NYC 9/11 Public Portal Document

2
%

User: Vinci, David L
Westchester Dept. of Labs & Research
Date: 03/05/2002 Time: 16:50:16

Sample: AE01509
Analysis: $GCMS GCMS Scan For Unknowns

Units: ug
l%tart&d: 35102 1648  Ended: 3/5/02 16:48  Analyst DLV
age: 1

Surr_2,4-DDD 101

5.0

NYC-WTC_000010008




NYC 9/11 Public Portal Document

.

' Comments for Sample AE01509 - Analysis $GCMS

Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 03-05-2002 Time: 16:51:32

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds. The recoveries for 22 of the 43 compounds in the LCS Standard were
above their acceptance ranges.
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Quantitation Report

(QT Revie

‘Data File C:\MSDCHEM\ 1\5973N\02FEB21\01509.D
Acq On : 21 Feb 2002 3:10 pm

Sample : 508 scan

Misc February 21, 2002

MS Integration Params: SPLIT.P
Quant Time: Feb 25 10:49:07 2002

Quant Method :
Title :
Last Update :
Response via

508 scan method
Mon Feb 25 10:47:59 2002
Initial Calibration

wed)

Vial:
Operator:
Inst :
Multiplr:

1

Instrumen
1.00

Quant Results File: HP022102.RES

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

Conc Units Dev (Min)

DataAcqg Meth HP020702
Internal Standards R.T.
1) 1,4-Dichlorobenzene-d4 9.72
10) Naphthalene-ds8 13.20
17) Acenaphthene-dl0 18.34
29) Phenanthrene-di1o0 22.64
38) Chrysene-dl2 30.49
44) Perylene-dil2 34.42
System Monitoring Compounds
37) 2,4-DDD 27.72
Spiked Amount 5.000
Target Compounds
2) n-Nitrosodimethylamine 3.63
20) Dimethylphthalate 18.34
21) 2,6-Dinitrotoluene 18.34

74
163
165

Response
1688994 20.00
7270627 20.00
3568777 20.00
6107485m 20.00
4732801 20.00
3373767 20.00
411697m 5.06
Recovery =
22338 0.27
569715 2.63
454007 9.08

(#)
01509.D

qualifier out of range (m)
HP022102.M

NYC-WTC_000010010

= manual integration
Tue Mar 05 14:05:52 2002

ug/L 0.00
ug/L 0.00
ug/L 0.00
ug/L -0.03
ug/L -0.03
ug/L 0.00
101.20%
Qvalue
ug/L # 44
ug/L # 58
ug/L # 27
Page 1
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Quantitation Report

Data File :

Acg On : 21 Feb 2002
Sample : 508 scan

Misc : February 21, 2002

MS Integration Params: SPLIT.P

Quant Time: Feb 25 10:51 2002

Method
Title

Response via

(QT Reviewed)

C:\MSDCHEM\1\5973N\02FEB21\01509.D
3:10 pm

Inst

Vial:
Operator:

Multiplr;

Quant Results File:

1

Instrumen
1.00

HP022102.R

: C:\MSDCHEM\1\METHODS\METHODS\HP022102.M (RTE Integrator)
: 508 scan method
Last Update : Mon Feb 25 10:47:59 2002
: Initial Calibration

Abundance

8500000

8000000

7500000

7000000

1,4-Dichlorobenzene-d4,!

15000001y
1000000

500000z

et

-
T

TIC: 01509.D

1

Phenanthrene-d10,l

-

24DDDS

Chrysene-d12,[

Perylene-d12,]

0,.”»- ||||| TYTVT

TTITTYY

Time-> 4.00 6.00 800 1000 1200 1400 1600 1800 2000 2200 2400 26.00 2800 3000 3200 34.00 3600 3800

Ty

1111111

T Y

TTT[T1

llllll

01509.D HP022102.M

NYC-WTC_000010011

Tue Mar 05 14:05:53 2002
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LSC Area Percent Report

‘Data File : C:\MSDCHEM\1\5973N\02FEB21\01509.D Vial: 1

Acg On 21 Feb 2002 3:10 pm Operator:

Sample 508 scan Inst : Instrumen
Misc : February 21, 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 : 0O 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 gcan scan TY height area % max total
1 3.509 9 12 15 rvB 44272 63077 0.42% 0.078%
2 3.633 21 23 33 rVB 52282 94902 0.63% 0.117%
3 3.938/ 47 50 57 rVB 31543 51283 0.34% 0.063%
4 4.390 87 90 93 rBV 16952 28844 0.19% 0.036%
5 5.135 153 156 165 rVB6 9313 28809 0.19% 0.035%
6 5.948 223 228 231 rBV 67183 129742 0.86% 0.160%
7 6.094 239 241 249 rBV2 29624 79250 0.52% 0.098%
8 9.718 557 562 567 rBVv 5103153 9397890 61.98% 11.573%
9 13.195 865 870 875 rBV 7325228 13700989 90.36% 16.872%
10 13.387/ 883 887 901 rvB3 18129 49907 0.33% 0.061%
11 16.548/ 1163 1167 1173 rVV 15414 26751 0.18% 0.033%
12 18.343 7 1321 1326 1331 rBV 7138647 14514513 95.73% 17.874%
13 19.980/ 1467 1471 1479 rVB3 10422 30256 0.20% 0.037%
14 22,2837 1671 1675 1681 rvB2 40852 84594 0.56% 0.104%
15 22.644 1701 1707 1711 rBV 6753431 15162158 100.00% 18.671%
16 24.8577 1897 1903 1913 rVVv 23446 51397 0.34% 0.063%
17 27.724 ,2153 2157 2163 rBV 1132667 1990144 13.13% 2.451%
18 30.490 /2397 2402 2439 rBV2 5617931 14099102 92.99% 17.362%
19 31.0997 2453 2456 2469 rVB3 19332 47386 0.31% 0.058%
20 34.418 2743 2750 2783 rBV 4129762 11574130 76.34% 14.253%
Sum of corrected areas: 81205124

