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User: Vincet, David L
Wastchester Dapt. of Labs & Research
Date: 01/25/2002 Time: 15:39:07

Sample: AD31678
Analysis: $GCMS  GCMS Scan For Unknowns

Units: ug
Started: 1/25/02 15:38 Ended: 1/25/02 15:38 Analyst: DLV

Page: 1

Other unknown compounds .
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. Comments for Sample AD31676 - Analysis $GCMS

Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 01-25-2002 Time: 15:39:36

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

The recoveries for 9 of the 43 compounds in the LCS Standard were above their
acceptance ranges. The pH of this sample when received was less than 2.
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.

Quantitation Report

(Not Revi

C:\MSDCHEM\1\5973N\02JAN23\31676.D

Data File :

Acqg On : 23 Jan 2002 2:57 pm
Sample : 508 scan

Misc : January 22, 2002

MS Integration Paramg: SPLIT.P
Quant Time: Jan 24 09:46:44 2002

Quant Method
Title

Last Update
Response via
DataAcg Meth

Internal St

C:\MSDCHEM\1.
508 scan method

Fri Jan 11 13:20:07 2002

: Initial Calibration

SCAN508

andards

ewed)

Vial:
Operator:
Inst :
Multiplr:

Quant Results File:

.\SCAN508.M (RTE Integrator)

1

Instrumen
1.00

SCAN508.RES

e Conc Units Dev{(Min)

1)
10)
17)
29)
38)
44)

1,4-Dichlorobenzene-d4
Naphthalene-d8
Acenaphthene-dl10
Phenanthrene-dl0
Chrysene-dl2
Perylene-dil2

System Monitoring Compounds
37) 2,4-DDD

Spiked Amount 5.

Target Compounds

000

20) Dimethylphthalate
21) 2,6-~Dinitrotoluene
35) Di-n-butylphthalate

R.T. QIon
9.71 152
13.19 136
18.34 164
22.65 188
30.50 240
34.42 264
27.73 235
18.34 163
18.34 165
24.86 149

Respons
1145052 20.00
. 4804374 20.00
2506845 20.00
4228254 20.00
3728391 20.00
2727593 20.00
337138 5.04
Recovery =
404481 2.44
320043 9.91
185629 0.68

ug/L 0.00

ug/L  0.00

100.80%

Qvalue
ug/L # 56
ug/L # 17
ug/L 100

e e e e G e e e e e G e G e e b e b S A S e ot o Gt o b Gmb e e e e b S e et e e e 4 v e s e et e e e e e e e 4 b ey e o v b - o b

(#)
31676.

NYC-WTC_000050319

quallfler out of range (m)
SCAN508.M

= manual integration
Thu Jan 24 09:46:45 2002
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Quantitation Report

(Not Reviewed)

Data File C:\MSDCHEM\1\5973N\02JAN23\31676.D
Acg On 23 Jan 2002 2:57 pm

Sample : 508 scan

Misc ¢+ January 22, 2002

MS Integration Params: SPLIT.P

Quant Time: Jan 24 9:46 2002

Method

Title

Last Update
Response via

Vial: 1

Operator:

Inst

: Instrumen

Multiplr: 1.00

Quant Results File: SCAN508.RE

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

Fri Jan 11 13:20:07 2002

Initial Calibration

Abundance

8000000

7500000

7000000

1500000

1000000

500000

1,4-Dichlorobenzene-d4,!

Naphthalene-d8,i

TIC: 31676.D

Biabihtiathateit,|

Phenanthrene-d10,!

Di-n-butyiphthalate

24-DDDS

Chrysene-d12,1

Perylene-d12,)

c- LERERIR AN BLELNUER AN SRS SRR I LELECBE NN BR AR T

Time--> 400 600 800 1000 1200 1400 1600 1800 20.00 2200 2400 2600 2800 3000 32.00 34.00 36.00 38.00

TTrTTTT

LELELEE BESR AR AL ID B

TV

::::::

TIV IV T T

LRREREEEERLEEE

31676.D SCAN508.M

- NYC-WTC_000050320

Thu Jan 24 09:46:45 2002
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LSC Area Percent Report

