LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42063.D

Acqg On : 15 Jan 2021 11:13
Operator : SY/MD

Sample : M1129-01DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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\SOMUTRO11321WMA.M
Title : TRACE VOA SOM@1.0

Signal : TIC: VU@42063.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.523 50 57 64 rBv 21352 23522 2.13% 0.208%
2 1.601 72 81 92 rVB 58209 64735 5.87% 0.571%
3 1.919 171 180 192 rVB 60902 75248 6.82% 0.664%
4 2.575 373 384 402 rBV 98233 160051 14.51% 1.413%
5 3.057 522 534 547 rBV 9076 16671 1.51% 0.147%
6 4.655 1014 1031 1078 rBV 72784 280395 25.42% 2.475%
7 5.080 1145 1163 1186 rBV 102729 229396 20.80% 2.025%
8 5.739 1346 1368 1394 rBV3 200394 525472 47.65% 4.638%
9 6.260 1516 1530 1551 rBV 161190 302281 27.41% 2.668%
106 6.552 1605 1621 1649 rBV2 367834 692625 62.80% 6.113%
11 6.700 1653 1667 1687 rVVW 127867 249793 22.65%  2.205%
12 7.571 1927 1938 1957 rBV 60566 106817 9.69% 0.943%
13 7.906 2025 2042 2058 rBV = 224795 387668 35.15%  3.422%
14  8.186 2117 2129 2145 rBV 39997 69130 6.27% 0.610%
15 8.642 2255 2271 2309 rBV 370388 700212 63.49% 6.180%

16  9.420 2500 2513 2536 rBV 227827 380740 34.52%
17 10.755 2917 2928 2946 rVB 107591 174058 15.78%
18 11.809 3243 3256 3272 rBV 214047 345576 31.33%

OO0 WER Ww
[
U1
[
R

19 11.890 3272 3281 3293 rVB2 7682 11639 1.06% 103%
20 12.121 3348 3353 3361 rVV3 10860 15025 1.36% 133%
21 12.189 3361 3374 3392 rVB2 253033 414004 37.54% 654%
22 12.369 3420 3430 3443 rBV 15764 24344  2.21% 215%
23 12.459 3447 3458 3462 rBV 52663 79338 7.19%

24 12.488 3462 3467 3479 rVB 71411 102518 9.30%
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25 12.565 3479 3491 3501 rBV 178056 273050 24.76% 410%
26 12.693 3514 3531 3548 rBV7 27335 70770  6.42% 625%
27 12.800 3548 3564 3572 rVB6 5792 11392  1.03% 101%

28 12.870 3573 3586 3598 rBV 108692 168586 15.29%

oOARO®
IS
L%
I
R

29 12.964 3598 3615 3623 rBV 328977 499813 45.32% 411%
30 13.018 3623 3632 3646 rVB 590530 907880 82.32% 013%
31 13.095 3647 3656 3660 rBv2 18559 26835 2.43%  0.237%
32 13.124 3660 3665 3670 rVV3 = 25469 35245 3.20% 0.311%
33 13.156 3671 3675 3683 rVB 26213 32420 2.94% 0.286%
34 13.282 3699 3714 3725 rBV3 136655 221451 20.08%  1.955%
35 13.340 3725 3732 3740 rBV3 17021 23620 2.14% ©0.208%

36 13.439 3740 3763 3779 rBV4 524736 1102844 100.00%  9.734%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42063.D

Acqg On : 15 Jan 2021 11:13
Operator : SY/MD

Sample : M1129-01DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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\SOMUTRO11321WMA.M
Title : TRACE VOA SOM@1.0
37 13.549 3790 3797 3811 rBV2 48392 83200 7.54% 0.734%
38 13.613 3811 3817 3828 rVB5 25576 39646 3.59% 0.350%
39 13.716 3842 3849 3861 rBV 20329 35430 3.21% 0.313%
40 13.822 3872 3882 3887 rBv2 106169 168352 15.27% 1.486%
41 13.954 3910 3923 3931 rBV2 74497 140415 12.73% 1.239%
42 14.037 3941 3949 3950 rBvV2 25818 28605 2.59% 0.252%
43 14.076 3951 3961 3981 rVB 583131 979875 88.85% 8.649%
44 14.169 3981 3990 4007 rVB4 48359 113258 10.27% 1.000%
45 14.285 4010 4026 4036 rBv4 23183 56151 5.09% 0.496%
46 14.436 4064 4073 4081 rBV 266687 370228 33.57% 3.268%
47 14.796 4176 4185 4192 rBV 41785 63831 5.79% 0.563%
48 14.928 4214 4226 4230 rBV3 22724 41109 3.73% 0.363%
49 15.008 4245 4251 4257 rBV2 13759 18166 1.65% 0.160%
50 15.053 4258 4265 4281 rVB5 30021 50454 4.57% 0.445%
51 15.134 4283 4290 4299 rVB3 20478 31270 2.84% 0.276%
52 15.205 4302 4312 4323 rBV3 58893 108138 9.81% 0.954%
53 15.388 4358 4369 4391 rBv2 102538 184077 16.69% 1.625%
54 15.497 4396 4403 4411 rVB7 7126 12548 1.14% 0.111%
Sum of corrected areas: 11329917
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
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LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011521\

