LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX051719\
Data File : VX009712.D

Aca On : 18 May 2019 12:07

Operator : JC/SP

Sample : K2901-21

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 66 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\82X042919W.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 1.349 27 32 35 rBv2 7479 15706 1.77% 0.178%
2 2.605 233 238 246 rBV 10526 18933 2.14% 0.215%
3 5.501 700 713 726 rBV 95071 276778 31.22% 3.142%
4 5.665 729 740 760 rVB 166211 484003 54.60% 5.494%
5 6.061 796 805 817 rBV 120190 314571 35.49% 3.571%
6 6.860 926 936 949 rBV 270556 645734 72.84% 7 .330%
7 7.451 1025 1033 1042 rVBS8 4473 12418 1.40% 0.141%
8 8.713 1234 1240 1249 rBV 574056 886471 100.00% 10.062%
9 8.835 1255 1260 1265 rVB2 9145 14419 1.63% 0.164%
10 9.037 1288 1293 1303 rVB2 16913 29171 3.29% 0.331%
11 9.165 1308 1314 1319 rVB2 9256 15317 1.73% 0.174%
12 9.567 1374 1380 1385 rBv4 9277 17214 1.94% 0.195%
13 9.677 1392 1398 1402 rBV 31736 48412 5.46% 0.550%
14 9.719 1402 1405 1408 rVB2 7074 8921 1.01% 0.101%
15 9.890 1425 1433 1445 rVB3 15700 31253 3.53% 0.355%
16 10.110 1463 1469 1476 rBvV 537002 739983 83.48% 8.400%
17 10.183 1478 1481 1486 rVvv2 9839 14933 1.68% 0.170%
18 10.238 1486 1490 1496 rVB4 12798 23400 2.64% 0.266%
19 10.359 1502 1510 1516 rBvV4 28285 81268 9.17% 0.922%
20 10.408 1516 1518 1529 rVB2 13524 22859 2.58% 0.259%
21 10.512 1529 1535 1540 rBV 32779 47019 5.30% 0.534%
22 10.646 1545 1557 1564 rBVv4 47032 141404 15.95% 1.605%
23 10.713 1564 1568 1574 rVB 16330 25017 2.82% 0.284%
24 10.811 1576 1584 1585 rBV2 23429 39426 4 _.45% 0.448%
25 10.835 1585 1588 1592 rVB2 35090 44948 5.07% 0.510%
26 10.914 1596 1601 1608 rBV5 31644 65115 7 .35% 0.739%
27 11.018 1613 1618 1621 rBV 58996 74475 8.40% 0.845%
28 11.054 1621 1624 1631 rVB6 15223 26004 2.93% 0.295%
29 11.134 1632 1637 1642 rBV 434534 547401 61.75% 6.214%
30 11.182 1642 1645 1649 rVB 43432 49652 5.60% 0.564%

31 11.274 1656 1660 1665 rVB2 80079 108428 12.23% 1.231%
32 11.359 1669 1674 1678 rBV 127711 164309 18.54% 1.865%
33 11.445 1684 1688 1692 rBV2 26095 41487 4.68% 0.471%
34 11.499 1692 1697 1700 rVB5 6240 10879 1.23% 0.123%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX051719\
Data File : VX009712.D

Aca On : 18 May 2019 12:07

Operator : JC/SP

Sample : K2901-21

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 66 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\82X042919W._M

Title : SW846 8260

35 11.530 1700 1702 1705 rVB2 9812 10703 1.21% 0.121%
36 11.579 1705 1710 1715 rVB2 21668 32335 3.65% 0.367%
37 11.670 1715 1725 1732 rBV4 31512 65063 7.34% 0.739%
38 11.768 1737 1741 1744 rBV 31606 39020 4._.40% 0.443%
39 11.804 1744 1747 1752 rVB5 10277 16000 1.80% 0.182%
40 11.914 1758 1765 1768 rBV2 77104 127566 14.39% 1.448%
41 11.945 1768 1770 1775 rVB 90110 97134 10.96% 1.103%
42 11.999 1775 1779 1786 rVB7 6228 14116 1.59% 0.160%
43 12.073 1786 1791 1797 rBV 492694 651962 73.55% 7.401%
44 12.170 1803 1807 1812 rBV4 6069 10279 1.16% 0.117%

