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Comments for Sample AE00468 - Analysis $GCMS

" Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 01-18-2002 Time: 14:08:52

The GCMS scan, from 35 to 550 amu, reveals thegresence of 5-Nitro-2-furaldoxime
at an estimated level of 1.0 ug/L and with a fit of 40 put of 100, and
1-Epithioethyl)-2-Norbornanoneat an estimated level of 2.2 ug/L and with a fit

of 28 wgf=. The recovery for 1 of the 43 compounds in the LCS Standard was
above its acceptance range.
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Data File : C:\MSDCHEM\1\5973N\02JAN10\00468.D Vial: 5

Acg On : 10 Jan 2002 6:07 pm Operator:

Sample : 508 scan ext 1/8 Inst : Instrumen
Misc : January 10, 2002 Multiplr: 1.00

MS Integration Params: SPLIT.P

Quant Time: Jan 11 10:18:54 2002 Quant Results File: SCAN508.RES
Quant Method : C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)

Title : 508 scan method

Last Update : Thu Jan 10 11:01:02 2002

Response via : Initial Calibration
DataAcg Meth : SCANS508

Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 9.72 152 1166614 20.00 ug/L 0.00
10) Naphthalene-ds 13.19 136 4874107 20.00 ug/L -0.02
17) Acenaphthene-d1lo0 18.34 164 2513226 20.00 ug/L -0.01
29) Phenanthrene-dilo0 22.63 188 4115686 20.00 ug/L -0.03
38) Chrysene-dl2 30.49 240 3701613 20.00 ug/L -0.02
44) Perylene-dl2 34.42 264 2740235 20.00 ug/L 0.00
System Monitoring Compounds
37) 2,4-DDD 27.73 235 298791 4.59 ug/L 0.00
Spiked Amount 5.000 Recovery = 91.80%
Target Compounds Qvalue
2) n-Nitroso-dimethylamine 3.60 74 8317 0.17 ug/L # 13
20) Dimethylphthalate 18.34 163 409112 2.46 ug/L # 55
21) 2,6-Dinitrotoluene 18.34 165 325548 10.06 ug/L # 17
35) Di-n-butylphthalate 24.86 149 18625 0.07 ug/L 94
41) Benzo({a)anthracene 30.49 228 9223 0.04 ug/L # 54
42) Bis(2-ethylhexyl)phthalate 31.12 149 19153 0.65 ug/L 91
43) Chrysene 30.49 228 9223 0.04 ug/L # 51
48) Benzo({a)pyrene 34.42 252 9216 0.05 ug/L # 1
(#) = qualifier out of range (m) = manual integration
00468.D SCAN508.M Fri Jan 11 10:18:55 2002 Page 1
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Data File C:\MSDCHEM\ 1\5973N\02JAN10\00468.D Vial: 5

Acg On 10 Jan 2002 6:07 pm Operator:

Sample 508 scan ext 1/8 Inst : Instrumen
Misc : January 10, 2002 Multiplr: 1.00

MS Integration Params: SPLIT.P

Quant Time: Jan 11 10:18 2002 Quant Results File: SCANS08.RE
Method C:\MSDCHEM\ 1\METHODS\METHODS\ SCAN508.M (RTE Integrator)
Title 508 scan method

Last Update

Response via

Thu Jan 10 11:01:02 2002
Initial Calibration

IAbundance

8500000

8000000

7500000

7000000

6500000

6000000

5500000

5000000

4500000

4000000

3500000

3000000

2500000

1500000

1000000

n-Niroso-dimethylamine

500000

1.4-Dichlorobenzene-d4,|

TIC: 00468.D
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Data File C:\MSDCHEM\1\5973N\02JAN10\00468.D Vial: 5

Acg On 10 Jan 2002 6:07 pm Operator:

