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Comments for Sample AE08431 - Analysis $GCMS
Westchester Dept. of Labs & Research

User: Vinci, David L
Date: 05-06-2002 Time: 13:48:59

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds.
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Quantitation Report (QT Reviewed)
Data File : C:\MSDCHEM\1\DATA\020419\08431.D Vial: 18
Acg On : 20 Apr 2002 12:52 am Operator: Nefliu
Sample : sample Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: EVENTS.E
Quant Time: Apr 26 15:00:41 2002 Quant Results File: SCAN020418.RE
Quant Method : C:\MSDCHEM\1\METHODS\SCANO020418.M (Chemstation Integrator)
Title : Method 508 GC/MS Scan
Last Update : Mon Apr 22 08:00:39 2002

Response via : Initial Calibration
DataAcqg Meth : 508SCAN1

Internal Standaxrds R.T. QIon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 11.38 152 11228858 40.00 ug/1 -0.05
10) Naphthalene-ds 16.54 136 42977621 40.00 ug/1l -0.07
17) Acenaphthene-dl0 24 .46 164 23435601 40.00 ug/1 -0.06
30) Phenanthrene-dlo0 31.72 188 34636268 40.00 ug/1l -0.05
38) Chrysene-dl2 39.93 240 24756855 40.00 ug/1 -0.08
44) Perylene-dil2 43.16 264 17975292 40.00 ug/1 -0.04
System Monitoring Compounds
27) TCMX 27.54 207 882345 6.06 ug/l -0.08
Spiked Amount 10666 Recovery = 66-608%
£.0 IR
Target Compounds Qvalue
35) Di-n-butylphthalate 34.81 149 120465 0.10 ug/1 99
43) Bis(2-ethylhexyl)phthalate 40.53 149 75316 0.12 ug/1l 90
(#) = qualifier out of range (m) = manual integration (+) = signals summed
08431.D SCAN0O20418.M Fri Apr 26 15:03:19 2002 Page 1
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Quantitation Report (QT Reviewed)

Data File : C:\MSDCHEM\1\DATA\020419\08431.D Vial: 18

Acg On : 20 Apr 2002 12:52 am Operator: Nefliu

Sample : sample Inst : Instrumen
Misc : Multiplxr: 1.00

MS Integration Params: EVENTS.E

Quant Time: Apr 26 15:03 2002 Quant Results File: SCAN020418.RES
Method : C:\MSDCHEM\1\METHODS\SCAN020418.M (Chemstation Integrator)
Title : Method 508 GC/MS Scan

Last Update : Mon Apr 22 08:00:39 2002
Response via : Initial Calibration
Abundance TIC: 08431.D
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LSC Area Percent Report

Data File C:\MSDCHEM\1\DATA\020419\08431.D Vial: 18

Acg On 20 Apr 2002 12:52 am Operator: Nefliu
Sample sample Inst : Instrumen
Misc Multiplr: 1.00

MS Integration Params: rteint.e

Method C:\MSDCHEM\ 1\METHODS\SCAN020418.M (RTE Integrator)

Title Method 508 GC/MS Scan

Smoothing OFF Filtering: 5

Sampling : 1 Min Area: 5 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs 0.01 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 3.126 3 8 17 BV 32069 357694 0.41% 0.078%
2 5.006 321 328 343 PV 2 33719 681179 0.77% 0.149%
3 5.799 459 463 473 Vv 2 22818 429712 0.49% 0.094%
4 6.128 514 519 530 PV 2 8158 247503 0.28% 0.054%
5 11.375 1398 1412 1435 PV 2176886 56683712 64.31% 12.390%
6 16.540 2275 2291 2309 PV 2994224 78461784 89.02% 17.150%
7 16.769 2316 2330 2339 VvV 10466 305567 0.35% 0.067%
8 24.466 3617 3640 3658 PV 3171048 88139227 100.00% 19.266%
9 27.539 4149 4163 4178 PV 2 277311 7627673 8.65% 1.667%
10 31.088 4757 4767 4780 VV 5 21575 755897 0.86% 0.165%
11 31.722 4855 4875 4893 VV 2 2881072 86544954 98.19% 18.917%
12 31.957 4905 4915 4923 PV 3 28699 725655 0.82% 0.159%
13 34.813 5393 5401 5405 PV 2 8942 184453 0.21% 0.040%
14 39.226 6147 6152 6161 VV 2 14983 307044 0.35% 0.067%
15 39.936 6260 6273 6292 VV 2 3599549 72752281 82.54% 15.902%
16 40.436 6353 6358 6368 VV 3 17706 408946 0.46% 0.089%
17 40.524 6368 6373 6380 VvV 2 12147 308507 0.35% 0.067%
18 43.156 6799 6821 6837 PV 3110967 62432601 70.83% 13.647%
19 43.262 6837 6839 6846 VV 7252 137369 0.16% 0.030%

