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Comments for Sample AE10133 - Analysis $GCMS
Westchester Dept. of Labs & Research

User: Vinci, David L
Date: 05-17-2002 Time: 14:04:46

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\020513\10133.D Vial: 20
Acg On : 14 May 2002 7:22 am Operator: Nefliu
Sample : sample Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: rteint.e
Quant Time: May 15 08:27:10 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
Regponse via : Initial Calibration

DataAcg Meth : 508SCAN1

Internal Standards R.T. QIon Response Conc Units Dev (Min)
1) 1,4-Dichlorobenzene-d4 11.38 152 464347 40.00 ug/1 -0.01
10) Naphthalene-ds 16.53 136 1735562 40.00 ug/1 -0.04
17) Acenaphthene-dio 24 .46 164 921942 40.00 ug/1 -0.02
30) Phenanthrene-dio 31.72 188 1563203 40.00 ug/1 -0.02
38) Chrysene-dl2 39.94 240 1279156 40.00 ug/1 -0.05
44) Perylene-diz2 43.16 264 819503 40.00 ug/1 -0.02
System Monitoring Compounds
27) TCMX 27.54 207 65500 8.89 ug/l -0.04
Spiked Amount 10.000 Recovery = 88.90%
Target Compounds Qvalue
(#) = qualifier out of range (m) = manual integration (+)'= signals summed
10133.D SCANO020507.M Wed May 15 08:28:39 2002 Page 1
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Data File

Acg On 14 May 2002
Sample sample

Misc

Quantitation Report

C:\MSDCHEM\1\DATA\020513\10133.D

7:22 am

MS Integration Params: rteint.e
Quant Time: May 15

Method
Title

Last Update
Regponse via

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

8:28 2002

Method 508 GC/MS Scan

Thu May 09 09:21:01 2002
Initial Calibration

(QT Reviewed)

Vial:
Operator:

Inst

Multiplr;

Quant Results File:

20
Nefliu

Instrumen

1.00

SCAN020507.RES

Abundance

2200000
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LSC Area Percent Report

Data File : C:\MSDCHEM\1\DATA\020513\10133.D Vial:
Acqg On : 14 May 2002 7:22 am Operator:
Sample : sample Inst :
Misc : Multiplr:
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
Start Thrs: 0.2 Max Peaks: 100
Stop Thrs 0 Peak Location: TOP

20
Nefliu

Instrumen
1.00

largest Peak

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.
# min scan scan scan TY height area % ma
1 6.123 513 518 520 rBV 26494 43676 0.9
2 6.152 520 523 547 rVB 560247 1047238 23.6
3 11.375 1398 1412 1437 rBV2 1293325 3224855 72.6
4 16.534 2274 2290 2303 rBV 1549093 4016787 90.5
5 24.460 3621 3639 3657 rBV 1481421 4199228 94.6
6 27.539 4147 4163 4175 rBV3 252344 696402 15.6
7 31.088 4758 4767 4777 rBV3 12342 36400 0.8
8 31.717 4852 4874 4894 xrBV2 1482862 4438387 100.0
9 31.958 4905 4915 4927 rBV5 13123 37959 0.8
0

39.931 6260 6272 6292 rBV2 1960762 3904487 87.9

11 40.518 6366 6372 6391 rVB5 19067 56631 1.2
12 43.156 6807 6821 6841 rBV 1445618 2903199 65.4

Sum of corrected areas: 24605

10133.D SCANO020507.M Wed May 15 08:28:46 2002
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LSC Report - Integrated Chromatogram

File : C:\MSDCHEM\1\DATA\020513\10133.D

Operator : Nefliu

Acquired : 14 May 2002 7:22 am using AcgMethod 508SCAN1
Instrument : Instrumen

Sample Name: sample

Misc I

nfo

Vial Number: 20

Quant File :SCAN020507.RES (RTE Integrator)
iAbundance TIC:10133.D
16.53
1500000
11.38
1000000
6.15
500000
1 |
0 6){2
II|II‘VII|]T17I|II|I||[I]IIIIl1|I IYllll(lll |llll|llﬁ'l‘llll¥lll'lll
Time--> 400 500 600 700 800 900 10.00 11.00 1200 13.00 14.00 1500 16.00 17.00
Abundance TIC:10133.D
1500000 24.46 31.72
1000000
500000
27.54 . / /
ol 31.09 Lh 9
T [ T 71 T 1 1 7T I’IYTI ||T‘|III|| Il‘1'llll‘1¥1ll|lll|lll| IIII‘[[
Time->  18.00 1900 2000 2100 2200 23.00 2400 2500 26.00 27.00 28.00 29.00 3000 3100
Abundance TIC: 10133.D
3993
1500000 4316
1000000
500000
i | w052 g
lIIl]VI"IIiIIfIIYll|l[|llvllllll l'[lll;llll DT‘I_I|II||I|IIIII
Time—-> 33.00 3400 3500 3600 37.00 3800 3900 4000 41.00 4200 4300 44.00 45|00 46I00
10133.D SCANO020507.M Wed May 15 08:28:49 2002 Page 2
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\020513\10133.D Vial: 20

