NYC 9/11 Public Portal Document

Ly

User: Vinci, David L
Westchester Dept. of Labs & Research
Date: 05/15/2002 Time: 14:55:15

Sample: AE09331

Analysis: $GCMS GCMS Scan For Unknowns
Units: ug

Started: 5/15/02 14:54 Ended: 5/15/02 1
Page: 1

4:54

Other unknown compounds

Surr_2,4-DDD

'79/

10.0

NYC-WTC_000022763




NYC 9/11 Public Portal Document
Comments for Sample AE09331 - Analysis $GCMS
Westchester Dept. of Labs & Research

User: Vinci, David L
Date: 05-15-2002 Time: 14:56:04

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds.

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\050902\9331.D Vial: 21
Acq On : 10 May 2002 8:24 am Operator: Mclean
Sample : 5/8 eh Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: EVENTS.E ’3
Quant Time: May 13 11:42:05 2002 Quant Results File: 050102.RES4-
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 a/% \/
Response via : Initial Calibration -
DataAcqg Meth : 508SCAN
Internal Standards R.T. QIon Response Conc its Dev(Min)
1) 1,4-Dichlorobenzene-d4 9.94 152 8071019 40.00 ug/L 0.01
10) Napthalene-d8 13.43 136 32105407 40.00 ug/L 0.00
17) Acenapthalene-dlo0 18.57 164 17444422 40.00 ug/L 0.00
29) Phenanthranene-dl0 22.96 188 25280967 40.00 ug/L 0.00
37) Chrysene-dl2 30.81 240 17133735 40.00 ug/L 0.00
43) Perylene-dl2 34.71 264 9562502 40.00 ug/L 0.00
System Monitoring Compounds
27) TCMX 20.55 209 3349971 31.63 ug/L 0.00
Spiked Amount 40.000 Recovery = 79.07%
Target Compounds Qvalue
2) n-nitros-dimethyl amine 0.00 74 0 N.D. 4
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(l1-Chloropropane 0.00 45 0 N.D.
'8) N-nitroso-di-propylamine 0.00 70 0 N.D.
9) Hexachloroethane 0.00 117 0 N.D.
11) Nitrobenzene 0.00 77 0 N.D.
12) Isophorone 0.00 82 0 N.D.
13) bis(2-Chloroethoxy) methan 0.00 93 0 N.D.
14} 1,2,4-Trichlorobenzene 0.00 180 0] N.D.
15) Napthalene 0.00 128 0 N.D.
16) Hexachlorobutadiene 0.00 225 0 N.D.
18) 2-Chloronaphthalene 0.00 162 0 N.D.
19) Dimethylphthalate 0.00 163 0 N.D.
20) 2,6-Dinitrotoluene 0.00 165 0 N.D.
21) Acenapthylene 0.00 152 0 N.D.
22) Acenapthalene 0.00 153 0 N.D.
23) 2,4-Dinitrotoluene 0.00 165 0 N.D.
24) Diethylphthalate 0.00 149 0 N.D.
25) 4-Chlorophenyl-phenylether 0.00 204 0 N.D.
26) Fluorene 0.00 166 0 N.D.
28) Azobenzene 20.55 77 611393 N.D.
30) Nnitrosodiphenylamine 20.55 169 64012 N.D.
31) 4-Bromophenyl-phenylether 0.00 248 0 N.D.
32) Hexachlorobenzene 0.00 284 0 N.D.
33) Phenanthrene 0.00 178 0 N.D.
34) Anthracene 0.00 178 0 N.D.
35) Di-n-butylphthalate 25.08 149 42937 N.D.
(#) = qualifier out of range (m) = manual integration
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Quantitation Report (QT Reviewed)
Data File : C:\MSDCHEM\1\DATA\050902\9331.D Vvial: 21
Acg On : 10 May 2002 8:24 am Operator: Mclean
Sample : 5/8 eh Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: EVENTS.E
Quant Time: May 13 11:42:05 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 44599 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
9331.D 050102.M Mon May 13 11:42:24 2002 Page 2
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Quantitation Report

Data File C:\MSDCHEM\ 1\DATA\050902\9331.D
Acg On : 10 May 2002 8:24 am

Sample 5/8 eh

Misc

MS Integration Params: EVENTS.E

Quant Time: May 13 11:42 2002

(QT Reviewed)

