NYC 9/11 Public Portal Document

User: Vinci, David L

Westchester Dept. of Labs & Research

Date: 05/14/2002 Time: 14:27:25

Sample: AE10025

Analysis: $GCMS GCMS Scan For Unknowns

Units: ug
Started: 5/14/02 14:26 Ended: 5/14/02 14:26 Analyst: DLV
Page: 1
R .
Other unknown compounds R
.{Surr_2,4-DDD 78 10.0
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Comments for Sample AE10025 - Analysis $GCMS
Westchester Dept. of Labs & Research

User: Vinci, David L
Date: 05-14-2002 Time: 14:27:32

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds.
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Data File : C:\MSDCHEM\1\DATA\020507\10025.D Vial: 24

Acg On : 8 May 2002 10:47 am Operator: Nefliu

Sample : sample Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: lscint.e

Quant Time: May 09 09:52:25 2002 Quant Results File: SCAN020507.RE
Quant Method : C:\MSDCHEM\1\METHODS\SCAN020507.M (RTE Integrator)

Title : Method 508 GC/MS Scan -

Last Update : Thu May 09 09:21:01 2002

Response via : Initial Calibration
DataAcg Meth : 508SCAN1

Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 11.38 152 517791 40.00 ug/1 -0.01
10) Naphthalene-d8 16.53 136 1947290 40.00 ug/1 -0.04
17) Acenaphthene-dilo0 24.46 164 1043517 40.00 ug/1 -0.02
30) Phenanthrene-dilo0 31.72 188 1776338 40.00 ug/1 -0.02
38) Chrysene-dil2 39.93 240 1486858 40.00 ug/1 -0.05
44) Perylene-dl2 43.16 264 1047273 40.00 ug/1 -0.02
System Monitoring Compounds
27) TCMX 27.54 207 64601 7.75 ug/l -0.04
Spiked Amount 10.000 Recovery = 77.50%
Target Compounds Qvalue
35) Di-n-butylphthalate 34.80 1459 11387 0.20 ug/1 89
43) Bis(2-ethylhexyl)phthalate 40.52 149 123129 3.87 ug/1 S6
(#) = qualifier out of range (m) = manual integration (+) = signals summed
10025.D SCAN020507.M Thu May 09 09:53:49 2002 Page 1
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Data File

Acg

On

Sample
Misc :
MS Integration Params: lscint.e

Quant Time: May 9 9:53 2002

Method
Title

Last Update
Response via

Quantitation Report

C:\MSDCHEM\1\DATA\020507\10025.D

8 May 2002 10:47 am
sample

(QT Reviewed)

Vial:
Operator:
Inst :
Multiplr:

Quant Results File:

24

Nefliu
Instrumen
1.00

SCAN020507.RES

C:\MSDCHEM\1\METHODS\SCAN020507.M (RTE Integrator)
Method 508 GC/MS Scan

Thu May 09 09:21:01 2002
Initial Calibration
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"Data File C:\MSDCHEM\1\DATA\020507\10025.D Vial: 24

Acg On 8 May 2002 10:47 am Operator: Nefliu
Sample sample Inst : Instrumen
Misc Multiplr: 1.00

MS Integration Params: rteint.e

Method C:\MSDCHEM\1\METHODS\SCAN020507.M (RTE Integrator)

Title Method 508 GC/MS Scan

Smoothing ON Filtering: 5

Sampling : 1 Min Area: 0.7 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

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 corrxr corr. % of
# min scan scan scan TY height area % max total
1 5.012 323 329 346 rBV 129613 219311 4.37% 0.757%
2 5.800 458 463 478 rVB2 88257 165591 3.30% 0.572%
3 6.152 513 523 6560 rBV 651377 1352395 26.95% 4.668%
4 11.376 1399 1412 1429 rBV 1385441 3580301 71.34% 12.358%
5 16.534 2276 2290 2308 rBV 1737487 4478411 89.23% 15.458%
6 24.461 3620 3639 3651 rBV 1721670 4671653 93.08% 16.125%
7 27.533 4149 4162 4176 rBV4 246372 683348 13.62% 2.359%
8 31.076 4759 4765 4778 rBV5S 11716 36290 0.72% 0.125%
9 31.717 4858 4874 4891 rBV2 1668514 5018828 100.00% 17.324%
10 31.8952 4906 4914 4923 rBV2 16147 43989 0.88% 0.152%
11 39.931 6261 6272 6293 rBV2 2241349 4581629 91.29% 15.814%
12 40.518 6365 6372 6394 rVB2 206439 466358 9.29% 1.610%
13 43.157 6807 6821 6844 rBV 1773368 3673030 73.19% 12.678%
Sum of corrected areas: 28971134
10025.D SCAN020507.M Tue May 14 08:46:10 2002 Page 1
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LSU Keport - Lntegratea unromatoyrdil
File ‘: C:\MSDCHEM\1\DATA\020507\10025.D
Operator : Nefliu
Acquired : 8 May 2002 10:47 am using AcgMethod 508SCAN1
Instrument : Instrumen

