LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052120\
Data File : VX016386.D

Aca On : 21 May 2020 16:11

Operator : JC/SP

Sample : L2684-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 12 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 42 rVB 199842 198176 1.56% 0.251%
2 1.392 44 50 56 rBv 944641 899079 7.06% 1.137%
3 1.691 92 99 108 rBvV 93507 127353 1.00% 0.161%
4 1.776 108 113 127 rVB 1623282 2170366 17 .04% 2.746%
5 1.990 143 148 161 rVB3 659965 1300339 10.21% 1.645%
6 2.105 161 167 173 rBvV 388559 560788 4._.40% 0.709%
7 2.197 173 182 186 rVvVv 169720 267785 2.10% 0.339%
8 2.252 186 191 203 rVB 631208 969198 7.61% 1.226%
9 2.825 265 285 288 rBV4 157276 614794 4.83% 0.778%
10 2.873 288 293 296 rVvVv 286518 592787 4 .66% 0.750%

11 2.916 296 300 323 rvB3 327879 863755 6.78% 1.093%
12 3.154 326 339 352 rBV 255605 585741 4._.60% 0.741%
13 3.373 362 375 388 rBV 130410 308273 2.42% 0.390%
14 3.501 388 396 409 rBvV 103478 227336 1.79% 0.288%
15 3.642 409 419 426 rBV2 93200 245331 1.93% 0.310%

16 3.727 426 433 438 rBV2 83025 197682 1.55% 0.250%
17 3.794 438 444 453 rVB 202029 478628 3.76% 0.606%
18 3.904 453 462 467 rBvV 98505 251536 1.98% 0.318%
19 3.971 467 473 478 rBvV 61527 139055 1.09% 0.176%
20 4.172 497 506 518 rVB 151982 393437 3.09% 0.498%

21 4.379 529 540 551 rvv 417895 1188911 9.34% 1.504%
22 4.501 551 560 573 rVB3 54988 165828 1.30% 0.210%
23 5.275 664 687 705 rvVB 222894 749590 5.89% 0.948%
24 5.471 705 719 725 rBV 146612 446868 3.51% 0.565%
25 5.550 725 732 739 rBv2 152521 416640 3.27% 0.527%

26 5.635 739 746 755 rVB 185385 478541 3.76% 0.605%
27 5.903 779 790 802 rBV5 51477 168856 1.33% 0.214%
28 6.038 802 812 818 rBV 140432 373696 2.93% 0.473%
29 6.117 818 825 834 rVB 126953 318381 2.50% 0.403%
30 6.275 836 851 857 rBV3 89468 366301 2.88% 0.463%

31 6.434 868 877 888 rvB2 74203 214602 1.69% 0.271%
32 6.836 934 943 949 rBV 364432 943561 7.41% 1.194%
33 6.915 953 956 966 rVB4 146492 350172 2.75% 0.443%
34 7.239 998 1009 1018 rVB 128750 302751 2.38% 0.383%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052120\
Data File : VX016386.D

Aca On : 21 May 2020 16:11

Operator : JC/SP

Sample : L2684-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 12 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 7.440 1027 1042 1055 rBv4 213429 566253 4._.45% 0.716%

36 7.934 1112 1123 1130 rBV2 59746 201261 1.58% 0.255%
37 8.196 1162 1166 1170 rVV 147499 251444 1.97% 0.318%
38 8.555 1217 1225 1233 rBV 150638 261870 2.06% 0.331%
39 8.696 1242 1248 1254 rVB 791430 1198976 9.42% 1.517%
40 8.769 1254 1260 1267 rVB 1353447 2059547 16.17% 2.606%

41 10.098 1472 1478 1483 rBVY 792928 1059793 8.32% 1.341%
42 10.238 1495 1501 1511 rVB 4888681 6368343 50.01% 8.057%
43 10.342 1511 1518 1530 rVB 9083334 12734268 100.00% 16.110%
44 10.683 1569 1574 1585 rVB 2393869 3038699 23.86% 3.844%
45 11.000 1620 1626 1632 rBVY 555847 735957 5.78% 0.931%

