LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052120\
Data File : VX016384.D

Aca On : 21 May 2020 15:26

Operator : JC/SP

Sample : L2684-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 10 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\82X050420W .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 1.288 29 33 44 rVB 135175 134783 2.12% 0.417%
2 1.392 46 50 57 rBv 499129 460214 7.22% 1.422%
3 1.776 108 113 126 rvVB 548446 735520 11.55% 2.273%
4 1.941 135 140 143 rBvV 88449 120667 1.89% 0.373%
5 1.989 143 148 159 rVvv2 326337 583356 9.16% 1.803%
6 2.099 161 166 173 rVvVv 204735 298378 4.68% 0.922%
7 2.197 177 182 186 rVvVv 103960 158041 2.48% 0.488%
8 2.252 186 191 202 rVB 266109 410862 6.45% 1.270%
9 2.416 214 218 224 rVB 42728 64728 1.02% 0.200%
10 2.873 288 293 296 rBV 60085 113544 1.78% 0.351%

11 2.916 296 300 319 rvB3 82869 232294 3.65% 0.718%
12 3.154 325 339 350 rBV 63757 146290 2.30% 0.452%
13 3.379 366 376 387 rBvV2 41107 108003 1.70% 0.334%

14 3.501 388 396 404 rBV 41021 91756 1.44% 0.284%
15 3.648 410 420 426 rBvV 29759 73884 1.16% 0.228%
16 3.727 426 433 438 rBV2 38902 90161 1.42% 0.279%
17 3.794 438 444 453 rVB 62473 147855 2.32% 0.457%
18 3.904 453 462 467 rBV3 36797 96906 1.52% 0.300%

19 4.172 497 506 516 rVB 52242 138809 2.18% 0.429%
20 4.379 530 540 552 rVvB 85337 247837 3.89% 0.766%

21 5.275 676 687 703 rvB2 60983 188613 2.96% 0.583%
22 5.470 703 719 727 rBv2 130187 383249 6.02% 1.185%
23 5.550 727 732 737 rVvv2 37936 110894 1.74% 0.343%
24 5.629 737 745 774 rVB 235224 725802 11.39% 2.243%
25 6.031 800 811 823 rBV 137012 365365 5.74% 1.129%

26 6.281 830 852 868 rvB9 21003 117986 1.85% 0.365%
27 6.836 934 943 952 rBV 354384 872263 13.69% 2.696%
28 7.440 1032 1042 1052 rBv4 30829 82723 1.30% 0.256%
29 8.196 1153 1166 1171 rBV 33494 68383 1.07% 0.211%
30 8.695 1241 1248 1254 rBV 780843 1194057 18.75% 3.691%

31 8.769 1254 1260 1273 rVB 1733751 2612453 41.01% 8.075%
32 10.098 1467 1478 1489 rBV 773345 1056225 16.58% 3.265%
33 10.238 1495 1501 1512 rBV 1646130 2127073 33.39% 6.575%
34 10.342 1512 1518 1531 rVB 4841249 6369937 100.00% 19.689%%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052120\
Data File : VX016384.D

Aca On : 21 May 2020 15:26

Operator : JC/SP

Sample : L2684-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 10 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
Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X050420W .M
SW846 8260

35 10.683 1568 1574 1585 rVB 2233160 2823807 44.33% 8.728%

36 11.000 1621 1626 1634 rVB 114001 153030 2.40% 0.473%
37 11.122 1637 1646 1655 rBV 692331 856740 13.45% 2.648%
38 11.341 1676 1682 1689 rVB 262873 338883 5.32% 1.047%
39 11.421 1689 1695 1702 rVV 953953 1682928 26.42% 5.202%
40 11.494 1702 1707 1713 rVB 348519 434394 6.82% 1.343%

41 11.652 1727 1733 1741 rBVY 567125 687101 10.79% 2.124%
42 11.792 1750 1756 1763 rBV 1369931 1644065 25.81% 5.082%
43 12.061 1795 1800 1806 rBV 907353 1108694 17.41% 3.427%
44 12.128 1806 1811 1816 rVB 382260 460396 7.23% 1.423%
45 12.286 1829 1837 1844 rBV2 338267 511951 8.04% 1.582%

46 12.353 1844 1848 1858 rVB3 104267 164318 2.58% 0.508%
47 12.573 1878 1884 1886 rBVY 62065 89313 1.40% 0.276%
48 12.652 1892 1897 1900 rBV 103580 120889 1.90% 0.374%
49 12.737 1906 1911 1919 rBV2 77901 112200 1.76% 0.347%
50 13.000 1951 1954 1960 rVB 59848 73047 1.15% 0.226%