45 12.231 1812 1817 1822 rVB 88958 107208 12.09% 1.217%

46 12.298 1822 1828 1833 rVB 339726 416538 46.99% 4.728%
47 12.365 1834 1839 1848 rVB2 73631 156304 17.63% 1.774%
48 12.457 1848 1854 1860 rBVY 98611 123777 13.96% 1.405%
49 12.664 1880 1888 1891 rBVY 154942 202326 22.82% 2.297%
50 12.701 1891 1894 1899 rVvVv 171975 213663 24.10% 2.425%

51 12.755 1899 1903 1910 rVV2 276565 424257 47.86% 4.816%
52 12.810 1910 1912 1918 rVV2 25532 36544 4.12% 0.415%
53 12.896 1918 1926 1930 rVB2 72657 123952 13.98% 1.407%
54 12.975 1930 1939 1944 rBV 207082 287104 32.39% 3.259%

55 13.024 1944 1947 1952 rVB 10657 16203 1.83% 0.184%
56 13.085 1952 1957 1963 rVB3 19023 29533 3.33% 0.335%
57 13.152 1963 1968 1971 rBV 12192 19672 2.22% 0.223%
58 13.194 1971 1975 1977 rBV 31506 38452 4_.34% 0.436%
59 13.225 1977 1980 1982 rVV 15439 16984 1.92% 0.193%
60 13.249 1982 1984 1987 rVB 11725 12750 1.44% 0.145%
61 13.304 1987 1993 1995 rBv4 8020 12501 1.41% 0.142%
62 13.347 1995 2000 2005 rVB2 101620 133447 15.05% 1.515%
63 13.402 2005 2009 2011 rBV3 9002 11840 1.34% 0.134%
64 13.481 2019 2022 2027 rVB2 10214 13826 1.56% 0.157%
65 13.560 2032 2035 2039 rBV5 13114 21565 2.43% 0.245%
66 13.633 2044 2047 2051 rBv4 27767 38034 4._.29% 0.432%
67 13.694 2051 2057 2059 rBV3 20214 30432 3.43% 0.345%
68 13.804 2071 2075 2079 rBV 9955 13474 1.52% 0.153%
69 13.853 2079 2083 2087 rVB5 6431 11287 1.27% 0.128%
70 13.908 2087 2092 2096 rBV2 9002 13790 1.56% 0.157%
71 13.981 2096 2104 2108 rBVS8 8057 16704 1.88% 0.190%

82X042919W.M Mon May 20 14:46:12 2019 Page: 2



LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX051719\
Data File : VX009712.D

Aca On : 18 May 2019 12:07

Operator : JC/SP

Sample : K2901-21

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 66 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 = Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W._M

Title : SW846 8260

72 14.158 2130 2133 2137 rVB5 9292 13092 1.48% 0.149%

73 14.261 2145 2150 2158 rBV5 9932 22904 2.58% 0.260%

74 14.377 2163 2169 2173 rVVv4 7179 11700 1.32% 0.133%

75 14.426 2173 2177 2182 rVBS8 6333 10127 1.14% 0.115%

76 14.694 2214 2221 2224 rBV4 7514 12727 1.44% 0.144%

77 14.834 2240 2244 2254 rBV 23013 35137 3.96% 0.399%

78 14.950 2259 2263 2271 rVB10 4843 10334 1.17% 0.117%

Sum of corrected areas: 8809694
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

> Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX051719\
: VX009712.D

: 18 May 2019 12:07

: JC/SP

: K2901-21

: 5.0mL/MSVOA X/WATER

: 66 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W .M
SW846 8260

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

Abundance

500000

400000

300000

200000

100000

TIC: VX009712.D

5.67

6.06
5.50

1.35 2.60

Ofy

Time--> 120 1.40 160 180 200 220 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 560 580 6.00 6.20

