LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@51721\
Data File : VN@67097.D

Acqg On : 17 May 2021 13:38

Operator : JC/MD

Sample : M2387-02

Misc : 1.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 9 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\82N051421W.M

Title : SW846 8260

Signal : TIC: VN@67097.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 7.516 2131 2154 2166 rBV2 344120 975993 17.04%  1.259%
2 7.592 2170 2182 2201 rVB 690667 1698548 29.66% 2.191%
3 7.803 2238 2261 2296 rBV2 194620 487018 8.50% 0.628%
4 7.956 2296 2318 2347 rBV 339393 838073 14.63% 1.081%
5 8.080 2347 2364 2382 rVB4 32276 79418 1.39% 0.102%
6 8.369 2453 2472 2494 rBV2 225095 470738 8.22% 0.607%
7 8.522 2509 2529 2559 rBV 912929 2012112 35.14% 2.595%
8 9.018 2685 2714 2729 rBV5 80822 214164 3.74%  0.276%
9 9.673 2945 2958 2984 rVB3 48982 124792 2.18% 0.161%
10 9.815 2990 3011 3037 rVB3 45684 115580 2.02% 0.149%
11 10.035 3075 3093 3105 rBV 1534381 2870075 50.12% 3.702%
12 10.099 3105 3117 3148 rVB 3036204 5726682 100.00% 7.386%
13 10.231 3157 3166 3183 rVB 162437 285484 4.99%  0.368%
14 10.378 3213 3221 3237 rVB3 37006 64722 1.13% 0.083%
15 10.475 3243 3257 3272 rBV3 54940 115513 2.02% 0.149%
16 10.670 3315 3330 3340 rBV3 60655 104674 1.83% 0.135%
17 10.772 3357 3368 3381 rBV 43056 80208 1.40% 0.103%
18 10.831 3382 3390 3397 rBV3 46390 69564 1.21% 0.090%
19 10.898 3408 3415 3425 rVB 102966 150897 2.63% 0.195%
20 10.955 3425 3436 3450 rVB5 101100 186283  3.25%  0.240%

21 11.073 3467 3480 3489 rBV5 71673 138099  2.41%
22 11.153 3490 3510 3533 rVB6 393440 930720 16.25%
23 11.252 3533 3547 3573 rBV 301325 585786 10.23%
24 11.360 3573 3587 3610 rBV 1071186 2061904 36.01%
25 11.464 3616 3626 3644 rBV3 210558 456297 7.97%
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26 11.585 3645 3671 3688 rBV5 1414978 3473788 60.66%
27 11.805 3744 3753 3763 rBV6 75700 118112  2.06%
28 11.902 3763 3789 3816 rBV3 735709 2278548 39.79%
29 11.998 3817 3825 3835 rVV 281670 389465 6.80%
30 12.073 3844 3853 3859 rBV5 238072 387185 6.76%
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31 12.116 3861 3869 3891 rVB6 422944 875271 15.28%
32 12.202 3894 3901 3908 rBV3 120999 191505 3.34%
33 12.293 3929 3935 3939 rBV = 208537 218560  3.82%
34 12.360 3952 3960 3969 rBV 603305 943050 16.47%
35 12.400 3970 3975 3986 rVB2 463418 605609 10.58%
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36 12.610 4041 4053 4061 rBV 1566612 2643238 46.16%  3.409%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@51721\
Data File : VN@67097.D

