LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX042220\
Data File : VX015850.D

Aca On - 22 Apr 2020 18:31

Operator : JC/SP

sample - 12379-02 -
Misc - 5.0mL/MSVOA X/WATER SR OO Pt 02 )
ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA X\METHOD\82X042220W .M

Title - SW846 8260

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

1.064 24 29 55 rBV2 18446437 60030732 100.00% 44.783%
1.777 143 146 158 rVB 400525 608885 1.01% 0.454%
rvB 376822 766056 1.28% 0.571%
2.826 308 318 332 rBV 2999492 6589610 10.98% 4.916%
4.289 544 558 574 rBV 1830751 5597374 9.32% 4.176%
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5.472 741 752 763 rBV 492778 1400202 2.33% 1.045%
5.636 768 779 784 rVvV 898833 2573896 4._.29% 1.920%
5.703 784 790 804 rvB2 1009263 3031792 5.05% 2.262%
6.039 835 845 856 rBV 536321 1441012 2.40% 1.075%
6.325 880 892 909 rVB 4865061 14599618 24.32% 10.891%

=
QO ~NO®

11 6.837 963 976 986 rBV 1398935 3291958 5.48% 2.456%
12 7.429 1065 1073 1082 rBV 277624 635744 1.06% 0.474%
13 8.038 1163 1173 1185 rBV 3335681 6580585 10.96% 4._.909%
14 8.160 1185 1193 1212 rVB 4416039 8969889 14.94% 6.692%
15 8.666 1266 1276 1277 rBV 457057 699752 1.17% 0.522%

16 8.697 1277 1281 1296 rVB 3093381 4767491 7.94% 3.557%
17 10.099 1505 1511 1517 rBV 3179332 4229107 7.04% 3.155%

18 11.123 1673 1679 1684 rBV 2867861 3561322 5.93% 2.657%
19 12.062 1828 1833 1846 rBV 3741892 4673126 7.78% 3.486%

Sum of corrected areas: 134048151
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX042220\
VX015850.D

22 Apr 2020 18:31

JC/SP

L2379-02

5.0mL/MSVOA X/WATER

22 Sample Multiplier: 1

o Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042220W .M
- SW846 8260

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

SS037MW012-200420

Abundance
1406

1.5e+07

le+07

5000000

TIC: VX015850.D
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Time--> 1.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX042220\

Data File : VX015850.D

Aca On - 22 Apr 2020 18:31

Operator : JC/SP

sample - 12379-02 -
Misc - 5.0mL/MSVOA X/WATER SR OO Pt 02 )
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042220W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Butane, 2-methyl- Concentration Rank 9

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

1.78 11.83 ug/Il 608885 Pentafluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 90
2 3-Buten-1-ol 72 C4H80 000627-27-0 43
3 Pentane 72 C5H12 000109-66-0 33
4 Propane. l-chloro-2-methvl- 92 C4H9Cl 000513-36-0 33
5 2(3H)-Furanone, dihydro-4-methyl- 100 C5H802 001679-49-8 28

Abundance Scan 146 (1.777 min): VX015850.D (-143) (-) 43.10 100.00%

43
5000

1 72 140 1.60 1.80 2.00 2.20
Oberrr prrrehiboh 1 87 107 128145161176191208224 251267282298 ' "'m/z 41.10  89.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #714: Butane, 2-methyl-
43
5000 L L L L L L LI B B
1.40 1.60 1.80 2.00 2.20
2 m/z 42.10 88.24Y%
‘ 72
e e S e e ST
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
42
P e R
1.40 1.60 1.80 2.00 2.20
5000 m/z 57.10 65.93%
27 7
o2 57
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #706: Pentane e e s IR e e e

43 140 1.60 1.80 2.00 2.20
m/z 39.00 29.02%

5000
27 72
oLl

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1.40 1.60 1. 80 2.00 2. 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX042220\
Data File : VX015850.D

Aca On - 22 Apr 2020 18:31

Operator : JC/SP

sample - 12379-02 -
Misc - 5.0mL/MSVOA X/WATER SR OO Pt 02 )
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042220W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Butane, 2,2-dimethyl- Concentration Rank 8

