LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX052518\
Data File : VX002013.D

Aca On : 26 May 2018 08:08

Operator : JC/MD

Sample = J3064-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 50 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 - W:\HPCHEM1\MSVOA X\METHOD\82X052418W.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 1.075 76 80 93 rBvYy 2973099 3502052 100.00% 9.114%
2 1.331 116 122 139 rBvV 132117 710193 20.28% 1.848%
3 5.513 795 808 824 rBV 251370 718869 20.53% 1.871%
4 5.671 824 834 850 rVB 263404 731656 20.89% 1.904%
5 6.080 891 901 914 rBV 274590 713459 20.37% 1.857%
6 6.866 1021 1030 1042 rBV 418307 978681 27.95% 2.547%
7 8.720 1328 1334 1342 rBVY 1209514 1900508 54.27% 4.946%
8 9.317 1426 1432 1439 rVB 30888 46465 1.33% 0.121%
9 10.012 1539 1546 1554 rBV 52550 80310 2.29% 0.209%
10 10.116 1554 1563 1569 rvv 894951 1307021 37.32% 3.401%
11 10.170 1569 1572 1580 rVB3 27699 59122 1.69% 0.154%
12 10.341 1596 1600 1610 rvVB6 21933 54395 1.55% 0.142%
13 10.609 1639 1644 1648 rBvV 40071 65452 1.87% 0.170%
14 10.652 1648 1651 1656 rvv3 22641 50266 1.44% 0.131%

15 10.963 1690 1702 1706 rBV3 72794 214895 6.14% 0.559%

16 11.024 1706 1712 1717 rVvV2 225411 345936 9.88% 0.900%

17 11.079 1717 1721 1725 rVB 38244 53479 1.53% 0.139%
18 11.146 1726 1732 1737 rBV 1112337 1497697 42.77% 3.898%
19 11.189 1737 1739 1743 rVvVv2 46417 55343 1.58% 0.144%
20 11.237 1743 1747 1752 rVV2 58980 99462 2.84% 0.259%
21 11.286 1752 1755 1760 rvv4 34906 53854 1.54% 0.140%
22 11.365 1764 1768 1772 rVV 254067 326346 9.32% 0.849%
23 11.439 1776 1780 1786 rVV6 30246 47762 1.36% 0.124%

24 11.701 1815 1823 1827 rBV 205156 291423 8.32% 0.758%
25 11.774 1831 1835 1846 rVB6 105479 223189 6.37% 0.581%

26 11.859 1846 1849 1855 rVB4 25719 41659 1.19% 0.108%
27 11.926 1855 1860 1861 rBV 65943 80640 2.30% 0.210%
28 11.951 1861 1864 1867 rVV 144596 183492 5.24% 0.478%
29 11.981 1867 1869 1873 rVB2 104951 119535 3.41% 0.311%

30 12.030 1873 1877 1881 rVB5 35144 62083 1.77% 0.162%
31 12.085 1881 1886 1891 rBV 1055762 1304958 37.26% 3.396%
32 12.140 1891 1895 1898 rVB4 76212 98513 2.81% 0.256%
33 12.207 1898 1906 1909 rBV5 127551 301927 8.62% 0.786%
34 12.237 1909 1911 1914 rVB 82981 77867 2.22% 0.203%
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LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX052518\
Data File : VX002013.D

Aca On : 26 May 2018 08:08

Operator : JC/MD

Sample = J3064-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 50 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

W:\HPCHEM1\MSVOA_X\METHOD\82X052418W_M
SW846 8260

35 12.304 1918 1922 1926 rBV 703554 896958 25.61% 2.334%

36 12.347 1926 1929 1932 rBV 158304 174753 4._.99% 0.455%
37 12.469 1942 1949 1956 rBV2 241077 424031 12.11% 1.103%
38 12.536 1956 1960 1964 rVVv2 55707 87370 2.49% 0.227%
39 12.579 1964 1967 1969 rVv2 56542 69357 1.98% 0.180%
40 12.609 1969 1972 1974 rVV 132971 168107 4._.80% 0.437%

