NYC 9/11 Public Portal Document

Quantitation Report (QT Reviewed)
Data File : C:\MSDCHEM\1\DATA\020419\08485.D Vial: 22
Acg On : 20 Apr 2002 4:48 am Operator: Nefliu
Sample : sample Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: EVENTS.E
Quant Time: Apr 26 15:30:09 2002 Quant Results File: SCAN020418.RE

Title : Method 508 GC/MS Scan
Last Update : Mon Apr 22 08:00:39 2002
Response via : Initial Calibration

DataAcqg Meth : 508SCAN1

/
Quant Method : C:\MSDCHEM\1\METHODS\SCAN020418.M (Chemstation Integraﬁ:sﬁ

Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 11.38 152 11173860 40.00 ug/l -0.05
10) Naphthalene-ds8 16.54 136 42654627 40.00 ug/l -0.07
17) Acenaphthene-dio0 24 .46 164 23503360 40.00 ug/l -0.06
30) Phenanthrene-dlo0 31.72 188 34189491 40.00 ug/l -0.06
38) Chrysene-dil2 39.93 240 23989681 40.00 ug/1 -0.08
44) Perylene-dl2 43.15 264 17688836 40.00 ug/1l -0.04
System Monitoring Compounds
27) TCMX 27.55 207 30320m 0.21 ug/1l -0.06
Spiked Amount 10.000 Recovery = 2.10%
Target Compounds Qvalue
35) Di-n-butylphthalate 34.81 149 33983 0.03 ug/1 79
(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Quantitation Report (QT Reviewed)
Data File : C:\MSDCHEM\1\DATA\020419\08485.D Vial: 22
Acg On : 20 Apr 2002 4:48 am Operator: Nefliu
Sample : sample Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: EVENTS.E
Quant Time: Apr 26 15:33 2002 Quant Results File: SCAN020418.RES
Method : C:\MSDCHEM\1\METHODS\SCAN020418.M (Chemstation Integrator)
Title : Method 508 GC/MS Scan
Last Update : Mon Apr 22 08:00:39 2002
Response via : Initial Calibration .
Abundance TIC: 08485.D
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NYC 9/11 Public Portal Document

LSC Report - Integrated Chromatogram

File : C:\MSDCHEM\1\DATA\020419\08485.D

Operator : Nefliu

Acquired : 20 Apr 2002 4:48 am using AcgMethod 508SCAN1
Instrument : Instrumen

Sample Name: sample

Misc Info :
Vial Number: 22
Quant File :SCAN020418.RES (Chemstation Integrator)

Abundance TIC: 08485.D
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File C:\MSDCHEM\ 1\DATA\ 020419\ 08485.D Vial: 22

Acg On 20 Apr 2002 4:48 am Operator: Nefliu
Sample sample Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

Quant Method : C:\MSDCHEM\1\METHODS\SCAN020418.M (Chemstation Integrator)

: Method 508 GC/MS Scan
C: \DA'I'ABASE\niSt98 .1

Title
Library

I X R R R R R R X R X R XA XIS RS RS ST ES S SR 222 8 2 £ R AR R AR R AR AR R RS RS RS S

Peak Number 1 Pyrimidinetetramine-

Concentration Rank 14

R.T EstConc Area Relative to ISTD R.T
16.76 0.24 ug/1 457752 Naphthalene-ds8 16.54
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrimidinetetramine- 140 C4H8N6 001004-74-6 59
2 2-Hydroxy-5-nitropyridine 140 CB5H4N203 005418-51-9 50
3 para-Methoxybenzenethiol 140 C7H80S 000696-63-9 45
4 Pyrimidine, 2,5-dimethoxy- 140 C6H8N202 016290-94-1 42
Abundance Scan 2329 (16.763 min): 08485.D (-2321) (-) io m/z 140.10 100.00%
1
5000 40
70 llllll'lllllllllllllll'
60 78 86 J 108 1640 16.60 16.80 17.00
clllllll]lllDlllllllllllllll]rlll lllll]‘}lll lllll llll] IIIII TTr 17T TTTT ¥IXII m/z 40010 51.082%
mfz—> 102030405060708090100110120130140
Abundance #63524: Pyrimidinetetramine- a0
1
m 43 lllllllllllllllllllllll
16.40 16.60 16.80 17.00
123 m/z 70.10 16.75%
28 55 | 9% 112
cllllllll l ll’!l’ﬁllﬁj!'pﬁrl_r l” 'lll ’,lll I]I 105! !"lll ;111]lllllllllll
miz—> 102030405060708090100110120130140
Abundance #6357 1: 2-Hydroxy-5-nitropyridine 40
1
1640 1660 1680 17.00
5000 - m/z 141.00 12.85%
) 55 80 93 110
crr]ltrllvlr lnx||[|4'i4|1}q!|:|||{l"hxni‘f‘!“! Il' 1101311||11| 1?4131111 llrlr[
mfz—> 102030405060708090100110120130140
Abundance #63646: para-Methoxybenzenethiol R e B
140 1640 16.60 16.80 17.00
125 m/z 94.10 12.44%
5000
97
69
c.-l 15 lll??l|(?ﬁl4lflifl?lll=;|:||!11‘71:17'|1'81411 lll!}l 10]9llll| I]I‘ llrrlllllll T T T°T T T . T
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1640 1660 1680 1700
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NYC 9/11 Public Portal Document
Library Search Compound Report

