LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX080919\
Data File : VX011407.D

Aca On : 09 Aug 2019 14:08

Operator : JC/SP

Sample : K4279-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 11 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\82X080119W.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 1.782 96 103 111 rBV 60803 86819 2.54% 0.388%
2 1.995 133 138 146 rVB 57046 83140 2.43% 0.371%
3 2.385 196 202 210 rBvV 25985 49949 1.46% 0.223%
4 2.837 269 276 279 rBV 31240 62931 1.84% 0.281%
5 2.885 279 284 287 rVV 82281 169330 4 _.95% 0.756%
6 2.928 287 291 302 rVB 105591 215840 6.31% 0.964%
7 3.166 321 330 340 rBV 101431 234996 6.87% 1.049%
8 3.519 379 388 400 rBV2 19305 45067 1.32% 0.201%
9 4_.397 521 532 546 rVB 284702 826063 24.16% 3.689%
10 5.495 699 712 717 rBV2 108382 309171 9.04% 1.381%

11 5.574 717 725 732 rVV 264865 816811 23.89% 3.648%
12 5.653 732 738 758 rvB2 211159 638477 18.67% 2.851%
13 5.940 772 785 794 rBv4 21353 74702 2.18% 0.334%
14 6.055 796 804 812 rvV 113103 295719 8.65% 1.321%
15 6.135 812 817 827 rvV 36906 100276 2.93% 0.448%

16 6.257 829 837 846 rvv4 19878 68067 1.99% 0.304%
17 6.354 847 853 861 rvv4 18607 52735 1.54% 0.236%
18 6.452 861 869 880 rvB 26619 73846 2.16% 0.330%

19 6.854 925 935 946 rBV 288063 686692 20.08% 3.067%
20 7.458 1023 1034 1043 rBvV 159420 363141 10.62% 1.622%

21 8.714 1234 1240 1248 rVB 589913 907057 26.53% 4_.051%
22 9.037 1288 1293 1301 rVB2 19971 35704 1.04% 0.159%
23 10.110 1462 1469 1477 rBV 595602 777385 22.74% 3.472%
24 10.250 1486 1492 1502 rBV 2757484 3419292 100.00% 15.270%
25 10.360 1502 1510 1516 rVB 155086 206791 6.05% 0.923%

26 11.018 1612 1618 1629 rVB 292406 384433 11.24% 1.717%
27 11.134 1629 1637 1644 rBV 502922 645151 18.87% 2.881%
28 11.359 1669 1674 1680 rBV 309385 390232 11.41% 1.743%
29 11.451 1685 1689 1693 rBV 78586 96373 2.82% 0.430%
30 11.664 1716 1724 1734 rBV 1077335 1338494 39.15% 5.977%

31 11.804 1742 1747 1752 rVB 2500816 2950976 86.30% 13.178%
32 11.945 1767 1770 1778 rVB 38612 51085 1.49% 0.228%
33 12.073 1786 1791 1797 rBV 645374 815963 23.86% 3.644%
34 12.140 1797 1802 1807 rVB 1224387 1411531 41.28% 6.304%

82X080119W.M Mon Aug 12 14:17:48 2019 Page: 1



LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX080919\
Data File : VX011407.D

Aca On : 09 Aug 2019 14:08

Operator : JC/SP

Sample : K4279-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 11 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\82X080119W_.M
SW846 8260

35 12.298 1822 1828 1833 rBV 431704 547034 16.00% 2.443%

36 12.365 1834 1839 1849 rVB2 48484 90155 2.64% 0.403%
37 12.457 1849 1854 1859 rBV2 43235 61921 1.81% 0.277%
38 12.518 1859 1864 1869 rVB 79016 98566 2.88% 0.440%
39 12.585 1870 1875 1877 rBV 99247 132801 3.88% 0.593%
40 12.609 1877 1879 1883 rVV 95920 96609 2.83% 0.431%
41 12.664 1883 1888 1891 rVV 108228 128913 3.77% 0.576%
42 12.701 1891 1894 1898 rVV 43874 56393 1.65% 0.252%
43 12.755 1898 1903 1909 rVB2 115002 183616 5.37% 0.820%
44 12.902 1921 1927 1932 rVB2 75502 98696 2.89% 0.441%

