LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102221\
Data File : VU@45361.D

Acqg On : 22 Oct 2021 13:49

Operator : SY/MD

Sample : M4288-01

Misc : 5.00g/10mL/100uL/5.0mL/MSVOA_U/MEOH SA-01-101921

ALS vial : 8 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 U\Method\82U092821W.M
Title : SW846 8260
Signal : TIC: VUe45361.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.304 1215 1233 1243 rBV2 115273 334978 24.14%  3.152%
2 5.372 1243 1254 1281 rVB 304528 749044 53.97% 7.048%
3 5.706 1339 1358 1391 rBV 184440 473387 34.11% 4.454%
4 6.250 1511 1527 1556 rBV 436236 987945 71.19%  9.296%
5 7.902 2025 2041 2058 rBV 704533 1387845 100.00% 13.059%
6 9.427 2500 2515 2542 rBV 518688 1208158 87.05% 11.368%
7 9.578 2553 2562 2575 rBV 8277 14082 1.01% 0.133%
8 9.703 2586 2601 2619 rBV 35871 75065 5.41% 0.706%
9 10.111 2714 2728 2743 rVB3 10866 21547 1.55% 0.203%
10 10.648 2879 2895 2913 rBV 462536 883882 63.69% 8.317%

11 11.822 3244 3260 3275 rBV 709740 1164786 83.93% 10.960%
12 12.063 3325 3335 3345 rBV2 10574 19251 1.39% 0.181%
13 12.330 3408 3418 3427 rBV 14190 20549 1.48% 0.193%
14 13.436 3748 3762 3768 rBV 32398 56118 4.04% ©0.528%
15 13.629 3815 3822 3834 rBV6 11164 18138 1.31% 0.171%
16 14.066 3950 3958 3974 rVB3 27654 63752 4.59% 0.600%
17 14.192 3985 3997 4011 rVB8 23208 55891 4.03% 0.526%
18 14.288 4017 4027 4032 rBV6 13041 25185 1.81% ©.237%
19 14.401 4055 4062 4067 rBV 9750 14396 1.04% 0.135%
20 14.452 4070 4078 4085 rVV 60164 82909 5.97% ©.780%
21 14.690 4138 4152 4168 rVB3 61096 128294 9.24% 1.207%
22 14.812 4184 4190 4197 rBv4 11880 19183 1.38% 0.180%
23 14.883 4206 4212 4220 rVB3 20637 28418 2.05% 0.267%
24 15.021 4246 4255 4264 rBV4 58782 101246 7.30% ©.953%
25 15.204 4303 4312 4327 rBV5 105720 288168 20.76% 2.711%
26 15.275 4328 4334 4349 rVB6 48116 91623 6.60% 0.862%
27 15.352 4350 4358 4364 rBV5 30009 48571 3.50% ©0.457%
28 15.404 4365 4374 4385 rBv2 170701 262903 18.94% 2.474%
29 15.510 4401 4407 4416 rVB6 39755 60845 4.38% 0.573%
30 15.931 4529 4538 4551 rBV2 136903 360862 26.00%  3.395%

31 16.153 4599 4607 4623 rBV5 85739 166706 12.01%
32 16.269 4635 4643 4645 rBV3 139297 179897 12.96%
33 16.294 4646 4651 4661 rVB 264089 376614 27.14%
34 16.410 4679 4687 4694 rBV3 156152 234374 16.89%
35 16.883 4827 4834 4843 rBV 132007 238461 17.18%

NN WRR
%
A
B
xR

36 17.137 4905 4913 4923 rVB2 245985 384642 27.72% 3.619%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102221\
Data File : VU@45361.D

Acqg On : 22 Oct 2021 13:49

Operator : SY/MD

Sample : M4288-01

Misc : 5.00g/10mL/100uL/5.0mL/MSVOA_U/MEOH SA-01-101921

ALS vial : 8 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 U\Method\82U092821W.M
Title : SW846 8260

Sum of corrected areas: 10627715
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102221\
Data File : VU@45361.D