Acg On : 14 May 2002 7:22 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
khkkkhkkhkkhkhkkhkhkhkkhkhkhkkhkkhkhkhkkhkhkhkhkkhkhkhkkhkhkhkkhkhhhhkhkhkkhkkhkkkkhkhkkhkhdkhkhhhkhhkhkhkhhkhkhkkhkhkhkhhkhkhkhkhihikk
Peak Number 1 2-Propanone, 1,1,1-trichloro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.12 0.54 ug/1 43676 1,4-Dichlorobenzene-d4 11.38
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
\¢/1 2-Propanone, 1,1,1l-trichloro- 160 C3H3C130 000918-00-3 38
2 1H-Azonine, octahydro- 127 C8H17N 005661-71-2 9
3 1H-Azonine, octahydro- 127 C8H17N 005661-71-2 9
4 N-Xcetylpyrrolidone 127 C6HONO2 000932-17-2 9
AMmﬁwﬁ Scan 518 (6.123 min): 10133.D (-513) (-) m/z 43.05 100.00%
; 43
5000
125 ||I|||II|III'I_lﬁTT—[_rIl|T
| 61 82 67 y)" 295 580 600 620 640
N N P T AL NN m/z 125.00 11.59%
mfz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3877: 2-Propanone, 1,1,1-trichloro-
483
5000 e e T
580 600 620 6.40
5 m/z 42.00 7.65%
L2 [, 8 % 97410125
llllllllll llllll" T Trrfr ||Vl| IlllllllIVVll llllll'l'lll'l[llf!!
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #108185: 1H-Azonine, octahydro-
30
Al’Tll!Yll]lll'|l|vlrlll|l
70 580 600 620 6.40
5000 m/z 82.10 6.00%
127 :
II:IJ?IVJJIrIlTI‘IT"II d‘JI "[[|| T|11?_’—Jl|llflll l'IY[lIIIlilllll'llllllllllll]llllIl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 A
Abundance #744: 1H-Azonine, octahydro- O L B
< U 580 600 620 640
m/z 127.00 5.22%
70
5000
127
15 '], 112
i 1 | ||1 I N
AAARARAR e b e e e AL L R AL AL
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 580 6.00 620 6.40
10133.D SCAN020507.M Wed May 15 08:28:51 2002 Page 3
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Library Search Compound Report

Data File

Acg On 14 May 2
Sample sample
Misc

MS Integratlon Param

Quant Method
Title
Library

002

S:

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

C:\MSDCHEM\1\DATA\020513\10133.D

7:22 am

rteint.e

Vial: 20
Operator: Nefliu
Inst Instrumen
Multiplr: 1.00

(RTE Integrator)

IR E R ER SRR EEEEEE RS R AR R R R R RS R R R A SRR R RS SRR EEEREEREREEEEESEREEREEEEREERSEERSEERE

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T EstConc Area Relative to ISTD R.T
6.15 12.99 ug/1 1047240 1,4-Dichlorobenzene-d4 11.38
Hit# of &5 Tentative ID MW MolForm CAS#H# Qual
“ 1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2-Pentgnone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
3 2-Pentfanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 38
4 Acetif acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
Abundance / Scan523(6152m|n) 10133D(520)() m/z 43.10 100.00%
5000
1o 580 600 620 640
..,....Im.,.,.3.3,l;,...l‘?’?.l....,.,.1,§3.'..,..,:,..,,Tr m/z 59.10 53.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #109755: 2-Pentanone, 4-hydroxy-4-methyl-
P
5000 Ty oo T LA B I L N i B
59 580 600 620 6.0
m/z 58.05 19.26%
15 31 I 101
, 261. | 36 Lyt 53,1 8.3 1 l
AL SRS LSS SRS NN UL UL NURLEL AL UL L ALNLS ELAL AL UL M
m/iz—> 10 20 30 40 50 60 70 80 90 100 10
Abundance #109756: %—Pentanone, 4-hydroxy-4-methyl-
4
lIIlTlI""I]f'IIl!!III’
580 600 620 6.40
5000 50 m/z 101.10 18.01%
||||vlllr|2|§=l|311|113|8|l:||v|v|f:l|l||[lllr]§?|||?§vv1]??llx||
m/z-> 10 20 30 40 50 60 70 90 100 110
Abundance #5851: 2-Pentanone, 4-hydroxy-4-methy!- R B e o LALELALEY e
48 580 600 620 640
m/z 41.05 7.83%
5000
59
101
| ' .11] 36 ul, 48153“'] 67|72 77 83 91 96,I| B
rrorjyrrrrJrrrrrtrr T roerts lVlIIII|l|||‘ 'YI"""[V rr1rrrryrrrgrrrr vt r
miz—-> 10 20 30 50 60 70 80 90 100 580 6.00 6[20 6110 !
10133.D SCAN020507.M Wed May 15 08:28:52 2002 Page 4
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Library Search Compound. Report