Abundance

500000

400000

300000

200000

100000

TIC: VX009712.D
8171 10.11

11.13

6.86

9.68
7.45 8.84 9.04 16 9.57.72 9.89

0
Time-->

| | I | | I o
6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance

500000

400000

300000

200000

100000

TIC: VX009712.D

12.07

12.30

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\HPCHEM1\MSVOA X\DATA\VX051719\
Data File : VX009712.D

Aca On : 18 May 2019 12:07

Operator : JC/SP

Sample : K2901-21

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 66 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W .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 Cyclohexane, l-ethyl-2-meth... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.65 9.55 ug/Il 141404 Chlorobenzene-d5 10.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-ethvl-2-methvl-. ... 126 C9H18 004923-78-8 76
2 Cyclohexane. 1-ethvyl-2-methvl- 126 C9H18 003728-54-9 74
3 3.5-Dimethvl-3-heptene 126 C9H18 059643-68-4 64
4 1-Ethvl-4-methvlcvclohexane 126 C9H18 003728-56-1 64
5 Cyclohexane, l-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 64

Abundance Scan 1558 (10.652 min): VX009712.D (-1545) (-) m/z 97.10 100.00%
1 97
5000 41
126
‘ | || | | | 109 10.40 10.60 10.80 11.00
0..,....,....,....;!...-'|' w4 P RN PR m/z 55.05 96.54%
m/z--> 10 20 30 40 50 70 80 100 110 120 130
Abundance #11624: Cyclohexane, 1-ethyl-2- methyl , frans-
55 97
5000
41 10.40 10.60 10.80 11.00
69 126 m/z 81.10 92.21%
0..,.%?.,..J.h....h“...,J...,..J:M....?%...,...l,...}}i..,....,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55 97
10.40 10.60 10.80 11.00
5000 m/z 95.10 87 .52%
41 69
29 81 11 126
e R RS AR AR RS LA R RS RRARS RARA SRS RSN RARAN RAR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11547: 3,5—Dimethy|—3—heptene TTT T T T |/\| TTTT TR
55 97 10.40 10.60 10.80 11.00
m/z 41.10 48 .49%
5000
69
41 126
0 15 \2\9 \‘\ i 62 Ll 8\1 | 111
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|O 9'0 1(')0 11'0 12'0 1:'30 10.40 10.60 10.80 11. 00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX051719\
Data File : VX009712.D

Aca On : 18 May 2019 12:07

Operator : JC/SP

Sample : K2901-21

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 66 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W .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 Cyclohexane, 1,1,2,3-tetram... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.27 8.32 ug/Il 108428 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.2.3-tetramethvl- 140 C10H20 006783-92-2 76
2 2-Octene. 2.6-dimethvl- 140 C10H20 004057-42-5 64
3 2-Nonene. 2-methvl- 140 C10H20 002129-95-5 46
4 1-Hexene. 3.3-dimethvl- 112 C8H16 003404-77-1 38
5 Cyclopentane, pentyl- 140 C10H20 003741-00-2 30
Abundance Scan 1659 (11.268 min): VX009712.D (-1656) (-) m/z 69.05 100.00%
6o
55
41
5000 125
83
g7 111 140 11.00 11.20 11.40 11.60
0 .,....,....|;!|..4.§-.'=.|.,6.2}:':,'...'.-,'!h..,...".,....,':...,...'.,....:...., m/z 55.05 66.50%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18043: Cyclohexane, 1,1,2,3-tetramethyl-
41 %
55
5000 A DAL SN BN B
29 125 11.00 11.20 11.40 11.60
83 m/z 70.10 64.75%
“ ‘ ‘ 97 111 140
0'|“*w'“'l“'wj“lw'hﬂ“'w““'w'“|'“'ﬂ'“|“*w'”'L'“|
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
69
11.00 11.20 11.40 11.60
5000 55 m/z 41.10 53.59%
43 83 140
29
| o7 M 405
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17966: 2-Nonene, 2-methyl- e
69 11.00 11.20 11.40 11.60
m/z 125.05 46.85%
56
5000 41
140
29 84
ol Il N B AT ‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX051719\
Data File : VX009712.D