45 12.975 1932 1939 1942 rVV 79926 101071 2.96% 0.451%

46 13.018 1942 1946 1952 rVB 130505 159620 4.67% 0.713%
47 13.341 1995 1999 2005 rVB2 268991 364691 10.67% 1.629%
48 13.475 2016 2021 2027 rVB 143999 177740 5.20% 0.794%
49 13.719 2058 2061 2068 rVB3 26600 48881 1.43% 0.218%
50 13.828 2071 2079 2088 rVB 810923 1064544 31.13% 4._.754%

51 14.694 2216 2221 2231 rVB 119218 154647 4._.52% 0.691%
52 14.834 2238 2244 2253 rBV 105976 142252 4.16% 0.635%

Sum of corrected areas: 22392389
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX080919\
Data File : VX011407.D

Aca On : 09 Aug 2019 14:08

Operator : JC/SP

Sample : K4279-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 11 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080119W .M
SW846 8260

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

Abundance TIC: VX011407.D
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L e = 7 — — —
12.50

0
13.50

= T T T i —
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX080919\
Data File : VX011407.D

Aca On : 09 Aug 2019 14:08

Operator : JC/SP

Sample : K4279-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080119W .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 Pentane, 2-methyl- Concentration Rank 8

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

2.89 13.26 ug/Il 169330 Pentafluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 64
2 Pentane 72 C5H12 000109-66-0 43
3 Butanal. 2.2-dimethvl- 100 C6H120 002094-75-9 38
4 Pentane. 3.3-dimethvl- 100 C7H16 000562-49-2 38
5 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 38

Abundance Scan 285 (2.891 min): VX011407.D (-279) (-) 43.00 100.00%
43
5000 n @ S
> 2.60 2.80 3.00 3.20
86
o...,....,....,....,.?“?.|,.:..5,0.-.|!|.,.6.4..!:..7.7,..:.,....,....1,1.1..., m/z 71.10 49.77%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #1825: Pentane, 2-methyl-
43
5000
27 7 2.60 2.80 3.00 3.20
m/z 42.10 45_76%
15 57
0"W?”'PJ”I”*JP'”h”'?Rﬁml'”'b"ﬂ'ﬁgl”'W'”'P"W
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
260 2.80 300 320
5000 m/z 41.00 40.19%
27 57 72
15 50 65
o R AR AN RN AR AR R RS RARRS AR SARRRRARE
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #3861: Butanal, 2,2-dimethyl-
43 2.60 2.80 3.00 3.20
m/z 39.00 20.65%
5000 71
29
55
o 15 ‘H M ol 85 100
m/z--> 0 10 20 30 40 50 60 70 8 90 100 110 2.60 2.80 3.00 3.20

82X080119W.M Mon Aug 12 14:17:50 2019 Page: 4



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX080919\
Data File : VX011407.D

Aca On : 09 Aug 2019 14:08

Operator : JC/SP

Sample : K4279-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080119W .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 Cyclopentane Concentration Rank 7

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

2.93 16.90 ug/I 215840 Pentafluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane 70 C5H10 000287-92-3 72
2 Cvclobutane. methvl- 70 C5H10 000598-61-8 56
3 1-Pentene 70 C5H10 000109-67-1 50
4 2-Pentene 70 C5H10 000109-68-2 47
5 2-Pentene, (2)- 70 C5H10 000627-20-3 47

Abundance Scan 291 (2.928 min): VX011407.D (-287) (-) m/z 42.05 100.00%

4
55
5000 70

260 280 300 3.20
3
Olrrrrreprrreprerrrrm e e e Lo 84 m/z 55.00 50.52%

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #556: Cyclopentane
42
5000

2.60 2.80 3.00 3.20
70
5 m/z 70.10  39.15%

27
1 15 31 3$“ 51 | 60 65
O P P P T T T T A [ [T T e T T
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
42