46 11.122 1640 1646 1652 rBVY 723154 890055 6.99% 1.126%
47 11.341 1677 1682 1689 rBV 1308409 1694781 13.31% 2.144%
48 11.421 1689 1695 1697 rVV 2639851 3705037 29.10% 4._.687%
49 11.439 1697 1698 1702 rVV 2289699 1800826 14.14% 2.278%
50 11.494 1702 1707 1713 rVB 1791901 2168872 17.03% 2.744%

51 11.652 1728 1733 1740 rBV 1506102 1813304 14.24% 2.294%
52 11.793 1751 1756 1761 rVB 4386913 5087628 39.95% 6.436%
53 12.012 1786 1792 1795 rBV 184346 227830 1.79% 0.288%
54 12.061 1795 1800 1806 rVvVv 945706 1235012 9.70% 1.562%
55 12.128 1806 1811 1816 rVV 1963352 2304338 18.10% 2.915%

56 12.286 1831 1837 1844 rBV2 1770327 2753239 21.62% 3.483%
57 12.353 1844 1848 1856 rVB2 773345 1145102 8.99% 1.449%
58 12.445 1858 1863 1868 rBV2 152375 202893 1.59% 0.257%
59 12.500 1868 1872 1878 rVB 350979 429313 3.37% 0.543%
60 12.573 1878 1884 1886 rBV 311942 446503 3.51% 0.565%

61 12.591 1886 1887 1892 rVV 289515 277435 2.18% 0.351%
62 12.652 1892 1897 1900 rVvVv 972431 1099166 8.63% 1.391%
63 12.683 1900 1902 1907 rVvVv 168380 201060 1.58% 0.254%
64 12.738 1907 1911 1919 rVV2 469244 737556 5.79% 0.933%
65 12.890 1931 1936 1940 rVB 239820 305043 2.40% 0.386%

66 12.963 1940 1948 1951 rBV 394263 484173 3.80% 0.613%
67 13.000 1951 1954 1960 rVB 415957 507156 3.98% 0.642%
68 13.207 1984 1988 1993 rVB 318937 372756 2.93% 0.472%
69 13.335 2004 2009 2014 rVB2 775305 1054349 8.28% 1.334%
70 13.463 2026 2030 2036 rVB 138774 172598 1.36% 0.218%

71 13.817 2080 2088 2097 rVB 860444 1066471 8.37% 1.349%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052120\
Data File : VX016386.D

Aca On : 21 May 2020 16:11

Operator : JC/SP

Sample : L2684-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 12 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 - 0 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

72 14.676 2225 2229 2240 rVB 211971 269284 2.11% 0.341%
73 14.823 2247 2253 2267 rVB 186627 241332 1.90% 0.305%

Sum of corrected areas: 79045660
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052120\
Data File : VX016386.D

Aca On : 21 May 2020 16:11

Operator : JC/SP

Sample : L2684-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 12 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

Abundance TIC: VX016386.D

8000000
6000000
4000000

2000000 1.78

1.39
1.99 . 225
4.38
12#\ 16 /\% 220 28892 315 33353 @379.907 417 K450 5285575'564 5.95.64126.2

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 4.00 420 4.40 4.60 4.80 5.00 5.20 5.40 560 580 6.00 6.20
Abundance TIC: VX016386.D

o

10.34
8000000

6000000
10.24

4000000

10.68 142

2000000 1.4¢
8.77 \‘ 11.3

8.7 10.10 11,8812
643 6%% 7.24 7.44 793 820 856 AJ i\

0 — S T

T T T T T USRS T
Time--> 6 50 7 OO 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX016386.D

8000000

6000000

11.79
4000000

121
20000004, 4 32.29

235 1265 13.34 13.82

Time--> 12.00 12 50 13 OO 13 50 14.00 14.50 15 OO 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 : VX016386.D

Aca On : 21 May 2020 16:11

Operator : JC/SP

Sample : L2684-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 12 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

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 7

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

1.39 93.94 ug/1 899079 Pentafluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane 58 C4H10 000106-97-8 64
2 Isopropvisulfonvl chloride 142 C3H7CI02S 010147-37-2 9
3 Isobutane 58 C4H10 000075-28-5 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): VX016386.D (-44) (-) m/z 43.10 100.00%
48
5000
58 L S N AL I
Il | 73 o1 133 208 281 120 140 160 180
o e e e e e e m/z 41.00 33.47%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #233: Butane
43
5000 2 N e L N N
120 140 160 1.80
58 m/z 58.10 16.54%
0'%”'P”W"W””I””P”'P”W'”W“'W””I””P'”P”'P”W”
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 39.00 14 .04%
27
o 64 83 99
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #238: Isobutane
43 120 140 1.60 1.80
m/z 42.10 13.69%
5000
27
oL 12 | || ©8
m/z--> 6 26 Jo éo éo 160 150 1&0 1éo 1éo 260 250 250 2éo 2§o LEO Lho L%o Léo

