LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042021\
Data File : VX021775.D

Acqg On : 20 Apr 2021 23:46
Operator : JC/MD

Sample : M2079-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 29 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA X\Method\82X042021W.M

Title : SW846 8260

Signal : TIC: VX@21775.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total

1 6.111 816 824 834 rVB 330872 850872 1.05% 0.205%
2 8.696 1243 1248 1253 rVB 532542 821353 1.01% 0.198%
3 8.763 1253 1259 1265 rBV 1281902 1946042 2.39% 0.470%
4 10.238 1495 1501 1507 rVB 19985282 29832454 36.66% 7.200%
5 10.360 1512 1521 1526 rBV2 41283454 81366344 100.00% 19.638%

6 10.695 1569 1576 1581 rVB 32656866 52112867 64.05% 12.578%
7 11.000 1620 1626 1632 rBV 1749652 2147993 2.64% ©.518%
8 11.342 1674 1682 1688 rBV 4036694 5039467 6.19% 1.216%
9 11.427 1688 1696 1703 rVV 18438551 38895381 47.80% 9.388%
10 11.494 1703 1707 1712 rVB 11622236 13714845 16.86%  3.310%

11 11.652 1727 1733 1742 rBV 12821132 16323747 20.06%  3.940%
12 11.805 1751 1758 1762 rBV 35403893 52657244 64.72% 12.709%
13 12.012 1786 1792 1795 rBV 726357 891882 1.10% 0.215%
14 12.061 1795 1800 1804 rVB2 617697 893432 1.10% ©.216%
15 12.128 1804 1811 1816 rBV 15321107 19494244 23.96% 4.705%

16 12.287 1831 1837 1844 rBV2 14900369 20939612 25.73% 5.054%

17 12.354 1844 1848 1855 rVV2 3750246 5410179 6.65% 1.306%
18 12.451 1858 1864 1868 rVV 2285377 2911466 3.58% ©.703%
19 12.500 1868 1872 1878 rVB 1198859 1501535 1.85% 0.362%
20 12.567 1878 1883 1886 rBV 2812992 4129531 5.08% 0.997%
21 12.591 1886 1887 1892 rVV 2418501 2258022 2.78%  ©.545%
22 12.652 1892 1897 1900 rVV 4905634 5700327 7.01% 1.376%
23 12.683 1900 1902 1906 rVV 895079 1016562 1.25% 0.245%
24 12.738 1906 1911 1923 rVB2 3045330 4345736 5.34% 1.049%
25 12.884 1930 1935 1940 rVB 1337262 1702086 2.09% 0.411%
26 12.963 1940 1948 1951 rBV 2571238 3295173 4.05% ©.795%
27 13.000 1951 1954 1960 rVB 3962818 4597882 5.65% 1.110%
28 13.207 1984 1988 1993 rVB 3367698 3880889 4.77% ©.937%
29 13.335 2004 2009 2013 rVB2 6188916 8416275 10.34%  2.031%
30 13.384 2013 2017 2025 rVB2 864328 1258441 1.55% 0.304%

31 13.463 2025 2030 2036 rVB 1518095 1903669 2.34% 0.459%
32 13.622 2053 2056 2062 rVB2 479057 826046 1.02%  0.199%
33 13.817 2080 2088 2097 rBV 12689191 16318076 20.06%  3.939%
34 13.908 2097 2103 2108 rVB 791169 1012359 1.24%  0.244%
35 14.676 2225 2229 2239 rVB 3045085 3710024 4.56% ©0.895%

36 14.823 2247 2253 2259 rBV 1630593 2199142 2.70% ©.531%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042021\
Data File : VX021775.D

Acqg On : 20 Apr 2021 23:46
Operator : JC/MD

Sample : M2079-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 29 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA X\Method\82X042021W.M
Title : SW846 8260

Sum of corrected areas: 414321199
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M2079-02
: 5.0mL/MSVOA_X/WATER
29

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042021\

: VX021775.D
: 20 Apr 2021 23:46

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042021W.M
. SW846 8260

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
4e+07

3.5e+07

3e+07

2.5e+07

2e+07

1.5e+07

1le+07

5000000

0

TIC: VX021775.D\data.ms

6.111

Time-->

Abundance
4e+07
3.5e+07
3e+07
2.5e+07
2e+07
1.5e+07
1e+07
5000000
0

Time-->

Abundance
4e+07
3.5e+07
3e+07
2.5e+07
2e+07
1.5e+07
1le+07

5000000

0
Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042021\
Data File : VX021775.D