Sum of corrected areas: 457491759
08431.D SCAN020418.M Thu May 02 15:40:21 2002 Page 1
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File
Operator
Acquired
Instrument

Sample Name:

Misc Info

Vial Number:
:SCAN020418.RES (Chemstation Integrator)

Quant File

LSC Report - Integrated Chromatogram

C:\MSDCHEM\ 1\DATA\020419\08431.D

Nefliu

20 Apr 2002
Instrumen

sample

12:52 am using AcgMethod S508SCAN1
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Data File
Acg On
Sample
Misc

12:52 am

MS Integration Params: rteint.e

Quant Method
Title
Library

C:\MSDCHEM\1\DATA\020419\08431.D
20 Apr 2002
sample

C:\MSDCHEM\ 1\METHODS\ SCAN020418.M
Method 508 GC/MS Scan
C:\DATABASE\nist98.1

Library Search Compound Report

Vial: 18
Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

(Chemstation Integrator)

kkkkhkhkhkhkkhkhkhkhkhkkhkhkhkhkhkhkhkhkhkhkhhkhhkhhhkhkhhkhkhkhddrhhkhkhhhkddhkhhkhkhhkhkkhkhhkhhhkhkhkhdtkk

Peak Number 1 Heptane Concentration Rank 5
R.T EstConc Area Relative to ISTD R.T
3.13 0.25 ug/1 357694 1,4-Dichlorobenzene-d4 11.38
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptane 100 C7H1e6 000142-82-5 90
2 Heptane 100 C7H1le 000142-82-5 80
3 Heptane 100 C7Hle 000142-82-5 80
4 Pentane, 2-methyl- 86 Ce6H1l4 000107-83-5 47
[Abundance Scan 8 (3.126 min): 08431.D (-3) (-) m/z 43.10 100.00%
43
5000 57 71
l 5. | I 86 320 330 340 350 360
SRS 1 LS | O | U NS SN m/z 40.10 61.52%
miz—> 0 10 20 40 50 60 70 80 80 100
Abundance #109668. Heptane
43
5000 57 71 RSN SRR LR AREE BARSE)
320 330 340 350 360
m/z 71.15 44 ,88%
|, st °°
SN - 8§ N N O =
mfz--> 0 10 20 40 50 60 70 8 9 100
Abundance #4133: Heptane
43
320 330 340 350 3.60
5000 57 71 m/z 41.10 44 .03%
100
215 ' sl e |l 85 |
LS L I I L LA I LN SR SR UL UL B
m/z-—> 0 10 20 40 S50 60 70 80 90 100
Abundance #109303: Heptane i o U et
43 320 330 340 350 360
m/z 57.10 42 .06%
5000 57 71
|l s i
RIS 37]i sl es || 77 s l
TV rjprrr T 1 T LR S L R DL LA | 'lll’lv"llllllllllll
miz—-> 0 10 40 50 60 70 8 90 100 320 330 340 350 360
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Library Search Compound Report

Data File C:\MSDCHEM\1\DATA\020419\08431.D
Acg On 20 Apr 2002 12:52 am

Sample sample

Misc :

MS Integration Params: rteint.e

Quant Method
Title
Library

Met

hod 508 GC/MS Scan

C:\DATABASE\nist98.1

Multiplr: 1.

Vial: 18
Operator: Nefliu
Inst Instrumen

00

C:\MSDCHEM\ 1\METHODS\ SCAN020418.M (Chemstation Integrator)

khkkhkhkhkhkhkhkhkhkhkhkhkkhkhhhhkhhkhkhkhkhkhkhkkkhkkhkhkhkhhhkhkhkhkhkhhkhhhhhhhhhhkhkhkhkhkhkhhkhkhkhkhkkkhhhkdk