51 13.207 1980 1988 1993 rBV 48787 64049 1.01% 0.198%
52 13.335 2004 2009 2014 rVB2 92771 127954 2.01% 0.395%
53 13.817 2082 2088 2094 rBV 135399 170611 2.68% 0.527%

Sum of corrected areas: 32353281
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

5.0mL/MSVOA X/WATER
10

= Z:\VOASRV\HPCHEM1I\MSVOA X\DATA\VX052120\
: VX016384.D

: 21 May 2020 15:26

: JC/SP

: L2684-02

Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X050420W .M

Quant Title

TIC Library

TIC Integ

SW846 8260

C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

04
Time-->

TIC: VX016384.D

1.39

2892 3.15 3.33.503.663¥9.90 4.17 4.38
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

4000000

3000000

2000000

1000000

0

TIC: VX016384.D

10.34

8.77 10.24

11.42

10.10 11.12

11

-

11.0
T A T

Time-->

.%&m
AL

T T T 1
9.00 10.50 11.00

Abundance

4000000

3000000

2000000

1000000

11.65

TIC: VX016384.D

11.79
12.06

2.132 29
A 12,35 12186674 13.0013.48.33
RAN f Py Py T A

L

13.82
—P—

Time-->

L — T T T T
14.50

i T I T L —T— —T—
12.00 12.50 13.00 13.50 14.00 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052120\
Data File : VX016384.D

Aca On : 21 May 2020 15:26

Operator : JC/SP

Sample : L2684-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X050420W .M
Quant Title : 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 1 Butane Concentration Rank 4

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

1.39 31.70 ug/1 460214 Pentafluorobenzene 5.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane 58 C4H10 000106-97-8 72
2 lIsobutane 58 C4H10 000075-28-5 9
3 Isopropvisulfonvl chloride 142 C3H7CI02S 010147-37-2 9
4 Propane. l-nitro- 89 C3H7NO2 000108-03-2 9
5 Acetone 58 C3H60 000067-64-1 7

Abundance Scan 50 (1.392 min): VX016384.D (-46) (-) m/z 43.05 100.00%
43
5000
58 S LR I RN N
1.20 140 160 1.80
N ...|,...7.?....,....,.?.3.3,....,....,....,2]‘?7.. S— m/z 41.05 34_08%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #232: Butane
43
5000 2 LR I R N
1.20 140 160 1.80
sg m/z 58.10 16.38%
O'P'%P'“I'”I”'W”'W”'W'”W'”'P”'P”'P'”P'”I””I””I”
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
120 140 160 180
5000 m/z 38.95 14 .05%
27
0 1 58
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19275: Isopropylsulfonyl chloride
43 1.20 140 160 1.80
m/z 42.10 13.70%
5000
27
0 _ | Jll. 64 83 99 A
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 120 140 160 180
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052120\
Data File : VX016384.D

Aca On : 21 May 2020 15:26

Operator : JC/SP

Sample : L2684-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X050420W .M
Quant Title : 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 2

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

1.78 50.67 ug/1 735520 Pentafluorobenzene 5.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 94
2 3-Buten-1-ol 72 C4H80 000627-27-0 43
3 Pentane 72 C5H12 000109-66-0 38
4 1-Butanesulfonvl chloride 156 C4H9CI02S 002386-60-9 12
5 Butane, 2-nitro- 103 C4H9NO2 000600-24-8 10

Abundance Scan 114 (1.782 min): VX016384.D (-108) (-) m/z 43.05 100.00%
57
5000
72 1.40 1.60 1.80 2.00 2.20
0 N R U B L A— m/z 42.05 85.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #714: Butane, 2-methyl-
43
57
5000
1.40 1.60 1.80 2.00 2.20
29 m/z 41.00 84 .10%
15 H ‘M‘M ‘ 7?
G T S UL UL B WL B B B S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
42
8l 140 1.60 1.80 2.00 2.20
5000 m/z 57.05 76.19%
15 57 72
S T U UL UL L WL B B B W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #706: Pentane
43 140 1.60 1.80 2.00 2.20
m/z 56.05 26 .35%
5000
27 57 72
0"}?Iﬁt'hl'Ah"l'P"'I'”'I"'W""I”"I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 140 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052120\
Data File : VX016384.D

Aca On : 21 May 2020 15:26

Operator : JC/SP

Sample : L2684-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X050420W .M
Quant Title : 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 Pentane Concentration Rank 3

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

1.99 40.19 ug/1 583356 Pentafluorobenzene 5.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 90
2 Butane. 2-methvl- 72 C5H12 000078-78-4 40
3 Propanal. 2-methvl- 72 C4HB80 000078-84-2 27
4 Diaziridine.3.3-dimethyvl- 72 C3H8N2 004901-76-2 25
5 1-Pentene 70 C5H10 000109-67-1 17

