LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112222\
Data File : VN@75375.D

Acqg On : 22 Nov 2022 18:07

Operator : JC\MD

Sample : N5644-01

Misc : 1.03g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 21  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_N\methods\82N112122W.M

Title : SW846 8260

Signal : TIC: VN@75375.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.295 35 41 52 rvB4 10191 27660  2.25% 0.420%
2 3.118 180 181 190 rVB7 22283 35989 2.93% 0.547%
3 5.495 575 585 595 rBV3 4774 15366 1.25% 0.233%
4 8.171 1030 1040 1043 rBV 72853 170073 13.85% 2.584%
5 8.224 1043 1049 1059 rVB 212140 476962 38.85%  7.246%
6 8.441 1079 1086 1092 rBB4 6005 12974 1.06% 0.197%
7 8.577 1102 1109 1120 rBV 56902 126217 10.28% 1.917%
8 8.706 1124 1131 1132 rBV2 20437 38969 3.17% 0.592%
9 9.100 1189 1198 1212 rVB 297865 601928 49.03% 9.145%
10 10.012 1346 1353 1362 rVB4 5449 13215 1.08% 0.201%
11 10.141 1371 1375 1382 rBVS 7750 15449 1.26% 0.235%
12 10.341 1402 1409 1414 rBV2 6981 13946 1.14% 0.212%
13 10.565 1440 1447 1452 rBV 173898 319219 26.00% 4.850%
14 10.630 1452 1458 1467 rVV 682774 1227700 100.00% 18.651%
15 10.747 1471 1478 1484 rVB5 10985 23060 1.88% 0.350%
16 11.647 1622 1631 1636 rBV3 13836 27175 2.21% 0.413%
17 11.747 1642 1648 1652 rBV2 13594 21088 1.72% 0.320%
18 11.865 1659 1668 1678 rBV 378206 685017 55.80% 10.407%
19 11.965 1678 1685 1691 rVB2 21193 36661 2.99% 0.557%

20 12.071 1691 1703 1712 rBV3 58801 120133 9.79%  1.825%

21 12.400 1754 1759 1768 rVB2 13220 25708 2.09% ©0.391%
22 12.700 1805 1810 1814 rBV2 9514 16943 1.38% 0.257%
23 12.853 1829 1836 1846 rVB 241527 446414 36.36% 6.782%
24 13.035 1862 1867 1873 rBV 38435 59617 4.86% ©.906%
25 13.100 1873 1878 1881 rVwV 33802 55455  4.52% 0.842%
26 13.135 1881 1884 1887 rVV 34684 58874 4.80% 0.894%
27 13.171 1887 1890 1897 rVB2 37409 64586 5.26% ©.981%
28 13.335 1909 1918 1925 rBV 25577 49983 4.07% ©.759%
29 13.482 1937 1943 1956 rBV 101745 162061 13.20%  2.462%
30 13.729 1980 1985 1988 rvv4 6771 14410 1.17% 0.219%

31 13.794 1989 1996 2013 rVB 394081 705336 57.45% 10.716%

32 13.953 2016 2023 2025 rBV2 22509 34981 2.85% 0.531%
33 13.994 2025 2030 2032 rVV3 43829 84855 6.91% 1.289%
34 14.029 2032 2036 2045 rVW3 46556 122760 10.00% 1.865%
35 14.106 2045 2049 2055 rVB4 7105 12524 1.02% ©.190%
36 14.188 2057 2063 2067 rVB 14853 23161 1.89% ©.352%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112222\
Data File : VN@75375.D

