LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX070819\

Data File : VX010726.D

Acg On - 09 Jul 2019 03:53

Operator : JC/SP

Sample - K3690-08 -
Misg - 5.0mL/MSVOA_X/WATER SR P
ALS Vial : 45 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: 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\82X061919W_M

Title : SW846 8260

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 1.276 16 20 26 rBv 49306 65154  4.73% 0.548%
2 1.404 38 41 47 rBv 24729 28050 2.03% 0.236%
3 1.788 101 104 112 rVB 16125 24085 1.75% 0.202%
4 2.843 270 277 289 rBvY 32958 75837 5.50% 0.637%
5 3.178 323 332 338 rBV3 7772 18073 1.31% 0.152%

4_306 508 517 526 rBV3 6754 19528 1.42% 0.164%

4.598 550 565 579 rBvV 173096 491510 35.66% 4.131%
724 rBV 128527 371135 26.92% 3.120%
5.659 729 739 761 rVB 221575 650519 47.19% 5.468%
6.062 795 805 815 rBV 125582 329807 23.93% 2.772%
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11 6.348 843 852 863 rVB3 35766 107623 7.81% 0.905%
12 6.860 926 936 950 rBV 334137 779923 56.58% 6.556%

13 7.220 988 995 1001 rBV3 8700 20667 1.50% 0.174%
14 7.452 1026 1033 1041 rVB9 7319 18920 1.37% 0.159%
15 7.683 1064 1071 1078 rVB2 8102 15533 1.13% 0.131%
16 8.055 1121 1132 1138 rBV 24411 51273 3.72% 0.431%

17 8.177 1145 1152 1161 rVB2 77677 154461 11.21% 1.298%
18 8.713 1229 1240 1249 rBV 706134 1096188 79.52% 9.214%
19 9.335 1334 1342 1348 rBvV 21732 34539 2.51% 0.290%
20 10.110 1463 1469 1471 rBV 701649 993035 72.04% 8.347%

21 10.134 1471 1473 1479 rVV 1083077 1378468 100.00% 11.587%

22 10.183 1479 1481 1486 rVB 10545 14198 1.03% 0.119%
23 10.335 1497 1506 1516 rvv4 25256 48605 3.53% 0.409%
24 10.439 1516 1523 1530 rVB10 5948 13835 1.00% 0.116%
25 10.512 1530 1535 1541 rBV2 15444 23307 1.69% 0.196%
26 10.622 1546 1553 1555 rBv4 11103 19967 1.45% 0.168%
27 10.658 1555 1559 1564 rVB4 39557 60270 4._37% 0.507%
28 10.707 1564 1567 1572 rVB3 10349 14746 1.07% 0.124%
29 10.792 1576 1581 1585 rBV3 13678 27504 2.00% 0.231%
30 10.835 1585 1588 1594 rVB 19644 26489 1.92% 0.223%
31 10.914 1596 1601 1604 rBV3 17309 30885 2.24% 0.260%
32 10.969 1608 1610 1614 rVB 12141 14720 1.07% 0.124%
33 11.018 1614 1618 1620 rBV 14762 20250 1.47% 0.170%
34 11.061 1620 1625 1632 rVV6 24727 50413 3.66% 0.424%
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LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX070819\

Data File : VX010726.D

Acg On - 09 Jul 2019 03:53

Operator : JC/SP

Sample - K3690-08 -
Misg - 5.0mL/MSVOA_X/WATER SR P
ALS Vial : 45 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: 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\82X061919W_M
SW846 8260

35 11.134 1632 1637 1642 rVV 596546 747065 54.20% 6.279%

36 11.183 1642 1645 1648 rVV2 51667 69354 5.03% 0.583%
37 11.244 1652 1655 1658 rVVv2 20840 28964 2.10% 0.243%
38 11.280 1658 1661 1664 rVB 20535 24124 1.75% 0.203%
39 11.390 1675 1679 1684 rBV3 12891 18543 1.35% 0.156%
40 11.445 1684 1688 1692 rBV2 27217 39488 2.86% 0.332%
41 11.500 1692 1697 1700 rVV5 12810 17318 1.26% 0.146%
42 11.579 1706 1710 1716 rVB7 16002 30084 2.18% 0.253%
43 11.670 1718 1725 1731 rBV5 33110 60861 4.42% 0.512%
44 11.768 1731 1741 1744 rBVY 106120 152236 11.04% 1.280%
45 11.804 1744 1747 1751 rVV3 18539 27492 1.99% 0.231%
46 11.914 1758 1765 1768 rBV 125322 196387 14.25% 1.651%
47 11.945 1768 1770 1775 rVB 71815 78072 5.66% 0.656%
48 12.024 1777 1783 1786 rVB4 11318 19191 1.39% 0.161%
49 12.079 1786 1792 1798 rBV 704421 943242 68.43% 7.928%
50 12.170 1803 1807 1812 rVVZ2 15507 27579 2.00% 0.232%