41 12.633 1974 1976 1979 rVv2 94926 120725 3.45% 0.314%
42 12.676 1979 1983 1986 rVB 240388 271432 7.75% 0.706%
43 12.707 1986 1988 1990 rBV 111612 129679 3.70% 0.337%
44 12.761 1994 1997 2001 rVVv2 429258 747446 21.34% 1.945%
45 12.804 2001 2004 2010 rVB 478155 748427 21.37% 1.948%

46 12.902 2012 2020 2026 rBv4 183521 434166 12.40% 1.130%
47 12.981 2026 2033 2037 rBV2 537426 768555 21.95% 2.000%
48 13.085 2046 2050 2055 rBV4 139553 251609 7.18% 0.655%
49 13.152 2055 2061 2065 rBv4 169592 272459 7.78% 0.709%
50 13.200 2065 2069 2072 rBV2 267392 362901 10.36% 0.944%

51 13.231 2072 2074 2076 rVvV 74443 75373 2.15% 0.196%
52 13.255 2076 2078 2081 rVB2 87156 78730 2.25% 0.205%
53 13.322 2085 2089 2091 rBV2 183714 233173 6.66% 0.607%
54 13.353 2091 2094 2099 rVB2 423591 557869 15.93% 1.452%
55 13.432 2104 2107 2109 rVVv2 98973 98701 2.82% 0.257%

56 13.469 2109 2113 2119 rVB4 144127 244035 6.97% 0.635%
57 13.536 2120 2124 2128 rVV 500027 628865 17.96% 1.637%
58 13.572 2128 2130 2132 rVV3 117267 116319 3.32% 0.303%
59 13.609 2132 2136 2139 rVV 350865 419826 11.99% 1.093%
60 13.645 2139 2142 2146 rVV4 252667 379742 10.84% 0.988%

61 13.706 2146 2152 2153 rVV3 293680 492922 14.08% 1.283%
62 13.725 2153 2155 2161 rVB3 412555 666858 19.04% 1.735%
63 13.773 2161 2163 2167 rBV2 46258 45824 1.31% 0.119%
64 13.816 2167 2170 2174 rBV2 148928 194028 5.54% 0.505%
65 13.914 2182 2186 2190 rBV3 297832 417012 11.91% 1.085%

66 13.950 2190 2192 2193 rVV 81838 77830 2.22% 0.203%
67 13.987 2195 2198 2201 rVV3 346291 461889 13.19% 1.202%
68 14.042 2201 2207 2214 rVB5 413792 859024 24 .53% 2.235%
69 14.103 2214 2217 2219 rBV 121940 134614 3.84% 0.350%
70 14.164 2224 2227 2231 rVB3 175044 277855 7.93% 0.723%

71 14.231 2235 2238 2241 rBV4 63927 103155 2.95% 0.268%
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LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX052518\
Data File : VX002013.D

Aca On : 26 May 2018 08:08

Operator : JC/MD

Sample = J3064-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 50 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

= W:\HPCHEM1\MSVOA_X\METHOD\82X052418W_M

: SW846 8260

72 14.273 2241 2245 2248 rBV2 364357 507397 14.49% 1.320%
73 14.377 2258 2262 2267 rVB3 417270 659476 18.83% 1.716%
74 14.432 2267 2271 2277 rBV3 257151 372220 10.63% 0.969%
75 14.511 2281 2284 2286 rVB3 49933 53742 1.53% 0.140%

76 14.548 2286 2290 2293 rBV2 312397 405788 11.59% 1.056%
77 14.578 2293 2295 2299 rVB2 187738 215689 6.16% 0.561%
78 14.633 2300 2304 2308 rBvV4 157235 263447 7.52% 0.686%
79 14.682 2309 2312 2313 rVV3 83661 100368 2.87% 0.261%
80 14.712 2313 2317 2324 rVB5 254110 539779 15.41% 1.405%