: VU042063.D

: 15 Jan 2021 11:13

: SY/MD

¢ M1129-01DL 10X

: 25.0mL/MSVOA_U/WATER

: 5 Sample Multiplier: 1

: Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
: TRACE VOA SOM@1.0

: C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

TIC: VU042063.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42063.D

Acqg On : 15 Jan 2021 11:13
Operator : SY/MD

Sample : M1129-01DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

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 17
R.T. EstConc Area Relative to ISTD R.T.
12.459 1.15 ug/L 79338 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C10H14 000527-84-4 95
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 94
4 p-Cymene 134 C10H14 000099-87-6 94
5 o-Cymene 134 C10H14 000527-84-4 93
Abundance Scan 3458 (12.459 min): VU042063.D\data.ms (-3447) (-  m/z 119.20 100.00%
119.2
5000
134.2
91.1 P
510 66.0 | - o ;
\\‘H\\‘\\H‘H\.\"HH“\‘H\’\‘\‘\\‘\H\H‘H\\’\\H‘\“\H’HH‘HH‘\‘\‘H‘H m/Z 134.20 39.394
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14811: 0o-Cymene
119.0
5000 f«}\ ‘/\
12.50
910 134.0 m/z 91.10  16.47%
go mo T
L [ FTO mn n I Ll L
H‘HH‘HH‘H\\’\\H‘\H\’\H\‘HH‘HH’HH‘\H\’HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119.0 f« A
AL o LA L
12.50
5000 m/z 105.10 15.39%
91.0 134.0
39.0 65.0 ‘ ‘
H%ﬁﬂum‘HHwthupwuwNMHHW‘HNMWHML‘HMMWH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /R /\
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl- s A
119.0 12.50
m/z 77.10 10.67%
5000
91.0 134.0
o o Al
TR OO YT A p ¥ O
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42063.D

Acqg On : 15 Jan 2021 11:13
Operator : SY/MD

Sample : M1129-01DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

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, 2-ethyl-1,3-dimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.488 1.48 ug/L 102518 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 91
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 91
3 p-Cymene 134 CleH14 000099-87-6 91
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 91
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91

Abundance Scan 3467 (12.488 min): VU042063.D\data.ms (-3462) (-  m/z 119.20 100.00%
119.2
5000
91.1 RN
390 650 || | 1352 12.50 .
\‘\\\\‘\\\\"‘\\‘\‘\“‘\‘“\\‘\H‘\\‘\\’H{\\}“\\\‘\‘\ m/Z 134.20 26.324
miz--> 0 20 40 60 80 100 120 140
Abundance #14873: Benzene, 2-ethyl-1,3-dimethyl-
119.0
5000 f\j\ ‘/\
12.50
m/z 91.10 15.46%
91.0
T \1\5‘\'? T ‘\ \3\9‘"0\ T ‘\‘ T ‘63.\0\ \‘H‘ T \‘\ T "1‘\ \‘M T \1\3?‘0\
miz--> 0 20 40 60 80 100 120 140
Abundance #14906: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 f& A
VAW RVAWNSAL
12.50
5000 m/z 120.10 9.54%
91.0 ‘
““¥59‘ \\éag\u\?ﬁp\ﬁ‘\\w\,w\\dl\}§??\
miz--> 0 20 40 60 80 100 120 140 A j\
Abundance #14807: p-Cymene A e L
119.0 12.50
m/z 117.10 9.22%
5000
91.0 ‘ //\ A
41.0
s R0 e xwe ML W
m/z--> 0 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42063.D

Acqg On : 15 Jan 2021 11:13
Operator : SY/MD

Sample : M1129-01DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

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 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.565 3.95 ug/L 273050 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95
3 o-Cymene 134 C10H14 000527-84-4 95
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 95
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94

Abundance Scan 3491 (12.565 min): VU042063.D\data.ms (-3479) (-  m/z 119.15 100.00%

119.2
5000
134.2 AJ\
91.1 L
39.1 65.1 | ‘ | H 12.50
\\\\‘\\\\“‘\\‘\‘\“\“\\\H‘\\\\“\‘\\‘\”‘\\\”\‘\ m/2134.29 27.95%
mlz--> 20 40 60 80 100 120 140
Abundance #14887: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 125/(\) AL
134.0 :
m/z 91.10 16.94%
150 390 459 910
\\\‘\‘\‘\\\“‘\\““\‘H“\\\‘H‘\\‘\\‘w‘\\‘\“l\\\”\‘\
m/z--> 20 40 60 80 100 120 140
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119.0 A
LVINVL
12.50
5000 ITI/Z 117.20 10.61%
91.0 134.0
39.0 65.0 ‘ ‘
“%aq““‘W“W“M“‘LH‘wi“WL“Hl“‘u“
miz--> 20 40 60 80 100 120 140 jh K I
Abundance #14811: o-Cymene NS ‘ﬁ\ I
119.0 12.50
m/z 120.20 9.96%
5000
134.0
41.0 910 ‘
. 65.0
TP e N RV A]\ AL

m/z--> 20 40 60 80 100 120 140 12.50
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42063.D

Acqg On : 15 Jan 2021 11:13

Operator : SY/MD

Sample : M1129-01DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method

Quant Title

TIC Library

Library Search Compound Report

: Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M

: TRACE VOA SOM@1.0

¢ 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, 2-ethyl-1,4-dimethyl-

Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
12.693 1.02 ug/L 70770  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 81
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 81
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 81
4 Benzene, l-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 81
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 81

Abundance Scan 3531 (12.693 min): VU042063.D\data.ms (-3514) (-
119.1

m/z 119.10 100.00%

all U\AM
91.1 WilVAY SAtw
38.9 65.1 ‘ ‘ ‘ “ 148.2 12.50 13.00
\\\‘\\\\“‘\\‘\\“\‘\\\H’\\1\"\\\}"‘\\‘\“\‘\\‘\\ m/Z 105.10 38.97%
miz--> 20 80 100 120 140
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 \ /\\/\/\M
12.50 13.00
91.0 m/z 134.20  25.35%
39.0 65.0 ‘ ‘
\1\5\.0‘ I \“‘\ \“\‘\ “1‘\ T \‘H’ 1T "H“\ T M" T \1\3?‘0\ T
miz--> 20 40 60 80 100 120 140
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0
ol a1
12.50 13.00
5000 ITI/Z 91.10 24.41%
91.0
39.0 65.0 ‘
160 AT bl 1B
miz-> 20 40 60 80 100 120 140 ]\
Abundance #14872: Benzene, 1,2,4,5-tetramethyl- ‘f/‘\ ‘ ‘/\‘ 4
119.0 12.50 13.00
m/z 117.20  18.79%
5000
39.0 90 \ k
. 65.0 135.
\¥§?\H\\MV\JN\ﬁW\\M,\\w\,w\\MJ\\ﬁ??\\\\ \ﬁx \ﬁ¥~\ﬂ\‘ :
m/z--> 20 40 60 80 100 120 140 12.50 13.00

