LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62522\
Data File : VNO©73134.D

Acqg On : 26 Jun 2022 02:54

Operator : JC\MD

Sample : N3494-16

Misc : 5.66g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 42 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@73134.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 7.945 1019 1030 1035 rBV 253321 643033 1.42% 0.576%
2 8.010 1035 1041 1049 rVB 495617 1134931 2.50% 1.017%
3 8.375 1093 1103 1114 rBV3 514318 1356461 2.99% 1.215%
4 8.898 1184 1192 1205 rBV 674532 1427244  3.15%  1.279%
5 10.375 1436 1443 1452 rBV 1037532 2006923 4.43% 1.798%

6 11.281 1591 1597 1603 rBV 464716 793769 1.75% 0.711%
7 11.486 1627 1632 1641 rVB2 263454 506343 1.12%  ©.454%
8 11.710 1659 1670 1678 rBV2 5781105 11972278 26.40% 10.726%
9 11.875 1692 1698 1702 rBV5 242986 587295 1.29% 0.526%

10 12.192 1745 1752 1758 rBV2 520708 1219619 2.69% 1.093%
11 12.304 1768 1771 1775 rVB 404585 588920 1.30% ©.528%
12 12.392 1781 1786 1787 rBV3 379359 543882 1.20% 0.487%
13 12.669 1828 1833 1838 rBV 1022060 1762572 3.89% 1.579%
14 12.833 1856 1861 1868 rBv4 719525 1277486 2.82% 1.145%
15 12.916 1869 1875 1881 rVV7 376099 835042 1.84% ©.748%
16 12.992 1882 1888 1902 rVB7 613108 2391099 5.27% 2.142%
17 13.133 1908 1912 1916 rVB2 419422 585658 1.29% ©.525%
18 13.222 1923 1927 1939 rVB3 809852 1475145 3.25% 1.322%
19 13.539 1978 1981 1985 rVB4 389332 532952 1.18% 0.477%
20 13.610 1989 1993 2002 rVB2 1220018 2650147 5.84%  2.374%
21 13.757 2014 2018 2031 rVB6 549550 1681287 3.71% 1.506%
22 13.927 2042 2047 2053 rVB3 1731783 3190986 7.04%  2.859%
23 14.151 2081 2085 2090 rVB 1276111 1773364 3.91% 1.589%
24 14.251 2098 2102 2108 rVB4 560000 1060512 2.34%  ©.950%
25 14.322 2111 2114 2120 rVB5 501091 866986 1.91% ©.777%
26 14.404 2121 2128 2130 rBV5 321232 811209 1.79% 0.727%
27 14.445 2130 2135 2137 rVV2 1165369 1936657 4.27% 1.735%
28 14.474 2138 2140 2149 rVB3 1284476 2136309 4.71% 1.914%
29 14.557 2150 2154 2157 rBV 657042 927020 2.04% 0.831%
30 14.610 2158 2163 2168 rBv4 951881 1724200 3.80% 1.545%
31 14.792 2191 2194 2199 rBV3 464590 633049 1.40% ©.567%
32 14.851 2199 2204 2210 rBV3 1451737 3317981 7.32% 2.973%
33 14.910 2210 2214 2221 rVB4 1517895 2931707 6.46%  2.627%
34 15.127 2247 2251 2255 rVB3 1103621 1727187 3.81% 1.547%
35 15.239 2265 2270 2275 rBv4 841207 1625796 3.58% 1.457%

36 15.433 2292 2303 2310 rBV 21369468 45352475 100.00% 40.632%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62522\
Data File : VNO©73134.D

Acqg On : 26 Jun 2022 02:54

Operator : JC\MD

Sample : N3494-16

Misc : 5.66g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 42 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 15.810 2362 2367 2372 rBV4 915900 1669804 3.68%  1.496%
38 16.380 2460 2464 2470 rVB2 713061 1174799  2.59%  1.053%
39 16.727 2517 2523 2533 rBV5 969232 2785632 6.14%  2.496%