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

2.38 14.88 ug/Il 766056 Pentafluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.2-dimethvl- 86 C6H14 000075-83-2 86
2 Nonane. 2.6-dimethvl- 156 C11H24 017302-28-2 72
3 Heptane. 3-ethvl-5-methvl- 142 C10H22 052896-90-9 72
4 Heptane. 3.3-dimethvl- 128 C9H20 004032-86-4 64
5 Hexane, 2,4,4-trimethyl- 128 C9H20 016747-30-1 50

Abundance Scan 245 (2.381 min): VX015850.D (-238) (-) m/z 57.10 100.00%

57

5000

iy

2 2.00 2.20 2.40 2.60 2.80
ol 89 116132148163178193 221 239 265 283300 m/z  71.05 93.74%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #1835: Butane, 2,2-dimethyl-

57

>

5000 LI LI L L L L L LB L LB
2.00 2.20 2.40 2.60 2.80
m/z 43.05 89.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
71 MMM, UMMM S
2.00 2.20 2.40 2.60 2.80
5000 m/z 41.05 59.03%
27
. o7 13 141156
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #19218: Heptane, 3-ethyl-5-methyl- .,....,..../}....,....,..
57 2.00 2.20 2.40 2.60 2.80
m/z 56.10 31.94%
4
5000
113
o268 | |l 12 o7 | 142
R L e Raaad B o A e A B o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 2.00 2.20 240 260 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX042220\

Data File : VX015850.D

Aca On - 22 Apr 2020 18:31

Operator : JC/SP

sample - 12379-02 -
Misc - 5.0mL/MSVOA X/WATER SR OO Pt 02 )
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042220W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Butane, 2,3-dimethyl- Concentration Rank 4

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

2.83 128.01 ug/l 6589610 Pentafluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 86
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 50
3 Propanovl chloride. 2-methvl- 106 C4H7CIO 000079-30-1 16
4 Furan. tetrahvdro-2-methvl- 86 C5H100 000096-47-9 12
5 C2H5C(CH3)2C0OCH3 114 C7H140 020669-04-9 10

Abundance Scan 319 (2.832 min): VX015850.D (-308) (-) m/z 43.05 100.00%

5000

240 2.60 2.80 3.00 3.20
m/z 42.10 86 .44%

ol 7 109 133149 177 207223238253 281298
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #1832: Butane, 2,3-dimethyl-
43
5000 [TT I T[T r[rrrr[rrrrrrr
2.40 2.60 2.80 3.00 3.20
27 71 m/z 41.10 38.38%
86
ol bt e e e e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
2.40 2.60 2.80 3.00 3.20
5000 m/z 71.10 24.75%
27 71
86
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #5011: Propanoyl chloride, 2-methyl-
43 2.40 2.60 2.80 3.00 3.20
m/z 38.95 17 .54%
5000
27 71
‘ 91
O e e e e e e e

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 240 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX042220\

Data File : VX015850.D

Aca On - 22 Apr 2020 18:31

Operator : JC/SP

sample - 12379-02 -
Misc - 5.0mL/MSVOA X/WATER SR OO Pt 02 )
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042220W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Pentane, 2,4-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.29 108.73 ug/l 5597370 Pentafluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 90
2 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 64
3 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 64
4 Oxalic acid. butvl isohexvl ester 230 C12H2204 1000309-32-7 50
5 2,2,6,6-Tetramethylheptane 156 C11H24 040117-45-1 47
Abundance Scan 558 (4.289 min): VX015850.D (-544) (-) m/z 43.05 100.00%

43
5000
85

400 420 440 4.60
. 69 | 101 125 149 181 208 230 255 282298 57 05 82 _80%

R L I TN WL oMo B LI L ML M S Sl m/z

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3983: Pentane, 2,4-dimethyl-
43
5000

4.00 4.20 4.40 4.60

o

27 a5 m/z 41.10 50.47%
L1z |1 69 | 100
B RN L o RN Ean L n L LR RS AR R Ea R a
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R REREmEmEEs R Eas
a 4.00 4.20 4.40 4.60
5000 m/z 56.10 46.04%
85
15
0 100
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3996: Pentane, 2,2-dimethyl-
57 4.00 4.20 4.40 4.60

m/z 42.10 25.38%

85
5000 4
0 | 100 )\

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX042220\
Data File : VX015850.D

