NYC 9/11 Public Portal Document

User: Vinei, David L
Waestchester Dept. of Labs & Research
Date: 0172572002  Time: 17:15:14

Sample: -AEQ0698

Analysis: $GCMS ~GCMS Sean For Unknowns

Units: ug

gtarted: 1/25/02 1714 Ended: 1/25/02 17:14 Analyst: DLV
age: 1

Other unknown compounds .
wrr_2,4-DDD 80 5.0
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. Comments for Sample AE00698 - Analysis $GCMS

Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 01-25-2002 Time: 17:16:21

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

The recoveries for 8 of the 43 compounds in the LCS Standard were above their
acceptance ranges.

NYC-WTC_000050398



Data File
Acg On
Sample
Misc :
MS Integrati
Quant Time:

Quant Method
Title

Last Update
Response via

NYC 9/11 Public Portal Document
Quantitation Report

{(Not Revi

C:\MSDCHEM\1\5973N\02JAN23\00698.D

23 Jan 2002
508 scan
January 22,
on Params:
Jan 24 09:4

C:\MSDCHEM\1..
508 scan method
Fri Jan 11 13:20:07 2002
Initial Calibration

7:05 pm

2002
SPLIT.P
6:39 2002

ewed)

vial:
Operator:
Inst
Multiplr:

Quant Results FPile:

.\SCAN508.M (RTE Integrator)

6

Instrumen
1.00

SCAN508 .RES

DataAcg Meth SCAN508
Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 9.71 152 1240949 20.00 ug/L 0.00
10) Naphthalene-ds8 13.19 136 5244228 - 20.00 ug/L -0.02
17) Acenaphthene-dlo0 18.34 164 2721108 20.00 ug/L -0.01
29) Phenanthrene-dl0 22.65 188 4519081 20.00 ug/L -0.02
38) Chrysene-dil2 30.49 240 3855271 20.00 ug/L -0.02
44) Perylene-dl2 ' 34.42 264 2806708 20.00 ug/L 0.00
System Monitoring Compounds
37) 2,4-DDD 27.73 235 283955 3.98 ug/L 0.00
Spiked Amount 5.000 Recovery = 79.60%
Target Compounds Qvalue
20) Dimethylphthalate 18.34 163 434877 2.42 ug/L # 56
21) 2,6-Dinitrotoluene 18.34 165 346378 9.88 ug/L # 17
42) Bis(2-ethylhexyl)phthalate 31.09 149 8944 0.60 ug/L 84
(#) = qualifier out of range (m) = manual integration
00698.D SCANS508.M Thu Jan 24 09:46:40 2002 Page 1
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Quantitation Report (Not Reviewed)
Data File : C:\MSDCHEM\1\5973N\02JAN23\00698.D vial: 6
. Acg On : 23 Jan 2002 7:05 pm Operator:
Sample : 508 scan Inst : Instrumen
Misc : January 22, 2002 Multiplr: 1.00
MS Integration Params: SPLIT.P
Quant Time: Jan 24 9:46 2002 Quant Results File: SCAN508.RE
Method C:\MSDCHEM\ 1\METHODS \METHODS \SCAN508.M (RTE Integrator)
Title 508 scan method

Pri Jan 11 13:20:07 2002
Initial Calibration

Last Update
Response via
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00698.D SCAN508.M Thu Jan 24 09:46:40 2002 Page 2
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LSC Area Percent Report

. Data File : C:\MSDCHEM\1\5973N\02JAN23\00698.D Vial: 6
Acg On : 23 Jan 2002 7:05 pm Operator:
Sample : 508 scan Inst : Instrumen
Misc January 22, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Method : C:\MSDCHEM\1\METHODS\METHODS\SCAN508.M (RTE Integrator)
Title : 508 scan method

Smoothing : OFF Filtering: 5

Sampling : 2 Min Area: 100 Area counts
Start Thrs: 0.2 Max Peaks: 20

Stop Thrs : 0 Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Signal : TIC
peak R.T. first
# min scan