Peak Number 2 3-Buten-2-o0l, 2-methyl- Concentration Rank 1
R.T EstConc Area Relative to ISTD R.T
5.01 0.48 ug/1 681179 1,4-Dichlorobenzene-d4 11.38
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Buten-2-0l1, 2-methyl- 86 C5H100 000115-18-4 87
2 3-Buten-2-0l, 2-methyl- 86 C5H100 000115-18-4 80
3 Butenol, methyl- 86 C5H100 060766-00-9 64
4 3-Methoxybut-1-ene 86 C5H100 017351-24-5 45
Abundance Scan 328 (5.006 min): 08431.D (-321) (-) m/z 43.10 100.00%
4 7
5000
4 55 59
51 ‘ 67 86 460 480 500 520 540
S ,37” e Ll el ] [m/z 71.10  92.93%
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #114555: 3-Buten-2-ol, 2-methyl-
7!
43
5000
59 47) 480 500 520 540
27 m/z 41.10 71.19%
31
1518 I | ¥ 53 67 86
SN L S VI I O Y PN 111 .-
m/z—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #114557: 3-Buten-2-0l, 2-methyl-
7
43
460 480 500 520 540
5000 m7z 69.10 50.83%
59
27 31 39 53
ll|ll’l|fr Ill |lllJII!|[3|6TI!lI= 'i”'_'slo"!'ﬁlr'l"'r‘iZ!l Ill‘ll!!lllllIBIGlIIIIYT"r
m/z—> 51015202530354045505560657075808590
Abundance #24435: Butenol, methyl-
43 L 460 480 500 520 540
m/z 55.10 34.97%
5000
27 59
....... 3.2:.',.1,8. 2l 361,;1 Hsau (839 174 8386
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 460 480 500 520 540
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Library Search Compound Report

Data File C:\MSDCHEM\1\DATA\020419\08431.D
Acg On 20 Apr 2002 12:52 am

Sample sample

Misc

MS Integration Params: rteint.e

Quant Method
Title
Library

Method 508 GC/MS Scan
C:\DATABASE\nisto98.1

C:\MSDCHEM\1\METHODS\SCAN020418.M (Chemstation

Vial: 18
Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

Integrator)

khkkhkhkkhkhkhkhkhkkhkhkhkhkhkhkhkhkkhhbhkhkhkhkhkhkhkhdkhkhhkhkhkhkhkhkdhkhkhhhkhhkhkhhkhhdrhkdhkhbhkhhkhrhhkhkhdhk

Peak Number 3 3-Penten-2-ol

Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T
5.80 0.30 ug/1l 429712 1,4-Dichlorobenzene-d4 11.38
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 3-Penten-2-ol 86 C5H100 001569-50-2 45
2 3-Penten-2-ol 86 CSH100 001569-50-2 45
3 2-Butene, 1l,4-dimethoxy- 116 Ce6H1202 026649-86-5 45
4 Furan, tetrahydro-2- (methoxymeth... 116 C6H1202 019354-27-9 38
Abundance Scan 463 (5.799 min): 08431.D (-459) () m/z 41.10 100.00%
H
4 71
5000
il s 5!8 84 540 560 580 600 620
l']f"ﬁ’ll"lIIIIVIIIlIllliJIJIlIIIIl‘lIlIlVllIlllll'rTYll'l'llllllll m z 71!10 80.14%
miz—> 10 30 40 50 60 70 80 S0 100 110 120
Abundance #114530: 3-Penten-2-ol
7
43
5000
53 540 560 580 600 620
z l m/z 43.10 69.98%
86 ;
..,....e*..lun..?1!l;hpu.,.??,.‘?‘ﬂlie...,...!.,.,..,....,.
miz—> 10 20 30 40 50 60 70 80 9 100 110 120
lAbundance #24376: 3-Penten-2-ol
43 7H
540 560 580 600 6.20
5000 m/z 69.10 43 ,62%
27 53
86
'I'?Is'gl"g‘!lll’l?lTl!!ll'f'ilVlllL!l;élsfilllfll|ll!llllll|l'l|||l!||'r
m/z—> 10 20 30 40 50 60 70 80 90 100 110 120
IAbundance #2798: 2-Butene, 1,4-dimethoxy-
41 71 84 540 560 580 600 6.20
m/z 39.10 39.78%
5000 23 55
T 2[0 .l il .35|~1 ||1A47_i1“ IlIlI Iil t T .' . 9§T I115
TTrrrryrrrr|yvrrrr LA LRI L L LA LA TTrrjyjiryrrrrorrr Ill
m/z—> 10 20 30 40 50 60 70 80 9 100 110 120 540 560 580 600 6.20
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Library Search Compound Report

Data File C:\MSDCHEM\1\DATA\020419\08431.D
Acg On 20 Apr 2002 12:52 am

Sample sample

Misc :

MS Integration Params: rteint.e

Quant Method
Title
Library

Vial: 18
Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

C:\MSDCHEM\1\METHODS\SCAN020418.M (Chemstation Integrator)

