LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081821\
Data File : VX023827.D

Acqg On : 18 Aug 2021 19:22

Operator : JC/MD

Sample : M3414-02 10X

Misc : 5.04g/1emL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 25 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 : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA X\Method\82X081721W.M

Title : SW846 8260

Signal : TIC: VX@23827.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.569 71 79 80 rBv4 7075 14703 1.82% 0.190%
2 5.397 695 707 719 rBV 88828 255509 31.55% 3.298%
3 5.562 719 734 756 rVB 145745 445911 55.06% 5.756%
4 5.830 769 778 788 rBV4 8412 25004 3.09% 0.323%
5 5.964 788 800 813 rBV 97142 264273 32.63% 3.411%
6 6.257 840 848 857 rVB4 6578 20803 2.57% 0.269%
7 6.610 898 906 914 rBV6 5696 14402 1.78% 0.186%
8 6.769 922 932 945 rBV 237022 569374 70.30% 7.349%
9 7.385 1023 1033 1041 rVBS5S 13544 36095 4.46% 0.466%
10 7.561 1057 1062 1069 rVV3 5792 12231 1.51% 0.158%
11  7.781 1090 1098 1103 rBV5 4380 9555 1.18% ©.123%
12 7.988 1123 1132 1140 rVB4 7350 19839 2.45% 0.256%
13 8.110 1143 1152 1156 rBvV2 5908 12509 1.54% 0.161%
14  8.195 1161 1166 1171 rVV4 6841 13412 1.66% 0.173%
15 8.281 1174 1180 1183 rVVv2 17181 30736 3.79% 0.397%
16 8.317 1183 1186 1193 rVB3 10470 17448 2.15% 0.225%
17 8.439 1201 1206 1216 rBV 22866 42478 5.24% 0.548%
18 8.604 1227 1233 1235 rBV2 14614 23817 2.94% 0.307%
19 8.653 1235 1241 1250 rVB 514026 809935 100.00% 10.455%
20 8.775 1253 1261 1265 rBv4 7420 12423 1.53% 0.160%
21 8.915 1278 1284 1290 rBV2 14948 25323 3.13% 0.327%
22 8.982 1290 1295 1303 rVBS5 8268 16296 2.01% 0.210%
23 9.104 1306 1315 1321 rBvV3 10569 19793 2.44% 0.255%
24 9.293 1340 1346 1352 rVB2 5856 9670 1.19% 0.125%
25 9.390 1354 1362 1371 rBV3 9393 18095 2.23% 0.234%
26 9.506 1375 1381 1387 rBv4 18888 39626 4.89% 0.511%
27 9.567 1387 1391 1395 rVB 13069 18201 2.25% 0.235%
28 9.622 1395 1400 1404 rBV3 7692 14568 1.80% ©0.188%
29 9.762 1417 1423 1427 rBV6 4679 8240 1.02% 0.106%
30 9.823 1428 1433 1437 rBvV3 8676 17620 2.18% 0.227%
31 9.909 1443 1447 1452 rVB 45647 64572 7.97% 0.833%
32 10.012 1457 1464 1467 rBV 39804 57260 7.07% 0.739%
33 10.055 1467 1471 1478 rVB 488974 665667 82.19% 8.592%
34 10.195 1489 1494 1500 rVB 15316 24464 3.02%  0.316%
35 10.274 1500 1507 1509 rvvs 8713 17689 2.18% 0.228%
36 10.311 1510 1513 1518 rWW2 11677 20682 2.55% 0.267%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081821\
Data File : VX023827.D