Sum of corrected areas: 111617759
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: N3494-16
: 5.66g/5mL/100uL/5.00mL/MSVOA_N/MEOH
: 42 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

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

: VNO73134.D
: 26 Jun 2022 02:54

JC\MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©61722W.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2e+07

1.5e+07

1le+07

5000000

0

TIC: VNO73134.D\data.ms

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

2e+07

1.5e+07

1le+07

5000000

TIC: VN073134.D\data.ms

11.710

78040 8375 8.898 1037 11.2811 486

0
Time-->

T P T —
7.00 7.50 8.00 8.50 9.00 9.50 10.00

= = S
10.50 11.00 11.50

Abundance

2e+07

1.5e+07

1le+07

5000000

TIC: VNO73134.D\data.ms

15.W33

05 157239
A

Time-->

T ’ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62522\
Data File : VNO©73134.D

Acqg On : 26 Jun 2022 02:54

Operator : JC\MD

Sample : N3494-16

Misc : 5.66g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 42 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 1 unknownl12.992 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.992 45.11 ug/1 2391100 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 46
2 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 46
3 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 46
4 Cycloheptane, methyl- 112 C8H16 004126-78-7 46
5 Cyclohexane, 1l-ethyl-1-methyl- 126 CSH18 004926-90-3 46
Abundance Scan 1888 (12.992 min): VN073134.D\data.ms (-1882) (- | m/z 55.00 100.00%
55.0 97.0
5000
——
M | 14‘0'11639 13.00
Ol AL L 26891900 2202 s 97 00 92.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7691: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
5000 R
13.00
m/z 41.00 53.70%
27.0‘ ‘
OHH’\UHHHh“\‘{“u"uHU‘\H‘\‘HH‘HH‘HH‘HH‘HH‘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 42.17%
27.0
L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7675: Cyclohexane, 1,4-dimethyl-, cis- ——
55.0 97.0 13.00
m/z 43.00 33.18%
5000
29.0
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 : VNO©73134.D

Acqg On : 26 Jun 2022 02:54

Operator : JC\MD

Sample : N3494-16

Misc : 5.66g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 42 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 2 1-Ethyl-2,2,6-trimethylcycl... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.757 31.72 ug/1 1681290 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-2,2,6-trimethylcyclohexane 154 C11H22 071186-27-1 80
2 Cyclopentane, 1,2-dibutyl- 182 C13H26 062199-52-4 50
3 1-Heptanol, 6-methyl- 130 C8H180 001653-40-3 43
4 6-Dodecene, (E)- 168 C12H24 007206-17-9 40
5 1-Hexene, 3,3,5-trimethyl- 126 C9H18 013427-43-5 38
Abundance Scan 2018 (13.757 min): VN0O73134.D\data.ms (-2014) (- | m/z 69.00 100.00%
69.0
5000 41.0
105.0 154.1
—— —
‘ ‘ L# I ‘ 2003 13.50 14.00
0 m‘HHU‘mmw‘H“Jp;u“mw(?‘ i 28302093 m/z 55.00  56.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31467: 1-Ethyl-2,2,6-trimethylcyclohexane
69.0
41.0
5000 —r ——
13.50 14.00
154.0 m/z 84.05 49.24%
97.0
O' \\}h‘\\‘\]\-‘259“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
69.0
—— —
13.50 14.00
m/z 56.00 47.36%
5000 41.0
125.0
97.0
154.0 182.0
Ol e e e et e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15721: 1-Heptanol, 6-methyl- ‘ ‘ —
55.0 13.50 14.00
m/z 83.00 44.92%
5000 84.0
29.0
0 | 1120
i H‘H‘W‘H“H‘W‘H‘_‘H“H‘_‘H‘H‘ —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62522\
Data File : VNO©73134.D

Acqg On : 26 Jun 2022 02:54

Operator : JC\MD

Sample : N3494-16

Misc : 5.66g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 42 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, 2-ethyl-1,3-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.151  33.46 ug/l 1773360  1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 95
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 94
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 94

