LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX042220\
Data File : VX015851.D

Aca On - 22 Apr 2020 18:54

Operator : JC/SP

sample - 12379-03 -
Misc - 5.0mL/MSVOA X/WATER ST LT A
ALS Vial : 23 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 60 rBV2 18424405 63633063 100.00% 55.588%
1.393 81 83 91 rvB 784131 840521 1.32% 0.734%
rBv 564654 1298727 2.04% 1.135%
4._.569 587 604 617 rBvV 605562 1714042 2.69% 1.497%
5.471 742 752 761 rBV 519390 1468295 2.31% 1.283%
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5.636 769 779 786 rBV 880659 2540254 3.99% 2.219%
5.703 786 790 803 rvB3 315366 853453 1.34% 0.746%
rBv 546800 1391805 2.19% 1.216%
6.325 884 892 904 rVvB3 304025 929326 1.46% 0.812%
6.837 966 976 985 rBV 1378040 3292259 5.17% 2.876%
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11 7.428 1062 1073 1086 rBV3 521699 1296096 2.04% 1.132%
12 7.831 1130 1139 1149 rBV2 652319 1372570 2.16% 1.199%
13 8.160 1185 1193 1200 rBV 393879 787804 1.24% 0.688%
14 8.373 1220 1228 1234 rBV 420414 795328 1.25% 0.695%
15 8.696 1267 1281 1295 rBV 3107911 5310049 8.34% 4.639%

16 8.824 1295 1302 1308 rBV 1210688 2070853 3.25% 1.809%
17 9.556 1415 1422 1427 rBV2 437224 742262 1.17% 0.648%
18 9.660 1434 1439 1444 rBV 1121356 1822754 2.86% 1.592%
19 9.879 1468 1475 1480 rBvV 456862 702144 1.10% 0.613%
20 10.099 1505 1511 1517 rBV 3282088 4375165 6.88% 3.822%

21 10.172 1517 1523 1528 rVB 459684 699439 1.10% 0.611%
22 10.324 1543 1548 1557 rBV3 560553 1273667 2.00% 1.113%
23 10.641 1589 1600 1606 rBV3 428903 1196855 1.88% 1.046%
24 10.824 1616 1630 1638 rBV2 942323 1692499 2.66% 1.479%
25 11.123 1673 1679 1683 rBV 2955753 3626121 5.70% 3.168%

26 11.903 1799 1807 1810 rBV 486469 743493 1.17% 0.649%
27 12.062 1828 1833 1839 rBV 3739181 4702611 7.39% 4.108%
28 12.751 1941 1946 1952 rBV5 586854 1051200 1.65% 0.918%
29 12.879 1960 1967 1972 rVB3 402696 721195 1.13% 0.630%
30 13.897 2129 2134 2138 rVB 600647 748985 1.18% 0.654%

31 13.970 2138 2146 2150 rBV 490403 779252 1.22% 0.681%

Sum of corrected areas: 114472087
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

5.0mL/MSVOA X/WATER
23 Sample Multiplier: 1

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

- VX015851.D

- 22 Apr 2020 18:54

- JC/SP

- L2379-03 ST006MW148-200420

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

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

Abundance

1.5e+07

le+07

5000000

TIC: VX015851.D
1406

1.39 5
2.83 4.57 547584,  6.04
VAN PAN A~ A\

Time--> 1.

05

I I I I T I I I
00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00

Abundance

1.5e+07

le+07

5000000

TIC: VX015851.D

8.70 10.10 11.12

6.84

6.32 7.43 7.83 8.16 8.37

04
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX015851.D
1.5e+07
1e+07
5000000 12.06
11.90 12.%% 88 131807
04
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\HPCHEMI\MSVOA X\DATA\VX042220\
Data File : VX015851.D

Aca On - 22 Apr 2020 18:54

Operator : JC/SP

sample - 12379-03 -
Misc - 5.0mL/MSVOA X/WATER ST LT A
ALS Vial : 23 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, 2,3-dimethyl- Concentration Rank 2

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

2.83 25.56 ug/1 1298730 Pentafluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 90
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 53
3 Pentane 72 C5H12 000109-66-0 38
4 Cvclobutane. methvl- 70 C5H10 000598-61-8 38
5 Tetrahydrofuran 72 C4H80 000109-99-9 38

Abundance Scan 319 (2.832 min): VX015851.D (-309) (-) m/z 43.05 100.00%

5000

_&::::::=>

240 2.60 2.80 3.00 3.20

97 118 144 164 192210 236253 282297

0 m/z 42.10 86.84%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #1830: Butane, 2,3-dimethyl-
42
5000
71 2.40 2.60 2.80 3.00 3.20
m/z 41.05 38.55%
ownnﬁéw.A,””ﬁzw””“”.””.”w””“”w””.”w””.”w”
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 25.02%
27 71
0 2 87
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #709: Pentane
43 2.40 2.60 2.80 3.00 3.20
m/z 39.05 17.26%
5000
0||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||| _rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_r
m/z--> 0 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 : VX015851.D

