIT T
miz-—> 50 100 150 200 250 300 350 400 3M0wm3m0%mawo
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\050802\10305R.D Vial: 26

Acg On : 9 May 2002 12:56 pm Operator: Mclean
Sample : re-inj 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
khkkhkkkhkhkkkhhkkhhkkkhkkhkkhkhkkhkhkhkhhhhkhkhhkhkhkkhkhkkhkhkhhkhhkkkhkhkkhkhkhkhkkhkkhkkhhkhhkdhhkhkhhkhkhhkhhhhtkk
Peak Number 15 Cyclopentene, 3,3-dimethyl-... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
39.35 0.28 ug/L 213019 Perylene-dl2 34.70
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 Cyclopentene, 3,3-dimethyl-4-met... 312 Cl6H3202Si2 1000152-27-9
2 Trisiloxane, 1,1,1,5,5,5-hexamet... 384 C1l2H3604Si5 003555-47-3
3 5H-Pyranol[2,3,4,5-1mn]lphenanthri... 221 CL4H7NO2 004733-28-
4 2 (1H)-Quinolinone, 4-phenyl- 221 C15H11NO 005855-57/2 9
Abundance Scan 6173 (39.349 min): 10305R.D (-6158) (-) m/z 73.10 100.00%
78 147
221
5000 355
281
43 193 429 B I I B R L
’ | ‘ 39.00 39.20 39.40 39.60
0xlr'|1nr1rTTv'vlrllr‘|’r7||||:y‘v*—,*1111]||r111111 m/Zl47.10 94.74%
mfz—-> 50 100 150 200 250 300 350 400
Abundance #27372: Cyclopentene, 3,3-dimethyl-4-methylene-1,2-bis(tri...
78
207
5000 M"I""IA""IA""I“‘h’lh‘
147 39.00 39.20 39.40 39.60
45 103 m/z 221.00 78.30%
AESN R S - S
miz--> 50 100 150 200 250 300 350 400
Abundance #26961: Trisiloxane, 1,1,1,5,5,5-hexamethyl-3,3-bis[(trime...
78 147
281 | 30.00 3920 3040 3960
5000 m/z 207.10 46.37%
369
45 207
obok i d ST | 77 Ty 2820, | om0 s |
mfz—-> 50 100 160 200 250 300 350 400
Abundance #87915: S5H-Pyrano[2,3,4,5-Imn]phenanthridin-5-one T
221 39.00 39.20 39.40 39.60
m/z 355.10 41.59%
5000
193
164
0rr3llgI‘IG?“I“:13[(‘81"I“’lll‘["[""l“"[“"l"'T rrprTTT T T T T T T
miz—> 50 100 150 200 250 300 350 400 39.00 3920 39.40 39.60
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Tentatively Identified Compound (LSC) summary

Operator ID: Mclean Date Acquired: 9 May 2002 12:56 pm
Data File: C:\MSDCHEM\1\DATA\050802\10305R.D

Name: re-inj

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

Methane, bromodic... 3.35 0.5 ug/L 420029 1 9.94 32457900 40.0
Acetonitrile, dic... 3.63 0.8 ug/L 652137 1 9.94 32457900 40.0
Ethanethioic acid 3.75 0.4 ug/L 346166 1 9.94 32457900 40.0
Pyridine, 2-chlor... 5.10 0.3 ug/L 277700 1 9.94 32457900 40.0
Cyclotrisiloxane, ... 5.43 0.2 ug/L 199255 1 9.94 32457900 40.0
2-Pentanone, 4-hy.. 5.97 14.3 ug/L 11636500 1 9.94 32457900 40.0
Thiocyanic acid, ... 22.58 0.3 ug/L 357652 4 22.95 46511300 40.0
Anthracene-dil0- 23.11 0.5 ug/L 589078 4 22.95 46511300 40.0
2-Ethylthio-5-bro... 30.99 0.3 ug/L 291947 5 30.81 38755700 40.0
Trisiloxane, 1,1, ... 34.37 0.2 ug/L 184396 6 34.70 30218200 40.0
1H-Indole-1-propa... 34.95 0.3 ug/L 263731 6 34.70 30218200 40.0
1,1,1,5,7,7,7-Hep... 35.42 0.4 ug/L 333764 6 34.70 30218200 40.0
3,6-Dioxa-2,4,5,7... 36.50 0.5 ug/L 364141 6 34.70 30218200 40.0
Pentasiloxane, do... 37.78 0.4 ug/L 292416 6 34.70 30218200 40.0
Cyclopentene, 3,3... 39.35 0.3 ug/L 213019 6 34.70 30218200 40.0
10305R.D 050102.M Thu May 09 13:51:09 2002 Page 19

NYC-WTC_000045136