Aca On : 18 May 2019 12:07

Operator : JC/SP

Sample : K2901-21

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 66 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W .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 Benzene, l-ethenyl-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.30 31.95 ug/1 416538 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l1l-ethenvl-2-methvl- 118 C9H10 000611-15-4 91
2 Benzene. 1-propenvl- 118 C9H10 000637-50-3 91
3 Indane 118 C9H10 000496-11-7 64
4 Benzene. cvclopropvl- 118 C9H10 000873-49-4 64
5 Benzene, 2-propenyl- 118 C9H10 000300-57-2 64
Abundance Scan 1828 (12.298 min): VX009712.D (-1822) (-) m/z 117.10 100.00%
117
5000
91 105
39 515865 77 ‘ ‘ 134 12.00 12.20 12.40 12.60
o..,....,....,....',....;'...'.,:'.'..,...':-,?‘.4..',|:..9ﬁ:'.:.,...'.i..1.2.7,.!..,... m/z 118.10 55.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #8973: Benzene, 1-ethenyl-2-methyl-

5000 LA L L L L L LB L L LB B
12.00 12.20 12.40 12.60
20 m/z 114.95 34.68%
. 27 51 58 65 77 84
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
12.00 12.20 12.40 12.60
5000 m/z 119.10 29.62%
91
39 5158
15 27 65 7 84 103

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8951: Indane

12.00 12.20 12.40 12.60
m/z 105.10 25.87%

5000

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

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX051719\
Data File : VX009712.D

Aca On : 18 May 2019 12:07

Operator : JC/SP

Sample : K2901-21

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 66 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W .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 Benzene, 1,2-diethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.46 9.49 ug/Il 123777 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 95
2 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 87
3 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 87
4 o-Cvmene 134 C10H14 000527-84-4 68
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 64
Abundance Scan 1855 (12.463 min): VX009712.D (—(;848) ) m/z 105.10 100.00%
105 119
134
5000
91
77
39 51 65 | 8 | || 197 12.20 12.40 12.60 12.80
o RN IO NP -2 N 1 LA ' m/z 119.10 91.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14837: Benzene, 1,2-diethyl-
105 19
5000 91 134
12.20 12.40 12.60 12.80
77 m/z 134.10 52 _55%
27 39 65
0 “|'+?'|'“h|"'“""H'“'|Jj'w"'H|“"|"%%'hl'v'tkl'}%z"“'l'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105 119
12.20 12.40 12.60 12.80
5000 134 m/z 90.95 34.77%
27 39 g 77 9t
o 58 65 98 | 112 | 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14841: Benzene, 1,4-diethyl-
105 119 12.20 12.40 12.60 12.80
m/z 117.10 23.49%
5000 134
91
o 2 B S S Tel llae
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX051719\
Data File : VX009712.D

Aca On : 18 May 2019 12:07

Operator : JC/SP

Sample : K2901-21

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 66 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W .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, 2-ethyl-1,4-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.66 15.52 ug/Il 202326 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 97
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
3 p-Cvmene 134 C10H14 000099-87-6 95
4 o-Cvmene 134 C10H14 000527-84-4 95
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94

Abundance Scan 1887 (12.658 min): VX009712.D (-1880) (-) m/z 119.10 100.00%
119
5000
91 105 1o
39 51 65 7 | 148 12.40 12.60 12.80 13.00
Obrrrprrrrprrrr e e e ettt || M/ 134.10 0 28.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-

5000
12.40 12.60 12.80 13.00

m/z 91.05 21.70%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
12.40 12.60 12.80 13.00
5000 m/z 105.10 16.52%
o1 134

;5 27 % 5165 T 105

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14809: p-Cymene

12.40 12.60 12.80 13.00
m/z 77.00 10.86%

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

82X042919W.M Mon May 20 14:46:18 2019 Page: 9



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX051719\
Data File : VX009712.D