81 14.773 2324 2327 2334 rVB6 129047 284999 8.14% 0.742%
82 14.846 2334 2339 2343 rBV2 706079 968314 27.65% 2.520%
83 14.962 2353 2358 2365 rBV6 369174 769157 21.96% 2.002%
84 15.035 2366 2370 2376 rVB4 258796 443325 12.66% 1.154%
85 15.127 2381 2385 2389 rBV 339940 448920 12.82% 1.168%

86 15.243 2399 2404 2410 rBV4 241906 548273 15.66% 1.427%
87 15.401 2425 2430 2435 rBvV 577694 847200 24.19%% 2.205%
88 15.456 2435 2439 2441 rBV4 49396 80609 2.30% 0.210%
89 15.487 2441 2444 2447 rVB 57618 78257 2.23% 0.204%
90 15.560 2452 2456 2459 rBV 125801 180849 5.16% 0.471%

91 15.694 2471 2478 2482 rBV2 223536 447377 12.77% 1.164%
92 15.730 2482 2484 2491 rVB2 133235 193702 5.53% 0.504%
93 15.816 2493 2498 2502 rBV 86901 161036 4.60% 0.419%
94 15.901 2508 2512 2514 rBV 78586 137924 3.94% 0.359%
95 15.932 2514 2517 2522 rVB2 145469 220546 6.30% 0.574%

96 16.078 2537 2541 2553 rVB 124542 283565 8.10% 0.738%
97 16.182 2554 2558 2567 rVv4 63588 139832 3.99% 0.364%

98 16.267 2568 2572 2579 rVB7 29958 71945 2.05% 0.187%

99 16.572 2618 2622 2628 rVB3 38716 65780 1.88% 0.171%

100 16.706 2641 2644 2650 rVB4 29263 47328 1.35% 0.123%
Sum of corrected areas: 38426972
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title :

TIC Library :
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

5.0mL/MSVOA X/WATER
50

> W:\HPCHEM1\MSVOA X\DATA\VX052518\
: VX002013.D

: 26 May 2018 08:08

: JC/MD

- J3064-08

Sample Multiplier: 1

= W:\HPCHEM1\MSVOA_X\METHOD\82X052418W .M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX052518\
Data File : VX002013.D

Aca On : 26 May 2018 08:08

Operator : JC/MD

Sample = J3064-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 50 Sample Multiplier: 1

Quant Method : W:\HPCHEM1\MSVOA_X\METHOD\82X052418W._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 2 Sulfur dioxide Concentration Rank 2

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

1.33 48_.53 ug/1 710193 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 74
3 L-Alanine. 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Ethene. 1.1-difluoro- 64 C2H2F2 000075-38-7 4
5 Ethyl Chloride 64 C2H5CI 000075-00-3 3

Abundance Scan 122 (1.331 min): VX002013.D (-116) (-) m/z 63.90 100.00%
64
48
5000
TTTTrT T T TTTTg
1.00 1.20 1.40 1.60
Ol bt 28 110128 00| m/z 47.85  56.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #358: Sulfur dioxide
5000 IBENARBE SRR SRR
1.00 1.20 1.40 1.60
2 m/z 65.90 5.03%
0 ‘ I |
LA S S SULELEL SURLLILAS UL DAL BRI UL SN SN
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
64
IBENAEDE SRR SRR
1.00 1.20 1.40 1.60
5000 48 m/z 50.00 3.36%
17
32 76 96
L L L L B S W L L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37600: L-Alanine, 3-sulfo- e R ma A
64 1.00 1.20 1.40 1.60
m/z 64.90 1.20%
5000 48
28
16
Ol bbb oo 106118130143 160
m/z--> 200 40 60 80 100 120 140 160 180 200 1.00 1.20 1.40 1.60
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX052518\
Data File : VX002013.D

Aca On : 26 May 2018 08:08

Operator : JC/MD

Sample = J3064-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 50 Sample Multiplier: 1