Acqg On : 22 Nov 2022 18:07

Operator : JC\MD

Sample : N5644-01

Misc : 1.03g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 21  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_N\methods\82N112122W.M
Title : SW846 8260
37 14.247 2067 2073 2075 rBV 18906 28140 2.29% 0.428%
38 14.276 2075 2078 2082 rVV2 17313 24816 2.02% 0.377%
39 14.329 2082 2087 2093 rVV 63182 99333 8.09% 1.509%
49 14.447 2101 2107 2113 rVB2 30899 53614 4.37% 0.815%
41 14.582 2123 2130 2134 rBV4 9659 19962 1.63% 0.303%
42 14.653 2134 2142 2146 rVWV 27062 53866 4.39% 0.818%
43 14.694 2146 2149 2152 rW 20439 29804 2.43% 0.453%
44 14.735 2152 2156 2160 rVV2 19928 30836 2.51% 0.468%
45 14.876 2177 2180 2184 rVB3 10053 13212 1.08% 0.201%
46 14.935 2184 2190 2194 rBV3 35102 76832 6.26% 1.167%
47 15.053 2200 2210 2215 rBVS 36970 97141 7.91% 1.476%
48 15.094 2215 2217 2223 rVB2 12157 19727 1.61% ©.300%
49 15.323 2251 2256 2260 rvv3 15446 26610 2.17% 0.404%
50 15.441 2268 2276 2284 rBV8 12308 29586 2.41%  0.449%
51 15.641 2304 2310 2315 rVB3 11604 19989 1.63% 0.304%
52 15.835 2335 2343 2348 rVB7 4789 12496 1.02% ©.190%
Sum of corrected areas: 6582373
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112222\
Data File : VN@75375.D

Acqg On : 22 Nov 2022 18:07

Operator : JC\MD

Sample : N5644-01

Misc : 1.03g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N112122W.M
Quant Title : SW846 8260

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

Abundance TIC: VNO75375.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112222\
Data File : VN@75375.D

Acqg On : 22 Nov 2022 18:07

Operator : JC\MD

Sample : N5644-01

Misc : 1.03g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N112122W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 1,3-Methanopentalene, 1,2,3... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.994 6.02 ug/l 84855 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Deltacyclene 118 C9H1e 007785-10-6 53
2 1,3-Methanopentalene, 1,2,3,5-te... 118 C9H10 128600-88-4 53
3 4-Ethynylaniline 117 C8H7N 014235-81-5 43
4 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 40
5 trans-Cinnamyl bromide 196 C9H9Br 026146-77-0 38
Abundance Scan 2030 (13.994 min): VN075375.D\data.ms (-2025) (- | m/z 117.05 100.00%
117.1
5000 AA
010 e
39.0 630 774 ¥ :
0 ‘_H‘,mJ;mH;ww‘:‘uhWuu‘Hm‘i‘”H‘mwm‘wﬁ?’f‘ﬁ” m/z 118.05  52.85%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #10184: Deltacyclene
117.0
5000 . /\ e \AM/\/\\/\
91.0 14.00
39.0 ’ m/z 115.05 31.86%
65.0 78,0 ‘
O \‘\\\\’\H‘\“’H\\sﬁ:\o\!‘}‘\‘\\‘\\\u‘\\\\‘i}\\\]-‘(\1\4\.3\\1\“\\\\‘\\\\‘\\
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance  #10213: 1,3-Methanopentalene, 1,2,3,5-tetrahydro-
117.0
e
14.00
5000 m/z 105.10 27.33%
91.0
390 65.0
m/z--> 20 30 40 50 60 70 80 90 100110120 130 140 j\ /\
Abundance #9746: 4-Ethynylaniline AL | e
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0, 260300 T 760 : j\AM\
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112222\
Data File : VN@75375.D

Acqg On : 22 Nov 2022 18:07

Operator : JC\MD

Sample : N5644-01

Misc : 1.03g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N112122W.M
Quant Title : SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.329 7.04 ug/l 99333  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 CleH14 000874-41-9 97
2 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 96
3 Benzene, 2-ethyl-1,3-dimethyl- 134 CleH14 002870-04-4 95
4 Benzene, 1-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 94

