LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100820\
Data File : VX018837.D

Aca On : 08 Oct 2020 14:32

Operator : JC/SP

Sample : L4240-10DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.1

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA X\METHOD\SOMXTR100220WMA .M
Title - TRACE VOA SOMO1.0

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total

1 2.831 275 286 287 rBV2 831459 1523409 2.61% 1.338%
2 2.874 287 293 310 rVB 8127893 16774145 28.79% 14.729%
3 3.154 328 339 358 rBVY 12286677 27900808 47.88% 24.498%
4 3.514 385 398 416 rBVY 25451126 58272036 100.00% 51.166%
5 4.117 485 497 510 rBV 297944 902346 1.55% 0.792%
6 4_.373 530 539 553 rVV 1156096 3291654 5.65% 2.890%
7 6.830 932 942 952 rBV2 203918 654066 1.12% 0.574%
8 9.427 1362 1368 1374 rBV 430821 591668 1.02% 0.520%
9 10.122 1479 1482 1487 rVB 518040 694102 1.19% 0.609%
10 12.079 1795 1803 1808 rVB2 494987 1038187 1.78% 0.912%
11 12.360 1844 1849 1858 rVB2 450107 628133 1.08% 0.552%
12 13.628 2051 2057 2064 rBY 1294325 1617689 2.78% 1.420%

Sum of corrected areas: 113888243
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100820\
Data File : VvX018837.D

Aca On : 08 Oct 2020 14:32

Operator : JC/SP

Sample : L4240-10DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vvial :© 7 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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

Abundance TIC: VX018837.D
2.5e+07 351

2e+07

1.5e+07
3.15

le+07
2.87

5000000

o 2. a2 &3
SNMBMBIH GOSN MR 5 MBIV S GBSy ¢ st/ NSNS MU MMM,
Time-->  1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20

Abundance TIC: VX018837.D
2.5e+07

2e+07
1.5e+07
le+07

5000000

6.83 9.43 10.12

‘7T 7T—T— 77— e AT
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX018837.D

2.5e+07

2e+07
1.5e+07
le+07

5000000

12.08 12.36 1363

- -7

I
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100820\
Data File : VX018837.D

Aca On : 08 Oct 2020 14:32

Operator : JC/SP

Sample : L4240-10DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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 1 (DEL) Alkane: Straight-Chai... Concentration Rank 5

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

2.83 11.65 ug/L 1523410 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 91
2 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 80
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 78
4 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 64
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 50

Abundance Scan 286 (2.831 min): VX018837.D (-275) (-) m/z 43.05 100.00%
43
5000
71
86 240 2.60 2.80 3.00 3.20
,,| B e e e 2 ey || M/Z 42.00  81.95%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #1828: Butane, 2,3-dimethyl-
43
5000 USRS SR R
71 2.40 2.60 2.80 3.00 3.20
m/z 40.95 40.79%
27 86
RAARARRAS 'R7”'W'“'P'”P'”I””I”'W'”"”'"“I”“I“'W
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #1831: Butane, 2,3-dimethyl-
43
240 260 2.80 300 320
5000 m/z 71.10 27 .35%
27
71
N A
m/z--> 0 20 45 éo 85 100 120 140 160 180 200 220 240 260
Abundance #1830: Butane, 2,3-dimethyl- T REa A
a4 240 2.60 2.80 3.00 3.20
m/z 38.95 20.87%
5000
71
27 ‘
86
W'”'Pk”h“?ﬁ'”WJ”'P”'P'”P'”I”'W“"'“"”'P'”P'”I SN AR R
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 240 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100820\
Data File : VX018837.D

Aca On : 08 Oct 2020 14:32

Operator : JC/SP

Sample : L4240-10DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 3

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

2.87 128.23 ug/L 16774100 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 91
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 91
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 52
4 Pentane 72 C5H12 000109-66-0 46
5 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 45