2.60 2.80 3.00 3.20

5000 m/z 41.00 28.28%
55
27 70
o 15 31 38 51 62
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #551: 1-Pentene
42 2.60 2.80 3.00 3.20

m/z 39.00 24 .20%

55
5000 70
29
15 25 3$‘ 51, | 6165

O P A T T T T b T e e e e L N e B ,. T

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 2.60 2.80 300 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX080919\
Data File : VX011407.D

Aca On : 09 Aug 2019 14:08

Operator : JC/SP

Sample : K4279-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080119W .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, 3-methyl- Concentration Rank 6

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

3.17 18.40 ug/Il 234996 Pentafluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 90
2 Pentane. 2.2.3-trimethvl- 114 C8H18 000564-02-3 72
3 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 72
4 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 64
5 Decane, 2,2,3-trimethyl- 184 C13H28 062338-09-4 56

Abundance Scan 331 (3.172 min): VX011407.D (-321) (-) m/z 57.10 100.00%
57
41
5000
| | 50 71 86 g 2.80 3.00 3.20 3.40 3.60
o | 40| USSR e AN m/z 56.10 82.66%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1826: Pentane, 3-methyl-
57
29 41
5000 NI AASERARSERRARSN
280 3.00 3.20 3.40 3.60
m/z 41.00 58.10%
o1 1 | ‘ 50 |, 64 'L 79 86
miz--> I % % 5 % % 8 % 1% 16 130
Abundance
57
2.80 3.00 3.20 3.40 3.60
5000 41 m/z 43.00 21.85%
29
o 15 50 69 77 85 99 gy
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #12723: Hexane, 2,2,3-trimethyl-
57 2.80 3.00 3.20 3.40 3.60
m/z 39.00 17.06%
5000 41
71
0 14 \“ 50, | 1 85 113
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 2.80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX080919\
Data File : VX011407.D

Aca On : 09 Aug 2019 14:08

Operator : JC/SP

Sample : K4279-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080119W .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 Cyclopentane, methyl- Concentration Rank 3

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

4.40 64 .69 ug/1 826063 Pentafluorobenzene 5.66
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 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 72
4 Cvclobutane. ethvl- 84 C6H12 004806-61-5 64
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 56

Abundance Scan 532 (4.397 min): VX011407.D (-521) (-) m/z 56.05 100.00%
56
5000 4l 69
) | 84 400 420 440 460 480
53 - : : : -
o....,....,....,....,....,....,.?..;.I!.,‘.‘?.?ﬁ.!.-,:..,??I‘?ﬁ!.'.i..?.‘,‘..?.g,....',....,...., m/z 41.00 51.09%

m/z-->

m/z-->

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69

4.00 4.20 4.40 4.60 4.80
m/z 69.10 43.87%

28

o

84
15 | 34\ | 505\3‘ 65 | 7|
L At
5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
84

4.00 420 4.40 4.60 4.80

5000 41 m/z 55.05 26.60%
69
27
0 15 30 38 44 5053 65 7477 81
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1329: 1H-Tetrazole, 5-methy!l- R e AR
56 400 420 4.40 4.60 4.80
27 m/z 38.95 24 .44%
5000
42
38 53‘ 84
o) SN I M1 v | R BE— e
I I I I [ I I I T | I I I I I [ I I | | I | |
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 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\VX080919\
Data File : VX011407.D

Aca On : 09 Aug 2019 14:08

Operator : JC/SP

Sample : K4279-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080119W .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 Benzene, l-ethyl-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.66 82.02 ug/1 1338490 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
2 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 93
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 90
4 Mesitvlene 120 C9H12 000108-67-8 90
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
Abundance Scan 1723 (11.658 min): VX011407.D (-1716) (-) m/z 105.10 100.00%
105
5000
120
SR (- IV I 110 1160 1130 1260
Ol prrrr e oo el 84 L 98 Ll 1B 128 1 Rs57150.10  30. 36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000 AR RARRA RN waRRA N 'A
120 11.40 11.60 11.80 12.00
20 . o1 m/z 90.95 12.69%
o 2 T St Yig | es | 13
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 |
Abundance
105 A
'”I'”'I”"P"W"A
11.40 11.60 11.80 12.00
5000 m/z 76.95 12 .54%
77 91 120
15 27 39 5l .5 65
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 /\

