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User: Vinci, David L
Westchester Dept. of Labs & Research
Date: 05/28/2002 Time: 08:40:14

Sample: AE10246

Analysis: $GCMS GCMS Scan For Unknowns

Units: ug

Started: 5/28/02 08:40 Ended: 5/28/02 08:40 Analyst: DLV

NYC-WTC_000024871



NYC 9/11 Public Portal Document

4

Comments for Sample AE10246 - Analysis $GCMS
Westchester Dept. of Labs & Research

User: Vinci, David L
Date: 05-28-2002 Time: 08:41:13

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\020516\10246.D Vial: 22
Acg On : 17 May 2002 6:05 am Operator: Nefliu
Sample : sample Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: rteint.e
Quant Time: May 17 10:47:01 2002 Quant Results File: SCANO020507.RE
Quant Method : C:\MSDCHEM\1\METHODS\SCAN020507.M (RTE Integrator)
Title : Method 508 GC/MS Scan
Last Update : Thu May 16 14:49:15 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 301690 40.00 ug/1 -0.01
10) Naphthalene-ds 16.53 136 1138594 40.00 ug/1 -0.04
17) Acenaphthene-dl10 24.46 164 607270 40.00 ug/1l -0.02
30) Phenanthrene-dl0 31.72 188 1051980 40.00 ug/1l -0.02
38) Chrysene-dil2 39.93 240 837317 40.00 ug/l -0.05
44) Perylene-dl2 43.15 264 489452 40.00 ug/1 -0.03
System Monitoring Compounds
27) TCMX 27.55 207 162361 33.47 ug/l  -0.02
Spiked Amount 40.000 Recovery = 83.67%
Target Compounds Qvalue
(#) = qualifier out of range (m) = manual integration (+) = signals summed
10246.D SCAN020507.M Fri May 17 10:48:07 2002 Page 1
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Data File

Acg On 17 May 2002
Sample : sample
Misc :

MS Integration Params: rteint.e
Quant Time: May 17 10:48 2002

Method

Last Update
Response via

Quantitation Report

C:\MSDCHEM\ 1\DATA\020516\10246.D
6:05 am

(QT Reviewed)

Vial:
Operator:
Inst :
Multiplr:

Quant Results File:

22

Nefliu
Instrumen

1.00

SCAN020507.RES

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

Thu May 16 14:49:15 2002

Initial Calibration

Abundance
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LSLU Area Percent Report

Data File : C:\MSDCHEM\1\DATA\020516\10246.D Vial: 22

Acg On : 17 May 2002 6:05 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: 0.5 % 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 corr. corr. % of
# min scan scan scan TY height area % max. total

1 6.152 517 523 560 rBV 542638 1114220 37.94% 6.346%
2 11.376 1399 1412 1433 rBV 824397 2102400 71.58% 11.975%
3 15.465 2096 2108 2118 rBV3 9213 27022 0.92% 0.154%
4 16.534 2275 2290 2314 rBV 1018580 2642547 89.98% 15.051%
5 24.461 3624 3639 3651 rBV 1007058 2709805 92.27% 15.434%

6 24.613 3657 3665 3675 rvB4 17332 48922 1.67% 0.279%
7 27.551 4146 4165 4181 rBV3 587243 1675967 57.07% 9.546%
8 31.088 4755 4767 4777 rBV2 6464 21153 0.72% 0.120%
9 31.717 4855 4874 4897 rBV2 968945 2936752 100.00% 16.727%
10 31.958 4907 4915 4927 rVB5 8264 23827 0.81% 0.136%

11 39.931 6262 6272 6297 rBV2 1330284 2546198 86.70% 14.503%
12 43.151 6810 6820 6843 rBV2 847909 1708013 58.16% 9.728%

Sum of corrected areas: 17556826

10246.D SCANO020507.M Fri May 17 10:48:12 2002 Page 1
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LSC Report - Integrated Chromatogram

File : C:\MSDCHEM\1\DATA\020516\10246.D

Operator : Nefliu

Acquired : 17 May 2002 6:05 am using AcgMethod 508SCAN1
Instrument : Instrumen

Sample Name: sample

Misc Info :

Vial Number: 22

Quant File :SCAN020507.RES (RTE Integrator)

Abundance TIC: 10246.D
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\020516\10246.D Vial: 22