Abundance Scan 2087 (14.329 min): VN075375.D\data.ms (-2082) (- | m/z 119.05 100.00%
119.1
Lo APEALV.WVAL
1.
390 650 | 1350 14.00 14.50
0l WL T m/z 134015 31.78%
m/z--> 0 20 40 60 80 100 120 140
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000 el ba A
14.00 14.50
m/z 91.05 14.53%
91.0
0 T \1\5\.9 T \3\9"‘0\ i \‘6‘\5‘.\0\ \‘”‘ T \‘\ T "N\ \‘\“l T \1\3?‘0\
miz--> 0 20 40 60 80 100 120 140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl- M]\
119.0
WA NN Jot,
14.00 14.50
5000 m/z 120.10 11.33%
91.0
39.0 65.0 ‘ ‘
P i N T I~
m/iz--> 0 20 40 60 80 100 120 140 A A /\/\M
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl- A‘ A L AN
119.0 14.00 14.50
m/z 117.10 10.28%
5000
91.0
oL 230 0L 080 Tk e I e
m/z--> 0 20 40 60 80 100 120 140 14.00 14.50

82N112122W.M Mon Nov 28 13:27:17 2022 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112222\
Data File : VN@75375.D

Acqg On : 22 Nov 2022 18:07

Operator : JC\MD

Sample : N5644-01

Misc : 1.03g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N112122W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 3-Phenylbut-1-ene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.935 5.45 ug/1 76832 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 83
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 81
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 76
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 76
5 Azulene, 1,2,3,3a-tetrahydro- 132 C10H12 033877-87-1 74
Abundance Scan 2190 (14.935 min): VN075375.D\data.ms (-2184) (- | m/z 117.05 100.00%
117.1
5000
i WXL VAN
39.1 650 ‘ 148.1 15.00
Ol sl Il T 2070 s 30 05 37.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16106: 3-Phenylbut-1-ene
11v.0
5000 L A
15.00
91.0 m/z 115.05  29.28%
390 50 ‘ ‘
O‘\‘\\\“\\“\\‘\‘\\\h‘\\‘\\‘U\\!‘\i“\‘\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
e My M
1 ar B
15.00
5000 m/z 91.05 28.78%
IR A ) S
m/z--> 20 40 60 80 100 120 140 160 180 200 A waﬁ
Abundance #16120: Benzene, 2-butenyl- A ‘ —— h ‘
117.0 15.00
m/z 131.05 24.52%
5000 91.0
39.0 65.0 ‘ j\
oo i b N
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112222\
Data File : VN@75375.D

Acqg On : 22 Nov 2022 18:07

Operator : JC\MD

Sample : N5644-01

Misc : 1.03g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N112122W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.053 6.89 ug/l 97141 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 90
2 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 87
4 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 87
5 Benzene, (2-methyl-2-propenyl)- 132 Cl1eH12 003290-53-7 83
Abundance Scan 2210 (15.053 min): VN075375.D\data.ms (-2200) (- | m/z 117.10 100.00%
117.1
5000
011 Mt 50 .
39.0 65.1 ’ 15.00
R P N m‘u A ml““mlf‘?r%, 200 sz 132,85 37.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16162: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 T m/ﬁw‘A\
91.0 15.00
51.0 m/z 115.10 36.25%
0’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl-
e Py A
WYy 4 ol
15.00
5000 m/z 131.05 17.25%
39.0 65.0 91"0 “ |
e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16107: 1-Phenyl-1-butene n i ‘ hoal ‘
117.0 15.00
m/z 91.10 15.72%
5000
91.0
51.0 ‘
0 ‘2‘7\79““‘ el wwh‘ SIS | " e A i [\M
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112222\
Data File : VN@75375.D

Acqg On : 22 Nov 2022 18:07

Operator : JC\MD

Sample : N5644-01

Misc : 1.03g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N112122W.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|
1,3-Methanopent... 13.994 6.0 ug/l 84855 4 13.794 705336 50.0
Benzene, 1-ethy... 14.329 7.0 ug/l 99333 4 13.794 705336 50.0
3-Phenylbut-1-ene  14.935 5.5 ug/l 76832 4 13.794 705336 50.0
Benzene, 2-ethe... 15.053 6.9 ug/l 97141 4 13.794 705336 50.0
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