Aca On - 22 Apr 2020 18:54

Operator : JC/SP

sample - 12379-03 -
Misc - 5.0mL/MSVOA X/WATER ST LT A
ALS Vial : 23 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 Pentane, 2,3-dimethyl- Concentration Rank 8

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

5.70 16.80 ug/Il 853453 Pentafluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 91
2 Propane. 2-cvclopropvl- 84 C6H12 003638-35-5 43
3 Heptane. 2.2-dimethvl- 128 C9H20 001071-26-7 38
4 Aziridine. 2-methvl- 57 C3H7N 000075-55-8 38
5 Silane, trichlorodocosyl- 442 C22HA45CI3Si 007325-84-0 28

Abundance Scan 790 (5.703 min): VX015851.D (-786) (-) m/z 56.10 100.00%
56
5000
3
| 85 5.40 5.60 5.80 6.00

133 270
el 110, 193 161178193210 232248 270 296 | 75 4310 80.81%

0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3987: Pentane, 2,3-dimethyl-
56
41
5000
5.40 5.60 5.80 6.00
m/z 41.10 67.55%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
41
5.40 5.60 5.80 6.00
5000 m/z 57.10 64.83%
o 15 84
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12705: Heptane, 2,2-dimethy!-
5[7 5.40 5.60 5.80 6.00
m/z 71.10 31.24%
5000 41
‘ ‘ %2 113
Ot e e P e T
m/z--> 0 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 : VX015851.D

Aca On - 22 Apr 2020 18:54

Operator : JC/SP

sample - 12379-03 -
Misc - 5.0mL/MSVOA X/WATER ST LT A
ALS Vial : 23 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 2,2,7,7-Tetramethyloctane Concentration Rank 10

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

6.32 14_.11 ug/Il 929326 1,4-Difluorobenzene 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2.7.7-Tetramethvloctane 170 C1l2H26 001071-31-4 64
2 Pentane. 2.2.3.4-tetramethvl- 128 C9H20 001186-53-4 64
3 Hexane. 2.2.5.5-tetramethvl- 142 C10H22 001071-81-4 53
4 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 53
5 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 50

Abundance Scan 891 (6.319 min): VX015851.D (-884) (-) m/z 57.10 100.00%
g7
5000
41
R RRama S R
83 99 6.00 6.20 6.40 6.60
Obprrreh e o 118133147 171 186 208223237253 281297 | "m/z 56.10  41.99%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #38353: 2,2,7,7-Tetramethyloctane
57
5000
41 6.00 6.20 6.40 6.60
85 m/z 41.10 34.20%
0 ?K'ﬂt"‘l'ﬂ“lj"%ﬁ“" ""I'EQS'"'P"'I""I”"I""""I""P'
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
43 6.00 620 640 6.60
5000 m/z 43.10 16.21%
29 a5
0 113128
m/z—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #19226: Hexane, 2,2,5,5—tetramethy|— L L L N N IR N |
57 6.00 6.20 6.40 6.60
m/z 39.00 11.87%
5000 a1

\‘ I, | 8 107 127142

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 6.00 6.20 6.40 6.60

o
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Library Search Compound Report

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

Data File : VX015851.D

Aca On - 22 Apr 2020 18:54

Operator : JC/SP

sample - 12379-03 -
Misc - 5.0mL/MSVOA X/WATER ST LT A
ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042220W .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 Cyclopentane, 1,1,3-trimethyl- Concentration Rank 6

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

7.43 19.68 ug/Il 1296100 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 76
2 1-Butene. 2.3.3-trimethvl- 98 C7H14 000594-56-9 50
3 2-Pentene. 2.3-dimethvl- 98 C7H14 010574-37-5 46
4 2-Hexene. 2.4-dimethvl- 112 C8H16 014255-23-3 46
5 3-Hexene, 3,4-dimethyl- 112 C8H16 030951-95-2 43

Abundance Scan 1073 (7.428 min): VX015851.D (-1062) (-) m/z 55.00 100.00%
55
83
5000
3
8
7.00 7.20 7.40 7.60 7.80
ol 113 136 157173 194 220235 253270 290 m/z 83.05 74200
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6786: Cyclopentane, 1,1,3-trimethyl-
55
83
5000
27 7.00 7.20 7.40 7.60 7.80
m/z 56.05 71.60%
112
ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 83
7.00 7.20 7.40 7.60 7.80
5000 3% m/z 41.10 61.26%
98
15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3351: 2-Pentene, 2,3-dimethyl-
55 g3 7.00 7.20 7.40 7.60 7.80
m/z 69.10 59.66%
5000 98
3
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