Data File : C:\MSDCHEM\1\5973N\02JAN23\31676.D Vial: 1

Acq On : 23 Jan 2002 2:57 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 max last PK peak corr. corr. % of
min scan scan scan TY height area % max. total
1 3.602 17 20 25 rVB 27595 46464 0.09% 0.041%
2 4,241 71 76 83 rBV2 21958 52492 0.10% 0.046%
3 4,355 83 86 93 rVB2 16634 35102 0.07% 0.031%
4 9.710 551 555 561 rBV - 3335528 6499486 12.96% 5.733%
5 13.192 855 860 865 rBV 5083718 9284727 18.51% 8.189%
6 18.341 1305 1311 1315 rBV 5190169 10223558 20.39% 9.018%
7 18.741 1339 1346 1359 rBV2 80085 784065 1.56% 0.692%
8 20.876 1519 1533 1535 rBvV3 5134 33547 0.07% 0.030%
9 20.933 1535 1538 1547 rvv4 19459 59019 0.12% 0.052%
10 22.280 1651 1656 1661 rBV2 45446 84060 0.17% 0.074%
11 22.645 1681 1688 1693 rBV 5074161 11262647 22.46% 9.934%
12 22.851 1695 1706 1731 rVB2 243657 2444024 4.87% 2.156%
13 23.456 1745 1759 1763 rBV5 27851 167872 0.33% 0.148%
14 23.719 1775 1782 1787 rVB4 14440 67028 0.13% 0.059%
15 23.856 1787 1794 1799 rBVé6 8514 41686 0.08% 0.037%
16 24.860 1877 1882 1887 rBV 163088 346528 0.69% 0.306%
17 26.150 1977 1995 1999 rVB2 6849919 50149481 100.00% 44.234%
18 27.726 2129 2133 2139 rBV 938932 1685195 3.36% 1.486%
19 30.500 2369 2376 2381 rBV 4286067 10817845 21.57% 9.542%
20 34.416 2713 2719 2755 rBV 3409452 9289600 18.52% 8.194%
Sum of corrected areas: 113374426

31676.D SCAN508.M Thu Jan 24 09:57:32 2002 Page 1
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LSC Report - Integrated Chromatogram

File : C:\MSDCHEM\1\5973N\02JAN23\31676.D

Operator :

Acquired : 23 Jan 2002 2:57 pm using AcgMethod SCAN508
Instrument : Instrumen

Sample Name: 508 scan

Misc Info : January 22, 2002

Vial Number: 1
Quant File :SCAN508.RES (RTE Integrator)

Abundance TIC:31676.D

.6000CC0
13.18

8.71

1000000

c:l[llllll)llllllflll(l]lll T 1T ¥ T T LENRINE SN S M S

T T ¥ T I L S ] ’ T K
Time-> 4.00 5.00 6.00 7.00 8.00 9. 00 10. 00 1 1 00 1200 1300 1400 15.00

Abundance TIC: 31676.D
156

18.34 2265

1874 2088 2228:'5\ 2528795 24586 -

,‘~__
c: LR B AL B LI S S S S R M T T 7 T T T 17 LIRS S S B B

T
Time-> 16.00 1700 1800 1900 2000 21.00 2200 2300 2400 2500 2600 27.00

- o212 A’

Abundance TIC: 31676.D

6000000

30.50

34.42

2000000

1000000

c T ¢ F 7 T T TT T [ T T Ty

fime--> 2800 2900 3000 3100 3200 3300 3400 3500 3600 3700 38.00 39.00

31676.D SCAN508.M Thu Jan 24 09:57:32 2002 Page 2
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Library Search Compound Report

. Data File C:\MSDCHEM\1\5973N\02JAN23\31676.D
Acg On : 23 Jan 2002 2:57 pm
Sample : 508 scan
Misc : January 22, 2002

MS Integration Params: LSCINT.P

Quant Method :

Title
Library

C:\MSDCHEM\1..
508 scan method

: C:\DATABASE\WILEY7N.L

Vial: 1

Instrumen

Multiplr: 1.00

.\SCAN508.M (RTE Integrator)

K de Jo de Kk K de de Je Jo Je de Je Je K e de Je de K e Jo Je Je de K K o Fe de Fe e de K K de de kK e e g Kk Kk K e gk gk de gk kg T gk ok d ok ke kK

Peak Number

1 Butanoic acid, methyl ester...

Concentration Rank 7

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

3.60 0.14 ug/L 46464 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 (CAS... 102 C5H1002 000623-42-7 83
4 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 74

