NYC 9/11 Public Portal Document

User: Vinci, David L
Westchester Dept. of Labs & Research
Date: 02/27/2002 Time: 08:57:08

Sample: AE01136
Gngagsis: $GCMS GCMS Scan For Unknowns
nits: ug
Started: 2/27/02 08:52 Ended: 2/27/02 08:52 Analyst: DLV
Result source: manual entry
Page: 1

Other unknown compounds .
Surr_2,4-DDD 88 5.0

NYC-WTC_000003444



NYC 9/11 Public Portal Document

-

Comments for Sample AE01136 - Analysis $GCMS

Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 02-27-2002 Time: 08:57:14

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds. The recoveries for 16 of the 43 compounds in the LCS Standard were
above their acceptance ranges, while 3 of the 43 compounds were below their
acceptance ranges.
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Quantitation Report (Not Reviewed)
Data File : C:\MSDCHEM\1\5973N\02FEB25\01136.D Vial: 3
Acgq On : 25 Feb 2002 12:53 pm Operator:
Sample : 508 scan Inst : Instrumen
Misc : February 25, 2002 Multiplr: 1.00
MS Integration Params: SPLIT.P
Quant Time: Feb 26 08:28:34 2002 Quant Results File: HP022102.RES
Quant Method : C:\MSDCHEM\1l...\HP022102.M (RTE Integrator)
Title : 508 scan method
Last Update : Mon Feb 25 10:47:59 2002
Response via : Initial Calibration

DataAcq Meth : HP020702

Internal Standards R.T. QTIon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 9.72 152 1479163 20.00 ug/L 0.00
10) Naphthalene-d8 13.20 136 6321454 20.00 ug/L 0.00
17) Acenaphthene-dio 18.33 164 3155869 20.00 ug/L 0.00
29) Phenanthrene-dio0 22.63 188 5401353 20.00 ug/L -0.01
38) Chrysene-di2 30.49 240 4111749 20.00 ug/L -0.03
44) Perylene-dl2 34.41 264 2849638 20.00 ug/L -0.04
System Monitoring Compounds
37) 2,4-DDD 27.72 235 317522 4.41 ug/L 0.00
Spiked Amount 5.000 Recovery = 88.20%
Target Compounds Qvalue
20) Dimethylphthalate 18.33 163 504988 2.64 ug/L # 58
21) 2,6-Dinitrotoluene 18.33 165 393883 8.91 ug/L # 27
42) Bis(2-ethylhexyl)phthalate 31.10 149 67151 0.39 ug/L 99
(#) = qualifier out of range (m) = manual integration
01136.D HP022102.M Tue Feb 26 08:28:35 2002 Page 1
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Quantitation Report

Data File : C:\MSDCHEM\1\5973N\02FEB25\01136.D
Acq On : 25 Feb 2002 12:53 pm

Sample : 508 scan

Misc : February 25, 2002

MS Integration Params:

Quant Time: Feb 26

8:28 2002

SPLIT.P

(Not Reviewed)

Vial: 3
Operator:

Instrumen

Multiplr: 1.00

Quant Results File: HP022102.R

Method : C:\MSDCHEM\1\METHODS\METHODS\HP022102.M (RTE Integrator)
Title : 508 scan method

Last Update : Mon Feb 25 10:47:59 2002
Response via : Initial Calibration
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LSC Area Percent Report

Data File : C:\MSDCHEM\1\5973N\02FEB25\01136.D Vial: 3

Acg On 25 Feb 2002 12:53 pm Operator:

Sample : 508 scan Inst Instrumen
Misc : February 25, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Method C:\MSDCHEM\ 1\METHODS\METHODS\HP022102.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:

TIC

scan

151

225
557
807
865
883

1161
1319
1355
1669
1701

1899
2151
2397
2451

Signal
peak R.T. first
# min
1 3.509
2 3.634
3 3.938
4 4,390
5 5.135
6 5.948
7 9.707
8 12.540
9 13.195
10 13.376
11 16.548
12 18.332
13 18.738
14 22.283
15 22.633
16 24.857
17 27.724
18 30.490
19 31.099
20 34.407

2743

5

max
scan
12
23
50
90
156

228
561
812
870
886

1167
1325
1361
1675
1706

1903
2157
2402
2456
2749

01136.D HP022102.M
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last
scan
17
29
55
93
165

239
567
817
875
901

1173
1331
1369
1679
1711

1911
2163
2437
2467
2781

Sum

PK

TY
rBV
rBV
rVB
rBV
rBVS

rBv2
rBV
rVB
rBV
rVB2

rBV2
rBV

rvB4
rBvV2
rBV2

rBV
rBV
rBV2
rBV
rBV

51220
4085522
59415
6015800
21211

9579
6264551
5581
38355
6139577

20664
863660
5007760
68539
3529941

corr.
area

206580
8214500
104521
11507842
55873

23269
12743640
22782
76734
13357119

50916
1552898
12254951
197608
9761813

of corrected areas:

Tue Feb 26 08:29:55 2002

0.
95.
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LSC Report - Integrated Chromatogram

File : C:\MSDCHEM\1\5973N\02FEB25\01136.D

Operator :

Acquired : 25 Feb 2002 12:53 pm using AcgMethod HP020702
Instrument : Instrumen

Sample Name: 508 scan

Misc Info : February 25, 2002

Vial Number: 3
Quant File :HP022102.RES (RTE Integrator)

Abundance TIC: 01136.D
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9.71
4000000
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1000000
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02FEB25\01136.D Vvial: 3

Acg On : 25 Feb 2002 12:53 pm Operator:

Sample : 508 scan ' Inst : Instrumen
Misc : February 25, 2002 _ Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\HP022102.M (RTE Integrator)

Title : 508 scan method

Library : C:\DATABASE\WILEY7N.L
[T EE X EEEEEEEEEEETEEEEEEEEEES A ERA LSRR R EEA R ESS SR EEE SRS ESEEE SRR EEE LR RS L & &K
Peak Number 1 Acetonitrile, dichloro- $$ ... Concentration Rank 4

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

3.51 0.15 ug/L 62165 1,4-Dichlorobenzene-~d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Acetonitrile, dichloro- $$ Dichl... 109 C2HC12N 003018-12-0 90
2 Acetonitrile, dichloro- 109 C2HCI12N 003018-12-0 83
3 Dichloroacetonitrile $$ Acetonit... 109 C2HC12N 003018-12-0 83
4 Dichloroacetonitrile $5 Acetonit... 109 C2HC12N 003018-12-0 28

Abundance Scan 12 (3.509 min): 011736.D(-) m/z 74.00 100.00%
r|
82 !% Q
5000
47
' I 3.50 3.60 3.70 3.80 3.80
O‘Tl]""|I\'"I"r7'l¥‘|lf’1“r‘]‘l‘\l[ll["l"]l[l“ll‘jlﬁr""ir"‘ m/z 81.90 53-83%
m/z--> 10 20 30 40 50 60 70 80 80 100 110
Abundance #11641: Acetonitrile, dichloro- $$ Dichloroacetonitrile $$...
744
5000 82
47 350 360 3.70 3.80 3.90
- I m/z 83.90 32.22%
0 Lyl bl Ly 109
e = L e e
m/z--> 10 20 30 40 50 60 70 80 Q0 100 110
Abundance #11644: Acetonitrile, dic7hloro-
4
35 _I’T’I’TTT'TTTTT'TT‘IT‘!WFI‘!T"T
350 360 3.70 380 3.9
5000 82 m/z 76.00 31.27%
l 47
o .hl Ll L l
IT“)rT“""lllll)lll‘llll'l(\lll11r]1 IY1II1I‘11’1]I""IIII
m/z—> 10 20 30 4 S50 60 70 8 90 100 110
IAbundance #11642: Dichloroacetonitrile $$ Acetonitrile, dichloro- $$...
74 350 360 3.70 380 3.90
82 m/z_ 47.00 25.93%
5000
47
35
12 | i ik | 108
O’fll"1'(!]‘T]I‘I‘l'\l'llTl"T"?lll’Y l!'1|l|l lIll’IIl!]llll
mfz-—-> 10 20 30 40 50 60 70 80 20 100 110 3.50 3.60 3.70 3.80 3.90
01136.D HP022102.M Tue Feb 26 08:29:55 2002 Page 3
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Library Search Compound Report

Data File

C:\MSDCHEM\1\5973N\02FEB25\01136.D
Acg On 25 Feb 2002 12:53 pm
Sample 508 scan
Misc : February 25, 2002
MS Integration Params: LSCINT.P

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

Quant Method
Title
Library

Vial: 3
Operator:
Inst Instrumen
Multiplr: 1.00

.\HP022102.M (RTE Integrator)

khkkhkhkhkhkhhkhkhkhkhhkkhkhkhhkhkdhhhkhhkhkhhkhkhkhkhkkhkhhkkhkhkhkhkhhkhkhrhhkhhhkkkhkhkhkhkhkrhddkhhhkik

Peak Number 2

Butanoic acid, methyl ester

Concentration Rank 3

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

3.63 0.16 ug/L 66477 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 83
2 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 83
3 Butanoic acid, methyl ester 102 CS5H1002 000623-42-7 83
4 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 83