Acqg On : 18 Aug 2021 19:22

Operator : JC/MD

Sample : M3414-02 10X

Misc : 5.04g/1emL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 25 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 : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA X\Method\82X081721W.M
Title : SW846 8260
37 10.366 1518 1522 1531 rVB7 8937 23260 2.87% 0.300%
38 10.591 1553 1559 1563 rvv3 16548 25268 3.12% 0.326%
39 10.677 1567 1573 1578 rBV 14191 24137 2.98% 0.312%
40 10.780 1583 1590 1595 rBV 19520 32316 3.99% 0.417%
41 10.860 1595 1603 1608 rVV3 16598 28774  3.55% 0.371%
42 10.963 1614 1620 1625 rBV 16460 24436 3.02% 0.315%
43 11.030 1625 1631 1635 rVV 17365 28158 3.48% 0.363%
44 11.085 1635 1640 1651 rVV 422179 584124 72.12%  7.540%
45 11.195 1654 1658 1666 rVB 38546 52831 6.52% 0.682%
46 11.305 1672 1676 1684 rVB 51609 66316 8.19% 0.856%
47 11.402 1686 1692 1695 rBV 10347 14894 1.84% 0.192%
48 11.481 1703 1705 1711 rVB4 6966 10148 1.25% 0.131%
49 11.634 1719 1730 1735 rBvV3 14842 34938 4.31% 0.451%
50 11.683 1735 1738 1741 rVV 13139 17321 2.14% 0.224%
51 11.719 1741 1744 1746 rVV2 15450 18768 2.32% 0.242%
52 11.756 1746 1750 1760 rVB2 37481 69445 8.57% 0.896%
53 11.841 1760 1764 1766 rBV2 16949 21797 2.69% 0.281%
54 11.866 1766 1768 1770 rVV 15820 19373  2.39% 0.250%
55 11.896 1770 1773 1777 rVB 22012 27054 3.34% 0.349%
56 12.024 1788 1794 1800 rBV 407875 544562 67.24% 7.029%
57 12.079 1800 1803 1805 rvVv 26388 35889 4.43% 0.463%
58 12.103 1805 1807 1811 rVB 29788 30596 3.78% 0.395%
59 12.176 1816 1819 1826 rVB2 36033 42659 5.27% 0.551%
60 12.250 1826 1831 1837 rBV 91509 118327 14.61% 1.527%
61 12.335 1837 1845 1849 rVB2 44375 89802 11.09% 1.159%
62 12.408 1849 1857 1863 rBV4 13629 29256 3.61% 0.378%
63 12.469 1863 1867 1872 rVB4 9326 14878 1.84% 0.192%
64 12.536 1874 1878 1883 rBvV2 10481 19959 2.46% 0.258%
65 12.615 1883 1891 1894 rVV 189243 231712 28.61% 2.991%
66 12.646 1894 1896 1900 rVB2 29036 31872 3.94% 0.411%
67 12.701 1900 1905 1915 rVB3 59330 122618 15.14%  1.583%
68 12.786 1915 1919 1921 rBV2 7005 8573 1.06% 0.111%
69 12.926 1931 1942 1947 rBV 115869 200706 24.78% 2.591%
70 12.975 1947 1950 1954 rVB3 19722 25091 3.10% 0.324%
71 13.030 1954 1959 1966 rVB3 37756 74332  9.18% 0.959%
72 13.115 1966 1973 1976 rBV3 28060 48702 6.01% 0.629%
73 13.170 1979 1982 1987 rVB 59251 67007 8.27% 0.865%
74 13.262 1994 1997 1999 rVWV 22442 29216 3.61% 0.377%
75 13.292 1999 2002 2009 rVV4 142982 219142 27.06%  2.829%
76 13.371 2011 2015 2021 rVV2 44776 64003 7.90% 0.826%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081821\
Data File : VX023827.D

Acqg On : 18 Aug 2021 19:22

Operator : JC/MD

Sample : M3414-02 10X

Misc : 5.04g/1emL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 25 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 : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA X\Method\82X081721W.M

