LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012021\
Data File : VX020684.D

Acqg On : 20 Jan 2021 16:34

Operator : JC/SP

Sample : Ml1l61-01

Misc : 6.50g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 11 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\82X011921W.M

Title : SW846 8260

Signal : TIC: VX020684.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.599 73 84 87 rBV6 6617 20334 1.51% 0.195%
2 2.757 267 274 281 rBV 20668 45184 3.36% 0.434%
3 2.824 281 285 294 rVB2 11939 23762 1.77% 0.228%
4 5.464 706 718 731 rBV2 149619 438142 32.60% 4.204%
5 5.623 731 744 759 rVB 262057 737121 54.85% 7.072%
6 6.025 798 810 820 rBV 164480 442392 32.92% 4.245%
7 6.104 820 823 838 rVB2 9290 20214 1.50% 0.194%
8 6.824 931 941 953 rBV 406505 964074 71.74%  9.250%
9 7.531 1050 1057 1067 rBV 4941 14460 1.08% 0.139%
10 8.689 1240 1247 1255 rBV 845140 1343842 100.00% 12.894%
11  8.762 1255 1259 1273 rVB3 18111 35484 2.64%  0.340%
12 9.573 1382 1392 1400 rBV7 5951 18785 1.40% 0.180%
13 10.091 1472 1477 1490 rVB 797334 1142381 85.01% 10.961%
14 10.232 1493 1500 1505 rBV 13458 18860 1.40% 0.181%
15 10.341 1508 1518 1523 rVV 29697 48668 3.62% 0.467%
16 10.396 1523 1527 1534 rVB3 11387 15950 1.19% 0.153%
17 10.683 1569 1574 1583 rVB 12667 20048 1.49% 0.192%
18 10.896 1599 1609 1612 rBV2 8753 15535 1.16% 0.149%
19 11.122 1640 1646 1656 rBV 663617 875104 65.12% 8.396%
20 11.420 1690 1695 1700 rVV 33320 65515 4.88% 0.629%
21 11.469 1700 1703 1704 rVV 22998 26144 1.95% 0.251%
22 11.512 1708 1710 1716 rVB 46528 52727 3.92% 0.506%
23 11.652 1723 1733 1740 rBV4 25900 53875 4.01% 0.517%
24 11.792 1752 1756 1765 rVB 70256 98747 7.35% 0.947%
25 11.926 1771 1778 1782 rVB3 11783 17582 1.31% 0.169%
26 11.981 1782 1787 1789 rBV2 18056 23189 1.73% 0.222%
27 12.012 1789 1792 1795 rVB2 12634 15294 1.14% 0.147%
28 12.061 1795 1800 1806 rBV 904560 1089417 81.07% 10.453%
29 12.128 1806 1811 1816 rVWV 28244 41956 3.12% 0.403%
30 12.207 1822 1824 1831 rVB5 11059 17892 1.33% 0.172%
31 12.286 1831 1837 1838 rBV 36763 49364 3.67% 0.474%
32 12.304 1838 1840 1844 rVV 35631 41704 3.10% 0.400%
33 12.353 1844 1848 1855 rVB3 68474 112830 8.40% 1.083%
34 12.457 1855 1865 1869 rBV 60616 93748 6.98% 0.899%
35 12.499 1869 1872 1878 rVB 31753 47588 3.54% 0.457%
36 12.573 1878 1884 1885 rBV 26458 34877 2.60%  0.335%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012021\
Data File : VX020684.D