Method 508 GC/MS Scan
C:\DATABASE\nist98.1

khkkkhkhhkkhkkhkhkhkhhkhkhkhkhkhhkhkhkhhhkhkhkkhhhkhhkhkhdhhdhkhkhkhkhhkhkhkhhkhkhdhkhkdkhkhkhkhbhkhkhdhkdkhkhkkhhk

Peak Number 4 Thiocyanic acid, 2-benzothi... Concentration Rank 2
R.T EstConc Area Relative to ISTD R.T
31.09 0.35 ug/l 755897 Phenanthrene-dilo0 31.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Thiocyanic acid, 2-benzothiazoly... 192 C8H4N2S2 006011-99-0 53
2 1,3-Benzodioxole, 4-methoxy-6-(2... 192 C11H1203 000607-91-0 42
3 1,3-Benzodioxole, 4-methoxy-6-(2... 192 C11H1203 000607-91-0 42
4 Bitoscanate 192 C8H4N2S2 004044-65-9 40
lAbundance Scan 4767 (31.088 min): 08431.D (-4757) (-) m/z 192.10 100.00%
192
5000
40 g2 98 146 160 30.80 31.00 31.20 31.40
N . N |~ v Y .8 b eeborrrrrmrretli | [T7z 191200 1€.26%
m/z—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #80870: Thiocyanic acid, 2-benzothiazolyl ester )
192
5000 R
3080 31.00 31.20 3140
6o 108 134 m/z 40.10 11.65%
45 % 1 1= 148 160
‘_rr‘_‘ l‘ rrr| l‘Y‘ TTr YV r‘T l Ty 1!‘\”\”\”"“!! 4‘% r‘%ml T ARRJ ]T
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 130 190 200
Abundance #125822: 1,3-Benzodioxole, 4-methoxy-6-(2-propenyl)-
192
30.80 31.00 3120 3140
5000 m/z 96.20 10.58%
165
65 119 13
5 27 53 77 103 1 147 177
miz—> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170 180 190 200
rAbundance #80895: 1,3-Benzodioxole, 4-methoxy-6-(2-propenyl)- LRI e e
192 30.80 31.00 31.20 31.40
m/z 146.10 9.99%
5000
165
3 5 B 7 103 19131 44 -
miz—> 10 20 30 40 50 60 70 80 90 100110120 130 140 150 160 170 180 190 200 3080 31.00 3120 3140

08431.D SCAN020418.M

NYC-WTC_000048130

Thu May 02 15:40:29 2002

Page 6



NYC 9/11 Public Portal Document

Data File

Acg On 20 Apr 2
Sample sample
Misc

MS Integratlon Params:

Quant Method
Title
Library

Metho

Library Search Compound Report

002 12:52 am

rteint.e

d 508 GC/MS Scan

C:\DATABASE\nist98.1

C:\MSDCHEM\1\DATA\020419\08431.D

Vial: 18
Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

C:\MSDCHEM\1\METHODS\SCAN020418 .M (Chemstation Integrator)

khkhkkkhkkhkkkhkhkhkkhkhkhkhkhkhkhkhkkhkhkhkhhkhkkhkhhkhkdhkhkhhkhhhkkhhkhkdhhhkhkhkhkhhhkhkhkhhkhkhdhkhhthhhdh

NYC-WTC_000048131

Peak Number &5 Anthracene-dl0- Concentration Rank 3
R.T EstConc Area Relative to ISTD R.T
31.96 0.34 ug/1 725655 Phenanthrene-di1o0 31.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene-d10- 188 C14D10 001719-06-8 72
2 Phenanthrene-di10 188 C14D10 001517-22-2 64
3 Selenide, ethyl l1-methyl-l-pente... 188 C8Hl2Se 025128-48-7 53
4 Cycloheptanone, 4-phenyl- 188 C13H160 067688-28-2 47
lAbundance Scan 4915 (31.957 min): 08431.D (-4905) (-) 45 m/z 188.10 100.00%
1
5000
40 s 58 31.60 3180 3200 3220
1
3 88 '.l , 132 16 0 | m/z 94.10 19,933
mfz—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #79826: Anthracene-d10-
148
S000 UL SRR SRR SRR I
31.60 31.80 32.00 32.20
m/z 80.10 17.66%
17 30 42 52 ?F l| I| 108118 132 146 ,|| 17o17gh“
T ‘ T TIr T‘ll' T Il'l'l
mfz—> 10 20 '30 40 50 60 70 80 90100110120130140150160170180190
IAbundance #79827: Phenanthrene-d10
148
I"'V""llll‘vll‘l‘Tlll‘l
mmsmonmmm
5000 /Z 189. 15.81%
80 160
30 42 52 108118 132 146 170179,
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #79821: Selenide, ethyl 1-methyl-1-penten-3-ynyl
188 mmswonmwm
m/z 184. 13.32%
5000
79 L
91 107 119 131
mjz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 31.60 31.80
08431.D SCAN020418.M Thu May 02 15:40:31 2002 Page 7
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Library Search Compound Report