Abundance Scan 2085 (14.151 min): VN073134.D\data.ms (-2081) (- m/z 119.00 100.00%
1

19.0
5000

T
14.00 14.50

77. ‘
o380 “ﬂ ldl.J 17102151 2669 354 ;134 00  27.49%
m/z--> 0 50 100 150 200 250 300 350
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0
5000 N

s
14.00 14.50
m/z 91.00 17.12%

39.0
‘\‘\‘\ ‘\‘ “‘\‘Z%\.q““\“‘ \‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350
Abundance
119.0

—
14.00 14.50

o

5000 m/z 105.00 10.25%
39.0
78.0
ot 4
m/z--> 0 50 100 150 200 250 300 350
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)- — —
119.0 14.00 14.50

m/z 120.10 9.44%

77.
0 27'9‘\ Lok b ‘m , I ‘

=T \
m/z--> 0 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 : VNO©73134.D

Acqg On : 26 Jun 2022 02:54

Operator : JC\MD

Sample : N3494-16

Misc : 5.66g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 42 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 4 Naphthalene, decahydro-2-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.445 36.54 ug/l 1936660 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 90
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 62
3 Cyclodecene, 1-methyl- 152 C11H20 066633-38-3 52
4 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 45
5 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 45
Abundance Scan 2135 (14.445 min): VN0O73134.D\data.ms (-2130) (- | m/z 81.00 100.00%
55.0 81.0
' 105.0 152.1
5000
——
88 14.50
0! 188.1 2182 m/z 82.00 91.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 L
14.50
109.0 m/z 83.00 90.71%
O' }\‘\H\“\\h\\‘h\\\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
81.0
——
55.0 152.0 14.50
5000 m/z 55.00 82.35%
29.0 109.0
O et et ol e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #29481: Cyclodecene, 1-methyl- —
81.0 14.50
m/z 95.00 78.20%
55.0
5000
109.0 152.0
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62522\
Data File : VNO©73134.D

Acqg On : 26 Jun 2022 02:54

Operator : JC\MD

Sample : N3494-16

Misc : 5.66g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 42 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, 1,2,4,5-tetramethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.474  40.31 ug/l 2136310 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 93
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 91
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 91
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 90
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 90

Abundance Scan 2140 (14.474 min): VN073134.D\data.ms (-2138) (- m/z 119.00 100.00%

110.0 '
5000
91.0 L —
39.0 ‘ 14.50
Ol bl J1501 187.1217.2 2601 /7 134.00  51.32%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #17069: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 T T
14.50
m/z 91.00 19.69%
510 91.0
O‘HH‘HH‘\‘H\“H‘\\“\‘H‘\‘l\\\“\‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
119.0
——
14.50
5000 ITI/Z 133.00 12.09%
91.0
41.0
Ottt e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #17063: Benzene, 1,2,3,4-tetramethyl- T
119.0 14.50
m/z 135.05 11.50%
5000
390 910
A S J
m/z--> 20 40 60 80 100120140160180200220240260280 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62522\
Data File : VNO©73134.D

Acqg On : 26 Jun 2022 02:54

Operator : JC\MD

Sample : N3494-16

Misc : 5.66g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 42 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 1-Methyldecahydronaphthalene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.610  32.53 ug/l 1724200 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 96
2 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 96
3 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 76
4 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 70
5 Decalin, syn-1-methyl-, cis- 152 C11H20 1000158-89-1 64

Abundance Scan 2163 (14.610 min): VN073134.D\data.ms (-2158) (- | m/z 152.05 100.00%

67.0 95.0 152.1
5000
39,0
— T
‘ H ‘ ‘23.1 208.3 ) 14.50 15.00
b L L L 20832383 281 . o5 00 94.70%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29506: Naphthalene, decahydro-2-methyl-
41.0
95.0 1520
5000