Sample 508 scan ext 1/8 Inst Instrumen
Misc : January 10, 2002 Multiplr: 1.00

MS Integratlon 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 max last PK peak corr corr. % of
# min scan scan scan TY height area % max total
1 5.886 217 220 251 rBV 583036 1338078 2.89% 1.220%
2 9.539 539 540 545 rBV2 23945 59307 0.13% 0.054%
3 9.630 545 548 551 rvv 26940 67114 0.14% 0.061%
4 9.710 551 555 563 rvv 3207994 6665000 14.38% 6.076%
5 9.847 563 567 577 rVB2 30438 108727 0.23% 0.099%
6 13.192 855 860 865 rBV 5018847 9381773 20.24% 8.553%
7 18.341 1305 1311 1315 rBV 5271506 10247408 22.11% 9.342%
8 18.730 1339 1345 1367 rBV 100881 529744 1.14% 0.483%
9 22.280 1651 1656 1661 rBV 47409 84548 0.18% 0.077%
10 22.634 1681 1687 1693 rBV2 4758453 10917368 23.56% 9.953%
11 22.828 1693 1704 1727 xrVB2 187734 1205380 2.60% 1.099%
12 23.422 1745 1756 1765 rBV3 18618 97397 0.21% 0.089%
13 23.696 1765 1780 1785 rBV6 12128 79691 0.17% "0.073%
14 24.860 1877 1882 1887 rBV2 22864 72651 0.16% 0.066%
15 26.139 1977 1894 1999 rVB 7179827 46345705 100.00% 42.250%
16 27.726 2129 2133 2139 rBV 835385 1492158 3.22% 1.360%
17 30.489 2369 2375 2381 rBV2 4624757 10936407 23.60% 9.970%
18 31.094 2425 2428 2455 rVB7 19213 141370 0.31% 0.129%
19 33.400 2625 2630 2645 rBV 138848 515064 1.11% 0.470%
20 34.416 2713 2719 2745 rBV 3607544 9408958 20.30% 8.577%
Sum of corrected areas: 109694249

00468.D SCAN508.M Fri Jan 11 10:08:42 2002 Page 1
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File : C:\MSDCHEM\1\5973N\02JAN10\00468.D

Operator :

Acquired : 10 Jan 2002 6:07 pm using AcgMethod SCANS508
Instrument Instrumen

Sample Name: 508 scan ext 1/8
Misc Info : January 10, 2002

Vial Number: 5

Quant File :SCAN508.RES (RTE Integrator)

IAbundance TIC: 00468.D
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Data File C:\MSDCHEM\1\5973N\02JAN10\00468.D
Acg On 10 Jan 2002 6:07 pm

Sample 508 scan ext 1/8

Misc : January 10, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

: C:\MSDCHEM\1.

508 scan method

C:\DATABASE\WILEY7N.L

Vial: 5

Operator:
Inst
Multiplr:

Instrumen
1.00

.\SCAN508.M (RTE Integrator)

khkhkhkkhkhkhkhkhkhhkhhkhhkhkhhkhkkhkhkhkhkihhkhhhkhhhkhkhhdhbhhhhbhkhkhkhdrhkhhkhkhbhhkhkhkkhkhhhhhhhkhhkikik

Peak Number 1

Acetic acid,

3-[1,3}dioxola...

Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
5.89 4.02 ug/L 1338080 1,4-Dichlorocbenzene-d4 9.72
Hit# of & Tentative ID MW MolForm CAS# Qual

1 Acetic acid,
2 3-(CYCLOHEX-3'
3 Silane,
4 Silane,

tetramethyl -
tetramethyl-

3-[1,3]dioxolan-2-y..
-EN-YL) PROPANOL $S...

174 C8H1404
174 C8H1404
88 C4H12Si

$$ Tetramet.. 88 C4H12Si

000000~00-0 33
015745-87-6 33
000075-76-3 32
000075-76-3 28

Abundance Scan 220 (5.886 min): 00468.D (-) m/z 73.10 100.00%
B
5000 jk
43 ||ll]lll1|’1!rrll'll|llll
560 580 600 6.20
Ol eyt e e O et | | W/ 2 43.10  24.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
IAbundance #78238: Acetic acid, 3-[1,3]dioxolan-2-yipropyl ester
3B .
5000 LI o e T
5.60 580 em) 6.20
43 m/z 45.10 9.47%
27 Jl 55 &7 113 174
Ottt e e et e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #36138: 3-(CYCLOHEX-73' -EN-YL)PROPANOL $$ 2-Cyclohexene-1-p...
B
Tl’l'll T llllllll
5.60 580 GG) 6.20
5000 m/z 41.10 9.42%
43
0 27 |} 8 | 87 113 174
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #4814: Silane, tetramethyl- T T e
B 560 580 600 620
m/z 71.10 7.09%
5000
45
0 115 ;! 53 88
RAARANRRARSEASEEEE SRS E T R RRARARRERS L T T A PR T
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 560 6580 6.00 620
00468.D SCANS08.M Fri Jan 11 10:08:42 2002 Page 3

NYC-WTC_000051324



NYC 9/11 Public Portal Document

Data File C:\MSDCHEM\1\5973N\02JAN10\00468.D Vial: 5

Acg On 10 Jan 2002 6:07 pm Operator:

Sample 508 scan ext 1/8 Inst : Instrumen
Misc : January 10, 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

khkhkkkkhkhkkhkhkhkhkhkhkkhhkhkhkhkhkhkhkkhhkhhhhhkkhhkhhkhhkdhkhkhkkhkhkhkhkhkhkhkhhkkhkhkhkhkhkkhkhkkhkhkhhkhhkhkk
Peak Number 2 2-Propanol, 1-(2-methoxy-1-... Concentration Rank 9

Quant Method

R.T EstConc Area Relative to ISTD R.T
9.54 0.18 ug/L 59307 1,4-Dichlorcbenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS#H Qual

1 2-Propanol,
2 2-Propanol,

1-(2-methoxy-1-methy...