Aca On - 22 Apr 2020 18:31

Operator : JC/SP

sample - 12379-02 -
Misc - 5.0mL/MSVOA X/WATER SR OO Pt 02 )
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042220W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Pentane, 2,3-dimethyl- Concentration Rank 7

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

5.70 58.90 ug/1 3031790 Pentafluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 91
2 Ethanol. 2-(dodecvloxv)- 230 C14H3002 004536-30-5 64
3 Propane. 1l-isocvanato- 85 C4H7NO 000110-78-1 47
4 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 38
5 Heptane 100 C7H16 000142-82-5 37

Abundance Scan 789 (5.697 min): VX015850.D (-784) (-) m/z 56.05 100.00%

56

5000 71

—

5.40 5.60 5.80 6.00

I 100
Olrrrr b oo 116133148 167 190 208 237 255270 290 m/z 43.10 83.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3993: Pentane, 2,3-dimethyl-
56
41
5000 M|||||||||||||||||||||
71 5.40 5.60 5.80 6.00
m/z 41.10 68.37%
26 || [ | 100
O e T T T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
R RANEE mm e
41 5.40 5.60 5.80 6.00
5000 m/z 57.10 64.31%
97112
0 15 140 168183199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #1553: Propane, 1-isocyanato- L AREEARE S L s
56 5.40 5.60 5.80 6.00
m/z 71.10 40.40%
5000
29 84
- IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX042220\

Data File : VX015850.D

Aca On - 22 Apr 2020 18:31

Operator : JC/SP

sample - 12379-02 -
Misc - 5.0mL/MSVOA X/WATER SR OO Pt 02 )
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042220W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Hexane, 2,2-dimethyl- Concentration Rank 2

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

6.33 221.75 ug/l 14599600 1,4-Difluorobenzene 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 83
2 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 83
3 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 78
4 Pentane. 2.2.4.4-tetramethvl- 128 C9H20 001070-87-7 78
5 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 64

Abundance Scan 893 (6.331 min): VX015850.D (-880) (-) m/z 57.05 100.00%
g7
5000 }/\L
41
rTrTTTTTTrT T T T T T
99 6.00 6.20 6.40 6.60
Obrprrerprrre bt e 83 17 116133 153 173 193 221238 270 294 | sz 56.10  32.93%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #7649: Hexane, 2,2-dimethyl-
57
5000
6.00 6.20 6.40 6.60
4l m/z 41.05 27.22%
o 15 ” 77 99
m/z--> 0 ﬁo 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
6.00 6.20 6.40 6.60
5000 m/z 43.10 18.15%
41
ol 15 g3 ¥
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #7673: Butane, 2,2,3,3-tetramethyl-
57 6.00 6.20 6.40 6.60
m/z 39.05 8.58%
5000
41
ol 15 | g3 P
B AN A SRR SRS AR SN RARAE RARAN BARAS LARAS SRS RARAY SRR SRR &
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX042220\
Data File : VX015850.D

Aca On : 22 Apr 2020 18:31

Operator : JC/SP

Sample : L2379-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042220W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Cyclopentane, 1,1,3-trimethyl- Concentration Rank 10

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

7.43 9.66 ug/Il 635744 1,4-Difluorobenzene 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.1.3-trimethvl- 112 C8H16 004516-69-2 97
2 Cvclopentane. 1.1-dimethvl- 98 C7H14 001638-26-2 58
3 Cvclohexane. 1.2-dimethvl- (cis/... 112 C8H16 000583-57-3 46
4 5-Methvl-2-hexene.cé&t 98 C7H14 003404-62-4 43
5 1-Heptene, 6-methyl- 112 C8H16 005026-76-6 43

Abundance Scan 1073 (7.429 min): VX015850.D (-1065) (-) m/z 55.00 100.00%
g5
83
5000
3
112 207 7.00 7.20 7.40 7.60 7.80
o 133 156 175191207222238 265282 299 m/z E55.95 79 26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #6786: Cyclopentane, 1,1,3-trimethyl-
55
83
5000
27 7.00 7.20 7.40 7.60 7.80
m/z 83.10 68.46%
112
ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
41 7.00 7.20 7.40 7.60 7.80
5000 a3 m/z 69.05 66.26%
0 26 98
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #6828: Cyclohexane, 1,2-dimethyl- (cis/trans)
55 97 7.00 7.20 7.40 7.60 7.80
m/z 97.10 65.61%
5000 3
0 112
0‘15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 7.00 7.20 7.40 7.60 7.80