Abundance Sw:g20(3.602min):31676%(—) m/z 74.10 100.00%
5000
59 87
h 49 , 3.50 3,60 3.70 3.80 3.90 4.00
cl"I'Fllllll'llIililllll]llII!Illllll lrll"lllllllxlllll m/z .43'10 98.95%
miz—> 10 20 30 40 50 60 70 80 o0 100 110
Abundance #9228: Butanoic acid, methyl ester (CAS) $$ Methy! butyrat...
43
5000 —ﬁ745¥@&¥T}XF+wvwﬂTl:
59 87 3.50 3.60 3.70 3.80 3.90 4.00
m/z 71.10 65.83%
L] | [ , 102
c'll 'Il"r‘l’lIll'lllil'lllllll"[%ﬁllllllll'llfr!il'll
miz—> 10 20 30 40 50 60 70 80 80 100 110
Abundance #9227: Butanoic acid, methy! ester (CAS) $$ Methyl butyrat...
74
350 3.60 3.70 3.80 390 400 |
5000 m/z 41.10 33.46%
5 87
" | |, 102
clllIIIIIITTTIll‘l[ll!lllllllll""’l ll‘llll[ll‘l_‘l_"lllll
miz—> 10 20 30 40 S50 60 70 8 90 100 110
Abundance #9220: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
4 3.50 3.60 3.70 3.80 3.90 4.00
m/z 87.10 25.39%
74
5000 1 27
58
l 87
c'lll‘?lllllll?‘%llll!'lllllllll‘l‘l’ l|?|:1[11‘r{rlnx |?92| T
miz—-> 10 20 30 40 50 60 70 80 80 100 110 3.50 3.60 3.70 3.80 3.0 4.00
Thu Jan 24 09:57:32 2002 Page 3

31676.D SCAN508.M
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\020AN23\31676.D
Acqg On : 23 Jan 2002 2:57 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:
Operator:
Inst :
Multiplr:

1

Instrumen
1.00

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

% de de e e g do ke ke de Kk ke Kok g de ke ke ko kK K ke ok ok de hke ok de ke ok ok ke kg ded gk k ko kg kkk ok ok kdkkdkddkkkkkkkk

Peak Number 2 3-Methyl-2,3-epoxybutanal

Concentration Rank 5

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

4,24 0.16 ug/L 52492 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Methyl-~-2,3-epoxybutanal 100 C5H802 000000-00-0 39
2 Formic acid, 2-methylpropyl este... 102 C5H1002 000542-55-2 22
3 Formic acid, l-methylpropyl este... 102 C5H1002 000589-40-2 10
4 Formic acid, 2-methylpropyl este... 102 C5H1002 000542-55-2 10

Abundance Scan 76 (4.241 min): 31676.D (-) o m/z 85.00 100.00%
41 ’
5000
60
l | 380 400 420 440 460
Oty 1[‘!‘1 '43 ’l‘l LS SAAAA SEAAA RAAS R LA NARAN SAERI LAMK LABMIK m/z 41.10 67.25%
miz—> 20253035404550556065707580859095100105110
ndance #7969: 3-Methyl-2,3-epoxybutanal
41 85
5000 :xx-unxxuxfnr-p\-
60 380 400 420 440 460
I m/z 43.10 54.00%
0 ) 100
iz-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 €5 100 105 110
Abundance #9310: Formic acid, 2-methylpropyl ester (CAS) $$ Isobutyl...
29 48 56
380 400 420 440
5000 m/z 39.10 27 09%
l | #
o i, Lol
S0 RRASR REARN REASS LARES AREAS CLLRS RUASS RAARA RLARA LALAD RAAAS RAREN KAAM LRSS REARN KELAD LALAS RAAKI
niz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Abundance #9209: Formic acid, 1-methylpropyl ester (CAS) $$ sec-Buty...
45 56 380 400 420 440 460
31 m/z 60.00 27.06%
5000
l | L
S SEAS LAY RAAAA LAY RAAAS LAY AR !'!l””l'”'l”"l"“l""l“"l'”'l""l1'o‘?'l""l‘
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105110 380 400 420 440 460
31676.D SCAN508.M Thu Jan 24 09:57:33 2002 Page 4
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Library Search Compound Report

Data File C:\MSDCHEM\1\5973N\02JAN23\31676.D Vial: 1

Acg On : 23 Jan 2002 2:57 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

% de K de de ok Fe e de de kK K de ok kK kK ke ke kK Kk kg Tk ok ok ok ok k ok ok k ok ok k gk k ok kkkkdkkk kK kkdkkkkdkkkdhkk

