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Comments for Sample AE03509 - Analysis $GCMS
Westchester Dept. of Labs & Research

User: Vinci, David L
Date: 03-28-2002 Time: 17:04:23

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
gprgpounds. The recoveries for 6 of the 43 compounds in the LCS Standard were
igh.
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. LSC Area Percent Report
« Data File : C:\MSDCHEM\1\5973N\02MARC8\03509.D vial: 5
Acg On : 8 Mar 2002 1:57 pm Operator:
Sample 508 scan Inst : Instrumen
Misc : March 8, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Method C: \MSDCHEM\ 1\METHODS\METHODS\HP022102.M (RTE Integrator)
Title 508 scan method

Smoothing OFF Filtering: 5

Sampling : 2 Min Area: 100 Area counts
Start Thrs: 0.2 Max Peaks: 20

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 3.622 19 22 29 rBV 39980 73293 0.44% 0.083%
2 3.927 47 49 53 rvB 23309 37685 0.23% 0.043%
3 4,243 75 77 85 rvB2 56861 116720 0.70% 0.133%
4 4.638 105 112 125 rBV3 14315 56717 0.34% 0.065%
5 4.875 129 133 143 rBVS 14771 61799 0.37% 0.070%
6 5.011 143 145 153 rVB 57771 111098 0.67% 0.126%
7 5.711 203 207 213 rVB 28205 55983 0.34% 0.064%
8 5.891 219 223 239 rBV 895807 1891240 11.35% 2.,152%
S 6.083 239 240 249 rVB2 19639 54675 0.33% 0.062%
10 8.589 457 462 465 rBV 33715 62543 0.38% 0.071%
11 9.707 557 561 567 rBV 5270690 10207284 61.26% 11.616%
12 9.944 573 582 593 rVB3 14907 62668 0.38% 0.071%
13 13.195 865 870 875 rBV 7524630 14848820 89.12% 16.898%
14 18.332 1319 1325 1331 rBV 7917525 15777675 94.70% 17.955%
15 22.283 1671 1675 1681 rVVv 52819 103300 0.62% 0.118%
16 22.633 1701 1706 1711 rBV2 7670639 16661411 100.00% 18.960%
17 22.768 1715 1718 1729 rVB 75277 239727 1.44% 0.273%
18 27.724 2151 2157 2161 rBV 988619 1875828 11.26% 2.135%
19 30.490 2395 2402 2433 rBV 5954099 14515950 87.12% 16.519%
20 34.407 2743 2749 2777 rBV 4313952 11060485 66.38% 12.587%
Sum of corrected areas: 87874901
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02MAR08\03509.D
Acg On : 8 Mar 2002 1:57 pm

Sample : 508 scan

Misc : March 8, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library :

Instrumen
Multiplr: 1.00

C:\MSDCHEM\1...\HP022102.M (RTE Integrator)
508 scan method
C:\DATABASE\WILEY7N.L

de ke de de e de K de do g ke K ke e K ke Fe g ke de de do de de ke T ok K de de de gk ke de K de e K ke ke de de e e de ke ke e e de g de ok de de Kk g e ke K doddek ko k

Peak Number

1 Butanoic acid, methyl ester

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

3.62 0.14 ug/L 73293 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 83
2 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 83
3 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 83
4 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 83

Abundance Scr:g22(3.622min):03509$(-) m/z 43.10 100.00%
59 .
87
h 4 \ l 3.50 3.60 3.70 3.80 380 4.00
c'lll'lllllllll‘llll‘l_Llll'lllllllllli Y!ll&‘llll"l'llll m/z 74.00 92.44%
miz—> 10 20 30 40 50 60 70 80 20 100 110
Abundance #9217 Butanoic acid, methyl ester
43 74
5000
27 59 3.50 3.60 3.70 3.80 3.90 4.00
87 m/z 71.00 66.26%
33 l]l ’ I 192
clllilllllllrlR.lll}lllllllIIIIIIITI L B N B A S AR A S LA An e
miz—> 10 20 30 40 S50 60 70 80 S0 100 110
Abundance #9222 Butanoic 4agid, methyl ester (CAS) $7§ Methyl butyrat...
3.50 3.60 3.70 3.80 3.80 4.00
5000 m/z 59.00 30.94%
59 87
m 11 [ER e 1Q2
cll['lllll(llllllllllll]llllllil_lf'l'l lllllIl[Tf1lllllll
m/z—-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #9219: Butanoic acid, methyl ester
18 3.50 3.60 3.70 3.80 3.90 4.00
24 m/z 41.10 29.85%
5000 27
15
59 87
0 33 38 |||, | . l 102
nfz—> 10 20 30 40 50 60 70 80 9 100 110 3,50 3.60 3.70 3.80 3.90 4.00
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¢ Data File

