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Comments for Sample AE10242 - Analysis $GCMS
Westchester Dept. of Labs & Research

User: Vinci, David L
Date: 05-28-2002 Time: 08:33:02

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\10242.D Vial: 18
Acg On : 17 May 2002 2:09 am Operator: Nefliu
Sample : sample Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: rteint.e
Quant Time: May 17 10:39:58 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 16 14:49:15 2002

Response via : Initial Calibration
DataAcqg Meth : 508SCAN1

Internal Standards R.T. QIon Respbnse Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 11.38 152 303543 40.00 ug/1 -0.01
10) Naphthalene-ds 16.53 136 11430095 40.00 ug/1 -0.04
17) Acenaphthene-dio 24 .45 164 605294 40.00 ug/1 -0.02
30) Phenanthrene-dlo0 31.72 188 1032097 40.00 ug/l -0.02
38) Chrysene-dl2 39.93 240 810613 40.00 ug/1 -0.05
44) Perylene-di2 43.14 264 480319 40.00 ug/1 -0.04
System Monitoring Compounds
27) TCMX 27.55 207 161305 33.36 ug/l -0.03
Spiked Amount 40.000 Recovery = 83.40%
Target Compounds Qvalue
(#) = qualifier out of range (m) = manual integration (+) = signals summed
10242.D SCAN020507.M Fri May 17 10:41:07 2002 Page 1
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Quantitation Report

Data File : C:\MSDCHEM\1\DATA\020516\10242.D

Acg On : 17 May 2002
Sample : sample
Misc :

2:09 am

MS Integration Params: rteint.e

Quant Time: May 17 10:41 2002

(QT Reviewed)

vial:
Operator:

Inst

Multiplr;

Quant Results File:

18
Nefliu
Instrumen
1.00

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

SCAN020507.RES

undance
1500000

1400000
1300000
1200000
1100000
1000000

900000

800000
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Naphthalene-d8,)

Acenaphthene-d10,

/

L

/

TCMXs

9%
/
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7
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T T T

lll_l_lfl'llll(ll I llllll[lllll] '1[|T—I\Illl1||ll[‘llIlll’!lllllfllllll ]T‘I_V’lIIIII]Ill|[|ll|ll||ll|’7llill!ll'l
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LSC Area Percent Report

Data File : C:\MSDCHEM\1\DATA\020516\10242.D Vial: 18

Acqg On : 17 May 2002 2:09 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 6.152 517 523 571 rBV 559756 1145011 39.38% 6.561%
2 11.376 1398 1412 1434 rBV 812468 2104331 72.37% 12.059%
3 15.459 2085 2107 2114 rVB4 7049 22619 0.78% 0.130%
4 16.534 2275 2290 2302 rBV 1025134 2631606 90.51% 15.080%
5 24.461 3622 3639 3651 rBV3 966399 2711917 93.27% 15.541%

6 24.613 3657 3665 3675 rVB5 14757 34479 1.19% 0.198%
7 27.551 4148 4165 4175 rBV3 583503 1672729 57.53% 9.586%
8 31.094 4759 4768 4780 rVB3 6855 19447 0.67% 0.111%
9 31.717 4856 4874 4899 rBV2 989598 29076776 100.00% 16.662%
10 31.946 4906 4913 4928 rVB4 7328 25201 0.87% 0.144%
11 36.441 5668 5678 5683 rBVS5 7093 17730 0.61% .102%

0
12 39.931 6258 6272 6295 rBV2 1265436 2469628 84.93% 14.152%
13 43.151 6808 6820 6843 rBvV2 788099 1688092 58.06% 9.674%

Sum of corrected areas: 17450466

10242.D SCAN020507.M Fri May 17 10:41:14 2002 Page 1
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File
Operator
Acquired
Instrument
Sample Name:
Misc Info :
Vial Number:
Quant File

LSC Report - Integrated Chromatogram

C:\MSDCHEM\1\DATA\020516\10242.D

Nefliu

17 May 2002 2:09 am using AcgMethod S508SCAN1

Instrumen
sample

18

:SCANQ020507.RES (RTE Integrator)

Abundance
1200000

1000000

200000

TIC: 10242.D

6.15

16.53

/
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Library Search Compound Report