1 3.499 9
2 3.614 19
3 5.908 219
4 6.011 229
5 7.472 357
6 9.710 551
7 9.847 561
8 13.192 855
9 13.375 873
10 16.549 1149
11 18.341 1305
12 22.280 1651
13 22.645 1681
14 22.771 1685
15 24.712 1865
16 27.052 2069
17 27.726 2129
18 30.489 2369
19 33.400 2625
20 34.416 2713

00698.D SCAN508.M

NYC-WTC_000050401

max
scan
11
21
222
231
359

555
567
860
876
1154

1311
1656
1688
1699
1869

2074
2133
2375
2630
2719

last
scan
15
25
229
239
363

561
579
865
883
1159

1315
1661
1693
1711
1875

2083
2137
2381
2663
2743

Sum

PK

TY
rVB
rBV
rBV
rVB
rBV

rvv
rVB
rBV
rBV2
rVB2

rBV
rBV2
rBV2
rVB
rBV

rVB
rBvV
rBV2
rBV
rBV

3768230
13291
5253683
8667
10611

5419263
45254
5175504
61847
18836

45732
808397
4459389
116749
3425443

38881
191068
24160
21623

7134183
42219
10118451
23550
19494

11085256
83979
11980597
175526
32541

84535
1413635
11041172
458777
9435516

of corrected areas:

Thu Jan 24 09:57:22 2002

59.55%
0.35%
84.46%
0.20%
0.16%

92.53%
0.70%
100.00%
1.47%
0.27%

0.71%
11.80%
92.16%

3.83%
78.76%

63436779

0.050%
0.061%
0.301%
0.038%
0.034%

11.246%
0.067%
15.950%
0.037%
0.031%

17.474%
0.132%
18.886%
0.277%
0.051%

0.133%
2.228%
17.405%
0.723%
14.874%

Page 1
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File
Operator
Acquired
Instrument
Sample Name:
Misc Info :
Vial Number:

LSC Report - Integrated Chromatogram

C:\MSDCHEM\ 1\5973N\02JAN23\00698.D

23 Jan 20

02

Instrumen

508 scan
January 2
6

2, 2002

Quant File :SCAN508.RES (RTE Integrator)

7:05 pm using AcgMethod SCAN508

Abundance
5000000

1000000

55X31

747

TIC: 00698.D

9.71

13,19

3.37

Time—>

L S B B S

6.00

rYTY T T T Ty T YT
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TV F Yy vy y v
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¥ l T ¥ T ¥ l T LI
1200 1300 14

T v v 1 v °

00  15.00
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1834
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2265

22,

/,
2.77

y

24.71

-

v
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S
17.00  18.00
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]
1900 20.00

T T 1T

2100 2200

T

¥ ] T T
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T T 7

¥ T l l
2400 26500

2600 2700

Abundance
5000000

4000000

1000000

30.49

TIC: 00698.D

3

34.42

-

Cle el

3}

33.40
A

c ] L3 T
Time-> 28.00

T T 7T

— N §
2000 3000 3100 3200

i] T ¥ ¥ ¥ L) } T ¥ Ll ‘l
3800 3400 3500 3600

=T T 7

l ) T
37.00

T 1 ¢ 1T [ ¢ ¢ ¢

—T
3800 39

00698.D SCAN508.M

NYC-WTC_000050402

Thu Jan 24 09:57:22 2002
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN23\00698.D
Acg On : 23 Jan 2002 7:05 pm

Sample : 508 scan

Misc : January 22, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library :

508 scan method
C:\DATABASE\WILEY7N.L

Vvial: 6

Operator:
Inst :
Multiplr: 1.00

Instrumen

C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)

e de Je K g ek e de Jo g de ek ke g de Je e e e de ke de ke ke ko K g de ke dede gk et g dededdhdek ke ke gk kg hddddkdddkhdkkdk

Peak Number 1 Butanoic acid, methyl ester...