51 12.231 1812 1817 1823 rVB 344508 410955 29.81% 3.454%
52 12.298 1823 1828 1833 rBV 91306 115232 8.36% 0.969%

53 12.371 1835 1840 1848 rVB5 33268 68554 4._.97% 0.576%
54 12.469 1848 1856 1861 rBV4 13072 27619 2.00% 0.232%
55 12.658 1878 1887 1890 rBV4 26143 54497 3.95% 0.458%

56 12.713 1890 1896 1899 rVVv2 86343 166756 12.10% 1.402%
57 12.755 1899 1903 1909 rVVv2 202288 345427 25.06% 2.904%

58 12.816 1909 1913 1917 rVV 67670 89646 6.50% 0.754%
59 12.871 1917 1922 1923 rVV 55297 75712 5.49% 0.636%
60 12.896 1923 1926 1931 rVV 191259 231857 16.82% 1.949%
61 12.957 1931 1936 1938 rVV 56928 91753 6.66% 0.771%
62 12.975 1938 1939 1945 rVB2 53107 49896 3.62% 0.419%
63 13.085 1952 1957 1962 rVB 65471 90742 6.58% 0.763%
64 13.188 1970 1974 1978 rBV 43845 53293 3.87% 0.448%
65 13.249 1980 1984 1988 rVvVv 69692 86159 6.25% 0.724%
66 13.304 1988 1993 1996 rVvVv 19863 30777 2.23% 0.259%
67 13.347 1996 2000 2005 rVvv2 61736 83273 6.04% 0.700%
68 13.402 2005 2009 2014 rVv2 56146 74661 5.42% 0.628%
69 13.481 2014 2022 2027 rVB4 25248 53086 3.85% 0.446%
70 13.597 2036 2041 2045 rVB3 16221 25697 1.86% 0.216%
71 13.639 2045 2048 2051 rBV3 15416 19998 1.45% 0.168%
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LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX070819\

Data File : VX010726.D

Acg On - 09 Jul 2019 03:53

Operator : JC/SP

Sample - K3690-08 -
Misg - 5.0mL/MSVOA_X/WATER SR P
ALS Vial : 45 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: 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 = Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W._M

Title : SW846 8260

72 13.670 2051 2053 2055 rBV2 13241 15498 1.12% 0.130%
73 13.853 2077 2083 2088 rVB6 7630 16794 1.22% 0.141%
74 13.908 2088 2092 2096 rBv4 10345 14841 1.08% 0.125%
75 13.981 2101 2104 2108 rVV3 12254 16184 1.17% 0.136%
76 14.840 2240 2245 2251 rVB3 9307 18478 1.34% 0.155%

Sum of corrected areas: 11896902
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX070819\
VX010726.D

09 Jul 2019 03:53

JC/SP

K3690-08

5.0mL/MSVOA_X/WATER

45 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .M
SW846 8260

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

SS038RW082-190703
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX070819\

Data File : VX010726.D

Acg On - 09 Jul 2019 03:53

Operator : JC/SP

Sample - K3690-08 -
Misg - 5.0mL/MSVOA_X/WATER SR P
ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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 Sulfur dioxide Concentration Rank 9

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

1.28 5.01 ug/Il 65154 Pentafluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 90
2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 64
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Ethyl Chloride 64 C2H5CI 000075-00-3 3
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 3