Data File C:\MSDCHEM\1\DATA\020419\08485.D Vial: 22

Acg On 20 Apr 2002 4:48 am Operator: Nefliu
Sample sample Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

Quant Method
Title
Library

Method 508 GC/MS Scan
C:\DATABASE\nist98.1

C:\MSDCHEM\ 1\METHODS\SCAN020418.M (Chemstation

Integrator)

dkhkhkhkhkhkkkdkhkkhkhhkhhkdkkhhhkhkhkhhkhkkhkhhhhkkhkhkdkkhkkkhkhkkhkhkkkhkhhhhhhkhkhhdkhhhkdkkhkihk

Peak Number 2 2,4-Diamino-6-(hydroxymethy...

R.T EstConc Area Relative to ISTD
31.09 0.40 ug/1 852027 Phenanthrene-d10
Hit# of & Tentative ID MW MolForm

1 2,4-Diamino-6- (hydroxymethyl)pte... 192 C7H8N6O

Concentration Rank &

000945-24-4 64

2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 50
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 50
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 50
Abundance Scan 4767 (31.088 min): 08485.D (-4759) (-) ?2 m/z 192.10 100.00%
1
5000 ]\\

N 146 160 L] LER BRI ¥

49 82 3080 3100 3120 3140
Ol 20 O " LS -"..l.. m/z 191.00 19.52%

m/z—> 20 30 4050607080 90100110120130140150160170180190200

I

3080 3100 3120 3140

mfz—> 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 190 200

Abundance #125821: 2,4-Diamino-6-(hydroxymethyl)pteridine
43 192
163
5000
28
m/z
0|||||l].‘i|uu||

96.00

|

14.67%

Abundance #125842: Phenanthrene, 2-methyl-
30,80 31.00 3120 3140
5000 m/z 146.10 13.56%
96
ol 27 30 51 63 8 115 126 139 152 165 176
mfz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180 200
IAbundance #125849; Anthracene, 9-methyl- . e e e
1 mwsmommmw
m/z 160.10 11.66%
5000
| 105 115 126 139 152
mfz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 3080 3100 3120 3140
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File C:\MSDCHEM\1\DATA\020419\08485.D Vial: 22

Acg On 20 Apr 2002 4:48 am Operator: Nefliu
Sample sample Inst Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

Quant Method C:\MSDCHEM\ 1\METHODS\ SCAN020418.M (Chemstation Integrator)

Title
Library

Method 508 GC/MS Scan
C:\DATABASE\nist98.1

khkkhkkhkhhkhkhhhkhkhkhhhhkhkhhkhhhhkhkkhkhhkkkhhkhkhkhkhhhhkhkhhhhkhhhkhhhkhhkhkhkhhhkhdkdkkhhkdk