Peak Number 3 METHYLFULVENE Concentration Rank 9

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

4.36 0.11 ug/L 35102 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 METHYLFULVENE 82 C7H8 000000-00-0 42
2 1,3,5-Cycloheptatriene (CAS) $$ ... 92 C7HS8 000544-25-2 42
3 1,6-Heptadien-3-yne 92 C7HS8 005150-80-1 9
4 1,3,5-Cycloheptatriene $$ Cycloh.. 92 C7HS8 000544-25-2 9

Abundance Scan 86 (4.355 min): 31676.D (- m/z ©91.10 100.00
il
5000
43
3l9 ; 5|1 615 8f 400 420 440 460 480
c“ll"l]'lllll"l]'I‘( ]Illillll![ll‘l]"ll]‘lll1l'llll ll'll"l]llll‘ll'il] !ﬁllllllll /Z 92 10 59 80%
—> 20 25 30 35 45 5D 55 60 65 70 75 80 85 90 95 100 q
Abundance #5531: METHYLFULVENE
ol
5000
400 420 440 460 4.80
' m/z 43.10 31.75%
c 319 45 l? I i
Illll Illll [lrﬁl LI Il 7; l_(rr‘ll "ll,llll]l'l ll l] TT73 Il lIl’ l‘l"llllllll
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Abundance #5568: 1,3,5-Cycloheptatriene (CAS) $$ Cycloheptatriene $5...
g1
400 420 440 460 480
5000 m/z 84.90 17. 15%\
3 61, % '
c lllllllllllliﬁl llllllXIl llll IlllIllllI lll lll‘ll'l[',!ll‘l ll Illllll!]rr
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 S0 100 A /\
Abundarice #5557: 1,6-Hepladien-3-yne A B LR
a1 400 420 440 460 480
m/z 39.00 16.52%
5000
65
27
c l'l'lll'lll!ll[Illll"3=.7li‘llll[llIIl5!15gl‘llll[6=1114!!'llllllllllllllllllelsllli lllllllllll
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 400 420 440 460 4.80

31676.D SCAN508.M

NYC-WTC_000050325

Thu Jan 24 09:57:33 2002
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN23\31676.D
Acg On : 23 Jan 2002 2:57 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: 1

Operator:

Inst : Instrumen

Multiplr: 1.00

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

dede ke de ke dedek ke k gk de ok ok dede ko ok dede ok ok gk gk d ok ok ok dded ek dedded kg d ok kg dedh kg dkdedddkddkkkkkhk

Peak Number 4 Benzene, l-bromo-3-chloro-

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.74 1.53 ug/L 784065 Acenaphthene-d10 18.34
Hit#$ of 5 Tentative ID MW MolForm CAS# Qual

190 C6H4BrCl
190 C6H4BrCl
3 Pyrazole, 3-(p-chlorophenyl)-5-m... 192 C10H9CIN2

1-bromo-3-chloro-
1-bromo-2-chloro-

1 Benzene,
2 Benzene,

000108-37-2 9
000694-80-4 9
017629-27-5 9

4 2-Norbornanone, 1-(epithioethyl)... 228 C11H16038 001782-93-0 9
Abundance Scan 1346 (18.741 min): 31676.D (-) ) m/z 191.80 100.00%
64 142
5000
% 1840 1860 1880 1900
162 180
c'li""lxx,Y]’XTrill ,!I]lilllllll'll[{ll'lllrl “IT TT { T ll llll"ll‘l' 'lll"ill m/z 64 oo 97 12%
mfz—> 30 40 50 60 O8090100110120130140150160170180190200
Abundance #99522: Benzene, 1-bromo-3-chloro-

75

74

T TT T T

18.40 1860 1880 1900

0.
m/z--> 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 190 200
Abundance #99515: Benzene, 1-bromo-2-chloro-

1
111
75
5000
50
o 35 154

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

m/z 127.90 34.66

%7

TIT Yy Y Y

18.40 1860 1880 1900

Abundance #102437: Pyrazole, 3-(p-chiorophenyl)-5-methyl- &
1
5000
42 75 128
111 151 177
o.

miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180 200

m/z 193.80 26.77

7

TT TFT T[T LELEE SRER AR BRI Bn]

1840 1860 1880 19.00

m/z 95.90 17.84%

¥

T TT TV [TTTIs T

1840 1860 1880 1900

31676.D SCAN508.M Thu Jan 24 09:57:33 2002

- NYC-WTC_000050326
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Data File

Acq On
Sample
Misc

MS Integration Params:

Quant Method

Library Search Compound Report

C:\MSDCHEM\1\5973N\02JAN23\31676.D

23 Jan 2002
508 scan
January 22, 2002
LSCINT.P

2:57 pm

Vial:
Operator:
Inst : Instrumen
Multiplr: 1.00

1

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

Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L
hkhhkhkhkhkhkhhhhhhhkhhdhhhhdhkhhhhhdhhkhhhhhdbhhhkhhkhkhhkhhhhhhhhhhdhhkhhhkhhdkhkidhk
Peak Number 5 1,4-Benzenediamine, N,N,N’-.. Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.93 0.10 ug/L 59019 Phenanthrene-dl10 22.65
Hit# of 5 Tentative ID MW MolForm cas# Qual

1 1,4-Benzenediamine,

N,N,N’-triet..

2 cis-anti-cis-10,10-Dimethyltricy...

192 C12H20N2
192 C13H200

024340-91-8 47
000000-00-0 23

3 Allyloxydicyclopentadiene 188 C13H160 000000-00-0 10
4 3-Fluoro-5-(trifluoromethyl)benz... 192 C8H4F40 000000-00-0 10
Abundance Scan 1538 (20.933 min): 31676.D (-) m/z 177.10 100.00%
17
41 192
163 248
5000 55 66 83
128 205 233
% T T v Ty lllll ITII
[Ill l ! ' 2060 20.80 21.00 21.20
0. ¥ llllllllIll]"“l'!‘lll!l!lllll LI 3 m/z 191 80 73 QZ%N
miz--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #103340 1,4-Benzenediamine, N,N,N*-triethyl- $$ p-Phenyle... ’
177
192
148
5000 133
2060 20.80 21.00 21.20
163 m/z 191.10 69.37%
l 80 119
cl'] ll!lX'llIl’lll"llllllllllll'lll([lll
m/z—> 40 60 80 100 120 140 160 180 200 220 240
Abundance #103596: cis-anti-cis-10,10-Dimethyltricyclo]6.3.0.0(2,6)]...
4
YrIY'If]IIII"(ff‘II
20.60 2080 21.00 21.20
5000 o7 15 m/z 41.10 65.40%
109
L ] |
c llllll ’llllll T 1T T 7 lllllllllllllll‘[—lllllllll
miz--> 40 160 180 200 220 240
Abundance ﬁﬂ%SNMmmeMnMMMw ey
4 2060 2080 21.00 21.20
m/z 43.10 60.27%
5000 104
78
€0 131
121 147
o 1%
miz--> 40 60 80 100 120 140 160 180 200 220 240 20.60 20.80 21.00 21.20

31676.D SCAN508.M

NYC-WTC_000050327

Thu Jan 24 09:57:33 2002
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Data Fi
Acg On
Sample
Misc

le

Library Search Compound Report

C:\MSDCHEM\1\5973N\02JAN23\31676.D

23 Jan 2002 2:57 pm
508 scan
January 22, 2002

MS Integration Params: LSCINT.P

Quant Method

Title
Library

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

Vial:
Operator:
Inst :
Multiplr:

1

Instrumen
1.00

.\SCAN508.M (RTE Integrator)

de de de de de Kk g ke ke de e e o de Kk ke e ke ke ok de de de ke ke ke ke de T de e de de de o ke de Je Fe Ko ke Fe de ke ke ke e de ke ke ok T Je dekok Kk ok kk ok ok ok kkkk

Peak Number 6

3-Cyanocarbazole $$ 9H-Carb.

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
22.28 0.15 ug/L 84060 Phenanthrene-dilo0 22.65
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 3-Cyanocarbazole $$ 9H-Carbazole...
2 2-CYANOCARBAZOLE $$ 9H-Carbazole...
3 Benzol[l,2-c:3,4-clbis(isothiazol.

4 fluorene-9-spiro-cyclopropane

192 C15H12

192 C13H8N2
192 C13H8N2
192 C8H4N2S2

057102-93-9 72
057955-18-7 72
074960-05-7 64
000000-~00~-0 53

Abundance

0.
miz—>

Scan 1656 (22.280 min): 31676.D (-)