Abundance Scan 292 (2.867 min): VX018837.D (-287) (-) m/z 43.10 100.00%
5000 71
57 IS LAREE LRSS SRR AR
|| 86 g 148 163 007 2.60 2.80 3.00 3.20
o TSV ML L SRNANNN LA S E———" L m/z 42.10 49.29%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1823: Pentane, 2-methyl-
43
5000 RSN RS R R R
- 2.60 2.80 3.00 3.20
27 m/z 71.10 42 _.97%
5 | | e
mz-> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1825: Pentane, 2-methyl-
43
260 280 3.00 320
5000 m/z 41.00 42 .53%
27 71
15 57
'%"W"'W"'W"'W§§'W"”I"”I"” [rTrrrprrorprrT
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1828: Butane, 2,3-dimethyl- e e R Rs ma
43 2.60 2.80 3.00 3.20
m/z 39.00 21.13%
5000
71
55
86
'w'}i'b'“*'ﬁw"'w'“'w"“l"“l"“ [rTrrrprror T RSN RS R L R
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100820\
Data File : VX018837.D

Aca On : 08 Oct 2020 14:32

Operator : JC/SP

Sample : L4240-10DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 2

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

3.15 213.29 ug/L 27900800 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
2 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
3 Pentane. 3-methvl- 86 C6H14 000096-14-0 90
4 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 78
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 64

Abundance Scan 338 (3.148 min): VX018837.D (-328) (-) m/z 57.05 100.00%
g7
41
5000 /\
N I L L
2.80 3.00 3.20 3.40
(o} m/z 56.10 86.32%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1824: Pentane, 3-methyl-
57
41
5000 N R L R
2.80 3.00 3.20 3.40
) m/z 41.10 67 .25%
86
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1826: Pentane, 3-methyl-
57
41 2.80 3.00 3.20 3.40
5000 m/z 43.10 24 .92%
2
W”'W“”I”;P'”ﬁ?'P”W'”W”'W””I””P'“P”'P“W'”W”
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1827: Pentane, 3-methyl-
57 2.80 3.00 3.20 3.40
m/z 38.95 19.82%
41
5000
2
W'%W“hﬂ“”W'ﬂ'ﬁs'P'”P'”I””I””I””I”'W”'W“'W”'W”
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100820\
Data File : VX018837.D

Aca On : 08 Oct 2020 14:32

Operator : JC/SP

Sample : L4240-10DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 1

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

3.51 445.46 ug/L 58272000 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 94
2 n-Hexane 86 C6H14 000110-54-3 64
3 n-Hexane 86 C6H14 000110-54-3 59
4 Butanal. 2-methvl- 86 C5H100 000096-17-3 43
5 Propanal, 2,2-dimethyl- 86 C5H100 000630-19-3 43

Abundance Scan 397 (3.508 min): VX018837.D (-385) (-) m/z 57.10 100.00%
a Y
5000 ]\
86 IR SRS SRR RN
49 71 | 149 3.20 3.40 3.60 3.80
0“W““P“W““V“W““HJh““ﬁ“ﬂ““r“u““r“u““r“u““r“' m/z 41.05 80.68%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1821: n-Hexane
g7
41 j\
5000 IR SRS SRR RN
3.20 3.40 3.60 3.80
29 86 m/z 43.05 66 .39%
15 49 IS
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1822: n-Hexane
g7
3 IR SRS SRR RN
29 3.20 3.40 3.60 3.80
5000 m/z 56.10 53.16%
15 86
'“E“WHLPJW““P“W“MV“1iHV“WH“VHWH“P“w““V“W““
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1820: n-Hexane R mma
43 97 3.20 3.40 3.60 3.80
m/z 42.10 34.86%
29
5000
86
”'P'”I}?W'“lP'”i”'W'm'P'”Ti'ﬁ'”'P'”l“'W'”'P'”I”'W'”'P'” '/>w"'|""|""|""|
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100820\
Data File : VX018837.D