Abundance Scan 148 (1.989 min): VX016384.D (-143) (-) m/z 43.05 100.00%
43
5000
T2 160 1.80 2.00 2.20 2.40
o...,....|...“,..-!.,...9.6,....,..1.3?,....,....,....,2]0.7.. m/z 42.10 64.53%
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #706: Pentane
43
5000
1.60 1.80 2.00 2.20 2.40
27 57, m/z 41.00 56.21%
0'}?PU"i“'JI'J'I"”I"'W""P"'I”"I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
57
1.60 1.80 2.00 2.20 2.40
5000 m/z 39.00 20.15%
29
15 72
e S UL UL FUL AL WL WL B WA S W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #689: Propanal, 2-methyl-
43 1.60 1.80 2.00 2.20 2.40
m/z 57.05 18.19%
5000
27 72
0 ‘\‘ 1l 57
m/z--> 2'0 4'0 6|0 8|O 1(')0 150 14'10 1('30 15';0 2(')0 160 1&'30 200 220 2'40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052120\
Data File : VX016384.D

Aca On : 21 May 2020 15:26

Operator : JC/SP

Sample : L2684-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X050420W .M
Quant Title : 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 2-Methyl-1-butene Concentration Rank 9

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

2.10 20.56 ug/1 298378 Pentafluorobenzene 5.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvl-1-butene 70 C5H10 000563-46-2 91
2 2-Pentene. (2)- 70 C5H10 000627-20-3 91
3 2-Pentene 70 C5H10 000109-68-2 91
4 2-Pentene. (E)- 70 C5H10 000646-04-8 91
5 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 91

Abundance Scan 166 (2.099 min): VX016384.D (-161) (-) m/z 55.10 100.00%
55
5000 70
3
1.80 2.00 2.20 2.40
| SRS ) T A - S m/z 70.05 42_06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #563: 2-Methyl-1-butene
55
5000
70 1.80 2.00 2.20 2.40
8 m/z 42.05 31.09%
0'}ﬁ'”'P'“I””I”'W'“W'”'P'”I“"'”"”"'”"”I”'W”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
1.80 2.00 2.20 2.40
5000 0 m/z 38.95 25.75%
41
27
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #552: 2-Pentene
55 1.80 2.00 2.20 2.40
m/z 41.00 22 .05%
5000 70

1L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1.80 2.00 2.20 2.40

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052120\
Data File : VX016384.D

Aca On : 21 May 2020 15:26

Operator : JC/SP

Sample : L2684-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X050420W .M
Quant Title : 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 Cyclopropane, 1,2-dimethyl-__._. Concentration Rank 6

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

2.25 28.30 ug/1 410862 Pentafluorobenzene 5.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane., 1.2-dimethvl-. cis- 70 C5H10 000930-18-7 91
2 Cvclopropane. 1.2-dimethvl-., trans- 70 C5H10 002402-06-4 90
3 2-Butene. 2-methvl- 70 C5H10 000513-35-9 86
4 1-Butene. 3-methvl- 70 C5H10 000563-45-1 86
5 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 72

Abundance Scan 191 (2.252 min): VX016384.D (-186) (-) m/z 55.10 100.00%
55
5000 70

||| | 200 220 240 2.60
1l

A SNSN N S N - M - . ANS—s] m/z 70.10 46.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #582: Cyclopropane, 1,2-dimethyl-, cis-
55
5000 70

2.00 220 2.40 2.60
m/z 41.05 25.77%

0,,,,,,, R R e RAREEEERESRRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
55
2.00 2.20 2.40 2.60
5000 70 m/z 39.00 25.25%
41
27
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #567: 2-Butene, 2-methyl-
55 2.00 2.20 2.40 2.60
m/z 42.00 20.75%
5000 70
41
il
0.”,ﬂ.whﬂw.mw.”.“.”“.”,”” e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052120\
Data File : VX016384.D

Aca On : 21 May 2020 15:26

Operator : JC/SP

Sample : L2684-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X050420W .M
Quant Title : 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 Cyclopentane, methyl- Concentration Rank 10

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

4._.38 17.07 ug/Il 247837 Pentafluorobenzene 5.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 94
2 Cvclohexane 84 C6H12 000110-82-7 78
3 Cvclobutane. ethvl- 84 C6H12 004806-61-5 72
4 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 72
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 56

Abundance Scan 540 (4.379 min): VX016384.D (-530) (-) m/z 56.10 100.00%
96
5000 41
84
4.00 420 4.40 4.60 4.80
0 208 281 m/z 69.05 47.72%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1494: Cyclopentane, methyl-
56
41
5000
4.00 420 4.40 4.60 4.80
o m/z 41.00 46 .35%
0 2
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
56
84
4.00 420 4.40 4.60 4.80
5000 41 m/z 55.00 25.95%
0 26
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1471: Cyclobutane, ethyl-
56 4.00 420 4.40 4.60 4.80
a1 m/z 42.10 20.19%
5000
0 1 2 84
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052120\
Data File : VX016384.D