Abundance Scan 23 (3.634 min): 01136.D () m/z 74.00 100.00%
43 74
5000
59 87
’L 3.50 3.603.703.803.904.00
o) NS 111 SRS N G S S NS ——— m/z 43.10 94.95%
mfz—> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9217: Butanoic acid, methyl ester
Fic] 74
5000
27 50 3.50 3.60 3.70 3.80 3.90 4.00
87 m/z 71.00 67.73%
33 L ) J 102
Cr‘,rﬂrTr‘rvr»(lexxlr1r1r1r1|]|r|r‘| r1‘1|r|[|r1|]‘|1l!)
m/z--> 10 20 40 50 60 70 80 9 100 110
Abundance #9228: Butanoic acid, methyl ester (CAS) $’ﬁ$ Methyl butyrat...
43 4
'3503603703803904.00
5000 m/z 41.10 29.50%
59 87
[[ 102
01r‘(r7ﬁrj|||l[|r1r1l117|17r1r1r1|ﬁ'lﬂr1r1r7r11r1r*‘lr1r
m/z—> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9219: Butanoic acid, methyl ester
43 3.50 3.60 3.70 3.80 3.90 4.00
m/z 69.10 27.91%
74
5000 27
15
59 a7
o 3338[J l . 102
e o oL S sucunte §1 N N T T
mfz--> 10 20 30 40 50 60 70 80 9 100 110 3.50 3.60 3.70 3.80 3.90 4.00
01136.D HP022102.M Tue Feb 26 08:29:55 2002 Page 4
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Library Search Compound Report

Data File

C:\MSDCHEM\1\5973N\02FEB25\01136.D Vial: 3
Acg On 25 Feb 2002 12:53 pm Operator:
Sample 508 scan Inst Instrumen
Misc February 25, 2002 Multiplr: 1.00
MS Integration Params: LSCINT.P

C:\MSDCHEM\1...\HP022102.M (RTE Integrator)
Title 508 scan method
Library C:\DATABASE\WILEY7N.L

kKT IAII R kR kAR IRk Ahh ke k kA d Ak hkkhkhk kb hhhkhkhhhkkhhkhkhkhhkkkdkhd K
ISOBUTYRALDEHYDE, DIMETHYLA.. Concentration Rank 9

Quant Method

Peak Number 3

R.T EstConc Area Relative to ISTD R.T
3.94 0.07 ug/L 29247 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 ISOBUTYRALDEHYDE, DIMETHYLACETAL... 118 C6H1402 000000-00-0 74
2 ISOBUTYRALDEHYDE, DIMETHYLACETAL... 118 C6H1402 000000-00-~-0 74
3 Propane, 1,1-dimethoxy-2-methyl- 118 C6H1402 041632-89-7 S
4 Propane, 1,l-dimethoxy-2-methyl-.. 118 C6H1402 041632-89-7 9
IAbundance Scan 50 (3.938 min): 01136.D (-) m/z 75.00 100.00%
5000 a7 ’!
55
47
43 84‘ 360 380 400 420
OT T fl[ TT7T TrY lll[ YT TV ll!'l‘"r‘“Tr|7‘r7TrrTr1 rl"l‘l l'll\,"|‘|,'|'l'|l'l]|l Z 87 00 38-31%
fz--> 5101520253035404550556065707580859095
Abundance #17849: ISOBUTYRALDEHYDE, DIMETHYLACETAL $$ 1,1-Dimethoxyi...
75
5000
87 360 380 400 420
a7 55 m/z 55.10 28.32%
» 4 . )
cﬁTr‘jTr‘[Tr’Trr’Trler" rlTI 'ITII]‘I I‘I I 1lll(l‘1l'll‘l]ll||'ll
miz—> 5 10 15 20 25 39 35 40 45 50 55 60 65 70 75 80 85 90 95 v
Abundance #17848; ISOBUTYRALDEHYDE, DIMETHYLACETAL $$ 1,1-Dimethoxyi
75
360 380 400 420
5000 m/z 47.10 17.82%
87
55
15 27 31 i . l
o l J J I I 59 i . .
7T ll 7\!’ l'llll T , rl_'lr‘TTPTrl"lTrll"’ll T rilTrl‘lTW7Yr‘lTr1‘,Tr
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #17846: Propane, 1,1-dimethoxy-2-methyl-
75 360 380 400 4.20
m/z 45.10 9.31%
5000 87
55
> & T BB B % 45'50' '55 60 65 70 75 80 85 90 95 360 380 400 420
01136.D HP022102.M Tue Feb 26 08:29:56 2002 Page 5
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02FEB25\01136.D vial: 3

Acg On : 25 Feb 2002 12:53 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : February 25, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\HP022102.M (RTE Integrator)

Title : 508 scan method

Library : C:\DATABASE\WILEY7N.L

IR R EE SRR R R R R R R R R RS LS R SRR EE RS ES R RS EEEER R R R E R R AR R AR R R R AR RS RARRER SRS &N
Peak Number 4 1,3,5-Cycloheptatriene (CAS... Concentration Rank 7