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

Data File : VX015851.D

Aca On - 22 Apr 2020 18:54

Operator : JC/SP

sample - 12379-03 -
Misc - 5.0mL/MSVOA X/WATER ST LT A
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

SW846 8260

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

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
R R o e e e e e e e e e S S e e A e A e I A e e e e A e
Peak Number 6 Cyclopentane, 1,2,4-trimethyl- Concentration Rank 4

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

7.83 20.85 ug/1 1372570 1,4-Difluorobenzene 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.2.4-trimethvl- 112 C8H16 002815-58-9 90
2 Cvclopentane. 1.2.4-trimethvl-. ... 112 C8H16 016883-48-0 90
3 Cvclopentane. 1.2.4-trimethvl-. ... 112 C8H16 004850-28-6 81
4 Cvclopentane. 1.2.3-trimethvl-, ... 112 C8H16 002613-69-6 80
5 Hexane, 2-methyl-4-methylene- 112 C8H16 003404-80-6 78

Abundance Scan 1139 (7.831 min): VX015851.D (-1130) (-) m/z 70.10 100.00%
70
55
5000
3
97 112 7.40 7.60 7.80 8.00 8.20
ol 135 162176192207 234 253 281297 m/z 55.05 67 .56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #6789: Cyclopentane, 1,2,4-trimethyl-
70
55
5000
7.40 7.60 7.80 8.00 8.20
m/z 41.05 28 .44%
3 | 9
0'“%”»LA”M”””“”MP”W””P”W””P”W”'W””P”W“”P'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
70
55
7.40 7.60 7.80 8.00 8.20
5000 m/z 68.95 23.64%
27 97112
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #6833: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.alpha.,...
70 7.40 7.60 7.80 8.00 8.20
55 m/z 42.00 19.20%
5000
27 ‘ 97112
0'“Ww”j””Pj”ﬁ”JPJW”'W””I””P'”P”'P”W'”W”'W“”I” LSRR LR RS R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

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

Data File : VX015851.D

Aca On - 22 Apr 2020 18:54

Operator : JC/SP

sample - 12379-03 -
Misc - 5.0mL/MSVOA X/WATER ST LT A
ALS Vial : 23 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 Cyclohexane, 1,1-dimethyl- Concentration Rank 3

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

8.82 23.67 ug/1 2070850 Chlorobenzene-d5 10.10

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 97
2 Cyclohexane. 1-methvl-2-propvl- 140 C10H20 004291-79-6 64
3 Cvclohexane. l1l-ethvl-2-methvl-. ... 126 C9H18 004923-77-7 64
4 Cvclohexane. l-ethvl-2-methvl-. ... 126 C9H18 004923-78-8 58
5 2,2,3,3-Tetramethylcyclopropanec... 238 C15H2602 1000221-97-5 53

97.05

8.40 8.60 8.80

100.00%

9.00 9.20

m/z

55.10

8.40 8.60 8.80

68.70%

9.00 9.20

m/z

69.05

8.40 8.60 8.80

43.71%

9.00 9.20

m/z

41.05

8.40 8.60 8.80

38.79%

9.00 9.20

m/z

56.05

Abundance Scan 1301 (8.818 min): VX015851.D (-1295) (-)
97
55
5000
3
0 112
o 132147161176191 213 232249 271 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #6750: Cyclohexane, 1,1-dimethyl-
97
55
5000
3
0
15 112
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 97
5000
70
. 29 125140
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #11620: Cyclohexane, 1-ethyl-2-methyl-, cis-
5 97
5000
4 0 126
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

8.40 8.60 8.80

36.10%

9.00 9.20

82X042220W.M Thu Apr 23 13:23:41 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX042220\
Data File : VX015851.D

Aca On - 22 Apr 2020 18:54

Operator : JC/SP

sample - 12379-03 -
Misc - 5.0mL/MSVOA X/WATER ST LT A
ALS Vial : 23 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 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 5

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

9.66 20.83 ug/1 1822750 Chlorobenzene-d5 10.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 97
2 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 72
3 Cvclooctane. (1-methvlpropvl)- 168 Cl12H24 016538-89-9 64
4 1.1.4-Trimethvlcvclohexane 126 C9H18 007094-27-1 47
5 Cyclohexane, 2-ethyl-1,3-dimethyl- 140 C10H20 007045-67-2 47