Acqg On : 20 Jan 2021 16:34

Operator : JC/SP

Sample : Ml1l61-01

Misc : 6.50g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 11 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\82X011921W.M
Title : SW846 8260
37 12.591 1885 1887 1891 rW 30185 36710 2.73% ©.352%
38 12.652 1892 1897 1900 rVB 30326 39783 2.96% ©.382%
39 12.737 1905 1911 1913 rBV 21480 33772 2.51% 0.324%
40 12.859 1924 1931 1934 rBV3 32236 49598 3.69% 0.476%
41 12.926 1939 1942 1945 rVV3 14534 22897 1.70% ©.220%
42 12.957 1945 1947 1951 rVv2 22010 27361 2.04% 0.263%
43 12.999 1951 1954 1957 rWV 32682 46131 3.43% 0.443%
44 13.079 1961 1967 1970 rBV3 23885 44880 3.34% 0.431%
45 13.201 1981 1987 1992 rBV3 42930 81739 6.08% 0.784%
46 13.249 1992 1995 1998 rvwv2 27205 31212 2.32% 0.299%
47 13.298 1998 2003 2005 rVvv4 30005 49372 3.67% 0.474%
48 13.335 2005 2009 2013 rVvv2 96681 139162 10.36% 1.335%
49 13.463 2025 2030 2038 rVB 75971 127706  9.50%  1.225%
50 13.542 2039 2043 2046 rBV2 20733 29290 2.18% 0.281%
51 13.579 2046 2049 2053 rBV 18867 24133 1.80% ©.232%
52 13.621 2053 2056 2060 rBV2 29629 46823 3.48% 0.449%
53 13.707 2067 2070 2075 rVB4 23216 35498 2.64% 0.341%
54 13.816 2084 2088 2094 rVB 37287 56148 4.18% ©.539%
55 13.889 2094 2100 2106 rVB3 51445 92822 6.91% 0.891%
56 13.969 2106 2113 2118 rBV4 50056 108763 8.09%  1.044%
57 14.042 2123 2125 2127 rW2 15692 18197 1.35% ©.175%
58 14.072 2127 2130 2133 rVB3 21109 26630 1.98% ©.256%
59 14.115 2133 2137 2140 rBV2 35597 44961 3.35% 0.431%
60 14.200 2148 2151 2155 rVB 13843 16177 1.20% ©0.155%
61 14.267 2155 2162 2168 rBV2 110664 196952 14.66% 1.890%
62 14.359 2174 2177 2182 rBV5 22877 34953 2.60% 0.335%
63 14.414 2182 2186 2190 rVV 38523 46475 3.46% 0.446%
64 14.456 2190 2193 2199 rVB4 12754 25126 1.87% 0.241%
65 14.524 2199 2204 2212 rBV3 65465 108864 8.10% 1.045%
66 14.658 2222 2226 2228 rBV 79432 118390 8.81% 1.136%
67 14.712 2232 2235 2240 rVB3 47382 65881 4.90% 0.632%
68 14.767 2240 2244 2246 rBV3 24280 31442 2.34% ©.302%
69 14.822 2250 2253 2256 rVVv2 32871 45574  3.39% 0.437%
70 14.859 2256 2259 2261 rVV2 22352 28207 2.10% 0.271%
71 14.889 2261 2264 2269 rVV3 27422 36456 2.71% ©.350%
72 14.944 2269 2273 2283 rVB2 23069 45574  3.39% 0.437%
73 15.090 2291 2297 2301 rBV4 16555 31346 2.33% 0.301%
74 15.225 2313 2319 2327 rBV2 42880 87933 6.54% 0.844%
75 15.420 2347 2351 2355 rBv4 24216 36427 2.71% ©.350%
76 15.529 2364 2369 2373 rBV3 27991 41677 3.10% 0.400%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012021\
Data File : VX020684.D

Acqg On : 20 Jan 2021 16:34

Operator : JC/SP

Sample : Ml1l61-01

Misc : 6.50g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 11 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\82X011921W.M
Title : SW846 8260

77 15.664 2386 2391 2394 rBV2 30596 50254 3.74% 0.482%
78 15.700 2394 2397 2405 rVB4 20702 38278 2.85% 0.367%

Sum of corrected areas: 10422363
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012021\
Data File : VX020684.D

Acqg On : 20 Jan 2021 16:34

Operator : JC/SP

Sample : Ml1l1e1-01

Misc : 6.50g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X011921W.M
Quant Title : SW846 8260

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

Abundance TIC: VX020684.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012021\
Data File : VX020684.D

Acqg On : 20 Jan 2021 16:34

Operator Jc/sp

Sample : Ml1l1e1-01

Misc : 6.50g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X011921W.M
. SW846 8260

TIC Library : C:\DATABASE\NIST11.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-ethenyl-1,4-dime... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.335 6.39 ug/l 139162 1,4-Dichlorobenzene-d4 12.060
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 95
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 92
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 76
4 Benzene, 1l-ethenyl-4-ethyl- 132 C1OH12 003454-07-7 70
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 70

Abundance Scan 2009 (13.335 min): VX020684.D\data.ms (-2005) (-  m/z 117.00 100.00%
1

17.0
5000
91.0 = AN
3909 650 148.0166.1 13.00 13.50
Y S S AN T NI b R m/z 119.10 54.69%
miz--> 60 80 100 120 140 160
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 L A
91.0 13.00 13.50
51.0 m/z 132.00 33.80%
27.0 ' ‘
0 \\\‘\‘\ T \“"‘\ \“1‘\“““\7\3“}9‘ T M T ‘M\\ ‘\‘U\‘\ LIS A o
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Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117.0 vaﬂ
P PR
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91.0
51.0
o 20 P e |y
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Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl- VU\‘A ‘ Al
117.0 13.00 13.50
m/z 91.05 18.73%
5000
390 g0 910
N SR SO " - R W AR
m/z--> 20 60 80 100 120 140 160 13.00 13.50

82X011921W.M Thu Jan 21 13:55:35 2021

Page:



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012021\
Data File : VX020684.D

Acqg On : 20 Jan 2021 16:34

Operator : JC/SP

Sample : Ml1l1e1-01

Misc : 6.50g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X011921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.463 5.86 ug/1 127706  1,4-Dichlorobenzene-d4 12.060
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 89
2 Benzene, cyclobutyl- 132 C1eH12 004392-30-7 47
3 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 43
4 Benzeneethanol, .alpha.,.alpha.-... 162 C11H140 025982-72-3 38
5 2-Propenoic acid, 2-phenylethyl ... 176 C11H1202 003530-36-7 27