1,1’ -oxybis-

(cas) s...

3 DIPROPYLENEGLYCOL METHYL ETHER $...

4 3-Hexanol

(CAS) $$ Hexan-3-ol §$S...

148 C7H1603
134 C6H1403
148 C7H1603
102 C6H140

020324-32-7 74
000110-98-5 50
020324-32-7 39
000623-37-0 33

bundance Scan 540 (9.539 min): 00468.D (-) m/z 59.10 100.00%
i
5000 45
73 103
\ ‘ 84 \ 920 940 960 980
o) S SN S S| NN I | m/z 45.10 47.69%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #43943: 2-Propanol, 1-(2-methoxy-1-methylethoxy)- $$ Dipro...
P
/\M
5000 AN O A L 2 e o o
45 73 103 920 940 960 980
31 m/z 103.10 35.24%
0 |. i 1y { 130
R A = SIS S s [T MBS RIS MMM MMM
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #29204: 2-Propanol, 1,1'-oxybis- (CAS) $$ Dipropylene glyc...
50
S R T
920 940 960 980
5000 3 45 m/z 73.10 27.83%
103
0 Wrn.“.”h”.wmn.w.h,“.w.“.”.”,”rn.”.wrrq.”.“.n
T 10 20 30 40 50 60 70 80 90 100 110 120 130 /u\
Abundance #43944: DIPROPYLENEGLYCOL METHYL ETHER $5 2-Propanol, 1-(2... SNNENESINENSIE S SN G KH
SP 920 940 960 9.80
103 m/z 41.00 23.85%
5000
31
I P | -
L o B o oo e oy e e e e e e e RAMBEE B — e e
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 920 940 960 980
J0468.D SCAN508.M Fri Jan 11 10:08:42 2002 Page 4
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Data File C:\MSDCHEM\1\5973N\02JAN10\00468.D
Acg On : 10 Jan 2002 6:07 pm

Sample 508 scan ext 1/8

Misc January 10, 2002

MS Integration Params: LSCINT.P

Quant Method
Title :
Library

C:\MSDCHEM\1..
508 scan method
C:\DATABASE\WILEY7N.L

Vial: 5
Operator:
Inst Instrumen
Multiplr: 1.00

.\SCANS508.M (RTE Integrator)

khkkhkhkkhkkhkhkhkkkhhkhkkhkkhkhkhkhkkhkhkhkhkhhhkhkhkhkhkhkhhkhkhkhkhkhkhkhkhkhhkhkhkhkhkhkhkhkhhkhkhkhkrhhrhkikhhkhhridd

Peak Number 3 2-Propanol, 1-(2-methoxy-1-.

Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T
9.63 0.20 ug/L 67114 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual

148 C7H1603
148 C7H1603
134 C6H1403
134 C6H1403

1 2-Propanol, 1-(2-methoxy-l-methy...
2 DIPROPYLENEGLYCOL METHYL ETHER S...
3 1-Propanol, 2-(2-hydroxypropoxy) .
4 1-Propanol, 2-(2-hydroxypropoxy) -

020324-32-7 83
020324-32-7 74
000106-62-7 72
000106-62-7 72

Abundance Scan 548 (9.630 min): 00468.D (-) 59.10 100.00%
59
5000
73 103
'| 920 940 960 980 10.00
O ..,‘..I!r..,.,.j..,..a,e,,....,.... S —— m/z 45.05  35.46%
m/z--> 10 20 30 60 70 80 9 100 110 120 130
IAbundance #43943: 2 Propanol 1-(2-methoxy-1-methylethoxy)- $$ Dipro...
58
/\/\\A
5000 el el o S
45 73 103 920 940 960 980 1000
31 m/z 103.05 32.64%
L | 1l | 130
o’TI!lIl|l|"IIlIl'llf[l‘llllllll‘erllll’ll|l111|llll "ll'T[l!l'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #43944: DIPROPYLENEGLYCOL METHYL ETHER $$ 2-Propanal, 1-(2...
59
103 e
920 940 960 980 10.00
5000 m/Z 73.10 29.23%
3
15 l 11 l 130
I BRI L B o L A i R s B S
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 M
iAbundance #29185: 1-Propanol, 2-(2-hydroxypropoxy)- $$ 2-(2-Hydroxyp... i e e (UM BV AR SR
59 920 940 9.60 9.80 10.00
m/z 41.10 24.12%
31
45 103
” 1484 75 89 /\ [\
O’er’TT'IT‘II'lIIIITI‘TT!I’llllil'll’ll'llll[llr lllllll‘[l TY vV Tr1rvorrT TT ‘IvlTIIll lllll"l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 920 940 9.60 980 10.00
00468.D SCAN508.M Fri Jan 11 10:08:43 2002 Page 5
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Data File C:\MSDCHEM\1\5973N\02JAN10\00468.D Vial: 5

