LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42064.D

Acqg On : 15 Jan 2021 11:37
Operator : SY/MD

Sample : M1129-02DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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@42064.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.523 506 57 66 rBv 17851 19988 2.07% 0.204%
2 1.601 72 81 89 rvB 57929 64215 6.67% 0.654%
3 1.919 171 180 190 rBV 60818 75095 7.79% 0.765%
4 2.578 373 385 403 rBV 99634 162171 16.83% 1.653%
5 3.060 525 535 546 rvB2 8843 15415 1.60% 0.157%
6 4.658 1015 1032 1079 rBV 74806 278044 28.86%  2.833%
7 5.080 1146 1163 1180 rBV 102321 224805 23.33%  2.291%
8 5.739 1346 1368 1394 rBvV2 186571 489003 50.76%  4.983%
9 6.260 1516 1530 1546 rBV2 136557 256338 26.61% 2.612%
10 6.552 1607 1621 1653 rBV 308695 584891 60.71% 5.960%
11 6.703 1653 1668 1686 rVV 101709 204178 21.19% 2.081%
12 7.575 1927 1939 1958 rBV 50692 88553 9.19% 0.902%
13 7.906 2028 2042 2059 rBV 187201 322774 33.50% 3.289%
14 8.186 2118 2129 2144 rBV 33730 56177 5.83% 0.572%
15 8.642 2258 2271 2295 rBV 297221 557692 57.89% 5.683%

16  9.420 2492 2513 2532 rBV 195036 321742 33.40%
17 10.755 2916 2928 2946 rVB 89486 142377 14.78%
18 11.809 3243 3256 3271 rBV 190779 298990 31.03%

WO wWRWw
()
2
N
R

19 12.121 3347 3353 3361 rVB2 9204 13697 1.42% 140%
20 12.189 3361 3374 3387 rBV 216731 354970 36.85% 617%
21 12.369 3420 3430 3440 rBV2 13588 20456 2.12% ©.208%
22 12.459 3446 3458 3462 rBV2 47316 70649  7.33% 0.720%
23 12.491 3462 3468 3478 rVB 63734 92764 9.63%  0.945%
24 12.565 3478 3491 3501 rBV 164040 245727 25.51%  2.504%
25 12.693 3514 3531 3547 rBV5 25556 63529 6.59% 0.647%

26 12.870 3574 3586 3597 rBV 99876 157073 16.30%
27 12.963 3597 3615 3623 rBV = 291257 444692 46.16%
28 13.018 3623 3632 3647 rVB 530486 807389 83.81%

O ® 00 h K
N
N
~N
R

29 13.095 3647 3656 3660 rBV3 15794 23277  2.42% 237%
30 13.127 3660 3666 3670 rVvv2 18275 22785 2.37% 232%
31 13.156 3671 3675 3684 rVB2 23548 29224 3.03% 0.298%
32 13.282 3699 3714 3725 rBV3 122626 199817 20.74%  2.036%
33 13.340 3725 3732 3739 rVB2 13661 17352 1.80% 0.177%
34 13.439 3739 3763 3779 rBV3 465169 963398 100.00% 9.817%
35 13.549 3790 3797 3810 rVWV2 39740 64241 6.67% 0.655%
36 13.616 3810 3818 3829 rVB5 23819 35727 3.71% 0.364%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42064.D

Acqg On : 15 Jan 2021 11:37
Operator : SY/MD

Sample : M1129-02DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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 SOMe@1.9
37 13.716 3842 3849 3862 rBV2 18664 33298 3.46% ©.339%
38 13.822 3872 3882 3887 rBv2 91798 147363 15.30% 1.502%
39 13.954 3911 3923 3931 rBV2 62479 115446 11.98% 1.176%
40 14.076 3941 3961 3981 rVB 521811 882230 91.57%  8.990%
41 14.166 3981 3989 4008 rVB5 33709 79612  8.26% 0.811%
42 14.285 4009 4026 4036 rVB4 20251 47912 4.97% 0.488%
43 14.436 4064 4073 4081 rBV 189250 262277 27.22%  2.673%
44 14.555 4105 4110 4118 rVB7 8010 11208 1.16% ©.114%
45 14.793 4177 4184 4194 rBV 35697 52209 5.42% ©.532%
46 14.861 4200 4205 4214 rVB5 7582 11374 1.18% 0.116%
47 14.928 4216 4226 4230 rVV3 15363 25334 2.63% 0.258%
48 14.954 4231 4234 4243 rVV5 16870 20154 2.09% ©0.205%
49 15.008 4244 4251 4257 rVW4 12903 18502 1.92% 0.189%
50 15.053 4257 4265 4275 rVB5 20655 35930 3.73% ©.366%
51 15.134 4283 4290 4300 rVB4 13634 21522 2.23% 0.219%
52 15.205 4302 4312 4325 rVW2 60840 107858 11.20%  1.099%

53 15.388 4358 4369 4390 rBvV2 85731 152136 15.79% 1.550%

Sum of corrected areas: 9813580
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42064.D

Acqg On : 15 Jan 2021 11:37
Operator : SY/MD

Sample : M1129-02DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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

Abundance TIC: VU042064.D\data.ms
500000

400000

6.552

300000

200000 5.739

6.260

2.578 5.080 6.70:
1.919 4.658

T rl

R L L R DL LA L L L L L L B I L L L L L L L B L B B
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: VU042064.D\data.ms
500000

100000

o

400000

300000 8.642

12.1
200000 7.906 9.420 11.809

100000 10.755

/\ 8.186
12.1
S | W | U | G—

— T T —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50
Abundance TIC: VU042064.D\data.ms

