LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@41122\
Data File : VN©71931.D

Acqg On : 11 Apr 2022 13:16

Operator : JC\MD

Sample : N2306-01

Misc : 1.05g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 6 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\82N©33022W.M

Title : SW846 8260

Signal : TIC: VN@71931.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.228 33 41 62 rBV2 132220 431969 4.28% 0.282%
2 8.010 1014 1024 1029 rBV 370394 909840 9.02% 0.594%
3 8.075 1029 1035 1045 rW 742494 1759402 17.45% 1.149%
4 8.281 1062 1070 1085 rVB 90420 211651 2.10% ©0.138%
5 8.428 1085 1095 1107 rBV 396235 899257 8.92% 0.587%

6 8.816 1154 1161 1176 rVB2 113355 235804  2.34% 0.154%
7 8.957 1176 1185 1200 rBV 1084080 2253260 22.34% 1.471%
8 9.451 1255 1269 1275 rBV2 54828 133596 1.32% ©.087%
9 10.433 1428 1436 1442 rBV 1756456 3315920 32.88% 2.165%
10 10.498 1442 1447 1460 rVV 2082927 3972256 39.39%  2.594%
11 10.616 1460 1467 1474 rVB 161440 298653 2.96% ©.195%
12 11.045 1531 1540 1545 rBV 57451 102082 1.01% 0.067%
13 11.286 1573 1581 1585 rVV 108719 220294  2.18% 0.144%
14 11.339 1585 1590 1596 rVB 105727 203132 2.01% ©0.133%
15 11.445 1603 1608 1613 rBV3 91151 159768 1.58% ©.104%

16 11.522 1613 1621 1633 rVB3 339075 854817  8.48%
17 11.622 1633 1638 1643 rBV 333830 520837 5.16%
18 11.739 1651 1658 1669 rBV 1592951 2885655 28.62%
19 11.839 1669 1675 1679 rBV 370278 635514  6.30%
20 11.951 1684 1694 1703 rBV3 2777717 5501433 54.56%

wWeoORre®
0
0
IS
R

21 12.027 1703 1707 1712 rVB3 265897 460761 4
22 12.086 1712 1717 1724 rBV5 43614 106686 1
23 12.169 1724 1731 1737 rVB4 98299 186313 1.85%
24 12.251 1737 1745 1746 rBV3 540798 976635 9
25 12.274 1746 1749 1757 rVB 672119 1143509 11.

[OSINR RO RE ]
=
N
N
B

26 12.363 1759 1764 1768 rVB 524060 766229  7.60%
27 12.410 1768 1772 1774 rBV3 97506 144448 1.43%
28 12.486 1774 1785 1795 rBV7 635526 2071407 20.54%
29 12.569 1795 1799 1803 rBV2 191443 384472 3.81%
30 12.621 1803 1808 1809 rBv4 212281 296696 2.94%

oOCo0oOrooe
w
U1
N
R

31 12.651 1810 1813 1816 rBV 318052 408912 4.06%
32 12.727 1821 1826 1830 rVV 1437582 2405386 23.85%
33 12.763 1830 1832 1836 rVV 545168 616123  6.11%
34 12.816 1837 1841 1844 rVVv4 158675 215975 2.14%
35 12.910 1850 1857 1862 rVB3 494902 1123986 11.15%

[CRCRCETN ]
IS
[
N
B

36 12.974 1862 1868 1872 rBV2 1494976 2742692 27.20% 1.791%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@41122\
Data File : VN©71931.D