Title : SW846 8260

77 13.426 2021 2024 2027 rVB4 12707 15306 1.89% ©.198%
78 13.512 2033 2038 2040 rBV 24629 35071 4.33% 0.453%
79 13.548 2040 2044 2046 rVV 42709 58133 7.18% 0.750%
80 13.585 2046 2050 2054 rVB3 68721 98328 12.14% 1.269%
81 13.676 2060 2065 2072 rVB3 45781 98705 12.19% 1.274%
82 13.737 2072 2075 2078 rVV4 8824 14575 1.80% 0.188%
83 13.780 2078 2082 2088 rVVW2 26533 46683 5.76% ©.603%
84 13.835 2088 2091 2099 rVB8 16009 33381 4.12% 0.431%
85 13.926 2099 2106 2111 rBV3 29148 53335 6.59% 0.688%
86 13.975 2111 2114 2117 rW 17927 21689 2.68% 0.280%
87 14.079 2127 2131 2135 rBV 41743 52112 6.43% ©.673%
88 14.164 2142 2145 2149 rVB3 7052 8711 1.08% 0.112%
89 14.219 2149 2154 2164 rVB2 42528 70449 8.70% 0.909%
990 14.322 2167 2171 2176 rBV 21553 29271 3.61% 0.378%
91 14.377 2176 2180 2183 rVB 30382 36123 4.46% 0.466%
92 14.420 2183 2187 2192 rVB5 7195 11797 1.46% 0.152%
93 14.487 2192 2198 2203 rBvV4 8596 19323 2.39% 0.249%
94 14.639 2215 2223 2228 rBV 83299 113076 13.96% 1.460%
95 14.780 2241 2246 2251 rBV 37881 52034 6.42% ©.672%
96 15.481 2354 2361 2368 rBvV4 5173 8269 1.02% 0.107%
97 15.615 2379 2383 2387 rBV2 7109 10318 1.27% ©.133%

Sum of corrected areas: 7747172
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081821\
Data File : VX023827.D

Acqg On : 18 Aug 2021 19:22

Operator : JC/MD

Sample : M3414-02 10X

Misc : 5.04g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VX023827.D\data.ms
500000

400000

300000

200000

5.562

100000 5.397 5.964

1.569 5.83 6.25

0\\‘\\\\‘\\ﬁ]/‘\\ﬁ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20
Abundance TIC: VX023827.D\data.ms

500000 8.653 10.055

11.085
400000

300000
6.769
200000

100000

998912
3
6.610 7.385 5617.7817.980E16939871 800878882104 23898Rs9623 || L1bat
A e R N e R I
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance TIC: VX023827.D\data.ms
500000

12.024
400000

300000

12.615

200000

100000

15.481615
T ‘ T T
15.50

L — T T
Time--> 15.00 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081821\
Data File : VX023827.D

Acqg On : 18 Aug 2021 19:22

Operator : JC/MD

Sample : M3414-02 10X

Misc : 5.04g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Benzene, 2-propenyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.250 10.86 ug/l 118327 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-propenyl- 118 C9H10 000300-57-2 80
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 80
3 Benzene, 1,2-diethyl- 134 C1leH14 000135-01-3 60
4 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 55
5 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 55
Abundance Scan 1831 (12.250 min): VX023827.D\data.ms (-1826) (- m/z 119.10 100.00%
119.1
134.2
5000 91.1
NN T
390 630 ‘ | 12.00 12.50
0 H‘WHH‘HH‘,‘HH}‘wm\,s““‘_u“‘wm‘,uuH_LJ‘,HHWMW m/z 105.10  98.69%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10191: Benzene, 2-propenyl-
117.0
5000 f\ J\ M\ ‘ f\
91.0 12.00 12.50
m/z 117.10 83.51%
51.0
O \\‘H\\‘%\7\?\\\"\\HH\H\’1”\\‘\M\‘H\\‘“\H‘}‘H\’H!\“HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10197: Benzene, cyclopropyl-
117.0
- (=
12.00 12.50
m/z 134.20 47.71%
5000 91.0
51.0
miz--> 10 20 30 40 50 60 70 80 90 100110120130140 }\ /\
Abundance #17026: Benzene, 1,2-diethyl- =1 £~
105.0 12.00 12.50
m/z 118.10  41.31%
5000 134.0
77.0
TS YOO W W RO 1
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081821\
Data File : VX@23827.D