13.018 14.076
500000 13.439

— T — =
11.00 11.50 12.00

400000

300000 12.963

14.436

200000

12.565

13.282

100000

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\VU@11521\
Data File : VU@42064.D

Acqg On : 15 Jan 2021 11:37
Operator : SY/MD

Sample : M1129-02DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
12.459 1.18 ug/L 70649 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 96
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 96
4 o-Cymene 134 C10H14 000527-84-4 95
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95

Abundance Scan 3458 (12.459 min): VU042064.D\data.ms (-3446) (- m/z 119.20 100.00%
119.2
5000
134.2 ,A
91.1 iisd T
39.0 65.1 '
\\\\‘\\\\“‘\\‘\‘\“\\\\‘H‘\\‘\\“H“\\‘\‘““\\\H\‘\ m/Z 134.20 29.28%
miz--> 20 40 60 80 100 120 140
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 ij\ VA
12.50
91.0 134.0 m/z 91.10 18.55%
39.0 65.0 ‘
\\1\5\.0‘\‘\\\H‘\\W\“{‘\\\‘H‘\\‘1\“”“\\‘1w\\\‘\‘\
miz--> 20 40 60 80 100 120 140
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119.0 A
A A
12.50
5000 m/z 105.10 15.82%
134.0
91.0
180 % es0 T
iy nl Ml 1ih Ll il
e LA B L o T O e
miz--> 20 40 60 80 100 120 140 /\/\ /\
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl- Ha— it
119.0 12.50
m/z 117.20 11.54%
5000
91.0 134.0
o ) | Al
aso 0 b L AL W
m/z--> 20 40 60 80 100 120 140 12.50
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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\
: VU042064.D

: 15 Jan 2021 11:37

: SY/MD

¢ M1129-02DL 10X

: 25.0mL/MSVOA_U/WATER

: 6 Sample Multiplier: 1

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

3 o-Cymene

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.491 1.55 ug/L 92764 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 91
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 90
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 90
4 o-Cymene 134 C10H14 000527-84-4 90
5 o-Cymene 134 C10H14 000527-84-4 87

Abundance Scan 3468 (12.491 min): VU042064.D\data.ms (-3462) (-
2

m/z 119.20 100.00%

119
5000 j\
ey :
91.1
390 630 | | | 1352 12.50
\‘\\\\‘\\\\"‘\\‘\\“‘\‘\\\H‘\\\\’w‘\\‘“‘\{\‘\‘\ m/Z 134.20 29.22%
m/z--> 0 20 40 60 80 100 120 140
Abundance #14909: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000 ij\ “A
12.50
91.0 m/z 117.20 13.20%
39.0 65.0 ‘
T e \"‘\ - \”“\‘\ T \‘”‘ - ’W\ \‘\w \\1\3?‘0\
m/z--> 0 20 40 60 80 100 120 140
Abundance #14873: Benzene, 2-ethyl-1,3-dimethyl-
119.0 i N\ j\
= R R
12.50
5000 ITI/Z 91.10 11.82%
91.0
B L N B )
m/z--> 0 20 40 60 80 100 120 140 f\ j\
Abundance #14879: Benzene, 2-ethyl-1,3-dimethyl- ‘/‘\ e L
119.0 12.50
m/z 77.05 8.91%
5000
91.0
39.0 650 ‘ ‘ M /\
\‘\\¥§?\‘\\\W\\Wu HJ\\JW\\‘w\VW\\Mw \}§§?\ ‘/N AR :
m/z--> 0 20 40 60 80 100 120 140 12.50

SOMUTRO11321WMA.M Wed Jan 20 07:17:22 2021

Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42064.D

Acqg On : 15 Jan 2021 11:37
Operator : SY/MD

Sample : M1129-02DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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, 2-ethyl-1,3-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.565 4.11 ug/L 245727 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 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 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): VU042064.D\data.ms (-3478) (- m/z 119.15 100.00%

119.2
5000
134.2 //\Jk
011 A A
39.0 65.1 | | I 12.50
\\‘HH‘\\H‘H\\"‘\\Hi‘\‘H\’\‘\‘\\‘\H\H‘H\\’\\H‘M\‘\’\\‘H‘HH‘\‘\‘H‘H m/Z 134.20 28.88%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14879: Benzene, 2-ethyl-1,3-dimethyl-
119.0
5000 j \A‘ ‘/\‘ T
12.50
91.0 134.0 m/z 91.10 17.36%
39.0 65.0 ‘
\\‘J-HS\.\O‘H\‘\‘HH"‘\\Hi‘\‘\\\’\w\\‘\H‘“‘H\\‘H\H‘M‘\\’Hw\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14811: o-Cymene
119.0 ]\
Al A
12.50
5000 ITI/Z 117.20 10.49%
134.0
91.0
go mo
L [ FTI i 1 I L L
T e e e e et
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 ]\ th A
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl- ‘ ‘N‘\ R
119.0 12.50
m/z 105.10 9.39%
5000
91.0 134.0
39.0 65.0 ‘ ‘ /\’\ /\
‘“1“5(‘0“‘m‘H‘“,H‘Hi‘wu‘,“1“WH1“H‘w,:‘H‘1‘1‘1‘,H‘Muu“m‘u W.VAVEVENEAVAVAIS:

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@42064.D

Acqg On : 15 Jan 2021 11:37

Operator : SY/MD

Sample : M1129-02DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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 5 Benzene, 1-ethyl-3,5-dimethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
12.693 1.06 ug/L 63529 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 68
2 Benzene, 1-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 64
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 64
4 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 64
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 62