Acg On 10 Jan 2002 6:07 pm Operator:

Sample 508 scan ext 1/8 Inst : Instrumen
Misc : January 10, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

C:\MSDCHEM\1..
Title 508 scan method
Library C:\DATABASE\WILEY7N.L

Quant Method

.\SCAN508.M (RTE Integrator)

hkhhkkhkhkhkhkkhhkkhkhkhkhkhhkhkhkkhkhkhhhhhkhhkhkhhkhhkkhhhhkhhkhkkhkhhhhkhkkhkhhhkhhkkhhhhkhkhkkhkhhhhkkxk

Peak Number 4 2-Propanol, 1-(2-methoxypro.. Concentration Rank 6

EstConc Relative to ISTD

108727 1,4-Dichlorobenzene-d4 9.72

MW MolForm

1 2-Propanol, 1-(2-methoxypropoxy)... 148 C7H1603 013429-07-7 78

2 TRIPROPYLENE GLYCOL 1
3 TRIPROPYLENE GLYCOL 2
4 PROPYLENE GLYCOL TRIMER 3

192 CSH2004
192 CS9H2004
174 CSH1803

000000-00-0 78
000000-00-0 64
000000-00-0 64

IAbundance o Scan 567 (9.847 min): 00468.D (-) m/z 69.10 100.00%
]
5000
| 73 86 103 960 980 10.00 1020
L — m/z  45.10 14.81%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
IAbundance #43942: 2E-;Propanol, 1-(2-methoxypropoxy)- $$ 1-(2-Methoxyp...
| M
5000 T 1 T
9.60 980 1000 1020
m/z 43.10 9.59%
3 45 73
| N Y S D SN o SN = -
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #102326: TRIPROPYLENE GLYCOL 1
59
9.60 980 10.00 10.20
5000 m/z 41.10 8.70%
45 103
0 | T2 | 117 130
e e Rl A B A
miz—-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 [\ M
Abundance #102327: TRIPROPYLENE GLYCOL 2 e e e AL .
59 960 980 1000 10.20
m/z 42.10 7.67%
5000
45 103
0 P - SN N S 161 WaAWA
A B e R S L S m I I R R R L
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 960 980 1000 1020

00468.D SCAN508.M
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Data File : C:\MSDCHEM\1\5973N\02JAN10\00468.D Vial: 5

Acg On : 10 Jan 2002 6:07 pm Operator:

Sample : 508 scan ext 1/8 Inst : Instrumen
Misc : January 10, 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
khkhkkhkkkkhkhkkhkhkhhkhkhhkhkhkhkhkhkhhkhkhkhkhkhkhkhkhhkhrhhkhkhkhkhkrhkXhbhkikrthkhkhkhhhkhkhkrhkhkhkhhkhkhhhkhkk
Peak Number 5 5-Nitro-2-furaldoxime $$ 2-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.73 1.03 ug/L 529744 Acenaphthene-d10 18.34
Hit# of &5 Tentative ID MW MolForm CAS# Qual
1 5-Nitro-2-furaldoxime $$ 2-Furan... 156 CS5H4N204 000555-15-7 40
2 CYSTEIC ACID THIOHYDATOIN 210 C4H6N204S2 000000-00-0 36&'0’3“7
3 pPyrazole, 3-(p-chlorophenyl)-5-m... 192 C10HSCIN2 017629-27-5 9 panTCH
4 Benzene, l-bromo-3-chloro- 190 C6H4ABrCl 000108-37-2 9
lAbundance Scan 1345 (18.730 min): 00468.D (-) m/z 64.00 100.00%
64 192
5000
128
9% 1840 1860 1880 19.00
76 162 180 S
o) SN . SUNRN 1 N ,....,..!., repreerprrrtbrrre e e e e M m/z 191.80 98.94%
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
IAbundance ’ #54546: 5-Nitro-2-furaldoxime $$ 2-Furancarboxaldehyde, 5-...
D
64
g 126 138
5000 R B LA S TR
108 156 18%018%0185019h3 '
m/z 127.90 32.04%
L] e
Ofrerrrret ey T l' AP AR R SR RARAR RARA SRS SRR AR SARRS AN
miz—> 20 30 40 50 60 70 '80 90 100 110 120 130 140 150 160 170 180 190 200
IAbundance #120028: CYSTEIC ACID THIOHYDATOIN
AF 64
1840 1860 1880 1000
5000 m/z 193.80 25.16%
128
’ 76
0 '”T"":”’ l""l'(!"f"!'lj's'l""l"r DA A BARAS AR NAAAS SARM AR SARAS LARRI AN
mfz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #102437: Pyrazole, 3-(p-chlorophenyl)-S-methyl- R B v,
192 1840 18.60 18.80 19.00
m/z 95.90 14.57%
5000
42 7% 128
111 151
O w SN —
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 18.40 1860 1880 1900
20468.D SCANS508.M Fri Jan 11 10:08:43 2002 Page 7
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Data File C:\MSDCHEM\1\5973N\02JAN10\00468.D
Acg On 10 Jan 2002 6:07 pm