Acqg On : 18 Aug 2021 19:22

Operator JC/MD

Sample : M3414-02 10X

Misc : 5.04g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
. SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.615 21.28 ug/l 231712 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 97
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94
3 o-Cymene 134 C1eH14 000527-84-4 94
4 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 94
5 p-Cymene 134 C1eH14 000099-87-6 94

Abundance Scan 1891 (12.615 min): VX023827.D\data.ms (-1883) (-~ m/z 119.10 100.00%
119.1
5000 Jk
91.0 A 12:50 isﬁg
39.0 65.1 135.1 : :
bbbl PR myz 134,00 29.16%
miz-> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 j\\/\ T T T \/\ T T T T
12.50 13.00
91.0 J m/z 91.85 17.51%
65.0 ‘
04 \1\5\.0‘ T \3\9‘“9 \“\‘\ “i‘\ T \‘H‘ 1T "H“\ \Ml T %\?I?\ T
miz-> 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
Pl =
12.50 13.00
5000 m/z 120.10 9.94%
91.0
150 390 65.0 ‘ ‘ 135.0
o N P Pt PR Y T e s
miz--> 20 40 60 80 100 120 140 /\
Abundance #16996: o-Cymene AA Py A f 4
119.0 12.50 13.00
m/z 105.10 9.86%
5000
91.0
150 390 450 4 M
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081821\
Data File : VX023827.D

Acqg On : 18 Aug 2021 19:22

Operator : JC/MD

Sample : M3414-02 10X

Misc : 5.04g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Benzene, (1-methyl-1-propen... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.701 11.26 ug/l 122618 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 91
2 Benzene, 1-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 91
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 91
4 Benzene, (2-methyl-1-propenyl)- 132 C1OH12 000768-49-0 91
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 91

Abundance Scan 1905 (12.701 min): VX023827.D\data.ms (-1900) (-  m/z 117.10 100.00%
117.

1
5000
91.1 132.2 LT /L‘ ‘
39.0 63.0 ‘ ‘ 12.50 13.00
Obrrrreeproedee ettt e el ll 1481 7 195 10 37.25%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0
132.0 JM
5000 e AN N:
12.50 13.00
91.0 m/z 132.15  24.90%
51.0
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)-
117.0
T ‘ T \,\1\ T ‘ U
132.0 12.50 13.00
5000 ITI/Z 91.10 19.21%
91.0
39.0 65.0 ‘ ‘
o"Hm,"HM‘H‘i‘m‘wJl“"HM"m‘m",J:‘H"‘1l_mlu‘mw_m
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #16107: 1-Phenyl-1-butene Py 1
117.0 12.50 13.00
m/z 116.10 10.44%
5000 132.0
91.0
‘o | j\
O 252 e e 8 et b L UL A
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081821\
Data File : VX023827.D

Acqg On : 18 Aug 2021 19:22

Operator : JC/MD

Sample : M3414-02 10X

Misc : 5.04g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.926 18.43 ug/l 200706 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 97
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
4 Benzene, l-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 94
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94

Abundance Scan 1942 (12.926 min): VX023827.D\data.ms (-1931) (- m/z 119.10 100.00%

119.1
5000
911 13.00
39.1 65.0 :
O et i 39 134,00 48.40%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
5000 T T T T T ﬂ T
13.00
91.0 m/z 91.10 17.65%
410 g3 ‘
0 H\‘\‘H\‘H‘”\“{"\H‘M‘\H\‘m\\MH\M\‘\H\‘\H
m/z--> 20 40 60 80 100 120 140 160
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
N
13.00
5000 ITI/Z 117.10 9.31%
5o 390 650 91.0
] Em N VN TRl \‘”‘ \ \‘\ e \M -l R
m/z--> 20 40 60 80 100 120 140 160
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0 13.00
m/z 120.10 9.14%
5000
390 91.0 J\A k
: 65.0
olise B0 0 Lo e L A
m/z--> 20 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081821\
Data File : VX023827.D