82X042220W.M Thu Apr 23 13:23:30 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX042220\

Data File : VX015850.D

Aca On - 22 Apr 2020 18:31

Operator : JC/SP

sample - 12379-02 -
Misc - 5.0mL/MSVOA X/WATER SR OO Pt 02 )
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042220W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Pentane, 2,3,4-trimethyl- Concentration Rank 6

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

8.04 99.95 ug/1 6580590 1,4-Difluorobenzene 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 91
2 Heptane. 4-methvl- 114 C8H18 000589-53-7 83
3 Hexane. 3.3.4-trimethvl- 128 C9H20 016747-31-2 78
4 Heptane. 3.3.4-trimethvl- 142 C10H22 020278-87-9 64
5 Ethanedioic acid, bis(3-methylbu... 230 C12H2204 002051-00-5 64

Abundance Scan 1173 (8.038 min): VX015850.D (-1163) (-) m/z 43.05 100.00%
43
71
5000

| 7.80 8.00 8.20 8.40

o/ ...|,..:.,..F’.7,..1.1.‘}..1.?5. AST 119 208224230 258 2810, 'm/z 71.05 74.78%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #7658: Pentane, 2,3,4-trimethyl-
43
71
5000
7.80 8.00 8.20 8.40
27 m/z 70.05 53.49%
del lallswa
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
71 7.80 8.00 8.20 8.40
5000 m/z 41.10 28.05%
. 21 98 114
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12715: Hexane, 3,3,4-trimethyl-
43 71 7.80 8.00 8.20 8.40
m/z 55.05 21.36%
5000
2
99
0 I | 128
T T T e T e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX042220\

Data File : VX015850.D

Aca On - 22 Apr 2020 18:31

Operator : JC/SP

sample - 12379-02 -
Misc - 5.0mL/MSVOA X/WATER SR OO Pt 02 )
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042220W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Pentane, 2,3,3-trimethyl- Concentration Rank 3

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

8.16 136.24 ug/l 8969890 1,4-Difluorobenzene 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 90
2 Heptane. 4-methvl- 114 C8H18 000589-53-7 64
3 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 59
4 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 59
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 53

Abundance Scan 1193 (8.160 min): VX015850.D (-1185) (-) m/z 43.10 100.00%
43
71
5000
99 7.80 8.00 8.20 8.40
N ..|.,..':.,:'...'...1.1?...1.‘.‘?. Lra190208224 249 28128 ' "m/z 71.10 57.56%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000 71
7.80 8.00 8.20 8.40
27 m/z 70.05  47.53%
O'E”W””P”W””I”?ﬁ”ﬁ””'”W””P”W””P”"”W””'”W”
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
71 7.80 8.00 8.20 8.40
5000 m/z 57.10 45_51%
. 2/ 98 114
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #7644: Hexane, 3,3-dimethyl-
43 7.80 8.00 8.20 8.40

m/z 85.10 36.05%

5000 71
27 l
‘ 99
o2 o)

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 7.80 8. OO 8.20 8.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX042220\

Data File : VX015850.D

Acq On : 22 Apr 2020 18:31

Operator : JC/SP

Sample : L2379-02 :
Misc - 5.0mL/MSVOA_X/WATER S A A
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042220W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methyl- 1.78 11.8 ug/I1 608885 1 5.64 2573900 50.0
Butane, 2,2-dimet... 2.38 14.9 ug/I1 766056 1 5.64 2573900 50.0
Butane, 2,3-dimet... 2.83 128.0 ug/l 6589610 1 5.64 2573900 50.0
Pentane, 2,4-dime... 4.29 108.7 ug/l 5597370 1 5.64 2573900 50.0
Pentane, 2,3-dime... 5.70 58.9 ug/1 3031790 1 5.64 2573900 50.0
Hexane, 2,2-dimet... 6.33 221.8 ug/1 14599600 2 6.84 3291960 50.0
Cyclopentane, 1,1... 7.43 9.7 ug/l 635744 2 6.84 3291960 50.0
Pentane, 2,3,4-tr... 8.04 100.0 ug/l 6580590 2 6.84 3291960 50.0
Pentane, 2,3,3-tr... 8.16 136.2 ug/l 8969890 2 6.84 3291960 50.0
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