Quant Method : W:\HPCHEM1\MSVOA_X\METHOD\82X052418W._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 3 Benzene, l-ethenyl-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.30 34.37 ug/1 896958 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 91
2 Benzene. 2-propenvl- 118 C9H10 000300-57-2 70
3 Indane 118 C9H10 000496-11-7 70
4 Benzene. cvclopropvl- 118 C9H10 000873-49-4 64
5 (2)-1-Phenylpropene 118 C9H10 000766-90-5 64
Abundance Scan 1921 (12.298 min): VX002013.D (-1918) (-) m/z 117.00 100.00%
117
5000
39 91 105 SRR AR DA -¢A-
51 63 77 134 12.00 12.20 12.40 12.60
0 e 0O 1S7 169 10 207 7z 118.00  55.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8973: Benzene, 1-ethenyl-2-methyl-
117
5000 NN A '|"'4\
12.00 12.20 12.40 12.60
a m/z 115.00 34.17%
39 58 77 ‘ 103
0:|||||2‘|7||‘|||“||“|“|‘|||h|||‘=||“|||l|||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
12.00 12.20 12.40 12.60
5000 o1 m/z 119.00 22.14%
39 51 65 28 103
G R L L S L S S B S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8949: Indane
117 12.00 12.20 12.40 12.60
m/z 91.00 21.44%
5000
39 &g 91
13 % 'y, 77 | 108 ‘
0:|||||‘|||‘|||“|||“|‘|||“|||‘|||‘|||l‘|||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX052518\
Data File : VX002013.D

Aca On : 26 May 2018 08:08

Operator : JC/MD

Sample = J3064-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 50 Sample Multiplier: 1

Quant Method : W:\HPCHEM1\MSVOA_X\METHOD\82X052418W._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 4 Indan, l1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.76 28.64 ug/1 747446 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. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 83
3 Benzene. l1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 81
4 Benzene. l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 76
5 Benzene, (2-methylcyclopropyl)- 132 C10H12 1000327-39-0 76
Abundance Scan 1997 (12.761 min): VX002013.D (-1994) (-) m/z 117.00 100.00%

5000

12.40 12.60 12.80 13.00

148 167

0 m/z 115.00 32.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14031: Indan, 1-methyl-
117
5000
132 12.40 12.60 12.80 13.00
91 m/z 132.00 27 .34%
39 65
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117 132
12.40 12.60 12.80 13.00
5000 m/z 119.05 24.42%
91
39 65
15

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-

12.40 12.60 12.80 13.00
m/z 91.00 18.25%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX052518\
Data File : VX002013.D

Aca On : 26 May 2018 08:08

Operator : JC/MD

Sample = J3064-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 50 Sample Multiplier: 1

Quant Method : W:\HPCHEM1\MSVOA_X\METHOD\82X052418W._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 Cyclohexanol, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.80 28.68 ug/1 748427 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanol., 1-methvl- 114 C7H140 000590-67-0 50
2 Cvclohexanol. 3.5-dimethvl- 128 C8H160 005441-52-1 45
3 Hexanoic acid. 2-tetrahvdrofurvl._.. 200 C11H2003 002217-34-7 40
4 trans-2-Decen-1-ol. methvl ether 170 C11H220 1000352-66-3 38
5 1-Methylcyclooctanol 142 C9H180 059123-41-0 38
Abundance Scan 2003 (12.798 min): VX002013.D (-2001) (-) m/z 71.00 100.00%
!
5000
43
55 84 95 109 127 12.40 12.60 12.80 13.00 13.20
Ol A b L T 142152 166182193 543700 30.86Y%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7547: Cyclohexanol, 1-methyl-
71
5000 AL UL SULN LN B
58 12:40 12.60 12.80 13.00 13.20
43 8l o9 m/z 67.00 12.69%
15 \\ | “ m ‘ ‘ ‘ ‘ | | ‘ 1:}4
L I S S L W W W M
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
71
ISR AR SUNILR SR B
95 12.40 12.60 12.80 13.00 13.20
5000 a1 m/z 55.00 12.43%
55 110
29 83
127
L A S L S WL WL DL WU WL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #60982: Hexanoic acid, 2-tetrahydrofurylmethy! ester A EEEEE RS
7 12.40 12.60 12.80 13.00 13.20
m/z 84.05 11.88%
5000 43
84
0"'I""W"JW"W'I'"??"”I""I""I"”I""I N AR SN SRR B
m/z--> 20 40 60 80 100 120 140 160 180 12:40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX052518\
Data File : VX002013.D