Abundance Scan 3531 (12.693 min): VU042064.D\data.ms (-3514) (-  m/z 119.20 100.00%
119.2
5000
91.1 /\}\ I
e -
51.0 ‘ M 148.2 12.50 13.00
\\\‘\\\\"‘\\‘\\“1‘\7\4\l9‘\\\‘\“\“\\\}\\‘\“\‘\\\\ m/Z 105.20 37.13%
miz--> 20 40 60 80 100 120 140
Abundance #14884: Benzene, 1-ethyl-3,5-dimethyl-
119.0
5000 \ MI\AM
12.50 13.00
910 m/z 134.20 30.47%
39.0 65.0 ‘- 1350
\\\‘\‘\\\"‘\\“1‘\“1“\\\‘H‘\\\\“1“‘\\‘\‘l\\\”\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #14885: Benzene, 1-ethyl-3,5-dimethyl-
119.0
ah AN
12.50 13.00
5000 m/z 91.10 27.38%
91.0
B0 80 T 130
| | I i m il Ll il
B e I L
miz--> 20 80 100 120 140 j\ i
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl- ‘/w ‘ e
119.0 12.50 13.00
m/z 117.10 21.96%
5000
91.0
wo oo e |l
150 R0 b by 10 BUVLVINVLAR
m/z--> 20 40 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@42064.D

Acqg On : 15 Jan 2021 11:37
Operator : SY/MD

Sample : M1129-02DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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, 4-ethyl-1,2-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.870 2.63 ug/L 157073 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 96
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 95
3 o-Cymene 134 C1eH14 000527-84-4 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 o-Cymene 134 C1eH14 000527-84-4 95

Abundance Scan 3586 (12.870 min): VU042064.D\data.ms (-3574) (-  m/z 119.20 100.00%
119.2
5000
134.2 W%A
91.1 T ‘AT\ i
39.1 65.1 ‘ 12.50 13.00
H‘HH‘H\\‘\H\“‘\H\i‘\H‘\‘\‘\‘H‘\\\‘\H‘\\H‘\\H‘\H‘H‘HM‘\“‘HH‘H‘H‘H m/z 134.29 39-63%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 2,/}) A "
91.0 134.0 12.5 !
: m/z 91.10 18.16%
65.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14879: Benzene, 2-ethyl-1,3-dimethyl-
119.0 j\
b MV
12.50 13.00
5000 ITI/Z 105.10 10.95%
91.0 134.0
390 650 ‘ ‘
u%%ﬂum_uJﬁuJmuNWWHMMHMMHHWHMMWHHMMWH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /x A
Abundance #14811: o-Cymene = A I
119.0 12.50 13.00
m/z 77.10 10.60%
5000
134.0
41.0 0 ‘ /\
. 65.0
\wuu‘umMuJﬂuWMwumh‘uﬁw\umm\wwwuwwuu‘wuw\ i \A\‘ ; \jkﬂ
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 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@42064.D

Acqg On : 15 Jan 2021 11:37
Operator : SY/MD

Sample : M1129-02DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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, 1,2,4,5-tetramethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.964 7.44 ug/L 444692  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 96
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
4 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95

Abundance Scan 3615 (12.963 min): VU042064.D\data.ms (-3597) (-  m/z 119.20 100.00%
119.2

5000
91.1
391 651 | | 1352 13.00
\\\‘\\\\“‘\\‘\‘\“i“\\\”‘\\\‘\“i‘\\‘\”‘\\\‘\‘\\\\ m/Z 134.20 44.63%
m/z--> 20 40 60 80 100 120 140
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 J\A\ T T /\\ T T
13.00
91.0 m/z 91.10 16.54%
39.0 65.0
\1\5\.(‘) e \“‘\ \“\‘\ “i“\ T \““ T \‘i T “‘\‘\ \M T \1\%?‘0\ T
m/z--> 20 40 60 80 100 120 140
Abundance #14865: Benzene, 1,2,3,5-tetramethyl-
119.0 }k
AN AV
13.00
5000 ITI/Z 120.20 9.72%
91.0
135.0
150 B0 L 80 L L BT
miz--> 20 40 60 80 100 120 140 /\
Abundance #14864: Benzene, 1,2,3,4-tetramethyl- AL ‘/\‘ ‘ A\
119.0 13.00
m/z 133.20 9.64%
5000
91.0
39.0 5.0 135.0 jh
\1\5‘\'?\‘”\“‘\w‘;‘\“1‘”\““\\‘\\“\‘H‘i“l\ﬁ‘wuu A A \/\\/\\
m/z--> 20 40 60 80 100 120 140 13.00

SOMUTRO11321WMA.M Wed Jan 20 07:17:25 2021 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42064.D

Acqg On : 15 Jan 2021 11:37
Operator : SY/MD

Sample : M1129-02DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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, 1,2,3,4-tetramethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.018 13.50 ug/L 807389 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, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 97
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
4 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95

Abundance Scan 3632 (13.018 min): VU042064.D\data.ms (-3623) (-  m/z 119.20 100.00%