Sample 508 scan ext 1/8

Misc : January 10, 2002

MS Integration Params: LSCINT.P

Quant Method
Title :
Library

C:\MSDCHEM\1. ..
508 scan method
C:\DATABASE\WILEY7N.L

Vial: 5
Operator:
Inst Instrumen
Multiplr: 1.00

\SCANS508.M (RTE Integrator)

*********************************************************************

Peak Number 6

3-Cyanocarbazole $$ 9H-Carb..

Relative to ISTD

Concentration Rank 10

o e e e e e e e e e e e e e e = e m T em e mm Am e e e e e — e = o —— - -

R.T EstConc Area
22.28 0.16 ug/L 84948
Hit# of 5 Tentative ID

Phenanthrene-d10

MW MolForm

1 3-Cyanocarbazole $$ 9H-Carbazole...

2 2-CYANOCARBAZOLE $$ 9H-Carbazole..
3 Phenanthrene, 9-methyl- $$ 9-Met.
4 N-perdeuteriobenzylideneaniline

182 C13HS8N2
192 C13HS8N2
192 C15H12

192 C13D11N

057102-93-9 72
057955-18-7 72
000883-20-5 59
000538-51-2 58

[Abundance Scan 1656 (22.280 min): 00468.D (-) m/z 192.10 100.009%
192
5000
146 160 T T T 'llllll T T
44 66 82 118 H 2%2%02%2&
] A MMM NI R NSNS SR MNVMISS DS SSENMMNS——) 1| - m/z 193.10 16.86%
m/z--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
IAbundance #103424: 3-Cyanocarbazole $$ 9H-Carbazole-3-carbonitrile (CAS
15?2
5000 T L R /\nr
22.00 22 20 2240 22 60
% 164 m/z 96.10 16.20%
138
Ol A saa s naat EEBEA S R SRIEMEMIMEM S e e
m/z--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #103420: 2-CYANOCARBAZOLE $$ 9H-Carbazole-2-carbonitrile (CAS
192
7
R B e B e o
2200 2220 22 40 22 60
5000 m/z 191.10 15.74%
164
9% 133
OIIIIIITII l'[lllll lllllllllll'lIlIll||lll|f1_lT|IIll‘llllIlllllll Il|l|lll’l IY1TT_|
fz--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 j“ [«
Abundance #103936: Phenanthrene, 9-methyl- $$ 9-Methylphenanthrene - e
192 2200 2220 2240 2260
m/z 146.10 15.23%
5000
88 || 139 152 50 176l
oL e e e e e e e e i o o ALY A S
m/z--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180 200 22.00 2220 2240 22.60

J0468.D SCAN508.M
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Data Fil
Acg On
Sample
Misc

Quant Method

Title
Library

e

C:\MSDCHEM\1\5973N\02JAN10\00468.D

10 Jan 2002

6:07 pm

508 scan ext 1/8

: January 10,
MS Integratlon Params:

C:\MSDCHEM\1..

2002
LSCINT.P

508 scan method
C:\DATABASE\WILEY7N.L

khkkhkhkkhkkhkhkhkhkrhkhkhkhkhkhkhkhkhkhkhdhkhhkhkhkhkhhkhkhdhhkhkhhkhkkhkhkhkhkhkkhkhkhkhkhkhhkhhkhkhhkhkhkhkhkhhkhkrhhhikhk
Concentration Rank 3

Peak Number 7

2-Norbornanone,

.\SCAN508.M

Vial: 5
Operator:
Inst Instrumen
Multiplr: 1.00

(RTE Integrator)

1-(epithioce..

R.T EstConc Area Relative to ISTD R.T.
22.83 2.21 ug/L 1205380 Phenanthrene-d10 22.63
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Norbornanone, 1-(epithioethyl)... 228 C11H1603S8 001782-93-0 28
2 5-Nitro-2-furaldoxime $$ 2-Furan... 156 CS5H4N204 000555-15-7 7
3 Cyclohexane-dl2 96 CeD12 001735-17-7 7
4 1,2,5,6-tetrathia-3,7-dimethyl-c... 212 C6H12S54 116664-31-4 7

