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User: Vinci, David L
Westchester Dept. of Labs & Research
Date: 05/14/2002 Time: 14:20:14

Sample: AE10020

Analysis: $GCMS GCMS Scan For Unknowns
Units: ug

Started: 5/14/02 14:19 Ended: 5/14/02 14:19 Analyst: DLV
Page: 1
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Comments for Sample AE10020 - Analysis $GCMS
‘Westchester Dept. of Labs & Research

User: Vingci, David L
Date: 05-14-2002 Time: 14:20:35

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\10020.D Vial: 19

Acqg On : 8 May 2002 5:52 am Operator: Nefliu

Sample : sample Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: lscint.e .
Quant Time: May 09 09:44:00 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 524142 40.00 ug/1 -0.01
10) Naphthalene-ds 16.53 136 1967980 40.00 ug/1 -0.04
17) Acenaphthene-di0 24.46 164 1050181 40.00 ug/1 -0.02
30) Phenanthrene-d4d10 31.72 188 1815390 40.00 ug/1 -0.02
38) Chrysene-dl2 39.93 240 1448551 40.00 ug/l -0.05
44) Perylene-dl2 43.15 264 943706 40.00 ug/1l -0.03
System Monitoring Compounds
27) TCMX 27.54 207 65378 7.79 ug/1 -0.04
Spiked Amount 10.000 Recovery = 77.90%
Target Compounds Qvalue
43) Bis(2-ethylhexyl)phthalate 40.52 149 35966 1.16 ug/1 96
(#) = qualifier out of range (m) = manual integration (+) = signals summed
10020.D SCAN020507.M Thu May 09 09:45:40 2002 Page 1
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MS Integration Params: lscint.e

Quant Time: May

Method
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Last Update
Response via

e

9:45 2002

(QT Reviewed)

Vial: 19
Operator: Nefliu
Inst : Instrumen

Multiplr: 1.00

Quant Results File: 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\10020.D Vial: 19

Acg On 8 May 2002 5:52 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 corr corr. % of
# min scan scan scan TY height area % max total
1 5.006 323 328 338 rBV 219714 356947 7.06% 1.254%
2 5.800 456 463 480 rBV 151556 - 285055 5.64% 1.002%
3 6.152 514 523 563 rBV 564346 1235907 24.45% 4.342%
4 11.376 1399 1412 1430 rBV 1392485 3604843 71.31% 12.665%
5 16.534 2274 2290 2308 xBV 1735962 4543417 89.88% 15.963%
6 24.461 3623 3639 3651 rBV 1733230 4736010 93.69% 16.640%
7 27.533 4145 4162 4174 rBV3 249072 674297 13.34% 2.369%
8 31.094 4756 4768 4779 rVB3 14482 44496 0.88% 0.156%
9 31.723 4855 4875 4894 rBV2 1656589 5055135 100.00% 17.761%
10 31.958 4905 4915 4923 rBVe6 15393 41715 0.83% 0.147%
11 39.8931 6261 6272 6280 rBV2 2197499 4443010 87.89% 15.610%
12 40.518 6364 6372 6382 rvv2 55644 134245 2.66% 0.472%
13 43.151 6810 6820 6842 rBV2 1595773 3306866 65.42% 11.619%
Sum of corrected areas: 28461943
10020.D SCANO020507.M Tue May 14 08:44:15 2002 Page 1
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T LSC Report - lLlntegrated Chromatogram

File : C:\MSDCHEM\1\DATA\020507\10020.D

Operator : Nefliu

Acquired : 8 May 2002 5:52 am using AcgMethod 508SCAN1
Instrument : Instrumen

Sample Name: sample

Misc Info

Vial Number: 19

Quant File :SCAN020507.RES (RTE Integrator)

IAbundance TIC: 10020.D
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10020.D SCAN(Q20507.M Tue May 14 08:44:18 2002 Page 2
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"Data File : C:\MSDCHEM\1\DATA\020507\10020.D Vial: 19