119.2
5000 134.2 J\
91.1 T ‘
390 651 | 13.00
0 ettt il m/z 1340200 43.28%
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 s Au |
13.00
91.0 m/z 91.18  15.50%
39.0 65.0
\\’].\\5\.\0‘\H‘\‘\\\\“‘\H\i‘\‘\\1‘\“WM\‘\\\M“\H\“M\\‘\H‘\\‘\\M‘\l\\\\‘\‘\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119.0 ﬁL A
P
13.00
5000 134.0 m/z 120.20  9.89%
41.0 1.0
miz--> 10 20 30 40 50 60 70 80 90 100110120130140 /\
Abundance #14864: Benzene, 1,2,3,4-tetramethyl- ‘/\‘ ‘ oY ‘
119.0 13.00
m/z 133.20 8.42%
=000 134.0
91.0
390 5.0 N
H%%ﬂ‘qukuuwh‘wﬂWHJMHHJHHMN‘_MM‘HWAM‘H‘ A AA

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

SOMUTRO11321WMA.M Wed Jan 20 07:17:26 2021 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42064.D

Acqg On : 15 Jan 2021 11:37
Operator : SY/MD

Sample : M1129-02DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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 3-Phenylbut-1-ene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.282 3.34 ug/L 199817 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenylbut-1-ene 132 C10H12 000934-10-1 90
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 90
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 90
4 Benzene, (1l-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 83
5 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 83
Abundance Scan 3714 (13.282 min): VU042064.D\data.ms (-3699) (-  m/z 117.20 100.00%
11y.2
5000 132.2 }\J\‘
ey
511, 91"2 ‘ 1482 13.00 13.50
\‘\\\\H\\“\‘\“\H\\‘.\R‘\\‘\\‘”1“\\\H‘\‘\H‘\‘\‘\\‘.\\ m/Z 132.20 36.73%
m/z--> 20 40 60 80 100 120 140
Abundance #14033: 3-Phenylbut-1-ene
117.0
5000 o o
13.00 13.50
91.0 132.0 m/z 115.10  30.48%
390 650 ‘
\‘\‘\\\“\\“”\‘H‘\\i‘h‘\f‘f‘\“m\\“‘\i“\‘\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
AL 'y
13.00 13.50
5000 132.0 m/z 131.15 21.05%
390 g50 910 ‘
240 L
miz--> 20 40 60 80 100 120 140
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl- e Ll o
117.0 13.00 13.50
m/z 91.15 15.57%
5000 132.0
39.0 91.0
65.0 ‘ ‘
Y Y M ) AN (O VA VOV WA W'Y
m/z--> 20 40 60 80 100 120 140 13.00 13.50

SOMUTRO11321WMA.M Wed Jan 20 07:17:27 2021 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42064.D

Acqg On : 15 Jan 2021 11:37

Operator : SY/MD

Sample : M1129-02DL 10X

Misc : 25.0mL/MSVOA_U/WATER
ALS vial : 6 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 10 Benzene, 1-methyl-3-(1-meth... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.439 16.11 ug/L 963398 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenylbut-1-ene 132 C10H12 000934-10-1 70
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 64
3 o-Cymene 134 C10H14 000527-84-4 64

-tetramethyl- 134 C1eH14
-tetramethyl- 134 C10H14

000527-53-7 64

4 Benzene, 1,2,3,
,2 000095-93-2 64

3
5 Benzene, 1,2,4,

vl un

Abundance Scan 3763 (13.439 min): VU042064.D\data.ms (-3739) (-  m/z 119.15 100.00%
2

119
- j\\L
91.1 P
51.1 13.50
L “‘ T \“\“ \“‘Ml\.#”‘ ot “‘\M T T ‘1\4\8\2\]‘-6\6\\3\ m/Z 117.15 58.56%
m/z--> 20 0 60 80 100 120 140 160
Abundance #14033: 3-Phenylbut-1-ene
11y.0
5000 /\/\ T T J\* T T
13.50
91.0 m/z 134.20 38.50%
390 650 ‘ ‘
L ‘ T ‘\ T “ T \“” T ‘ H‘ T ih“ T \‘ { T “m T ‘ T i“\‘ T ‘ L ‘ LB
m/z--> 20 40 60 80 100 120 140 160
Abundance

#14908: Benzene, 1-methyl-3-(1-methylethyl)-
119.0

o
13.50

5000 m/z 91.10 23.20%
91.0 ‘
41.0 65.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #14810: o-Cymene 3 ‘AJ‘\P
119.0 13.50
m/z 115.20  21.76%

m/z-->

: A/UJ\M
91.0
39.0
15.0 65.0 ‘
R et el AN

\
20 40 60 80 100 120 140 160

SOMUTRO11321WMA.M Wed Jan 20 07:17:28 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42064.D

Acqg On : 15 Jan 2021 11:37
Operator : SY/MD

Sample : M1129-02DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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 11 Benzene, 1-methyl-4-(1-meth... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.549 1.07 ug/L 64241 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 86
2 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 78
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 72
4 Benzene, l-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 72
5 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 72
Abundance Scan 3797 (13.549 min): VU042064.D\data.ms (-3790) (-  m/z 119.15 100.00%
119.2
5000
148.2 LU \
510 71 91\'1 | 13:50
\\\\‘\\\\“\\‘\.‘\“\‘\\.%”‘\\i\"“‘\\‘\ml\\\\‘\\‘\\ m/Z 148.20 17.40%
miz-> 20 40 60 80 100 120 140
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 %AM Al \
13.50
910 148.0 m/z 91.10 12.89%
TR L
1 1 n n n L L
\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #22803: Benzene, (1,1-dimethylpropyl)-
e AW
e
910 13.50
5000 ' m/z 120.15 10.62%
41.0
15.0 ‘ “ 65.0 “ 148.0
“‘M"1M““JN“U“‘H“1‘,M“HW\“N“““
mfz--> 20 40 60 80 100 120 140 wA /\
Abundance #14876: Benzene, 2-ethyl-1,4-dimethyl- ‘ —r ‘
119.0 13.50
m/z 77.10 6.06%
5000
91.0
150 390 680 | | ) 10 AW
L T e A A
m/z--> 20 40 60 80 100 120 140 13.50

SOMUTRO11321WMA.M Wed Jan 20 07:17:28 2021 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42064.D

Acqg On : 15 Jan 2021 11:37
Operator : SY/MD

Sample : M1129-02DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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 1H-Indene, 1-methyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.