Acqg On : 20 Apr 2021 23:46
Operator : JC/MD

Sample : M2079-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042021W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Benzene, 1-ethyl-3-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.427 2176.74 ug/1l 38895400 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 97
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
Abundance Scan 1696 (11.427 min): VX021775.D\data.ms (-1688) (-~ m/z 105.20 100.00%
105.2
5000
/\ T T ‘ T
77.1
11.50
0 5]\"1 Ll M ‘\ Ll \1\\\1'2 144.3 m/z 120.15 37.97%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ 0
m/z--> 20 40 60 80 100 120 140
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0
5000 j\ﬂ
1150
J m/z 91.10 14.30%
39.0
\\\‘O\\\\‘\\‘\5\9‘0\‘\\\M[\\‘}\“\‘\ \]-\‘1\()\\\‘\\\
miz--> 20 40 60 80 100 120 140
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0 A
—r—
1150
5000 m/z 77.1 13.45%
39.0 7
wwwwﬁ_uHM_‘MW\H%E“?H_H
mfz--> 20 40 60 80 100 120 140 }\
Abundance #9402: Mesitylene
105.0 1150
m/z 106.2 10.78%
5000
77.0
S LA P I o I
m/z--> 20 40 60 80 100 120 140 1150
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042021\
Data File : VX021775.D

Acqg On : 20 Apr 2021 23:46
Operator : JC/MD

Sample : M2079-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042021W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Benzene, 1-ethyl-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.653 913.54 ug/l 16323700 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1733 (11.652 min): VX021775.D\data.ms (-1727) (- m/z 105.15 100.00%
105.2
5000
—— —
651 | 11.50 12.00
o304l j Il 1362 2071 28l n,; 129,20  33.37%
miz-> 50 100 150 200 250
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000 AM /\ — ]\
11.50 12.00
m/z 91.10 12.71%
39.0
T \‘\ ‘\‘ i‘” “\“7\5“‘9!“ [“‘\”r‘ L B B LA B B e
miz--> 50 100 150 200 250
Abundance #9424: Benzene, 1-ethyl-4-methyl-
105.0
11.50 12.00
5000 m/z 77.10 12.66%
a1 Y S
m/z--> 50 100 150 200 250 }\ j\
Abundance #9402: Mesitylene e ——
105.0 11.50 12.00
m/z 79.05 10.14%
5000
39.0
Bau L TH I — f\/\/\ _ |
m/z--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042021\
Data File : VX021775.D

Acqg On : 20 Apr 2021 23:46
Operator : JC/MD

Sample : M2079-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042021W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Benzene, 1,2,3-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.128 1090.98 ug/1l 19494200 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Mesitylene 120 C9H12 000108-67-8 94
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 94
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 1811 (12.128 min): VX021775.D\data.ms (-1804) (- m/z 105.15 100.00%
105.2
5000
SN VAT O
511 "1 12.00 12.50
o"‘_Hm‘uuhuwm““_«‘H“M“2”7-?‘W_WW%QT:‘? m/z 120.15  46.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0
5000 A — j\ —
12.00 12.50
m/z 77.10 13.15%
39.0 77.0
\1\5\‘0\‘\\\“‘\\‘\\‘\\\\M‘\\‘\\‘H‘\\‘\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9402: Mesitylene
105.0 A
\
1200 1250
5000 m/z 119.15 11.11%
39.0 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9426: Benzene, 1-ethyl-3-methyl-
105.0 12.00 12.50
m/z 91.10 10.71%
5000
39.0 77.0
N P PP T
R e L R ARAREE e

m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042021\
Data File : VX021775.D

Acqg On : 20 Apr 2021 23:46
Operator : JC/MD

Sample : M2079-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042021W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Benzene, cyclopropyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.287 1171.86 ug/1l 20939600 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclopropyl- 118 C9H10 000873-49-4 76
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 76
3 Indane 118 C9H1e 000496-11-7 76
4 Deltacyclene 118 C9H1e0 007785-10-6 58
5 Benzene, 1-ethenyl-2-methyl- 118 C9H10 000611-15-4 55
Abundance Scan 1837 (12.287 min): VX021775.D\data.ms (-1831) (- m/z 117.15 100.00%
11y.2
5000
911 L _ NJ\
391 63.1 ‘ | 1342 12.00 12.50
oHH‘HH\mh‘MH‘_JHWH_HM_H m/z 118.20  58.52%
m/z--> 20 40 60 100 120 140
Abundance #8966:Benzene,cydopropyh
117.0
5000 —— —
91.0 12.00 12.50
51.0 m/Z 115.10 %
\\\\‘2\7‘\0\\‘\\““H\\h\“\\“1\“‘\\\\“\\\\‘\\\
miz--> 20 40 80 100 120 140
Abundance #8957.Benzene,21ﬂopenyh
117.0
12.00 12. 50
m/z 91.10 4%
5000 91.0
39.0 65.0
“"“u“«u‘m‘”HJ“N"NM“M“lh“““‘
mfz--> 20 40 60 80 100 120 140
Abundance #8949: Indane
117.0 12.00 12.50
m/z 119.15 %
5000
39.0 5gp 91.0 ‘
lsow\hm AL
m/z--> 20 40 60 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042021\
Data File : VX021775.D