Acg On : 8 May 2002 5:52 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
I EEEEEEEEEEEE S S EEEE LSS E SR EEEEELEEEEEEE SRR SRS EEEESEEEEEEEEEEEE X EESEEE,
Peak Number 1 3-Buten-2-o0l, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.01 3.96 ug/1l 356947 1,4-Dichlorobenzene-d4 11.38
Hit# of 5 Tentative ID MW MolForm CAS# Qual
\/l 3-Buten-2-0l, 2-methyl- 86 CB5H100 000115-18-4 50
2 Propanoic ac1d, 2-methyl-, anhyd... 158 C8H1403 000097-72-3 50
3 Bytanoic acid, 2-propenyl ester 128 C7H1202 002051-78-7 43
4 1f-Hexene, 4,5-dimethyl- 112 C8H16 016106-59-5 42
Abundﬁnce 4 Scan 328 (5.006 min): 10020.D (-323) (-) m/z 43.10 100.00%
3
69 ]\\
5000
55
IIII|II|||II|II||’V'II|||
460 480 500 520 540
7
..w...JWIJ’“.:.,ﬁ..,”..,.H.,.”.,..”,,..w..?E. m/z  41.10  76.58%
mfz-—> 20 40 60 80 100 120 140 160 180 200 220
Abundance #114555: 3-Buten-2-ol, 2-methyl-
M
43
5000 | L L L L L A L B |
59 460 480 500 520 540
' m/z 69.10 71.40%
m/z--> 60 80 100 1 20 140 160 180 200 220
IAbundance 5 #109336: Propanoic acid, 2-methyl-, anhydride
4

T Ty LI R I S A 1 B

460 480 500 520 540
5000 7 m/z 71.05 66.71%

N 88
TF LR} LA ' LELALEE ' LA ' T rr [ LI ' LA ' T3 17T I rrrr TT
fz--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #6318: Butanoic acid, 2-propeny! ester T e P
4B 71 460 480 500 520 5.40
m/z 55.10 34.58%

13

5000
27
15 e b 89100 113 128
|Tf7||||'|li'lll|‘ 'l"ll""'llT'l""[' ryprerryrrrorrrrr T
L’n/z--> 20 40 60 80 100 120 140 160 180 200 220 4.]60 4.I80 5.60 5.120 5,140
10020.D SCANO020507.M Tue May 14 08:44:21 2002 Page 3
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‘Data File C:\MSDCHEM\ 1\DATA\020507\10020.D
Acg On 8 May 2002 5:52 am

Sample sample

Misc :

MS Integration Params: rteint.e

Quant Method
Title
Library

Vial: 19
Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

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

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

khkhkkkhkhkkkhkhkkhkhkkhkhkhhkhhkkhkhkkhkhkhkkhkhkhkkhkhhkhkhkhhhkhhhkhkhhkkhkkkkhkkhkkhkkhhhkkhkhkhkhkhkhkkkhkkhhkkkkkx

Peak Number

2 Pentane, 1l-(l-methylethoxy)-

Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T
5.80 3.16 ug/l 285055 1,4-Dichlorobenzene-d4 11.38
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 Pentané, 1- (1-methylethoxy) - 130 C8H180 005756-37-6 38
2 1-Heptene, 4-methyl- 112 C8H16 013151-05-8 38
3 1-Trifluorocacetoxy-2-methylpentane 198 C8H13F302 1000215-95-6 37
4 l—Héxene, 4-ethyl - 112 C8Hle 016746-85-3 35
Abundance Scan 463 (5.800 min): 10020.D (-456) (-) m/z 41.10 100.00%
41
- jt
5.40 5.60 5|80 600 620
m/z 43.1 80.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
IAbundance #109923: Pentane, 1-(1-methylethoxy)-
43
71
5000 e
540 560 580 6.00 620
115 m/z 69.10 54.76%
||l|l2llTllI]| 7TTI—TTJ 87 llI I lllll“ IIfrlT lllllllllllllllllllllllllllll T
m/iz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #6181: 1-Heptene, 4-methyl-
43
70 BRI SIS AL L
540 560 580 6.00 620
5000 m/z 39.10 50.00%
27
112
mfz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #6107 1-Trifluoroacetoxy-2-methylpentane L o
48 540 560 580 600 6.20
69 m/z 71.10 46.89%
I
5000
5
m/z—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 5I¢|10 Ié.é(r), ‘€I>.£'36| E;E)(;' ’('S.IZ(')‘
10020.D SCAN0O20507.M Tue May 14 08:44:23 2002 Page 4
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‘Data File C:\MSDCHEM\1\DATA\020507\10020.D
Acqg On 8 May 2002 5:52 am