Aca On : 18 May 2019 12:07

Operator : JC/SP

Sample : K2901-21

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 66 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W .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 (E)-1-Phenyl-1-butene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.70 16.39 ug/Il 213663 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-1-Phenvl-1-butene 132 C10H12 001005-64-7 95
2 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 94
3 Benzene. (l-methvlenepropvIl)- 132 C10H12 002039-93-2 91
4 Benzene. 2-butenvl- 132 C10H12 001560-06-1 91
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 91

Abundance Scan 1894 (12.701 min): VX009712.D (-1891) (-) m/z 117.10 100.00%
1
5000 132
a1
39 51 65 77 103110 12.40 12.60 12.80 13.00
Obrrrrrrr e e e e st e e bl || MZZ 132.10  43.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14051: (E)-1-Phenyl-1-butene
117
5000 R SRR SRR A B
91 132 12140 1260 12.80 13.00 |
s 5l & 77 m/z 115.05 37.31%
28
o ..,.%?.,..Nl,...ﬂ,....Hr.?ﬁ:“h.,.:wl,...ﬁ,a...fﬁfn ....,...lqtn..,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
132 12.40 12.60 12.80 13.00
5000 91 m/z 91.05 19.23%
39 = 65
L1 2 58 " 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14061: Benzene, (1-methylenepropyl)-
117 12.40 12.60 12.80 13.00
m/z 131.10 16.40%
132
5000 103
51 T g
27 39 63 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.40 12.60 12.80 13.00

82X042919W.M Mon May 20 14:46:18 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX051719\
Data File : VX009712.D

Aca On : 18 May 2019 12:07

Operator : JC/SP

Sample : K2901-21

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 66 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W .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 Indan, l1-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.76 32.54 ug/1 424257 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indan. 1-methvl- 132 C10H12 000767-58-8 93
2 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 90
3 Benzene. 2-butenvl- 132 C10H12 001560-06-1 87
4 Benzene. (l1-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 87
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 86

Abundance Scan 1904 (12.761 min): VX009712.D (-1899) (-) m/z 117.05 100.00%
147
5000
91 132
39 51 65 17 105 | 148 12.40 12.60 12.80 13.00
Ol e e b et ettt el m/z 119.05 51.68%

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

Abundance #14031: Indan, 1-methyl-
117
5000
132 12.40 12.60 12.80 13.00
91 m/z 115.00 34.66%
27 39 51 65 77 103 ‘
Ol e et e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
12.40 12.60 12.80 13.00
5000 132 m/z 132.10 27.63%
91
o 15 27 39 51 63 77 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14048: Benzene, 2-butenyl-
117 12.40 12.60 12.80 13.00
m/z 91.05 22.14%
132
5000 91
27 3% 51 65 g 104 ‘
NN R PR UMY RN P e | OPY [N
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

82X042919W.M Mon May 20 14:46:19 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX051719\
Data File : VX009712.D

Aca On : 18 May 2019 12:07

Operator : JC/SP

Sample : K2901-21

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 66 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W .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 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.90 9.51 ug/l 123952 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.1-dimet... 146 C11H14 004912-92-9 94
2 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 94
3 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 91
4 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 90
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 Cl11H14 004175-53-5 90
Abundance Scan 1927 (12.902 min): VX009712.D (-1918) (-) m/z 131.10 100.00%
131
5000
91 115 146
51 64 77 12.60 12.80 13.00 13.20
Ohrrrrrrerreereree S B e 7L As WL w2 146.10  16.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21645: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131
5000

12.60 12.80 13.00 13.20
m/z 91.10 15.63%

91 146
115
oL 1o 21 3 S 64 75 | 108 133 |
T P T T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131
12.60 12.80 13.00 13.20
5000 m/z 115.00 14.11%
146
27 39 81 g4 77 N 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21651: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131 12.60 12.80 13.00 13.20
m/z 129.10 11.86%
5000 146
27 39 51 63 i 91 105 1]"5 ‘
0.HPHW.JWHHM”.M”wnu4nmp.”“”w.uw”h,”ﬂﬂnw.ww””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX051719\
Data File : VX009712.D