Acqg On : 18 Aug 2021 19:22

Operator : JC/MD

Sample : M3414-02 10X

Misc : 5.04g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Benzene, 1-methyl-4-(1-meth... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.030 6.82 ug/l 74332  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 81
2 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 68
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 68
4 Benzene, l-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 68
5 o-Cymene 134 C10H14 000527-84-4 64
Abundance Scan 1959 (13.030 min): VX023827.D\data.ms (-1954) (- m/z 119.10 100.00%
119.1
5000
911 148.2
41.0 65.0 ‘ ‘ ‘ ‘ ‘ 13.00
Ob et b b WL myz 148,20 27.24%
m/z--> 20 40 60 80 100 120 140
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0 M
5000 A ﬂ/\”k ‘ f
13.00
o o 910 148.0 m/z 91.10 24.26%
0+ ‘2\6‘.\0\ \“"\ b ‘?.\ T \“| T r‘\ T “1‘\ \‘\w L e e
miz--> 20 40 60 80 100 120 140
Abundance #17088: Benzene, 1-ethyl-2,4-dimethyl-
119.0
1
13.00
5000 m/z 105.10 14.24%
134.0
39.0 65.0 91.0
(o] \“‘\ e “1“.\ T A iler \‘\‘l T
m/z--> 20 40 60 80 100 120 140 j\U\ /\/\NJ\\/L\/
Abundance #17079: Benzene, 2-ethyl-1,3-dimethyl- R
119.0 13.00
m/z 131.05 13.88%
5000
134.0
39.0 91.0 J\A/\ f\
65.0
0 | ‘\ i A | ‘ ul H‘ N\‘ WA 4

m/z--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081821\
Data File : VX023827.D

Acqg On : 18 Aug 2021 19:22

Operator : JC/MD

Sample : M3414-02 10X

Misc : 5.04g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Benzene, 1-ethenyl-4-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.292 20.12 ug/l 219142 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 64
2 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 62
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 62
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 60
5 Indan, 1-methyl- 132 C10H12 000767-58-8 52
Abundance Scan 2002 (13.292 min): VX023827.D\data.ms (-1999) (- m/z 117.10 100.00%
117.1
5000
91.1
51.0 0o ‘ H 1471 13.00 13.50
bbb 8920 b Ml 118620 s 119,10 47.24%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000
13.00 13.50
o 810 m/z 132.05 36.64%
0L \‘2\7‘\-0\\" T \“\.\ “1‘\73\.9‘ T \“\ T ‘Hi‘\\ T \W\‘\ A
m/z--> 20 40 60 80 100 120 140 160
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
117.0
e VLA WA
13.00 13.50
5000 m/z 115.05 32.96%
91.0
39.0 65.0 ‘
L P Y S R N | )
miz--> 20 40 60 80 100 120 140 160 JL IJ\M
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)- o L
117.0 13.00 13.50
m/z 91.10 20.72%
5000
91.0
51.0 ‘ LN ‘
27.0
O““‘M‘ﬂ“%u‘ﬂ%gh‘uiwﬁMu L i —
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081821\
Data File : VX023827.D

Acqg On : 18 Aug 2021 19:22

Operator : JC/MD

Sample : M3414-02 10X

Misc : 5.04g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Benzene, pentamethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.585 9.03 ug/l 98328 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, pentamethyl- 148 C11H16 000700-12-9 76
2 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 68
3 3,4-Dimethylcumene 148 C11H16 1000370-34-1 64
4 Benzene, 1,4-diethyl-2-methyl- 148 C11H16 013632-94-5 64
5 4-tert-Butyltoluene 148 C11H16 000098-51-1 62

Abundance Scan 2050 (13.585 min): VX023827.D\data.ms (-2046) (- m/z 133.05 100.00%
33.