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

4.39 0.08 ug/L 33763 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,3,5-Cycloheptatriene (CAS) $$ ... 92 C7HS8 000544-25-2 9
2 ETHINYLCYCLOPENTENE- (1) 92 C7HS8 000000-00-0 9
3 1,3,5-Cycloheptatriene 92 C7HS8 000544-25-2 9
4 1,3,5-Cycloheptatriene $$ Cycloh... 92 C7HS8 000544-25-2 9

lAbundance Scan 90 (4.390 min): 01138.D (-) m/z 91.00 100.00%
2]
5000
] 51 65 86 400 420 440 460 480
o) S | S S NS ot | E— m/zZ 92.00 56.86%
mfz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 95 100
Abundance #5568: 1,3,5-Cycloheptatriene (CAS) $$ Cycloheptatriene $$...
gt
sm LI (RLINLIL LIS S SR BRLAN G A A A
400 420 440 460 480
m/z 51.10 9.85¥%
39 65
0 J 61.J L -
Tr‘{7 7( Tr7T TT T I T TT frVTWrﬁTl1 l7r,‘ll’ll‘ll
miz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Abundance #5532: ETHINYLCYCLOPENTENE-(1)
a1
400 420 440 460 480
5000 m/z 65.00 9.00¢%
¥ L0 I
G T‘_ITI'IIIITIlTlIrr’l’l(l"f']rlTr'Yr r llll) TV T IIII‘IITI_]TT_TTI Il‘l]'l‘ifllll

_> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 -

Abundance #5569: 1,3,5-Cycloheptatriene e ERELSR SR

N 4.00 420 440 460 480

m/z 63.00 6.28%

5000
65
27 37 46 51 61, .
0r‘jr'Tr,1llTl‘lT"‘]1'7“(‘l'||'llll1rl1l||[|l[l(‘%il ‘1 1r]1r11[l1rl[ IYI]]'I"II
m/iz-—-> 20253035404550556065707580859095100 400 420 440 460 480
01136.D HP022102.M . Tue Feb 26 08:29:56 2002 Page 6
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Library Search Compound Report

Data File C:\MSDCHEM\1\5973N\02FEB25\01136.D Vvial: 3

Acqg On 25 Feb 2002 12:53 pm Operator:

Sample 508 scan Inst Instrumen
Misc February 25, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

C:\MSDCHEM\1...\HP022102.M (RTE Integrator)

Quant Method

Title 508 scan method
Library C:\DATABASE\WILEY7N.L
khhhkkhkkhkkhhkhkhkhkhkkkkhkhkhkhhhkhkkhkhkkhhhkhhidhkhkdkdhkhkhhkdrhhhkhhhrddhkhddhkhhkkkkkkkkhhkhkkk
Peak Number 5 Hexanal Concentration Rank 10
R.T EstConc Area Relative to ISTD R.T
5.13 0.05 ug/L 21609 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexanal 100 C6H120 000066-25-1 9
2 Hexanal (CAS) %% n-Hexanal $$ He... 100 C6H120 000066-25-1 9
3 Hexanal (CAS) $$S n-Hexanal $$ He... 100 Ce6H1l20 000066-25-1 9
4 Chloroacetic acid, 2-methylpropy... 150 C6H11Cl0O2 000000-~00-0 9
Abundance Scan 156 (5.135 min): 01136.D () m/z 44.10 100.00%
44
56
5000
86
‘ | 207 480 500 520 540
c |TIT'|7‘1I[| l'llll"ll|'|"—"r"7 T'T"IW’T[W'T'T’W'T,ﬁ'TT TTrY Y Tl’TlT T_,TTl m[z 56-10 76-53%
m/z—~> 20 30 40 50 60 70 80 90 100110120130140150160170180190200210
Abundance #8186: Hexanal
44
56
5000
27 480 500 520 540
72 g m/z 57.00 54 .35%
ol 100
miz--> 20 30 40 50 60 70 80 90 100110120130 140 150 160 170 180 190 200 210
Abundance #8197: Hexanal (CAS) $% n-Hexanal $$ Hexaldehyde $$ Caproa...
56
480 600 520 540
5000 M/Z 43.10 45.53%
72 g2
0! r!.JﬂLmﬂﬂﬁmp”. PP
miz—> 20 30 40 50 60 70 80 90 100110120130140150160170180190200210
IAbundance #8200: Hexanal (CAS) $$ n-Hexanal $$ Hexaldehyde $$ Caproa...
480 600 520 540
56 m/z 85.90 33.80%
5000
72 82
ol 100
2> 20 30 40 50 60 70 80 90 100 110120130 140 150 160 170 180 190 200 210 480 500 520 540
01136.D HP022102.M Tue Feb 26 08:29:56 2002 Page 7
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Library Search Compound Report

Data File C:\MSDCHEM\1\5973N\02FEB25\01136.D
Acg On 25 Feb 2002 12:53 pm
Sample 508 scan
Misc : February 25, 2002
MS Integration Params: LSCINT.P

Quant Method
Title
Library

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

.\HP022102.M

Vial: 3
Operator:
Inst Instrumen
Multiplr: 1.00

(RTE Integrator)

[E X EEEEEEEEE R REEXE SRR RS RS AR SRR R AR R R R AR R R R LR EREEEREREREEEERSEEESERESSE]

Peak Number 6

1-Propene-1-thiol

Relative to ISTD

Concentration Rank 1

R.T EstConc
5.95 0.50 ug/L
Hit# of §5

206580

1,4-Dichlorobenzene-d4 9.