Sample Name: sample

Misc Info

Vial Number: 24

Quant File :SCAN020507.RES (RTE Integrator)

Abundance TIC: 10025.D
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"Data File C:\MSDCHEM\ 1\DATA\020507\10025.D
Acg On 8 May 2002 10:47 am

Sample sample

Misc :

MS Integration Params: rteint.e

Quant Method
Title
Library

Vial: 24
Operator: Nefliu
Inst Instrumen
Multiplr: 1.00

C: \MSDCHEM\l\METHODS\SCANO20507 .M (RTE Integrator)
Method 508 GC/MS Scan
C:\DATABASE\nist98.1

hhkhkhkkkhkhkdkhkhkhkhhkkkkhhhkhkkkhkhkdhhkhkkhhkhkhkhhkhkhkhhhhhhhkhkhhkhkhhhhkhhhkhrhbhhkhkrhkhxhkdhdhk

Peak Number 1 Pentane, 2-nitro Concentration Rank 2
R.T EstConc Area Relative to ISTD R.T
5.01 2.45 ug/1l 219311 1,4-Dichlorobenzene-d4 11.38
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentahe, 2-nitro 117 C5H11NO2 1000196-88-0 53
2 1-Hexene, 4,5-dimethyl- 112 C8H1le6 016106-59-5 53
L 3 3-Buten-2-o0l, 2-methyl- 86 C5H100 000115-18-4 40
4 Furan-g2-carbonyl chloride, tetra... 134 CS5H7Cl02 052449-98-6 38
Abundance 4 B' Scan 329 (5.012 min): 10025.D (-323) (-) 43.10 100.00%
4
71
5000 55
460 4.80 5.00 5.20 5.40
..,....-nt;-.-'.'I.'|,.I;15.,.81.7..,. —— m/z 41.10  78.81%
mfz--> 20 40 60 80 100 120 140 160 180 200
Abundance #6270: Pentane, 2-nitro
43
5000 71
2 460 480 500 520 540
55 m/z 71.10 66.72%
vr;[,..h. I87 100 118 e
mfz--> 20 40 60 80 100 120 140 160 180 200
Abundance #6302: 1-Hexene, 4,5-dimethyl-
71
460 480 500 520 540
5000 55 m/z 69.10 58.05%
27
154 Al 84 o7
ML SR LR LA LA UL WAL U U DAL WA
mfz--> 40 60 80 100 120 140 160 180 200
Abundance #114557: 3-Buten-2-ol, 2-methyl- ' 1
43 7t 460 480 500 520 540
m/z 55.10 37.92%
5000
59
. |I|||'|[I'l"|=|;‘7'8|6"1|'.II B e - port
mfz--> 20 40 60 80 100 120 140 160 180 200 460 480 500 520 540

10025.D SCANO020507.M
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" Data File : C:\MSDCHEM\1\DATA\020507\10025.D Vial: 24

Acg On : 8 May 2002 10:47 am Operator: Nefliu
Sample : sample Inst : Instrumen
Misc : Multiplxr: 1.00

MS Integration Params: rteint.e

Quant Method : C:\MSDCHEM\1\METHODS\SCAN020507.M (RTE Integrator)

Title : Method 508 GC/MS Scan

Library : C:\DATABASE\nist98.1
I E P E R R E R E R EEE LR E RS RS R AR ESEEE R RS RS SR RS SRS XS SRS EE SRS EE S LS E LR X EER R LR EEES
Peak Number 2 2-Butyn-1-0l, 4-methoxy- Concentration Rank 3

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

5.80 1.85 ug/1l 165591 1,4-Dichlorobenzene-d4 11.38
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 2-Butyn-¥-o0l, 4-methoxy- 100 C5H802 018857-03-9 40
2 2-Butene/, l-methoxy-, (2)- 86 C5H100 010034-16-9 38
3 l1-Hexeng¢g, 4,5-dimethyl- 112 C8H1e 016106-59-5 32
4 3-Pentégn-2-one 84 C5HS8O 000625-33-2 27