Data File

Acqg On 17 May 2002
Sample sample
Misc

MS Integratlon Params:

Quant Method
Title
Library

C:\MSDCHEM\1\DATA\020516\10242.D

2:09 am

rteint.e

Vial: 18
Operator: Nefliu
Inst Instrumen
Multiplr: 1.00

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

khkkhkhkkhkkhkhhkkhkhkhkhkhhkkkhkhkkhhkkhkkhkhkhhkkkhkhkhhkhkhkkhkhkhkhkhkhkhkhkhhkhkhkhkhkhkhhkkhkhhkkhkkkkkk*k

Peak Number 1

2-Pentanone,

4-hydroxy-4-me.

Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T
6.15 21.76 ug/l 1145010 1,4-Dichlorobenzene-d4 11.38
Hit# of 5 Tentative ID MW MolForm CAS# Qual
\Jg 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 83
2 2-Pentajione, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
3 2-Pentahone, 4-hydroxy-4-methyl- 116 Ce6H1202 000123-42-2 38
4 2- Prop nol, 2-methyl- 74 C4H100 000075-65-0 23
Abundance Scan 523 (6.152 min): 10242.D (517) () m/z 43.05 100.00%
43
5000 59 /L
101 PUNAREY i
5.80 600 620
Il‘l_rllll[l‘l_!'l’ll'lslg‘lil!}ll]‘l‘lq.li'l67731118§I818!lll';7'r1'|l'[_l’ mz 59-10 log%
m/z—-> 10 20 30 40 50 60 70 80 S0 100 110
Abundance #109755: %—Pentanone, 4-hydroxy-4-methyl- /\\
4
5000 USRI S SR LI |
59 580 600 620 6.40
m/z 58.10 20.259%
15 31 | 101
..]ﬁLx,”%if.ugh.h ,??%.“...,.“.,??..l”x%TL..Tr
m/z—> 10 20 30 40 50 60 70 80 90 100 110
Abundance #109756: 2-Pentanone, 4-hydroxy-4-methyl-
“
l[rr'llllllr'll)llr‘ller
580 600 620 6.40
5000 50 m/z 101.10 16.49%
3 101
2$|| |1 381 .J’ 8.3 93 i
lIlfl’]]_l_rlllIIIIlllIIIIlIIYlII,llIIIIITIIIIIIIYIIT_'_r
—> 10 20 30 40 50 60 70 80 S0 100 110
Abundance #5851: 2-Pentanone, 4-hydroxy-4-methy!- T T
580 6.00 620 6.40
m/z 41.10 7.33%
5000
59
101
232 3, 4853H 677277 8 91 96 |
L ISR EE A B NN AU ALS RLELELELSS SERLNLAS ELALRLE SRR ELAMEL L UL SURLL L I
mfz—> 10 20 30 40 50 60 70 80 0 100 110 580 600 620 6.40
10242.D SCAN020507.M Fri May 17 10:41:19 2002 Page 3
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\020516\10242.D Vial: 18