Acqg On : 20 Apr 2021 23:46
Operator : JC/MD

Sample : M2079-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042021W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 o0-Cymene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.354 302.77 ug/l 5410180 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C10H14 000527-84-4 95
2 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 94
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 94
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 94
5 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 91
Abundance Scan 1848 (12.354 min): VX021775.D\data.ms (-1844) (- m/z 119.20 100.00%
119.2
5000 /\J\
i
397 01 ' 12.00 12.50
ol e gl lsox o 28L1 g0 15,10 42.24%
miz-> 50 100 150 200 250
Abundance #14812: 0-Cymene
119.0
5000 — i Ao,
12.00 12.50
m/z 134.20  38.08%
R W
| n \u | I
T T T T ‘ \ T T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119.0
12. OO 12. 50
5000 m/z 91.10 20.28%
77.0
90 1% 11
N \‘\ i‘” ‘H‘ H‘ il ‘\h\‘m e C P
m/z--> 50 100 150 200 250
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 12.00 12.50
m/z 77.10 11.21%
5000
41.0 ‘77‘0 | ‘
Iy T I
R T —
m/z--> 50 100 150 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe42021\
Data File : VX@21775.D

Acqg On : 20 Apr 2021 23:46

Operator JC/MD

Sample : M2079-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042021W.M
. SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.567 231.10 ug/l 4129530 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 97
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
3 o-Cymene 134 C1leH14 000527-84-4 95
4 Benzene, l-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 95

5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94

Abundance Scan 1883 (12.567 min): VX021775.D\data.ms (-1878) (- m/z 119.20 100.00%

119.2
5000 jk /J\
‘ P
39.1 77.1 ‘ ‘ 12.50
ol e bl b 2073 281 u g 934,15 31.13%
miz--> 0 50 100 150 200 250
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 T j‘\ T T j\\ I
12.50
91.10 16.96%
390 77.0
’ T T T ‘\‘ ““ \H\ ‘H\ \‘ h“\ M! \”\ ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 0 50 100 150 200 250
Abundance #14875: Benzene, 4-ethyl-1,2-dimethyl-
119.0
12.50
5000 m/z 105.10  13.41%
39.0 77.0
20 e bl b
miz--> 0 50 100 150 200 250
Abundance #14812: 0o-Cymene
119.0 1250
m/z 120.20 10.27%
5000
41.0 77.0
S O e
m/z--> 0 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042021\
Data File : VX021775.D

Acqg On : 20 Apr 2021 23:46
Operator : JC/MD

Sample : M2079-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042021W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Benzene, 1-ethyl-2,4-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.652 319.01 ug/l 5700330 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 97
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 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-1,3-dimethyl- 134 C10H14 002870-04-4 95

Abundance Scan 1897 (12.652 min): VX021775.D\data.ms (-1892) (- m/z 119.20 100.00%

119.2
5000
771 12.50 13.00
89 ol 281 g
0 bbbl e e SenE m/z 134.20 29.53%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000
12.50 13.00
m/z 91.10 15.48%
390 110
L ) ul ly - L
\H‘H\\‘HH’\H\’HH‘\\H‘H\\‘HH‘HH‘HH’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
12.50 13.00
5000 m/z 120.20  10.07%
41.0 ‘7?0 |
PR Y PR PN T I
e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14812: 0o-Cymene
119.0 12.50 13.00
m/z 105.15 8.90%
5000
4%0 77.0 I
PR | PR A P PR T I
e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe42021\
Data File : VX@21775.D

Acqg On : 20 Apr 2021 23:46

Operator : JC/MD

Sample : M2079-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042021W.M
. SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Benzene, 1-ethenyl-3-ethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.738 243.21 ug/1 4345740  1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 90
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 87
3 Indan, 1-methyl- 132 C10H12 000767-58-8 87
4 Benzene, (2-methylcyclopropyl)- 132 C1OH12 1000327-39-0 87
5 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 87