Aca On : 08 Oct 2020 14:32

Operator : JC/SP

Sample : L4240-10DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 6

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

4.12 6.90 ug/L 902346 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 90
2 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 78
3 Butanoic acid. 2-methvl-., 2-meth... 158 C9H1802 002445-67-2 72
4 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 64
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64

Abundance Scan 497 (4.117 min): VX018837.D (-485) (-) m/z 57.05 100.00%
g7
5000 4 85

3.80 4.00 4.20 4.40

.,....,....|i-..: b e e rees || m/z 43.00 55 78%
miz--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3996: Pentane, 2,2-dimethyl-
57
5000 85
4 3.80 4.00 4.20 4.40

m/z 85.05 48.21%

2
JI‘ \JDO
M e e e e e e e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3998: Butane, 2,2,3-trimethyl-
57

4 3.80 4.00 4.20 4.40
5000 m/z 40.95 45 _25%
85
T
1 ‘ ‘\ ‘w\‘ Al ‘ 100
AR a B L LA,
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30339: Butanoic acid, 2-methyl-, 2-methylpropy! ester
=i 3.80 4.00 420 4.40

m/z 56.10 41 .94%

85
5000
4l 103
7

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.80 4.00 420 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100820\
Data File : VX018837.D

Aca On : 08 Oct 2020 14:32

Operator : JC/SP

Sample : L4240-10DL 10X

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOM01.0

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 (DEL) Alkane: Cyclic4.37 Concentration Rank 4

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

4_37 25.16 ug/L 3291650 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 90
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 78
3 Cvclobutane. ethvl- 84 C6H12 004806-61-5 72
4 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 56
5 Cyclopropane, propyl- 84 C6H12 002415-72-7 56

Abundance Scan 538 (4.367 min): VX018837.D (-530) (-) m/z 56.10 100.00%
56
5000 41 69 /«J/\\
| 84 400 420 4.40 4.60 4.80
0 ...,....,....,....,...:;I'..‘.‘?'- ettt b2 208 A8 Tm/z  41.00  51.57%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
4.00 420 4.40 4.60 4.80
o8 o m/z 69.10 44 .32%
"W"”I}§W'”'P'“IL'WIJ'P'”I“??'”'P'”I”'W'“'P'”
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1491: Cyclopentane, methyl-
56
4.00 4.20 4.40 4.60 4.80
5000 41 m/z 55.10 26.10%
69
84
"'P"'P%§'P'Jﬂl”'jlm'4?“‘“I”'ll“??l“"l”"l'”'I'“'I"”
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1471: Cyclobutane, ethyl-
56 4.00 4.20 4.40 4.60 4.80
a1 m/z 39.00 24 _.92%
5000
27
69
P I Y P
m/z--> 0 10 20 30 4'0 50 60 70 80 90 100 110 120 400 420 440 460 4.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100820\
Data File : VX018837.D

Acq On : 08 Oct 2020 14:32

Operator : JC/SP

Sample : L4240-10DL 10X

Misc : 25.0mL/MSVOA_X/WATER

ALS Vial : 7 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR100220WMA .M
TRACE VOA SOMO1.0

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
(DEL) Alkane: Str... 2.83 11.7 ug/L 1523410 1 6.83 654066 5.0
(DEL) Alkane: Str... 2.87 128.2 ug/L 16774100 1 6.83 654066 5.0
(DEL) Alkane: Str... 3.15 213.3 ug/L 27900800 1 6.83 654066 5.0
(DEL) Alkane: Str... 3.51 445.5 ug/L 58272000 1 6.83 654066 5.0
(DEL) Alkane: Str... 4.12 6.9 ug/L 902346 1 6.83 654066 5.0
(DEL) Alkane: Cyc... 4.37 25.2 ug/L 3291650 1 6.83 654066 5.0
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