13.616 0.60 ug/L 35727 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 96
2 Naphthalene, 1,2-dihydro- 130 C1oH1e 000447-53-0 91
3 2a,4a,6a,6b-Tetrahydrocyclopenta... 130 C10H10 006053-74-3 90
4 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C1lOH10 015677-15-3 90
5 2-Methylindene 130 C10H10 002177-47-1 89

Abundance Scan 3818 (13.616 min): VU042064.D\data.ms (-3810) (-  m/z 115.10 100.00%

115.1
5000
91.2 AN PWAWL

7 13.50 1406
‘M \ % MH ‘ ‘ ‘ I mH\ 148-3166.3 . :

‘, Lol LB LR m/z 130.15 89.40%

m/z--> 20 80 100 120 140 160
Abundance #13092. 1H-Indene, 1-methyl-
130.0
5000 VARV !
13.50 14.00
51.0 m/z 129.05 76.89%
270 ‘ 770 1020
\\\‘\\\\"\\‘ \JL\\H}“‘\‘\‘\\““\\\1‘\‘\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #13103: Naphthalene, 1,2-dihydro-
130.0 /\/\_
T T
13. 50 14.00
5000 m/z 119.15 69.97%
270 °17 710 1020
T B S B I I e R
m/z--> 20 40 60 80 100 120 140 160
Abundance #13122: 2a,4a,6a,6b-Tetrahydrocyclopenta[cd]pentalene
129.0 13 50 14 00

m/z 104.10  42.20%

5000

51.0
77.0  103.0
27 0 ‘ “ \ MH I H\ | 4‘/\ 0 /\/\

\\\‘\\\\’\\\\‘ \‘\\\\‘\\\\“\‘\\‘\\\\‘\\\\ \\‘\\A\\/\‘\

m/z--> 20 40 60 80 100 120 140 160 13.50 14.00

SOMUTRO11321WMA.M Wed Jan 20 07:17:29 2021 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42064.D

Acqg On : 15 Jan 2021 11:37
Operator : SY/MD

Sample : M1129-02DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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 13 3,4-Dimethylcumene Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
13.716 0.56 ug/L 33298 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Dimethylcumene 148 C11H16 1000370-34-1 91
2 Benzene, pentamethyl- 148 C11H16 000700-12-9 90
3 Benzene, pentamethyl- 148 C1l1H16 000700-12-9 87
4 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 87
5 Benzene, pentamethyl- 148 C11H16 000700-12-9 87

Abundance Scan 3849 (13.716 min): VU042064.D\data.ms (-3842) (-  m/z 133.15 100.00%
138.2

5000
ULy
91.1 115.1
110 650 | f \‘ 1402 13.50 14.00
L B "‘ e ‘\H\‘ T ‘\‘“\”‘\ \““ “\‘ et T ‘\‘ 7T \‘““ T \“ o T P m/Z 148.20 24 .49%
miz--> 20 40 60 80 100 120 140
Abundance #22764: 3,4-Dimethylcumene
133.0
5000 AMA/\

13.50 14.00

105.0 m/z 134.20 16.07%
41.0 77.0 ’ A‘
\]_\5\.0‘ T ‘\ T "‘ T ‘i‘5\8‘.‘q“ T \‘M‘ T ‘\‘ T ‘ ‘\‘ T m”‘ T i ‘\‘\ ‘].\ \9\0\
m/z--> 20 40 60 80 100 120 140
Abundance #22772: Benzene, pentamethyl-
138.0
S s
13.50 14.00
5000 m/z 91.10 12.57%
0 e, 0 o |
L L ul L i L
T o L A B B e T T A
m/z--> 20 40 60 80 100 120 140
Abundance #22771: Benzene, pentamethyl-
133.0 13.50 14.00

m/z 131.20 12.31%

5000 Jk
91.0
115.0
o 90 w0 " 10 | i J\ e A

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

SOMUTRO11321WMA.M Wed Jan 20 07:17:30 2021 Page: 15



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\
: VU042064.D

: 15 Jan 2021 11:37

: SY/MD

¢ M1129-02DL 10X

: 25.0mL/MSVOA_U/WATER

: 6 Sample Multiplier: 1

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 14 Benzene, 2,4-dimethyl-1-(1-...