Acg On : 17 May 2002 6:05 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
khkkhkhkhkhkkkhhkhkhhkkhhkkdkhkhkkhhkhkkkkhkhhhhkhkhkhkhhkkhkhkkhkkhkhkhkkhkkhkhkkhkhdkhkhhkhhkhkikhk
Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.15 21.20 ug/1 1114220 1,4-Dichlorobenzene-d4 11.38
Hit# of 5 Tentative ID MW MolForm CASH Qual
‘/{ 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 83
2 2-Hentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
4 Pofmamide, N,N-diethyl- 101 CS5H11NO 000617-84-5 9
[Abundande Scan52%(6.152min):10246.D(-517)(-) m/z 43.05 100.00%
4
5000 53 A\“
101 ’lllllllllll|lllllllllll
580 600 620 6.40
el SN o7 e || m/z 59.10 49.32%

1
miz—> 10 20 30 40 50 60 70 80 90 100 110
Abundance #109755; 2-Pentanone, 4-hydroxy-4-methyl-
43
-

LU B T I Y L

59 580 600 620 6.40
m/z 58.10 20.34%
15 31 l 101
..,(..'xq..z.q%,l,‘.3.61";..{?:?!.|..-x|....‘§':?.r‘...fl..”y.
miz—-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #109756: 2-Pentanone, 4-hydroxy-4-methyl-
43
llrllll]llllllTT'_llllllv
580 600 620 6.40
5000 59 m/z 101.10 15.21%
31 ‘ 101
,,,[,.”,..2§f1]l,,.3§,'%,..,..=.,...,,,mﬁ,§-3...[.9:?..1'.‘..,,
mjz—-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5851: 2-Pentanone, 4-hydroxy-4-methyl- ,l[,,,,l,,,,lr,r e
4B 600 620 640

5000
59
101
i T wlenll onm e oo
T flllll!’l’llll|Il’I|IIIl|IIYT1_r]l||I T_l'llllll‘ll

1 T
40 50 60 70 80 g0 100 110 600 620 6.40

41.10 7.18%
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Data File

Hilpraly Sedflcil LOHpoOullu Reporlu

C:\MSDCHEM\1\DATA\020516\10246.D Vial: 22
Acq On : 17 May 2002 6:05 am Operator: Nefliu
Sample : sample Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: rteint.e

Quant Method

Title :

Library

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

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

khkkkhkkkhkkhkhhkhkkkhhhkhkkhkkhkhkhkhhkhkhkkkhkhhkhkkhkkhkkkhkdkhkhkkkhkhhhkhkhkhkhkhkhkhkkikkkhkkkk

Peak Number 2 Cyclopentasiloxane, decamet... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

15.47  0.41 ug/1 27022  Naphthalene-d8 16.53
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual

V1 Cyclopentasiloxane, decamethyl-
2 Cycl¢ppentasiloxane,

decamethyl -

370 C1lO0H3005Si5
370 C10H30058i5

000541-02-6 50
000541-02-6 50
010538-85-9 37
068595-79-9 32

m/z 73.10 100.00%

LRI S SR B L (L SN A (N S BN B B}

15.20 1540 1560 15.80

m/z 355.10 37.83%

LENLESL SR LA L S N L (L N L O 0 e

15.20 1540 15.60 1580

m/z 267.10 27.87%

LIS S NI BNLAN SN S NN S N ML BRLI N L S St 2

1520 1540 1560 1580

3 Phenfethylamine, N-methyl-.beta., 399 C18H37NO3Si3
4 3,4{Dihydroxybenzyl alcohol,tris... 356 C16H3203Si3
Abundance / Scan 2108 (15.465 min): 10246.D (-2096) (-)
P
5000 355
267
| 193
AR B R L e E s L B S S B R n L
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance #115315: Cyclopentasiloxane, decamethyl-
B
355
267
5000
i 207 249 323
lllll]llll Illlllll’ll llllllllllllll'Il llllllll‘l‘l"rllllllllll llllllllll)!ll IIllI[Il’TIII
m/z-—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance 5 #115273: Cyclopentasiloxane, decamethyl-
7
5000 267
355
45 193
28 | | | 9115133 165 93 223 249 203 323 |}
Illllllll lllllll ll][Illll!IlIll(lIl'lllllllllrl‘l‘!TllllllI llllll[lllll'lll]llllllll llll
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance #115313: Phenethylamine, N-methyl-.beta.,3,4-tris(trimethy...
73
5000
44
93 130147 193 200237 267 294 384
mfz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380

m/z 74.20 11.44%
L
1520 1540 15.60 15.80
m/z 267.90 10.73%

AL L L Y ML L L S L B

15.20 1540 15.60 15.80

10246.D SCAN020507.M
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Data File