MW MolForm

1 1-Propene-1l-thiol
2 Acetic acid,
3 3- (CYCLOHEX-3'

3-[1,
-EN-

74 C3H6S
174 C8H1404
174 C8H1404

3}dioxolan-2-y...
YL) PROPANOL $§...

000925-89-3 23
000000-00-0 17
015745-87-6 17

4 N-Ethylformamide $$ N-Formylethy. 73 C3H7NO 000627-45-2 9
Abundance chn 228 (5.948 min): 01136.D (-) m/z 73.10 100.00%
7|
5000
43
560 580 6.00 620
55 87 103 :
o) U GG L AU m/z 43.10 27.30%
m/z—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #2002: 1-Propene-1-thiol
78
5000
43 560 580 6.00 6.20
m/z 41.10 9.20%
0 ll.l S
AR R RAA R e R Rana AR
m/z—-> 2030405060708090100110120130140150160170180
ﬁbundance #78238: A7cetic acid, 3-[1,3]dioxolan-2-ylipropyl ester
B
560 580 600 6.20
5000 m/z 45.10 8.20%
43
27 .l| 55 87 113 174
o RS SBNMR P SN S e P LLL A
2> 20 30 40 50 60 70 80 g0 100 110 120 130 140 150 160 170 180
Abundance #36138: 3-(CYCLOHEX-3-EN-YL)PROPANOL $$ 2-Cycichexene-1-p...
73 560 580 6.00 6.20
m/z 71.00 7.90%
5000
43

87 113

174

e e
m/z—-> 20 30 40 50 60 70

|||||| T

T_T_'—l T T
80 90 100 110 120 130 140 150 160 170 180

"l I ﬁTIIIIIIIT
560 580 600 6.20

01136.D HP022102.M
NYC-WTC_000003455
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Library Search Compound Report

Data File C:\MSDCHEM\1\5973N\02FEB25\01136.D
Acq On 25 Feb 2002 12:53 pm

Sample 508 scan

Misc : February 25, 2002

MS Integration Params: LSCINT.P

Quant Method C:\MSDCHEM\1..

Vial: 3
Operator:
Inst Instrumen
Multiplr: 1.00

.\HP022102.M (RTE Integrator)

Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L
*********************************************************************
Peak Number 7 Cyclopentasiloxane, decamet... Concentration Rank 2
R.T EstConc Area Relative to ISTD R.T.
12.54 0.18 ug/L 104521 Naphthalene-ds8 13.20
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 Cyclopentasiloxane, decamethyl- 370 C1l0H3005S8i5 000541-02-6 90
2 Cyclopentasiloxane, decamethyl- 370 C1lOH30058i5 000541-02-6 83
3 3,4-DIHYDROXYMANDELIC ACID-TETRATMS 472 C20H4005Si4 000000-00-0 38
4 3,4-Dihydroxybenzyl alcohol,tris... 356 C16H3203Si3 068595-79-9 37
Abundance . Scan 812 (12.540 min): 01136.D (-) m/z 73.00 100.00%
7 R
5000 267 355 /\
L l 1220 1240 1260 1280
45 3
ol b 14 s | [m/z 266.90 41.85%
n/z--> 50 100 150 200 250 300 350 400 450
IAbundance #313068: Cyclopentasiloxane, decamethyl-
B
67 355
5000
12.20 1240 1260 1280
m/z 355.00 40.87%
207 323
B e L g T e o o SAs
2> 50 100 150 200 250 300 350 400 450
Abundance . #313065: Cyclopentasiloxane, decamethyl-
B
llllllrlllill|fll"'rll"l’
1220 1240 1260 12.80
5000 267 /Z 356.00 13.69%
355
45
l | 193 223 n 323
GTTTI1I‘1I)IIIII7|7 l’rFl’l’rYPI‘!III'I‘I“I‘I|‘!T1—"||
miz—> 50 100 150 200 250 300 350 400 450
Abundance #361636: 3,4-DIHYDROXYMANDELIC ACID-TETRATMS
8 12.20 12.40 1260 12.80
m/z 268. 11.03%
355
5000
45
| 1?7 193 267 295 429 457
07‘]#“"!]71 |1"I 'lTrfT1]TL|TIlIIlll[ll'*'illl.ll‘ll T T 11T ]Illl'
mfz--> 50 100 150 200 250 300 350 400 450 1220 1240 1260 12.80
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02FEB25\01136.D Vial: 3

Acg On : 25 Feb 2002 12:53 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : February 25, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1l...\HP022102.M (RTE Integrator)

Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L
khkhkhkkhkhkkhkkkkkkhkkkkhkhkhkhkhkhkhkhkhkkhkkhkhkkhkkkhkkhkhkhkhhkkhkhkhkhkhhkhkkhkkkhhkkkkkhkhkhkhkhkkkkkhkkkkkkk
Peak Number 8 Uracil, 5-ethyl- $$ 2,4 (1H,... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.38 0.09 ug/L 55873 Naphthalene-ds 13.20
Hit# of 5 Tentative ID . MW MolForm CAS#H# Qual
1 Uracil, 5-ethyl- $$ 2,4(1H,3H)—P...'14O C6HB8N202 004212-49-1 23
2 2,5-Diamino-6-methyl-4-pyrimidinol 140 C5H8N40 000000-00-0 9
3 3-NITRO-4-HYDROXYPYRIDIN 140 C5H4N203 000000-~-00-0 9
4 4(1H)-Pyrimidinone, 2-amino-6-(m... 140 C5H8N40 054004-20-5 9
Abundance Scan 886 (13.376 min): 01136.D (-) m/z 140.00 100.00%
140
- ‘VVVL*_V’
59
13 ’ P T 121 13.00 1320 1340 1360 13.80
40 L ] Al ,LLL, el m/z  59.10  27.91%

0f|ll||TTl1—Tll_l'1ﬁ Tl'rl rTrrr IIIII‘I'IY—IIWI"V_'TIT]IY
mz—> 20 30 40 50 60 70 80 90 100 110 120 130 140
IAbundance #35153; Uracil, 5-ethyl- $$ 2,4(1H,3H)-Pyrimidinedione, 5-...
140
125 7
82
5000

13.00 1320 1340 1360 1380
m/z 93.10 24.86%

54 68 96
. N BN L W |
II'IIl‘r‘T'"I—'|1_[]f‘!l‘llll‘TIl[Illlll"_r'llllrlllj_l_'ﬁfT_r‘ [_F'IT 1"—rlr
fz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
r\bundance #35088: 2,5-Diamino-6-methyl-4-pyrimidinol A
140

13.00 1320 1340 1360 13.80
m/z 70.00 19.68

5000
42 70
L, 5 | s "' 12 l
0 Tv—rll‘r||—|v|Tv|r1|||||1||||||l|||llﬁ—r'r1—rrl—v—r‘TT17,llrr|I—Vlr'rvaT
> 20 30 40 50 60 70 80 90 100 110 120 130 140
undance #35073: 3-NITRO-4-HYDROXYPYRIDIN

1‘P 13.00 1320 13.40 1360 13.80
94 m/z 94.00 17.80%

39
5000
67
53 .
30 J | ]I - 124
c [ } [ 1 }
T o S il B L RS : Ty
30 40

RR RS
miz—> 20 50 60 70 80 90 100 110 120 130 140 13.00 13.20 1340 1360 13.80
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File C:\MSDCHEM\1\5973N\02FEB25\01136.D
Acg On 25 Feb 2002 12:53 pm

Sample 508 scan

Misc February 25, 2002

MS Integratlon Params: LSCINT.P

Quant Method
Title
Library

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

Vial: 3
Operator:
Inst Instrumen
Multiplr: 1.00

.\HP022102.M (RTE Integrator)

khkkhkhkhkhkhkhkhkhkhkhkhkhhkhkhkhhkhkhkhkhkhkhkhkkhkhkhkhkhkhkkkhkhkkhkhkhkhkhkkhkhkhkhkhhkhkhhkhkhkhkhkhhhhhkhdktit*x

Peak Number 9 2H-Pyran-S-carboxylic acid, Concentration Rank 11
R.T EstConc Area Relative to ISTD R.T
16 .55 0.04 ug/L 23269 Acenaphthene-dl0 18.33
Hit# of 5 Tentative 1D MW MolForm CAS# Qual
1 2H-Pyran-5-carboxylic acid, 2-ox... 140 C6H404 000500-05-0 9
2 1,3,5,7-Tetraazatricyclo[3.3.1.1... 140 C6H12N4 000100-97-0 7
3 1,3-Cyclopentanedione, 2-acetyl-... 140 C7H803 003859-39-0 5
4 Methylphloroglucinol 140 C7HB803 000000-00-0 5
Abundance Scan1167(16.548min):01136.D(—)4 m/z 140.10 100.00%
140
5000 172
44 84 122
ll 1620 1640 16.60 16.80
Ot e e e P e e m/z 172.20 40.69%
nfz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #35121: 2H-Pyran-5-carboxylic acid, 2-oxo- $$ .alpha.-Pyro...
3P 112
140
5000
65 84 16.20 16.40 1660 16.80
o4 123 m/z 122.10 23.70%
49
[\ SIS | A NNNNSUS NSNS S SN, DN S ——— SN
> 30 40 S0 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #35199: 1,3,5,7-Tetraazatricyclo[3.3.1.1(3,7)]decane (CAS)...
P
16.20 16.40 16.60 16.80
5000{ 140 m/z 138.10 23.54%
35 49 o8 112 )
cl_rlTll T 1 llllT_T_T TT_rT"l_l’ T T erllﬁIll l‘_l_l'l‘r1
m/z—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
IAbundance #35334: 1,3-Cyclopentanedione, 2-acetyl- (CAS) $$ 2-ACETYL...
140 16.20 1640 16.60 16.80
55 125 m/z 44.00 21.13%
5000
69
42 | 3|4 o7
0 ll"l']iﬁ'lll!llllﬁl Ill||llhl'l‘jL‘ﬁ'l“_"Y_rli‘l_!'rfll" ITY'I"I II'IT_TTIT_YII—I'I
miz—> 30 40 S50 60 70 80 90 1 110 120 130 140 150 160 170 16.20 1640 16.60 16.80
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File

