LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62522\
Data File : VN©73135.D

Acqg On : 26 Jun 2022 03:19

Operator : JC\MD

Sample : N3494-21

Misc : 3.37g/5mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 43 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\82N061722W.M

Title : SW846 8260

Signal : TIC: VN@73135.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.769 479 490 512 rBV 366610 1146943 1.10% 0.542%
2 8.375 1093 1103 1113 rBV3 731339 1910366 1.83% 0.902%
3 8.898 1183 1192 1201 rBV 604964 1282104 1.23% 0.606%
4 10.375 1437 1443 1458 rVB2 1127417 2441525 2.33% 1.153%
5 11.280 1591 1597 1603 rBV 1058101 1893124 1.81% ©0.894%
6 11.710 1660 1670 1678 rBV 9403411 17864075 17.08% 8.437%
7 11.921 1702 1706 1711 rBV 600808 1132243 1.08% 0.535%
8 12.192 1744 1752 1758 rBV3 999577 2345974 2.24% 1.108%
9 12.304 1764 1771 1776 rVB 968461 1619408 1.55% 0.765%
10 12.392 1776 1786 1787 rBV5 772587 1586255 1.52% 0.749%
11 12.421 1788 1791 1797 rVB2 907125 1758629 1.68% 0.831%
12 12.669 1828 1833 1840 rBV2 1041253 1833921 1.75% 0.866%
13 12.833 1857 1861 1868 rVB3 1001185 1783054 1.70% 0.842%
14 12.992 1881 1888 1894 rBV7 842561 2270141 2.17% 1.072%
15 13.221 1923 1927 1934 rVB 1203170 1845585 1.76% ©0.872%
16 13.504 1967 1975 1979 rBV6 1007205 2423644 2.32% 1.145%
17 13.610 1989 1993 2003 rVB2 1181690 2516215 2.41% 1.188%
18 13.933 2042 2048 2053 rBV3 1701867 3063217 2.93% 1.447%
19 14.151 2081 2085 2090 rVB 2529052 3690713 3.53% 1.743%
20 14.263 2098 2104 2109 rVB4 973556 1970481 1.88% 0.931%
21 14.445 2130 2135 2137 rBV2 1344592 2147207 2.05% 1.014%
22 14.474 2137 2140 2144 rVB 1661981 2341392 2.24% 1.106%
23 14.557 2150 2154 2158 rBV2 840268 1109613 1.06% 0.524%
24 14.604 2158 2162 2169 rBV3 694075 1747347 1.67% 0.825%
25 14.792 2190 2194 2198 rBV2 803389 1089420 1.04% 0.515%
26 14.851 2198 2204 2210 rVV3 3550553 7381906 7.06%  3.487%
27 14.915 2210 2215 2221 rVB3 1830651 3425284 3.27% 1.618%
28 15.015 2228 2232 2237 rBV 863621 1436835 1.37% 0.679%
29 15.133 2247 2252 2256 rBV2 1837161 3221733 3.08% 1.522%
30 15.239 2265 2270 2276 rVB5 1789601 3686135 3.52% 1.741%

31 15.321 2281 2284 2291 rVB6 780664 1683381 1.61% ©.795%
32 15.439 2291 2304 2315 rBV2 44074525 104609652 100.00% 49.408%
33 15.733 2347 2354 2361 rBV7 723339 2237593 2.14% 1.057%
34 15.809 2363 2367 2371 rVB4 651348 1131116 1.08% ©.534%
35 15.939 2386 2389 2394 rVB2 789272 1196480 1.14% ©.565%

36 16.251 2435 2442 2452 rBV4 1673830 4451170  4.26% 2.102%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62522\
Data File : VN©73135.D

Acqg On : 26 Jun 2022 03:19

Operator : JC\MD

Sample : N3494-21

Misc : 3.37g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 43 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@61722W.M
Title : SW846 8260