Acqg On : 22 Oct 2021 13:49

Operator : SY/MD

Sample : M4288-01

Misc : 5.00g/10mL/100ulL/5.0mL/MSVOA_U/MEOH SA-01-101921

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

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

Abundance TIC: VU045361.D\data.ms
700000

600000

500000

6.250

400000
5.372
300000
200000 5.706

100000

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\

Time--> 1.40 1.60 1.80 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 TIC: VU045361.D\data.ms
700000 7.902 11.822

600000

9.427
500000

10.648
400000
300000

200000

100000

9.703
0 9.578\ 10.111 L12.063
I T = —— 7 — T —T— —— — =
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance TIC: VU045361.D\data.ms
700000

600000

500000

400000

300000

200000

100000

12.330
0=
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T T T [ T T T T [ T T T T [ 1T

T ‘ T T ‘ T T ‘ T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102221\
Data File : VU@45361.D

Acqg On : 22 Oct 2021 13:49

Operator : SY/MD

Sample : M4288-01

Misc : 5.00g/10mL/100ulL/5.0mL/MSVOA_U/MEOH SA-01-101921

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.690 5.51 ug/1 128294 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 96
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 93
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 87
4 Benzene, (3-methyl-2-butenyl)- 146 C1l1H14 004489-84-3 87
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 60

Abundance Scan 4152 (14.690 min): VU045361.D\data.ms (-4138) (- m/z 131.00 100.00%

131.0
5000 A
105.0
J\\A\“‘ \ =

51.0 76.9
H 162.1 207.0 14.50 15.00
0! ol S S m/z 117.95 80.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0

5000 T

T
14.50 15.00
m/z 146.00 64.39%

O' ‘\\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25049: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0 /\ /\
\A ANV W.YAYVA R
14.50 15.00
5000 m/z 117.60  38.49%
105.0
39.0 77.0 ‘
0 "wHHMM‘:M“““M‘“H‘m“:m N‘H‘:‘HWm_m_m
miz--> 20 40 60 80 100 120 140 160 180 200 \M
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)- b —
131.0 14.50 15.00
m/z 104.95 34.66%
5000 91.0
39.0
om"m‘}““‘w‘l“m;_Mw““uh‘www“m_m_m_m = —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102221\
Data File : VU@45361.D

Acqg On : 22 Oct 2021 13:49

Operator : SY/MD

Sample : M4288-01

Misc : 5.00g/10mL/100ulL/5.0mL/MSVOA_U/MEOH SA-01-101921

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 4
R.T. EstConc Area Relative to ISTD R.T.
15.204 12.37 ug/1 288168 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 89
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 64
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 55
4 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120 014944-23-1 53
5 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 46
Abundance Scan 4312 (15.204 min): VU045361.D\data.ms (-4303) (-  m/z 118.00 100.00%
118.0
160.1
5000
71.0 \ i VoL
41.0 H 15.00 15.50
o . bl 289 7 160,10 62.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0 M
5000 P‘\/\J\\/\‘ T \/\\ T T 1
15.00 15.50
91.0 o
m/z 145.00 58.65%
28.0 51.0
O' \\“‘\‘\\\“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36284: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl-
118.0
P o
160.0 15.00 15.50
5000 m/z 117.00 45.88%
39.0 91.0
63.0
o} ) —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36297: Naphthalene, 1,2,3,4-tetrahydro-2,6-dimethyl- T ——
118.0 15.00 15.50
m/z 115.00 35.03%
5000 160.0
390 ggo 910
Y V1P R A N wils VL
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_U\Data\VU102221\
Data File : VU@45361.D