Abundance Scan 1439 (9.660 min): VX015851.D (-1434) (-) m/z 111.10 100.00%
111
69
5000
41
9.40 9.60 9.80 10.00
ol 4 126 156 177193209 235251266281 297 n/z 69.10  73.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #11584: Cyclohexane, 1,1,3-trimethyl-
69 111
5000 41
9.40 9.60 9.80 10.00
m/z 55.00 41 .95%
oL15 4 126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
69 111
9.40 9.60 9.80 10.00
5000 m/z 41.05 32.12%
41 126
0 15 84
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #36845: Cyclooctane, (1-methylpropyl)-
69 9.40 9.60 9.80 10.00
111 m/z 83.05 24 .06%
5000
41
0'”I“”HL“MAMJL?ﬁ”lW”'W”'W”'W'”W'”W'”W'”W'”W'”W”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 9.40 9.60 9.80 10.00
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Library Search Compound Report

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

Data File : VX015851.D

Aca On - 22 Apr 2020 18:54

Operator : JC/SP

sample - 12379-03 -
Misc - 5.0mL/MSVOA X/WATER ST LT A
ALS Vial : 23 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 Bicyclo[3.2.1]octane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.32 14.56 ug/Il 1273670 Chlorobenzene-d5 10.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.2_.1loctane 110 C8H14 006221-55-2 93
2 Pentalene. octahvdro-. cis- 110 C8H14 001755-05-1 72
3 Cvclooctene 110 C8H14 000931-88-4 64
4 Bicvclol2.2.21octane 110 C8H14 000280-33-1 64
5 1,3-Butadiene, 2,3-dimethyl- 82 C6H10 000513-81-5 58

Abundance Scan 1547 (10.318 min): VX015851.D (-1543) (-) m/z 67.00 100.00%

67 82

5000

10.00 10.20 10.40 10.60

125 145162178193208203239254 283299

0! m/z 82.10 86.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #5926: Bicyclo[3.2.1]octane
67 82
41
5000
110 10.00 10.20 10.40 10.60
m/z 81.05 T4.47%
2
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
67
82 10.00 10.20 10.40 10.60
5000 m/z 41.10 48.41%
41
110
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #5899: Cyclooctene
41 6 10.00 10.20 10.40 10.60
82 m/z 110.05 36.20%
5000 110
15
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.00 10.20 10.40 10.60
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Library Search Compound Report

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

Data File : VX015851.D

Aca On - 22 Apr 2020 18:54

Operator : JC/SP

sample - 12379-03 -
Misc - 5.0mL/MSVOA X/WATER ST LT A
ALS Vial : 23 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 Pentalene, octahydro-2-methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.82 19.34 ug/I 1692500 Chlorobenzene-d5 10.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentalene. octahvdro-2-methvl- 124 COH16 003868-64-2 62
2 Bicvclol4.1.01heptane 96 C7H12 000286-08-8 49
3 Cvclopentene. 1-butvl- 124 C9OH16 002423-01-0 46
4 1H-Indene. octahvdro-. cis- 124 C9H16 004551-51-3 45
5 Pentalene, octahydro-1-methyl- 124 C9H16 032273-77-1 45
Abundance Scan 1629 (10.818 min): VX015851.D (-1616) (-) m/z 67.05 100.00%

5000
109124 151 174191 209226 251 271 299 10.60 10.80 11.00 11.20
0 m/z 81.10 90.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #10701: Pentalene, octahydro-2-methyl-
81
5000 4l 96
10.60 10.80 11.00 11.20
0
124 m/z 82.05 78.98%
6
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
67
10.60 10.80 11.00 11.20
5000 m/z 41.10 32.90%
39
96
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #10649: Cyclopentene, 1-butyl- M e
67 10.60 10.80 11.00 11.20
m/z 96.05 32.70%
5000
82
41 ‘ 124
S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.60 10.80 11.00 11.20
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Tentatively ldentified Compound (LSC) summary

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

Data File : VX015851.D

Acq On : 22 Apr 2020 18:54

Operator : JC/SP

Sample : L2379-03 :
Misc - 5.0mL/MSVOA_X/WATER GRS
ALS Vial : 23 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, 2,3-dimet... 2.83 25.6 ug/1 1298730 1 5.64 2540250 50.0
Pentane, 2,3-dime... 5.70 16.8 ug/I 853453 1 5.64 2540250 50.0
2,2,7,7-Tetrameth. .. 6.32 14.1 ug/I1 929326 2 6.84 3292260 50.0
Cyclopentane, 1,1... 7.43 19.7 ug/1 1296100 2 6.84 3292260 50.0
Cyclopentane, 1,2... 7.83 20.9 ug/1 1372570 2 6.84 3292260 50.0
Cyclohexane, 1,1-... 8.82 23.7 ug/1 2070850 3 10.10 4375170 50.0
Cyclohexane, 1,1,... 9.66 20.8 ug/1 1822750 3 10.10 4375170 50.0
Bicyclo[3.2.1]Joctane 10.32 14.6 ug/1 1273670 3 10.10 4375170 50.0
Pentalene, octahy... 10.82 19.3 ug/1 1692500 3 10.10 4375170 50.0
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