Peak Number 3

Anthracene-dl10- Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T
0.42 ug/1l 889228 Phenanthrene-d10 31.72
5 Tentative ID MW MolForm CAS# Qual
hracene-dl10- 188 C14D10 001719-06-8 90
2 Phenanthrene-dl0 188 C14D10 001517-22-2 86
3 7-Tetradecene-5,9-diyne, (E)- 188 C14H20 013304-98-8 42
4 Phosphonic acid, (3-methyl-3-pen... 188 C8H1303P 022152-34-7 38
Abundance Scan 4915 (31.957 min): 08485.D (-4904) (-) 46 m/z 188.15 100.00%
1
5000
80 g4
66 l 160 IL 31.60 31.80 32.00 32.20
c‘ll"lll TI'I flTl] llll‘i}lllll{llllTllll llll r[l IITI ll llll ll’[llllllllll[ lll[lllll m Z 80 20 21013%
m/z—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180
Abundance #79826: Anthracene-d10-
188
5000 T T T
3160 3180 3200 3220
o 80 94 50 /z 189.20 18.62%
0! 17 30 42 52 108118 132 146 170179
mfz—-> 10 20 30 40 50 60 70 80 €0 100110 120 130 140 150 160 170 180 190
Abundance #79827: Phenanthrene-d10
3160 31.80 &Ob 3220 T
5000 /z 94.05 18.01%
80 g4
ol 30 42 52 66 108118 132 146
mfz--> 10 20 30 40 50 60 70 80 S0 100110 120 130 140 150 160 170 180 190
Abundance #79740: 7-Tetradecene-5,9-diyne, (E)- T
188 31.60 3180 3200 3220
91 17 131 m/z 184.10 13.65%
41
77 103 145
51
| | M | 199
clll ll l‘llll'llll’l'[!ll'[flll[l'[l]lilf[l'l‘[‘ 13[‘ |l]’ llﬁ ll T7T II T Illllllll!]lll Il T | T LI SIS llllllll"l_l_r
mfz--> 1 30 40 50 60 70 80 S0 100110 120 130 140 150 160 170 180 190 3160 3180 32.00 32.20
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File C:\MSDCHEM\1\DATA\020419\08485.D
Acg On : 20 Apr 2002 4:48 am

Sample sample

Misc

MS Integration Params: LSCINT.e

Quant Method
Title
Library

Method 508 GC/MS Scan
C:\DATABASE\nist98.1

Vial: 22
Operator: Nefliu
Inst Instrumen
Multiplr: 1.00

C:\MSDCHEM\ 1\METHODS\SCAN020418.M (Chemstation Integrator)

dhkhkhdkhkkdkhhkhkhhkhhkhhhhkhhhhhkhkhkhkhkhkhkhkhkhkhhkdkhkhkkkkhkhhkhhkhkhkhkhkhkhkhhkhkkhkhkkhkhkhkhkhhkkik
Concentration Rank 3

Peak Number 8

1-Pyrenecarboxaldehyde hydr...

R.T EstConc Area Relative to ISTD R.T
39.22 0.46 ug/l 824590 Chrysene-di12 39.93
Hit# jof 5 Tentative ID MW MolForm CAS#H# Qual

-Terphenyl-dil4

3/1,3-Benzoxazine, 3-methyl-2-phen...

244 C18D14

244 C15H20N20

244 C17H12N2

076465-53-7 64
001718-51-0 59
1000138-91-6 42

1,4-Cyclohexadiene, 6-methylene-... 244 C19H16 018636-59-4 42
Abundance Scan 6152 (39.226 min): 08485.D (-6096) (-) m/z 244.10 100.00%
2
5000
40
122 e
51 84 99 197 38.80 39.00 39.20 39.40 39.60
o SN N A N Y N E— m/z 243.10 55.61%
miz—> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92197: 1-Pyrenecarboxaldehyde hydrazone
244
5000 ,....,....,-.A.x]x.....l
201 38.80 39.00 39.20 39.40 39.60
228 m/z 40.10 34.92%
100 122 189 || 213
ol 49 63 84 11 135 150 163174
miz—-> 20 40 60 8 100 120 140 160 180 200 220 240
Abundance #92199: p-Terphenyl-d14
: 2
T e
38.80 39.00 39.20 39.[40 39.160
5000 m/z 121.70 22.28%
122
ol 18 30 42 54 66 80 94 106
m/iz—> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92193: 1,3-Benzoxazine, 3-methyl-2-phenylimino-perhydro-,... e
244 38.80 39.00 39.20 39.40 39.60
m/z 245.20 21.83%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 3880 30,00 3920 39.40 39.60
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NYC 9/11 Public Portal Document
Library Search Compound Report

Data File C:\MSDCHEM\1\DATA\020419\08485.D Vial: 22

Acq On 20 Apr 2002 4:48 am Operator: Nefliu
Sample sample Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

Quant Method C:\MSDCHEM\ 1\METHODS\SCAN020418.M {(Chemstation Integrator)

Title Method 508 GC/MS Scan
Library C:\DATABASE\nist98.1
khkkhkhkhkhkhkhkdhkhkhkhkdhhkhkhkhkhhkhhhhkhhhhkhkhhhhkkdhkhhhkhkhkkhkkkkhkkhkhhkkhkhkhkhkhkdhkhkhkkhdhdkix
Peak Number 9 3-Azabicyclo[3.3.0]Joctane, Concentration Rank 2
R.T EstConc Area Relative to ISTD R.T
40.44 0.57 ug/1 1019620 Chrysene-d12 39.93
Hit# of 5 Tentative ID MW MolForm CASH Qual