Vial: 21

Operator: Mclean
Inst : Instrumen

Multiplr: 1.00

Quant Results File: 0501

02.RES

Method C:\MSDCHEM\1\METHODS\050102.M (Chemstation Integrator)
Title : 508 Modified GC/MS scan
Lagt Update : Mon May 13 11:40:29 2002
Response via Initial Calibration
Abundance TIC: 9331.D
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LSC Area Percent Report

Data File : C:\MSDCHEM\1\DATA\050902\9331.D Vial: 21
Acg On : 10 May 2002 8:24 am Operator: Mclean
Sample : 5/8 eh 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 3.144 3 11 22 BV 3 6724 126846 0.18% 0.031%
2 3.379 45 51 56 PV 33692 523176 0.73% 0.128%
3 3.426 56 59 68 VV 6 5868 104342 0.15% 0.025%
4 3.567 76 83 91 PV 9 4503 116567 0.16% 0.028%
5 3.649 91 97 107 VvV 53971 911669 1.27% 0.222%
6 3.732 107 111 114 VV 2 7922 135474 0.19% 0.033%
7 3.773 114 118 133 VV 18048 399038 0.56% 0.097%
8 4.196 181 190 196 VV 6 3849 89948 0.13% 0.022%
S 4.290 196 206 210 VV 4 4280 82192 0.11% 0.020%
10 4.601 255 259 267 PV 6 2002 45358 0.06% 0.011%
11 5.042 330 334 342 PV 4 6261 130483 0.18% 0.032%
12 5.118 342 347 356 VV 2 13907 241620 0.34% 0.059%
13 5.353 383 387 392 PV 6 1694 33131 0.05% 0.008%
14 5.435 397 401 406 VV 4 4078 70966 0.10% 0.017%
15 5.529 406 417 419 VV 8 2919 63542 0.09% 0.015%
16 5.547 419 420 424 VV 4 2614 41722 0.06% 0.010%
17 5.618 429 432 436 VV 5 3058 48611 0.07% 0.012%
18 5.676 436 442 450 VV 3 9105 188113 0.26% 0.046%
19 5.817 461 466 470 VV 4 2878 49377 0.07% 0.012%
20 5.982 480 4594 521 VvV 1207198 21372147 29.74% 5.212%
21 6.722 616 620 628 VvV 7 2469 58646 0.08% .014%
22 6.951 655 659 665 VV 6 2114 42175 0.06% 0.010%
23 7.016 665 670 672 VV 4 2256 35556 0.05% .009%
24 7.175 688 697 705 PV 10 3522 85607 0.12% 0.021%
25 7.721 786 790 808 Vv 2 16989 465662 0.65% 0.114%
26 8.749 960 965 974 VV 6 2911 59822 0.08% 0.015%
27 9.302 1055 1059 1069 VvV 3 3861 88855 0.12% 0.022%
28 9.689 1122 1125 1127 VV 3 2192 23904 0.03% 0.006%
29 9.942 1158 1168 1189 VV 2660430 49412010 68.77% 12.051%
30 10.265 1217 1223 1231 VV 6 5443 145462 0.20% 0.035%
31 10.371 1234 1241 1253 VV 8 2983 93285 0.13% 0.023%
32 12,040 1519 1525 1537 VV 2 6041 117100 0.16% 0.029%
33 12.404 1583 1587 1593 VV 2 2039 28127 0.04% 0.007%
34 12.527 1593 1608 1619 PV 4 3496 75896 0.11% 0.019%
35 12.662 1627 1631 1635 PV 4 2025 24297 0.03% 0.006%
36 12.727 1635 1642 1647 VV 3798 65171 0.09% 0.016%
37 13.432 1751 1762 1781 PV 3403034 66326930 92.31% 16.176%
9331.D 050102.M Mon May 13 11:42:30 2002 Page 1
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38 13
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File
Operator
Acquired
Instrument
Sample Name
Misc Info

Vial Number:
:050102.RES (Chemstation Integrator)

