LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42068.D

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

Sample : M1129-04DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 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@42068.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.601 74 81 89 rVB 52746 56190 7.13% 1.008%
2 1.919 170 180 191 rBV 61452 75612 9.60% 1.356%
3 2.575 372 384 402 rBV 100926 166147 21.10% 2.980%
4 3.057 524 534 545 rvB3 4395 8250 1.05% 0.148%
5 4.655 1011 1031 1068 rBV2 100586 329647 41.85% 5.913%
6 5.080 1148 1163 1182 rBV 106314 234173 29.73% 4.200%
7 5.739 1347 1368 1390 rBV2 207790 545451 69.25% 9.784%
8 6.260 1516 1530 1553 rBV 169026 320353 40.67% 5.746%
9 6.552 1605 1621 1644 rBV3 146071 276044 35.05% 4.951%
106 6.703 1653 1668 1683 rBV 130392 254864 32.36% 4.572%
11  7.571 1926 1938 1959 rBV 63549 112944 14.34%  2.026%
12 7.906 2027 2042 2058 rBV 237755 411070 52.19% 7.373%
13 8.186 2117 2129 2142 rBV2 42087 72324 9.18% 1.297%
14  8.555 2235 2244 2253 rBV2 10659 16186 2.06% 0.290%
15 8.642 2258 2271 2312 rBV 414021 787600 100.00% 14.127%

16  9.420 2500 2513 2527 rBV 243743 403833 51.27%
17 10.755 2916 2928 2947 rBV 119336 191185 24.27%
18 11.809 3244 3256 3273 rBV 202369 323223 41.04%
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19 12.189 3361 3374 3389 rBV 207223 326337 41.43% 854%
20 12.491 3462 3468 3478 rVB2 7356 9842 1.25% 177%
21 12.562 3481 3490 3501 rBV 20556 29658 3.77% 0.532%
22 12.870 3576 3586 3596 rBV2 12826 19092 2.42% 0.342%
23 12.963 3601 3615 3623 rBV 45043 68402 8.68% 1.227%
24 13.018 3623 3632 3645 rVB 80144 120980 15.36% 2.170%
25 13.282 3700 3714 3725 rBV3 19771 31860 4.05% 0.571%
26 13.398 3739 3750 3754 rBV3 9186 14543 1.85% 0.261%
27 13.443 3754 3764 3779 rVB3 74969 136163 17.29% 2.442%
28 13.549 3788 3797 3809 rBvV2 11436 17241 2.19% 0.309%
29 13.822 3872 3882 3888 rBV2 29836 49305 6.26% 0.884%
30 13.951 3909 3922 3932 rVB2 17496 26240 3.33% 0.471%
31 14.076 3945 3961 3981 rVB 63495 108688 13.80% 1.950%
32 14.285 4013 4026 4035 rBV5S 5668 8552 1.09% 0.153%
33 14.796 4176 4185 4195 rBvV2 9926 13653 1.73% 0.245%
34 15.208 4304 4313 4326 rBvV2 5766 9385 1.19% 0.168%
Sum of corrected areas: 5575037
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42068.D

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

Sample : M1129-04DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 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: VU042068.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42068.D

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

Sample : M1129-04DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 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, 1,2,3,4-tetramethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.964 1.06 ug/L 68402 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 94
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 94
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
4 Benzene, l-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 93
5 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 93

Abundance Scan 3615 (12.963 min): VU042068.D\data.ms (-3601) (-  m/z 119.20 100.00%

119.2
5000 134.2
» o
39.0 651 ‘ L 13.00
H‘H\\‘\\H‘H\\"\\H‘\H\’\\‘\\‘\H\‘H\\’\\H‘\m\\’H‘H‘HH‘H‘H‘H m/z 134.26 46.72%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 134.0 A
13.00
m/z 91.10 15.35%
39.0 65.0 91.0
\\‘].\\5\\()‘\H‘\‘H\\"‘\\H“\‘H\’\‘\‘\.\‘\HM“H\\"\\H‘\w\\’H‘\‘\l\\\\‘\‘\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119.0 /k
\I\\
13.00
5000 134.0 m/z 117.10  10.47%
41.0 910
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 AA
Abundance #14870: Benzene, 1,2,3,5-tetramethyl- A, e
119.0 13.00
m/z 120.20 10.25%
5000 134.0
39.0 910
650
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42068.D

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

Sample : M1129-04DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 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, 1,2,3,5-tetramethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.018 1.87 ug/L 120980 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
4 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
5 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94

Abundance Scan 3632 (13.018 min): VU042068.D\data.ms (-3623) (- m/z 119.15 100.00%

119.2
5000 134.2
91.1
390 650 | | U 13.00 .
\\‘H\\‘\\H‘H\\"\\H‘\H\’\\‘\\‘\H\‘H\\’\\H‘\m\\’H\HHH‘H‘H‘H m/z 134 49.114
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14865: Benzene, 1,2,3,5-tetramethyl-
119.0
134.0 J\
5000
1300
m/z 91.10 16.00%
91.0
\\‘].\\5\\()‘\\H‘\ﬁ?"?\\‘\H\??\ﬂ\H‘\“H\\"\\H‘\H\’H‘\‘\l\\\\‘\‘\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119.0
Ja
1300
5000 134.0 m/z 120.15  9.64%
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A
Abundance #14872: Benzene, 1,2,4,5-tetramethyl- L f
119.0 13.00
m/z 77.10 8.89%
5000 134.0
39.0 90
. 65.0
150 WL ‘ n‘