37 16.451 2472 2476 2482 rVB2 584173 1188238 1.14% 0.561%
38 16.527 2483 2489 2494 rBV 1677564 3512474 3.36% 1.659%
39 16.733 2516 2524 2533 rBV2 2935375 7752430 7.41% 3.662%

Sum of corrected areas: 211727023
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: N3494-21
: 3.37g/5mL/100uL/5.00mL/MSVOA_N/MEOH
. 43

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62522\

: VNO73135.D
: 26 Jun 2022 03:19

JC\MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@61722W.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

4e+07

3e+07

2e+07

1e+07

0

TIC: VNO73135.D\data.ms

4.769

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

Abundance

4e+07

3e+07

2e+07

le+07

TIC: VNO073135.D\data.ms

11.710

8.375 8.898 10.375 11.280

0
Time-->

— T 7 T T — =
8.50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance

4e+07

3e+07

2e+07

1le+07

TIC: VNO73135.D\data.ms

15.439

151

o 13.9334
A

Time-->

1 945]
VAS
T T ‘

T ‘ ‘ T T ‘ T T
12.00 12.50 13.00 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62522\
Data File : VN@73135.D

Acqg On : 26 Jun 2022 03:19

Operator : JC\MD

Sample : N3494-21

Misc : 3.37g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©61722W.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 1 Cyclohexane, 1l-ethyl-1-methyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.992 45.11 ug/1 2270140  1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-1-methyl- 126 CSH18 004926-90-3 53
2 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 52
3 2,4-Dimethyl-1,5-diazabicyclo[3.... 112 C6H12N2 1000283-20-9 52
4 2,4-Dimethyl-1,5-diazabicyclo[3.... 112 C6H12N2 100463-01-2 52
5 Cyclohexane, 1-bromo-2-methyl- 176 C7H13Br 006294-39-9 50

Abundance Scan 1888 (12.992 min): VN073135.D\data.ms (-1881) (- | m/z 55.00 100.00%
55.0 97.0
5000
140.1 L
H ‘ ‘ 1741 13.00
[ ik H L 2041 2320 97,05 97.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13268: Cyclohexane, 1-ethyl-1-methyl-
55.0 97.0
5000 T
13.00
27.0 m/z 41.00 48.15%
H ‘\\ il \‘\ W 1126.0
O\\\‘\‘\}Hi\\‘\‘\"\{\\‘\\\ ‘\\\\’H\\‘\\H‘\\\\’H\\‘\\H‘\\\\’
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
55.0 97.0
——
13.00
5000 m/z 69.00 37.68%
27.0
Ol e ey e ey
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7171: 2,4-Dimethyl-1,5-diazabicyclo[3.1.0]hexane (trans T
97.0 13.00
42.0 m/z 96.00 29.27%
69.0
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62522\
Data File : VN@73135.D

Acqg On : 26 Jun 2022 03:19

Operator : JC\MD

Sample : N3494-21

Misc : 3.37g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©61722W.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, 4-ethyl-1,2-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.151 73.34 ug/1 3690710 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 97
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
3 Benzene, 1l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 95
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 95
5 o-Cymene 134 C1oH14 000527-84-4 95

Abundance Scan 2085 (14.151 min): VN073135.D\data.ms (-2081) (- | m/z 119.00 100.00%

119.0
5000

39.0 77.0‘ ) 14.00 14.50
ol L Ll ) 2781 2820 8850 ;134,00 29.01%
miz--> 50 100 150 200 250 300 350
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
14.00 14.50

m/z 91.00 17.94%

7.
390 ]
\\\‘\“‘\M\H\\M‘H\‘\‘\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance
119.0

—
14.00 14.50

o

5000 m/z 120.00 10.05%
77.0
39.0
ol d g il 8
m/z--> 50 100 150 200 250 300 350
Abundance #17088: Benzene, 1-ethyl-2,4-dimethyl- 7 —
119.0 14.00 14.50

m/z 105.00 9.89%

5000
BT
LA ) T}

ol A = —
miz--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62522\
Data File : VN@73135.D