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

Abundance

miz-—->

#103424: 3-Cyanocarbazole $$ SH-Carbazole-3-carbonitrile (CAS
1

96 164

138

0O
30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180 200

m/z 192.10 100.00%

L RRELILA SLIRALIRIE SR

| 2200 2220 2240 2260
m/z 96.10 13.77%

2200 2220 2240 2260
m/z 191.10 12.63%

Abundance #103420: 2-CYANOCARBAZOLE $$ SH-Carbazole-2-carbonitrile (CAS
192
2200 220 2240 2260
5000 m/z 193.00 12.36%
164
86 138
c II_TTTT‘TI'TIITII lllllll]llll TITV[TTT l ll=Illlll'lll'lllllllllllllll Tr lIil
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #102104: Benzo]1,2-¢:3,4-c]bis{isothiazole) $$ Benzo[1,2-¢... S S
192 | 2200 2220 2240 2260
m/z 146.10 12.28%
5000
45 148
’ 57 69 8 95 121 ' 165
0 I S Y | ;{i
lllllllllllllllllllllllllll]’l}llll]llllllllll lllllll ITY' T lllllll'llllll‘ I'jT‘l_l' T llllllXYTl T T
niz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 2200 2220 2240 2260

31676.D SCAN508.M

Thu Jan 24 09:57:33 2002
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN23\31676.D
Acg On : 23 Jan 2002 2:57 pm

Sample : 508 scan

Misc : January 22, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

vVial: 1
Operator:
Inst : I
Multiplr: 1

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

nstrumen
.00

Je de e de Jo de e do o K Kk de de e Kk T e Je de Je de e de do K de de K g K do de do K de dode e ke e ke K de de ek Feode ke ke Kk ke do ok ok de ke dek ok ok kdkhk

Peak Number 7

2-Norbornanone, 1l-(epithioe...

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
22.85 4.34 ug/L 2444020 Phenanthrene-d10 22.65
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Norbornanone, 1l-(epithioethyl)... 228 C11H1603S 001782-93-0 28
2 1,2,5,6-tetrathia-3,7-dimethyl-c... 212 C6H12S4 116664-31-4 7
3 Cyclohexane-dl12 96 Ce6D12 001735-17-7 7
4 PERDEUTEROCYCLOHEXANE $$ Cyclohe... 96 C6D12 001735-17-7 5

Abundance Scan 1706 (22.851 min): 31676.D (-) m/z 64.00 100.00%
160
5000 g6 224
128 l 192 L 2260 2280 2300 2320
c ll|l|4l4117[ [ﬁl?lsl'lilll l‘ll'll"‘llllll ';I'l‘lllll']l—r"TYY m/z 159.90 81'80
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #156398:; 2-Norbornanone, 1-{epithioethyl)-7,7-dimethyl-, S...
64 93 120
5000 107
53 79 164 2260 2280 23.00 23.20
Il 151 m/z 95.90 43.30%
01“34llllllll lllllll T "lllllllllll'lllllll'I!lll[llll
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance ﬂ‘ #132056: 1,2,5,6-tetrathia-3,7-dimethyl-cyclooctane $5 1,2...
73 138 212 260 22.80 23.00 23.20
5000 106 m/z 223.80 39.63%
th c T v 17T l T 7 T l T 1 ] T 17 ¥ rl Ill' T 7 I T 7T 77T I T F T 7 l T 1T 7 7 ] T T T3 l T 7
-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3553: Cyclohexane-d12
40 O 2260 2280 2300 23.20
m/z 161.90 18.25%
96
8000,
l 78
0‘ Ill} lll'll lllll llllllllllll[llYl]’Tl’lll[IIlllll
mz-> 20 40 60 80 100 120 140 160 180 200 220 2260 22.80 23.00 23.20

31676.D SCAN508.M

Thu Jan 24 09:57:33 2002

NYC-WTC_000050329
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN23\31676.D
Acg On : 23 Jan 2002 2:57 pm

Sample : 508 scan

Misc January 22, 2002

MS Integration Params: LSCINT.P

vial: 1

: Instrumen
Multiplr: 1.00

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

****************************************************************'*****
Peak Number 8 2-Norbornanone,

1- (epithioce...

Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T
23.46 0.30 ug/L 167872 Phenanthrene-d10 22.65
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual

et o o o . e e b S S o B e e e e oy S s G e e s e e e - b b e . G e S e S e =

1 2-Norbornanone,
2 Sulfur, mol. (S8)

3 N- (2-Hydroxyethyl) -N’-[2’ -
4 5-Nitro-2-furaldoxime $$§ 2-Furan...

1- (epithiocethyl) ...
(CcAS) $$ OCTA-.
(-meth...