Mon Feb 25 10:55:02 2002

91509.D HP022102.M Page 1
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LSC Report - Integrated Chromatogram

File : C:\MSDCHEM\1\5973N\02FEB21\01509.D
Operator
Acquired 21 Feb 2002 3:10 pm using AcgMethod HP020702

Sample Name
Misc Info
Vial Number: 1

Instrument : Instrumen

508 scan
February 21, 2002

Quant File :HP022102.RES (RTE Integrator)

Abundance
7000000

6000000

5000000

1000000

3356394439 5.13 5909

TIC: 01509.D

9.72

1320

isg

T [ —
Time—> 4.00 5.00 600 7.00 8.00

T Y

T T Illt TV T Ty

900 1000 1100 1200 1300 1400 1500

1000000
1655

7000000 1834

1 9.98

TIC: 01509.D
2264

228\

2486

—
Time—> 1600 1700 _ 18.00

T T [ LR}
18.00 20 00

Ty T

T T T T T T ¥

2100 2200 2300 2400 2500 2600 2700

Abundance
7000000

2000000

1000000

k_m1o

TIC: 01509.D

34.42

c T T T ¥
Time~> 2800 2900 3000

YT T T

LEBLANLENL 28 SN SN AN

=TT BN S S S SR R

3100 32.00 3300 34.00 3500 3600 3700 3800 39.00

01509.D HP022102.M

NYC-WTC_000010013

Mon Feb 25 10:55:02 2002
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Library Search Compound Report

‘Data. File : C:\MSDCHEM\1\5973N\02FEB21\01509.D vial: 1

Acg On : 21 Feb 2002 3:10 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : February 21, 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

R R R R R R R R R R E R R X X R R X R R R L Z R R R XXX EE YRR EXRA SRR S22 A R SRR X222 XX 22 2 4 2 2 X
Peak Number 1 Acetonitrile, dichloro- $$ ... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
3.51 0.13 ug/L 63077 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Acetonitfﬁle, dichloro- 88 Dichl... 109 C2HCIL2N 003018-12-0 90
2 Dichlorocacetonitrile 88 Acetonit... 109 C2HCI2N 003018-12-0 83
3 Acetonitrile, dichloro- 109 C2HCI12N 003018-12-0 83
4 Dichloroacetonitrile $$ Acetonit... 109 C2HCI2N 003018-12-0 83
Abundance Scan 12 (3.509min): 01502.D (- m/z 74.00 100.00%

-

350 360 370 380 390
H m/z 81.90 56.32%

ol‘lllIlIllllll,lllllllll{l"lrt]lll(llllllllllllr! lex!lllxl]‘llll lllllll llllllilll l‘lI”ITTl’"
miz--> 253035404550556065707580859095100105110115
Abundance #11641: Acetonitrile, dichloro- $$ Dichloroacetonitrile $$...
74
5000 82

3.50 3.60 3.70 3.80 3.90

s 47 i ’ m/z 83.90 35.56%
o'1]]1"||¥|}!]III']I"!!I llllllllllllllll lll llllll ! llllllllll )]llll[l?lmf ll'Tl‘l‘
miz-> 25 30 35 40 45 50 55 60 65 70 75 €0 85 90 95 100 105 110 115

Abundance #11643: Dichloroacetonitrile $$ Acetonitrile, dichloro- $$...
o

N —

47 82 350 360 370 380 390

76.00 32.72%

miz—> 253035404550556065707580859095100105110115

5000 m/z
0 | I [ l 102 108 A
l'TllIll'l]lllllll“Iﬂ|1IWI‘I!l'l['lll]lllllT"T lll XII] TT l[“IIITIYI]lll'l—I_,T

Abundance #11644: Acetonitrile, dichioro- L R e R
74 350 360 370 380 390
35 m/z 47.00 24 .09%
5000 82
’ 1 ,
o lﬁo ’I ] I [ /\
(Illllllllllllll‘ll‘ Illllll llllllilllllll lllllllllllllllllll l[lllll[l[l‘ l'llr‘l‘rl’— [l(lf TTUT KTI1[‘IY1’!] Ti7T T l[
miz—> 25 30 40 45 50 55 60 65 70 7580859095100105110115 350 360 3.70 380390
01509.D HP022102.M Mon Feb 25 10:55:02 2002 Page 3
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02FEB21\01509.D Vial: 1

Acg On : 21 Feb 2002 3:10 pm Operator:

Sample 508 scan Inst : Instrumen
Misc February 21, 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

I Y T
Peak Number 2 ISOBUTYRALDEHYDE, DIMETHYLA. Concentration Rank 5

Quant Method

R.T EstConc Area Relative to ISTD R.T
3.94 0.11 ug/L 51283 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS#H Qual

1 ISOBUTYRALDEHYDE, DIMETHYLACETAL.
2 Propane, 1,1l-dimethoxy-2-methyl-
3 ISOBUTYRALDEHYDE, DIMETHYLACETAL...
4 ISOBUTYRALDEHYDE, DIMETHYLACETAL...