Acg On : 17 May 2002 2:09 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
khhkkhkhkhkkhkkhkkkhhkkkkhkhhkkhhhkkhkkhkhkhkhkhkhkhhkhkkkhkhkhkhkhkhkhkhkhkhkxhkhkhkdthkkdhkhkrkhhkhkhhkkkk
Peak Number 2 Cyclopentasiloxane, decamet... Concentration Rank 4
R.T. EstConc Area Relative to. ISTD R.T.
15.46 0.34 ug/1 22619 Naphthalene-ds 16.53
Hit# of 5 Tentative ID MW MolForm CAS# Qual
\/& Cyclopentasiloxane, decamethyl- 370 C10H30058i5 000541-02-6 25
2 Cycllopentasiloxane, decamethyl- 370 C1lO0H30058i5 000541-02-6 23
3 N-(frifluorocacetyl)-0,0’,0’’-tri... 481 C19H34F3NO4Si3 1000072-26-3 17
4 3- (2-Methoxyphenoxy)lactic acid,... 356 C16H28058i2 1000072-00-0 9
r\bundanoel Scan 2107 (15.459 min): 10242.D (-2095) (-) m/z 73.00 100.00%
5000
267 355 i
43 x|‘|_l[71ll'll"l_lfllll[llf
| L 15.20 1540 15.60 15.80
|‘|il|||_rl[I]lTll]_'7lIII"I'Il‘_IL"TT_[IIIlllllTI"I""T‘ m/?267'00 26175%
m/z—> 50 100 150 200 250 300 350 400 450
Abundance #115273: Cyclopentasiloxane, decamethyl-
78
5000 267 S SIS UL SIS SURSY
1520 15.40 15.60 15.80
s 35 m/z 354.90 23.77%
], ] 96 133 165193 223544 | 203 323
ITI,!‘I’III"’_T‘KIIITVI_TIIIIIIIl‘er‘l_lill[‘l_lflllll T 1 1T
miz—> 50 100 150 200 250 300 350 400 450
Abundance #115315: Cyclopentasiloxane, decamethyl-
B
r"_l_riilfT‘l“il‘ilI_"IT_!*
067 355 15.20 1540 1560 1580
5000 m/z 356.10 19.25%
‘Iﬁl\‘\“lrll“‘_‘l‘?ozliI‘l"\l|]|3|23fl‘l_]1]1_rlllllllllfl
miz-—> 50 100 150 200 250 300 350 400 450
Abundance #27960: N-(Trifluoroacetyl)-0,0',0"-tris{trimethylsilyhn... e s & M
73 1520 15.40 1560 15.80
355 m/z 74.00 16.51%
5000
45
| 126147170193 236 265286 376 481
[rlll’ IIIIIIITT'II[llf—'_flllllll_l_l'l"_ﬁl""ll‘_'i’ llll|lll"|7||'lllllfllllll
miz—> 50 100 150 200 250 300 350 400 450 1520 1540 15.60 15.80
10242.D SCAN020507.M Fri May 17 10:41:20 2002 Page 4
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\020516\10242.D Vial: 18

Acqg On : 17 May 2002 2:09 am Operator: Nefliu
Sample : sample Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: rteint.e

Quant Method : C:\MSDCHEM\1\METHODS\SCAN(020507.M (RTE Integrator)

Title : Method 508 GC/MS Scan
Library : C:\DATABASE\nist98.1
hhkhkkhkhhhkdhkhkhkhhkhkhhkhhkhkkkhhkkhkkhkhkhkhkhkkhkhkhkkhkkkkhkkkkhkhkkhhkdkhkkkkkdhkkkkhkdhikkid
Peak Number 3 Cyclopentanone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24.61 0.51 ug/1 34479 Acenaphthene-dl10 24 .45
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Cyclopentfanone 84 CBHH8O 000120-92-3 43
2 2H-Pyran} 3,4-dihydro- 84 CS5H80 000110-87-2 43
3 2-BEthylafrolein 84 C5H8O0O 000922-63-4 43
4 1,6-Dio¥acyclododecane-7,12-dione 200 C10H1604 000777-95-7 40
Abundance r Scan 3665 (24.613 min): 10242.D (-3657) () m/z 55.05 100.00%
55
5000
41 & ,f\
111 T T T T 11 TTIA! T 1%*
] 71 J 1? | 1? 156 2420 24.40 2460 2480 25.00
SRR S | MBI | RN MM MM | OSSN MRS L A m/z 84.05 39.13%
miz—> 10 _20 30 40 50 60 70 80 SO 100 110 120 130 140 150 160
f\bundance #111215: Cyclopentanone
55
28 84 AL A '
5000
4 umzuomwzwomm
m/z 41.10 31.57%
15 b L I 69 L.
TT lﬁlll ll"l(l"rrfllT]' I_IIY lllllllllll TT l_‘_l‘l_l TT T TVi1 ¢
—> 10 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160
Abundance #14359: 2H-Pyran, 3,4-dihydro-
55
24.20 24.40 2460 24.80 25.00
5000 27 o 84 m/z 111.10  23.22%
Lol ®
12 I " i .”1 I I
lll[ llllllll ("’I—I_IIIII‘I lllll’lll[l ﬁlllr‘Trll ITIITT l[llTl[lllTTll
miz—> 10 20 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14365: 2-Ethylacrolein
% 24.20 24.40 24.60 24.80 25.00
84 m/z 56.00 22.68%
5000 o9 39
15 l“ Hln] “1‘] ,¢ ) 6J9 l [
AR SRARA RAEENRARA RARRS SARENARSAD RRREN REARA RS SAASS RIULANRERAS SIS SRR RARES LA
miz—> 10 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 2420 24.40 2460 24.80 25.00
10242.D SCAN020507.M Fri May 17 10:41:21 2002 Page 5
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Library Search Compound Report