Acqg On : 11 Apr 2022 13:16

Operator : JC\MD

Sample : N2306-01

Misc : 1.05g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 6 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\82N©33022W.M
Title : SW846 8260
37 13.045 1872 1880 1886 rVV2 5092245 10084077 100.00%  6.584%
38 13.104 1886 1890 1895 rVB 730489 1145312 11.36% ©0.748%
39 13.216 1895 1909 1916 rBv4 814551 3069388 30.44% 2.004%
40 13.280 1916 1920 1927 rVB3 1017855 1804092 17.89% 1.178%
41 13.363 1927 1934 1939 rBV 2765897 4617674 45.79%  3.015%
42 13.492 1952 1956 1960 rVB3 520576 770436 7.64% 0.503%
43 13.557 1960 1967 1971 rBV4 1768466 3573010 35.43%  2.333%
44 13.598 1971 1974 1978 rVB3 522316 626642 6.21% 0.409%
45 13.668 1981 1986 1990 rBV 1930957 3139700 31.14% 2.050%
46 13.739 1995 1998 2003 rVB3 595750 714123 7.08% 0.466%
47 13.863 2003 2019 2023 rBV2 2273473 5502996 54.57%  3.593%
48 13.904 2023 2026 2030 rVV2 910222 1234715 12.24% ©0.806%
49 13.986 2035 2040 2046 rBV2 4961371 7858796 77.93% 5.131%
50 14.033 2046 2048 2050 rVvVv3 481649 603187 5.98%  0.394%
51 14.063 2050 2053 2060 rVV 846703 1863227 18.48% 1.217%
52 14.127 2060 2064 2066 rVvV 854577 1381816 13.70% 0.902%
53 14.157 2066 2069 2073 rVV 1206206 1935177 19.19% 1.264%
54 14.210 2074 2078 2083 rVB 1537499 2306700 22.87% 1.506%
55 14.321 2091 2097 2102 rBV2 2150682 3626589 35.96% 2.368%
56 14.398 2102 2110 2114 rBV6 798732 1991055 19.74% 1.300%
57 14.451 2114 2119 2122 rBV6 479548 847635 8.41% 0.553%
58 14.498 2122 2127 2132 rBV3 2443726 4008079 39.75% 2.617%
59 14.574 2137 2140 2143 rVB 1025786 1261588 12.51% 0.824%
60 14.615 2143 2147 2151 rBV 1201614 1507787 14.95% 0.984%
61 14.662 2151 2155 2161 rVB3 1519196 2486316 24.66% 1.623%
62 14.721 2161 2165 2167 rBV 836452 1280832 12.70% 0.836%
63 14.757 2168 2171 2175 rVB 1266946 1653611 16.40% 1.080%
64 14.810 2175 2180 2181 rBV 1577224 2398974 23.79% 1.566%
65 14.927 2192 2200 2205 rBV3 2956156 7467057 74.05% 4.875%
66 14.974 2205 2208 2216 rVB3 1170291 1994283 19.78% 1.302%
67 15.080 2221 2226 2232 rVB 1744358 3061424 30.36% 1.999%
68 15.186 2240 2244 2249 rBv4 971501 1525118 15.12% 0.996%
69 15.310 2258 2265 2271 rVB4 1201488 2744978 27.22% 1.792%
70 15.462 2286 2291 2294 rBV6 520608 1003096 9.95% 0.655%
71 15.557 2302 2307 2311 rBV 961844 1581799 15.69% 1.033%
72 15.609 2311 2316 2320 rBV 1011581 1857272 18.42% 1.213%
73 15.692 2327 2330 2340 rVB3 968592 2125960 21.08%  1.388%
74 15.798 2340 2348 2356 rBV3 889246 2273896 22.55% 1.485%
75 15.880 2357 2362 2367 rVV2 274496 553662 5.49% 0.362%

76 15.974 2369 2378 2379 rVV4 561393 1322899 13.12% 0.864%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@41122\
Data File : VN©71931.D

Acqg On : 11 Apr 2022 13:16

Operator : JC\MD

Sample : N2306-01

Misc : 1.05g/10mL/100ul/5.00emL/MSVOA_N/MEOH

ALS vial : 6 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\82N©33022W.M

Title : SW846 8260

77 16.009 2379 2384 2394 rVV 2014166 4189642 41.55% 2.736%
78 16.104 2396 2400 2405 rVV4 240745 470905 4.67% 0.307%
79 16.180 2407 2413 2428 rVB3 585446 2038397 20.21% 1.331%
80 16.339 2431 2440 2446 rBV 988494 2397648 23.78% 1.565%
81 16.539 2467 2474 2481 rBV2 955218 2124341 21.07% 1.387%