Acqg On : 26 Jun 2022 03:19

Operator : JC\MD

Sample : N3494-21

Misc : 3.37g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©61722W.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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.474  46.53 ug/l 2341390 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1oH14 000095-93-2 95
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 91
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 91
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 91
Abundance Scan 2140 (14.474 min): VN073135.D\data.ms (-2137) (- m/z 119.00 100.00%
119.0
1450
770 .
390
ol Lol Il [1501 1849  229.9260.1 m/z 134.05 48.16%
miz-> 50 100 150 200 250
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
14.50
m/z 91.00 15.23%
39.0 77.0
O\\\‘\“M\“\“\ \“M\H‘! \“\ L L B By N B B B
miz-> 50 100 150 200 250
Abundance
119.0
——
14.50
5000 m/z 135.00 12.08%
39.0 77.0
o LSRN AT - e e
miz--> 50 100 150 200 250
Abundance #17063: Benzene, 1,2,3,4-tetramethyl- P
119.0 14.50
m/z 133.00 11.61%
5000
39.0 77.0
m/z--> 50 100 150 200 250 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62522\
Data File : VN@73135.D

Acqg On : 26 Jun 2022 03:19

Operator : JC\MD

Sample : N3494-21

Misc : 3.37g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©61722W.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 4 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.851 146.69 ug/l 7381910 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 76
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 76
3 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 76
4 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 CloH14 076089-59-3 76
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 70

Abundance Scan 2204 (14.851 min): VN073135.D\data.ms (-2198) (- | m/z 119.00 100.00%

119.0
5000
91.0 — —
39.0 65.0 ‘148.0 14.50 15.00
0 ol L2802 2191 2600 n/z 134.05  36.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #17083: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000 [ s
14.50 15.00
910 m/z 133.00 26.26%
39.0 65.0 ‘ |
0 ‘\‘\\\“‘\\‘\‘\“\‘\\\“\\\\"‘\‘\\Ul\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
119.0
— —f—
14.50 15.00
5000 m/z 117.00 26.18%
39.0 50 10
Ol lrelteptbher e Ml e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #17067: Benzene, 1,2,4,5-tetramethyl- T —
119.0 14.50 15.00
m/z 91.00 20.87%
5000
39.0 g5 910
0‘NHJLJuﬂﬁH‘H‘W‘HUL‘M‘HH‘H‘W‘H‘_‘H‘H‘W‘H‘_‘ - —r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.50 15.00

82N061722W.M Tue Jun 28 12:57:24 2022 Page: 7



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62522\
Data File : VN@73135.D

Acqg On : 26 Jun 2022 03:19

Operator : JC\MD

Sample : N3494-21

Misc : 3.37g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©61722W.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 Benzene, 1-methyl-4-(1-meth... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.915 68.06 ug/l 3425280 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 72
2 Acetic acid, (2,4-xylyl)- 164 C10H1202 006331-04-0 59
3 1,2-Benzenediol, 0-(5-chlorovale... 346 C19H19C1l04 1000329-74-2 59
4 o-Toluic acid, 4-nitrophenyl ester 257 C14H11NO4 1000307-46-0 59
5 m-Toluic acid, 4-cyanophenyl ester 237 C15H11NO2 1000307-56-9 59
Abundance Scan 2215 (14.915 min): VN073135.D\data.ms (-2210) (- | m/z 119.00 100.00%
119.0
15.00
410 77.0 166.1 :
bt o 20 2082 2809 m/z 148.05  18.50%
miz-> 50 100 150 200 250 300
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 1
15.00
m/z 120.00 10.18%
41.0 710‘ ‘
O\‘\U“\“\‘\\““\H L e B I
miz-> 50 100 150 200 250 300
Abundance
119.0
—
15.00
5000 m/z 91.00 9.06%
164.0
390 77.0
. T
miz--> 50 100 150 200 250 300
Abundance #255405: 1,2-Benzenediol, O-(5-chlorovaleryl)-O-(2-meth T
119.0 15.00
m/z 41.00 7.26%
e W/\/\
0 55.0 228.0 346.
T T ——
m/z--> 50 100 150 200 250 300 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62522\
Data File : VN@73135.D