Data File C:\MSDCHEM\1\DATA\020516\10242.D
Acg On 17 May 2002 2:09 am

Sample sample

Misc

MS Integration Params: rteint.e

Quant Method

Title

Library

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

Vial: 18

Operator: Nefliu
Inst :
Multiplr:~1.00

Instrumen

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

hkhkkkhkhkhkkhkkhkhkhkhkkhkhhkhkhhkhkhkkhkhkhkhkhkkhkhkhkhhkkhhhhkhkhhkhkhkkhkhhkkhkhkhhkhkhkhhhkdhkhkhdhkdkkik

Peak Number 4 Anthracene, 2-methyl- Concentration Rank 6
R.T EstConc Area Relative to, ISTD R.T

31.09 0.27 ug/l 19447 Phenanthrene-d10 31.72

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene, -methyl- 192 C15H12 000613-12-7 64
2 Pyrazine, tetraethyl- 192 C12H20N2 038325-19-8 42
3 Anthracene,/ 2-methyl- 192 C15H12 000613-12-7 40
4 Phenanthrehe, 4-methyl- 192 C15H12 . 000832-64-4 33

Abundance { Scan 4768 (31.094 min). 10242.D (-4759) (-) m/z 192.05 100.00%

-

10 20 30 40 50 60 70 80 90 100110 120130 140 150 160 170 180 190 200

IAbundance

#125845: Anthracene, 2-methyl-

9%

. 1
115 126 139 152

mfiz—> 10 20 30 40 50 60 70 80 90 100110120 130 140 150 160 170 180 190 200
r\bundance #80990: Pyrazine, tetraethyl-
5000
163
93 107 121 133 149
mfz—> 10 20 30 40 50 60 70 80 S0 100110120130 140 150 160 170 180 190 200
Abundance #81034: Anthracene, 2-methyl-
1
5000
82 gg 165
18 27 39 51 69 115 126 139 152
mfz—> 10 20 30 40 50 60 70 80 90 100110120 130 140 150 160 170 180 190 200

30.80 31.00 31.20 31.40

m/z 191.20 27.30%

— T

O B S BB I i e e o
30.80 31.00 31.20 31.40

m/z 146.00 18.68%
Illlllll]"llll'lllfﬁl
30.80 31.00 31.20 31.

m/z 193.00 18.64%

'l_f_'_Y—r_l_l_rT—'_l-T‘
30.80 31.00 31.20 31.40

m/z 160.10 13.63%

LN L A

l llllllll'll
30.80 31.00 31.20 31.40

10242.D SCAN020507.M
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Library Search Compound Report

Data File C:\MSDCHEM\ 1\DATA\020516\10242.D Vial: 18

Acg On 17 May 2002 2:09 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
dkhkkkkhkkhhkhkkhkhkhkhhkkkhkkhkhkkhhhkkhhkhhkhhkkhhkdhkkkhkikkhkhkikdhkhkhkhdkhkdkhkhkkhkkhkkkkikkikkk

Peak Number 5 Phenanthrene-dl10 Concentration Rank 3
R.T EstConc Area Relative to, ISTD R.T
31.95 0.35 ug/l 25201 Phenanthrene-di10 31.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenapthrene-dil0 188 C14D10 001517-22-2 53
2 QuipAzoline, 4-(l-methylethyl) -, 188 C11H12N20 050915-32-7 43
‘/3 Antlhracene-dl0- 188 C14D10 001719-06-8 42
4 4-Methyl-2-(3-fluorophenyl)pyrim... 188 C11H9FN2 076128-66-0 25