Abundance #9421: Benzene, 1,2,4-trimethyl- R m e e Rl
11.40 11.60 11.80 12.00

m/z 106.10 9.21%

|

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.40 11.60 11.80 12.00

5000
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX080919\
Data File : VX011407.D

Aca On : 09 Aug 2019 14:08

Operator : JC/SP

Sample : K4279-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080119W .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 Benzene, 1,2,3-trimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.14 86.49 ug/1 1411530 1,4-Dichlorobenzene-d4 12.07
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 93
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-4-methyl- 120 C9H12 000622-96-8 91

Abundance Scan 1802 (12.140 min): VX011407.D (-1797) (-) m/z 105.05 100.00%
105
5000 120 A
7 o1 1180 1900 1990 1240
39 51 65 11.80 12.00 12.20 12.40
Ol eyt el el 234352 sz 120.10  43.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120 A
5000 NN BN B
11.80 12.00 12.20 12.40
m/z 77.00 12 .34%
s 27 ¥ soe TG
S R B A R KRR NEA AR RARRA R LA EAAAN LA BARA S SARRI
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
105
120 11,80 12.00 12.20 12.40
5000 m/z 91.00 10.38%
. 27 39 51 g5 7 9L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9420: Benzene, 1,2,4-trimethyl-
105 11.80 12.00 12.20 12.40
m/z 119.10 10.09%
120
5000
A 17 91
O T T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX080919\
Data File : VX011407.D

Aca On : 09 Aug 2019 14:08

Operator : JC/SP

Sample : K4279-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080119W .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 Benzene, cyclopropyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.30 33.52 ug/1 547034 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. cvclopropvl- 118 C9H10 000873-49-4 81
2 Indane 118 C9H10 000496-11-7 81
3 Benzene. 2-propenvl- 118 C9H10 000300-57-2 74
4 Benzene. l-propenvl- 118 C9H10 000637-50-3 74
5 1,4:5,8-Dimethanobiphenylene, 1,... 184 C14H16 001624-13-1 72
Abundance Scan 1828 (12.298 min): VX011407.D (-1822) (-) m/z 117.05 100.00%
117
5000
63 3 10s 12.00 12.20 12.40 12.60
39 51 77 134 : : : :
o S I % Y O R - Al 7 m/z 118.10 55.53%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8964: Benzene, cyclopropyl-
117
A
5000 RN BN B
12.00 12.20 12.40 12.60
m/z 115.00 36.85%
o7 39 515865 77
0‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
12.00 12.20 12.40 12.60
5000 m/z 91.00 17.23%

58 91
L2 39 5 65 77 103119
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8961: Benzene, 2-propenyl-

12.00 12.20 12.40 12.60
m/z 119.10 15.07%

5000

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX080919\
Data File : VX011407.D

Aca On : 09 Aug 2019 14:08

Operator : JC/SP

Sample : K4279-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080119W .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 1-Phenyl-1-butene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.76 11.25 ug/Il 183616 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenvl-1-butene 132 C10H12 000824-90-8 81
2 Benzene. (2-methvl-2-propenvl)- 132 C10H12 003290-53-7 80
3 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 80
4 Indan., 1-methvl- 132 C10H12 000767-58-8 76
5 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 72
Abundance Scan 1904 (12.762 min): VX011407.D (-1898) (-) m/z 117.05 100.00%
147
5000
91 132
39 51 65 17 105 | 148 12.40 12.60 12.80 13.00
Obrrrrrrrprerr e e et b o m/z 119.05  79.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14034: 1-Phenyl-1-butene
117

5000
12.40 12.60 12.80 13.00

m/z 115.00 40.43%

01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
132 12.40 12.60 12.80 13.00
5000 m/z 132.05 28.44%
91
39 65
15 27 51 78 104
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14069: Benzene, (2-methyl-1-propenyl)-
117 132 12.40 12.60 12.80 13.00

m/z 91.00 25.73%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX080919\
Data File : VX011407.D

Aca On : 09 Aug 2019 14:08

Operator : JC/SP

Sample : K4279-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080119W .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, 1,2,3,4-tetramethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.34 22 .35 ug/1 364691 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 70
2 p-Cvmene 134 C10H14 000099-87-6 70
3 o-Cvmene 134 C10H14 000527-84-4 70
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 70
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 70

Abundance Scan 1999 (13.341 min): VX011407.D (-1995) (-) m/z 119.10 100.00%
119
5000 134 /\ }\/\
39 s 77| 13.00 13.20 13.40 13.60
O AN 0| m/z 117.10  44.05%

R 1

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #14869: Benzene, 1,2,3,4-tetramethy!