118 C6H1402
118 C6H1402
118 C6H1402
118 C6H1402

000000-00-0 78
041632-89-7 78
000000-00-0 74
000000-00-0 64

Pbundance Scan 50 (3.938 min): 01509.D (-) m/z 75.00 100.00%
5000 a7
55 N
47 ll'[lll llll[llllllllt‘
I [ 51 71 84 360 380 400 420
Ty lll llil I l(l ll] ! ll ll‘r ]Illlll7‘[‘[“ll"ll %lll]l!l;l'l‘%llll l k] m/z 87 10 39 51%
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90
Abundance #17849; ISOBUTYRALDEHYDE, DIMETHYLACETAL $$ 1,1-Dimethoxyi
75
5000
87 360 380 400 420
) 55 m/z 55.00 28.75%
29 o Y 50 7
c.lxnlnnlun]lu lu!llnuul ll[!lllll LA AR RRNERR RN ERRES |||l h”l””l”i"“”l”
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #17846: Propane, 1,1-dimethoxy-2-methyl-
5
360 380 400 420
5000 & m/z 47.10 11.35%
. 55
31 413 | 59 711
c.lllTIl'Tl'XIlllllllll"rlllll%llllrl'YTIllTT llII]llllllllll!lll[!l’ll‘[llll %lll]illllllll[ll(i[ll
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 S0 95
Abundance #17848; [SOBUTYRALDEHYDE, DIMETHYLACETAL $$ 1,1-Dimethoxyi... 8 A A5 —
76 360 380 400 420
m/z 41.10 11.27%
5000
o 87
15 27 31 47
| | ] | | 7
0 [ } 1 1 N
e e e e e e e e
niz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 360 380 400 420
01509.D HP022102.M Mon Feb 25 10:55:02 2002 Page 4
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02FEB21\01509.D
Acg On : 21 Feb 2002 3:10 pm

Sample : 508 scan

Misc : February 21, 2002

MS Integration Params: LSCINT.P

Quant Method

"Title

Library

khkhkkhhkdkhkhkhkhhkkhkhkkkhkhhkhkhkhhhkhkhhhkkhhhhhhkhkhhhkhhhhkkhhkhhkhhhhkhhhkkkhkkkkik*k
Concentration Rank 9

Peak Number

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

3 METHYLFULVENE

vial: 1
Operator:
Inst
Multiplr:

Instrumen
1.00

\HP022102.M (RTE Integrator)

R.T EstConc Area Relative to ISTD R.T.
4.39 0.06 ug/L 28844 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 METHYLFULVENE

92 C7HS

2 Benzaldehyde,

4-benzyloxy-2-fluo...

246 Cl4H11FO3

000000-00-0 4
141523-16-2 4

3 ETHINYLCYCLOPENTENE- (1) 92 C7HS8 000000-00-0 4
4 1,3,5-Cycloheptatriene (CAS) $$ 92 C7HS 000544-25-2 4
Abundance Scan 90 (4.390 min): 01509.0 () m/z 91.00 100.00%

o
5000
fl)ll ¥ lllllll'll'
49 65 4.00 420 440 4.60 4&)
Ol A e || W/Z 92.00  73.65%
m/z—> 40 60 8 100 120 140 160 180 200 220 240
Abundance #5531: METHYLFULVENE
a1
sm YI!I‘X‘I!I llll[lll
400 420 440 460 480
m/z 64.90 12.08%
39 65
eilltllllllr'llhlll[lt' L2 SN S B B L ) LB AR AC TN A A M0 S R0 SN S B SIL AT S SR
miz—> 40 60 80 100 120 140 160 180 200 220 240
Abundance #181229: Benzaldehyde, 4-benzyloxy-2-fluorc-5-hydroxy-
o
400 420 440 460 480
5000 m/z 49.00 7.87%
4 65
|I.77hx.l‘ 2$6
cllllllill‘]rllIlT!rIllIIlllllllll[llllllllr]"llfllillllllll’
miz—> 40 60 8 100 120 140 160 180 200 220 240
Abundance #5532: ETHINYLCYCLOPENTENE-(1) T T T T
ot 400 420 440 460 4&)
m/z 44.10 6.39%
5000
39 65
0Il'lltrxll"i"xlxlxl'rlnlsnlll LI LA L LA B B S S B B NS BN M A RR SN S AR IR
miz—-> 40 60 8 100 120 140 160 180 200 220 240 400 420 440 460 480

01509.D HP022102.M

NYC-WTC_000010016

Mon Feb 25 10:55:03 2002
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Library Search Compound Report