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 1&00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42068.D

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

Sample : M1129-04DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 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 p-Cymene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.443 2.11 ug/L 136163 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C10H14 000099-87-6 55
2 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 55
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 55
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 55
5 o-Cymene 134 C10H14 000527-84-4 55
Abundance Scan 3764 (13.443 min): VU042068.D\data.ms (-3754) (-  m/z 119.20 100.00%
119.2
5000
134.2
91.1 ‘ ‘/\‘
39.0 65.1 | ‘ ‘ 13.50
\\‘HH‘\\H‘H\\"‘\\Hi‘“\\‘\’\m\\‘\H“‘HH"\‘\HHM‘H’H!H\H‘\HHH‘H‘H m/Z 117.05 79.31%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14808: p-Cymene
119.0
5000 M\ /\ e
91.0 13.50
134.0 m/z 134.20  33.84%
390 650 ‘
\\‘].\\5\.\(]‘\\\w‘HH"‘HH“\HHH\H‘\H‘MH\\‘H‘\H‘\m\\’\\‘}‘\l\\\\‘\\‘\\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14881: Benzene, 1-ethyl-2,4-dimethyl-
119.0
‘
13.50
5000 m/z 115.10 26.23%
91.0 134.0
39.0 65.0 ‘ ‘
m/fz--> 10 20 30 40 50 60 70 80 90 100110120130140 /\ /\\
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl- s Ladl WA ‘/
119.0 13.50
m/z 132.20 24.09%
5000
91.0 134.0
39.0 65.0 ‘ ‘
H%ﬁﬂuNwHJﬁHqWHWMM_HUMHqMHHWMM“”HH‘mHM‘ DA o
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42068.D

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

Sample : M1129-04DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 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 5 Benzene, 1-ethyl-2,4,5-trim... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.822 0.76 ug/L 49305 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 93
2 Benzene, pentamethyl- 148 C11H16 000700-12-9 91
3 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 91
4 Benzene, l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 90
5 Benzene, 1,4-dimethyl-2-(1-methy... 148 C11H16 004132-72-3 87
Abundance Scan 3882 (13.822 min): VU042068.D\data.ms (-3872) (-  m/z 133.20 100.00%
133.2
5000
M A
91.1 11511 13.50 14.00
39.1 65.0 ‘ 149.2 ' :
\\\’\\\\‘\\\\‘\\\\“‘\\‘\\‘\‘\\‘\“‘\\“\“\‘\\‘\\ m/2148o26 39.74%
m/z--> 20 40 60 80 100 120 140
Abundance #22808: Benzene, 1-ethyl-2,4,5-trimethyl-
138.0
5000 ol o] A
13.50 14.00
m/z 119.10 19.86%
39 0 105 0
150 M50 70 1T | o
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\‘\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #22771: Benzene, pentamethyl-
138.0 /L
Lo fan
13.50 14.00
5000 m/z 91.10 13.02%
91.0
115.0
R O R N O .
miz--> 20 40 60 80 100 120 140 /\ /\\ /\
Abundance #22813: Benzene, 1-ethyl-4-(1- methylethyl) pn
133. 13 50 14.00
m/z 115.10 11.90%
5000 105.0
1.0 77.0 ‘ ‘
250 ‘u‘ 2 T ‘ 0 Ao ML,
m/z--> 20 60 80 100 120 140 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@42068.D

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

Sample : M1129-04DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 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 Azulene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.076 1.68 ug/L 108688 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 94
3 Azulene 128 C10HS8 000275-51-4 94
4 Azulene 128 C10HS8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91

Abundance Scan 3961 (14.076 min): VU042068.D\data.ms (-3945) (- m/z 128.20 100.00%
1

28.2
5000
T \
511 741 102.1 | 14.00
H\‘HH‘HH‘HH“HHHHH‘M\\‘\M‘i‘HH‘HH“HH‘HH‘\H‘“HH‘ m/z 127.29 13.19%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11942: Naphthalene
128.0
5000 s ‘
14.00
m/z 129.20 10.37%
510 750 102.0
L 1l i L
H\‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\H ‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11939: Naphthalene
128.0
n ‘Aﬂ‘/\\‘k/\‘ ; ‘/\‘
14.00
5000 ITI/Z 102.10 9.17%
0 51‘.0 . 770 102.0
. | | I . |
T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11938: Azulene S — ‘
128.0 14.00
m/z 126.10 9.08%
5000
51.0 102-0
75.0
40280, | 0T bl _
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11521\
Data File : VU@42068.D

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

Sample : M1129-04DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 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, 1,2,3,. 12.964 1.1 ug/L 68402 3 11.809 323223 5.0
Benzene, 1,2,3,... 13.018 1.9 ug/L 120980 3 11.809 323223 5.0
p-Cymene 13.443 2.1 ug/L 136163 3 11.809 323223 5.0
Benzene, 1l-ethy... 13.822 0.8 ug/L 49305 3 11.809 323223 5.0
Azulene 14.076 1.7 ug/L 108688 3 11.809 323223 5.0
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