Abundance Scan 21 (1.282 min): VX010726.D (-16) (-) m/z 63.85 100.00%
64
5000 48 /\x,vJﬂ\__ﬁﬂ~,___,__~
A LR S ————
1.30 1.40 1.50 1.60 1.70
....,...3§.!.. TN R — m/z 47.90 46.61%
m/z--> 20 40 60 80 100 120 140 160
Abundance #357: Sulfur dioxide
64
5000 48 RN AR AN ALAE RN AR
1.30 1.40 1.50 1.60 1.70
m/z 65.90 5.26%
16 32
| | |
miz--> 20 40 60 80 100 120 140 160
Abundance #6177: Aminomethanesulfonic acid
64
1.30 1.40 1.50 1.60 1.70
5000 48 m/z 49.95 1.95%
17
e 769
miz--> 20 40 60 80 100 120 140 160
Abundance #37600: L-Alanine, 3-sulfo-
64 1.30 1.40 1.50 1.60 1.70
m/z 65.10 1.16%
5000 48
28
16
‘ . 39 , 77 93 106115 130 143 169
m/z--> 2'0 4'0 6|0 8|0 1(')0 150 140 1éo 1.30 1.40 1.50 1.60 1.70
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX070819\

Data File : VX010726.D

Acg On - 09 Jul 2019 03:53

Operator : JC/SP

Sample - K3690-08 -
Misg - 5.0mL/MSVOA_X/WATER SR P
ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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 8

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

2.84 5.83 ug/Il 75837 Pentafluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 86
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 50
3 Cyclobutane, methyl- 70 C5H10 000598-61-8 50
4 Tetrahydrofuran 72 C4H80 000109-99-9 38
5 Butane, 2-methyl- 72 C5H12 000078-78-4 36

Abundance Scan 277 (2.843 min): VX010726.D (-270) (-) m/z 43.05 100.00%
a3
5000
71
i R
55 86 2.60 2.80 3.00 3.20
...,”..,”..,”..,”?7L TR DR PR - S m/z 41.95 86.26%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1830: Butane, 2,3-dimethyl-
ap
5000 AR AR LA R
7 2.60 2.80 3.00 3.20
27 m/z 41.00 39.78%
55 86
S O 0 o 30 - 2 A
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1823: Pentane, 2-methyl-
43
2.60 2.80 3.00 3.20
5000 m/z 71.10 30.67%
27 71
"'I""I'%é'l""l""l"'I"?TI""I""I"ggl""l'
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #572: Cyclobutane, methyl-
a4 2.60 2.80 3.00 3.20
m/z 39.00 20.03%
5000
55
15 o W\‘ 49 “ 62
m/z--> 0 10 20 30 40 50 60 70 8 90 100 260 280 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX070819\
Data File : VX010726.D

Acg On - 09 Jul 2019 03:53

Operator : JC/SP

Sample - K3690-08 -
Misg - 5.0mL/MSVOA_X/WATER SR P
ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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 Hexane, 2,2-dimethyl- Concentration Rank 6

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

6.35 6.90 ug/Il 107623 1,4-Difluorobenzene 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 72
2 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 72
3 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 64
4 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 59
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 59

Abundance Scan 852 (6.348 min): VX010726.D (-843) (-) m/z 57.05 100.00%
57
5000
41
99 6.00 6.20 6.40 6.60
.”,”.w.”.“.”,”.LJ”?ﬂJJ,“.ﬂqn.ﬁ?”?k.m..”,”.w. m/z 55.95  33.73%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7650: Hexane, 2,2-dimethyl-
57
5000
41 6.00 6.20 6.40 6.60
29 m/z 41.10 28.64%
oA sl il sof, o P g
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7671: Butane, 2,2,3,3-tetramethyl-
57
6.00 6.20 6.40 6.60
5000 m/z 43.00 16.28%
41
29
e bl sl e s % ua
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7656: Pentane, 2,2,4-trimethyl-
57 6.00 6.20 6.40 6.60
m/z 38.95 9.22%
5000
41
5 2 “\ 50 I 71 83 9
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 6.00 620 640 6.60
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX070819\

Data File : VX010726.D

Acg On - 09 Jul 2019 03:53

Operator : JC/SP

Sample - K3690-08 -
Misg - 5.0mL/MSVOA_X/WATER SR P
ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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 Pentane, 2,3,3-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.18 9.90 ug/l 154461 1,4-Difluorobenzene 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 64
3 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 64
4 1-lodo-2-methylnonane 268 C10H211 1000101-47-9 53
5 Sulfurous acid, nonyl 2-propyl e... 250 C12H2603S 1000309-12-0 53
Abundance Scan 1152 (8.177 min): VX010726.D (-1145) (-) m/z 43.10 100.00%
43
71
5000
% 7.80 800 820 8.40 8.60
116 287 m/z 71.10 66.47%