256 S8

156 C5H4N204

228 Cl1H1603S

255 C10H13N303S

001782-93-0 36
010544-50-0 9
000000-00-0 9
000555-15-7 7

Abundance o Scan 1759 (23.456 min): 31676.D () m/z 64.00 100.00%
160
5000
86 224 e
4 | 1?8 192 " 2320 2340 2360 2380
) NUSSEN N | SN | FUN SN | S o — E— m/z 159.85 56.41%
miz—> 40 60 80 100 120 140 160 180 200 200 240 260
ndance #156398: 2-Norbornanone, 1-{epithioethyl)-7,7-dimethyl-, S...
93 120
5000 107 TY T T [T T 7
53 79 164 2320 2340 2360 23.80
Il t 151 m/z 95.90 29.11%
c %]llll‘l llllll'l]‘llllll llllll lllllllllr‘[ll]ll’l’llllll lIl’T
miz—> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #1 gsos: Sulfur, mol. (S8) (CAS) $$ OCTA-SULFUR $$ S8$$ S...
" 2320 2340 2360 2380
5000 192 m/z 223.80 23.69%
o6 128 160
48 | 80 l 24 26
clllferirlllillll'(lll rx'xn »slllrirrrxusflllllllnx]sllflr
miz--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #193372: N-(2-Hydroxyethyl)-N*-[2-(-methoxycarbenyl)thiop... B i
6 56 2320 2340 23.60 23.80
m/z 161.90 18.31%
128 180
5000
% 172 221
o] NSNS NGNS U S S — I,‘,”,, I..q.NﬁWML“”MANW““
miz—> 40 60 80 100 120 140 160 180 200 220 240 260 2320 2340 23.60 23.80

31676.D SCAN508.M

NYC-WTC_000050330
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NYC 9/11 Public Portal Document
Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\020AN23\31676.D Vial: 1

Acg On : 23 Jan 2002 2:57 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

% de ke de Je K e e de K Jo ke de Kk ke e g g de ke de ke ko de T Fe o ke gk g g Kk ke koK de Kk dede ok ke ok ok ok ok d ok gk ke ok ok ok kg ok ok ok ki dkkkkk

Peak Number 9 N-(2-Hydroxyethyl)-N’-[2’-(... Concentration Rank 8

Quant Method

R.T. EstConc Area Relative to ISTD R.T.
23.72 0.12 ug/L 67028 Phenanthrene-dl10 22.65
Hit# of 5 Tentative ID MW MolForm Cas# Qual
1 N- (2-Hydroxyethyl) -N’-[2’-(-meth... 255 C1l0H13N303S 000000-00-0 ©
2 1,2,5,6-tetrathia-3,7-dimethyl-c... 212 C6H12S4 116664-31-4 7
3 1-Naphthalenethiol $$ .alpha.-Na... 160 C10H8S 000529-36-2 5
4 1-Naphthalenethiol 160 C1l0H8S 000529-36-2 5

Abundance Scan 1782 (23.718 min): 31676.D (-) m/z 64.00 100. 00%1
160
5000 24
43 % 1% lllllllllllllll'lil'lll’
ll " l I 194 I »55 2340 23.60 23.80 24.00
cll“ll'lll 'llll“lllll'llllllIl‘llllllllliilix'illllil’IT"lll III/Z 159.80 73.77%
mfz—-> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance g'l 93372: N-(2-Hydroxyethyl)-N'-[2-(-methoxycarbonylijthiop...
256
128 160
m lll‘llllll'll‘llll"lll'
96 192 221 2340 23.60 23.80 24.00
l l m/z 223.75 50.03%]
cll‘llillll lllll'lllll‘lllllllllll'lllllllll]'llll'lll]Illl]l
miz--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #132056: 1,2,5,6-tetrathia-3,7-dimethyi-cyclooctane $$ 1,2...
41
l'llllll(lll]'!i’]‘ll"
3 138 12 2340 23.60 23.80 24.00
5000 106 m/z 95.90 32.89%
clll lllll!llllllll,l’lll lllllllllllI(IIlIr‘l'lllll"Tl‘I]'l'lllll
miz—> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #80017: 1-Naphthalenethiol $$ .alpha.-Naphthyl mercaptan $... T T
1 2340 23.60 23.80 24.00
115 m/z 161.85 27.26%
5000
0' 41"! LR IR LER BRI TTIrrit TT T U ¥ ¥ 5 ] VT ¢ ¥ T ¥V T T 7T 77T T 111
miz-> 40 60 80 100 120 140 160 180 200 220 240 260 2340 2360 2380 2400
31676.D SCAN508.M Thu Jan 24 09:57:34 2002 Page 11
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN23\31676.D
Acg On : 23 Jan 2002 2:57 pm