Acqg On : 26 Jun 2022 03:19

Operator : JC\MD

Sample : N3494-21

Misc : 3.37g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©61722W.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 6 Benzene, 1,3-diethyl-5-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.133  64.02 ug/l 32217360 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 90
2 Benzene, 1,4-diethyl-2-methyl- 148 C11H16 013632-94-5 90
3 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 72
4 Benzene, pentamethyl- 148 C11H16 000700-12-9 70
5 6-Methyl-4-indanol 148 C10H120 020294-32-0 70

Abundance Scan 2252 (15.133 min): VN073135.D\data.ms (-2247) (- | m/z 133.00 100.00%

138.0
5000
91.0

AV
39.0 65.0 ‘ 15.00 15.50
‘H‘HkuwwwuM‘N‘NHWMJﬁ_ﬂﬁ?ﬁ%‘EQKEH%%QRH" m/z 119.00  52.33%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #26390: Benzene, 1,3-diethyl-5-methyl-
133.0

5000 e
oo 15.00 15.50
L m/z 148.00  40.57%

65.0
OTWWTWW4HWTJ5J%Jﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance

133.0

T
15.00 15.50

o

5000 m/z 91.00 20.94%
105.0
39.0 77.0
Y BB RISAR VRSN M MO S A S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #26396: Benzene, 1-ethyl-4-(1-methylethyl)- —— ——
133.0 15.00 15.50

m/z 131.00 15.41%

5000
105.0
77.0 ‘
15.0 4%0\ || ol

Ot e e b preer pree e A S
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62522\
Data File : VN@73135.D

Acqg On : 26 Jun 2022 03:19

Operator : JC\MD

Sample : N3494-21

Misc : 3.37g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©61722W.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 7 Benzene, (2-methyl-1-butenyl)- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.239  73.25 ug/1 3686140 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 86
2 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 64
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 50
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 50
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 46

Abundance Scan 2270 (15.239 min): VN073135.D\data.ms (-2265) (- | m/z 133.00 100.00%

138.0
5000
91.0
T

39.0 650 ‘ ‘ ‘ ‘1621 15.00 15.50
"m““Hml‘w\mu Mol 00T 20412281 30 6 00,174

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
91.0

5000 AL Sa.
15.00 15.50

m/z 119.00  49.49%

mo 850
i) I I
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
131.0
1

o

o

15.00 15.50
5000 m/z 148.05 32.15%
: M/\AMU\/\

51.0
O e T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)- — —
131.0 15.00 15.50

m/z 91.00  28.64%

5000 91.0
390

0! wjh“u“_“w‘u“u“w — —
miz—> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62522\
Data File : VN@73135.D

Acqg On : 26 Jun 2022 03:19

Operator : JC\MD

Sample : N3494-21

Misc : 3.37g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©61722W.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 1H-Benzimidazole, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.251  88.45 ug/l 4451170 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Benzimidazole, 2-ethyl- 146 C9H1ON2 001848-84-6 60
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 55
3 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 50
4 1H-Indene, 2,3-dihydro-1,5,7-tri... 160 C12H16 054340-88-4 46
5 1H-Indene, 2,3-dihydro-1,4,7-tri... 160 C12H16 054340-87-3 46

Abundance Scan 2442 (16.251 min): VN073135.D\data.ms (-2435) (- | m/z 145.00 100.00%

45.0
5000 _

T
16.00 16.50

0 ' “ 2183 2830 n/z 131.00  91.72%
miz--> 50 100 150 200 250
Abundance #25691: 1H-Benzimidazole, 2-ethyl-
145.0
5000 — —
16.00 16.50

m/z 146.05 52.11%

92.0
O T 2\8‘\.q\ ‘“6‘2‘”9 ‘\ M ‘ ! T “\ T \‘ " T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance
145.0

T
16.00 16.50
5000 m/z 118.00  46.43%

390 77.0 1150
o) IV Pt N Y I —
miz-> 50 100 150 200 250

Abundance #36254: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl- ——
145.0 16.00 16.50

m/z 105.00  41.42%

5000
115.7
L

o |
I e e —r— —r—
miz--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62522\
Data File : VN@73135.D