C:\MSDCHEM\1\5973N\02FEB25\01136.D Vial: 3
Acq On 25 Feb 2002 12:53 pm Operator:
Sample 508 scan Inst Instrumen
Misc February 25, 2002 Multiplr: 1.00
MS Integration Params: LSCINT.P

C:\MSDCHEM\1...\HP022102.M (RTE Integrator)
Title 508 scan method
Library C:\DATABASE\WILEY7N.L

hkhkkhkhkhkhkkhkhkhkhhkhkkhkhkkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhhkhkhkhhhhkhkhkkhkhkhhkhkkhhkhhkkhkhthkhkkdhkhhkhhkhkkhkkkk
Peak Number 10 3H-1,2-Dithiole-3-thione, 4... Concentration Rank 12

Quant Method

R.T. EstConc Area Relative to ISTD R.T.
18.74  0.04 ug/L 22762 Acenaphthene-dio 18.33
Hit# of 5 Tentative ID MW MolForm CAS#
"1 3H-1,2-Dithiole-3-thione, 4,5-di... 162 C5H6S3 003354-39-0 9
2 Endo-2-methyltricyclo[5.2.1.0(4,... 150 C11H18 064869-62-1 9

3 1,4-Dithiin-2-methanol, 5,6-—dihy... 162 C6H100S82 000000~-00~-0 7
4 Cyclooctene, l-azido- 151 C8H13N3 0403834-24-5 7
Abundance Scan 1361 (18,738 min): 01136.D (-) $ m/z 162.10 100.00
162
5000 80
49
A e
l L 18.40 1860 18.80 19.00
0TTrl‘l"T,’rl'l"Y[l'"l1ll'llllll III'[VVTT]’I’IIIITFI! 11!!"'11!"!1!’} l|l‘l m z 80-10 52'20%
miz—> 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #61323: 3H-1,2-Dithiole-3-thione, 4,5-dimethyl- &
1
5000
97 129 1840 18.60 18.80 19.00
45 I
c ,l!’ll,I'fl!!||ll|l|!l|IIT|+ITIIIIllvvl“(‘l!fl!T‘lr‘!ll]'li‘!T LI B lllfl"l
miz—> 40 50 60 70 80 S0 100 110 120 130 14C 150 160 170
Abundance #47384: Endo-2-methyltricyclo[5.2.1.0(4,10)]decane $$ Cycl...
67 80 9%
108 150 18.40 18.60 18.80 19.00
5000 121 m/z 84.00 34.37%
0Ir'l‘!TT"IIl']IIII]TrI"1Il|l( l([ll!l'llTT[”1l"l] |||||||| 'lIII]IITl’“‘
miz—> 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #61445: 1,4-Dithiin-2-methanol, 5,6-dihydro-3-methyl-
162 18.40 1860 18.80 19.00
m/z 164.00 16.34%
59
5000 101
144
117
I N N TN RS | VRN || S
miz-> 40 50 60 70 80 9 100 110 120 130 140 150 160 170 18.40 18.60 18.80 19.00
01136.D HP022102.M Tue Feb 26 08:29:57 2002 Page 12

NYC-WTC_000003459



NYC 9/11 Public Portal Document

Library Search Compound Report

Data File C:\MSDCHEM\1\5973N\02FEB25\01136.D Vial: 3

Acg On 25 Feb 2002 12:53 pm Operator:

Sample 508 scan Inst Instrumen
Misc : February 25, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method C:\MSDCHEM\1...\HP022102.M (RTE Integrator)

Title 508 scan method

Library C:\DATABASE\WILEY7N.L

khkkkkkhkkhhkhkhkhkhkkkhkhkhdhhkddhkhhhhkhhhbhkhhhhkhkhhhhhkhddrhkhkhkkhkhhhkhkhhkhkhkhhhkhkhhkhhkkkk
Peak Number 11 N-perdeuteriobenzylideneani... Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T
22.28 0.11 ug/L 76734 Phenanthrene-d10 22.63
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual

1 N-perdeuteriobenzylideneaniline

2 l-amino-2-methyl-4-isopropyl-thi...
3 N-(2-methylprop-2-enyl)-2-nitrob...
3-(3,4-dimethoxyphen. ..