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000 71

7.80 8.00 8.20 8.40 8.60

27 m/z 70.05 57.03%
2 99 114
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12706: Hexane, 2,3,4-trimethyl-
43
R R o e S  RREEE
7.80 8.00 8.20 8.40 8.60
5000 m/z 57.05 45.13%
71
27
H J‘J ” 46 113128
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7645: Hexane, 3,3-dimethyl-
43 7.80 8.00 8.20 8.40 8.60

m/z 85.10 44 _16%

AL |

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 780 8.00 820 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX070819\

Data File : VX010726.D

Acg On - 09 Jul 2019 03:53

Operator : JC/SP

Sample - K3690-08 -
Misg - 5.0mL/MSVOA_X/WATER SR P
ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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 p-Cymene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.23 21.78 ug/1 410955 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Cymene 134 C10H14 000099-87-6 97
2 o-Cymene 134 C10H14 000527-84-4 97
3 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
4 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 91
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
Abundance Scan 1817 (12.231 min): VX010726.D (-1812) (-) m/z 119.05 100.00%
119
5000
o1 134 A R | PO
39 51 65 77 103 12.00 12.20 12.40 12.60
o.”,””“.”“.Jﬁ.”ﬁ”uwm.“”m.”q.”wmuw”ddnn,m”ﬁfﬁ“. m/z 134.10 30.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14809: p-Cymene
119
5000
12.00 12.20 12.40 12.60
o1 134 m/z 91.10 22 .87%
27 41 51 65 77 103
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14810: o-Cymene

12.00 12.20 12.40 12.60
m/z 117.10 14.87%

5000
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119 12.00 12.20 12.40 12.60
m/z 120.10 10.11%
5000
m/z--> 10 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:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX070819\

Data File : VX010726.D

Acg On - 09 Jul 2019 03:53

Operator : JC/SP

Sample - K3690-08 -
Misg - 5.0mL/MSVOA_X/WATER SR P
ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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-propenyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.30 6.11 ug/Il 115232 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1-propenyl- 118 C9H10 000637-50-3 90
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 60
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 60
4 Indane 118 C9H10 000496-11-7 55
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 55
Abundance Scan 1828 (12.298 min): VX010726.D (-1823) (-) m/z 117.00 100.00%
117
5000 105
91 134
39 51 63 77 126 | 154 12.00 12.20 12.40 12.60
el bl L2286 L 184 T777118.05  54.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8962: Benzene, 1-propenyl-
117
5000
o1 12.00 12.20 12.40 12.60
e m/z 119.10 51.89%
39 63 77 103
'w}ﬁvzn“JVHWLJWHWH“P“W““H“W““V“W““P“W““v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8973: Benzene, 1-ethenyl-2-methyl-
1

A
LI L L L

12.00 12.20 12.40 12.60
m/z 105.00 49.36%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8961: Benzene, 2-propenyl-
1

12.00 12.20 12.40 12.60
m/z 115.05  37.72%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX070819\

Data File : VX010726.D

Acg On - 09 Jul 2019 03:53

Operator : JC/SP

Sample - K3690-08 -
Misg - 5.0mL/MSVOA_X/WATER SR P
ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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 Adamantane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.71 8.84 ug/l 166756 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adamantane 136 C10H16 000281-23-2 98
2 Cyclohexane, 1l-methylene-4-(1-me... 136 C10H16 000499-97-8 70
3 Bicyclo[3.3.1]non-2-en-9-o0ne 136 C9H120 004844-11-5 58
4 _.gamma.-Terpinene 136 C10H16 000099-85-4 50
5 1,4-Benzenediamine, 2,3-dimethyl- 136 C8H12N2 005306-96-7 46
Abundance Scan 1896 (12.713 min): VX010726.D (-1890) (-) m/z 136.10 100.00%
136
93
5000 &)
& ‘ 107 ‘
53 12.40 12.60 12.80 13.00
.w””“.”“”LL”wwm,um“”hLHWHLWHMPJliE%ﬂ.h.ﬂﬁ?.w m/z 93.00 53.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15683: Adamantane
136
29 B
5000
12.40 12.60 12.80 13.00
41 67 m/z 78.95 47 . 79%
27 53 | 107 121
”,}?,””,””U””ﬁmnPﬂnp.ﬁm.nﬁL.P”:P”.P”.....”w.”w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15861: Cyclohexane, 1-methylene-4-(1-methylethenyl)-
]
12.40 12.60 12.80 13.00
5000 m/z 135.05 29.96%
9 136
i \\ A
| | H‘ | 1]
mz-> 10 20 3 40 5 80 70 8b 50 100 110 120 130 140 150
Abundance #16474: Bicyclo[3.3.1]non-2-en-9-one
136 12.40 12.60 12.80 13.00
79 m/z 80.05 29 _.52%
5000 67 %
39 e 108
'W”'W”'W””J””N”LIJLI”hI””ﬂI”P'”P'}Ea'""”W'”W
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:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX070819\