MMMM

91.0 ‘ 13.50
39.0 :
0 ‘_H‘_‘H\um?ﬁ]qu‘um‘;‘m“M‘Ww“‘uul??;z”l?,lr? m/z 148.20  28.78%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #26355: Benzene, pentamethyl-
133.0 ﬂAAAA
5000 /L\\ T ,‘l\ T T f\\ \A‘

13.50
91.0 m/z 131.05  26.20%

39.0 .
0 ‘\\1\5\.(‘)\‘\ T \“‘\ \‘\‘\6‘?\0\ \““ T \‘\‘\ “\‘\ \M‘“ T M‘\ T \‘\‘\ T T
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance  #26414: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
L e T

13.50
5000 m/z 115.00 15.88%
150 390 g5 910 ‘
o“‘H\‘““‘H““‘\‘\“w\‘H\n‘H‘H““H\;m‘H\““H\H‘HH"H
miz--> 0 20 40 60 80 100 120 140 160 180 M
Abundance #26348: 3,4-Dimethylcumene ey
138.0 13.50

m/z 119.10  13.86%

5000

41.0 77.0 ' ‘
0 15.0 l H Ly ul Ly ‘ ‘ Mu | ‘ I /\K,/\

m/z--> 0 20 40 60 80 100 120 140 160 180 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081821\
Data File : VX023827.D

Acqg On : 18 Aug 2021 19:22

Operator : JC/MD

Sample : M3414-02 10X

Misc : 5.04g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Benzene, 1l-ethyl-3-(1-methy... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.676 9.06 ug/l 98705 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-(1-methylethyl)- 148 C11H16 004920-99-4 83
2 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 83
3 Benzene, pentamethyl- 148 C1l1H16 000700-12-9 80
4 Benzene, 2,4-dimethyl-1-(1-methy... 148 C1l1H16 004706-89-2 74
5 Benzene, 1,4-dimethyl-2-(1-methy... 148 C11H16 004132-72-3 72

Abundance Scan 2065 (13.676 min): VX023827.D\data.ms (-2060) (- m/z 133.00 100.00%

138.0
5000 ]\/L
el 4
390 20t 91‘-0 d’ 1622 13.50 14.00
AR 1 I S um]f Sl At mjz 148,20 28.91%
m/z--> 20 40 60 80 100 120 140 160
Abundance #26395: Benzene, 1-ethyl-3-(1-methylethyl)-
133.0
WUV A
5000 VL
105.0 13.50 14.00
m/z 119.00 20.51%
77.0
O \\\‘\\\?%I\O\‘\s\g‘o\\ T \H‘ T \‘\ T “\‘\ \‘\“‘ T \‘\ ‘ T \‘\ T ‘ L
m/z--> 20 40 60 80 100 120 140 160
Abundance #26397: Benzene, 1-ethyl-4-(1-methylethyl)-
1338.0
: {ﬁ¥ﬂ A
13.50 14.00
5000 105.0 ITI z 57.10 14.95%
41.0 77.0 ‘ ‘
oH‘_UH_‘“9‘9‘H“‘HH“m‘U_H“_m_”
miz-> 20 40 60 80 100 120 140 160
Abundance #26355: Benzene, pentamethyl-
138.0 13 50 14 00
m/z 91.00 13.77%
) M
91.0
115.0
39.0 65.0
0 15.0 Nl Il Ll ‘ ‘ ‘ M\ m‘ i

m/z--> 20 40 60 80 100 120 140 160 13. 50 14. OO
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081821\
Data File : VX023827.D