4 2-Propenal,

192 C13D11N
192 CS5H13N4PS
192 C10H12N202
192 C11H1203

000538-51-2 64
107264-54-0 50
000000-00-0 49
004497-40-9 42

bundance Scan 1675 (22.283 min): 01136.D (9) m/z 192.00 100.00%
192
™ A N
82 146 2200 2220 2240 2260
44 70 118 160
Ot S RRRRSERE ,ﬁllrmmrrmT T T pmq‘HT‘,r,ﬁ m/z 96.00 18.83%
m/iz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180_190 200
Abundance #88409: N-perdeuteriobenzylideneaniline
192
5000 82 r,,J\
22.00 2220 22.40 2260
54 110 m/z 191.00 16.65%
NI BN N . I S -
miz—> 20 30 40 50 60 70 80 90 100110120130140150160170180190200
Abundance #101918: 1-amino-2-methyl-4-isopropyl-thiotriazaphospholin...
g 192 '
22.00 2220 2240 2260
5000 m/z 193.00 14.65%
144 177
G lTlI’lrll‘llll‘l1l]|r ITl'l'IIII llllll I_KTY llll“ T l Ir—rp—l
miz-> 20 30 40 50 60 0 80 90 100110120130140150160170180190200
Abundance #102494: N-(2-methyiprop-2-enyl)-2-nitrobenzenamine
192 2200 2220 2240 2260
7 430 151 m/z 146.10 12.18%
g3
119
177
0.
miz--> 2200 2220 2240 2260

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200

01136.D HP022102.M
NYC-WTC_000003460
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02FEB25\01136.D Vial: 3

Acg On : 25 Feb 2002 12:53 pm Operator:
Sample : 508 scan Inst : Instrumen
Misc : February 25, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\HP022102.M (RTE Integrator)

Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L
khhkhkhkhkhkhkhkkkhkkkkhkhkkhkkhkhhkkrdixhkrhhthdhdhhrhkhhhkhkkhhkkkhkkkhkhhkkhkhkhkhkhkkhkkhkhkhkkkkikk
Peak Number 12 Dibutyl phthalate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
24 .86 0.08 ug/L 50916 Phenanthrene-~-dl0 22.63
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Dibutyl phthalate 278 Cl6H2204 000084-74-2 83
2 1,2-Benzenedicarboxylic acid, bu... 278 C16H2204 017851-53-5 83
3 1,2-Benzenedicarboxylic acid, di... 278 C16H2204 000084-74-2 83
4 1,2-Benzenedicarboxylic acid, di... 278 C16H2204 000084-74-2 83
[Abundance Scan 1903 (24.857 min): 01136.D (-) m/z 149.00 100.00%
149
5000
l‘l"‘lll[l"’f\lflil]‘l‘ll
4 57 76 104 o3 2460 2480 2500 2520
I U P R o S e A, m/z 150.10 10.79%
mz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 :
IAbundance #223232: Dibuty! phthalate
149
5000
2460 2480 2500 25.20
m/z 41.10 10.16%
oL B4 T, 76 042 | testzs A
mfiz—> 25 4b 6'0 810 100 120 1)10 160 180 2CI)0 2;0 2‘;0 260 280
Abundance #223230: 1 2-Benzenedlcarb:;xyllc acid, butyl 2-methylpropy...
149
" 2460 2480 2500 2520
5000 m/z 57.10 6.00%
0 27 411 571 76 104 121 205 223 278
I N T T a1 e ot 2o aw 3ba 3o
Abundance #223239: 1,2-Benzenedicarboxylic acid, dibuty! ester (CAS)... — S T
149 2460 2480 2500 2520
m/z 49.00 5.88%
5000
27 57 76 104
P S PN R < N B . UM | i
Infz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 2460 2480 2500 2520
01136.D HP022102.M Tue Feb 26 08:29:57 2002 Page 14

NYC-WTC_000003461



Tentatively Identified Compound (LSC) summary

Jperator ID: Date Acqguired: 25 Feb 2002 12:53 pm

Data File: C:\MSDCHEM\1\5973N\02FEB25\01136.D

Name: 508 scan

Misc: February 25, 2002

Method: C:\MSDCHEM\1\METHODS\METHODS\HP022102.M (RTE Integrator)
Title: 508 scan method

Library Searched: C:\DATABASE\WILEY7N.L

--Internal Standard---

TIC Top Hit nanpge RT EstConc Units Response |# RT Resp Conc
0.2 ug/L 62165 1 9.72 8214500 20.0

0.2 ug/L 66477 1 9.72 8214500 20.0

0.1 ug/L 29247 1 9.72 8214500 20.0

0.1 ug/L 33763 1 9.72 8214500 20.0

0.1 ug/L 21609 1 9.72 8214500 20.0

0.5 ug/L 206580 1 9.72 8214500 20.0
0.2 ug/L 104521 2 13.20 11907800 20.0
0.1 ug/L 55873 2 13.20 11907800 20.0
0.0 ug/L 23269 3 18.33 12743600 20.0
. 0.0 ug/L 22782 3 18.33 12743600 20.0
N-perfeuteniobenz... 22.28 0.1 ug/L 76734 4 22.63 13357100 20.0
Dibuffyl phthalate 24.86 0.1 ug/L 50916 4 22.63 13357100 20.0
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