Data File C:\MSDCHEM\1\DATA\020513\10133.D
Acg On 14 May 2002 7:22 am

Sample sample

Misc

MS Integratlon Params: rteint.e

Quant Method

Vial: 20
Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

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

Title Method 508 GC/MS Scan
Library C:\DATABASE\nist98.1
P R R E R R R R R R E R R R R R R R R EEEEEEEEEE R SRR R LR RS SR EEEEEEL S LSS LR L AR LS SR EEEEREESE:
Peak Number 3 Anthracene, l-methyl- Concentration Rank 5
R.T EstConc Area Relative to ISTD R.T
31.09 0.33 ug/l 36400 Phenanthrene-d10 31.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthraceng, 1l-methyl- 192 (C15H12 000610-48-0 53
2 3-(2- Metbbxy 5-methylphenyl)acry... 192 C11H1203 103986-76-1 47
3 Anthracepe, 9-methyl- 192 C15H12 000779-02-2 45
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 45
IAbundance ) Scan 4767 (31.088$min): 10133.D (-4758) (-) m/z 192.10 100.00%
192
5000 /\
96 160 UV SURRUN SURBY —
74 121 142 387 mmmmamomm
|||||'|ll|llll}l|ll|l|l]!I!II||Illl|I||Illl||'IT|I’|'"[TITI' l]IYl]llII||I||I]lll‘lYlllIllYllll||I’llllllI']I’llT m/Z 96 20 19 70%
m/z-—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance #125853: Ard\thracene, 1-methyl-
192
5000 T T | T =T T T
30.80 31.00 3120 3140
165 m/z 193.20 17.77%
44 63 96 4945 139 !
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance #80954: 3-(2-Methoxy-5-methylphenyl)acrylic acid
161 192
AR SR "A' VLV
30.80 3100 3120 31.40
5000 105 m/z 160. 17.11%
77 132
51
‘Tmmmwﬁﬂwww
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380

Abundance #125848: Anthracene, 9-methyl-
192
5000
96 '
39 63 115 139 1%
m/z-->

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

.||| lllVllllI

3080 31 00 31 20 31.40

m/z 191. M\ 12.72%

Iﬁl]’llllllrllillllvvv

30.80 31.00 31.20 31.40

10133.D SCAN020507.M
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Data File
Acg On
Sample
Misc

MS Integratlon Params:

Quant Method

Title
Library

Peak Number

Library Search Compound Report

7:22 am

rteint.e

C:\MSDCHEM\ 1\DATA\020513\10133.D
14 May 2002
sample

Vial: 20
Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

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

I R R R R R R E RS EFE R RS EE AR R R R R R RS S SRS S S EEEE I EESESEEEEEEEEEEEEEREE R EEEEEEEXE
Concentration Rank 4

4 Anthracene-dlo0-

Relative to ISTD

R.T EstConc
31.96 0.34 ug/1
Hit# of &5

37959

Phenanthrene-dilo

MW MolForm

1 Anthracene-dl0-

3 3-A

4 2-Qyinolinecarboxaldehyde,

2 Phe§Znthrene—d10

8-hyd...

188 C14D10
188 C14D10

no-4-methyl-6-methoxyquinoline 188 C11H12N20
188 C10H8N202

001719-06-8 90
001517-22-2 72
1000213-71-3 40
005603-22-5 38

IAbundance /

5000

m/z—>

Scan 4915 (31.958 min): 10133.D (-4905) (-)

42 51

80 94
113

136
10_20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170 180 190

160

173

188

m/z 188.15 100.00%

>

LAY L N L B A B L LN B L B )

31.60 31.80 32.00 3220

IAbundance

5000

17

30 42 52

66
]