SOMUTRO11321WMA.M Wed Jan 20 02:07:07 2021

Page:



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42063.D

Acqg On : 15 Jan 2021 11:13
Operator : SY/MD

Sample : M1129-01DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

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-ethyl-2,3-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.870 2.44 ug/L 168586 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C10H14 000527-84-4 95
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 94
4 Benzene, l-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 94
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 93

Abundance Scan 3586 (12.870 min): VU042063.D\data.ms (-3573) (-  m/z 119.20 100.00%

119.2
5000 AA
i s

91.1

39.0 65.1 ! ‘ ‘ 1 1352 12.50 13.00
\‘\\\\‘\\\\’\\‘\\“‘\‘\\\‘\\\\"\\\M“\\\‘\‘\ m/2134.29 27-58%
m/z--> 0 20 40 60 80 100 120 140
Abundance #14811: 0o-Cymene
119.0
5000

12.50 13.00

1.0 m/z 91.10  17.85%

go w0 T e
L [ TR i Ll i
T ‘ UL ‘ L ’ L ‘ T T ‘ L ’ T ‘ T T ‘ T
miz--> 0 20 40 60 80 100 120 140
Abundance #14892: Benzene, 2-ethyl-1,4-dimethyl-
119.0 j\
AN

1250 13.00
5000 m/z 105.10  11.39%

39.0 65.0 91.0

i;

180 | SRR L 180
L e T
miz--> 0 20 40 60 80 100 120 140 /\\ /\
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl- =5 A‘ ‘
119.0 12.50 13.00
m/z 77.10 10.23%
5000
39.0 91.0 /\
15.0 65.0
‘_Hu‘wm\,wmwmhH\H,‘\Hw‘l??'?‘ Al AL
m/z--> 0 20 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42063.D

Acqg On : 15 Jan 2021 11:13
Operator : SY/MD

Sample : M1129-01DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

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, 1,2,3,4-tetramethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.964 7.23 ug/L 499813  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 96
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
4 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
5 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95

Abundance Scan 3615 (12.964 min): VU042063.D\data.ms (-3598) (- m/z 119.15 100.00%

119.2
5000 134.2
91.1

391 651 ‘ 13.00
e et e m/z 134,200 44.86%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119.0
134.0
5000 /\\ T /\\ ‘ T

13.00
m/z 91.10 16.34%

91.0
"\1‘$"9H“‘\Hﬁ‘\l“.‘o“\““"!6‘?‘.‘0\‘H‘*‘M"w‘Hw““*w”“‘*l””v““”w
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
B L

13.00
5000 134.0 m/z 133.20 9.85%
39.0 550
: 65.0
miz--> 10 20 30 40 50 60 70 80 90 100110120130140 J\A
Abundance #14867: Benzene, 1,2,3,5-tetramethyl- Ao
119.0 13.00
m/z 120.20 9.69%
134.0
5000
39.0 91.0
65.0
‘W"w‘H“‘H‘““WHM,M‘WH‘muu“‘mmhw“;“lw,““uw j\]\‘ ‘A‘ VLY
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00

SOMUTRO11321WMA.M Wed Jan 20 02:07:08 2021 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42063.D

Acqg On : 15 Jan 2021 11:13
Operator : SY/MD

Sample : M1129-01DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.018 13.14 ug/L 907880 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
4 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95
5 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95

Abundance Scan 3632 (13.018 min): VU042063.D\data.ms (-3623) (-  m/z 119.20 100.00%

119.2
5000 134.2 A
91.1 T ‘
39.0 651 e 13.00
e il e e m/z 134,200 42.04%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0 A, au ‘
13.00
91.0 m/z 91.18 16.73%
39.0 65.0
\\’].\\5\.\()‘\\\‘\‘\\\\“‘\H\i‘\‘\\1‘\“WM\‘\\\M“\H\“M\\‘\H‘\\‘\\M‘\l\\\\‘\‘\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119.0 /\ A
R ‘
13.00
5000 134.0 m/z 120.15  10.14%
39.0 65.0 91.0
H“H‘_HtwHLMHqWHwMMWHJMHHJHH‘NH‘JWL‘H_MH_H
miz--> 10 20 30 40 50 60 70 80 90 100110120130140 j\
Abundance #14870: Benzene, 1,2,3,5-tetramethyl- : /\ ‘ A, ‘
119.0 13.00
m/z 133.20 8.47%
5000 134.0
39.0 g5 910 N JM
‘W‘kuﬁ_HhhuﬂmuwﬂW‘JmuumuwNNWJMLHWJNWH‘ A

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00

SOMUTRO11321WMA.M Wed Jan 20 02:07:08 2021 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42063.D

Acqg On : 15 Jan 2021 11:13
Operator : SY/MD

Sample : M1129-01DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

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, 1-ethyl-2,4,5-trim... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
13.124 0.51 ug/L 35245 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 86
2 1,5,6,7-Tetramethylbicyclo[3.2.0... 148 C11H16 134329-46-7 64
3 Benzene, 1,4-dimethyl-2-(1-methy... 148 C11H16 004132-72-3 64
4 Benzene, pentamethyl- 148 C11H16 000700-12-9 64
5 3,4-Dimethylcumene 148 C11H16 1000370-34-1 64
Abundance Scan 3665 (13.124 min): VU042063.D\data.ms (-3660) (-  m/z 133.20 100.00%
138.2
5000 Aﬂm\
o, J\A SN
39.0 57‘-1 91‘-1 ‘1151 13.00 13.50
| T N O AR P b m/z 119.15  35.10%
m/z--> 0O 20 40 60 80 100 120 140
Abundance #22808: Benzene, 1-ethyl-2,4,5-trimethyl-
1 ﬂk
5000 SRR A
13.00 13.50
m/z 148.25 26.67%
39.0 770 105.0 ‘
\‘\\]-\5‘\'0‘\‘\\\“"\\‘\‘5\9"9\\\"‘\\‘\\“\‘\\“\“"\\H‘\’\‘\‘\\
miz--> 0 20 40 60 80 100 120 140
Abundance #22848: 1,5,6,7-Tetramethylbicyclo[3.2.0]hepta-2,6-diene
138.0 A
AV —
13.00 13.50
5000 ITI/Z 57.10 14.58%
105.0
41.0 79.0 ‘ ‘
T T N A
miz--> 0O 20 40 60 80 100 120 140 /\ﬁ\
Abundance  #22827: Benzene, 1,4-dimethyl-2-(1-methylethyl)- e —F—
133.0 13.00 13.50
m/z 91.10 13.63%
5000
150 390 g50 910 g350 A
S S S RO o S SAVAAY AN
m/z--> 0 20 40 60 80 100 120 140 13.00 13.50