Acqg On : 26 Jun 2022 03:19

Operator : JC\MD

Sample : N3494-21

Misc : 3.37g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©61722W.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 Naphthalene, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.527 69.80 ug/l 3512470 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 90
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 81

Abundance Scan 2489 (16.527 min): VN073135.D\data.ms (-2483) (- | m/z 142.00 100.00%
142.0

5000

—

115.0
L B B B B R
630 890 16.20 16.40 16.60
0o L b Ml 7011950 2322 a0 ap 84.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 T T T[T T[T
115.0 16.20 16.40 16.60
m/z 115.00 37.49%
39.0 630 89.0 |
0 ‘\H\“H”\\““H“\”\‘\‘\‘H‘\\H‘Hui\H\‘HH‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
142.0
L T B B B B B R A
16.20 16.40 16.60
m/z 145.05 29.74%
5000 115.0
39.0 63.0 89.0
) B N A i R | —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- e e
141.0 16.20 16.40 16.60

m/z 143.00 10.93%

5000 115.0

-

39.0 63.0 g9 ‘

N u w
I L e R R R N R R R N R RS L L B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.20 16.40 16.60

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62522\
Data File : VN@73135.D

Acqg On : 26 Jun 2022 03:19

Operator : JC\MD

Sample : N3494-21

Misc : 3.37g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©61722W.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 1,4-Methanonaphthalene, 1,4... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.733 154.05 ug/1 7752430 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 95
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 90
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 87

Abundance Scan 2524 (16.733 min): VN073135.D\data.ms (-2516) (- | m/z 142.00 100.00%
142.0

—

5000
—— T
63.0 ‘ 1731 16.40  16.60
O ol Al 1731 20702374 2810 12141 00 89.43%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 L
16.40 16.60
m/z 115.00 42.78%
63.0 113.0
O ’\\\\‘\\M\\““\\“\‘\‘\\‘\\‘HH‘HH‘HH‘\\H‘HH‘\\H‘HH‘\H\‘HH‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
142.0
T
16.40 16.60
5000 m/z 129.00 19.06%

7o 630 1130
o LS\ SO RSkt

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- —
141.0 16.40 16.60

m/z 143.00 12.57%

L.

5000

é.

27.0 13.0
AL VNNE N E— N

m/z--> 20 40 60 80 100120140160180200220240260280 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62522\
Data File : VN©73135.D

Acqg On : 26 Jun 2022 03:19

Operator : JC\MD

Sample : N3494-21

Misc : 3.37g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©61722W.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|
Cyclohexane, 1-... 12.992 45.1 ug/l 2270140 4 13.610 2516220 50.0
Benzene, 4-ethy... 14.151 73.3 ug/l 3690710 4 13.610 2516220 50.0
Benzene, 1,2,4,... 14.474  46.5 ug/l 2341390 4 13.610 2516220 50.0
Benzene, 1l-ethy... 14.851 146.7 ug/l 7381910 4 13.610 2516220 50.0
Benzene, 1-meth... 14.915 68.1 ug/l 3425280 4 13.610 2516220 50.0
Benzene, 1,3-di... 15.133 64.0 ug/l 3221730 4 13.610 2516220 50.0
Benzene, (2-met... 15.239 73.3 wug/l 3686140 4 13.610 2516220 50.0
1H-Benzimidazol... 16.251 88.5 ug/l 4451170 4 13.610 2516220 50.0
Naphthalene, 1-... 16.527 69.8 ug/l 3512470 4 13.610 2516220 50.0
1,4-Methanonaph... 16.733 154.1 wug/l 7752430 4 13.610 2516220 50.0
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