Acg On
Sample
Misc

MS Integratlon Params:

Library Search Compound Report

C:\MSDCHEM\1\DATA\020516\10246.D

17 May 2002

sample

Quant Method

Title

Library

6:05 am

rteint.e

Vial: 22
Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

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

khkhhkhkhkhkhkhkhkkhkhhkhhkhkhkhkhkkhkhkdhkhkhkhkhhhkhhkhkhhkhkhhkhkhkhkhkhhhkhhkhkhkhkhhhkhhhhkhhkkkikihh*k

Peak Number 3 1-Penten-3-one Concentration Rank 2
R.T EstConc Area Relative to ISTD R.T
24.61 0.72 ug/1l 48922 Acenaphthene-dlo 24 .46
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 en-3-one 84 C5H80O 001629-58-9 38
2 2H Pyran, 3,4-dihydro- 84 C5HS80O 000110-87-2 38
3 2H-Pyran, 3,4-dihydro- 84 C5HS80O 000110-87-2 38
4 £ZH-Pyran, 3,4-dihydro- 84 C5H8O0 000110-87-2 28
Abundance Scan 3665 (24.613 min): 10246.D (-3657) (-) m/z 55.10 100.008%
55
5000 84
M 129
[ |l 71 100 1J1 l 141 156 24.20 24.40 24.60 24.80 25.00
I'Ill 'liIIIlTI}IllLII_I—[lIIII ll'|“I| I| TT l'l l]!!!ll!lllITlﬁllllllll’lllll1I§4 m/z 84 20 44-00%
miz—> 10 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #111194: 1-Penten-3-one
55
5000 :
27 Mmzuommzwo%m
m/z 54.10 24 .55%
) 84
|| 39 I
llll llrll|l]llllll'll—llllll lllll lllllllrllll‘lll I"I"lf Il lllllll[IlTV
m/z—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
IAbundance #14359: 2H-Pyran, 3,4-dihydro-
i
2420 2440 2460 2480 25.00
5000 27 84 m/z 41.20 20.37%
39
Ll
15 Q1 i
IIIIIII_[ ll'lllIIlTlITTlII’[’IIII |IllT!llllllTll’ll’llll l'l’l'I LI 1
miz—> 10 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #111676: 2H-Pyran, 3,4-dihydro-
55 2420 2440 24.60 2480 25.00
84 m/z 56.10 18.82%
27
5000
39
s K i
TTprToT |!lL'”:!{II”?l'Iu,pluirl“ulnllx T TTT AR RE RERENRERES | TpTTTT TT AMI T T
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 2420 24.40 2460 2480 2500

10246.D SCANO020507.M
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Library Search Compound Report

Data File C:\MSDCHEM\1\DATA\020516\10246.D
Acg On : 17 May 2002 6:05 am

Sample : sample

Misc

MS Integratlon Params: rteint.e

C:\MSDCHEM\ 1\METHODS\ SCAN020507 .M
Title Method 508 GC/MS Scan

Library C:\DATABASE\nist98.1
hkhkhkhkhkhkkhkhkdhhkkkhkhhkkhkhkhkhkkdkhkhkhhkkhkkkhkhhkkhkhdkkkhkhkhhkkhhkkkhkdhhkik

Quant Method

Vial: 22
Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

(RTE Integrator)

hhkdkkdkdhkhkdkkdkkkkkdhk

Peak Number 4 1,5-Naphthalenedithicle Concentration Rank &5
R.T EstConc Area Relative to ISTD R.T

31.09  0.29 ug/l 21153 Phenanthrene-dio 31.72

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 1,5-Naphthalenedithiole 192 C10H8S2
2 Thiophene/ 2-[2-(3-thienyl)ethen. 192 C10H8S2
3 Anthracerfe, 2-methyl- 192 C15H12
4 Anthracene, 2-methyl - 192 C15H12

1000223-69-5 53
116854-09-2 50
000613-12-7 40
000613-12-7 40

Abundance Scan 4767 (31.088 min): 10246.D (-4755) (-)