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.822 2.46 ug/L 147363 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 94
2 Benzene, pentamethyl- 148 C11H16 000700-12-9 93
3 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 90
4 Benzene, l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 90
5 Benzene, pentamethyl- 148 C11H16 000700-12-9 90

Abundance Scan 3882 (13.822 min): VU042064.D\data.ms (-3872) (-
133.2

m/z 133.20 100.00%

5000
91.1
39.0 65.0 ‘ ‘1lﬁf | 13.50 14.00
\‘\\\\‘\\\\“‘\\‘\‘\“\“\\\‘H‘\\\\“\\\“i\\”‘\‘\’\‘\‘\\ m/Z 148.30 28.10%
miz--> 0 20 40 60 80 100 120 140
Abundance  #22826: Benzene, 2,4-dimethyl-1-(1-methylethyl)-
133.0
5000 M \/\’\ T T /\\ T /\\
13.50 14.00
m/z 119.10 16.98%
50,90 o %0 aso | |
I | ul i L nn L L
\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\
miz--> 0 20 40 60 80 100 120 140
Abundance #22771: Benzene, pentamethyl-
138.0
- =
13.50 14.00
5000 m/z 91.10 12.32%
91.0
115.0
39.0 .
50 0 0 LS4
miz--> 0 20 40 60 80 100 120 140
Abundance  #22830: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
138.0 13.50 14.00
m/z 115.10 10.68%
5000 Aj/\AA/\
39.0 91.0
15.0 . 115.0
m/z--> 0 20 40 60 80 100 120 140 13.50 14.00

SOMUTRO11321WMA.M Wed Jan 20 07:17:31 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42064.D

Acqg On : 15 Jan 2021 11:37
Operator : SY/MD

Sample : M1129-02DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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 15 Benzene, 1l-ethyl-4-(1-methy... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.954 1.93 ug/L 115446  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 90
2 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 87
3 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 87
4 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 87
5 3,4-Dimethylcumene 148 C11H16 1000370-34-1 87
Abundance Scan 3923 (13.954 min): VU042064.D\data.ms (-3911) (-  m/z 133.20 100.00%
1338.2
5000
s00 571 91‘-1 115_‘1 14.00
\‘\\\\‘\\\\“‘\\‘\“\“\‘\‘\\‘H‘\\\\“\‘\\w‘"\\\‘\’\‘\‘\\ m/Z 148.20 30.74%
m/z--> 0O 20 40 60 80 100 120 140
Abundance #22812: Benzene, 1-ethyl-4-(1-methylethyl)-
133.0
5000 \j\ \/\\ T T /\\ T /\\
105.0 14.00
m/z 91.10 14.97%
T \1\5\.(‘)\‘\‘\4\1%.\0\ ‘\5\8-‘0‘1‘\\77.“0\ \‘\ T “\‘\ \“\““’ T \‘\‘\ T o
miz--> 0 20 40 60 80 100 120 140
Abundance  #22826: Benzene, 2,4-dimethyl-1-(1-methylethyl)-
138.0
e
14.00
5000 m/z 119.20 13.30%
50 0 w0 0 uso | |
I | ul | . L | |
B B o B e
miz--> 0 20 40 60 80 100 120 140 M
Abundance #22810: Benzene, 1-ethyl-4-(1-methylethyl)- —
133.0 14.00
m/z 57.10 11.26%
105.0
5000
77.0
51.0 ‘
m/z--> 0 20 40 60 80 100 120 140 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42064.D

Acqg On : 15 Jan 2021 11:37

Operator : SY/MD

Sample : M1129-02DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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 16 Azulene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.076  14.75 ug/L 882230 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 94
3 Naphthalene 128 C10H8 000091-20-3 91
4 Naphthalene 128 C10H8 000091-20-3 91
5 Azulene 128 C10H8 000275-51-4 91

Abundance Scan 3961 (14.076 min): VU042064.D\data.ms (-3941) (-
128.2

m/z 128.15 100.00%

5000
L \
51.1 75.1 102.1 ‘ 14.00
ob 380 i il 1492 s 157,00 13.12%
m/z--> 20 40 60 80 100 120 140
Abundance #11942: Naphthalene
128.0
5000 ‘14\00‘ \
m/z 129.20 10.91%
‘\\\\‘\5\]‘1\.9‘“\\7\?}"?\\\%?‘2\.0\\\‘\‘H\\‘\\\\
m/z--> 20 80 100 120 140
Abundance #11935: Azulene
128.0
LA \
14.00
5000 m/z 102.10 9.03%
102.0
51.0
280 Cum o M0 L
m/z--> 20 80 100 120 140
Abundance #11940: Naphthalene e ‘
128.0 14.00
m/z 126.20 7.86%
5000
51.0 74.0 102.0 ‘
280 e i
miz--> 20 80 100 120 140 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42064.D

Acqg On : 15 Jan 2021 11:37
Operator : SY/MD

Sample : M1129-02DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.166 1.33 ug/L 79612 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 59
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 59
3 Dodecane, 3-methyl- 184 C13H28 017312-57-1 59
4 Octacosane 394 (C28H58 000630-02-4 58
5 Octane, 3,6-dimethyl- 142 C1OH22 015869-94-0 53

Abundance Scan 3989 (14.166 min): VU042064.D\data.ms (-3981) (- m/z 57.10 100.00%
57.1

5000
85.1
= —
113.2 155.3 14.00 14.50
178.1
36 bl A 178 m/z 71.10  59.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48865: Undecane, 2,9-dimethyl-
57.0
5000 T —
14.00 14.50
85.0 %
29.0 m/z 43.10 52.80%
155.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71405: Dodecane, 2,6,10-trimethyl-
57.0
L s
14.00 14.50
5000 ITI/Z 41.10 31.50%
29.0 85.0
Ll [ 80 1550 183.02060
e e e A e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48853: Dodecane, 3-methyl- T —
57.0 14.00 14.50
m/z 56.05 30.09%
5000
85.0
29.0
155.0
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@42064.D

Acqg On : 15 Jan 2021 11:37
Operator : SY/MD

Sample : M1129-02DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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 Benzene, pentamethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