Concentration Rank 7

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

3.61 0.11 ug/L 38881 1,4-Dichlorobenzene-~d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 83
2 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 83
3 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 83
4 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 83

Abundance 8%21(3.'614min):00698.0(-) m/z 43.10 100.00%
74
5000
59
87
I“ 9 | 3.50 3.60 3.70 3.80 3.80 4.00
crr'rll!llill!rﬁ*T'!lll!'[!lll}lllFTfrllﬁl'llll!l]ll'l] m/z 74.10 90’19%
miz—> 10 20 30 40 S50 60 70 80 90 110
Abundance #9220: Butanoic acid, methyl ester (CAS) $$ Methy! butyrat...
43
74
5000 15 27
3.50 3.60 3.70 3.80 3.80 4.00
, 59 a7 m/z 71.10 73.74%
e o] 1] 102
cl‘i]f'lllllllIIlellllll'lll lllllllfl[‘(llllll'llllll[
miz—> 10 20 30 40 50 60 70 80 80 100 110
Abundance #9227 Butanoic gld methy! ester (CAS) $$ Methy! butyrat...
74
350 3.60 3.70 3.80 390 4.00
5000 m/z 59.00 32.99%
» 87
Il | 69| |, 102
clllllll [llll[lllillllllllllll ll‘Tlil(l'lIlll!ll
miz—> 10 20 30 4 S50 0 70 80 90 00 110
Abundance #9218: Butanoic acid, methyl ester
P 3.50 3.60 3.70 3.80 3.90 4.00
m/z 41.10 31.76%
74
5000 27
15
58 87
. x| " 102
miz-> 10 20 30 40 S0 60 70 80 S0 100 110 350 3.60 3.70 3.80 3.90 4.00
00698.D SCAN508.M Thu Jan 24 09:57:22 2002 Page 3
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN23\00698.D
Acg On : 23 Jan 2002 7:05 pm

Sample : 508 scan

Misc : January 22, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

508 scan method
C:\DATABASE\WILEY7N.L

vial: 6
Operator:
Inst : Instrumen
Multiplr: 1.00

C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)

khkhkkhkhhhhhkhhkhkhkhkhhhhhhkhkhhhkhkhhkhkhkhhhhhhhhhkhkhhhhhhhhhkhhhhhhhhkhkhkhhhhhhkkdik
Peak Number 2 Acetic acid, 3-[1,3]dioxola... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
5.91 0.54 ug/L 191068 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404
2 3-(CYCLOHEX-3’-EN-YL)PROPANOL $$... 174 C8H1404

000000-00-0 33
015745-87-6 33

3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 28
4 Silane, tetramethyl $$ Tetramet... 88 C4H12Si 000075-76-3 28
Abundance Scan7222(5908mm)006980() m/z 73.10 100.00%‘
5000
43 \
560 580 6.00 620
7
S | SN N m/z 43.10 26.82%
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #78238: Acetic acid, 3-]1,3]dioxolan-2-ylpropyl ester
78
5000
560 580 600 620
43 m/z 41.10 11.54
7 || s | & 4 174
clllllll}l’lll’llll]lllI[lhllllllllll lllll III' ll TT ‘I l(‘llll]r !I TTT il II llI'lI T]
miz—> 10 20 30 40 S0 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #36138: 3-(cvcx_0i-u5x-:<tx3 .EN-YL)PROPANOL $$ 2-Cyclohexene-1-p...
7
T ll!l ]llll]lllliTlll’
‘560 580 6.00 620
5000 m/z 45.10 10.10%
43
27 “ 55 . & 113 174 .
clllll|X!llllllllllllIIIIllllilllllll!lllll[lllllllIl]lllllllllllllllllllIllll]lllir17T1‘{f
mkz—> 10 20 30 40 50 60 70 80 $0 100 110 120 130 140 150 160 170 180
Abundance #4814 Silane, tetramethyl- R e A
B 560 580 600 620
m/z 71.10 6.18%
5000
15 : ,.l 5 4 s i
cll{IlT(Illl][IT!T L) illl l lIIIIXYIIIlill'lfllllllllllf‘llllllleIIIXlllllll TYTT ll l‘ Ill[lll!l’llll’]’llll[(lll]’
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 560 580 600 620