Data File C:\MSDCHEM\1\5973N\02FEB21\01509.D Vial: 1

Acg On : 21 Feb 2002 3:10 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : February 21, 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

khkkkkhkhkhhdhhhhhhkkhhkhhhkhhhhhhkhkhhhhkhhhhhhhhkhhhhhhhhkhhhhhhhhhhhkhhkdhkikk
Peak Number 4 Hexanal (CAS) $$ n-Hexanal ... Concentration Rank 10

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

5.13 0.06 ug/L 28809 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Hexanal (CAS) $$ n-Hexanal $$ He... 100 C6H120 000066-25-1 43
2 Hexanal 100 C6H120 000066-25-1 43
3 Hexanal (CAS) $$ n-Hexanal $$ He... 100 C6H120 000066-25-1 43
4 Hexanal 100 C6H120 000066-25-1 43

Abundance Scan 156 (5.135 min): 01509.D (-) m/z 44.10 100.00%
44 56
5000
207
86 480 500 520 540
c'lll‘l[llll]' 'l[l‘l m/z 56-10 79.69%
miz—> 20 30 40 50 60 70 80 90 100110120130 140 150 160 170 180 180 200 210
Abundance #;31 97: Hexanal (CAS) $3 n-Hexanal $$ Hexaldehyde $$ Caproa...
4
56
5000 B SERAS SURAS SERMNEREE!
480 500 520 540
7 & m/z 41.10 78.249%
o.
m/z—> 20 30 40 50 60 70 80 90 100110120 130 140 150 160 170 180 180 200 210
Abundance #8186: Hexanal
56
480 500 520 540
5000 m/z 43.10 59.68%
72 g5
o 100
miz-> 20 30 40 50 60 70 80 80 100110120 130 140150 160 170 180 180200 210
Abundance #8200; Hexanal (CAS) $$ n-Hexanal $$ Hexaldehyde $$ Caproa...
480 500 520 540
56 m/z 57.10 42 .71%
5000
72 4 [\
0‘ 1m IYIAll!Al]All[ll Y]lllll
m/z—-> 20 30 40 50 60 70 80 90 100110120 130 140 150 160 170 180 190 200 210 480 500 520 540
J1509.D HP022102.M Mon Feb 25 10:55:03 2002 Page 6
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Library Search Compound Report

"Data File C:\MSDCHEM\ 1\5973N\02FEB21\01509.D Vial: 1

Acg On : 21 Feb 2002 3:10 pm Operator:

Sample 508 scan Inst : Instrumen
Misc February 21, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

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

R R R R R R R R R R  E R R R R R R X R R R R R R R X R X X R R X 2 2 A s 2222 L
Peak Number 5 Butane, 2-methoxy-2-methyl- Concentration Rank 1

Quant Method :

R.T EstConc Area Relative to ISTD R.T.
5.95  0.28 ug/L 129742 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
‘1 Butane, 2-methoxy-2-methyl- 102 CH140 000994-05-8 36
2 Butane, 2-methoxy-2-methyl- $$ E... 102 C6H140 000994-05-8 36

3 3- (CYCLOHEX-3'-EN-YL) PROPANOL $8.
4 Acetic acid, 3-[1,3]dioxolan-2-y...

174 C8H1404
174 C8H1404

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

01509.D HP022102.M

NYC-WTC_000010018

Abundance Scan 228 (5.948 min): 01509.D (-) m/z 73.10 100.00%
78
5000
43
580 6.00 620
55 87
o AN O VAN N T 23.10 22.129%
m/z—-> 2030405060708090100110120130140150160170180
Abundance #3701: Butane, 2-methoxy-2-methyl-
78
5000 LR L T T
55 60 580 600 620
87 45.10 11.75%
27 45
0 f ! ” . l!
TT"!I]II]ll[llll"l]llllll[l Il ll] lll T1 lllllII 11]!’ lllll llllll
Iiz-> 20 30 40 50 60 70 80 SO0 100 110 120 130 140 150 160 170 180
Abundance #9702: Butane, 2-methoxy-2-methyl- $$ Ether, methyl tert-p...
B
580 600 620
5000 m/z 41.10 10.01%
55 87
z7 45
clllll‘l](lllIllllll!T’T‘]lll!f!%llITr llllllllll(]lll llllllllll T T llll TT T
miz-> 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 N\
Abundance #36138: 3—(CYCLOHEX~3 -EN-YL)PROPANOL $$ 2-Cyclohexene-1-p... SNEMENENEMNEW. S 4} {l
560 580 6 6.20
m/z 71.00 7.63%
5000
43
oz s @ 174
I[TlllllilllllllrlllllllIl[llll'l llll Yl TT IERARGEERS RERS T l"[TY lIlllﬁll Kll’ll T T 17 1
miz-> 20 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 560 580 600 620
Mon Feb 25 10:55:03 2002 Page 7



NYC 9/11 Public Portal Document
. Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02FEB21\01509.D vial: 1

Acg On : 21 Feb 2002 . 3:10 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : February 21, 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
dededo e dede de ke de g de ok kK g de v gk ok ke kg gk ok ok kg ke kk ok ok k gk Kk gk gk kg ok ok g ok kg g ek gk kg gk gk ke kkkkk