Quant File

LSC Report - Integrated Chromatogram

C:\MSDCHEM\ 1\DATA\050902\9331.D

Mclean

10 May 2002
Instrumen

5/8 eh

8:24 am using AcgMethod 508SCAN

21
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Data File :
Acg On :
Sample :
Misc :

MS Integration Params:

Quant Method

Title
Library

Library Search Compound Report

C:\MSDCHEM\ 1\DATA\050902\9331.D

10 May 2002

5/8 eh

o se e

8:24 am

LSCINT.e

Vial: 21
Operator: Mclean
Inst Instrumen
Multiplr: 1.00

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

hkhkhkhkhkhkhkhhhkhhkhkkkkkkhkhkhkhhhhhhhhhhkhkkkhhkhkkkhhkhkhhhhhhhhkhkhkkhhhkhkhkhkddhdhkkkddkk

Peak Number 1 Chloroform Concentration Rank 4
R.T EstConc Area Relative to ISTD R.T.

338 0.42 ug/L 523176  1,4-Dichlorobenzene-d4 9.94
Hit# of 5 Tentative ID MW MolForm CAS#H Qual

1 Chloroform
2 Chloroform

118 CHC13
118 CHC13

000067-66-3 78-—/

000067-66-3 64

3 Methane, bromodichloro- 162 CHBrCl2 000075-27-4 59
4 Chloroform 118 CHC13 000067-66-3 56
IAbundance Scan 51 (3.379 min): 9331.D (45) (-) m/z 83.00 100.00%
83
- j\\
47 LA R S S N B SR B I AL S R B
35 l 93 129 3.20 3.40 3.60 3.80
O At 88 | [m/z 85.00 71.09%
mfz—-> 20 30 40 50 60 70 80 80 100 110 120 130
Abundance #116499: Chloroform
83
5000 S B e et e s
3.20 3.40 3.60 3.80
47 m/z 47.10 17.53%
B4, 70 Ll 118
o e e e e e e e e
mfz—-> 20 30 40 50 60 70 80 0 100 110 120 130
Abundance #33238: Chloroform
83
T
3.20 3.40 3.60 3.80
5000 m/z 48.05 12.94%
47
35
ol 28 lar I es 70 |l 118124
lllllllllllllllllllll]li!l]‘lr‘[lllllllllll[llll[llllllTllllllll
m/iz—> 20 30 40 50 60 70 80 80 100 110 120 130
Abundance #116497: Methane, bromodichloro- B e B S A e
83 3.20 3.40 3.60 3.80
m/z 87.00 11.16%
/\
47
28 128
0 I |3I5 “ll I l l 91 f l‘i
et e e e e e e T Tt
miz—> 20 30 40 50 60 70 80 S0 100 110 120 130 3.20 3.40 3.60 3.80
9331.D 050102.M Mon May 13 11:42:31 2002 Page 4
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Library Search Compound Report

8:24 am

Data File :

Acqg On : 10 May 2002
Sample : 5/8 eh
Misc :

C:\MSDCHEM\1\DATA\050902\9331.D

Vial: 21
Operator: Mclean
Inst Instrumen
Multiplr: 1.00

MS Integration Params: LSCINT.e

Quant Method
Title
Library :

C:\MSDCHEM\ 1\METHODS\050102.M
508 Modified GC/MS scan
C: \DATABASE\NI ST98.L

(Chemstation Integrator)

khkkkhkhkkhkhkkhkhkhkhhkkhkhkhhkhhkhkhkhkhhkhkhkkhkhkhkhhkhkhkhhkhhhhkhhhkhkhkkkhkkhkhkhkhhhkhhkhkhkhkhkkidkk

Peak Number

R.T. EstConc

2 Acetonitrile,

dichloro- Concentration Rank 2
Area Relative to ISTD R.T
"""""""""""""""""""""""" 911669  1,4-Dichlorobenzene-d4  9.94
ID MW MolForm CAS#H#