82 16.609 2481 2486 2500 rVB5 522401 1574215 15.61% 1.028%

Sum of corrected areas: 153155496
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@41122\
Data File : VN@©71931.D

Acqg On : 11 Apr 2022 13:16

Operator : JC\MD

Sample : N2306-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.M
Quant Title : SW846 8260

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

Abundance TIC: VN071931.D\data.ms

5000000
4000000
3000000
2000000

1000000

2.228
0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 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 6.40 6.60 6.80

Abundance TIC: VN071931.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe41122\
Data File : VN@71931.D

Acqg On : 11 Apr 2022 13:16

Operator : JC\MD

Sample : N2306-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.M
: 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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.974 43.68 ug/l 2742690 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 94
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 93
4 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 81
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 81

Abundance Scan 1868 (12.974 min): VN071931.D\data.ms (-1862) (- m/z 105.10 100.00%
1

05.1
5000
551 /7.0 L 1402 13.00
b 380 Ly ) 38841402 ) 106 90 31.40%
miz--> 20 40 60 80 100 120 140
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0
5000
13.00
m/z 77.05 11.82%
39.0 77.0
O\\\‘\‘\\\"‘\\“{‘5\?"?‘\\\““\\‘}\“}‘\\‘]\-‘“2\.(\)\\‘\\\\ 1
miz--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
P
13.00
5000 ITI/Z 106.10 9.09%
39.0 77.0 i
o~ “,H “‘159"(“)“ ‘ ““, e s ‘%,‘2"9‘ AR
miz--> 20 40 60 80 100 120 140
Abundance #10721: Benzene, 1-ethyl-4-methyl-
105.0 13.00
m/z 97.10 8.59%
5000
77.0
ol2s0 00 390 L oy 320 U
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_N\Data\VN@41122\
Data File : VN@©71931.D

Acqg On : 11 Apr 2022 13:16

Operator : JC\MD

Sample : N2306-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 2 Benzene, 1l-ethyl-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.216  48.88 ug/l 3069390 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 93
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 87
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 87
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 87

Abundance Scan 1909 (13.216 min): VN071931.D\data.ms (-1895) (-  m/z 105.05 100.00%
1

05.1
5000
77.0 13.00 13.50
oL ) ;Jz.o 140.1 ;
0 e e m/z 120.10 31.42%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
13.00 13.50
m/z 77.05 11.45%
77.0
O \]_\5\.9\‘\ \3\9“.(\)\‘\5\9"‘0\‘\ T \M‘ T \‘} T ‘H‘\ \;I\.‘“z\.\o\ T ‘ T T ‘ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
AR T
13.00 13.50
5000 m/z 91.10 11.23%
79.0
= L
O T B Tk T L A I T S S
m/z--> 20 40 60 80 100 120 140 160
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 13.00 13.50
m/z 106.10 8.75%
5000
39.0 77.0
X N2 T =X
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_N\Data\VN@41122\
Data File : VN@©71931.D

Acqg On : 11 Apr 2022 13:16

Operator : JC\MD

Sample : N2306-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 o-Cymene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.557 56.90 ug/l 3573010 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 78
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 78
3 p-Cymene 134 C10H14 000099-87-6 78
4 Cyclohexane, butyl- 140 C10H20 001678-93-9 46
5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 38

Abundance Scan 1967 (13.557 min): VN071931.D\data.ms (-1960) (- m/z 83.10 100.00%
8':