82X050420W.M Fri May 22 14:10:59 2020 Page: 5



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052120\
Data File : VX016386.D

Aca On : 21 May 2020 16:11

Operator : JC/SP

Sample : L2684-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 12 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

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 1

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

1.78 226.77 ug/1 2170370 Pentafluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 94
2 Pentane 72 C5H12 000109-66-0 42
3 3-Buten-1-ol 72 C4H80 000627-27-0 25
4 1-Butene 56 C4HS8 000106-98-9 10
5 Butane, 2-nitro- 103 C4H9ONO2 000600-24-8 10

Abundance Scan 114 (1.782 min): VX016386.D (-108) (-) m/z 43.05 100.00%

5000

1.40 1.60 1.80 2.00 2.20

(o m/z 41.05 85.87%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #714: Butane, 2-methyl-
43
5000
1.40 1.60 1.80 2.00 2.20
29 m/z 42.05 85.77%
72
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
1.40 1.60 1.80 2.00 2.20
5000 m/z 57.10 77.16%
27
72
0 12
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #654: 3-Buten-1-ol UMD & W | W
2 1.40 1.60 1.80 2.00 2.20

m/z 56.05 26 .80%

5000

12 57 72

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 140 160 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 : VX016386.D

Aca On : 21 May 2020 16:11

Operator : JC/SP

Sample : L2684-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 12 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

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.

1.99 135.87 ug/Il 1300340 Pentafluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 86
2 Cvclobutane. methvl- 70 C5H10 000598-61-8 49
3 Oxirane. ethvl- 72 C4H80 000106-88-7 47
4 1-Pentene 70 C5H10 000109-67-1 43
5 Butane, 2-methyl- 72 C5H12 000078-78-4 36

Abundance Scan 148 (1.990 min): VX016386.D (-143) (-) m/z 43.10 100.00%
5000
55
72 I NARBARARSE SRR SAREE RN
‘| | o1 101 207 1.60 1.80 2.00 2.20 2.40
o ROWE ! IS | SN MMM LS i m/z 42.05 64.86%
m/z--> 20 40 60 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 56.24%
0"}2'U"i“'wl"LI'"'P"'I'”'I"'W""I”"I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
42
1.60 1.80 2.00 2.20 2.40
5000 m/z 55.05 28.70%
55
27 70
15
e S S I I B LN B S SN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #673: Oxirane, ethyl-
2 1.60 1.80 2.00 2.20 2.40
m/z 38.95 22.96%
5000
27 72
‘ 57
15
G S S I I I L B S SN SR
m/z--> 20 40 60 80 100 120 140 160 180 200 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052120\
Data File : VX016386.D

Aca On : 21 May 2020 16:11

Operator : JC/SP

Sample : L2684-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 12 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

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 Cyclopropane, 1,2-dimethyl-__._. Concentration Rank 6

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

2.25 101.27 ug/l 969198 Pentafluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane., 1.2-dimethvl-. cis- 70 C5H10 000930-18-7 91
2 2-Butene. 2-methvl- 70 C5H10 000513-35-9 91
3 Cvclopropane. 1.1-dimethvl- 70 C5H10 001630-94-0 80
4 Cvclopropane. 1.2-dimethvl-. trans- 70 C5H10 002402-06-4 80
5 1-Butene, 3-methyl- 70 C5H10 000563-45-1 78

Abundance Scan 191 (2.252 min): VX016386.D (-186) (-) m/z 55.10 100.00%
55
5000 70
41
2.00 220 2.40 2.60
Ol e 86, 205 191200 269 | 757 70.05  45.01%
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 25.74%

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 25.36%
41
27
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #578: Cyclopropane, 1,1-dimethyl-
55 2.00 2.20 2.40 2.60
m/z 42.10 21.01%
5000 39 70
15
01
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 : VX016386.D