[Abundance Scan 1704 (22.828 min): 00468.D (-) 64.00 100.00%
64
160
5000 96 224
76 128 192 2240 2260 2280 2300 2320
ol il L] 'm/z 159.90 78.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #156398: 2-Norbornanone, 1-(epithioethyi)-7,7-dimethyl-, S...
6P 93 120
5000 107
53 79 164 2240 2260 2280 23.00 2320
< ‘ 151 ‘ m/z 95.90 39.89%
0"‘34'|‘!"II"'JI"' !'”'jr'l"}"l‘l"'l""I""I"'
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54546: 5-Nitro-2-furaldoxime $$ 2-Furancarboxaldehyde, 5-...
30
64
54 2240 2260 2280 2300 23.20
5000 108 126138 m/z 223.80 39.58%
80 J l
96
0 “..,.J‘, !J,, e —
nfz—-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3553: Cyclohexane-d12
w o 2240 2260 2280 2300 2320
m/z 161. 17.72%
96
5000
‘ 78
0 J l'l' . I' L ] . - &
L I UL UANLLALA NS SULALEL SURLELEL SANLELLAN WAL AL SAA L S Ao BLLALLS SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 2240 2260 2280 2300 2320

J0468.D SCAN508.M
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Data File : C:\MSDCHEM\1\5973N\02JAN10\00468.D Vial: 5
Acg On : 10 Jan 2002 6:07 pm Operator:
- Sample 508 scan ext 1/8 Inst : Instrumen
Misc : January 10, 2002 Multiplr: 1.00
MS Integratlon Params: LSCINT.P

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

Title 508 scan method
Library C:\DATABASE\WILEY7N.L
khkhkkhkhkhkhkhkhkhkhkhkhhkhhkhkhhkhkhkhhkhhkhkkhkhhkhhkkhkhhkhhhkhkhkhhhhhkhhkhkhkhkhhhkhkhhkhkhkkhkhhkhkhkkrhkhhkk
Peak Number 8 3-Methylchromone $$ 4H-1-Be.. Concentration Rank 8
R.T EstConc Area Relative to ISTD R.T
23.42 0.18 ug/L 97397 Phenanthrene-dl10 22.63
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Methylchromone $$ 4H-1-Benzopy... 160 C10H802 000085-90-5 64
2 2,4-Dinitrobenzoic acid $$ Benzo... 212 C7H4N206 000610-30-0 36
3 2-Norbornanone, 1l-(epithioethyl)... 228 C11H1603S 001782-93-0 36 pﬂﬂ40°
4 Methanesulphonothioic acid 1,5-p... 292 C7H1604S4 000056-00-8 9
[Abundance Scan 1756 (23.422 min): 00468.D (-) m/z 63.95 100.00%
64
160
5000 \NM
? 128 192 224 0 2320 ' '
4 M' | | 256 23.00 2320 23.40 2360 23.80
o b b [wm/z 159.90 53.89%
miz--> 40 60 80 100 120 140 160 180 200 220 240 260
IAbundance #59933: 3-Methyichromone $$ 4H-1-Benzopyran-4-one, 3-methy...
92 140
131
5000 77 R R T A I o e
104 120 2300 2320 23.40 2360 2380
’ ‘ m/z 95.90 24.03%
0 "’l""ll""l'"‘II“"'Il‘"‘"I""I"‘ yrrrrrr T T
mfz--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #132098: 2 4-Dinitrobenzoic acid $$ Benzoic acid, 2,4-dinitro
44
75 LI ) ]'l' T r
63 120 168 2300 2320 2340 2360 2380 _
5000 92 212 m/z 223.80 19.46%
108 148
SN N O T O O S N
miz—-> 40 60 80 100 120 140 160 180 200 220 240 260 //N\_\ AFM
Abundance #156398: 2-Norbornanone, 1-(epithioethyl)-7,7-dimethyl-, S... AV . . .
6 a3 120 2300 2320 23.40 2360 2380
m/z 161.80 14.67%
5000 107
53 164
3 * 151 i
0 ':'i"‘l'i"lr “"ll" |||'! "-"'|"l"|"-"1""1""1 T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 23.00 23.20 23.40 23.60 23.80

00468.D SCANS508.M Fri Jan 11 10:08:43 2002

NYC-WTC_000051331
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Data File C:\MSDCHEM\ 1\5973N\02JAN10\00468.D
Acg On 10 Jan 2002 6:07 pm

Sample 508 scan ext 1/8

Misc : January 10, 2002

MS Integratlon Params: LSCINT.P

Quant Method
Title :
Library

508

C:\MSDCHEM\1. .

scan method

C:\DATABASE\WILEY7N.L

Vial: 5
Operator:
Inst Instrumen
Multiplr: 1.00

.\SCAN508.M (RTE Integrator)

hhkkhkhkhhkhkhkhkhkhhkhhhkhkhkhhkhkhhkhkhkhhkhkhkhkhkhkhkhhhhhhkkhkhhhkhkhhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhhkkhkhkhkkk

Peak Number 9 Sulfur, mol. (S8) (CAS) $3 Concentration Rank 11
R.T EstConc Area Relative to ISTD R.T
23.70 0.15 ug/L 79691 Phenanthrene-dio0 22.63
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 Sulfur, mol. (S8) (CAS) $$ OCTA-... 256 S8 010544-50-0 40
2 2-Norbornanone, 1-(epithioethyl). 228 C1l1H1603S 001782-93-0 36
3 PENTAMETHYLENE SULFOXIDE-D4 122 CSHeD40S 000000-00-0 9
4 5-Nitro-2-furaldoxime $$ 2-Furan... 156 CSH4N204 000555-15-7 7
[Abundance Scan 1780 (23.696 min): 00468.D (-) m/z 63.95 100.00%
64
160
5000
o6 224
194 UURMVUN
44 84 128 | | | 2340 2360 2380 2400
) SNNRNNSUN | NEN+. A NSNS SO i M — m/z 159.80 58.40%
miz—> 40 60 80 100 120 140 160 180 200 220 240 260
/Abundance #195809: Sulfur, mol. (S8) (CAS) $$ OCTA-SULFUR $$ SB$$ S...
64
5000 e L B B
192 2340 2360 2380 24.00
o 128 160 m/z 223.80 33.24%
o | s | | ! I
mjz—> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #156398: 2-Norbornanone, 1-(epithioethyl)-7,7-dimethyl-, S
en 93 120
2340 236b‘2380 2k00
5000 m/z 95.90 28.50%
53 164
l 151 l
6 ,?4,“{[,1' A "I' 'l" II“"I"IrT o rYTTT T Ty T T T T T T Ty
miz--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #17591; PENTAMETHYLENE SULFOXIDE-D4 ! e —
64 2340 2360 23.80 2400
m/z 64.90 20.90%
5000 120
“ o
Orr—yrrr ey ALEBERGEDS VEASUREASVEABU NSRS RERBE N T
miz—> 40 60 80 100 120 140 160 180 200 220 240 260 | 2340 23.60 2380 2400

00468.D SCAN508.M

NYC-WTC_000051332
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Data File C:\MSDCHEM\1\5973N\02JAN10\00468.D Vial: 5

Acg On 10 Jan 2002 6:07 pm Operator:

Sample 508 scan ext 1/8 Inst Instrumen
Misc January 10, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method

Title 508 scan method

: C:\MSDCHEM\1...\SCAN508.M

Library

C:\DATABASE\WILEY7N.L

(RTE Integrator)

khkhkhkhkhkkhkkhhkkhkkhkhkhkkhkhkhkhkkhkhkhkhhkhkhhkhkkhkhkhkkhhkhhkhhkhhkkhkhkkhkhkhhhkhkhkhkkhkhkhhkikkhkkkhkkkkkk

Peak Number 10 Sulfur, mol. (88) (CAS) $$ ... Concentration Rank 1
R.T EstConc Area Relative to ISTD R.T.
26.14 84.90 ug/L 46345700 Phenanthrene-dl0 22.63
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Sulfur, mol. (S8) (CAS) $$ OCTA-... 256 S8 010544-50-0 97
2 Sulfur, mol. (S88) (CAS) $$ OCTA-... 256 S8 010544-50~-0 97
3 Cyclic octaatomic sulfur 256 S8 010544-50-0 91
4 Sulfur, mol. (S8) (CAS) $$ OCTA-... 256 S8 010544-50-0 91
Abundance Scan 1994 (26.139 min): 00468.D (-) m/z 64.00 100.00%
64
5000 128 256 C/—/L
160
% rryrrrryvrrvryrrrrooprrrror
‘ , “I*z o 25:80 2600 2620 26.40
oY SN, < S [ R RSOSSN 'R PSS~ SN | N m/z 127.90 46.07%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #195806: Sulfur, mol. (S8) (CAS) $$ OCTA-SULFUR $$ S8 $$ S...
o4l 256
128 160
5000 A VAUNS UL BURae
25.80 26.00 2620 26.40
96 192 m/z 255.80 44 .92%
224
Orl?ﬁ"[rvlrl lll'l!ll'llllllllllllll‘Illlllll'l T v'l!rllvllrl
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #195807: Sulfur, mol. (S8) (CAS) $$ OCTA-SULFUR $$ S8 $$ S...
64
ll]’lllllllll"lll"l['l
25.80 26.00 2620 26.40 )
5000 m/z 159.90 33.94%
96 160 102
0 3'4!48 |I T l'l ! !' T |224 T 1
LI GAE B T T LER 2RI Trrryyrrovrs |Ill,llllllllllll TrTrrr1iryrryrJyrrrorrorr
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #195804. Cyclic octaatomic sulfur O I A A e o o e
64 2580 26.00 2620 26.40
m/z 95.90 21.13%
5000
128 256
a4 I 7.6 9|6 | 160 192 224 L
O‘ﬁ"lﬁT"l1"I""I""l""I""l""""Ir"'r"“l""l" UEEARERARRMRAARAR RS S
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 25.80 26.00 2620 26.40
00468.D SCANS508.M Fri Jan 11 10:08:44 2002 Page 12