551 119.1
5000
140.2 T 1
| o211, |
ol S8Rl LHOZ Al L myz ss.10 77.53%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16998: o-Cymene
119.0
5000 — ‘
13.50
91.0 m/z 119.05 75.23%
[ \.‘ T \Awlﬂr\o\ by \”‘6?.\0\ \‘”‘ T ‘W\ \‘\w T 1J60 T
m/z--> 20 40 60 80 100 120 140 160
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
13.50
5000 ITI/Z 82.10 68.21%
91.0
o150 40 00, Lo a0
m/z--> 20 40 60 80 100 120 140 160
Abundance #16995: p-Cymene T
119.0 13.50
m/z 41.10 40.03%
5000
91.0
41.0 65.0 4
0\\\‘\H\\w\\M\MJH\M\\w\‘w\\Wl\;Hgg\\\‘\ o
m/z--> 20 40 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe41122\
Data File : VN@71931.D

Acqg On : 11 Apr 2022 13:16

Operator JC\MD

Sample : N2306-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.M
: SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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, 1-methyl-3-propyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.863 87.64 ug/l 5503000 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 60
2 Benzene, (1-methylpropyl)- 134 C1oH14 000135-98-8 60
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 60
4 Benzene, 1l-methyl-2-propyl- 134 C10H14 001074-17-5 60
5 2-Indanol 134 C9H1e0 004254-29-9 53

Abundance Scan 2019 (13.863 min): VN071931.D\data.ms (-2003) (-  m/z 105.10 100.00%
106.1
5000
134.1
39.1 77 1 ‘ “ 13.50 14.00
YIS il £ TSSO “‘ I A ‘1‘5‘3;1‘ m/z 117.10  27.21%
m/z--> 20 40 60 80 100 120 140
Abundance #17048: Benzene, 1-methyl-3-propyl-
105.0
5000
13.50 14.00
134.0 m/z 134.05  25.03%

ol150 30 570 10, | |
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

miz-> 20 40 60 80 100 120 140

Abundance #17045: Benzene, (1-methylpropyl)-
105.0
13.50 14.00
5000 m/z 118.10 14.41%
134.0
27.0 510 77.0
0 “‘,‘M“H“W“““““w“‘ﬂ“““‘u““
miz--> 20 40 60 80 100 120 140 W\ﬁ/\
Abundance #17052: Benzene, 1-methyl-4-propyl- T T A
105.0 13.50 14.00
m/z 106.10 13.71%
5000
134.0
77.0
0 27 0 51\ 0 I ‘ ‘ ‘ ‘\‘ N 1
T R L e e R A
m/z--> 20 40 60 80 100 120 140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@41122\
Data File : VN@©71931.D

Acqg On : 11 Apr 2022 13:16

Operator : JC\MD

Sample : N2306-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 5 unknownl4.321 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.321 57.75 ug/1 3626590 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 46
2 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 46
3 Cyclopropane, 1-methyl-1-phenyl- 132 C1eH12 002214-14-4 46
4 3-Phenylbut-1-ene 132 C10H12 000934-10-1 46
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 46

Abundance Scan 2097 (14.321 min): VN071931.D\data.ms (-2091) (-  m/z 119.10 100.00%
119.1

1
5000
91.1 1481
= —r
411 65.1 ‘ 14.00 14.50
Y N PN O 1 b 1881 7 117,10 79.47%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16107: 1-Phenyl-1-butene
117.0
5000 —t SV
14.00 14.50
91.0 o
m/z 105.10 50.24%
51.0 ‘
Ot ‘2\7‘\"9\"‘\ \“\”\ “?9-9\“‘ bl ‘HU‘\ ™ \‘U‘\‘\ (LI A
miz--> 20 40 60 80 100 120 140 160
Abundance #16123: (E)-1-Phenyl-1-butene
117.0
M =
14.00 14.50
5000 m/z 91.10 30.93%
91.0
28.0 51.0
Ol o “‘um‘\“?‘s‘wﬂ" SVEMNTINN | ) —
m/z--> 20 40 60 80 100 120 140 160
Abundance #16147: Cyclopropane, 1-methyl-1-phenyl- — ——
117.0 14.00 14.50
m/z 115.10  27.65%
5000
91.0
51.0
27.0 H
0 ‘H“W‘ub“‘HM?%@_‘H‘NM““wu“‘u“““ P "
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@41122\