00698.D SCAN508.M Thu Jan 24 09:57:22 2002
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN23\00698.D
Acqg On : 23 Jan 2002 7:05 pm.

Sample : 508 scan

Misc : January 22, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

Vial: 6

Oper
Inst
Mult

C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)
508 scan method
C:\DATABASE\WILEY7N.L

ator:
Instrumen

iplr; 1.00

de de g gk de gk Kk g K K K d ek K gk k ke ok ke ok ke e Kk ek ke gk e ok ke ke ok e e e o e o ok e e e e ok e ke ek ok o ke ok ok ok ke R ke ok ok ke ok

Peak Number 3

2-Propanol,

1- (2-methoxypro.

Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
9.85 0.12 ug/L 42219 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm cas# Qual

1 2-Propanol,

2 PROPYLENE GLYCOL TRIMER 1

1-{(2-methoxypropoxy) ... 148 C7H1603
174 C9H1803

013429-07-7 83
000000-00-0 9

3 Butanoic acid, 2-hydroxy- $$ But... 104 C4H803 000565-70-8 5
4 Formamide, N-methyl- (CAS) $$ N-... 59 C2H5NO 000123-39-7 4
Abundance Sca3567(9.847min):m8.0(-) m/z 59.10 100.00%

5
5000
415 73 g 104 9.60 9.80 10.00 10.20
c|llllfl‘llll‘jlllll‘lll[ll‘llllllllgllillll[llll'l'llll"l‘lj' ¥ m/Z 45.10 14.96%)
miz—> 20 30 40 50 60 70 8 S0 100 110 120 130
Abundance #43942: 2-Propanol, 1-(2-methoxypropoxy)- $$ 1-(2-Methoxyp...
59
som TIFrr [T TYyr[rervrrrirze TTY
960 980 1000 1020
m/z 73.10 10.83%
31 45 73 104
l. l”l TS -’ 1], 130
cllll)ll'Tl'lI'I‘lr]‘IIYI"_I‘Y!TTIII1!]!lliII‘IIIfIlIIIl’]’IIIY‘IIII
miz—> 20 30 40 50 60 70 8 9 100 110 120 130
Abundance #78532: PROPYLENE GLYCOL TRIMER 1
59
9.60 " 9.80 10.00 1020
5000 41 m/z 41.10 10.76%
103
| R 17 130
clllli'llllllllllI!lI\]llll[ll!llllIllIlri]fl’lT]lll’llllIl‘"(l’_l_ﬁ
miz—> 20 30 40 60 70 80 S0 100 110 120 130
ndance #10063: Butanoic acid, 2-hydroxy- $$ Butyric acid, 2-hydro...
31 & 960 980 10.00 1020
m/z 43.10 8.95%
5000
H 45 76
cllllllllllll!llg'llllllllll lllllll'llllllllll???llll'l[l'll]ll T Illllllllllllllllllll
miz—> 20 30 40 S50 60 70 80 S0 100 110 120 130 9.60 980 10.00 10.20

00698.D SCAN508.M

NYC-WTC_000050405

Thu Jan 24 09:57:22 2002
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Library Search Compound Report

. Data File : C:\MSDCHEM\1\5973N\02JAN23\00698.D Vial: 6

. Acg On : 23 Jan 2002 7:05 pm Operator:
Sample : 508 scan Inst : Instrumen
Misc : January 22, 2002 Multiplr: 1.00
MS Integration Params: LSCINT.P