Sample sample

Misc

MS Integration Params: rteint.e

Quant Method
Title
Library

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

Vial:
Operator:
Inst
Multiplr:

19

Nefliu
Instrumen
1.00

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

khkkhkhkkhkkhkhkhkhkhkhkhkkkhkhhdhhkhkhkhhkhddhhkhkhkhhhhkhkhkhkhkhkkhkhkhkkhhkhhkhhhhkhhkkhkhkrhkhhkhkhkkdk

Peak Number 3 2-Pentanone,

4-hydroxy-4-me...

Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T
6.15  13.71 ug/l 1235910  1,4-Dichlorobenzene-d4 11.38
V//Hit# of 5 Tentative ID MW MolForm CAS# Qual
"1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 78

4 -hydroxy-4-methyl -
4-hydroxy-4-methyl-

2 2-Pentanone,
3 2-Pentanone,

116 C6H1202
116 CeH1202

000123-42-2 56
000123-42-2 47

4 Acetone . 58 C3H60 000067-64-1 16
bundance Scan52‘i‘5(6.152min):10020.D(-514) ¢ m/z 43.10 100.00%
3
5000 59
1ot e e e e
83 . . . .
el A8 3 e 7 8 m/z 59.10 49.54%
miz—> 10 20 30 40 50 60 7 80 90 100 110
Abundance #109755; 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 L S AL (LML S A L
580 6.00 620 6.40
m/z 58.10 19.96%
15 31 101
I 261.! 3$||. Sal' 83 y l
I N i o o o L L e o T B A B e o
m/z—> 10 20 30 40 50 60 70 80 90 100 110
Abundance #109756: 2-Pentanone, 4-hydroxy-4-methyl-
43
ll'llll||l|ll|lll|lllr—'_V'
580 6.00 620 640
5000 59 m/z 101.10 16.74%
10
263 35, | 88 g3 'Y
I|T|llI‘l‘[_l"IlIlllllllIT—I’lllilll’llIIIIIIIIT_'_lllllll1 |I
m/z—-> 10 20 30 40 50 60 70 80 90 100 11
Abundance #5851: 2-Pentanone, 4-hydroxy-4-methyl- L L B e e B e e
43 580 600 620 6.40
m/z 41.10 7.50%
5000
59
101
a2 3] 8 3..” 677277 8 o1 96 |
LI S T T T T LI llillllllllvll T T T l|l|] ]ll' [f
m/z--> 10 20 30 40 50 60 70 90 100 110 580 600 620 6.40
10020.D SCAN020507.M Tue May 14 08:44:25 2002 Page 5
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*Data File C:\MSDCHEM\1\DATA\020507\10020.D Vial: 19

Acg On 8 May 2002 5:52 am Operator: Nefliu
Sample sample Inst Instrumen
Misc Multiplr: 1.00

MS Integratlon Params: rteint.e

Quant Method
Title
Library

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

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

khkkhkhhkhkhkkhkhhkhkhhkhkhkhkhkhhk Ak hhhkdhhkhkdhhhhkhhhkrhkhkhdkrAhkrhkhhhhdbhhhhkhhhkhhkrkhhhhhkhkhkk

Peak Number 4 1,5-Naphthalenedithiole

Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T
31.09 0.35 ug/1 44496 Phenanthrene-di10 31.72
Hit# of 5 Tentative ID MW MolForm CASH Qual

1 192 C10H8S2

2 4-Hydroxy-3,5-dimethylcinnamic acid 192 C11H1203
3 Bitbscanate 192 C8H4N2S2
4 Bifoscanate 192 C8H4N2S2