Data File : VN@71931.D

Acqg On : 11 Apr 2022 13:16

Operator : JC\MD

Sample : N2306-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 6 trans-Decalin, 2-methyl-

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.498 63.83 ug/l 4008080 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 97
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 95
3 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 83
4 Cyclopentylcyclohexane 152 C11H20 001606-08-2 70
5 Decalin, anti-1-methyl-, cis- 152 C11H20 1000158-89-0 58

Abundance Scan 2127 (14.498 min): VN071931.D\data.ms (-2122) (-  m/z 81.10 100.00%
81.1 152.2
5000
110.1 T
H ) 14.50
o! ‘ “ il ““ [N 206.2 28l m/z 152.20 85.05%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #29490: trans-Decalin, 2-methyl-
81.0
41.0 152.0
5000
FOQO
0! H\“‘\ u\ H L |

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000
109.0
0’ I \h\ H\‘ H ‘\ ‘

m/z--> 20 40 60 80 100120140160180200220240260280

%

T
14.50

m/z 95.10  75.57%

3

T
14.50

m/z 67.10 70.29%

3

Abundance #29494: cis-Decalin, 2-syn-methyl- :
95.0 14.50
67.0 m/z 82.10 69.73%
5000
152.0
39.0
FZ&O
0! \‘HH“‘ ‘ | —

m/z--> 20 40 60 80 100120140160180200220240260280
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@41122\
Data File : VN@©71931.D

Acqg On : 11 Apr 2022 13:16

Operator : JC\MD

Sample : N2306-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 7 1-Methyl-2-phenylcyclopropane Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.927 118.91 ug/1l 7467060 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 91
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 87
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 81
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 81
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 76

Abundance Scan 2200 (14.927 min): VN071931.D\data.ms (-2192) (-  m/z 117.05 100.00%

117.1
5000
15.00
77.1 ‘ ‘ .
ST YN | ‘”‘”1‘4?'1‘ 1801 . 28L0 nyz 132,00 37.46%
miz--> 50 100 150 200 250
Abundance #16137: 1-Methyl-2-phenylcyclopropane
117.0
5000 L
15.00
m/z 115.10 27.86%
39.0 710‘
O\\\‘\i‘\‘h‘\”\‘\“‘h\‘\‘h\‘\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
—
15.00
5000 ITI/Z 105.10 21.62%
51.0 ‘
01‘5"0\‘ ‘L‘ }‘\\\‘\““\“ﬁ‘?\;p‘m\"\‘ \H“ — — —
miz--> 50 100 150 200 250
Abundance #16106: 3-Phenylbut-1-ene —
117.0 15.00
m/z 91.05 19.20%
5000
39.0 77.0‘ ‘
oL— LWHM\M‘NNLH\J‘\‘\ e e —
miz--> 50 100 150 200 250 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@41122\
Data File : VN@©71931.D

Acqg On : 11 Apr 2022 13:16

Operator : JC\MD

Sample : N2306-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 8 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.080 48.75 ug/l 3061420 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 96
2 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 62
3 Indan, epoxide 132 C9H80 000768-22-9 50
4 Benzene, 3-cyclohexen-1-yl- 158 C12H14 004994-16-5 47
5 4-Cyanobenzoic acid, 2-phenyleth... 251 C16H13NO2 131786-46-4 38

Abundance Scan 2226 (15.080 min): VN071931.D\data.ms (-2221) (- m/z 104.10 100.00%

104.1
5000 132.1
51.1 780 15.00
0 L \“ ‘H\ mH L \“ M \M\ \16\62 2081 9
A e ARBAEAREE RS m/z 132.05 51.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16157: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 e :
132.0 15.00
78.0 m/z 91.10 41.05%
28.0 510 ‘ ‘
O\\\‘\‘1}\"\\“}‘\“‘m\\H}“‘\\‘}\“M\\l“\‘M\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16681: 2H-Inden-2-one, 1,3-dihydro-
104.0
N T
15.00
5000 132.0 m/z 115.1@  15.66%
51.0 78.0
oy
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16653: Indan, epoxide T
104.0 15.00
m/z 117.10  13.45%
5000
51.0 78.0 132.0
2o | )
O etttk et b b e e .
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\VN@41122\
Data File : VN@©71931.D