Aca On : 26 May 2018 08:08

Operator : JC/MD

Sample = J3064-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 50 Sample Multiplier: 1

Quant Method : W:\HPCHEM1\MSVOA_X\METHOD\82X052418W._M
Quant Title : SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.98 29.45 ug/1 768555 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 96
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
3 o-Cvmene 134 C10H14 000527-84-4 95
4 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
Abundance Scan 2033 (12.981 min): VX002013.D (-2026) (-) m/z 119.00 100.00%
119
5000 134
39 55 69 9t 12.60 12.80 13.00 13.20
I YN N o 12 oM 9 170 es207 269 o 13410 46.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119
5000 134
12.60 12.80 13.00 13.20
o1 m/z 91.00 18.04%
15 39 6377 05 |
0 ...|.‘...‘,‘..‘..,‘.‘...‘,....|...‘.‘|...“.|.... UL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
119
12.60 12.80 13.00 13.20
5000 134 m/z 69.10 13.33%
91
oI5 39 6377 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14811:0—Cymene | BLELELELE BLELELELE BN IR p ]
119 12.60 12.80 13.00 13.20
m/z 39.00 10.59%
5000
134
91
0 27 ‘\1\11 6? 7\7 ‘ 105\”
mz> 20 40 60 85 160 130 140 180 180 200 230 250 240 260 | | 1260 1780 1300 1350
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX052518\
Data File : VX002013.D

Aca On : 26 May 2018 08:08

Operator : JC/MD

Sample = J3064-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 50 Sample Multiplier: 1

Quant Method : W:\HPCHEM1\MSVOA_X\METHOD\82X052418W._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 7 unknownl14.04 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.04 32.91 ug/1 859024 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanemethanol. .alpha...al... 198 C12H2202 000080-25-1 42
2 Cvclohexane. 1-methvl-4-(2-hvdro... 142 C9H180 004916-87-4 37
3 Bicvclol2.2.1Theptane. 1.7.7-tri... 138 C10H18 000464-15-3 35
4 Ethanone. 1-bicvclol2.2.1Thept-2... 138 C9H140 000824-59-9 32
5 1H-Imidazole, 2-ethyl- 96 CH5H8N2 001072-62-4 30
Abundance Scan 2207 (14.042 min): VX002013.D (-2201) (-) m/z 95.00 100.00%
95
109 o ey Y Y
128 159174 101 208 —— 13.80 14.00 14.20 14.40
0 m/z 96.10 44 .56%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59645: Cyclohexanemethanol, .alpha.,.alpha.,4-trimethyl-,...
95
5000 43 681 123138 LN L B L
1380 14.00 14.20 14.40
m/z 71.00 43.87%
109
o 156
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
95
55 R SR BN SN BN
13.80 14.00 14.20 14.40
5000 4, 8l m/z 57.00 41 .59%
68
109 124
0'”I”'W'”'P'“I”'W'”?ﬁ%'ﬂ'”'"“ BRRBY SRS SRR LAY B
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16971: Bicyclo[2.2.1]heptane, 1,7,7-trimethyl- EEEE BRI
95 13.80 14.00 14.20 14.40
m/z 41.00 40.12%
5000
41 55 . 81 123 138
eI
L S UM e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 1380 14.00 14.20 14.40
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX052518\
Data File : VX002013.D

Aca On : 26 May 2018 08:08

Operator : JC/MD

Sample = J3064-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 50 Sample Multiplier: 1

Quant Method : W:\HPCHEM1\MSVOA_X\METHOD\82X052418W._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 9 2(1H)-Naphthalenone, octahy... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.96 29.47 ug/1 769157 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)-Naphthalenone. octahvdro-.... 152 C10H160 016021-08-2 98
2 2-Decalone.cé&t 152 C10H160 004832-17-1 93
3 1-Decalone (cis-trans) 152 C10H160 004832-16-0 93
4 Spirol3.5Tnonan-1-one. 5-methvl-... 152 C10H160 065147-56-0 68
5 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 64