C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)
Title 508 scan method .
Library C:\DATABASE\WILEY7N.L

e do Jo do Jo do Jo Je ke de do K K dede ke de K ke K KK de gk ko ok ke h kK kK ke kK ke ok ok ok ok ok ok ok kkkhk ke ddddedq ek kkkkdkkkkk

Quant Method

Peak Number 4 Phenanthrene, 9-methyl- $$ ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

‘22.28  0.14 ug/L 83979  Phenanthrene-d10 22.65

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1l Phenanthrene, 9-methyl- $$ 9-Met..
2 N- (2-methylprop-2-enyl) -2-nitrob..
3 l-amino-2-methyl-4-isopropyl-thi..
4 1l-Cyanocarbazole $$ 9H-Carbazole..

192 C15H12

192 C10H12N202
192 C5H13N4PS
192 C13H8N2

000883-20-5 53
000000-00-0 49
107264-54-0 45
083415-88-7 45

Abundance Scan 1656 (22.280 min): 006980 (-) o m/z 192.10 100.00%
1
5000
s o 82 9? 1‘1’6 160 i 2200 2220 22.40 2260
) e S/ P RRT E— NN S | - m/z 193.10 15.40%
m/z--> 405060708090100110120130140150160170180190200
Abundance #103836: Phenanthrene, 8-methyl- $3 9-Methylphenanthrene -
1
5000 ITII T
2200 2220 2240 2260
m/z 191.10 15.25%
9% 1% 476
o T 1T TIT lll T ll 'll ll‘8l8l=l lllll Ill TT 17 l1393 115121_1' lll' T7T l l l'l{ll l' L]
miz—> 405060708090100110120130140150160170180190200
Abundance #102494: N-(2-methyiprop-2-enyl)-2-nitrobenzenamine 4
1
151
. 130 200 2220 2240 22.50
5000 104 m/z 146.10 15.01%
118
L i
o -
T [Il(llllllllll(l’TfT‘l] T lllllllllll[llll TITV llll['lll llll]llll]llil'l TY rll[ll
miz—-> 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 190 200
Abundance #101918: 1-amino-2-methyl-4-isopropyl-thictriazaphospholin... D R e R LT
1 192 2200 2220 22.40 2260
m/z 96.10 13.88%
5000
144 177 /\
0 i l I
11]'1]1[1{1’1]('11]_\’_\'71’ TY l LELELRJ llll TITY?T TFIT7V ITTTUT I[l TT I'lliil"_l"rl']l lll Iillll lllllllj_l'llfl_l_rllllllll
m/z—> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180 200 2200 220 240 2260

00698.D SCAN508.M

NYC-WTC_000050406

Thu Jan 24 09:57:23 2002
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN23\00698.D Vial: 6

Acg On : 23 Jan 2002 7:05 pm Cperator:

Sample : 508 scan Inst : Instrumen
Misc : January 22, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)