Library Search Compound Report

C:\MSDCHEM\1\5973N\02MAR08\03509.D

Acg On 8 Mar 2002 1:57 pm
Sample 508 scan
Misc : March 8, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

Vial: 5
Operator:
Inst : Instrumen
Multiplr: 1.00

C:\MSDCHEM\1...\HP022102.M (RTE Integrator)
508 scan method
C:\DATABASE\WILEY7N.L

de de do dedede de ke ek de de de de de de de ke de ke ke de do e ke K ke ke de e ke ke ke ok kok koo dd ok ke ok ok ok ok ok ok ok kg kk ok ddededdkdddkddkdkdk

Peak Number 6 3-Buten-2-0l, 2-methyl- Concentration Rank 4
R.T EstConc Area Relative to ISTD R.T.

5.01 0.22 ug/L 111098  1,4-Dichlorobenzene-d4 9.71

Hit# of 5 Tentative ID MW MolForm CAS# Qual

e e e G e o e b s s v e e e e o e e me e Sms G Mt et Gt Gt M e e o e o s e v P e e M W . e e e o b e o et e v e s e e o

1 3-Buten-2-0l, 2

2 Butenol, methyl-

3 3-Buten-2-0l, 2

4 1-Hydroxy-2-pentanone $$ 2-Penta...

-methyl- 86 C5H100
86 C5H100
~methyl- 86 C5H100

102 C5H1002

000115-18-4 80
060766-00-9 59
000115-18-4 59
064502-89-2 53

Abundance Scan 145 (5.011 min): 03509.D (-) m/z 71.10 100.00%
7
oo g \r’\wy
\\/I\l/?l\linl lAllllll
207 460 480 500 520 540
o m/z 43.10 96.55%
miz-> 10 20 30 40 50 60 70 80 90 100110120130140 150160170 180120200210
Abundance #4085; 3-Buten-2-0l, 2-methyl-
7
43
5000
59 460 480 500 520 540
v m/z 41.10 69.61%
0 86
miz—> 10 20 30 40 50 60 70 80 S0 100110120130140150160170180180200210
Abundance #40093: Butenol, methyl-
43 il
460 480 500 520 540
5000 50 m/z 69.10 42.14%
27
15 l
cll[llll[l'll'l'lllT [ l!l[llll !li!!llll¥l'1’l'[!lsl6ll llllllll ll Ity l' l llllll ll 7T Il llllll"] llllllll TiU
miz-> 10 20 30 40 50 60 70 80 90 100110120130140150160170 180190200210
#4084: 3-Buten-2-0l, 2-methyl- A A ey
3 7 460 480 500 520 540
m/z 55.00 34 .57%
5000
59
27 86
clllllllli!\lll'!\”tll!lllll]l'Y!]'IlIIIlllllll'!l]llll[lll’l[llllllllllllll]l II]!II TTTT I LR 21 l ITI
miz-> 10 20 30 40 50 60 70 80 90 100110120130140150160170180180200210 460 480 500 520 540
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Library Search Compound Report

Data File :

Acg On : 8 Mar 2002
‘Sample : 508 scan
Misc : March 8, 2002

C:\MSDCHEM\1\5973N\02MAR08\03509.D

1:57 pm

MS Integration Params: LSCINT.P

Quant Method
Title
Library :

C:\MSDCHEM\1..
508 scan method
C: \DATABASE\WILEY7N .L

Vial:
Operator:
Inst : Instrumen
Multiplr: 1.00

5

.\HP022102.M (RTE Integrator)

o de de Je o de Je Jo do K de de K Je de e Je de K Je Je e Je Je g Je de de de de Fe Je Je e K Je de K Kk Je T T K e de de e K de ke Ko de de K de do Fe ke Fo Kk Fo ke de de de de ke K

Peak Number 8

3-Pentanol,

2,4-dimethyl-

Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.