Aca On : 18 May 2019 12:07

Operator : JC/SP

Sample : K2901-21

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 66 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W .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, 1,2,4,5-tetramethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.97 22.02 ug/1 287104 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 96
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
4 o-Cvmene 134 C10H14 000527-84-4 93
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 93
Abundance Scan 1938 (12.969 min): VX009712.D (-1930) (-) m/z 119.10 100.00%
119
5000 134
91
39 51 65 77 | 105 148 12.60 12.80 13.00 13.20
B PO PSS FASNO A NS | N m/z 134.10 42.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14872: Benzene, 1,2,4,5-tetramethy!-

5000
12.60 12.80 13.00 13.20

m/z 91.05 18.30%

0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance

119
3 12.60 12.80 13.00 13.20
5000 134 m/z 120.10 9.76%
91
15 27 41 51 6 77 105

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14870: Benzene, 1,2,3,5-tetramethyl-

12.60 12.80 13.00 13.20
m/z 76.95 9.04%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.60 12.80 13.00 13.20

82X042919W.M Mon May 20 14:46:21 2019 Page: 13



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX051719\
Data File : VX009712.D

Aca On : 18 May 2019 12:07

Operator : JC/SP

Sample : K2901-21

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 66 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W .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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.35 10.23 ug/Il 133447 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 89
2 Benzene. (1-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 81
3 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 78
4 2.4-Dimethvilstvrene 132 C10H12 002234-20-0 78
5 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 76
Abundance Scan 2001 (13.353 min): VX009712.D (-1995) (-) m/z 116.95 100.00%
147
5000 130
91
39 51 65 77 103 13.00 13.20 13.40 13.60
0 ..,....,....,....',....~,'....,.'!'..,...'.,....',....,:-...,..!.'l,...'."i|.:..,..1.“.7,....1,‘??}.,. m/z 132.00 36.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117
5000 132
13.00 13.20 13.40 13.60
39 51 g o1 m/z 115.00 27 .59%
27 77 ‘
0'W““P”W””L“J““PMW“MP”WL”ﬁ?WJH'WH“”P”W””P“W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
117
132 13.00 13.20 13.40 13.60
5000 m/z 131.05 19.78%
91
o7 39 51 65 77 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117 13.00 13.20 13.40 13.60
132 m/z 91.10 12.95%
5000
91
7 39 51 65 77 105 ‘
o.wfﬁpuqunpujmnxw.uﬁpHQu”wﬂwuﬂpwhhnpnq””p”w.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.00 13.20 13.40 13.60

82X042919W.M Mon May 20 14:46:22 2019 Page: 14



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX051719\
Data File : VX009712.D

Acq On : 18 May 2019 12:07

Operator : JC/SP

Sample : K2901-21

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 66 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X042919W .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]
Cyclohexane, 1-et... 10.65 9.6 ug/Il 141404 3 10.11 739983 50.0
Cyclohexane, 1,1,... 11.27 8.3 ug/Il 108428 4 12.08 651962 50.0
Benzene, l-etheny... 12.30 31.9 ug/Il 416538 4 12.08 651962 50.0
Benzene, 1,2-diet... 12.46 9.5 ug/Il 123777 4 12.08 651962 50.0
Benzene, 2-ethyl-_... 12.66 15.5 ug/I1 202326 4 12.08 651962 50.0
(BE)-1-Phenyl-1-bu... 12.70 16.4 ug/I 213663 4 12.08 651962 50.0
Indan, 1-methyl- 12.76 32.5 ug/I1 424257 4 12.08 651962 50.0
1H-Indene, 2,3-di... 12.90 9.5 ug/Il 123952 4 12.08 651962 50.0
Benzene, 1,2,4,5-_... 12.97 22.0 ug/I1 287104 4 12.08 651962 50.0
1H-Indene, 2,3-di... 13.35 10.2 ug/I1 133447 4 12.08 651962 50.0
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