Title : 508 scan method
Library : C:\DATABASE\WILEY?N.L
*********************************************************************
Peak Number 5 Anthracene-dlo0- Concentration Rank 3
R.T. EstConc ‘ Area Relative to ISTD R.T.
22.77 0.29 ug/L 175526 Phenanthrene-dl0 22.65
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 Anthracene-dl0- 188 C14D10 001719-06-8 91
2 DECADEUTEROPHENANTHRENE $$ Phena... 188 C14D10 001517-22-2 91
3 Anthracene-D10 188 C14D10 000000-00-0 78
4 anti-10-hydroxy-5,6,8,9-tetrahyd... 188 C12H1202 055139-53-2 53
Abundance Scan 1699 (22.771 min): 00698.D () a8 m/z 188.10 100.00%
5000
80
&6 160 2240 2260 2280 23.00 23.20
P I A WY f i %2 Horrererrpebti | [T/Z  94.05  13.40%
miz-> 40 50 60 70 80 90 100110120130140150160170180190
Abundance #84502: Anthracene-d10-
188
m lllllllllllllllllllllil
2240 2260 2280 23.00 2320
m/z 189.15 12.93%
g & 9
clllllll'lri'l!'!]l lllllllll!ill]’(iTl TFF TUI1T L] il l!l TF¥J]T 1w|t]l T
Iniz—> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180
Abundance #84500; DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10 m
1
2240 2260 2280 2300 23.20
5000 m/z 80.00 12.18%
80 94
66 t f 15}? [ll
clllll’llfrr]]!"’llll'llll TVTT RS lllerI‘l‘llll}llllll'll[ tll[lllllIIT T‘lll[
miz-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180
Abundance #84498: Anthracene-D10
188 2240 2260 2280 23.00 2320
m/z 184.10 8.48%
5000
80 o4
® | | ®
cl lllIlIlllll!llll’T‘llﬁl’r]!’ TI[!II![III'[II!I'III!]IIll"l]!ggllllllllllll![llllll T[llll + T
miz-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180 2240 2260 2280 23.00 23.20
00688.D SCAN508.M Thu Jan 24 09:57:23 2002 Page 7
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN23\00698.D vial: 6

Acg On : 23 Jan 2002 7:05 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : January 22, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1l...\SCAN508.M (RTE Integrator)
Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L

khkkhkhkhhkhhkhhkhkhhkhhkrhkhkrkkhkkhkhkhhkhkhkhkhkhkhkhhhhkhkhkhkhkhkhhhkhkhkkhkhhhkhhkhkkhkhkhkhkhkhkhhkkkk
Peak Number 6 Octadecanoic acid (CAS) $§$ ... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
27.05 0.15 ug/L 84535 Chrysene-di12 30.49
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid (CAS) $% Stear... 284 C18H3602 000057-11-4 98
2 Octadecanoic acid 284 C18H3602 000057-11-4 97
3 Octadecanoic acid (CAS) $$ Stear... 284 C18H3602 000057-11-4 96
4 Octadecanoic acid (CAS) $$ Stear... 284 C18H3602 000057-11-4 95
[Abundance ‘f’ - Scan 2074 (27.052 min): 00698.D (-) m/z 73.00 100.00‘%[
57
5000 o5 129
97
Jﬂls 175 2‘|" zj'i ' 2680 27.00 2720 2740
c 'llllll'[ llllllll]Il"llllll'lll]ll'llllll;llll[llli]’lllllll m/z 43 10 94 28%
miz—> 40 60 80 100 120 140 160 180 200 200 240 260 280
Abundance #231332: Octadecanoic acid (CAS) $$ Stearic acid $$ n-Octa...
48 60 3
m ll‘rlllll RALERER]
126 26.80 27.00 2720 2740
97 m/z 57.10 84.90%
115 185 241 284
o M 2 | e |
o> 40 60 B0 10 136 a0 1% 10 o o o 2o oo
Abundance #231319: Octadecanoic acid
B o P
2680 27.00 2720 2740
5000 m/z 60.00 80.69%
129 :
o7
241 284
l l’l h 111 171 185 o2
c llllll,lllll)lll[llllllll!IITl_rTllll,lllillllllllllllllillllll(IT
miz—> 40 60 80 100 120 140 160 180 200 220 240 260 280
ndance #231322: Octadecanoic acid (CAS) $$ Stearic acid $$ n-Octa... R AR
Y 13 2680 27,00 2720 2740
m/z 55.10 77.78%
5000
85 129
97
. ‘ I 1 | s e A
miz—> 40 60 80 106”1‘26”1'40 160 180 200 220 240 260 280 2680 27.00 27.20 27.40
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NYC 9/11 Public Portal Document
Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN23\00698.D vial: 6