Aca On : 21 May 2020 16:11

Operator : JC/SP

Sample : L2684-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 12 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

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 Cyclobutane, methyl- Concentration Rank 9

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

2.92 90.25 ug/1 863755 Pentafluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclobutane. methvl- 70 C5H10 000598-61-8 68
2 1-Pentene 70 C5H10 000109-67-1 64
3 Cvclopropane. ethvl- 70 C5H10 001191-96-4 59
4 3-Hexene 84 C6H12 000592-47-2 43
5 Methyl propargyl ether 70 C4H60 000627-41-8 38

Abundance Scan 301 (2.922 min): VX016386.D (-296) (-) m/z 69.10 100.00%
42 69
55
5000
84
208 2.60 2.80 3.00 3.20
0’ m/z 42.10 86.00%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #572: Cyclobutane, methyl-
42
5000 BRSNS RS R
55 2.60 2.80 3.00 3.20
27 0 m/z 41.05 85.94%
0 W"}i"'W"'W"'W"'W"”I"”I"” [rrrrprrrrpTT
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
42
55 2.60 2.80 3.00 3.20
5000 0 m/z 55.10 56.41%
29
15
s e S S I UL L L B B B S
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 N
Abundance #576: Cyclopropane, ethyl- e AR EaR T
42 2.60 2.80 3.00 3.20
m/z 70.10 48.87%
55
5000 7
70
15 ‘
0'F””hﬁ¢'w“'LI'”'I”"P"W"”I'”' [rrrrprrrrpTT
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 260 2.80 3.00 3.20

82X050420W.M Fri May 22 14:11:04 2020 Page: 9



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052120\
Data File : VX016386.D

Aca On : 21 May 2020 16:11

Operator : JC/SP

Sample : L2684-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 12 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 4

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

4.38 124.22 ug/Il 1188910 Pentafluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 94
2 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 80
3 Cvclohexane 84 C6H12 000110-82-7 78
4 Cvclobutane. ethvl- 84 C6H12 004806-61-5 78
5 Cyclobutane, butyl- 112 C8H16 013152-44-8 56

Abundance Scan 540 (4.379 min): VX016386.D (-529) (-) m/z 56.10 100.00%
96
5000 41
o & 20 260 4.00 4.20 4.40 4.60 4.80
0 ! m/z 69.05 46.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
4.00 4.20 4.40 4.60 4.80
o8 o m/z 41.00 44 .59%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
56
27
4.00 4.20 4.40 4.60 4.80
5000 m/z 55.05 24 _.80%
42
84
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #1458: Cyclohexane
56 4.00 4.20 4.40 4.60 4.80
84 m/z 42.05 18.70%
5000 a1
69
27 H
o.n,ﬂﬂw..ﬂ M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 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 : VX016386.D

Aca On : 21 May 2020 16:11

Operator : JC/SP

Sample : L2684-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 12 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

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 Cyclopentene, 1-methyl- Concentration Rank 10

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

5.28 78.32 ug/1 749590 Pentafluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene., 1-methvl- 82 C6H10 000693-89-0 90
2 1.4-Pentadiene. 2-methvl- 82 C6H10 000763-30-4 90
3 Cvclopentene. 3-methvl- 82 C6H10 001120-62-3 87
4 Cvclopentene. 4-methvl- 82 C6H10 001759-81-5 87
5 Cyclopentane, methylene- 82 C6H10 001528-30-9 83

Abundance Scan 688 (5.282 min): VX016386.D (-664) (-) m/z 67.05 100.00%
67
5000 /\
39 AR SARRE LR SR
T 53 Id 191 207 500 5.20 540 560
o..”,..”,.mh,Jlnu..”,..”,..”,..”,..”,..”,..” m/z 82.10 31.61%
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #1243. Cyclopentene, 1-methyl-
67
5000 82 L UL L I A
5.00 5.20 5.40 5.60
9 m/z 81.05 16.28%

3
27 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
67

5.00 5.20 5.40 5.60

5000 41 m/z 39.05 14.02%
27 54 82
O B o LA I o o o BRI
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1236: Cyclopentene, 3-methyl-
67 5.00 5.20 5.40 5.60

m/z 41.00 12 _.50%

5000
82
0 u \M wly bl ‘

m/z--> 60 80 100 120 140 160 180 200 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX052120\
Data File : VX016386.D