Acqg On : 22 Oct 2021 13:49

Operator : SY/MD

Sample : M4288-01

Misc : 5.00g/10mL/100ulL/5.0mL/MSVOA_U/MEOH SA-01-101921

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Tetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.404 11.29 ug/l 262903 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 98
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 74
3 Dodecane 170 C12H26 000112-40-3 72
4 Tridecane 184 C13H28 000629-50-5 72
5 Hexadecane 226 C16H34 000544-76-3 72
Abundance Scan 4374 (15.404 min): VU045361.D\data.ms (-4365) (- m/z 57.00 100.00%
57.0
> M\/L
142.0 L —
99.0 ‘ 15.50
198.2
0 “‘Hqﬂwwﬂhﬂ N‘mwy“““““‘ AR m/z 43.00 70.99%
miz-> 50 100 150 200 250 300
Abundance #74006: Tetradecane
57.0
5000 T
15.50
m/z 71.00 65.37%
99.0
LIS a0 ssso
O\\‘\\H‘\”\‘\“\“‘\H\“\V‘\\\\“\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
—
15.50
5000 m/z 40.95 40.61%
7.0
oot L 30 320 220 ams
miz--> 50 100 150 200 250 300
Abundance #45478: Dodecane —
57.0 15.50
m/z 85.00 40.22%
5000
98.0 170.0
NEEE L PRV | v
m/z--> 50 100 150 200 250 300 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102221\
Data File : VU@45361.D

Acqg On : 22 Oct 2021 13:49

Operator : SY/MD

Sample : M4288-01

Misc : 5.00g/10mL/100ulL/5.0mL/MSVOA_U/MEOH SA-01-101921

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 4 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.931 15.49 ug/1 360862 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 96
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021693-54-9 94
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 94
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 020027-77-4 94
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 91

Abundance Scan 4538 (15.931 min): VU045361.D\data.ms (-4529) (-  m/z 145.00 100.00%

145.0
5000
115 0 ‘ 6‘06
41.0 64. ‘ M 16.
ST ?M - ““ il 36811901 ) 16e.10  43.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36254: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-
145.0
5000 L
16.00
150 m/z 132.00 24.42%
O \\\‘\\\\‘\\\\6":\-)\0\\‘\9\]-\\0“\‘\\‘\“\M\\‘\‘\\\!\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36301: Naphthalene, 1,2,3,4-tetrahydro-5,7-dimethyl-
145.0
—r—
16.00
5000 m/z 115.00  18.72%
117.0
390 650 910 H “‘J |
TR N A —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36292: Naphthalene, 1,2,3,4-tetrahydro-1,5-dimethyl- ——
145.0 16.00
m/z 128.00 16.49%
) W//\M
117.0
olis0 380 880 PR UM I
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102221\
Data File : VU@45361.D

Acqg On : 22 Oct 2021 13:49

Operator : SY/MD

Sample : M4288-01

Misc : 5.00g/10mL/100ulL/5.0mL/MSVOA_U/MEOH SA-01-101921

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 5 unknownl6.153 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
16153 7.16 ug/l 166706  1,4-Dichlorobenzene-d4  11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-ethyl- 156 clHi2 001127-76-0 38

2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 38
3 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 38
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 35
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 30

Abundance Scan 4607 (16.153 min): VU045361.D\data.ms (-4599) (-  m/z 141.00 100.00%

141.0
5000
== —
38.9 629 16.00 16.50
0 m/z 145.00 71.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33122: Naphthalene, 1-ethyl-
141.0
5000 — ——
16.00 16.50
115.0 m/z 131.00 63.97%
27.0 63.0 89.0 ‘ ‘ ‘
O\H‘\‘\HH“\\“\\“h\\Ml"\\‘.H“\Hi‘\“\‘H‘i\\W“HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
—— ——
16.00 16.50
5000 m/z 174.05 53.33%
115.0
76.0
27.0 519 e I
O bt Ll e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33124: Naphthalene, 2-ethyl- — —
141.0 16.00 16.50
m/z 156.00 45.64%
5000
115.0
51.0 76.0
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102221\
Data File : VU@45361.D