T T
14.50 15.00
m/z 67.00 94.44%

I “Hh 1 ‘F :

O’HH‘HH‘\HH\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance
41.0
95.0 1520 —— ——
14.50 15.00
5000 ITI/Z 81.00 87.81%
123.0
O e e e e T T T T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29494: cis-Decalin, 2-syn-methyl- T —
95.0 14.50 15.00
67.0 m/z 82.00 80.72%
5000
152.0
39,0
‘FZ&O
0! u“‘}“w“ww‘uH‘mwwawawww — —
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62522\
Data File : VNO©73134.D

Acqg On : 26 Jun 2022 02:54

Operator : JC\MD

Sample : N3494-16

Misc : 5.66g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 42 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 7 Benzene, 1-methyl-3-(1-meth... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.851 62.60 ug/l 3317980 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 64
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 64
3 o-Cymene 134 C1eH14 000527-84-4 64
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 64
5 p-Cymene 134 C1oH14 000099-87-6 64
Abundance Scan 2204 (14.851 min): VN073134.D\data.ms (-2199) (- | m/z 119.00 100.00%
119.0
91.0 - —
41.0 66.0 148.0 14.50 15.00
0 ke 28012162 nyz 134,00 37.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 P P
14.50 15.00
91.0 m/z 133.00 29.67%
39.0 g5.0
O]\-\\.(‘)\‘\H“‘\\“\‘\“i“u\“"\\‘H"i‘u‘”u\“\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
119.0
- ——
14.50 15.00
5000 m/z 117.00 29.62%
91.0
39.0 65.0
O e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #16998: 0-Cymene - —
119.0 14.50 15.00
m/z 91.00 22.67%
5000
91.0
41.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62522\
Data File : VNO73134.D

Acqg On : 26 Jun 2022 02:54

Operator : JC\MD

Sample : N3494-16

Misc : 5.66g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 42 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@61722W.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 8 m-Toluic acid, 5-tridecyl e... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.910 55.31 ug/l 2931710  1,4-Dichlorobenzene-d4  13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 m-Toluic acid, S-tridecyl ester 318 C21H3402 1000299-78-1 53

001595-16-0 50
1000292-51-7 47
1000293-33-2 47
1000152-61-6 47

2 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16

3 0-Toluic acid, tridec-2-ynyl ester 314 C21H3002
4 m-Toluic acid, 2-ethylcyclohexyl... 246 C16H2202
5 p-Menthane, 2,3-dibromo-8-phenyl- 372 C16H22Br2

Abundance Scan 2214 (14.910 min): VNO73134.D\data.ms (-2210) (- | m/z 119.00 100.00%

119.0
5000
57.0
148.1 R
‘ ‘ | 15.00
oh ‘Huu‘“‘”‘u“WwM‘Hw‘m““1‘?‘4“2“2&““9”_HW??R“ m/z 57.05 37.28%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #222573: m-Toluic acid, 5-tridecyl ester
119.0
5000 1
15.00
91.0 o
o 1820 m/z 43.10 25.43
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
119.0
——
15.00
5000 ITI/Z 71.00 23.96%
148.0
410 91.0
TR B S
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #217684: o-Toluic acid, tridec-2-ynyl ester ——
119.0 15.00
m/z 41.00 21.62%
7 ﬂ“JJ\\AJJJ\AANNﬁWJ\f
91.0
ol Ao 187.0
[ e e e e e e e ——
m/z--> 20 40 60 80 100120140160180200220240260280 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62522\
Data File : VNO©73134.D

Acqg On : 26 Jun 2022 02:54

Operator : JC\MD

Sample : N3494-16

Misc : 5.66g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 42 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 Benzene, pentamethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.127  32.59 ug/1 1727196 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, pentamethyl- 148 C11H16 000700-12-9 76
2 Benzene, 1-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 72
3 1,3-Diisopropoxy-1,3-dimethyl-1,... 232 C10H2402Si2 198066-66-9 68
4 Benzene, 1,3-dimethyl-5-(1-methy... 148 Cl1H16 004706-90-5 62
5 Benzene, 1,4-dimethyl-2-(1-methy... 148 C11H16 004132-72-3 58