Acqg On : 17 May 2021 13:38

Operator : JC/MD

Sample : M2387-02

Misc : 1.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 9 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\82N051421W.M
Title : SW846 8260
37 12.685 4072 4081 4094 rVB3 2839803 4342747 75.83% 5.601%
38 12.846 4131 4141 4151 rBV 658653 1070193 18.69% 1.380%
39 12.915 4161 4167 4182 rVB4 608420 1001664 17.49% 1.292%
40 12.996 4183 4197 4209 rBV 2689373 4471713 78.09% 5.767%
41 13.122 4231 4244 4253 rBV6 283185 591088 10.32% 0.762%
42 13.192 4256 4270 4280 rBV3 689761 1244736 21.74% 1.605%
43 13.242 4282 4289 4296 rBV2 323800 387656 6.77% 0.500%
44 13.304 4298 4312 4317 rBV 1204084 2209193 38.58% 2.849%
45 13.497 4366 4384 4392 rBV2 1836795 3385090 59.11% 4.366%
46 13.540 4393 4400 4419 rVB4 1339076 2587112 45.18% 3.337%
47 13.629 4420 4433 4443 rBV2 1573305 2547671 44.49%  3.286%
48 13.757 4473 4481 4486 rBV 646375 899646 15.71% 1.160%
49 13.846 4504 4514 4524 rVB 1238764 1807211 31.56% 2.331%
50 13.951 4543 4553 4565 rVB 1225565 1947795 34.01%  2.512%
51 14.119 4610 4616 4625 rBV8 385905 542814 9.48% 0.700%
52 14.203 4642 4647 4657 rVB 917326 1248335 21.80% 1.610%
53 14.251 4658 4665 4672 rVV3 635486 889578 15.53%  1.147%
54 14.288 4674 4679 4689 rVB3 533477 696064 12.15% 0.898%
55 14.433 4725 4733 4742 rBV2 630260 1024911 17.90% 1.322%
56 14.482 4743 4751 4761 rVB2 1255896 1801856 31.46% 2.324%
57 14.546 4762 4775 4787 rBV5 1576451 3173898 55.42% 4.094%
58 14.600 4789 4795 4809 rVvB2 583243 990707 17.30% 1.278%
59 14.696 4823 4831 4851 rVB 864093 1462788 25.54% 1.887%
60 15.066 4962 4969 4988 rVV7 295737 717332 12.53% 0.925%
61 15.141 4991 4997 5006 rVB 344650 455598 7.96% 0.588%
62 15.283 5042 5050 5067 rVB3 683894 1135797 19.83% 1.465%
63 15.560 5146 5153 5170 rVB 695640 1218565 21.28% 1.572%
64 15.852 5252 5262 5275 rVB5 380971 715573 12.50% 0.923%

Sum of corrected areas: 77535006
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51721\
Data File : VN@67097.D

Acqg On : 17 May 2021 13:38

Operator : JC/MD

Sample : M2387-02

Misc : 1.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VN067097.D\data.ms

3000000
2500000
2000000
1500000
1000000

500000

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 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: VN067097.D\data.ms

10.099
3000000

2500000

2000000

10.03b 11.585

1500000
11.360
1000000 8.522
7.592
500000 11.
75 7.956
7.803 8.369 ?%5 1.46
o N\ J\soso f\ 9.018 9.678.815 103vs750

Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10. 00 10 50 11 00 11 50

Abundance TIC: VN067097.D\data.ms
12.685

3000000 12.996

2500000
13.497

2000000 13629 14.546
12.610 1 54,

13.304 13.846 3
13.951 14.4%2
l 14203 l 14,695
12i46 13. 19 14.1 t' 288 60 15.283 15.560
P 1 242 ‘ 15%%%41 15852
13.1 i" ‘

‘ T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

1500000

1000000 12.360
11.902

12 1112 iﬂ

500000
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51721\
Data File : VN@67097.D

Acqg On : 17 May 2021 13:38

Operator : JC/MD

Sample : M2387-02

Misc : 1.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Benzene, 1-ethyl-3-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.610 59.82 ug/l 2643240 1,4-Dichlorobenzene-d4 13.299
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 4053 (12.610 min): VN067097.D\data.ms (-4041) (-  m/z 105.10 100.00%
105.1
5000
51.0 77.0 12.50 13.00
Ol b A b 2401 2090 p; 126,10 31.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9426: Benzene, 1-ethyl-3-methyl-
105.0
5000
12.50 13.00
m/z 77.00 10.96%
39.0 77.0
O\\\‘\‘\H“‘H“‘\‘\H"\‘H\““Hh\‘H‘\\‘\““HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
— ]
12.50 13.00
5000 m/z 91.05 9.83%
39.0 77.0
N P P O N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9424: Benzene, 1-ethyl-4-methyl- —— —
105.0 12.50 13.00
m/z 106.05 8.68%
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51721\
Data File : VN@67097.D

Acqg On : 17 May 2021 13:38

Operator : JC/MD

Sample : M2387-02

Misc : 1.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 o0-Cymene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.192  28.17 ug/1 1244740 1,4-Dichlorobenzene-d4 13.299
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C10H14 000099-87-6 86
2 o-Cymene 134 C1oH14 000527-84-4 86
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 83
4 Cyclohexane, butyl- 140 C1eH20 001678-93-9 50
5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 46

Abundance Scan 4270 (13.192 min): VN067097.D\data.ms (-4256) (-  m/z 119.10 100.00%