SOMUTRO11321WMA.M Wed Jan 20 02:07:09 2021 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42063.D

Acqg On : 15 Jan 2021 11:13
Operator : SY/MD

Sample : M1129-01DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

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 Benzene, 1-ethenyl-4-ethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.282 3.20 ug/L 221451 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 90
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 90
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 87
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1OH12 000824-22-6 87
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000767-99-7 83
Abundance Scan 3714 (13.282 min): VU042063.D\data.ms (-3699) (-  m/z 117.20 100.00%
11y.2
5000
91.0 . =
39.0 65‘.0 ‘ | H 1‘ 3.2 13.00 13.50
\\\‘\\\\"\\“1‘\“‘\‘\\”\““‘\\‘\‘\‘H\“\\\‘\‘\ \‘\‘\\‘\\ m/Z 132.20 38.38%
m/z--> 20 40 60 80 100 120 140
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 AL VR
13.00 13.50
m/z 115.10  31.45%
510 91.0 133.0
T ‘2\7\.(\]\" T \“\ T “1‘7\4.\9‘ T \“\ T ‘Hi‘\ T H‘ T }‘\‘\.‘ UL
miz-> 20 40 60 80 100 120 140
Abundance #14033: 3-Phenylbut-1-ene
117.0 ﬁL
/\\ ‘ T T T T ‘ T
13.00 13.50
5000 m/z 131.20 22.80%
91.0
39.0
65.0 ‘
“‘“V‘J,‘wm‘HV‘JM‘N;‘MM“H_%u%q““
miz--> 20 40 60 80 100 120 140
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl- N ASA
117.0 13.00 13.50
m/z 91.05 16.27%
5000
39.0 91.0
e R A
SN NS S R S W SNPOIRE | N L AV
m/z--> 20 40 60 80 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42063.D

Acqg On : 15 Jan 2021 11:13

Operator : SY/MD

Sample : M1129-01DL 10X

Misc : 25.0mL/MSVOA_U/WATER
ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
: TRACE VOA SOM@1.0

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 11 Benzene, 1-methyl-2-(2-prop... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.439 15.96 ug/L 1102840 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14

001587-04-8 70
000535-77-3 64

3 o-Cymene 134 C1eH14 000527-84-4 64
4 o-Cymene 134 C10H14 000527-84-4 64
5 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 64
Abundance Scan 3763 (13.439 min): VU042063.D\data.ms (-3740) (-  m/z 119.20 100.00%
119.2
- AALA,¥
91.0 A
39.0 65.1 13.50
\\\‘\\\\“‘\\“\“\“U‘\\\“\\\‘\“‘\‘\\ ‘\ ‘1\4\8\2\]‘-6\6\.\3\ m/z 1 56-78%
m/z--> 60 80 100 120 140 160
Abundance #14092: Benzene, 1-methyl-2-(2-propenyl)-
117.0
5000 AA
91.0 1350
m/z 134.20 39.52%
39.0 65.0
T \-O‘\‘\ T \“‘ T \““\ ‘M\ \H}‘M‘ T \‘} \‘ ‘\‘U‘\‘\ ‘ L ‘ L
miz--> 20 40 60 80 100 120 140 160
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
e
13.50
5000 m/z 91.05 23.39%
91.0
410 650
miz--> 20 40 60 80 100 120 140 160
Abundance #14806: 0o-Cymene
119.0 13.50
m/z 115. 21.98%
5000 91.0
L /\J\ L
}??‘MHW‘NMqw“JMJM‘HM‘Ml‘Hu“‘H““‘ e
m/z--> 20 80 100 120 140 160 1350

SOMUTRO11321WMA.M Wed Jan 20 02:07:10 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42063.D

Acqg On : 15 Jan 2021 11:13
Operator : SY/MD

Sample : M1129-01DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

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 12 Benzene, 1-methyl-4-(1-meth... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.549 1.20 ug/L 83200 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 91
2 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 90
3 Benzene, 1-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 78
4 Benzene, l-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 78
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 78
Abundance Scan 3797 (13.549 min): VU042063.D\data.ms (-3790) (- m/z 119.15 100.00%
119.2
5000
91.0 148.2 iéSd
51.0 ' :
\\\\‘\\\\“\\\\‘\7\1\1\*‘\\‘\\’m\\w“\\\‘\‘\\‘\\ m/Z 148.20 18.47%
miz-> 20 40 60 80 100 120 140
Abundance #22819: Benzene, lrneﬂwl4(lrneﬂwuxopy0
119.
5000 MMA
13.50
910 148.0 m/z 91.05 10.75%
TR A
1 n L
\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #22803: Benzene, (1,1-dimethylpropyl)-
119.0
1 \
910 13.50
5000 ' m/z 120.20 9.53%
41.0
10 | oy | M
1 m L | Ay L1 L
““‘““‘““‘““““‘,“““““““
miz--> 20 80 100 120 140 A /\
Abundance #14877.Benzene,J:ethyL2A=dnnethW— ‘ —y oa
119.0 13.50
m/z 77.10 6.83%
5000
91.0
150 390 650 7 | 1350 Moo
\\\\‘\\\\‘\\\\‘\\\\“\\\\"\\\‘\‘\\\‘\‘\\\\ \‘\\\\‘
m/z--> 20 40 60 80 100 120 140 13.50