#79826: Anthracene-d10-

94

1! .l'|

188

108118 132 146 ,|| 170179““

m/z 189.30 15.14%

=

LANLEN B A M L B T B B

31 60 31.80 32.00 32.20

m/z-->

AR RRREE R vn|11rr[|n|

10 20 30 40 50 60 70 80 90 100110120 130 140 150 160170 180 190

||||||||s|||[||r|| T

T T

IAARRARE|

Abundance

5000

30 42 52 ©

66

#79827: Phenanthrene-d10

94
| 108118

132 146

160
IL,

170179|“

188

m/z 94.10 15.01%

i>

LN L ) L L AL S BRI

31.60 31.80 32.00 32.20

z--> 10 20

et e

30 40 50 60 70 80 90 100110120130140150160170180 190

T TTrTT

T

IRBARA |

r\bundance

5000

41 51

#7977 1: 3-Amino-4-methyl-6-methoxyquinoline

63
Wil

117

77 89 130

145

il

159
Wl

173

188

m/z 184.10 13.35%

_>

AL LI 2 S RALUS SR S LA 00 0 AN BN B

3160 31.80 32.00 32.20

m/z 80.20 12.63%

m/z-->

13 nim
AR RN AR RAN ||||||||s'|11

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160170 180 190

IRRARR AR AN AR

Ll
Tt

T

Ty

:>

LA DL B 2 2 G TT

31 60 31.80 3200 3220

10133.D SCAN020507.M
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Data File
Acgq On
Sample
Misc

sample

Library Search Compound Report

7:22 am

MS Integration Params: rteint.e

Quant Method
Title
Library

C:\MSDCHEM\ 1\METHODS\ SCAN020507 .M
Method 508 GC/MS Scan
C:\DATABASE\niSt98.1

C:\MSDCHEM\ 1\DATA\020513\10133.D
14 May 2002

Vial: 20
Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

(RTE Integrator)

PR R R E R E R E R E R A s R E A E R E R RS RSB REEEEESELEEEREEEESSEEEEEEEEEEEEEEEREEEEER I EE L
Concentration Rank 2

Peak Number 5

Di-n-octyl phthalate

Relative to ISTD

Chrysene-dl2

R.T EstConc
40.52 0.58 ug/1l
Hit# of 5

56631

MW MolForm

3

4 Phthalic acid, diisooctyl ester

1 Di-rA-octyl phthalate
2 1/2-Benzenedicarboxylic acid, di...
is(

2-ethylhexyl) phthalate

390 C24H3804
390 C24H3804
390 C24H3804
390 C24H3804

000117-84-0 78
027554-26-3 64
000117-81-7 56
001330-91-2 50

lAbundance Scan 6372 (40.518 min): 10133.D (-6366) (-) m/z 149.10 100.00%
149
57
5000
Al T2 ] T e e o
178 4 449 : : - :
bl A28 el | m/z 57.20 61.189
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #123444: Di-n-octyl phthalate
149
5000 57
40.20 40.40 40.60 40.80
29 m/z 70.10 39.53%
‘ .183 113 l 279
|J||||v'|l|lvTLrI|“|Lv 117‘15119|6:xvvlr|[||||1||I;rr|||rlﬁ|r
m/z—> 50 100 150 200 250 300 350 400 450
Abundance #67063: 1,2-Benzenedicarboxylic acid, diisooctyl ester
149
40.20 40.40 40.60 40.80
5000 m/z 167.00 29.55%
57
28ﬂ J ]83104 279
N O O
m/z—> 50 100 150 200 250 300 350 400 450
Abundance #66784: Bis(2-ethylhexyl) phthalate e
149 40.20 40.40 40.60 40.80
m/z 71.20 26.60%
5000
57
J J 183 113 279
LR LI ' T 7 IIL T 'K ld TT T T T I LB T LA T I T AR ' T T T T T L I T
m/z--> 50 100 150 200 250 300 350 400 450 40.20 40.40 40.60 40.80

10133.D SCANO020507.M
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Tentatively Identified Compound (LSC) summary

Operator ID: Nefliu Date Acquired: 14 May 2002 7:22 am
Data File: C:\MSDCHEM\1\DATA\020513\10133.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-Propanone, 1,1, ... 6.12 0.5 ug/1 43676 1 11.38 3224860 40.0
—2-Pentanone, 4-hy... 6.15 13.0 ug/l 1047240 1 11.38 3224860 40.0

P = ... 31.09 0.3 ug/1 36400 4 31.72 4438390 40.0
- Anthracene-dlo0- - 31.96 0.3 ug/1 37959 4 31.72 4438390 40.0
i e 40.52 0.6 ug/1 56631 5 39.94 3904490 40.0

Di-n-octyl phehalal
bes (5 “MJ/( bo Xg/( "

10133.D SCANO020507.M Wed May 15 08:28:53 2002 Page 8
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