119.1
83.1
55.0
5000
‘ ‘ ‘ | 40.2 13.00 13.50
ob e Mt L Ll L 769 2070 T es 1e 73.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14809: p-Cymene
119.0
5000 —T —
13.00 13.50
91.0 m/z 55.05 53.63%
41.0 65.0 ‘
0 ‘\‘\Hw\\‘H“\‘H\‘”‘\H‘\‘W\\‘\wH\‘\‘HH’HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14811: o-Cymene
119.0
— —
13.00 13.50
5000 ITI/Z 82.10 41.43%
91.0
41.0 65.0 ‘
0 ‘\‘\Hw\\‘\\”‘H‘H\‘”‘H1‘\“1‘\\‘MHm‘uu,uu‘uu‘uu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14909: Benzene, 1-methyl-3-(1-methylethyl)- T —
119.0 13.00 13.50
m/z 134.05 27.56%
5000
91.0
39.0 65.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50

82N©51421W.M Wed May 19 15:36:36 2021 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51721\
Data File : VN@67097.D

Acqg On : 17 May 2021 13:38

Operator : JC/MD

Sample : M2387-02

Misc : 1.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Benzene, 1-methyl-3-propyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.497 76.61 ug/l 3385090 1,4-Dichlorobenzene-d4 13.299
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-propyl- 134 C10H14 001074-43-7 50
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 50
3 Benzene, 1-propenyl- 118 C9H10 000637-50-3 49
4 Deltacyclene 118 C9H1e0 007785-10-6 49
5 Benzene, 1-ethenyl-2-methyl- 118 C9H10 000611-15-4 46
Abundance Scan 4384 (13.497 min): VN067097.D\data.ms (-4366) (-  m/z 105.10 100.00%
105.1
5000
134.1
5, 1AL
om_‘H\‘mu,hhH‘lem“m‘,‘MHWH?‘Q?}E?%C m/z 117.05  54.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14853: Benzene, 1-methyl-3-propyl-
105.0
5000
13.50
134.0 m/z 118.10  29.39%
O]\-\S\‘O\‘\?’\g“\()\\\’\\\\H‘\\H\“\‘\\\‘\\\1’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8961: Benzene, 2-propenyl-
117.0
-
13.50
m/z 134.05 26.33%
5000 910 /
39.0 65.0
0! e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8958: Benzene, 1-propenyl- T
117.0 13.50
m/z 115.05 18.75%
5000
91.0
9.0 63.0
olso,Lm,, J
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51721\
Data File : VN@67097.D

Acqg On : 17 May 2021 13:38

Operator : JC/MD

Sample : M2387-02

Misc : 1.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Undecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.629 57.66 ug/l 2547670  1,4-Dichlorobenzene-d4 13.299
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 94
2 Hexadecane 226 C1l6H34 000544-76-3 80
3 Tetradecane 198 C14H30 000629-59-4 64
4 Nonadecane 268 C19H40 000629-92-5 59
5 Nonane, 5-(1-methylpropyl)- 184 C13H28 062185-54-0 53

Abundance Scan 4433 (13.629 min): VN067097.D\data.ms (-4420) - m/z 57.10 100.00%
57.1

5000
85.1
T ]
1191 1562 13.50 14.00
S B O O - £ m/z 43.10  75.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28424: Undecane
57.0
5000 T =
85.0 13.50 14.00
20.0 m/z 71.10 52.21%
T EEE s
O\\\‘\\\\‘\\\ ‘\‘\}\“\‘\\\‘\\U\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83027: Hexadecane
57.0
= ]
13.50 14.00
5000 85.0 ITI/Z 41.00 40.77%
29.0
ol Ll L 1301410 1690 1970 2260
H“H‘w“‘,H“_‘H“H‘_“W‘H‘,H‘w“u,u“_‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59881: Tetradecane T ——
57.0 13.50 14.00
m/z 85.10 32.13%
5000
85.0
290
0‘11301410}690198‘0 e
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©51721\
Data File : VN@67097.D

Acqg On : 17 May 2021 13:38

Operator : JC/MD

Sample : M2387-02

Misc : 1.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Benzene, 1-ethyl-2,4-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.846 40.90 ug/l 1807210 1,4-Dichlorobenzene-d4 13.299
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 97
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 95
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 95
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 94

Abundance Scan 4514 (13.846 mln) VNO067097.D\data.ms (-4504) (- m/z 119.10 100.00%