Aca On : 21 May 2020 15:26

Operator : JC/SP

Sample : L2684-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X050420W .M
Quant Title : 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 Benzene, l-ethyl-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.42 75.90 ug/1 1682930 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
3 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 1695 (3)1.421 min): VX016384.D (-1689) (-) m/z 105.10 100.00%
105
5000
120
77 91 ‘ 11.20 11.40 11.60 11.80
51 - - - -
Ol ettt e et e et 2T 2o | m/z 120.10  30.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000
120 11.20 11.40 11.60 11.80
o1 m/z 91.10 12.11%
m/z--> 20 40 éo éo 160 150 140 160 180 200 220 240 260 280
Abundance
105
11.20 11.40 11.60 11.80
5000 m/z 77.00 11.70%
120
| 30 g3 77 9l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9402: Mesitylene
105 11.20 11.40 11.60 11.80
m/z 106.10 8.83%
120
5000
39 77 91
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052120\
Data File : VX016384.D

Aca On : 21 May 2020 15:26

Operator : JC/SP

Sample : L2684-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X050420W .M
Quant Title : 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 Benzene, 1,2,3-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.13 20.76 ug/1 460396 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Mesitvlene 120 C9H12 000108-67-8 94
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 87
Abundance Scan 1811 (%)2.128 min): VX016384.D (-1806) (-) m/z 105.10 100.00%
105
5000 120 f\
77 91 11:80 12,00 12.20 12,40
39 63
Obrrr e b tetbe e 2o e reaes || m/z 120.05  41.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #941(;3. Benzene, 1,2,3-trimethyl-
105

120 A

5000 LA L L L L L L L BB |
11.80 12.00 12.20 12.40
m/z 77.00 11.78%
39 g3 /791
o A —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105
120 11.80 12.00 12.20 12.40
5000 m/z 91.10 9.99%
15 39 59 77 91

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9410: Benzene, 1,2,4-trimethyl-

11.80 12.00 12.20 12.40
m/z 119.10 9.68%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052120\
Data File : VX016384.D

Aca On : 21 May 2020 15:26

Operator : JC/SP

Sample : L2684-02

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X050420W .M
Quant Title : 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 Indane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.29 23.09 ug/1 511951 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 76
2 Benzene. cvclopropvl- 118 C9H10 000873-49-4 76
3 Benzene. 2-propenvl- 118 C9H10 000300-57-2 68
4 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 64
5 Deltacyclene 118 C9H10 007785-10-6 58
Abundance Scan 1838 (12.292 min): VX016384.D (-1829) (-) m/z 117.10 100.00%
117
5000
91 105
39 51 63 77 134 208 12.00 12.20 12.40 12.60
o S N 5. 1 m/z 118.10 55.28%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #8948: Indane
117
5000 N RN Rn A RAREA RS

12.00 12.20 12.40 12.60
m/z 115.10  34.04%

58 91
% Ly 77| 103 )

27
e e L e R A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
12.00 12.20 12.40 12.60
5000 o1 m/z 105.10 22.20%
39 51 63
15 27 o 103
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8961: Benzene, 2-propenyl- A
117 12.00 12.20 12.40 12.60
m/z 119.10 20.29%
5000 o1
39 51 65 78 103
o S R )
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60

82X050420W.M Fri May 22 14:10:41 2020 Page: 12



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX052120\
Data File : VX016384.D

Acq On : 21 May 2020 15:26

Operator : JC/SP

Sample : L2684-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X050420W .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 1.39 31.7 ug/l 460214 1 5.63 725802 50.0
Butane, 2-methyl- 1.78 50.7 ug/I1 735520 1 5.63 725802 50.0
Pentane 1.99 40.2 ug/1 583356 1 5.63 725802 50.0
2-Methyl-1-butene 2.10 20.6 ug/I1 298378 1 5.63 725802 50.0
Cyclopropane, 1,2... 2.25 28.3 ug/I1 410862 1 5.63 725802 50.0
Cyclopentane, met... 4._.38 17.1 ug/1 247837 1 5.63 725802 50.0
Benzene, l-ethyl-_.. 11.42 75.9 ug/1 1682930 4 12.06 1108690 50.0
Benzene, 1,2,3-tr... 12.13 20.8 ug/I1 460396 4 12.06 1108690 50.0
Indane 12.29 23.1 ug/I1 511951 4 12.06 1108690 50.0
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