SOMUTRO11321WMA.M Wed Jan 20 02:07:10 2021 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42063.D

Acqg On : 15 Jan 2021 11:13

Operator : SY/MD

Sample : M1129-01DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
: TRACE VOA SOM@1.0

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 13 Benzene, 1-butynyl- Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
13.613 0.57 ug/L 39646 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-butynyl- 130 C10H1e 000622-76-4 90
2 Tetracyclo[5.3.0.0<2,6>.0<3,10>]... 130 C1@H10 034324-40-8 78
3 Benzene, 1-butynyl- 130 C1eH1e 000622-76-4 78
4 Benzene,l-methyl-1,2-propadienyl- 130 C1eH1e 022433-39-2 60
5 Naphthalene, 1,2-dihydro- 130 C10H10 000447-53-0 60

Abundance Scan 3817 (13.613 min): VU042063
11

D.

D\data.ms (-3811) (-
1

m/z 115.10 100.00%

SOMUTRO11321WMA.M Wed Jan 20 02:07:11 2021

5000 K
AN
630  9L1 N Lt
39.0 ‘ 148.1166.3 13.50 14.00
A e m/z 129,15 78.12%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13087: Benzene, 1-butynyl-
115.0
5000 /\\ T/\/‘\‘\/\ T f T T
13.50 14.00
63.0 m/z 130.20 72.16%
390‘ 89.0
\1\5‘\.?\“\ T \“’ T \M T “M“ \“1‘\ \““‘\ T \‘1 T B LR
m/z--> 20 40 60 80 100 120 140 160
Abundance #13124: Tetracyclo[5.3.0.0<2,6>.0<3,10>]deca-4,8-diene
129.0
13.50 14.00
5000 ITI/Z 104.10 45.91%
510 770 1020
. ‘2‘7‘"9“‘,“ “‘: up‘l“ Nw“‘ BTN N |
m/z--> 20 40 60 80 100 120 140 160 ,A AA
Abundance #13088: Benzene, 1-butynyl- Andnl O ﬂ\‘“‘ ‘
115.0 13.50 14.00
m/z 119.20 45.08%
) JLL
63.0
89.0
150 b AW A A e
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42063.D

Acqg On : 15 Jan 2021 11:13
Operator : SY/MD

Sample : M1129-01DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

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 14 Benzene, 1,4-dimethyl-2-(1-... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
13.716 0.51 ug/L 35430 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-dimethyl-2-(1-methy... 148 C11H16 004132-72-3 72
2 2-tert-Butyltoluene 148 C11H16 001074-92-6 72
3 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 72
4 Benzene, 2,4-dimethyl-1-(1-methy... 148 C1l1H16 004706-89-2 72
5 4-tert-Butyltoluene 148 C11H16 000098-51-1 64

Abundance Scan 3849 (13.716 min): VU042063.D\data.ms (-3842) (-  m/z 133.20 100.00%
138.2

5000
MJ\K WAswe
57.0 910 1151 ‘ 13.50 14.00
S ‘3‘9‘19“““‘“““ TR O T A - m/z 148.25  25.30%
miz--> 0 20 40 60 80 100 120 140
Abundance  #22827: Benzene, 1,4-dimethyl-2-(1-methylethyl)-
133.0
5000 ‘/\M \/\\ i A T

13.50 14.00
m/z 131.05 13.89%

w0 30 5o %0 o | |
\‘\H\‘\}‘\\\\\‘\‘w\\\”‘\\\\“\\\\“’\\‘\\’\\‘\\
miz—-> 0 20 40 60 80 100 120 140
Abundance #22766: 2-tert-Butyltoluene
133.0

13.50 14.00
5000 105.0 m/z 91.e0 11.11%
41.0 77.0
aso o see ULy L
miz--> 0 20 40 60 80 100 120 140
Abundance  #22830: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133.0 13.50 14.00

m/z 105.10  10.27%

5000

150 390 g59 90 4454 j\m
| | | il | ‘ [ \‘ . AN 0

I
m/z--> 0 20 40 60 80 100 120 140 13.50 14.00

SOMUTRO11321WMA.M Wed Jan 20 02:07:11 2021 Page: 16



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
: VU042063.D

: 15 Jan 2021 11:13

: SY/MD

¢ M1129-01DL 10X

: 25.0mL/MSVOA_U/WATER

: 5 Sample Multiplier: 1

: TRACE VOA SOM@1.0

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

: Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M

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

13.822
Hit# of 5

1 Benzene,
2 Benzene,
3 Benzene,
4 Benzene,

15 unknown-01

Concentration Rank 10

EstConc Area Relative to ISTD R.T.
2.44 ug/L 168352 1,4-Dichlorobenzene-d4 11.809
Tentative ID MW MolForm CASH# Qual
1-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 94
pentamethyl- 148 C11H16 000700-12-9 94
1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 91
pentamethyl- 148 C1l1H16 000700-12-9 90
1,4-dimethyl-2-(1-methy... 148 C11H16 004132-72-3 90

5 Benzene,

Abundance Scan 3882 (13.822 min): VU042063.D\data.ms (-3872) (-~ m/z 133.15 100.00%
138.2

5000
UL )
300 650 1O ‘ 13.50 14.00
e 20 OO L Ll L1800 1ag 00 29.54%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #22808: Benzene, 1-ethyl-2,4,5-trimethyl-
133.0
5000 M \/\ — A T /\
13.50 14.00
m/z 119.20 18.53%
39.0 105.0
\‘\\].\'5‘\.‘0\‘\ T \“‘.\ \‘\‘\ ‘W‘\T?‘.‘(]\ \‘\ T "\‘\ \m“} T \H‘\ ‘ \‘\‘\ T ‘ TTTT ‘ T
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #22771: Benzene, pentamethyl-
138.0
- A
13.50 14.00
5000 m/z 91.e5  13.12%
91.0
39.0 .
L 150.390,090 | L b
miz--> 0 20 40 60 80 100 120 140 160 180
Abundance  #22830: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133.0 13.50 14.00
m/z 115.10 11.92%
5000 /}\AAJ\
39.0 91.0 ‘
15.0 .
m/z--> 0 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42063.D