19.1
5000

91.0

650, . B 50 14.00
b 20 bl L2981 2070 248 /7 134.05  29.68%
miz--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-
116.0
5000
13.50 14.00

m/z 91.00 14.13%

B0, 1
i | L
\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14882: Benzene, 2-ethyl-1,3-dimethyl-
119.0

o

1350 1400
5000 m/z 120.10 9.59%
39.0 91.0
0‘Hw“m‘,‘u‘u_“H‘_“ww‘uhlmu‘HHWH_m‘uwmwm
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #14887: Benzene, 4-ethyl-1,2-dimethyl- — P
119.0 13.50 14.00

m/z 105.10 9.16%

5000
39.0 91.0
13,0 I |
0 : H bl L ‘ bl — i

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51721\
Data File : VN@67097.D

Acqg On : 17 May 2021 13:38

Operator : JC/MD

Sample : M2387-02

Misc : 1.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Benzene, (1-methyl-1-propen... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.951 44.08 ug/l 1947800 1,4-Dichlorobenzene-d4 13.299
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 78
2 Benzene, 2-butenyl- 132 C10H12 001560-06-1 60
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 60
4 1-Phenyl-1-butene 132 C1eH12 000824-90-8 60
5 Indan, 1-methyl- 132 C10H12 000767-58-8 55

Abundance Scan 4553 (13.951 min): VN067097.D\data.ms (-4543) (-  m/z 117.10 100.00%

117.1
5000
91.0 e
57.1 14?1 14.00
0 sl b 1758 2080 24701 m/z 119.10  53.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0
5000 T
14.00
91.0 m/z 115.85  33.32%
51.0 ‘ ‘
0 H\‘\‘\H“\\“\h\“U\H”“\\‘M“W\\‘“‘\‘U‘\‘\‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14048: Benzene, 2-butenyl-
117.0
—
14.00
m/z 105.10  29.30%
5000 91.0
39.0 65.0 ‘
0 HW‘m“uM‘ww‘:‘m”_uwu‘U_‘U‘JwHWH_ww_ww
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14056: Benzene, 1-ethenyl-3-ethyl- 7
117.0 14.00
m/z 132.05 26.40%
5000
91.0
51.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.00

82N©51421W.M Wed May 19 15:36:39 2021 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51721\
Data File : VN@67097.D

Acqg On : 17 May 2021 13:38

Operator : JC/MD

Sample : M2387-02

Misc : 1.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.203  28.25 ug/l 1248340 1,4-Dichlorobenzene-d4 13.299
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
4 o-Cymene 134 C10H14 000527-84-4 94
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 94

Abundance Scan 4647 (14.203 min): VN067097.D\data.ms (-4642) (- m/z 119.10 100.00%

119.1
5000
2 —
300 65.0 91.0 14.00 14.50
b0 P L WL 1609 192.92180 /7 134.05  46.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 [ - JL
14.00 14.50
m/z 91.00 12.23%
390 650 91.0
O]\-\4.\.‘0\‘\\\“‘\\‘1‘\"1“.\HL“H‘H‘h\‘\\‘M\H“\‘\H\‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119.0
—— —
14.00 14.50
5000 ITI/Z 120.10 9.62%
91.0
39.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14867: Benzene, 1,2,3,5-tetramethyl- e T
119.0 14.00 14.50
m/z 117.10 7.74%
5000
39.0 65.0 91.0
0"WJHJLmew‘M‘w‘W‘NlHMW‘H‘_H‘_‘H‘H‘W‘H“ —4 —Y—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51721\
Data File : VN@67097.D

Acqg On : 17 May 2021 13:38

Operator : JC/MD

Sample : M2387-02

Misc : 1.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Dodecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.482 40.78 ug/l 1801860 1,4-Dichlorobenzene-d4 13.299
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 91
2 Tetradecane 198 C14H30 000629-59-4 49
3 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 43
4 Nonadecane 268 C19H40 000629-92-5 38
5 Hexadecane 226 C16H34 000544-76-3 38

Abundance Scan 4751 (14.482 min): VN067097.D\data.ms (-4743) - m/z 57.10 100.00%
57.1

119.1
5000
85.1
—
H ‘148.1 14.50
Y 4 ooy 2071 2472 wyz 4310 71.03%
m/z--> 20 40 60 80 100120 140 160180 200 220240
Abundance #38315: Dodecane
57.0
5000 L
85.0 14.50
m/z 71.10 61.13%
29.0 170.0
O \\\‘\‘\‘\\“‘{\\H‘\\“\\“1\\\H%]\_”z\‘o\‘\]\_?‘l\\o\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100120 140 160 180 200 220240
Abundance #59881: Tetradecane
57.0
—
14.50
5000 ITI/Z 119.10 59.98%
85.0
29.0
0 m_t\‘ el 0016001980
m/z--> 20 40 60 80 100120 140160180 200 220240
Abundance #105903: Hexadecane, 7,9-dimethyl- S
57.0 14.50
m/z 41.00 37.82%
5000 85.0
‘ 126.0 155.0
o M 10 T 3021102390 o
m/z--> 20 40 60 80 100120140160 180 200 220 240 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51721\
Data File : VN@67097.D