Abundance Scan 2251 (15.127 min): VN073134.D\data.ms (-2247) (- m/z 133.00 100.00%

138.0
5000
91.0

AV
39.0 ‘ ‘ 15.00 15.50
‘ WﬂMWuMHN‘NMW“W‘MP§4gﬁ 2051 2601 m/z 148.00  34.81%

m/z--> 50 100 150 200 250
Abundance #26355: Benzene, pentamethyl-
133.0

5000 T T
15.00 15.50
m/z 119.00 31.18%

91.0
0o 77
O\\‘\‘\“M\h‘\“‘\\“\““\‘\‘\M‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance
133.0

—
15.00 15.50
5000 m/z 131.00  21.49%

91.0
41.0
oLb—ui R - e —
miz--> 50 100 150 200 250
Abundance #113122: 1,3-Diisopropox

y-1,3-dimethyl-1,3-disilacyclobu —
133.0 15.00 15.50

m/z 91.00 20.51%

5000
43.0
‘ 102.0 M

\‘m \M A ‘\‘m““\‘ ‘\ ‘18\9'0 231.0

— :
miz--> 50 100 150 200 250 15.00 15.50

o

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62522\
Data File : VNO73134.D

Acqg On : 26 Jun 2022 02:54

Operator : JC\MD

Sample : N3494-16

Misc : 5.66g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 42 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@61722W.M
: 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 10 Naphthalene, 1-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
16.727 52.56 ug/l 2785630 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 94
2 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 76
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 70
4 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 64

5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 50

Abundance Scan 2523 (16.727 min): VN073134.D\data.ms (-2517) (- | m/z 142.00 100.00%

142.0
5000
1640 1660
179.1 . ' :
[ S WWM mmﬂ"\”m‘w;"M‘_‘%99-‘9”‘2:&@;‘1_%8&-‘- m/z 141.00  92.05%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 L B B B
16.40 16.60
m/z 115.00  49.65%
63.0 113.0
O ’\H\‘HH\\““H“\‘\‘H‘H‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
141.0
— T
16.40 16.60
5000 m/z 129.00 28.53%

63.0
27.0 113.0
o] i MOTE N ROt S

m/z--> 20 40 60 80 100120140160180200220240260280

3

Abundance #22141: Benzocycloheptatriene T

141.0 16.40 16.60

m/z 145.00  19.82%
5000
63.0
A 250 )

0 ,"""""Ww‘uwwwmmemeWWMWW e

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 : VNO©73134.D

Acqg On : 26 Jun 2022 02:54

Operator : JC\MD

Sample : N3494-16

Misc : 5.66g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 42 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|
unknown12.992 12.992 45.1 ug/l 2391100 4 13.610 2650150 50.0
1-Ethyl-2,2,6-t... 13.757 31.7 wug/l 1681290 4 13.610 2650150 50.0
Benzene, 2-ethy... 14.151 33.5 wug/l 1773360 4 13.610 2650150 50.0
Naphthalene, de... 14.445 36.5 ug/l 1936660 4 13.610 2650150 50.0
Benzene, 1,2,4,... 14.474 40.3 ug/l 2136310 4 13.610 2650150 50.0
1-Methyldecahyd... 14.610 32.5 ug/l 1724200 4 13.610 2650150 50.0
Benzene, 1-meth... 14.851 62.6 wug/l 3317980 4 13.610 2650150 50.0
m-Toluic acid, ... 14.910 55.3 ug/l 2931710 4 13.610 2650150 50.0
Benzene, pentam... 15.127 32.6 ug/l 1727190 4 13.610 2650150 50.0
Naphthalene, 1-... 16.727 52.6 ug/l 2785630 4 13.610 2650150 50.0
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