Data File : VX010726.D

Acg On - 09 Jul 2019 03:53

Operator : JC/SP

Sample - K3690-08 -
Misg - 5.0mL/MSVOA_X/WATER SR P
ALS Vial : 45 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W._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 8 Benzene, l-ethenyl-4-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.76 18.31 ug/Il 345427 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 76
2 Indan, 1-methyl- 132 C10H12 000767-58-8 76
3 Benzene, 1l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 74
4 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 74
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 74

Abundance Scan 1904 (12.762 min): VX010726.D (-1899) (-) m/z 118.95 100.00%

9

5000

12.40 12.60 12.80 13.00
m/z 117.05  95.44%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #14058: Benzene, 1-ethenyl-4-ethyl-
117
5000 A|||||||||||||||||||||||
132 12.40 12.60 12.80 13.00
o1 m/z 115.00 36.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170
Abundance #14031: Indan, 1-methyl-
117
12.40 12.60 12.80 13.00
5000 m/z 132.05 29.32%

132

91
39 51 65
2r P oS- P 7T | 103 ‘\\ ik

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117 12.40 12.60 12.80 13.00
m/z 134.05 26.62%
5000 132
51 i ot
39 63
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX070819\

Data File : VX010726.D

Acg On - 09 Jul 2019 03:53

Operator : JC/SP

Sample - K3690-08 -
Misg - 5.0mL/MSVOA_X/WATER SR P
ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.90 12.29 ug/Il 231857 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 94
2 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 90
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 Cl11H14 006682-71-9 90
4 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 87
5 Cyclopropane, 2-bromo-1-methyl-1... 210 C10H11Br 055091-64-0 78
Abundance Scan 1927 (12.902 min): VX010726.D (-1923) (-) m/z 131.10 100.00%
31
5000
1 115 146 12.60 12.80 13.00 13.20
33 51 64 77 102 123 154 : : : -
e 38 8L 64 | 102 syl | ase o otA6.10 0 16.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21645: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131
5000
12.60 12.80 13.00 13.20
91 146 m/z 115.00 13.48%
39 51 115
“'v%fw'fzv'“l“"ﬁ““lﬁf'v'zﬁ'“'l'“}ﬁ?w'JL%%%ﬂJ'“l“'w'“'v'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131
12.60 12.80 13.00 13.20
5000 m/z 91.00 10.69%
146
91
7 % s oe T
| L 1N 1L | ! | by L
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21651: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131 12.60 12.80 13.00 13.20
m/z 132.10 10.65%
5000 146
27 39 51 91 115
...“.”,.”h“..hu”.ﬂm.wéguﬂ”TZ“..qt.”,+ﬂélqu..ﬂhl“.“Jﬁw.”.,”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.60 12.80 13.00 13.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX070819\

Data File : VX010726.D

Acg On - 09 Jul 2019 03:53

Operator : JC/SP

Sample - K3690-08 -
Misg - 5.0mL/MSVOA_X/WATER SR P
ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W_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]
Sulfur dioxide 1.28 5.0 ug/Il 65154 1 5.66 650519 50.0
Butane, 2,3-dimet... 2.84 5.8 ug/Il 75837 1 5.66 650519 50.0
Hexane, 2,2-dimet... 6.35 6.9 ug/Il 107623 2 6.86 779923 50.0
Pentane, 2,3,3-tr... 8.18 9.9 ug/Il 154461 2 6.86 779923 50.0
p-Cymene 12.23 21.8 ug/I1 410955 4 12.08 943242 50.0
Benzene, 1-propenyl- 12.30 6.1 ug/l 115232 4 12.08 943242 50.0
Adamantane 12.71 8.8 ug/Il 166756 4 12.08 943242 50.0
Benzene, l-etheny... 12.76 18.3 ug/I1 345427 4 12.08 943242 50.0
1H-Indene, 2,3-di... 12.90 12.3 ug/I1 231857 4 12.08 943242 50.0
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