NYC-WTC_000051333



NYC 9/11 Public Portal Document

Data File : C:\MSDCHEM\1\5973N\02JAN10\00468.D Vial: 5

Acg On : 10 Jan 2002 6:07 pm Operator:

Sample : 508 scan ext 1/8 Inst : Instrumen
Misc : January 10, 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
AkhkhkkhAkhkhkhkdhkrAhkAhkIThAhkdhhkhhhrhhbhhkhkhkhbkhkdhhkdhhdhbkhbdhkdhhkdhbkhbkrthkhkhhkdhbhohkhkrdhdhrhdkhkrdhkhhk
Peak Number 11 Decanedioic acid, bis{2-eth... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
33.40 1.09 ug/L 515064 Perylene-dil2 34.42
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decanedioic acid, bis(2-ethylhex... 426 C26H5004 000122-62-3 59‘J0
2 dl-2-Ethylhexyl chloroformate $$... 192 C9H17ClO2 024468-13-1 43
3 2-Nonanol, 5-ethyl- (CAS) $$ 5-E... 172 C11H240 000103-08-2 38 hﬂp1@u
4 Propanedioic acid, hexyl-, dieth... 244 C13H2404 005398—10—7 25
Abundance Scan 2630 (33.400 min): 00468.D (-) m/z 185. 100.00%
185
57
5000
112
4 Js3 . .,E.,q.T
143 166 | 203 3300 3320 3340 3360 33.80
ol 3,ﬁrﬁ,,T]h[T.nl,, el o e o e ey || @/ 2 57.10  59.399
miz--> 40 60 80 100120140 160 180 200 220 240 260 260 300 320 340 360 380 400 420
Abundance #345444: Decanedioic acid, bis(2-ethylhexyl) ester (CAS) §...
185
57
112
5000 PN S
3300 33.20 3340 3360 3380
m/z 71.10 41.25%
S LA LA LA LA LA LA LA VA ALUABAE AR BB AR I'”"l‘2‘6'I
nfz--> 40 60 80 100120 140 160 180 200220 240 260 280 300 320 340 360 380 400 420
Abundance #102311: di-2-Ethythexyl chloroformate $$ 2-Ethylthexyl chi...
57 112
3300 3320 3340 3360 33.80
5000 83 m/z 70.10 39.35%
| l 148 192 AWNM
S S A A LA LAY LAY LA LAY LA LN LA LR LA A LA LA LA LARS AR A
miz—> 40 60 80 100120 140 160 180 200 220 240 260 280 300 320 340 360 380 400420
Abundance #76872: 2-Nonanol, 5-ethyl- (CAS) $$ 5-Ethyl-2-nonanol $$ ... T
57 3300 3320 3340 33.60 3380
m/z 112.10 33.78%
Ovrrpre "'I"r"l'l‘ DAL AR AN SASAL LALAL SR SRS LABA ABA LA AN SABAL MRS UASAS S AR LA T T VARVURAS
m/z--> 40 60 80 100120140160180200220240260280300320340360380400420 3300 3320 3340 3360 3380
00468.D SCANS08.M Fri Jan 11 10:08:44 2002 Page 13
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Op=erator ID: Date Acquired: 10 Jan 2002 6:07 pm

Data File: C:\MSDCHEM\1\5973N\02JAN10\00468.D

‘Name: 508 scan ext 1/8

Misc: January 10, 2002

Method: C:\MSDCHEM\1\METHODS\METHODS\SCANS08.M (RTE Integrator)
Title: 508 scan method

Library Searched: C:\DATABASE\WILEY7N.L

~--Internal Standard---

RT EstConc Units Response |# RT Resp Conc
4.0 ug/L 1338080 1 9.72 6665000 20.0
0.2 ug/L 59307 1 9.72 6665000 20.0
0.2 ug/L 67114 1 9.72 6665000 20.0
0.3 ug/L 108727 1 9.72 6665000 20.0
1.0 ug/L 529744 3 18.34 10247400 20.0
0.2 ug/L 84948 4 22.63 10917400 20.0
2.2 ug/L 1205380 4 22.63 10917400 20.0
0.2 ug/L 97397 4 22.63 10917400 20.0
0.1 ug/L 79691 4 22.63 10917400 - 20.0
84.9 ug/L 46345700 4 22.63 10917400 20.0
1.1 ug/L 515064 6 34.42 9408960 20.0
30468.Db SCANS508.M Fri Jan 11 10:08:44 2002 Page 14
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