Acqg On : 11 Apr 2022 13:16

Operator : JC\MD

Sample : N2306-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 9 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.310  43.71 ug/1 2744980 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 92
2 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 70
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001559-81-5 70
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 70
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 70

Abundance Scan 2265 (15.310 min): VN071931.D\data.ms (-2258) (-  m/z 131.05 100.00%

131.1
5000
ot 15.00 15.50
39.1 65.0 ‘ 162.1 : :
o"H"H‘www‘m‘HM‘wupm‘wp%%w‘wwﬂm“&9?ﬂ“w m/z 133.05  32.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 . 2
15.00 15.50
m/z 146.05 21.66%
39‘.0 \‘\ 64‘”'0 ‘ 9]?0 L h \H\‘ ‘\
O\H\‘HH“\\1\‘H‘H’\\H“\H\‘HH‘MH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25025: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131.0
— =
15.00 15.50
5000 m/z 91.10 17.30%
91.0
5090 00 T ||
O b el e e e el e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25042: Naphthalene, 1,2,3,4-tetrahydro-1-methyl- — T
131.0 15.00 15.50
m/z 106.10 11.70%
5000
91.0
390 650
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@41122\
Data File : VN@©71931.D

Acqg On : 11 Apr 2022 13:16

Operator : JC\MD

Sample : N2306-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 10 Benzene, (1-ethyl-2-propenyl)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
16.009 66.72 ug/l 4189640 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1l-ethyl-2-propenyl)- 146 C11H14 019947-22-9 87
2 Benzene, (1-methylenebutyl)- 146 C11H14 005676-32-4 87
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 002809-64-5 74
4 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 68
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 58

Abundance Scan 2384 (16.009 min): VN071931.D\data.ms (-2379) (-  m/z 118.10 100.00%
1

118.1
146.1
5000
91.1 T 1
39.1 65.0 ‘ ‘ ‘ 16.00
O ool el 1802 2079 ) 146 05 66.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25002: Benzene, (1-ethyl-2-propenyl)-
118.0
5000
91.0 16.00
51.0 146.0 m/z 131.05 63.10%
27.0
O' ‘\‘U‘}\‘\“\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24993: Benzene, (1-methylenebutyl)-
118.0
T \
16.00
5000 ITI/Z 117.10 49.67%
91.0
51.0
27.0 146.0
01 e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25054: Naphthalene, 1,2,3,4-tetrahydro-5-methyl- — ‘
131.0 16.00
m/z 105.10 38.25%
5000 105.0
39.0 77.0
o T | — —_— ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@41122\
Data File : VN©71931.D

Acqg On : 11 Apr 2022 13:16

Operator : JC\MD

Sample : N2306-01

Misc : 1.05g/10mL/100ul/5.00emL/MSVOA_N/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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, 1l-ethy... 12.974 43.7 ug/l 2742690 4 13.668 3139700 50.0
Benzene, 1l-ethy... 13.216 48.9 ug/l 3069390 4 13.668 3139700 50.0
o-Cymene 13.557 56.9 ug/l 3573010 4 13.668 3139700 50.0
Benzene, 1-meth... 13.863 87.6 wug/l 5503000 4 13.668 3139700 50.0
unknownl4.321 14.321 57.8 ug/l 3626590 4 13.668 3139700 50.0
trans-Decalin, ... 14.498 63.8 ug/l 4008080 4 13.668 3139700 50.0
1-Methyl-2-phen... 14.927 118.9 ug/l 7467060 4 13.668 3139700 50.0
Naphthalene, 1,... 15.080 48.8 ug/l 3061420 4 13.668 3139700 50.0
1H-Indene, 2,3-... 15.310 43.7 ug/l 2744980 4 13.668 3139700 50.0
Benzene, (1l-eth... 16.009 66.7 ug/l 4189640 4 13.668 3139700 50.0
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