Acqg On : 17 May 2021 13:38

Operator : JC/MD

Sample : M2387-02

Misc : 1.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.546  71.83 ug/l 3173900 1,4-Dichlorobenzene-d4 13.299
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 90
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 70
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 70
4 Benzene, 1l-ethenyl-3-ethyl- 132 C1OH12 007525-62-4 70
5 Indan, 1-methyl- 132 C10H12 000767-58-8 64

Abundance Scan 4775 (14.546 min): VN067097.D\data.ms (-4762) (- m/z 117.10 100.00%

117.1
5000
91.0 1T T
39.0 65.0 ‘ ‘143,1 14.50
o SR A O Y n\“”‘_‘m““1?“2‘:2“2‘99-9?%4-‘9 m/z 119.10  45.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
11y.0
5000 A ‘
91.0 14.50
51.0 ‘ m/z 132.05 37.73%
O]\-\5\‘()\‘\\\‘\\“”\“‘H\‘\\h\‘\\u\“h\\\ “\‘U\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14033: 3-Phenylbut-1-ene
117.0
T
14.50
5000 m/z 115.05 29.23%
91.0
39.0 450 ‘
0 \\\‘\‘\\\‘u‘}‘\‘\‘\\\h‘\h\‘UuH‘m‘h‘\uWm‘\m‘\m‘\m‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14048: Benzene, 2-butenyl- 1 ]
117.0 14.50
m/z 131.05 18.97%
5000
91.0
39.0 65.0 ‘
0 ""“"“‘m“wmH_Mwml_\“‘ww_m‘w_m‘w_ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51721\
Data File : VN@67097.D

Acqg On : 17 May 2021 13:38

Operator : JC/MD

Sample : M2387-02

Misc : 1.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.696  33.11 ug/l 1462790 1,4-Dichlorobenzene-d4 13.299
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 97
2 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 59
3 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 58
4 Indan, epoxide 132 C9H80 000768-22-9 58
5 Benzene, 3-cyclohexen-1-yl- 158 C12H14 004994-16-5 47

Abundance Scan 4831 (14.696 min): VN067097.D\data.ms (-4823) (- m/z 104.05 100.00%

104.1
132.1
5000 ﬂ
78.0 14%6 iQOd
0 166.2 : :
0 ettt d ‘um_‘!“”‘H‘WWH‘?‘Q?‘QW?““?? m/z 132.05  52.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14083: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 132.0 AR AN
14.50 15.00
m/z 91.00 40.52%
51.0 78.0
02‘\6\\\‘\\“w\‘m\\\”’\\w\"\\M‘\‘M‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14547: 1H-Inden-1-one, 2,3-dihydro-
104.0 132.0
— —
14.50 15.00
5000 ITI/Z 115.00 16.24%
51.0 78.0
26.0 Il |
0! PR N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14546: 2H-Inden-2-one, 1,3-dihydro- — —
104.0 14.50 15.00
m/z 117.10 14.51%
5000 132.0
51.0 78.0
o, [NE ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@51721\
Data File : VN@67097.D

Acqg On : 17 May 2021 13:38

Operator : JC/MD

Sample : M2387-02

Misc : 1.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Benzene, 1l-ethy... 12.610 59.8 ug/l 2643240 4 13.299 2209190 50.0
o-Cymene 13.192 28.2 ug/l 1244740 4 13.299 2209190 50.0
Benzene, 1-meth... 13.497 76.6 ug/l 3385090 4 13.299 2209190 50.0
Undecane 13.629 57.7 ug/l 2547670 4 13.299 2209190 50.0
Benzene, 1l-ethy... 13.846 40.9 ug/l 1807210 4 13.299 2209190 50.0
Benzene, (1-met... 13.951 44.1 ug/l 1947800 4 13.299 2209190 50.0
Benzene, 1,2,4,... 14.203 28.3 wug/l 1248340 4 13.299 2209190 50.0
Dodecane 14.482 40.8 ug/l 1801860 4 13.299 2209190 50.0
Benzene, 2-ethe... 14.546 71.8 ug/l 3173900 4 13.299 2209190 50.0
Naphthalene, 1,... 14.696 33.1 ug/l 1462790 4 13.299 2209190 50.0
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