Sample : 508 scan

Misc : January 22, 2002

MS Integration Params: LSCINT.P

Quant Method :
Title :
Library

Vial: 1

Operator:
Inst :
Multiplr: 1.00

Instrumen

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

% K Kk de Kk Kk kK e de g ok e de ek K Kk de e Fe ke de de K K K Je de de K ke de g Kk K de de Je o de K K ek ke Kk Kk oKok ok deode de ke ke ke KKk kK kk

Peak Number 10 Sulfur, mol. (S8) (CAS) $$ ... Concentration Rank 1
R.T EstConc Area Relative to ISTD R.T
26.15 89.05 ug/L 50149500 Phenanthrene-dl10 22.65
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Sulfur, mol. (S8) (CAS) &S5 OCTA-... 256 S8 010544-50-0 96
2 Sulfur, mol. (S8) (CAS) $$ OCTA-... 256 S8 010544-50-0 94
3 Sulfur $$ Sulfur, precipitated $... 256 S8 007704-34-9 87
4 Cyclic octaatomic sulfur 256 S8 010544-50-0 87
Abundance Scan 1995 (26.150 min): 31676.D () m/z 64.00 100.00%
64
5000 128 256
160
96 T 57 LRSI L SRS T
192 T VLV 1
l ’ I , 27 ' 25.80 26.00 2620 26.40
o “‘i4l4erTJ I7IGI Ylllll‘TT‘Lf'll!ll]J ll!"']’ l‘Illll "]!l /Z 127 90 46 68%
miz—> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #195808: Suifur, mol. (S8) (CAS) $$ OCTA-SULFUR $$ S83$ S...
4 256
198 160 L
m I T 77 ‘[j"l LIRS I T
] 25:80 26,00 2620 26.40
96 192 m/z 255.80 45.91%
I 224
cl?‘?lllll]ll II T ¥V T TrIrvtrito ‘lellllll'lll ll'l'l"[llll'l' llllI{lI
> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #195807: Sulfur, mol. (S8) (CAS) $$ OCTA-SULFUR $$S8$$ S...
o4 k
zsfa‘o‘ 2600 26.20 2640
5000 128 zZ 159.90 33.06%
256
%6 160 o2
G ?‘?[ﬁlslll{K‘llllYllIlllllll‘ll‘lllllllllllll!l llll?%ll]llll[ll
miz—> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #195801: Sulfur $$ Sulfur, precipitated $$ S $$ Brimstone ... t R
64 192 2580 26,00 2620 2640
128 m/z 95.90 21.75%
160 256
5000
96
J 24
oill‘ll‘ ‘Illl]'l'l]llllllllll|lll lll‘llll'l'[llIl:l!lllllllll[lll T T lllllll T
nfz—> 40 60 80 100 120 140 160 180 200 220 240 260 2580 26,00 26.20 2640

31676.D SCAN508.M

NYC-WTC_000050332
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NYC 9/11 Public Portal Document
Tentatively Identified Compound (LSC) summary

Operator ID: Date Acgquired: 23 Jan 2002 2:57 pm

Data File: C:\MSDCHEM\1\5973N\02JAN23\31676.D

Name: 508 scan

Misc: January 22, 2002

Method: C:\MSDCHEM\1l\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 Resp Conc
Butanadic acid/ me... 3.60 0.1 ug/L 46464 1 9.71 6499490 20.0
3-Methyxl-2,3/epox... 4,24 0.2 ug/L 52492 1 9.71 6499490 20.0
METHYL . 4.36 0.1 ug/L 35102 1 9.71 649945950 20.0
Benzene,\ 1-promo-... 18.74 1.5 ug/L 784065 3 18.34 10223600 20.0
1,4-Benzanediamin. . 20.93 0.1 ug/L 59019 4 22.65 11262600 20.0
3-CyanocaX} e, 22,28 0.1 ug/L 84060 4 22.65 11262600 20.0
2-Norborns 1... 22.85 4.3 ug/L 2444020 4 22.65 11262600 20.0
2-Norborn 1... 23.46 0.3 ug/L 167872 4 22.65 11262600 20.0
N- (2-Hydréxyethyl. 23,72 0.1 ug/L 67028 4 22.65 11262600 20.0
Sulfur, (s8)... 26.15 89.1 ug/L 50149500 4 22.65 11262600 20.0

31676.D SCAN508.M Thu Jan 24 09:57:34 2002 Page 13
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