Peak Number 6 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

o se oo

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

6.09 0.17 ug/L 79250 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl-... 116 C6H1202 000123-42-2 78
2 2-Pentanone, 4-hydroxy-4-methyl-... 116 C6H1202 000123-42-2 78
3 2-Pentanone, 4-hydroxy-4-methyl-... 116 C6H1202 000123-42-2 78
4 2-Pentanone, 4-hydroxy-4-methyl-. 116 C6H1202 000123-42-2 78

Abundance 4BScan241 (6.094 min): 015090() m/z 43.05 100.00%

5000

59
51 ' 83 101 580 600 620 640
0 !11I!ll!]ll'll'll'llit‘ll'l[ I]l ll L ll ]l l] TT ll ll l l] TT l | ll [I Il m/z 59 10 31.33%
m/z--> 20253035404550556065707580859095100105110
Abundance #16610: 2-Zgntanone , 4-hydroxy-4-methyl- (CAS) $$ Diaceton...
5000 5 NN VS SN W
580 600 620 640
' m/z 58.00 29.349%
101
31 l 83
cl‘llllll[llllllll ’l !I‘ lll‘l"lll[}il lll(l]r‘ TIT! III’ Tl'l l l TT7T l! LR R ll ll
mfz—> 20253035404550556065707580859095100105110
Abundance #16608: 2- F:gntanone, 4-hydroxy-4-methyl- (CAS) $$ Diaceton...
580 600 620 640
5000 m/z 101.00 9.31%
58
cXlIIllllll'llllllllllll]ll llll!lllillll;lllllll Il 1’llIllllllllll[lllllllllll’l!l}‘llllll
miz—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Abundance #16611: 2-Pentanone, 4-hydroxy-4-methyl- (CAS) $$ Diaceton... e ¢
4B 580 600 620 640
z 41.10 7.25%
5000
58
7 I S
c l‘ll‘ll'll!lll'll'[!"‘l'}'{%! ;[l'llllllli:lll]lll'l’llIllll'llllllllﬁll'lllll!llll¥1]lllllllllll
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105110 580 600 620 6.40

01509.D HP022102.M Mon Feb 25 10:55:03 2002 Page 8
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Library Search Compound Report

‘Data File : C:\MSDCHEM\1\5973N\02FEB21\01509.D
Acq On : 21 Feb 2002 3:10 pm

Sample : 508 scan
Misc : February 21, 2002

MS Integration Params: LSCINT P

Quant Method
Title :
Library

C:\MSDCHEM\1..
508 scan method
C: \DATABASE\WILEY?N L

vial: 1
Operator:
: Instrumen
Multiplr: 1.00

Inst

.\HP022102.M (RTE Integrator)

hhkhkhkkhkhhhkdhhhdkhhhhhhhkhhkhhhhkhkhkhhhkhkhhkhhhhhhhhhdhdhhhhkhdhhdhddhhhhhkhhhihdhkhk

Peak Number 7 Flamenol $$ 5-Methoxyresorc...

Concentration Rank 6

002174-64-3 64

000615-94-1 42
000615-94-1 42

R.T EstConc Area Relative to ISTD
13.39 0.07 ug/L 49907 Naphthalene-ds
Hit# of 5 Tentative ID MW MolForm
1 Flamenol $$ 5-Methoxyresorcinol 140 C7H803
2 2,5-Cyclohexadiene-1,4-dione, 2,... 140 C6H404
3 2,5-Cyclohexadiene-1,4-dione, 2,... 140 C6H404

4 2-Fluoronicotinamide

140 C6H5FN20

000364-22-7 38

Abundance Scan 887 (13.387 min): 01508.D (-) io m/z 140.00 100.00%
1
5000
70 94 L3N LR SILED NE N B 2 MRS SRS SESLEE RN SR}
43 59 | | 100 13.00 13.20 1340 1360 13.80
o) IS RN T N | U . N | m/z  94.00 18.609%
mfz--> 30 40 850 60 70 80 o0 100 110 120 130 140
Abundance #35376: Flamenol $$ 5-Methoxyresorcinol $$ 3,5-Dihydroxyan... io
1
1M1
5000 69 A B SN L L B S TT T 1
13.00 13.20 13.40 1360 1380
I 97 m/z 70.00 17.38%
0 [ H illll ! 1
I‘IWIII“']TI!"" llll7‘llllll"lkll lllllll1l l'l_l'_']
miz—-> 30 40 50 60 70 100 110 120 130 140
Abundance #35122: 2,5-Cyclohexad|ene-1 .4-dione, 2,5-dihydroxy- $$ p-... io
1
13.00 13.20 1340 1360 13.80
5000 2 m/z 43.10 13.06ﬁ
71
53 l ’ o4 112
c T“l"“l""]"”l”"l”"['P”Ir”'_[_'v"'l"'_'—f”" lT_fll
miz—> 30 40 50 60 70 80 e0 100 110 120 130 140
Abundance #35123: 2,5-Cyclohexadiene-1,4-dione, 2,5-dihydroxy-
140 1300 1320 13.40 13.60 13.80
m/z 59.00 11.57%
42
5000 69
53 84
l [{ | o 112
0 } 1 ‘ i1 !
Il llrl_rTlllllTrT'[llll'll[lll‘I‘ll lxll l]ll llll_r_rii‘l l—l_r|I
m/z--> 30 40 50 60 70 80 %0 100 110 120 130 140 13.00 13.20 1340 .13.60 13.80
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NYC 9/11 Public Portal Document
Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02FEB21\01509.D Vial: 1