1000223-69-5 58
1000132-15-8 53
004044-65-9 47
004044-65-9 47

Abundance Scan 4768 (31,094 min). 10020.D (-4756) () m/z 192.10 100.00%
> /\
T LIS T T 7T | v vy
42 50 6573 82 3080 31.00 31.20 3140
m/z 96.00 28.35%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #80950: 1,5-Naphthalenedithiole
192
5000 ﬁﬁ.[... T
159 30.80 3100 3120 31.40
115 128 m/z 191. 19.54%
147
40 57 63 794, 96 40 136 177
miz—> 30_40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #81030: 4-Hydroxy-3,5-dimethylcinnamic acid 8
192
T TT F T 7T l LENLENN B
3080 31,00 31 20 31.40
5000 m/z 146.20 18.98%
63 8 145 e
45 gg | 105 117 135
SO PR A 00 O 00 N N
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160170180 190 200
Abundance #125828: Bitoscanate — et
192 30.80 31.00 31.20 31.40
m/z 193.10 12.95%
5000
14 160
90
50 63 75
SN O oL AL B NORALL I | N NENNNNN | S N
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 30.80 31.00 31.20 3140

10020.D SCANQ020507.M
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.Data File : C:\MSDCHEM\1\DATA\020507\10020.D Vial: 19

Acq On : 8 May 2002 5:52 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
R X EER S S EE RS SRS LSRR S S SRS S SRS SRR LRSS R LR R R REESEEEEEEEEEEERXEEEEEEEEE XX
Peak Number 5 Phenanthrene-dio0 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
31.96 0.33 ug/1 41715 Phenanthrene-dl0 31.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
V/l Phenanthrene-di1o0 188 C14D10 001517-22-2 87
2 thracene-d10- 188 Cl14Di1o0 001719-06-8 87
3 ZH-Naphtho[1l,8-bclthiophen-3-one... 188 C11H80S 010245-79-1 37
4 /1,4-Naphthoquinone, 2,3-dihydro-... 188 C12H1202 1000157-22-3 37
;Abuthdance Scan 4915 (31.958 min): 10020.D (-4905) (-) m/z 188.20 100.00%
Ws
5000
94
54 g6 160 31560 3180 3200 3220
44 108 1
S ,-!rrpn.,,,l'l..n-,hﬂ.,.f..1.1,8....13&..‘?ﬁ...ei,%.,.,..ﬁ,'.(\!' m/z 189.20  28.91%
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #79827: Phenanthrene-d10
1
5000 [||I||l_|‘lll‘l_ﬁ]I||)T|
31.60 31.80 32.00 32.20
m/z 94.10 25.87%
65 94 160
30 4252 S 1 ' 108118 132 146 ] 170179
|]'llll|llrl|llll|r|Illlll l"ll VVII'II'I'IVITV‘["” F!_l_f“[llll||l11|ll¥|r‘lﬁ’1_r ]lrl“
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #79826: Anthracene-d10-
188
I[l’Ti!!ll"'llll—lllllll
3160 31.80 3200 32.20
5000 m/z 160.00 13.94%
o5 80 94
A7 30 42 52 B | I,]m10811e 132 146 ,|L717o179hH
IR LA ELEREEAREEE REE] lYllIIll[lllll‘r Iil'lllllllllll"‘llll[lll IIIIIITTIII TTTT
/z—>_ 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #79735: 3H-Naphtho[1,8-bc]thiophen-3-one, 4,5-dihydro- S B B e
188 31.60 31.80 32.00 32.20
m/z 184.10 13.68%
5000
115 160
45 63 89 128 145 J 171
I||||1|IrI[l|'IT7_r|V_|r;IIY]lI1I'[l!r1TrlYl[llllr'll’llYll(Tllll|’rrl|’|rlﬂ7‘1]f|lrr'ﬂ Dl(lllr I‘I‘T\‘Vl‘_r T vy T ‘]W
/z-> 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
10020.D SCAN020507.M Tue May 14 08:44:28 2002 Page 7
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Operator ID: Nefliu Date Acquired: 8 May 2002 5:52 am
Data File: C:\MSDCHEM\1\DATA\020507\10020.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
\/ ____________________________________________________________________________
3-Buten-2-0l, 2-m.. 5.01 4.0 ug/l 356947 1 11.38 3604840 40.0
tane, 1-(l-met... 5.80 3.2 ug/1 285055 1 11.38 3604840 40.0
7/ 2-Pentanone, 4-hy... 6.15 13.7 ug/1l 1235910 1 11.38 3604840 40.0
75-Naphthalenedi... 31.09 0.4 ug/1 44496 4 31.72 5055140 40.0
Phenanthrene-di10 31.96 0.3 ug/l 41715 4 31.72 5055140 40.0
10020.D SCANO020507.M Tue May 14 08:44:28 2002 Page 8
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