109 C2HCI12N
109 C2HCI12N
108 C3H2C12

1 Acetonitrile, dichloro
2 Acetonitrile, dichloro
3 3,3-Dichloropropyne

003018-12

003018-12-5-64

1000222-23-9 38

4 N-Nitrosodimethylamine 74 C2H6N20 000062-75-9 4
Abundance Scan 97 (3.649 min): 9331.D (-91) (-) m/z 74.00 100.00%
78
82
j{m
47 e
T T T 7T llll]lelr‘lT'lllll
35 58 ’ l " 340 360 380 4.00
O el Al S8 L g8 M1 'm/z 82.00 52.729
m/z--> 10 20 30 40 50 60 70 80 g0 100 110
Abundance #28338: Acetonitrile, dichloro-
¥y
5000 82 .xﬁ’\ll\..,.l....ll.“]”x
47 340 360 380 400
35 ’ } m/zZ 84.00 33.43%
ol 12 72 W TR || R - S , 108
1ttt e e
miz—> 10 20 30 40 50 60 70 80 20 100 110
iAbundance #115342: Acetonitrile, dichloro-
U
35 T T
340 360 380 4.00
5000 82 m/z 76.00 28.24%
l 47
o 4 ll] |,l 1 ’ i
71—ttt
mfz—> 10 30 40 50 60 70 80 90 100 110
Abundance #28312: 3,3-Dichloropropyne e ot NS M G S
¢ 340 360 380 400
m/z 47.00 23.84%
5000
38
[ H
0 T T 2’81 H ll |I|53 610 1'1 82 T T
T e e e e P e T e e T e T e
m/z--> 10 20 30 40 50 60 70 80 100 110 3.40 60 380 4.00
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\050902\9331.D Vial: 21

Acg On : 10 May 2002 8:24 am Operator: Mclean
Sample : 5/8 eh Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

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

Quant Method :
Title : 508 Modified GC/MS scan
Library : C:\DATABASE\NIST98.L
LR R R R R R R Y R EE TR PR REEEE TR EEE T LT T LR R TR TR R
Peak Number 3 2-Propanone, 1,l-dichloro- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.77 0.32 ug/L 399038 1,4-Dichlorobenzene-d4 9.94
Hit# of &5 Tentative ID MW MolForm
1 2—Propanone, 1,1-dichloro- 126 C3H4Cl20
2 Ethanol, 2,2-dichloro- 114 C2H4Cl20
3 Acetic acid, dichloro-, ethyl ester 156 C4H6C1202
4 Acetic acid, dichloro-, ethyl ester 156 C4H6C1202
[Abundance . Scan 118 (3.773 min): 9331.D (-114) (-) m/z 43.10 ¥00.008%
4
5000
e S o o e
63 83 340 360 380 400 420
Y I A A/ m/z  83.00 6.699
m/z—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #109152: 2-Propanone, 1,1-dichloro-
43
5000 T T T T T
340 360 380 400 420
m/z 85.00 5.56%
0 2 3 | 50 63 768 9 111 126
l"IIYllllllll‘rllllllllllll[lll Ill‘TIIl’Tll Ill] llll lll]lllll |llll] ‘ll]
mfz—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #1082: Ethanol, 2,2-dichloro-
3
e e
340 360 380 400 420
5000 m/z 84.00 5.52%
o 424 61 g9768 gs5103 114
R R e e e R AR AR R RARRRRRRRaRRRE
mfz—> 10 20 30 40 50 sb 70 80 90 100 110 120 130 140 150 160
Abundance #108006: Acetic acid, dichloro-, ethyl ester e e
2 340 360 380 400 420
m/z 63.00 4.17%
5000
oL 12 i 4[1‘,‘8r571651 |[ 93100 111 123130 140 _ 154
llllllllllllllllllllll TTUT TTTT lYYllIllI!lllT7‘ll|llll]lllllllll[llllllll TT ‘lITrTrIlll]lllllllllll
m/z—> 10 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 340 360 380 400 420
9331.D 050102.M Mon May 13 11:42:35 2002 Page 6
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Data File
Acg On :
Sample :
Misc

Library Search Compound Report

C:\MSDCHEM\ 1\DATA\050902\9331.D
10 May 2002
5/8 eh

8:24 am

MS Integration Params: LSCINT.e

Quant Method
Title
Library :

vial: 21
Operator: Mclean
Inst : Instrumen
Multiplr: 1.00

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

I ZEEEE X EEEEE R RS R EEEEEREEEE LS RS EELEEEEREESEEEEEEXEEEEEEE R R LS E LR LS EERERE X
Concentration Rank 1

Peak Number 4

2-Pentanone,

4-hydroxy-4-me. ..