Acqg On : 22 Oct 2021 13:49

Operator : SY/MD

Sample : M4288-01

Misc : 5.00g/10mL/100ulL/5.0mL/MSVOA_U/MEOH SA-01-101921

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 6 Naphthalene, 2,7-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.269 7.72 ug/l 179897 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 94
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 93
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 92
5 Benzene, 2,5-cyclohexadien-1-yl- 156 C12H12 004794-05-2 91
Abundance Scan 4643 (16.269 min): VU045361.D\data.ms (-4635) (-  m/z 156.00 100.00%
156.0
— —r
16.00 16.50
0" m/z 141.00 69.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33130: Naphthalene, 2,7-dimethyl-
156.0
5000 S —
16.00 16.50
1980 m/z 145.00 41.08%
150 390  77.0 '
O\\\‘\‘\\\\“\\‘\\‘w\\‘U"\\}\O‘%.g‘\‘\“!‘\\‘i‘\\‘w‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33153: Naphthalene, 2,6-dimethyl-
156.0
— —
16.00 16.50
5000 m/z 155.00 33.57%
115.0
o2z 50 T Tl
m/z--> 20 40 60 80 100 120 140 160 180 200 J\W,\
Abundance #33162: Naphthalene, 1,6-dimethyl- el —=
156.0 16.00 16.50
m/z 115.00  24.89%
5000
77.0 115.0
51.0
obrr 220 T bt SRS
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102221\
Data File : VU@45361.D

Acqg On : 22 Oct 2021 13:49

Operator : SY/MD

Sample : M4288-01

Misc : 5.00g/10mL/100ulL/5.0mL/MSVOA_U/MEOH SA-01-101921

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 7 Pentadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.294 16.17 ug/1 376614 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 93
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Nonadecane 268 C19H40 000629-92-5 91
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 86
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 80

Abundance Scan 4651 (16 294 min): VU045361.D\data.ms (-4646) (- m/z 57.00 100.00%

57.0
5000 85.0
‘ 16.00 16.50
3.0 212.2 : :
oHWwml‘H“m!uH“_‘:uw,mﬁ???}mww,wwww m/z 43.00  72.90%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #90189: Pentadecane
57.0
5000 A —
85.0 16.00 16.50
29.0 m/z 71.00 67.61%
0 \‘ I H \‘\ il \11\\30\14401690 2120
\H‘HH‘HH‘HH‘HH‘HH‘HH’HH‘HH‘\H\‘HH’HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107220: Hexadecane
57.0
T —
16.00 16.50
5000 85.0 ITI/Z 85.00 43.87%
29.0
11
bt b 300169 019702260
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane T —
57.0 16.00 16.50
m/z 41.00 37.29%
5000 85.0
29.0
0 \‘ h H\ Il \\11\\30\141016901970 268.(
‘H‘HH‘HH‘HH‘H‘WH‘WH‘WH‘WH‘WH‘W‘HW‘HW‘HW‘H‘ —— ——
m/z--> 20 40 60 80 100120140160180200220240260 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102221\
Data File : VU@45361.D

Acqg On : 22 Oct 2021 13:49

Operator : SY/MD

Sample : M4288-01

Misc : 5.00g/10mL/100ulL/5.0mL/MSVOA_U/MEOH SA-01-101921

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 8 Naphthalene, 2,3-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.410 10.06 ug/l 234374  1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 94
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 93

Abundance Scan 4687 (16.410 min): VU045361.D\data.ms (-4679) (- m/z 156.00 100.00%
156.0

5000
115.0
—r—
51.0 77.0 ‘ H ‘ 16.50
(S Hw“uu*l“,umuw““““H“n‘ M;Hul‘??“l_m m/z 141.00 87.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 L
16.50
115.0 m/z 159.10 36.15%
51.0 ‘
27.0
O\\\\‘\\\\‘\\\\‘M\‘\“U"\\‘\\‘\\\\‘\“!‘\\“\\M‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33158: Naphthalene, 1,3-dimethyl-
156.0
16.50
5000 ITI/Z 155.00 28.96%
115.0
27.0 510 76.0 |
o‘m"MH‘_w“‘p‘l‘w“‘,m_HWUH\M U
m/z--> 20 40 60 80 100 120 140 160 180 200 Aw/\‘
Abundance #33146: Naphthalene, 2,7-dimethyl- 5 —=
156.0 16.50
m/z 115.00 27.02%
5000
s1.0 (79 1150 |
) s P M ) Y| —
m/z--> 20 40 60 80 100 120 140 160 180 200 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102221\
Data File : VU@45361.D