Acqg On : 15 Jan 2021 11:13
Operator : SY/MD

Sample : M1129-01DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

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 16 Benzene, 1,3-dimethyl-5-(1-... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.954 2.03 ug/L 140415 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 90
2 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 90
3 Benzene, pentamethyl- 148 C1l1H16 000700-12-9 90
4 Benzene, 1,4-dimethyl-2-(1-methy... 148 C1l1H16 004132-72-3 90
5 Benzene, pentamethyl- 148 C11H16 000700-12-9 90

Abundance Scan 3923 (13.954 min): VU042063.D\data.ms (-3910) (-  m/z 133.15 100.00%
138.2

———

5000
- (S VAV il
" 91‘-1 " ‘ 14.00
\’\\H‘\H\““H‘\“i“\‘\‘i \‘M’ \‘\H“r}\\. \\‘\“\‘\‘\‘\\]‘_6\6\-\4\ m/Z 148.20 25.49%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance  #22830: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
138.0
5000 \J\A \/\\ T /\\ T /\
14.00

39.0 91.0 ‘ '
15.0
\’\\\‘\‘\‘\‘\\“‘\\‘\‘\??.9\ \‘M’\\‘\\“\ﬂ.\l\aw?\\‘\‘\‘\\‘\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance  #22826: Benzene, 2,4-dimethyl-1-(1-methylethyl)-
133.0

=
14.00

5000 m/z 119.10 13.57%
39.0 91.0
15.0 65.0
S W i R '« N W
m/z--> 0O 20 40 60 80 100 120 140 160 Nﬂ\
Abundance #22772: Benzene, pentamethyl- L e
133.0 14.00
m/z 91.10 13.20%
5000
41.0 91.0
S WY J\
m/z--> 0O 20 40 60 80 100 120 140 160 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42063.D

Acqg On : 15 Jan 2021 11:13
Operator : SY/MD

Sample : M1129-01DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

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 17 Azulene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14076 14.18 ug/L 979875  1,4-Dichlorobenzene-d4  11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 clone 000091-20-3 95

2 Naphthalene 128 C10HS8 000091-20-3 94
3 Naphthalene 128 C10HS8 000091-20-3 94
4 Azulene 128 C10HS8 000275-51-4 91
5 Azulene 128 C10HS8 000275-51-4 91

Abundance Scan 3961 (14.076 min): VU042063.D\data.ms (-3951) (-~  m/z 128.15 100.00%
1

28.2
5000
14.00 |
51.0 75.1 102.1 .
S S AL 149.2 1694 n/z 127.15  13.76%
m/z--> 20 40 60 80 100 120 140 160
Abundance #11942: Naphthalene
128.0
5000 — ‘
14.00
m/z 129.20 10.57%
‘\\\\‘\5\]‘-‘\'?‘” \7\?}.“(‘]\\\]\-0“‘2\.(\)\\‘\‘H\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #11939: Naphthalene
128.0
= ‘
14.00
5000 ITI/Z 102.10 8.60%
51.0 102.0
LA L N el E—
m/z--> 20 40 60 80 100 120 140 160
Abundance #11940: Naphthalene e
128.0 14.00
m/z 126.15 7.13%
5000
51.0 74.0 102.0 ‘
20 ek — ]
m/z--> 20 40 60 80 100 120 140 160 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42063.D

Acqg On : 15 Jan 2021 11:13
Operator : SY/MD

Sample : M1129-01DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

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 18 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.169 1.64 ug/L 113258 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 80
2 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 80
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
4 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 59
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 59
Abundance Scan 3990 (14.169 min): VU042063.D\data.ms (-3981) (- m/z 57.10 100.00%
57.1
- MJL
e o
‘ | ‘ 11‘3.2 1553 14.00 14.50
Al m/z 71.18  60.21%
miz--> 50 100 150 200 250
Abundance #117655: Heptadecane, 2,6-dimethyl-
57.0
5000 LV -
14.00 14.50
m/z 43.10 41.70%
113.0
T ‘H‘ \H‘\ M‘ \H LA ]\-8\‘2\0‘ | — \25‘3\0\ T
miz--> 50 100 150 200 250
Abundance #141441: Heptadecane, 2,6,10,14-tetramethyl-
57.0
= P
14.00 14.50
5000 m/z 41.00 30.89%
h | ‘ 13091430 1830 2530 2064
B L T e e
miz--> 50 100 150 200 250
Abundance #71407: Dodecane, 2,7,10-trimethyl- e ——
57.0 14.00 14.50
m/z 56.10 26.64%
27_0‘ ‘ 113.0
S e ST T I o\ Jln
m/z--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42063.D

Acqg On : 15 Jan 2021 11:13
Operator : SY/MD

Sample : M1129-01DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

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 19 Benzene, pentamethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

14.285 0.81 ug/L 56151 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, pentamethyl- 148 C11H16 000700-12-9 90
2 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 90
3 Benzene, pentamethyl- 148 C1l1H16 000700-12-9 90
4 3,4-Dimethylcumene 148 C11H16 1000370-34-1 86
5 4-tert-Butyltoluene 148 C11H16 000098-51-1 83

Abundance Scan 4026 (14.285 min): VU042063.D\data.ms (-4010) (- m/z 133.15 100.00%

138.2
5000 /\
A }

911 O N A N A
51.0 [l Les0 2072 14.00 14.50
\H‘H\\“‘\\‘\H\‘m\\‘\h‘H\U“\‘\\\“\”\‘\‘\‘\‘H‘H.H‘HH’H.\\ /Z 148.20 25.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22771: Benzene, pentamethyl-
133.0
5000 T ‘ /\\ T /\ T ‘ T T
14.00 14.50
91.0 m/z 91.10 15.86%
\1\5\‘0\\\3\9“‘\0\‘\ \6‘5\\(\)\“‘\\‘\\‘\‘\ \m“ T \‘\‘\‘\‘\‘\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #22824: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133.0
14 00 14 50
5000 ITI/Z 115.10 14.51%