[Abundance Scan 4913 (31.946 min): 10242.D (-4906) (-) % m/z 188.20 100.00%
1
J\\
80 e —
66 ? 160 J mmmmsmomm
e e kb e et e | | M/ 79.90 38%
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #79827. Phenanthrene-d10
188
5000
31.60 31.80 32.00 3220
m/z 80.20
o6 80 o4 160
30 42 52 €6 J[ Al Jo8 118 132 146 ,,| 170179||I
‘llllll \ll]ﬁlllrrﬂl Ty LR} 1_II| TY TT TTTT
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #79808: Quinazoline, 4-(1-methylethyl)-, 1-oxide g
188
e e
173 3160 3180 3200 3220
5000 m/z 184.10 9.17%
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 /\
r’-\bundance #79826: Anthracene-d10- ——
188 3160 3180 3200 3220
m/z 160.20 15.21%
5000
e 80
T %0 42 52 r'mw*‘l ,} Jos118 132 146 ,,| 170179],1]
LE RS Illlllrrllllll l|l l T T T T T T 1 T T
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 31.60 31.80 3200 3220
10242.D SCAN020507.M Fri May 17 10:41:21 2002 Page 7
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\020516\10242.D
Acg On : 17 May 2002 2:09 am

Sample sample

Misc

MS Integratlon Params: rteint.e

Quant Method
Title
Library

Vial: 18
Operator: Nefliu
Inst Instrumen
Multiplr: 1.00

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

hkhkkhkkhkkkhkkhkhkhkhkkkkhkhkhkhkhkkhkhkhhkhkdhdhkhhkhkhkhkkkkdhkdkhkkhkdkhhkdkikkkkkkhkhkdkkhhhkkk
Concentration Rank 5

Peak Number 6

EstConc

2-Trifluoroacetoxytridecane

Relative to, ISTD

17730

Chrysene-dl2

MW MolForm

1 2-Trifluo oacetoxytrldecane 296 C15H27F302 1000245-47-1 59
2 174 C1l0H22S 000143-10-2 58
3 322 C23H4s6 018835-32-0 50
4 l—Oct decene 252 C1l8H36 000112-88-9 50
undance Scan 5678 (36.441 min): 10242.D (-5668) (-) m/z 43.10 100.00%
43
8000 83
6000
4000
36.20 36.40 36.60 36.80
L l‘ T T l1_)1?‘f‘j_‘ 1—11Zx‘!—] T T T ¥ ] ¥ T T T‘l’l T 1 1#' T T 1_r14I23) m/z 55.20 99-34%
mjz—> 50 100 150 200 250 300 350 400
Abundance " #4222: 2-Triflucroacetoxytridecane
4
§000
36.20 3640 36.60 35.80
97 m/z 83.00 73.29%
19 141 182
- 100 150 200 250 300 350 400
Abundance #111573: 1-Decanethiol
i
83 .
36.20 36.40 36.60 36.80
5000 m/z 69.10 72.37%
29
}112 j:o 174
Al L L) ]'lﬁl T IT T ‘lJl Y_I’f‘l_l T [ T T ‘l_rl T T T I T T T I T T T
m/iz—> 50 100 150 200 250 300 350 400
ﬂbundance #16349: 1-Tricosene
57 83 -36.20 3640 36.60 36.80
m/z 57.10 72.24%
5000
111
29
y 137,188 196 224 252 204 322 L4
T 7T L T IT T_l‘l_r‘l—IA‘l' Il T llTlT 1_171[1117 ll‘l—r]llll T
miz—> 50 100 150 200 250 300 350 400 36.20 36.40 3660 36.80

10242.D SCANO20507.M
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Tentatively Identified Compound (LSC) summary

Operator ID: Nefliu Date Acquired: 17 May 2002 2:09 am
Data File: C:\MSDCHEM\1\DATA\020516\10242.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
Vr—Pentanone, 4-hy... 6.15 21.8 ug/l 1145010 1 11.38 2104330 40.0
Cyclopentasiloxan... 15.46 0.3 ug/1 22619 2 16.53 2631610 40.0
ano 24 .61 0.5 ug/1 34479 3 24.45 2711920 40.0
Anthracene,—2-met.,. 31.09 0.3 ug/1 19447 4 31.72 2907680 40.0
an = MMMf.95 0.3 ug/1 25201 4 31.72 2907680 40.0
i 36.44 0.3 ug/1 17730 5 39.93 2469630 40.0

10242.D SCAN020507.M Fri May 17 10:41:21 2002 Page 9
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