Data File

Acg On 20 Apr 2002
Sample sample
Misc

MS Integratlon Params:

Quant Method
Title
Library

12:52 am

rteint.e

C:\MSDCHEM\1\DATA\020419\08431.D

C:\MSDCHEM\ 1\METHODS\ SCAN020418 .M
Method 508 GC/MS Scan
C:\DATABASE\nist98.1

Vial: 18
Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

(Chemstation Integrator)

khkhkkhkkhkhkkhkhkkhhkhkkhkkhkhkhkkhhkhkhkhkkhkkhkkhkkhkhkkhkkhkkkhkhkhkhkhkhkkhkhkhkkhkhkhhhkkhkkhkkhhhkhhhkhkhkhhhkhhkkkkk

Peak Number 6 Benzoic acid, p-anilino-, m... Concentration Rank 6
R.T EstConc Area Relative to ISTD R.T
40.44 0.22 ug/1 408946 Chrysene-dl2 39.93
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid, p-anilino-, methyl... 227 C14H13NO2 004058-18-8 47
2 Benzoic acid, 3-(phenylamino)-, ... 227 C14H13NO2 055622-43-0 40
3 5-Cyano-2-methyl-6-phenyl-4-thio... 227 C12H9N3S 013996-07-1 33
4 5-Cyano-8-dimethylamino-6-methox... 227 C13H13N30 1000213-20-5 9

IAbundance

mfz—->

Scan 6358 (40.436 min): 08431.D (-6353) (-)

40 S0 60 70 80 90 100110120130140150160170180190200210220230

m/z 227.15 100.00%

\ N
L o s o o e o o
40.20 40.40 4060 40.80

Abundance

5000

#89099: Benzoic acid, p-anilino-, methyl ester

196

115 128 139

227

m/z 40.10 27.50%

T T

'Illlll‘Yl['lllIlll
40.20 40.40 40.60 40.80

m/z 228.20 19.13%

.

— B
40.20 40.40 40.60 40.80

mfz—> 40 50 60 70 80 90 100110120130140150160 170 180 190200210220230
(Abundance #89078: Benzoic acid, 3-(phenylamino)-, methyl ester
227
5000
167
77 196
N 52 66 ll 819 98 1115 139 T ull 1182 ‘ T |
LAR RS T IT T T ll T TTT LAAALE RAALS RN llIlll
m/z—-> 40 50 60 70 80 90 100110120130140150160170180190200210220230
Abundance #89096: 5-Cyano-2-methyi-6-phenyl-4-thioxo-3,4-dihydropyri... i
27
186
5000
153
77 100 127 142
m/z—> 40 50 60 70 80 90 100110120130140150160170 180 190200210220230

m/z 113.40 18.61%

40.20 40.40 40.60 40.80

m/z 113.80 17.82%

"

T T

T IR
40.20 40.40 40.60 40.80

08431.D SCAN020418.M
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Tentatively Identified Compound (LSC) summary

Operator ID: Nefliu Date Acquired: 20 Apr 2002 12:52 am

Data File: C:\MSDCHEM\1\DATA\020419\08431.D

Name: sample

Misc:

Method: C:\MSDCHEM\1\METHODS\SCAN020418.M (Chemstation Integrator)
Title: Method 508 GC/MS Scan

Library Searched: C:\DATABASE\nist98.1

--Internal Standard---

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc

\V Heptane 3.13 0.3 ug/l 357694 1 11.38 56683700 40.0
< 3-Buten-2-0l1, 2-m... 5.01 0.5 ug/l 681179 1 11.38 56683700 40.0
3~Perten—2—e1 5.80 0.3 ug/1 429712 1 11.38 56683700 40.0
Thiocyanic acid, ... 31.09 0.3 ug/1l 755897 4 31.72 86545000 40.0
BAathraceme-d10- 31.96 0.3 ug/l 725655 4 31.72 86545000 40.0
Benzoic—aeid—p-a-... 40.44 0.2 ug/1 408946 5 39.93 72752300 40.0

7 Vhevoun Favewe - (;\\-‘Q
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