105.0
39.0 77.0
LI A
‘“w“m‘H“w‘l‘m“‘mu‘ HH“W““‘mwuw‘m,‘m
m/z--> 20 40 60 80 100 120 140 160 180 200 M /\ /
Abundance #22772: Benzene, pentamethyl- ‘ CA I N,/\‘

133.0 14.00 14.50
m/z 117.15 13.48%

5000
41.0 91.0
Ll \\650\‘ [T AT PTARITITAN /

m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42063.D

Acqg On : 15 Jan 2021 11:13
Operator : SY/MD

Sample : M1129-01DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

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 20 (DEL) Alkane: Straight-Chai... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14436 s.36 ug/L 370228  1,4-Dichlorobenzene-d4  11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 1328 000629-50-5 93

2 Tridecane 184 C13H28 000629-50-5 93
3 Tridecane 184 C13H28 000629-50-5 92
4 Nonadecane 268 C19H40 000629-92-5 91
5 Tetradecane 198 C14H30 000629-59-4 90

Abundance Scan 4073 (14.436 min): VU042063.D\data.ms (-4064) (- m/z 57.10 100.00%
57.1

5000
52 NVL
7
14.50
112 2 184 4
S H . J e 14121632 552 0 43010 70.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48835: Tridecane
57.0
5000 T T
85.0 14.50
29.0 m/z 71.10 59.61%
\‘ \“\ \‘\ L i 11\3 0 141.0 184.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48831: Tridecane
57.0
7
14.50
5000 ITI/Z 41.05 37.66%
29.0 85.0
““‘,,“
m/z--> 40 60 80 100 120 140 160 180
Abundance #48834: Tridecane T
57.0 14.50
m/z 85.15 36.08%
5000 85.0
29.0
|0, 120 1q0 1840
| |
R N L o A R I s
m/z--> 20 40 60 80 100 120 140 160 180 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42063.D

Acqg On : 15 Jan 2021 11:13
Operator : SY/MD

Sample : M1129-01DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

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 21 3,4-Dimethylcumene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.796 0.92 ug/L 63831 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, pentamethyl- 148 C11H16 000700-12-9 94
2 Benzene, 1-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 91
3 Benzene, pentamethyl- 148 C1l1H16 000700-12-9 91
4 Benzene, pentamethyl- 148 C11H16 000700-12-9 91
5 3,4-Dimethylcumene 148 C11H16 1000370-34-1 90
Abundance Scan 4185 (14.796 min): VU042063.D\data.ms (-4176) (-~  m/z 133.20 100.00%
133.2
5000 \
—e -
571 911 14.50 15.00
T \W \‘\”\‘ﬂ‘ \“\ \‘”‘ \‘\‘\ T “\‘\ \M‘“ \W\‘\ T \U\ \‘1\6\9\'\4‘ TTT \2‘(\)\7\]\_ m/Z 148.20 41.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22771: Benzene, pentamethyl-
138.0
5000 \ 1 U
14.50 15.00
91.0 m/z 91.10 12.04%
\1\5\-(‘)\‘\\3\9“;\()\‘\‘\6"‘5”.\(\]\““ T \‘\ T “\‘\ \m“[ T “\‘\ ‘ \‘\‘\ T ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22812: Benzene, 1-ethyl-4-(1-methylethyl)-
138.0
—— —
14.50 15.00
5000 m/z 134.20 11.29%
105.0
so 0 TO| | 4L
m/z--> 20 40 60 80 100 120 140 160 180 200 \
Abundance #22770: Benzene, pentamethyl- — - —
133.0 14.50 15.00
m/z 115.10 9.43%
5000
91.0
150 40650 %0 | ol
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\VU@11521\
Data File : VU@42063.D

Acqg On : 15 Jan 2021 11:13
Operator : SY/MD

Sample : M1129-01DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

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 22 (DEL) Alkane: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
14.928 0.59 ug/L 41109 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-methyl- 198 C14H30 013287-21-3 86
2 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 59
3 Pentadecane, 7-methyl- 226 Cl6H34 006165-40-8 59
4 Tridecane 184 C13H28 000629-50-5 50
5 Tridecane 184 C13H28 000629-50-5 50

Abundance Scan 4226 (14.928 min): VU042063.D\data.ms (-4214) - m/z 57.10 100.00%
57.1

5000 ﬂm»J\NNVJMAAJ\AJ\
85.2 L —
126.1 15.00
179.4
\\“\“‘\\‘\“\‘1”‘\\‘\“1\‘5\:\"\.3‘\\H“HH‘HH‘HH m/Z 71.05 47.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59887: Tridecane, 6-methyl-
57.0
5000 IR
15.00
m/z 43.05 46.53%
290‘ "0 126.0
\‘\‘\‘\\“‘\\\H“\\Hi\‘w‘\\‘\““\\‘\\‘\h\.\\‘\\\\J‘-\6g.\0‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48914: Nonane, 3-methyl-5-propyl-
57.0
s
15.00
5000 85.0 ITI/Z 41.05 30.09%
29.0
112.0 141.0
B P BT T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83040: Pentadecane, 7-methyl- —
57.0 15.00
m/z 55.00 27.33%
5000
85.0
29'0‘ 1120 1400
e M0 2680 2110 A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42063.D

Acqg On : 15 Jan 2021 11:13
Operator : SY/MD

Sample : M1129-01DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

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 23 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
15.054 0.73 ug/L 50454  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 47
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 38
3 Dodecane 170 C12H26 000112-40-3 38
4 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 35
5 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 35

Abundance Scan 4265 (15.053 min): VU042063.D\data.ms (-4258) (-  m/z 57.10 100.00%
57.1