14.285 0.80 ug/L 47912  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Dimethylcumene 148 C11H16 1000370-34-1 90
2 Benzene, pentamethyl- 148 C11H16 000700-12-9 83
3 Benzene, pentamethyl- 148 C1l1H16 000700-12-9 83
4 6-Methyl-4-indanol 148 C10H120 020294-32-0 80
5 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 80

Abundance Scan 4026 (14.285 min): VU042064.D\data.ms (-4009) (-  m/z 133.20 100.00%

133.2
5000
010 I
39,0 5.0 ‘ 11‘7 1 b1 14.00 14.50
%0 T2 MR, 148030 20.16%
miz--> 20 40 60 80 100 120 140
Abundance #22764: 3,4-Dimethylcumene
133.0
5000 T T /\\ T /\\ T T T T /
14.00 14.50
105.0 m/z 91.00 16.84%
77.0 ' J
\]_\5\0‘\‘\\\"‘\\‘\5\8.‘0”\\\“‘\\‘\\‘\‘\\m”‘\i‘\‘\‘].\\‘g\o\
miz--> 20 60 80 100 120 140
Abundance #22772:Benzene,pentamethyL
138.0 J
14 00 14.50
5000 m/z 117.10  16.04%
4%0 65.0 9%0 117.0 | 1‘90
[ L L Ul
e o e A it S L
miz--> 20 40 60 80 100 120 140 j\ /
Abundance #22771: Benzene, pentamethyl- “‘h Ll A Wit
138.0 14 00 14 50
m/z 115.10 13.46%
5000 f\j\
91.0
115.0
150 390 N Gﬁo ‘\ ‘ ‘ H\ w‘ 1\90 /\AQ AH/V\/\‘ /

m/z--> 20 40 60 80 100 120 140 00 14 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42064.D

Acqg On : 15 Jan 2021 11:37
Operator : SY/MD

Sample : M1129-02DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.436 4.39 ug/L 262277 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Tetradecane 198 C14H30 000629-59-4 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Dodecane 170 C12H26 000112-40-3 90
5 Hexadecane 226 C16H34 000544-76-3 86

Abundance Scan 4073 (14.436 min): VU042064.D\data.ms (-4064) (- m/z 57.10 100.00%
57.1

- e MAJ\\AM
T
14.50
H 113.2141.2 184.4 o
\H‘HH‘\\\\“\‘\H}\“\‘\\\m‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH m/z 43.05 76-33A
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #48835: Tridecane
57.0
5000 L
85.0 14.50
29.0 m/z 71.05 59.12%
d L‘H\d‘w 113.0141.0 184.0
\H‘HH‘HH‘\\H‘\\H‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59880: Tetradecane
57.0
T
14.50
5000 85.0 m/z 41.10 40.20%
29.0
m_u\wuHH_mw‘w&%ﬁ‘9&4&‘%@9‘9‘1‘?‘?‘9WWM
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #117637: Nonadecane —
57.0 14.50
m/z 85.20 38.19%
85.0
5000
290
‘HMH‘_HWH‘WHHM‘H_HW‘HWHH‘HHMH‘_HWH‘WHH P
m/z--> 20 40 60 80 100120140160180200220240260 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42064.D

Acqg On : 15 Jan 2021 11:37
Operator : SY/MD

Sample : M1129-02DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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 Benzene, 1,3-dimethyl-5-(1-... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.793 0.87 ug/L 52209 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, pentamethyl- 148 C11H16 000700-12-9 95
2 Benzene, pentamethyl- 148 C11H16 000700-12-9 94
3 Benzene, pentamethyl- 148 C1l1H16 000700-12-9 91
4 Benzene, 2,4-dimethyl-1-(1-methy... 148 C1l1H16 004706-89-2 90
5 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 90
Abundance Scan 4184 (14.793 min): VU042064.D\data.ms (-4177) (- m/z 133.20 100.00%
1338.2
5000 \
T ‘ \/\\ T ‘ T
41.0 14.50 15.00
‘“_“qhnuuwﬁwwmk‘whﬂm‘wﬂ‘JL‘%QQ?_“397§ m/z 148.15  42.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22771: Benzene, pentamethyl-
138.0

\

5000 — e
14.50 15.00

91.10 12.52%

91.0 m/z

150 390 680, | |, | |

\\\‘\\\\‘\\\\‘\\\\‘\\\\‘r\\r‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22772: Benzene, pentamethyl-
1330 \M /k
e HMAHA HAW

1450 1500
5000 m/z 134.20 11.18%
40 650 10 |
L, L Ll
S e ARAAmaEE
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 7.83%
5000
91.0
150 40650 10 L oA
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@42064.D

Acqg On : 15 Jan 2021 11:37
Operator : SY/MD

Sample : M1129-02DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
15.053 0.60 ug/L 35930 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 47
2 Dodecane, 2-methyl- 184 C13H28 001560-97-0 43
3 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 43
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 43
5 Tetradecane 198 C14H30 000629-59-4 43

Abundance Scan 4265 (15.053 min): VU042064.D\data.ms (-4257) (- m/ 57.10 100.00%

57.1
83.1
5000

113.2
35. ‘ ] 155.3 182.2 15.00
SN Y [ S 43.00 85.97%

m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #38344: Decane, 3,8-dimethyl-
57.0

5000
85.0 15 00
29.0 83.10 63.39%

‘ 113.0 141.0
\‘\\u‘\‘\u“‘\u“‘\\“h,u\\“u‘\‘\‘\\\\“\\\\%\6\9\9‘\u
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #48851: Dodecane, 2-methyl-