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

5.98 17.30 ug/L 21372100 1,4-Dichlorobenzene-d4 9.94
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 Ce6H1202 000123-42-2 90
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 36

[Abundance Scan 494 (5.982 min): 9331.D (-480) () m/z 43.10 100.00%
43
/k
59
N N sk 58 ebo 550 6k
O e e e ol 88 T e 915 | Tm/z 59.05  36.02%
m/z—-> 10 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #109755: 2-Pentanone, 4-hydroxy-4-methyl-
P
5000 l[fﬁ_l_lll‘rl'rrllllllllli‘l
59 560 580 600 620 6.40
m/z 58.10 21.66%
15 31 101
olll|lvlr|]l—?§q‘|]ll?r'llgi'n;||§'=!|vllu|ux|||§§v|]ﬁ—rv‘}|lxxx|lyn|'||||||1v
m/z—> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1 03;56: 2-Pentanone, 4-hydroxy-4-methyl-
I]llll[l’fllllllllir‘l_rll
560 580 600 620 6.40
5000 m/z 101.10 13.69%
] 25111311 37| I3l " 8.3 93 101
AR AR R RS R DAL TR AL LA LI L AL LU NREL ALY B
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5851: 2-Pentanone, 4-hydroxy-4-methyl- e e
43 560 580 600 620 6.40
m/z 41.15 6.18%
5000
59
101
NN 371 11 53..’ 67 778.3 9 +J
0 lllll l]'l_f [l!lll!lllIl'llT'llT]llll]lTTllIl||II|||]|l'I 'T_’_r' l[ IT‘I_I’l"II III]DIIIITI
m/z—-> 10 20 30 40 50 60 70 80 90 100 110 1 130 560 580 600 620 640
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NYC 9/11 Public Portal Document

Data File

Acg On 10 May 2002
Sample 5/8 eh
Misc

Library Search Compound Report

C:\MSDCHEM\1\DATA\050902\9331.D

8:24 am

MS Integration Params: LSCINT.e

Quant Method
Title
Library

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

Vial: 21
Operator: Mclean
Inst : Instrumen
Multiplr: 1.00

(Chemstation Integrator)

hkhkkkhkkhkhkhkhkkkhkkhkhkhhhkhkhkkhkhkkhkhkhkkkkhkkhkhkkhkkhkhkhkhkhhkhkhkhkkkhkhkhkhkkhkhkhhhhkhhkhkhkhki

Peak Number 5 4-Penten-2-one, 4-methyl- Concentration Rank 5
R.T EstConc Area Relative to ISTD R.T
7.72 0.38 ug/L 465662 1,4-Dichlorobenzene-d4 9.94
Hit# of &5 Tentative ID MW MolForm CAS# Qual
1 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 35
2 3-Oxetanol, 2,2,3-trimethyl- 116 C6H1202 025910-96-7 2
3 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 2Z8
4 4-Penten-2-one, 3-methyl- 98 C6H100 000758-87-2/9
Abundance 4SBcan 790 (7.721 min): 9331.D (-786) (-) m/z 43.10 10¢.00%
58
8 o8 740 760 780 800 |
oL, @ LT | /z 58.15 27.76%
m/z—> 20 30 40 50 60 70 80 20 100 110 120
Abundance #110033:; 4-Penten-2-one, 4-methyl-
43
5000 R LN AU SN AU
&3 740 760 7.80 8.00 _
28 55 o8 m/z 87.10 16.97%
O'Ill|l|||j||[ll?l’!!lIIILIIJIIIII IIIlllllllllllllllllllllll]l
miz—> 20 30 40 50 60 70 80 20 100 10 120
Abundance #5761: 3-Oxetanol, 2,2,3-trimethyl-
443
T 'I““I""lﬁ"'l""l
740 760 780 800
5000 s m/z 59.10 11.50%
29 7 86
oot mll sl e | el e
miz—> 20 30 40 50 60 70 80 90 100 110 120
Abundance #109705: 2-Hexanone, 5-methyl- ——r e
43 740 760 7.80 800
m/z 55.20 10.98%
5000
58
27
Il[ aunf L 7[1 85 99 114 N m
O e e e e e e AR RS IR N AL
m/z—-> 20 30 40 50 60 70 80 S0 100 110 120 740 760 7.80 800
9331.D 050102.M Mon May 13 11:42:38 2002 Page 8
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\050902\9331.D
Acg On : 10 May 2002 8:24 am