20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170 180 180 200
#80950: 1,5-Naphthalenedithiole

mfz—->
IAbundance

192

159
147

115 128

40 57 69 79 96

106 177

20 30 40 50 60 70 80 SO 100 110 120 130140 150 160 170 180 190 200
#81023: Thiophene, 2-{2-(3-thienyl)ethenyl]-

miz—>
Abundance

182

147

m/z 192.10 100.00%

TT TT T T[Tt T L

30.80 31.00 3120 3140

m/z 193.10 25.02%
3080 31.00 3120 3140
m/z 191.00 24.03%

30.80 31.00 31.20 31.40

m/z 82.00 19.40%

miz—-> 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 190 200
Abundance #125847: Anthracene, 2-methyl-
1 30.80 31.00 31.20 31.40
m/z 146.10 17.66%
5000
28 33 51 63 82 ‘ 115 126 139 152 || 176 "m
II llIllllIIll’Il"l‘l’lllllllllll]llll’ITlIll]llllllllllllllllllllllllll Illllllllllllli lllll T 1T T T LELERER] T 17 1 7 T rrr
mfz—-> 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 190 200 30.80 31.00 31.]20 31T4O
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Library Search Compound Report

Data File C:\MSDCHEM\1\DATA\020516\10246.D Vial: 22

Acg On 17 May 2002 6:05 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
khkkhkhkkkhkhkkhkkhkhkhkhkhkhdhbhhkhbkhkhhkhkhbhhkhkdhkhkhkkhkkhkhkhkhkhhkhkhkhkhkhkhkhkhkkhkhkhkikik

Peak Number 5 Anthracene-dio-

khkkhkkkhkhkkhkkkkhkhkdkk

Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T
31.96 0.32 ug/1l 23827 Phenanthrene-d10 31.72
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual

— 1 Anthracene-dl0- 188 C14D10
2 1,2fBis(2-hydroxyphenyl)ethylene... 376 C24H28N202
3 Pyyrolol[2,3-b]lindole, 1,2,3,3a,8. 188 C1l2H16N2
4 Selenide, ethyl l-methyl-l1-pente... 188 C8H1l2Se

001719-06-8 64
1000187-13-2 42
004089-16-1 38
025128-48-7 33

—

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380

Abundanck Scan 4915 (31.958 min): 10246.D (-4907) (-) m/z 188.15 100.00%
188
5000
8 o 3160 3180 3200 3220
54 160 » o o -
e ,!,ﬂ.{ SN e § e e | | M/ 2z 189.10  23.259
m/z—> 20 40 60 80 100120140160180200220240260280300320340360380
Abundance #79826: Anthracene-d10-
S e
3150 31.80 32.00 3220
m/z 80.00  22.08%

.

Abundance #79831: 1,2-Bis(2~hydroxypgesnyl)ethylenediamine, N,N'-bis(...
1
31.60 31.80 32.00 32.20
5000 m/z 184.00 19.58%
41 94
7w 121 145 171
210 238255 293 377
mmwﬂmﬁmm‘r
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance #79762: Pyrrolo[2,3-blindole, 1,2,3,3a,8,8a-hexahydro-3a,8... v ; . — ;
144 188 3160 31.80 3200 3220
m/z 92.20 17.16%
5000
42 59 77 4 115 1{[1 J
h TTrlllllll'["l II ‘[|I||lll1T |iill’1—llll T T T T
mfz—-> 20 40 60 80 100120140160180200220240260280300320340360380 3160 3180 3200 3220
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Tentatively Identified Compound (LSC) summary

Operator ID: Nefliu Date Acquired: 17 May 2002 6:05 am
Data File: C:\MSDCHEM\1\DATA\020516\10246.D

Name: sample

Misc:

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

/’ 2-Pentanone, 4-hy... 6.15 21.2 ug/1 1114220 1 11.38 2102400 40.0
~ Cyclopentasiloxan... 15.47 0.4 ug/1 27022 2 16.53 2642550 40.0
I-Penten=-3=one 24.61 0.7 ug/l 48922 3 24.46 2709810 40.0
I 5-Naphthalemedi... 31.09 0.3 ug/1 21153 4 31.72 2936750 40.0
~Anthracene-d10- 31.96 0.3 ug/1 23827 4 31.72 2936750 40.0
10246.D SCAN020507.M Fri May 17 10:48:22 2002 Page 8
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