Abundance Scan 2030 (13.463 min): VX020684.D\data.ms (-2025) (- m/z 104.00 100.00%

104.0
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78.0 13.50

51.0
ol el M\ 1661 2071

O bl el ol m/z 132,00 48.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14083: Naphthalene, 1,2,3,4-tetrahydro-
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O‘\\\\“\\“\\‘m\\\“\\\\“\\1‘\‘1‘\‘\’\\\\‘\\\\‘\\\\‘\\\\
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Abundance #14049: Benzene, cyclobutyl-
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P
13.50
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50.0 78‘0 132.0
) S S A S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14543: 2H-Inden-2-one, 1,3-dihydro- \A : =

104.0 13.50
m/z 117.00  16.35%

5000 132.0

78.0
51.0

27.0 ‘
0 ‘HH\H“EWMMWH‘“H_HM,HH_HWHH_W

m/z--> 20 40 80 100 120 140 160 180 200 13.50

B
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012021\
Data File : VX020684.D

Acqg On : 20 Jan 2021 16:34

Operator : JC/SP

Sample : Ml1l1e1-01

Misc : 6.50g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X011921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.268 9.04 ug/l 196952 1,4-Dichlorobenzene-d4 12.060
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 95
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 93
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 86
4 Benzene, (3-methyl-2-butenyl)- 146 C1l1H14 004489-84-3 70
5 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 70
Abundance Scan 2162 (14.267 min): VX020684.D\data.ms (-2155) (-  m/z 130.95 100.00%
130.9
5000
105.1 T ‘ T T ‘ T
77.0 14.00 14.50
L d \‘ | 1621 9
Ol R m/z 118.00  64.40%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #21670: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 ‘/\T\”‘ T
39.0 91.0 14.00 14.50
15.0 63.0 m/z 146.00  56.74%
O' ‘\‘\‘}\“‘\‘\\ ’\““!\“\“\\\‘\\\\’\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #21668: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
)
e e
14.00 14.50
5000 m/z 117.00 33.83%
105.0
39.0 77.0 ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance #21643: Benzene, 2-ethenyl-1,3,5-trimethyl- e —
131.0 14.00 14.50
m/z 115.05 26.99%
5000 91.0
39.0
i L
0 ‘1‘5{?“"uihJ‘:M,*U‘M“‘_M‘ph‘u”“,‘ SO S . e
m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012021\
Data File : VX020684.D

Acqg On : 20 Jan 2021 16:34

Operator Jc/sp

Sample : Ml1l1e1-01

Misc : 6.50g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X011921W.M
. SW846 8260

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.658 5.43 ug/1 118390 1,4-Dichlorobenzene-d4 12.060
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 91
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 87
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 74

4 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120
5 Benzene, (3-methyl-1-methylenebu... 160 C12H16

014944-23-1 62
038212-14-5 52

Abundance Scan 2226 (14.658 min): VX020684.D\data.ms (-2222) (- m/z 118.00 100.00%

118.0
160.1
5000
91.0 T ‘ T T ‘ T
390 650 | 141/0 14.50 15.00
Y A PO ! M m/z 166.10 65.95%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30943: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0
5000 A Vo
14.50 15.00
91.0 9
m/z 145.05 61.92%
28.0 51.0
0 \H‘\W\‘ \“‘\ \“”\“‘7‘9“‘ e “U\\ \\“‘\‘\ T ’ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30931: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl-
118.0
P F
160.0 14.50 15.00
5000 m/z 117.00  44.29%
39.0 91.0
‘ | 41,0
0 m_m‘h Ay, ‘Mwm‘ el i R |
miz--> 60 80 100 120 140 160 180
Abundance #30930: Naphthalene, 1,2,3,4-tetrahydro-2,6-dimethyl- —r —
118.0 14.50 15.00
160.0 m/z 105.00  34.48%
5000
300 es0 10 ‘ a1l0
oY S RN PN M v} B e —
m/z--> 20 40 60 80 100 120 140 160 180 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012021\
Data File : VX020684.D

Acqg On : 20 Jan 2021 16:34

Operator : JC/SP

Sample : Ml1l61-01

Misc : 6.50g/5mL/100uL/5.0emL/MSVOA_X/MEOH

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X011921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Benzene, 2-ethe... 13.335 6.4 ug/l 139162 4 12.060 1089420 50.0
Naphthalene, 1,... 13.463 5.9 wug/l 127706 4 12.060 1089420 50.0
Naphthalene, 1,... 14.268 9.0 ug/l 196952 4 12.060 1089420 50.0
Naphthalene, 1,... 14.658 5.4 ug/l 118390 4 12.060 1089420 50.0
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