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. LSC Area Percent Report

s Data File : C:\MSDCHEM\1\5973N\02MAR08\03508.D Vial: 4

 Acg On : 8 Mar 2002 1:07 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
# min gscan
1 3.611 19
2 3.927 45
3 4,243 75
4 4.638 107
5 4,875 129
6 5.011 143
7 5.710 203
8 5.891 219
9 8.589 457
10 9.707 557
11 9.865 573
12 9.944 579
13 12.540 807
14 13.195 865
15 18.331 1319
16 22.283 1671
17 22.633 1701
18 27.724 2153
19 30.478 2395
20 34.407 2743

max
scan
21
49
77
112
133

145
207
223
462

561

575
582
812
870
1325

1675
1706
2157
2401
2749

J3508.D HP022102.M

NYC-WTC_000037639

last
scan
29
53
85
125
143

153
213
243
465
567

579
591
817
875
1331

1681
1711
2161
2435
2785

Sum

rVB
rVvB
rBV
rBV
rBV

rBvV
rVB2
rVB
rBV
rBvV

rBV
rBV2
rvv
rBV
rBV

70715
34701
897500
34718
4832674

16049
16491
33686
7073817
7427508

41317
7427132
916590
4986565
3180400

corr.
area

—— o o

127911
61888
1874101
58135
9633318

39077
50278
59189
13944385
14958021

84814
15671413
1710909
12592213
8482083

of corrected areas:

Fri Mar 15 10:08:49 2002

0.82%
0.39%
11.96%
0.37%
61.47%

0.25%
0.32%
0.38%
88.98%
95.45%

0.54%
100.00%
10.92%
80.35%
54.12%

79644623

- - e -

0.079%

0.161%
0.078%
2.353%
0.073%
12.095%

0.049%
0.063%
0.074%
17.508%
18.781%

0.106%
19.677%
2.148%
15.810%
10.650%
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. Library Search Compound Report
+ Data File : C:\MSDCHEM\1\5973N\02MAR08\03508.D

Acg On 8 Mar 2002 1:07 pm

Sample 508 scan

Misc : March 8, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

508 scan method
C:\DATABASE\WILEY7N.L

Vial: 4
Operator:
Inst : Instrumen
Multiplr: 1.00

C:\MSDCHEM\1...\HP022102.M (RTE Integrator)

Jde g de de Je K do ek do de K Kk Kk ke k ok kok ok ok dok koK ok ok odk ok ok ok ok ok ok k ok k ok ok ok ok ok ok ok kkkkkk sk kkkkkkdkdkkdkkkkkkk

Peak Number 3 2,2-Dimethoxybutane
EstConc
70114

MW MolForm

1 2,2-Dimethoxybutane
2 2,2-dimethoxybutane

118 C6H1402
118 C6H1402

Relative to ISTD

1,4-Dichlorobenzene-d4

Concentration Rank 4

003453-99-4 64,
003453-99-4 #4
000758-16-7"9

3 Methanethiocamide, N,N-dimethyl- 89 C3H7NS
4 THIAZOLIDINE $$ Thiazolidine, hy. 89 C3H7NS 014446-47-0 9
Abundance Scan 77 (4.243 min). 03508.D () m/z 87.10 100.00%
55
43
5000
i R
l 71 103 380 400 420 440 4.60
Obrepreerpereeprereprrerrirt Mo 48 e e ey breeprrreprerrpebedreereprerrpeebereeey m/z 89.10 99.92%
mfz—> 20253035404550556065707580859095100105110
ndance #17888: 2,2-Dimethoxybutane
8
55
5000 llllll l'llllll
m'ﬁ 380 400 420 440 460
27 ’ m/z 55.10 69.48%
103
c.,..l”pﬁin”Lﬁqu“”,, T ,!:4%?“.piqu”
m/z—-> 20253035404550556065707580859095100105110
Abundance #178889: 2,2-dimethoxybutane
55 87
380 400 420 440 460
5000 m/z 43.00 55.24%
27 I
103
o : 33 I I i lnglz |
Illlllllllll] Ill‘ ll(ll!lllllll T ll!llllll]ll Ti7 llllll lllll T lllll]lllllllll{lllllll
miz—> 20 25 30 35 55 60 65 70 75 80 85 90 95 100 105 110
Abundance #5040 Methanethicamide, N,N-dimethyl-
=2 380 400 420 440 460
m/z 41.10 16.53
5000
42 74
0 3B |4 &6 ol iy
(lll[] AR A ] ‘III]FT‘FIIlllllllllllllllll!lllllllll\”’]!lllllllllllll]lll ll‘l lll rnrr[‘rlrlrrf
miz—> 20 25 30 35 40 45 50 655 60 65 70 75 80 85 €0 95 100105110 380 400 420 440 460
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« Data File

Library Search Compound Report

C:\MSDCHEM\1\5973N\02MAR08\03508.D

Acg On : 8 Mar 2002 1:07 pm
Sample : 508 scan

Misc : March 8, 2002

MS Integration Params: LSCINT.P

Quant Method

vial: 4
Operator:
Inst :
Multiplr:

Instrumen
1.00

C:\MSDCHEM\1...\HP022102.M (RTE Integrator)

Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L
222222 22222222 XX R X X2 RS2 R XX X2 XX R d X A i R 22 2 A X R X X X2 XXX XXX R XXX 2 X & X
Peak Number 4 Butanoic acid, 2-methyl-, m... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T
4.64 0.11 ug/L 53206 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 83
2 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 74
3 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 74
4 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 053955-81-0 64
Abundance Scan 112 (4.638 min): 03508.D (-) m/z 88.00 100.00%
57
5000 41
101 ot B SN :
'I 420 440 460 480 500
c l'l'llll'lllll'l“lllillll ll‘l’l’) lllll l ll Ill lli Illll xllllll T l ll‘ll [l m/z 57 10 82 62%
miz—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Abundance #16441: Butanoic acid, 2-methyl-, methyl ester (CAS) $$ Me..
88
57
5000
41 420 440 460 480 500
29 101 m/z 41.10 50.82%
| e
clllllllllllllll'llll"llli‘["ll ll!l lll lllll lll ll lll' LR}
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Abundance #16434: Butanoic acid, 2-methyl-, methyl ester $$ Butyric ...
57 88
420 440 460 480 5.00
5000 7 m/z 85.00 37.67%
101
® | |
c llllllllllllillllllllilllll}lllllllllll lll;lll]llll[lIiIlIl‘lT]’l’llll;! ll l!ll lllIl:lllllll]l
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105 110
Abundance #16439: Butanoic acid, 2-methyl-, methyl ester (CAS) $$ Me... P —
57 88 4.20 440 460 480 500
m/z 59.00 26.99%
5000 41
101
I
o lllllllllllllllllllllllllll}lllllllllll !llllll ll!lll’llilllilllllll! Ellllll Illllllllll lll
m/z-> 20 25 30 35 40 45 50 655 60 65 70 75 80 85 90 95 100 105 110 420 440 460 480 5.00

03508.D HP022102.M
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Library Search Compound Report

-

. Data File : C:\MSDCHEM\1\5973N\02MAR0O8\03508.D

Acg On 8 Mar 2002 1:07 pm
Sample : 508 scan

Misc : March 8, 2002

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1..
Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L

vial: 4

Operator:
Inst :
Multiplr: 1.00

Instrumen

.\HP022102.M (RTE Integrator)

Je de e de de de do de ke de do de de de de do de e de e e Fe ke K d Kk ke de K de de de de dede Je e de de Fo gk K do de e de do K do dode e de do g K ok de dek gk khkkhk

Peak Number 8 Acetic acid, 3-[1,3]dioxola...

Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
5.89 3.89 ug/L 1874100 1l,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404
2 3-(CYCLOHEX-3'-EN-YL)PROPANOL $$... 174 C8H1404
3 N-Ethylformamide $$ N-Formylethy... 73 C3H7NO
4 3-Pentanol, 2,4-dimethyl- 116 C7H160

000000-00-0 3
015745-87-6 /33
000627-45-2 9
000600-36-2 9

Abundance Scan 223 (5.891 min): 03508.D (-) m/z 73.10 100.00%
V<)
k
43 Xll"fllllllll(lil’llll
560 580 600 620
S - JUSY1 A [ m/z 43.10 25.18
miz—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #78238: Acetic acid, 3-[1,3]dioxolan-2-yipropyl ester
7B
5000
560 580 600 620
43 m/z 45.10 10.02%
A | R 174
llllll lllllllll?]’llll Illllllll'll IYI !lll TT7 lll 7T Illll T
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #36138; :s-(cvm.omsx-aB _EN-YL)PROPANOL $$ 2-Cyclohexene-1-p...
7
ll!l"lllll)lllllllr‘lx_l—
560 580 600 620
27 H 55 87 113 174
clll llllll l‘lll ll ‘ll llllllllllll]’ ll Illlllllllllll T'Kllll T7T l)ll‘l!ll!ll’l'l'['l’ l
miz—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #1794: N-Ethylformamide $$ N-Formylethylamine $$ Formamide... i ?
3p 560 580 600 620
73 m/z 71.00 6.78
5000
44 58
s ]
0lllll]lllll!I Ill'l ;lllllllllllll:ﬂllllllllll TTy l l lllll l] TI7T Ill’_l TTY ll II T 1T lll]lI
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 5,60 5.eo 600 620
03508.D HP022102.M Fri Mar 15 10:08:51 2002 Page 10
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- Tentatively Identified Compound (LSC) summary
Operator ID: Date Acquired: 8 Mar 2002 1:07 pm
Data File: C:\MSDCHEM\1\5973N\02MAR08\03508.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

--Internal Standard---
TIC Top Hit ngme RT EstConc Units Response |# RT Resp Conc

Butanpic acid,/ me... 3.61 0.2 ug/L 72967 1 9.72 9633320 20.0
ISOBUKYRALDE E,... 3.93 0.1 ug/L 37878 1 9.72 9633320 20.0
2,2-Dikethoxfbutane 4.24 0.1 ug/L 70114 1 9.72 9633320 20.0
Butanoi d, 2- 4.64 0.1 ug/L 53206 1 9.72 9633320 20.0
3,4-Dihydrppyran 4.88 0.1 ug/L 62723 1 9.72 9633320 20.0
Butenol, \piethyl - 5.01 0.3 ug/L 127911 1 9.72 9633320 20.0
3-Penten/R-ol (CA... 5.71 0.1 ug/L 61888 1 9.72 9633320 20.0
Acetic 3-[1... 5.89 3.9 ug/L 1874100 1 9.72 9633320 20.0
Pentane N 8.59 0.1 ug/L 58135 1 9.72 9633320 20.0
2-Propgnol,\1-(2-... 9.86 0.1 ug/L 39077 1 9.72 9633320 20.0
Heptang, .. 9.94 0.1 ug/L 50278 1 9.72 9633320 20.0
Cyclopentasilopxan... 12.54 0.1 ug/L 59189 2 13.20 13944400 20.0
N-perdeuteriobenz... 22.28 0.1 ug/L 84814 4 22.63 15671400 20.0
03508.D HP022102.M Fri Mar 15 10:08:52 2002 Page 16

NYC-WTC_000037654