119
134
5000

13.00 13.20 13.40 13.60

o1 m/z 134.10 42 .59%
15 27 \4\1 5\1 6? 7\7 ‘ 105 Ll If
IIIIIIIIIIIIIIIIIIIIIIII‘IIIII‘IIIIIIII‘IIIIIIIIIIII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
13.00 13.20 13.40 13.60
5000 m/z 91.00 21.22%
91 134
27 41 51 65 77 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14811: o-Cymene
119 13.00 13.20 13.40 13.60
m/z 114.95 18.79%
5000
134
91
27 \4\1 o1 6\5 7\7 103
O e e e P e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 13.00 13.20 13.40 13.60

82X080119W.M Mon Aug 12 14:17:57 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX080919\
Data File : VX011407.D

Aca On : 09 Aug 2019 14:08

Operator : JC/SP

Sample : K4279-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080119W .M
: SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 10

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

13.47 10.89 ug/Il 177740 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvydro- 132 C10H12 000119-64-2 96
2 Indan. epoxide 132 C9H80 000768-22-9 52
3 Benzene. cvclobutvl- 132 C10H12 004392-30-7 42
4 Benzene. 1.1"-(1.2-cvclobutanedi... 208 C16H16 007694-30-6 38

5 Phensuximide 189 C11H11NO2 000086-34-0 38

Abundance Scan 2020 (13.469 min): VX011407.D (-2016) (-) m/z 104.00 100.00%
104
5000 91 132
78 115 LB B e
39 31 63 | || | 14215 13.20 13.40 13.60 13.80
Obrrprrrrprrrr ettt el 244292 gz 132,10  46.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14082: Naphthalene, 1,2,3,4-tetrahydro-
104
5000 91
132 13.20 13.40 13.60 13.80
m/z 91.05 42 .60%
o8 39 51 65 78 115
0.w}?wnﬂ,””h”HHHH,M”“.L“.”“”.NM..ﬁ..”nﬁnw.”w”.w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
104
13.20 13.40 13.60 13.80
5000 m/z 115.00 18.28%
51 78 132
27 P 63 89 116
01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14049: Benzene, cyclobutyl-
104 13.20 13.40 13.60 13.80
m/z 117.10 14 .85%
5000
78
39 50 91 132
Obrrprerrprrrrprre ety e e b
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 13.20 13.40 13.60 13.80

82X080119W.M Mon Aug 12 14:17:58 2019
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX080919\
Data File : VX011407.D

Acq On : 09 Aug 2019 14:08

Operator : JC/SP

Sample - K4279-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X080119W_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]
Pentane, 2-methyl- 2.89 13.3 ug/I1 169330 1 5.66 638477 50.0
Cyclopentane 2.93 16.9 ug/I 215840 1 5.66 638477 50.0
Pentane, 3-methyl- 3.17 18.4 ug/I1 234996 1 5.66 638477 50.0
Cyclopentane, met... 4.40 64.7 ug/l 826063 1 5.66 638477 50.0
Benzene, l-ethyl-_... 11.66 82.0 ug/1 1338490 4 12.07 815963 50.0
Benzene, 1,2,3-tr... 12.14 86.5 ug/1 1411530 4 12.07 815963 50.0
Benzene, cyclopro... 12.30 33.5 ug/Il 547034 4 12.07 815963 50.0
1-Phenyl-1-butene 12.76 11.3 ug/I1 183616 4 12.07 815963 50.0
Benzene, 1,2,3,4-... 13.34 22.4 ug/I1 364691 4 12.07 815963 50.0

4

Naphthalene, 1,2,... 13.47 10.9 ug/I1 177740 12.07 815963 50.0
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