5.89 3.71 ug/L 1891240 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 36
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 (36
3 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404 000000-00-0 “33

4 3-(CYCLOHEX-3’-EN-YL) PROPANOL $$...

174 C8H1404

015745-87-6 33

Abundance 5m72§3(5.w1min):03&9.0(-) m/z 73.10 100.00%
= )L
43 T T llll] T Trrr
560 580 6.00 620
Y S 1 - O S m/z 43.10 25.489
miz—> 10 20 30 40 50 60 70 &)901m)ﬂ0ﬂm1a)mo1a)ﬂw1ﬂ)ﬂw
Abundance #17063: 3-Pentanol, 2,4-dimethyl-
B
5000
55 560 580 600 620
o B ’ m/z 45.10 9.84%
c..V1§q,,l,hu.,lh.P1¢TTH,“! ...... e S
miz—~> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #17065: 3-Pentanol, 2,4-dimethyl-
73
560 6580 €600 620
5000 55 m/z 41.10 9.66%
43
27
c ll 1 i 83
‘lTllllllllllllll[llll’l)lll,lllllll YIllll‘llll[l l TITII‘!!III Ti7T llYl' iTT llll T l
mfz—> 10 20 30 40 50 60 70 80 g)1m)ﬂo1z)ﬂm14o1ﬂ)ﬁm1ﬂ3um
Abundance #78238: Acetic acid, 3-[1,3]dioxolan-2-ylpropyl ester
Y <3 560 580 600 6.20
m/z 71.00 6.92%
5000
43
2z J,l 55 | & 113 174 A
c I[ llllllerﬁTTIIIIYIll ] lllllli TTHT lll ll l'rl ill lll]l TT ‘l‘lTl 1 T Ill]llll]lllllllll]lt!l"
m/z-> 10 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 560 580 600 620
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. Tentatively Identified Compound (LSC) summary

Operator ID: Date Acquired: 8 Mar 2002
Data File: C:\MSDCHEM\1\5973N\02MAR08\03509.D
Name: 508 scan

Misc: March 8, 2002

Method: C:\MSDCHEM\1\METHODS\METHODS\HP022102.M (RTE Integrator)
Title: 508 scan method

Library Searched: C:\DATABASE\WILEY7N.L

1:57 pm

--Internal Standard---

TIC Top Hit name RT EstConc Units Response |[# RT Resp Conc
Butanolc acid, e... 3.62 0.1 ug/L 73293 1 9.71 10207300 20.0
Propane me. . 3.93 0.1 ug/L 37685 1 9.71 10207300 20.0
2,2-dimathoxybutane 4.24 0.2 ug/L 116720 1 9.71 10207300 20.0
Butanoic\aci 2-... 4.64 0.1 ug/L 56717 1 9.71 10207300 20.0
1-CYCLOP -4-0. 4,88 0.1 ug/L 61799 1 9.71 10207300 20.0
3-Buten-2 2-m.. 5.01 0.2 ug/L 111098 1 9.71 10207300 20.0
2 -Furanme PR 5.71 0.1 ug/L 55983 1 9.71 10207300 20.0
3-Pentanol ,\ 2,4-d... 5.89 3.7 ug/L 1891240 1 9.71 10207300 20.0
2-Pentangne)\ 4-hy... 6.08 0.1 ug/L 54675 1 9.71 10207300 20.0
2,2,7,7-Tetrameth... 8.59 0.1 ug/L 62543 1 9.71 10207300 20.90
Heptane/f 2,2 M-tr.. 9.94 0.1 ug/L 62668 1 9.71 10207300 20.0
4 -METHOXY-.BETA.-... 22.28 0.1 ug/L 103300 4 22.63 16661400 20.0
Anthracene-dl0- 22.77 0.3 ug/L 239727 4 22.63 16661400 20.0
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