Acg On : 21 Feb 2002 3:10 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : February 21, 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

dkhdkhkhkdkhhkhhkdhkhhhhhhhhhhhdhkhhhkhhhkhhhhhhkhkhkhhhkhhkhkdhkhhhdhkhhdhhhkkhhkidk
Peak Number 8 Pyrimidinetetramine- $$ Pyr... Concentration Rank 12

R.T. EgstConc Area Relative to ISTD R.T.
16.55 0.04 ug/L 26751 Acenaphthene-d10 18.34
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Pyrimidinetetramine- $$ Pyrimidi... 140 C4H8N6 001004-74-6 32
2 2,5-DIMETHYLCYCLOHEXANE-1,4-DION... 140 C8H1202 000583-81-3 25
3 4H-Pyran-4-one, 2-ethyl-3-hydrox... 140 C7H803 004940-11-8 25
4 4(1H) -Pyrimidinone, 2-amino-6-(m... 140 C5H8N40O 054004-20-5 9

Abundance Scan1167(16.548min):01509.0(-)40 m/z 140.10 100.00%
: 1
5000
43 56 71 122 172 N
J | ' | H 1620 1640 1660 1680
c llllllll l'll]l'l‘l] ‘ ]”l llll llllllllll l Ilr‘r‘lll l]l m/Z 138 10 26 87%
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #35040: Pyrimidinetetramine- $$ Pyrimidine, 2,4, Sgtetraa
1
m TUr vy ’ T
1620 1640 1660 1680
44 123 m/z 172.10 25.89%

l 86 96 112
o lll]!lll[llll[ 'llg TV VT T ll'llllll TTTT ¥ Illll lll!l IYIII'TY'I
miz-—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #35634: 2,5-DIMETHYLCYCLOHEXANE-1,4-DIONE $$ 1,4-Cyclchexa...

ap 140
1620 1640 1660 1680
5000 55 125 m/z 136.00 25.72%
c ~1 Ill ll|!lllllillllfll T lllllllllllllll}} 'llllll'll]lllllllllllllll'
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #35346: 4H-Pyran-4-one, 2-ethyl-3-hydroxy- (CAS) $$ Ethyi ... SIS T
140 1620 1640 1680 1680
m/z 71.00 25.19%
5000 o7
71
125
53 11
o 1'[Trr‘]""llllll‘!llllllllsfllll' 'lllrt ‘II llllll llllr Tl![lllllllllll
Infz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 1620 1640 1660 16.80
J1509.D HP022102.M Mon Feb 25 10:55:04 2002 Page 10
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NYC 9/11 Public Portal Document
' Library Search Compound Report

Datea File : C:\MSDCHEM\1\5973N\02FEB21\01509.D Vial: 1

Acg On : 21 Feb 2002 3:10 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : February 21, 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

hkkhkhkkhkhkhkkhkhkhhkkhkhkhhkhhkkhkhkhkhhhkhkhkhhhhhhhkhkhkikhhkhkhkhkhkhkhkhhkhhhhhkhkhkkhkhkhkkkdhkkk
Peak Number 9 Cyanic acid, ethyl ester $$... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
19.98 0.04 ug/L 30256 Acenaphthene-dilo0 18.34
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyanic acid, ethyl ester $$ Ethy... 71 C3HS5NO 000627-48-5 4
2 Cyanic acid, ethyl ester (CAS) $... 71 C3HS5NO 000627-48-5 4
3 Imidazole-2,4,5-d3 $$ 1H-Imidazo... 71 C3HD3N2 006745-43-3 4
4 2-Propenamide (CAS) $$ Acrylamid... 71 C3HSNO 000079-06-1 3

Abundance Scan 1471 (19.980 min): 01509.D (-) m/z 71.00 100.00%
7H

5000 43 186

l‘ o 19.60 19.80 20,00 2020 2040
cllll\'lllllll}l'l] ll TIT ]'ll l TI17 [ll l T l l] IIT ] TT7T l L] lll ]l m/z 43 10 45 86“
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #1435: Cyanic acid, ethyl ester $$ Ethyl cyanate
%
56
m 71 ¥ l LERERER ’ T T 7 7T I rIrrr ]

1960 1980 2000 2020 20.40
m/z 186.00 40.20%

43
o r,m,,,,..i.x.‘r!l:.., e T T S RDRARSD AR
miz—> 10 20 30 40 50 60 7o 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #1436: Cyanic acid, ethyl ester (CAS) $$ Ethyl cyanate
2
...... R
56 1060 19.80 20.00 2020 2040
5000 - m/z 185.00 32.36%
43
0 nll.\ iy
IT]'III'IIIIIIII‘III]I)'!]IIIlIllIllXll([lllllll'll’[lll(lllllIllll]l’TIT[IIllIl‘I’YIllllllllllllllllll
nfz—> 10 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 180
Abundance #1085: Imidazole-2,4,5-d3 $$ 1H-Imidazole-2,4,5-d3 (CAS) §... SMINNENS  —
i 1960 19.80 20.00 20.20 2040
m/z 41.10 12.91%
5000 o
ol 18 30
= WWTWWTTTWWWWWWTW llllll]ll‘l[‘rllllllllll
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 1860 19.80 20.00 20.20 20.40
01509.D HP022102.M Mon Feb 25 10:55:04 2002 Page 11
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NYC 9/11 Public Portal Document
Library Search Compound Report