Abundance Scan 463 (5.800 min): 10025.D (-458) () m/z 41.10 100.00%
/ 44
71
5000
L 84 540 560 580 600 620
35 65
IIIII L Ill'l‘lVVI T lllll‘] I ’ ! }I ‘ll!li?ell TTT l"!ll% lIII]"I TT Llllll'l IIIIVIITI1I|I |l[ m/Z 43 10 88!756
Iniz—> 5 10 15 20 25 30 35 40 45 5 50 55 60 65 70 75 80 85 90 95 100105
Abundance #1255: 2-Butyn-1-ol, 4-methoxy-
39
29 57 69
5000 45 B e N Ry S
85 540 560 580 600 6.20
51 m/z 71.10 67.93%
i ll fix .,.J.J 10 T =S NS
Iniz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105
Abundance #24227: 2-Butene, 1-methoxy-, (Z)-
7
o7 4 540 560 580 600 6.20
5000 55 m/z 69.10 67.81%
| JJL T
TTT |l|llltl I]!IIII!I!FI%T?""%!I%’!!II lll5”1'l 116]0|1166 ;lillllllll'l"r[r |[I||lll lIll’l'l ll'
niz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105
Abundance #6302: 1-Hexene, 4,5-dimethyl- R R i e
43 71 \ 540 560 580 600 6.20
m/z 39.10 58.73%
5000 55
|15| l[ %[ 5|Ql| lslsl'l 177|84; 7 2 T + T
T'IlllllYlIlIIlllllr RS R A S AR AR A AN N AR NN RS AR N RN N RLRAN B A ]II |Il TTTTFTT 1 T LA N T T T
niz—> 5 10 15 20 25 30 3 45 50 55 60 65 70 75 80 85 90 95 100105 540 560 580 6,00 620
10025.D SCAN020507.M Tue May 14 08:46:17 2002 Page 4
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‘Data File : C:\MSDCHEM\1\DATA\020507\10025.D Vial: 24

Acg On : 8 May 2002 10:47 am Operator: Nefliu
Sample : sample Inst : Instrumen
Misc : Multiplr: 1.00

MS Integratlon Params: rteint.e

Quant Method : C:\MSDCHEM\1\METHODS\SCAN020507.M (RTE Integrator)

Title : Method 508 GC/MS Scan
Library : C:\DATABASE\nist98.1
khkkhkhkhkhkkhkhkhkhkhkhkdhhkhkhhkhkhkhhhhkhrdkhhkhdhhkhkhhkhhkthhhkhhdhhhhkhkhkhkkhhkhkkhkkkhkkhkhkkhkhikkhkkhkkhhhkdhkik
Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.15 15.11 ug/1 1352400 1,4-Dichlorobenzene-d4 11.38
Hit# of 5 Tentative 1D MW MolForm CAS# Qual
\/E 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123—42—2 45
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 25
4 Acetone 58 C3H60O 000067-64-1 16
Abundance Scan 523 (6.152 min): 10025.D (-513) (9 m/z 43.05 100.00%
43
5000 59 JL
101 TTTTTTTT T T T T T T T T
‘ 83 ‘ 580 600 620 640
et e oo 8 e 8l Tm/z 59.10  49.17%
miz—-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #109755; 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L |'|ITI’ LB LONRL A B | T
59 55';0 600 620 640
z 58.05 19.23%
15 31 101
| S— 3Z|.. 53.| 83 L
Illllll' |’|| T llY'Yl’II'IIlI"’ |||||| ]'TT'[IIII'YIII[llVI[TlIII
miz—> 10 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #109756: 2-Pentanone, 4-hydroxy-4-methyl-
45
LI L AR AL S B
580 6.00 620 6.40
5000 59 m/z 101. 18.09%
Lnlz—> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #109590: Acetic acid, 1,1-dimethylethyl ester R R
43 ‘ 580 600 620 640
m/z 41.10 7.48%
5000 57
29 101
® L sll s 73
"'I"“I""l""l'"'I"“I""l_'_'jjl T T Y T T T T T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 S0 100 110 120 130 580 6.00 620 6.40
10025.D SCAN020507.M Tue May 14 08:46:19 2002 Page 5
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*Data File : C:\MSDCHEM\1\DATA\020507\10025.D

Acg On : 8 May 2002 10:47 am
Sample : sample
Misc :

MS Integration Params: rteint.e

Vial: 24

Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

Quant Method : C:\MSDCHEM\1\METHODS\SCAN020507.M (RTE Integrator)