Acg On : 23 Jan 2002 7:05 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : January 22, 2002 . Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)
Title 508 scan method
Library : C:\DATABASE\WILEY7N.L

e de K de K de o de ke Je ke do de ke de de Kk K ke ke e T de Fe o de de K de dede kg Kk ke ke d ke d ok de kK ok ook dokddehdedkd ke kdkdkdkhhk
Peak Number 7 2-cyanomethylene-3-oxo-1,2,... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
33.40 0.97 ug/L 458777 Perylene-dl2 34.42
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-cyanomethylene-3-oxo0-1,2,3,4-t... 185 CLOH7N30 000000-00-0 50
2 Decanedioic acid, bis(2-ethylhex... 426 C26H5004 000122-62-3 43 d‘
3 3-Hydroxydiphenylamine 185 C12H11NO 000101-18-8 32 ‘\N’{
4 dl-2-Ethylhexyl chloroformate $$... 192 C9H17Cl02 024468-13-1 27
Abundance Scan%gssoea.wo:nin):oosgs.n(-) : : m/z 185.10 100.00%1

112

[‘ll'lll
139 166 33.00 33.20 3340 3360 33.80
'J 4. e 2 eeepeereprrer e e | | M/ Z 57.10  53.46%

8
9

L

Il I ll ll ll I l 11111'1 l
> 40 60 80 100120140160180200220240260280300320340360380400420
Abundance #93917: 2-cyanomet2glene-3—oxo-1 ,2,3,4-tetrahydroquinoxaline
1
5000 T T L0 2 e o me 2
157 33.00 33.20 3340 3360 33.80
m/z 71.10 37.20%
€0
| 131
c IllllllllII li’ TV ll lI TTt ll lI] LAE ]'I'Tll Y ll LEE] lll l lllll l ll]’TI I]
miz—> 40 60 80 100120140160180200220240260280300320340360380400420
Abundance &M&M4Dmmu%gamimwkwmmmmamﬂﬂm&$
1
57
1'12 33.00 3320 3340 33.60 33.80
5000 m/z 70.10 36.17%
c ,llll LR RS l Illll(llll([ll]llmll llll llll,l]rl LA} l( Xllll ll‘ll I llllllll ll4l2lel
miz—> 100120140160180200220240260280300320340360380400420
Abundance #94131: 3-Hydroxydiphenylamine R e b
185 3300 33.20 3340 3360 33.80
m/z 112.10 30.88%

oé
—

129 166
[l r]u LPRARRRERRRS AR u""lnl‘:“ L ARRE AR RS SRR AR AR AR R RERAS REREIRRRES R2E RS RARRE R)

l IT T ¥ T T TV TF 7
miz—-> 60 80 100120140160180200220240260280300320340360380400420 33.00 33l20 3340 33.60 SSISO
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NYC 9/11 Public Portal Document
Tentatively Identified Compound (LSC) summary

Operator ID: Date Acquired: 23 Jan 2002 7:05 pm

Data File: C:\MSDCHEM\1\5973N\02JAN23\00698.D

Name: 508 scan

Misc: January 22, 2002

Method: C:\MSDCHEM\1\METHODS\METHODS\SCAN508.M (RTE Integrator)
Title: 508 scan method

Library Searched: C:\DATABASE\WILEY7N.L

--Internal Standard---

TIC Top Hit name RT EstConc Units Response |[# RT Regp Conc
3.61 0.1 ug/L 38881 1 9.71 7134180 20.0

5.91 0.5 ug/L 191068 1 9.71 7134180 20.0

9.85 0.1 ug/L 42219 1 9.71 7134180 20.0

22.28 0.1 ug/L 83979 4 22.65 11980600 20.0

22,77 0.3 ug/L 175526 4 22.65 11980600 20.0

27.05 0.2 ug/L 84535 5 30.49 11041200 20.0

33.40 1.0 ug/L 458777 6 34.42 9435520 20.0
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