Datg File : C:\MSDCHEM\1\5973N\02FEB21\01509.D Vial: 1

Acq On : 21 Feb 2002 3:10 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : FPebruary 21, 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

khhkkhkhhhkhkhhkhkhkhhhhhhhhkhhhhhhhhhhhhhhhhkkhkhhkkhhhhhdhkhhhhhkhkhkhdhdkkhkhsk
Peak Number 10 1-Cyanocarbazole $$ 9H-Carb... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
22.28 0.11 ug/L 84594 Phenanthrene-d10 22.64
Hit# of 5 Tentative ID MW MolForm cas# Qual
1 1l-Cyanocarbazole $$ 9H-Carbazole... 192 C13H8N2 083415-88-7 72
2 3-Cyanocarbazole $$ 9H-Carbazole... 192 C13H8N2 057102-93-9 64
3 2-CYANOCARBAZOLE $$ 9H-Carbazole... 192 C1l3H8N2 057955-18-7 64
4 1,3-Benzodioxole, 4-methoxy-6-(2... 192 C1l1H1203 000607 91-0 58

Abundance Scan 1675 (22.283 min): 01508.D (-) 142 m/z 192. 100.00%
82 % 146 T TTT T
160 2200 2220 2240 2260
011054!?‘ lll?lolllil!‘ll l¥!l llll 111'1'8 T LRERS ll!‘ ;}‘Illlllll TT ll] T]’ m/z 193 16 50%
mjz—-> 405060708090100110120130140150160170180190200 :
Abundance #103423: 1-Cyanocarbazole $$ SH-Carbazole-1-carbonitrile (CAS .
1
m T TTrrr T lA T T
2200 2220 2240 2260
m/z 95.90 15.91%
96 164
0 13 |
miz-> 40 50 60 710 8]0 90 1001101201:1301410150160170180190260
r\bundance #103424: 3-Cyanccarbazole $$ 9H-Carbazole-3-carbonitrile (CAS /l
1
2200 2'22'0' '2'24'0 2260
5000 m/z 191. 13.84%
164
% 138

miz-> 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 120 200
Abundance #103420: 2-CYANOCARBAZOLE $$ SH-Carbazole-2-carbonitrile (CAS

c TT U [T T T Ty [V TP [T P [ v [V U (OO T T U v T [ Y [ T AT p T T b v vy |Y /\

2 2200 2220 2240 2260 _
m/z 146.10 13.05%

5000
o5 164
[ ! IL ”
O 4
I llllllll lllllll LRRERERRSE REARE] llll[III llll"ll‘llllll T lllll

miz—-> 405060708090100110120130140150160170180190200 2200 2220 2240 22.60

21509.D HP022102.M Mon Feb 25 10:55:04 2002 Page 12
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NYC 9/11 Public Portal Document

Data File
Acqg On
Sample
Misc :

MS Integration Params:

Quant Method
Title
Library

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

Library Search Compound Report

C:\MSDCHEM\1\5973N\02FEB21\01509.D
21 Feb 2002
508 scan

February 21,

3:10 pm

2002
LSCINT.P

Vial:
Operator:
Inst . :
Multiplr:

1

Instrumen
1.00

\BEP022102.M (RTE Integrator)

Je de de de de de de de de de dede ke ke ke dedededehhdhhhk dededehkdddededededehddedhhkhkkkkkk ks dddkddkkkkkkkdhhkkk

Peak Number 11 Dibutyl phthalate $$ 1,2-Be...

Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T
24.86 0.07 ug/L 51397 Phenanthrene-dl10 22.64
Hit# of 5 Tentative 1D MW MolForm CAS# Qual

1 Dibutyl phthalate $$ 1,2-Benzene...
2 Dibutyl phthalate

3 1,2-Benzenedicarboxylic acid, bu...
4 1,2-Benzenedicarboxylic acid, di...

278 C16H2204
278 C1l6H2204
334 C20H3004
278 C16H2204

000084-74-2 83
000084-74-2 83
000084-78-6 83
000084-74-2 83

Abundance 3mm1gma§&WmmxmamDe) m/z 149.00 100.00%
149
5000
41 57 76 105 23 | 2460 2480 2500 2520
o A S S L I e oA m/z 150.00 10.38%
miz-> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #223242: Dibuty! phthalate‘i $$ 1,2-Benzenedicarboxylic acid...
149
m T T T T T TTT T
2460 2480 2500 2520
m/z 41.10 7.41%
41 76 104
miz—> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #223237: Dibutyl phthalate
149
| 2460 2480 2500 2520
5000 m/z 76.00 4.79%
LA ss T8 104 12 205 223 278
llllltlllll!lll T llIlll'lllllllllllllllllllIIlII‘KXIIIIIlrlIITIIT
miz—-> 4oeoso1oo1zo14o1so1sozoozzoz4ozsozso
Abundance #284876: 1,2-Benzenedicarboxylic acid, butyl octyl ester . . T
149 | 2460 24.80 2500 2520
m/z 105.00 4.71%
5000
L2 Y 78 104 4m 192205 223 261 279
|l]lllllllll]‘rlll llllllill llllll Il[lllll II‘I llllllll T T T 7T LR B IR) LERIERJ
miz—> 40 60 80 100 120 140 160 180 200 220 240 260 280 | 2460 2480 2500 2520