Sample : 5/8 eh

Misc :

MS Integration Params: LSCINT.e

Quant Method
Title
Library :

Vial:
Operator:
Inst :
Multiplr:

21

Mclean
Instrumen
1.00

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

hkhkkkhkhkhkhkhkhkhkdhhkhhhkhkhkhkhkhkhkhkhkhhhkhkhhkhkhkhhkhhhkhkdhhrkhkhkhkhkdkhkhkhkkhkhkhkhkhkkhkhhhhhhkhik

Peak Number 6 2-Propenal, 3-(3,4-dimethox... Concentration Rank 6
R.T EstConc Area Relative to ISTD R.T

'22.58  0.36 ug/L 622331  Phenanthranene-d10 22.96
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 2-Propenal, 3-

2 (-

(3,4-dimethoxyphen. ..
)-1,2,3,4-Tetrahydroisoquinoli. ..

192 C11H1203
251 C13H17NO4

004497-40-9 45
1000127-91-1 4

3 Phenanthrene, l-methyl- 192 C15H12 000832-69-9
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2/40
[Abundance Scan 3318 (22.575 min): 9331.D (-3309) (-) m/z 192.10 100/00%
192
|
5000 /\
o5 146 T T T T T T T T T T
66 82 160 2220 2240 2260 22.80 23.00
ol iz 120132 | [M/z 181.10  19.959
miz—> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance

#80953: 2-Propenal, 3-(3,4-dimethoxyphenyl)-
192

161

5000 LI B e e e e A EE
2220 2240 2260 22.80 23.00
177 m/z 146.10 14.83%
mfz—> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #81004: (-)-1,2,3,4-Tetrahydroisoquinolin-6-ol-1 -gzarboxyh
1
B B e R
2220 2240 2260 2280 23.00
5000 m/z 96.00 13.43%
177
o 42 53 65 77 96107118 132 148161 bl 208 222 236 251
B A e e S e, r T — T
miz—> 20 40 60 8 100 120 140 160 180 200 220 240
Abundance #125856: Phenanthrene, 1-methyl- e
192 2220 2240 2260 2280 23.00
m/z 193.10 12.76%
5000
% 165
ol 27 39 51 €3 82 115126 139 152 ' 178
< TI"I’1!I;III|I1"7[ ‘l"lllllllllll'lllll
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 2220 2240 2260 22.80 23.00
9331.D 050102.M Mon May 13 11:42:38 2002 Page 9
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\050902\9331.D Vial: 21

Acqg On : 10 May 2002 8:24 am Operator: Mclean
Sample : 5/8 eh 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
Ak hkhkdhkhkhkkhkrkdhkhdkhhhhkdhkhkdrhdhkhkhkhkdhhkhhhkhkhkhkhkhkkhkhkhhkhkkdhkkkhkhkhkkhkikdki
Peak Number 7 Phenanthrene-dl0 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.11 0.51 ug/L 891875 Phenanthranene-d10 22.96
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 Phenanthrene-dl0 188 C14D10 001517 22-2 &77
2 Anthracene-dl0- 188 C14D10 001719-06-8 64
3 Cycloheptanone, 4-phenyl- 188 C13H160 067688-28-2 50
4 Antipyrine 188 C11H12N20 000060-80-0 50
Abundance Scan 3409 (23.109 min): 9331.D (-3402) (-) m/z 188.10 100.00%
188
5000
g0 9 160 | 2280 2300 2320 2340
43 . Y .. 0
or,....,....l..,~.....-.'°T.7l.§f,....ll....,,l,...l‘?f’.....1,1?,2.1.1.‘.‘?.IH el | M7z 94.10 18.46%
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
IAbundance #79827: Phenanthrene-d10
188
5000 UMM AR DU
| 22180 23.00 2320 23.40
m/z 80.10 14.91%
o5 0 94 160 l
30 4252 S | | 108118 132 146 | 170179])
clI‘lllllllllllllllllll|l'l llll' lT'ITTT'T[IYTI‘I’r"[I”lII'll1llllllllf YT7T"'1] |||l‘l