Aca On : 21 May 2020 16:11

Operator : JC/SP

Sample : L2684-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 12 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

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 Benzene, l-ethyl-3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.42 150.00 ug/Il 3705040 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
4 Mesitvlene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1695 (11.421 min): VX016386.D (-1689) (-) m/z 105.10 100.00%
105
5000
120
77 91 ‘ 11.20 11.40 11.60 11.80
39 63 : : : :
Obrrrprrrspr it b M 292297 289 Tm/z 120.05  31.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
5000
120 11.20 11.40 11.60 11.80
m/z 91.10 11.98%
18 39 63 77 91
0'”I”'“”'W'“h'A'““'P'”P'”I”” LBRA SRASS SARAN BRASE SRRA AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105
11.20 11.40 11.60 11.80
5000 m/z 77.05 11.17%
120
| 39 779
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9430: Benzene, 1-ethyl-4-methyl-
105 11.20 11.40 11.60 11.80
m/z 106.10 9.06%
5000
120
m/z--> 25 40 éo éo 160 150 140 160 180 200 220 240 260 280 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 : VX016386.D

Aca On : 21 May 2020 16:11

Operator : JC/SP

Sample : L2684-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 12 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

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 93.29 ug/1 2304340 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 94
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
Abundance Scan 1811 (%)2.128 min): VX016386.D (-1806) (-) m/z 105.05 100.00%
105
5000 120
47 51 77 91 11.80 12.00 12.20 12.40
Obrrrrrrs ekttt et 2 e 2Bh- | m/z 120.05  42.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9415. Benzene, 1,2,3-trimethyl-
105

A

5000 120 LA L L L L L L L B |
11.80 12.00 12.20 12.40
m/z 77.10 12.02%
39 63 77 91
B A N —
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 91.05 9.95%
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 9.70%

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 : VX016386.D

Aca On : 21 May 2020 16:11

Operator : JC/SP

Sample : L2684-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 12 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

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 5
R.T. EstConc Area Relative to ISTD R.T.
12.29 111.47 ug/Il 2753240 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 64
2 Benzene. cvclopropvl- 118 C9H10 000873-49-4 64
3 Benzene. 2-propenvl- 118 C9H10 000300-57-2 64
4 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 50
5 Benzene, l-propenyl- 118 C9H10 000637-50-3 46
Abundance Scan 1838 (12.293 min): VX016386.D (-1831) (-) m/z 117.05 100.00%
117
5000
91
39 6377 134 207 081 12.00 12.20 12.40 12.60
0! m/z 118.05 54 .58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8949: Indane
117
5000 L B B BV U
12.00 12.20 12.40 12.60
39 og 91 m/z 105.05 39.04%
0 13 77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117
12.00 12.20 12.40 12.60
5000 m/z 119.10 35.02%
91
. o7 5165
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8961: Benzene, 2-propenyl-
117 12.00 12.20 12.40 12.60
m/z 115.10 34.01%
5000 o1
39 65
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX052120\
Data File : VX016386.D

Acq On : 21 May 2020 16:11

Operator : JC/SP

Sample - L2684-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 12 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 93.9 ug/I 899079 1 5.64 478541 50.0
Butane, 2-methyl- 1.78 226.8 ug/l1 2170370 1 5.64 478541 50.0
Pentane 1.99 135.9 ug/1 1300340 1 5.64 478541 50.0
Cyclopropane, 1,2... 2.25 101.3 ug/1l 969198 1 5.64 478541 50.0
Cyclobutane, methyl- 2.92 90.3 ug/I 863755 1 5.64 478541 50.0
Cyclopentane, met... 4.38 124.2 ug/1 1188910 1 5.64 478541 50.0
Cyclopentene, 1-m... 5.28 78.3 ug/Il 749590 1 5.64 478541 50.0
Benzene, l-ethyl-_.. 11.42 150.0 ug/1 3705040 4 12.06 1235010 50.0
Benzene, 1,2,3-tr... 12.13 93.3 ug/1 2304340 4 12.06 1235010 50.0

4

Indane 12.29 111.5 ug/1 2753240 12.06 1235010 50.0
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