01509.D HP022102.M
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NYC 9/11 Public Portal Document

‘Data File : C:\MSDCHEM\ 1\ 5973N\02FEB21\01509.D
Acg On : 21 Feb 2002 3:10 pm

Sample : 508 scan

Misc : February 21, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library :

508 scan method
C:\DATABASE\WILEY7N.L

Library Search Compound Report

Vial: 1
Operator:
Inst :
Multiplr:

Instrumen
1.00

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

khkkkkdhkhhkhkhhhhkhkhkhkhhkhkhhhhkhkhkdhhhkhkhhdhhhhddhhdkdkdhdkiikdddiddkddkdkkkikikikkiikk
Concentration Rank 8

Peak Number 12 1,2-Benzenedicarboxylic aci...

R.T EstConc Area Relative to ISTD R.T
31.10 0.07 ug/L 477386 Chrysene-dl2 30.49
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 1,2-Benzenedicarboxylic acid, di...
2 1,2-Benzenedicarboxylic acid, bi...
3 Phthalic acid, diisococtyl ester ...
4 1,2-Benzenedicarboxylic acid, di...

390 C24H3804
390 C24H3804
390 C24H3804
390 C24H3804

027554-26-3 59
000117-81-7 59
001330-91-2 59
000117-84-0 53

Abundance Sean2456(31.099mig):01509.0(—) m/z 149.00 100.00%
1
5000 .
43 57 7o 167
{L[l l“ 8{4 1T° | , 2‘|’8 240 30.80 31.00 31.20 31.40
0tluvnilxx;-]x--x[ur—r]:|x»nx]--rxlslnl]!lﬁ—rll'llnlxll|[x—r m/z 167000 34005%
miz—> 40 60 80 100 120 140 160 180 200 220 240
IAbundance #326821: 1,2-Benzenedimrboxyl§: acid, diisooctyl ester (C...
149
5000
57 167 30.80 31.00 31.20 31.40
7 m/z 57.10 33.76%
) 83 o7 113
mfz—-> 40 60 80 100 120 140 160 180 200 220 240
Abundance #326807: 1,2-Benzenedicarboxylic acid, bis{2-ethylhexyl) e...
1
lll,IflK}llll]Tﬁ‘l)lll_l*
30.80 31.00 31.20 31.
5000 m/z 43.10 31.62%
57
71 167
@ | | B g P
0TllllTlllllillll;l‘lllllllﬁll!l}l;lllllllllllllllllll_‘r
mfz—-> 40 60 80 100 120 140 160 180 200 220 240
Abundance #326955; Phthalic acid, diisoocty] ester $$ 1,2-Benzenedic...
149 30.80 31.00 31.20 31.40
m/z 70.10 30.81%
57
71 167
83 113
O'V_V_‘_V—V_V—J—'_V‘T‘“#ﬁ[}'l1'%7l!'r!llllllfIFlIllll;lll1l‘l_(llIllIlllllII
mfz—> 40 60 80 100 120 140 160 180 200 220 240 30.80 31.00 31.20 31.40

01509.D HP022102.M Mon Feb 25 10:55:04 2002
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NYC 9/11 Public Portal Document
t Tentatively Identified Compound (LSC) summary

Obérator ID: Date Acquired: 21 Feb 2002 3:10 pm

Data File: C:\MSDCHEM\1\5973N\02FEB21\01509.D

Name: 508 scan

Misc: February 21, 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 name RT EstConc Units Response |[# RT Resp Conc
Acet . 3.51 0.1 ug/L 63077 1 9.72 93978920 20.0
ISOBUXYRALDE 3.94 0.1 ug/L 51283 1 9.72 9397890 20.0
METHYLKULVEN 4.39 0.1 ug/L 28844 1 9.72 9397890 20.0
Hexanal\(CASj $$ . 5.13 0.1 ug/L 28808 1 9.72 9397890 20.0
Butane, thoxy.. 5.95 0.3 ug/L 129742 1 9.72 9397890 20.0
2-Pentano 4-hy... 6.09 0.2 ug/L 79250 1 9.72 9397890 20.0
Flamenol 5-Met... 13.39 0.1 ug/L 49907 2 13.20 13701000 20.0
Pyrimidi i . 16.55 0.0 ug/L 26751 3 18.34 14514500 20.0
Cyanic a¢id, \ethy... 19.98 0.0 ug/L 30256 3 18.34 14514500 20.0
1-Cyano ce. 22.28 0.1 ug/L 84594 4 22.64 15162200 20.0
Dibutyl [phthalgte... 24.86 0.1 ug/L 51397 4 22.64 15162200 20.0
1,2-Bengenedicarb... 31.10 0.1 ug/L 47386 5 30.49 14099100 20.0
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