43.0

15 00
5000 71.0 55.10  50.12%
99.0 141.0
169.0
%PH‘_H‘AMHH‘JMWW‘HMHJW“HlH“_JH“H
miz--> 0 20 40 60 80 100 120 140 160 180
Abundance #48865: Undecane, 2,9-dimethyl-
57.0 15 00
m/z 71.10 49.88%
5000
85.0
Tl e ]
SRS L s 71
m/z--> 0 20 40 60 80 100 120 140 160 180 15. 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42064.D

Acqg On : 15 Jan 2021 11:37
Operator : SY/MD

Sample : M1129-02DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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 Naphthalene, 1-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.204 1.80 ug/L 107858 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 97
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96
4 Naphthalene, 2-methyl- 142 C11H1e0 000091-57-6 95
5 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 94
Abundance Scan 4312 (15.205 min): VUO42064 D\data.ms (-4302) (- m/z 142.20 100.00%
.2
5000
1151
—— —
43.0 7ﬁ0 ‘ 163.1 15.00 15.50
2O ol M 1831 2070 s 941 06 91.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19239: Naphthalene, 2-methyl-
142.0
5000 e -
115.0 15.00 15.50
m/z 115.10  34.06%
‘\\\\‘\5\0\\“‘\7\]‘1(\)‘\9\}2\\‘\\\\‘\\\\“‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19232: Naphthalene, 1-methyl-
142.0
AV N0 AN
15.00 15.50
m/z 71.05 16.08%
5000 115.0
m/z--> 20 40 60 80 100 120 140 160 180 200 wﬂm/MﬂAJUmﬂ
Abundance #19233: Naphthalene, 2-methyl-
142.0 1500 1550
m/z 143.05 13.32%
5000
115.0
30.0 939 890 | /\
R A T —— L
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@42064.D

Acqg On : 15 Jan 2021 11:37
Operator : SY/MD

Sample : M1129-02DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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 9
R.T. EstConc Area Relative to ISTD R.T.
15.388 2.54 ug/L 152136 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 89
3 Decane, 3-bromo- 220 C1OH21Br 030571-71-2 52
4 Naphthalene, 1-methyl- 142 C11H1e0 000090-12-0 50
5 Tridecane 184 C13H28 000629-50-5 43
Abundance Scan 4369 (15.388 min): VU042064.D\data.ms (-4358) (- m/z 57.05 100.00%
57.0
142.2
5000 85.2
— — T
H ‘ 1151 15.00 15.50
S uum‘:u bt ol 1692 19830 43,05 71.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59881: Tetradecane
57.0
5000 — e
85.0 15.00 15.50
29.0 m/z 71.10 63.76%
| ‘ l g g 1130 1410 1690 1980
\\\‘\\\\‘\\\‘\1\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59880: Tetradecane
e
15.00 15.50
5000 85.0 m/z 142.20  53.80%
29.0
H“H“‘H“_“‘W“w“‘w“u“‘u“H“‘H“H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #76838: Decane, 3-bromo- — ]
57.0 15.00 15.50
m/z 141.20 49.57%
85.0
5000 141.0
\H‘HH“\H‘w‘\\“m,\‘u\‘HH‘HH“HH‘HH‘HH‘H — P
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@42064.D

Acqg On : 15 Jan 2021 11:37
Operator : SY/MD

Sample : M1129-02DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 6 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|
Benzene, 2-ethy... 12.459 1.2 ug/L 70649 3 11.809 298999 5.0
o-Cymene 12.491 1.6 ug/L 92764 3 11.809 298999 5.0
Benzene, 2-ethy... 12.565 4.1 ug/L 245727 3 11.809 298990 5.0
Benzene, 1l-ethy... 12.693 1.1 ug/L 63529 3 11.809 298990 5.0
Benzene, 4-ethy... 12.870 2.6 ug/L 157073 3 11.809 298990 5.0
Benzene, 1,2,4,... 12.964 7.4 ug/L 444692 3 11.809 298990 5.0
Benzene, 1,2,3,... 13.018 13.5 ug/L 807389 3 11.809 298990 5.0
3-Phenylbut-1-ene  13.282 3.3 wug/L 199817 3 11.809 298990 5.0
Benzene, 1-meth... 13.439 16.1 ug/L 963398 3 11.809 298999 5.0
Benzene, 1-meth... 13.549 1.1 ug/L 64241 3 11.809 298990 5.0
1H-Indene, 1-me... 13.616 0.6 ug/L 35727 3 11.809 298990 5.0
3,4-Dimethylcumene 13.716 0.6 ug/L 33298 3 11.809 298999 5.0
Benzene, 2,4-di... 13.822 2.5 ug/L 147363 3 11.809 298990 5.0
Benzene, 1l-ethy... 13.954 1.9 wug/L 115446 3 11.809 1298990 5.0
Azulene 14.076 14.8 ug/L 882230 3 11.809 298990 5.0
(DEL) Alkane: S... 14.166 1.3 ug/L 79612 3 11.809 298990 5.0
Benzene, pentam... 14.285 0.8 ug/L 47912 3 11.809 298990 5.0
(DEL) Alkane: S... 14.436 4.4 wug/L 262277 3 11.809 2989990 5.0
Benzene, 1,3-di... 14.793 0.9 ug/L 52209 3 11.809 298990 5.0
(DEL) Alkane: S... 15.053 0.6 ug/L 35930 3 11.809 298999 5.0
Naphthalene, 1-... 15.204 1.8 ug/L 107858 3 11.809 298990 5.0
(DEL) Alkane: S... 15.388 2.5 ug/L 152136 3 11.809 298990 5.0
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