Acqg On : 22 Oct 2021 13:49

Operator : SY/MD

Sample : M4288-01

Misc : 5.00g/10mL/100ulL/5.0mL/MSVOA_U/MEOH SA-01-101921

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 9 1,1'-Biphenyl, 3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.883 10.24 ug/l 238461 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 97
2 1,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 96
3 1,1'-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 90
4 Diphenylmethane 168 C13H12 000101-81-5 81
5 Naphthalene, 1-(2-propenyl)- 168 C13H12 002489-86-3 62
Abundance Scan 4834 (16.883 min): VU045361.D\data.ms (-4827) (- m/z 168.00 100.00%
168.0
5000 J\)L
91.0 115.0 50 |
70 010 s 001 e
0 b b bl Pl SRS m/z 167.85  67.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43636: 1,1'-Biphenyl, 3-methyl-
168.0
5000 4 —
16.50 17.00
m/z 165.00 29.61%
270 510 82.0 11501390h
0 \H‘\‘\\\“\\“H“‘!‘\‘\H}“H}‘\H\\“\H‘\‘\Hl\\“‘\\‘\‘\“ T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43640: 1,1'-Biphenyl, 4-methyl-
168.0
= —
16.50 17.00
5000 m/z 152.00 24.67%
300 %30 us0 139.0“‘ m
0t e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43633: 1,1'-Biphenyl, 2-methyl- — —
168.0 16.50 17.00
m/z 153.00 16.23%
5000
39.0 83.0 1150 141
0 e = —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.50 17.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102221\
Data File : VU@45361.D

Acqg On : 22 Oct 2021 13:49

Operator : SY/MD

Sample : M4288-01

Misc : 5.00g/10mL/100ulL/5.0mL/MSVOA_U/MEOH SA-01-101921

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 10 Hexadecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

17.137 16.51 ug/1 384642 1,4-Dichlorobenzene-d4 11.825
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Nonadecane 268 C19H40 000629-92-5 91
3 9-methylheptadecane 254 C18H38 026741-18-4 91
4 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 90
5 Pentadecane 212 C15H32 000629-62-9 86

Abundance Scan 4913 (17 137 min): VU045361.D\data.ms (-4905) (- m/z 57.00 100.00%

57.0
5000 85.0
1700 17.50
113.0 226.2 : :
oHWu“:”!‘H”wuHH‘Wwwuuu,‘%“r’ﬂ‘q‘“‘1‘93‘2‘”,”“_m_m m/z 43.00 70.11%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107220: Hexadecane
57.0
5000 85.0 L — L —
17.00 17.50
20.0 m/z 71.00 67.48%
O ”‘ “\ 1l HH\ ‘11 \141 0169 0197022§0
\H‘H\\‘\H‘HH‘HH‘HH‘HH’HH‘\H\‘\H\‘HH’HH‘\\H‘H\\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane
57.0
—T— .
17.00 17.50
m/z 85.00 42.16%
5000 85.0
29.0
0 ‘ \‘\ h H\ [l \11?0\141016901970 268.(
et A e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #141059: 9-methylheptadecane —F— =
57.0 17.00 17.50
85.0 m/z 41.00 36.26%
5000
140.0
29.0
ob ol b a s | assoiee0 2390 I —
m/z--> 20 40 60 80 100120140160180200220240260 17.00 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102221\
Data File : VU@45361.D

Acqg On : 22 Oct 2021 13:49

Operator : SY/MD

Sample : M4288-01

Misc : 5.00g/1emL/100uL/5.0mL/MSVOA_U/MEOH SA-01-101921

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.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|
Naphthalene, 1,... 14.690 5.5 ug/l 128294 4 11.825 1164790 50.0
Naphthalene, 1,... 15.204 12.4 ug/l 288168 4 11.825 1164790 50.0
Tetradecane 15.404 11.3 ug/l 262903 4 11.825 1164790 50.0
1H-Indene, 2,3-... 15.931 15.5 ug/l 360862 4 11.825 1164790 50.0
unknown16.153 16.153 7.2 ug/l 166706 4 11.825 1164790 50.0
Naphthalene, 2,... 16.269 7.7 ug/l 179897 4 11.825 1164790 50.0
Pentadecane 16.294 16.2 ug/l 376614 4 11.825 1164790 50.0
Naphthalene, 2,... 16.410 10.1 ug/l 234374 4 11.825 1164790 50.0
1,1'-Biphenyl, ... 16.883 10.2 ug/l 238461 4 11.825 1164790 50.0
Hexadecane 17.137 16.5 wug/l 384642 4 11.825 1164790 50.0
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