Abundance Scan 2358 (14.962 min): VX002013.D (-2353) (-) m/z 81.00 100.00%

1 108

5000

14.60 14.80 15.00 15.20
m/z 55.00 97.96%

o 168 192207221 253267282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25226: 2(1H)-Naphthalenone, octahydro-, trans-
41 55 81 108

152
5000 LA L L L L L L
14.60 14.80 15.00 15.20
m/z 108.10 97.81%
123
h 37
Obrrrrrrr i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 81 108 152
a1 T
14.60 14.80 15.00 15.20
5000 m/z 67.00 84.99%
123
137
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25124: 1-Decalone (cis-trans) R R EEEEE T
4156 81 14.60 14.80 15.00 15.20

108 m/z 41.00 78.48%

5000

14. 60 14. 80 15. OO 15. 20

82X052418W.M Tue May 29 18:29:26 2018 Page: 11



Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA X\DATA\VX052518\
Data File : VX002013.D

Aca On : 26 May 2018 08:08

Operator : JC/MD

Sample = J3064-08

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 50 Sample Multiplier: 1

Quant Method : W:\HPCHEM1\MSVOA_X\METHOD\82X052418W._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 10 unknownl15.40 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.40 32.46 ug/1 847200 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (5-Amino-3H-imidazol-4-vDaceton... 122 C5H6N4 1000191-16-3 43
2 Benzenepropanol. 3-methoxy- 166 C10H1402 007252-82-6 38
3 2-(2-MethoxvphenvD)ethvlamine 151 C9H13NO 002045-79-6 30
4 Bicvclol3.3.1Tnonan-3-0l. exo- 140 C9H160 010036-08-5 27
5 1,3-Benzenediamine, 2-methyl- 122 C7H10N2 000823-40-5 27
Abundance Scan 2430 (15.401 min): VX002013.D (-2425) (-) m/z 122.10 100.00%
12
55 81
5000 41 95 166

15.00 15.20 15.40 15.60 15.80

137151 | 180 202 254 283

0 m/z 81.00 55.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9772: (5-Amino-3H-imidazol-4-yl)acetonitrile
122
28 95
5000 67 | BN LI L L L LB L
15.00 15.20 15.40 15.60 15.80
3 m/z 55.00 48 .33%
[0} 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
122
R A RRREE B
15.00 15.20 15.40 15.60 15.80
5000 166 m/z 41.00 44 .98%
91
7107
51 147
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #24980: 2-(2-Methoxyphenyl)ethylamine R EEERERERRE ISR
30 15.00 15.20 15.40 15.60 15.80
m/z 95.00 42 .68%
5000 122
91
ol1s | 519 | 107 | 136151
e e e e e e e R R RS maaa St
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 00 15. 20 15. 40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : W:\HPCHEM1\MSVOA_X\DATA\VX052518\
Data File : VX002013.D

Acq On : 26 May 2018 08:08

Operator : JC/MD

Sample - J3064-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial =: 50 Sample Multiplier: 1

Quant Method : W:\HPCHEM1\MSVOA_X\METHOD\82X052418W._M
Quant Title : 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 1.33 48.5 ug/1 710193 1 5.67 731656 50.0
Benzene, l-etheny... 12.30 34.4 ug/I1 896958 4 12.08 1304960 50.0
Indan, 1-methyl- 12.76 28.6 ug/I1 747446 4 12.08 1304960 50.0
Cyclohexanol, 1-m... 12.80 28.7 ug/I1 748427 4 12.08 1304960 50.0
Benzene, 1,2,3,4-_... 12.98 29.4 ug/I1 768555 4 12.08 1304960 50.0
unknownl14 .04 14.04 32.9 ug/I1 859024 4 12.08 1304960 50.0
2(1H)-Naphthaleno... 14.96 29.5 ug/I1 769157 4 12.08 1304960 50.0

4

unknown15.40 15.40 32.5 ug/1 847200 12.08 1304960 50.0
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