T r
mfz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
26:

38

Abundance #79826: Anthracene-d10-
1§

TT T TrT L S S I B R L |

2280 23.00 2320 23.40
m/z 189.10 12.94%

5000
80 94 160
0 17 30 42 52 66 108 118 132 146 170179
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 120
Abundance #79739: Cycloheptanone, 4-phenyl- T o
188 22.80 23.00 2320 23.40
104 117 m/z 184.10 12.55%

o! S S

™7
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 | 22.80 2300 23.20 2340
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\050902\9331.D Vial: 21

Acg On 10 May 2002 8:24 am Operator: Mclean
Sample 5/8 eh 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

khkkkhkhkhhkhkkhkhdhkhkhkhhhkdkhkhkhkhkhkhkhkhkhkhkhkhkkkhkhkhkhhkhkdkhhhkhhkhhkhhkhkhkhkhkhkhhkhhhrhhkdhhdkix

Quant Method

Peak Number 8 3,6-Dioxa-2,4,5,7-tetrasila... Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T
‘36.82  0.32 ug/L 279295  perylene-d12 34.71
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual

1 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 43
2 1,3-Benzodioxole, 5-[3-acetamino... 221 C12H15NO3 1000124-33-0
3 Octasiloxane, 1,1,3,3,5,5,7,7,9, 578 C16H5007Si8 019095-24-0/12

4

4 9H-Purin-é6-amine, N-methyl-9-(tr. 221 C9H15N5Si 032865-83-4 9
lAbundance Scan5742(36817m|n) 9331D(—5721)() m/z 221.10 100.00%
147 221
73
5000 281 355
36 429 T N y
| { ” | 191 1 36.40 3660 3680 3700 3720
ottt e e e m/z 147.10 95.54%
miz—> 50 100 150 200 250 300 350 400 450 500 550
Abundance #87890: 3,6-Dioxa-2,4,5,7-tetrasilacctane, 2,2,4,45,5,7,7...
147 221
73
5000 .r..,.”—r..,,,.”,[‘—r
36.40 3660 3680 37.00 37.20
191 m/z 73.10 60.34%
117 l 279
N L] 249 |
S B e N a2 e A A AL AL S
mfz—> 50 100 150 200 250 300 350 400 450 6500 550
Abundance #87894: 1,3—?enzodioxole, 5-[3-acetaminopropyl]-
221
43 73 135162 3640 3660 36.80 37.00 37.20
5000 m/z 207.00 58.20%
c,‘.‘l’L-hHl N
miz—> 50 150 200 250 300 350 400 450 500 6550
Abundance #27373 Octasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,1315,1... T — T
B 36.40 3660 36.80 37.00 37.20
m/z 281.00 42 .58%
5000 207
281
147
ol 451 117] | 177, || 21| 313, LL371 401429 503 563
Tt A e e T T
m/z—> 50 100 150 200 250 300 350 400 450 500 550 J 3640 36.60 36.80 37.00 37.20
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Tentatively Identified Compound (LSC) summary

Operator ID: Mclean Date Acquired: 10 May 2002 8:24 am
Data File: C:\MSDCHEM\1\DATA\050902\9331.D

Name: 5/8 eh

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
Chloroform 3.38 0.4 ug/L 523176 1 9.94 459412000 40.0
Acetonitrile, dic.. 3.65 0.7 ug/L 911669 1 9.94 45412000 40.0
2-Propanone, 1,1-... 3.77 0.3 ug/L 388038 1 9.94 45412000 40.0
2-Pentanone, 4-hy... 5.98 17.3 ug/L 21372100 1 9.94 45412000 40.0
4-Penten-2-one, 4... 7.72 0.4 ug/L 465662 1 9.94 49412000 40.0
2-Propenal, 3-(3,... 22.58 0.4 ug/L 622331 4 22.96 69426600 40.0
Phenanthrene-di0 23.11 0.5 ug/L 891875 4 22.96 69426600 40.0
3,6-Dioxa-2,4,5,7... 36.82 0.3 ug/L 279295 6 34.71 35160400 40.0
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