Title : Method 508 GC/MS Scan
Library : C:\DATABASE\nist98.1
I E R R EREEE R EEEEEEEEEE S S S S EEEEE LR R REEERA R R RRRRR SR RERERR R RS R AR R SRR EEEREER
Peak Number 4 cis-2-Methyl-4-phenylthiane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
31.08 0.29 ug/1l 36290 Phenanthrene-di10 31.72
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 cis-2-Methyl-4/phenylthiane 192 C1l2H16S 076097-69-3 50
2 Thiophene, 2- -(3-thienyl)ethen... 192 C10H8S2 116854-09-2 42
3 3-(2-Methoxy-pb-methylphenyl)acry... 192 C11H1203 103986-76-1 40
4 Thiazole, 2-/phenylthio) - 193 C9H7NS2 033342-67-5 40
Abundance / Scan 4765 (31.076 min): 10025.D (-4759) (-) i m/z 192.15 100.00%
19
5000
4150 8 82 9Js 11 4 146 160 30,80 3100 31 2'or 3140
SRS AWM PR S RSN MDY S S| R m/z 193.10 21.06%
miz—> 20 30 40 50 60 70 80 90 1QO110120130140150160170180190200
Abundance #80922: cis-2-Methyl-4-phenylthiane y
‘ 192
131
5000 VI IS B ,
91 1" 143 30.80 31.00 3120 3140
m/z 96.10 18.66%

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

Abundance #81023: Thiophene, 2-[2-(3-thienyl)ethenyl]-
192
147
5000
45
69 96 115
58 158
N 0 W W POV 0 L o s NN A |
mfz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180 200
Abundance #80954: 3-(2-Methoxy-5-methylphenylacrylic acid
161 192

5000

m/z-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200

A

LA AL I R N Lt L Lt Bt M e e

30.80 31.00 31.20 31.40

m/z 160.10 14.58%

|

T | SN T I i A B T )

3080 31.00 31.20 31.40

m/z 82.20 14.39%

L

LINLINL IR (L S Lt O L

3080 31.00 31.20 31.40

10025.D SCANO20507.M Tue May 14 08:46:21 2002
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Data File : C:\MSDCHEM\1\DATA\020507\10025.D Vial: 24

Acqg On : 8 May 2002 10:47 am Operator: Nefliu
Sample : sample Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: rteint.e

Quant Method : C:\MSDCHEM\1\METHODS\SCAN020507.M (RTE -Integrator)

Title : Method 508 GC/MS Scan
Library : C:\DATABASE\nist98.1
X R R R RS S EEXESEEEEEE SRS SRS SRR R R R SRR R R R ERREERRE R R R R R AR R R R R E R R REERESE SRR TSR RS
Peak Number 5 Anthracene-dl0- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
31.95 0.35 ug/1 43989 Phenanthrene-di10 31.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1l An acene-dl0- 188_C14D10 001719-06-8 86
/2 Phenanthrene-d10 188 C14D10 001517-22-2 72
3 Berjzene, 1-(l-cyclohexen-1-yl)-4... 188 C13H160 020758-60-5 45
4 Bepizaldehyde, 2,5-difluoro-4-hyd... 188 C8H6F203 148872-77-9 40
Abundange Scan 4914 (31.952 min): 10025.D (-4906) () m/z 188.15 100.00%

188
5000

YT

160 31 60 31 80 3200 3220
43 7
AN 1 2130 b B 2R il [W/z 189.15  16.269
mfz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #79826: Anthracene-d10-
1
Sm LENLE § ‘l’_r’ 1 T T rT
3160 3180 3200 3220
94 m/z 94.10 12.74%
114 132
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #79827: Phenanthrene-d10
1
3160 3180 3200 3220
5000 m/z 160.00 12.42%
80 160
30 52 00 132
m/z—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #79791: Benzene, 1-(1-cyclohexen-1-yl)-4-methoxy- s ——
188 3160 31.80 3200 3220

m/z 80.10 10.74%

5000 160
129
91
51 7 10

mmmrrmﬁm T T T T T 1T T T
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 31 I60 31 80 3200 32 20
10025.D SCAN020507.M Tue May 14 08:46:23 2002 Page 7
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Operator ID: Nefliu

Name: sample
Misc:

Date Acquired: 8 May 2002
Data File: C:\MSDCHEM\1\DATA\020507\10025.D

10:47 am

Method: C:\MSDCHEM\1\METHODS\SCAN020507.M (RTE Integrator)
Title: Method 508 GC/MS Scan
Library Searched: C:\DATABASE\nist98.1

TIC Top Hit name
g;éﬂé&i;,i:a? [
Q;ButynL%-e}r~%ﬂﬁr“

\/2-Pentanone, 4-hy...

cig-2—MethyI-4-ph. ..
Pt e e

10025.D SCANQO20507.M

NYC-WTC_000044202

5

5.

6

31.
31.

RT EstConc Units Response

01 2.5 ug/l 219311
80 1.9 ug/l 165591
.15 15.1 ug/l 1352400
08 0.3 ug/l 36290
95 0.4 ug/1 43989

Tue May 14 08:46:23 2002

--Internal Standard---

H# RT Resp Conc
11.38 3580300 40.0
11.38 3580300 40.0
11.38 3580300 40.0
31.72 5018830 40.0
31.72 5018830 40.0
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