Acqg On : 18 Aug 2021 19:22

Operator : JC/MD

Sample : M3414-02 10X

Misc : 5.04g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.219 6.47 ug/l 70449 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 90
2 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 81
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 81
4 Benzene, (3-methyl-2-butenyl)- 146 C1l1H14 004489-84-3 81
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 76
Abundance Scan 2154 (14.219 min): VX023827.D\data.ms (-2149) (- m/z 131.05 100.00%
131L.1
5000
I NAI T
39.0 65.1 ‘ m ‘ 162.2 14.00 14.50
o] I R W M b ‘wh b 2072 146 05 33.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
5000 “M“ el
14.00 14.50
91.0 m/z 133.20 30.35%
‘ 39‘ ° ‘ 63\\\0 ‘ m ‘H \w
O\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\ \‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25029: 1H-Indene, 2,3-dihydro-5,6-dimethyl-
131.0
C Py
14.00 14.50
5000 m/z 115.00 22.54%
630
miz--> 20 40 60 80 100 120 140 160 180 200 MN\J\M
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl- e A
131.0 14.00 14.50
m/z 145.05 19.28%
5000
90 g0 10 | | s,
0 | dy ! \M il LMV VALY

m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081821\
Data File : VX023827.D

Acqg On : 18 Aug 2021 19:22

Operator : JC/MD

Sample : M3414-02 10X

Misc : 5.04g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Naphthalene, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14.639 10.38 ug/l 113076 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e0 000091-57-6 97
2 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 94
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 Cl11H10 004453-90-1 91
5 Naphthalene, 1-[(2-propenyloxy)m... 198 C14H140 074685-39-5 72

Abundance Scan 2223 (14.639 min): VX023827.D\data.ms (-2215) (-  m/z 142.05 100.00%
14p.1

5000
115.1 j\

Ot ittt e TR m/z 141,05 89.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 — ﬂ —

115.0 14.50 15.00
m/z 115.05 36.71%

‘ TT \3\9“.\0\”\ \‘Gﬁ\:c\)“\”\ ‘8\%\0\ ‘ TT \‘} ‘ TTT \‘i ‘\ TTT ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22147: Naphthalene, 1-methyl-
142.0 M
N e

o

14.50 15.00
5000 115.0 m/z 143.05 11.24%
63.0
39.0 89
0 ‘\‘H\“‘HH\\“‘\‘\“\HV‘\H\‘\\‘\H‘}‘HH‘i‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 NM/J\
Abundance #22140: Benzocycloheptatriene o et T
141.0 14.50 15.00
m/z 139.05 10.93%
5000

115.0

39.0 63.0 89.0
O‘\‘H\“‘HH\\“‘\‘\‘H\‘V‘\”\“H‘HM‘H‘HWMH‘HH‘HH‘HH D T L —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081821\
Data File : VX023827.D

Acqg On : 18 Aug 2021 19:22

Operator : JC/MD

Sample : M3414-02 10X

Misc : 5.04g/1emL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Benzene, 2-prop... 12.250 10.9 wug/l 118327 4 12.024 544562 50.0
Benzene, 4-ethy... 12.615 21.3 wug/l 231712 4 12.024 544562 50.0
Benzene, (1-met... 12.701 11.3 ug/l 122618 4 12.024 544562 50.0
Benzene, 1,2,3,... 12.926 18.4 wug/l 200706 4 12.024 544562 50.0
Benzene, 1-meth... 13.030 6.8 ug/l 74332 4 12.024 544562 50.0
Benzene, 1l-ethe... 13.292 20.1 wug/l 219142 4 12.024 544562 50.0
Benzene, pentam... 13.585 9.0 ug/l 98328 4 12.024 544562 50.0
Benzene, 1-ethy... 13.676 9.1 wug/l 98705 4 12.024 544562 50.0
1H-Indene, 2,3-... 14.219 6.5 ug/l 70449 4 12.024 544562 50.0
Naphthalene, 1-... 14.639 10.4 wug/l 113076 4 12.024 544562 50.0
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