1 3-Azabicyclo[3.3.0]loctane; 7-iso... 227 Cl6H21N
2 5-Cyano-8-dimethylamino-6-methox... 227 C13H13N30
3 4-Methyl-9-chloro-acridine 227 Cl4H10CIN
4 5-Cyano-2-methyl-6-phenyl-4-thio... 227 C12H9N3S

1000156-34-6 40
1000213-20-5 36
1000147-94-5 9
013996-07-1 9

Abundance Scan 6359 (40.442 min): 08485.D (-6341) () m/z 227.20 100.008%
247
5000
113 A/\&llll T T T All'
40 g5 99 198 lM 240 4020 4040 4060 4080
ot H-rrrr—rrt— -t el . m/z 113.50 27.05%
miz—> 20 40 60 80 100 120 140 160 180 200 220 240

AV

T T Ty T T T T

40.20 40.40 4060 4080

m/z 228.10 16.76%

A

4020 40.40 4060 4080

m/z 226.20 15.11%

TT T T TT T T 7T

I
l 40.20 40.40 4060 4080

m/z 225.10 9.72%

Abundance #82074: 3-Azabicyclo[3.3.0]cctane, 7-isopropylidene-3-phenyl-
5000
0.
miz—> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89117: 5-Cyano-8-dimethylamino-6-methoxyquinoline
227
212
5000
198
ol ,,,52 63 76 88 101 114 127 141 155 169 184 ,JJ |
T Tlllllll LIRS T lllllll llll[Tllllll
mfz—-> 20 40 60 80 100 120 140 160 180200220240
Abundance #89143: 4-Methyl-S-chloro-acridine
227
5000
191
0 6113 1l 8l||2n 9.|6L 114 139 163 v
||r111r||llrr‘rllrl|l|rr?":]r|l|'illll]
miz—> 20 40 60 80 100 120 140 160 180 200 220 240

LANLEN B L B B B T

40.20 40.40 4060 4080
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NYC 9/11 Public Portal Document
Tentatively Identified Compound (LSC) summary

Operator ID: Nefliu Date Acquired: 20 Apr 2002 4:48 am

Data File: C:\MSDCHEM\1\DATA\020419\08485.D

Name: sample

Misc:

Method: C:\MSDCHEM\1\METHODS\SCAN020418.M (Chemstation Integrator)
Title: Method 508 GC/MS Scan

Library Searched: C:\DATABASE\nist98.1

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

_— - - e e e o . e e e e e o e o o i o~ — = et s s M o e e e em e e e - e e M MR = e = - - - e e e - - T

idinetetramine- 16.76 0.2 ug/1 457752 2 16.54 77909100 40.0
“4-Diamino-6- (hy.. 31.09 0.4 ug/l 852027 4 31.72 85398000 40.0
‘ de%@gu.% 0.4 ug/l1 889228 4 31.72 85398000 40.0
hyl—3—Vinyl-...7 33.22 0.2 ug/l 465281 4 31.72 85398000 40.0
ggormamide, N—(cYa... 33.85 0.3 ug/l 578352 4 31.72 85398000 40.0
%}ZrPfopadiene 36.04 0.2 ug/l 417534 5 39.93 71012100 40.0
’,,2<P;bpadiene 36.83 0.2 ug/1 369280 5 39.93 71012100 40.0
;;rPir necarboxald... 39.22 0.5 ug/1 824590 5 39.93 71012100 40.0
KB’AEEBicyclo[3.3.... 40.44 0.6 ug/l 1019620 5 39.93 71012100 40.0
),ey)c] hexen-1-ca... 41.10 0.2 ug/l 394997 5 39.93 71012100 40.0
#g;Bdfloe—lJ4—diol 42 .61 0.3 ug/1 398521 6 43.15 62325400 40.0
_Bzéffﬁnacid, 4-(3... 43 .66 0.3 ug/l 414111 6 43.15 62325400 40.0
Adeﬁﬁ’ine, 2-methyl- 44.21 0.3 ug/l 477205 6 43.15 62325400 40.0
_Eenﬁgﬁe, 1,2,3-tr... 44 36 0.2 ug/l 335266 6 43.15 62325400 40.0
B nol, 2,2,2-tr... 44 .66 0.2 ug/l 384777 6 43.15 62325400 40.0
Q oli , 2-(1-m... 44 .77 0.3 ug/l 519237 6 43.15 62325400 40.0
deneggine, 2-methyl- 45.01 0.7 ug/l 1100360 6 43.15 62325400 40.0
A osine, 2-methyl- 45.87 0.3 ug/l 507878 6 43.15 62325400 40.0
_—Trifluoroacetyl... 46.07 0.2 ug/l 319824 6 43.15 62325400 40.0
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