83.1
5000
T T \
1131 185245 4 2531 15.00
\‘H\\“\H \\‘\“H‘m\‘\‘\H‘H‘\‘\‘HH‘H\\H‘\‘H\‘\H\‘\H‘\.‘ m/z 43.16 89-39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #117646: Octadecane, 2-methyl-
57.0
5000 —— ‘
85.0 15.00
m/z 83.10 71.81%
29.0
1011301410 1690 197.0 2250 553,
\‘H\\‘\H ‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘\H\‘\H\‘H\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38344: Decane, 3,8-dimethyl-
57.0
T T \
15.00
5000 m/z 55.10 67.47%
85.0
29.0
‘ ‘ 113.0 141.0
S Y Y -2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38316: Dodecane T ‘
43.0 15.00
m/z 71.10 64.31%
71.0
5000
“ \‘ H\ | 98\\.0 \127'0 170.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00

SOMUTRO11321WMA.M Wed Jan 20 02:07:15 2021 Page: 25



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42063.D

Acqg On : 15 Jan 2021 11:13
Operator : SY/MD

Sample : M1129-01DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

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 24 Naphthalene, 1-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.205 1.56 ug/L 108138 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 95
2 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 94
3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 93
4 Naphthalene, 1-methyl- 142 C11H1e0 000090-12-0 93
5 Benzocycloheptatriene 142 C11H1e 000264-09-5 87

Abundance Scan 4312 (15.205 min): VU042063.D\data.ms (-4302) (-  m/z 142.20 100.00%
142.2

5000
115.1
71.1 T T
43.1 ‘ 15.00 15.50
el by 30 L 2072 g 14100 87.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19233: Naphthalene, 2-methyl-
142.0
5000 e AN
115.0 15.00 15.50
m/z 115.10  35.00%
0, %39, 890 I
L 1l Il I L wlf i
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19234: Naphthalene, 1-methyl-
142.0
PR AN W
15.00 15.50
5000 ITI/Z 71.10 19.04%
115.0
39.0 1.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19239: Naphthalene, 2-methyl- — s
142.0 15.00 15.50
m/z 57.10 16.80%
5000
115.0
500 0 920 | 1]
e e e e e e e —— 4
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\VU@11521\
Data File : VU@42063.D

Acqg On : 15 Jan 2021 11:13
Operator : SY/MD

Sample : M1129-01DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

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 25 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.388 2.66 ug/L 184077 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Tetradecane 198 C14H30 000629-59-4 94
3 Tetradecane 198 C14H30 000629-59-4 50
4 Hexadecane 226 C16H34 000544-76-3 45
5 Hexadecane 226 C16H34 000544-76-3 43

Abundance Scan 4369 (15.388 min): VU042063.D\data.ms (-4358) (-  m/z 57.10 100.00%
57.1

— s
115.2 15.00 15.50
Ml ol 634 1984 T s e 67.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59880: Tetradecane
57.0
5000 85.0 — —s
15.00 15.50
29.0 m/z 71.05 59.01%
\\\’\‘\‘\ \’\\\ \“ T \“\ T “1‘\ T \“\]-\].\3)\‘()\‘\}\4.‘]-\9\\‘1\6\9\\0‘ T \1\9\8‘\()\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59881: Tetradecane
57.0
— s
15.00 15.50
5000 m/z 142.20 38.09%
85.0
29.0
m,‘h“ bl 720, 1410 1690 1980
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59879: Tetradecane “ L
57.0 15.00 15.50
m/z 85.15 35.84%
5000 85.0
29.0 ‘
113.0 1
e b MB0 1420 1600 1980 AL Jlr
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42063.D

Acqg On : 15 Jan 2021 11:13
Operator : SY/MD

Sample : M1129-01DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.90

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
o-Cymene 12.459 1.1 ug/L 79338 3 11.809 345576 5.0
Benzene, 2-ethy... 12.488 1.5 wug/L 102518 3 11.809 345576 5.0
Benzene, 4-ethy... 12.565 4.0 ug/L 273050 3 11.809 345576 5.0
Benzene, 2-ethy... 12.693 1.0 ug/L 70770 3 11.809 345576 5.0
Benzene, 1-ethy... 12.870 2.4 ug/L 168586 3 11.809 345576 5.0
Benzene, 1,2,3,... 12.964 7.2 ug/L 499813 3 11.809 345576 5.0
Benzene, 1,2,4,... 13.018 13.1 ug/L 907880 3 11.809 345576 5.0
Benzene, 1l-ethy... 13.124 0.5 ug/L 35245 3 11.809 345576 5.0
Benzene, 1-ethe... 13.282 3.2 ug/L 221451 3 11.809 345576 5.0
Benzene, 1-meth... 13.439 16.0 ug/L 1102840 3 11.809 345576 5.0
Benzene, 1-meth... 13.549 1.2 ug/L 83200 3 11.809 345576 5.0
Benzene, 1-buty... 13.613 0.6 ug/L 39646 3 11.809 345576 5.0
Benzene, 1,4-di... 13.716 0.5 ug/L 35430 3 11.809 345576 5.0
unknown-01 13.822 2.4 ug/L 168352 3 11.809 345576 5.0
Benzene, 1,3-di... 13.954 2.0 ug/L 140415 3 11.809 345576 5.0
Azulene 14.076 14.2 ug/L 979875 3 11.809 345576 5.0
(DEL) Alkane: S... 14.169 1.6 ug/L 113258 3 11.809 345576 5.0
Benzene, pentam... 14.285 0.8 ug/L 56151 3 11.809 345576 5.0
(DEL) Alkane: S... 14.436 5.4 ug/L 370228 3 11.809 345576 5.0
3,4-Dimethylcumene 14.796 0.9 ug/L 63831 3 11.809 345576 5.0
(DEL) Alkane: S... 14.928 0.6 ug/L 41109 3 11.809 345576 5.0
(DEL) Alkane: S... 15.054 0.7 ug/L 50454 3 11.809 345576 5.0
Naphthalene, 1-... 15.205 1.6 ug/L 108138 3 11.809 345576 5.0
(DEL) Alkane: S... 15.388 2.7 wug/L 184077 3 11.809 345576 5.0
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