Abundance Scan 1911 (12.738 min): VX021775.D\data.ms (-1906) (- m/z 117.15 100.00%
117.2
5000 AA
91.1 S
1250 13.00
39.1 65.1 4
Ol i b b 3382 1562y g5, 31.17%
miz--> 20 40 60 80 100 120 140 160
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117.0
5000
12.50 13.00
91.0 ITI/Z 132.2 28.37%
51.0
‘“‘2‘7‘(‘)“"‘\“‘\"“‘4"p"\““H““H“J‘W“"O“““
miz--> 20 40 60 80 100 120 140 160
Abundance #14058: Benzene, 1-ethenyl-4-ethyl-
117.0
— —
12.50 13.00
5000 m/z 14.02%
39.0 65.0
miz--> 20 40 60 80 100 120 140 160
Abundance #14031: Indan, 1-methyl-
117.0 12.50 13.00
m/z 118.2 10.13%
5000
390 650 OO0 ‘ ]l
m_uH‘_wu,wmw_u‘w_m‘_%m_m_ —— ——
m/z--> 20 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042021\
Data File : VX021775.D

Acqg On : 20 Apr 2021 23:46
Operator : JC/MD

Sample : M2079-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042021W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.000 257.32 ug/l 4597880 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
4 o-Cymene 134 C10H14 000527-84-4 96
5 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94

Abundance Scan 1954 (13.000 min): VX021775.D\data.ms (-1951) (- m/z 119.20 100.00%
119.

0.2
5000
9 L
1.1
39.1 651 | | 1362 154.3 13.00
Ot by ML ARSI sz 134,20 44.00%
m/z--> 20 40 60 80 100 120 140
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119.0
5000
13.00
290 910 m/z 91.10 14.91%
) 65.0 '
\\\‘\‘\ T \“‘\ \““\ “1“\ T \‘H‘ T \‘\ T “i‘\ \‘M T \l\ \6.‘0\ 1T 1
m/z--> 20 40 60 80 100 120 140
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
S
13.00
5000 ITI/Z 120.20 10.13%
39.0 0
: 65.0
\1\5\'0‘\‘\ \ \“‘\ et e \““ \ \‘1 i \M . \6"0\ —
m/z--> 20 40 60 80 100 120 140
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119.0 13.00
m/z 133.20 8.69%
5000
91.0
h | | mi l ul .
L B e
m/z--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042021\
Data File : VX021775.D

Acqg On : 20 Apr 2021 23:46
Operator : JC/MD

Sample : M2079-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042021W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.335 471.01 ug/l 8416280 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 93
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 91
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
4 Benzene, 1l-ethenyl-3-ethyl- 132 C1OH12 007525-62-4 81
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 80

Abundance Scan 2009 (13.335 min): VX021775.D\data.ms (-2004) (- m/z 117.15 100.00%
11y.2

5000
1300 1350
391 771 ‘ ‘ . : :
ol 398 T Wiare 20m2 281 s 56 37,57
miz—> 20 40 60 80 100120140 160180200220 240260280
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000 — A
13.00 13.50
m/z 115.10  27.04%
‘ d\‘\

390 770 ‘
.

m/z--> 20 40 60 80 100120140160180200220240260280

-

Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
13.00 13.50
5000 m/z 131.20 19.47%
39.0 77.0 ‘
e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14033: 3-Phenylbut-1-ene
117.0 13.00 13.50
m/z 119.20 15.65%
5000
39.0 77.0‘
wﬂ‘wuwww‘MHHWW‘wmwwu‘wu‘wu‘wu‘wu‘wu‘wu‘wu
m/z--> 20 40 60 80 100120140160180200220240260280 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042021\
Data File : VX021775.D

Acqg On : 20 Apr 2021 23:46
Operator : JC/MD

Sample : M2079-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042021W.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Benzene, 1l-ethy... 11.427 2176.7 ug/l 38895400 4 12.061 893432 50.0
Benzene, 1l-ethy... 11.653 913.5 wug/l 16323700 4 12.061 893432 50.0
Benzene, 1,2,3-... 12.128 1091.0 ug/l 19494200 4 12.061 893432 50.0
Benzene, cyclop... 12.287 1171.9 ug/l 20939600 4 12.061 893432 50.0
o-Cymene 12.354 302.8 ug/l 5410180 4 12.061 893432 50.0
Benzene, 2-ethy... 12.567 231.1 wug/l 4129530 4 12.061 893432 50.0
Benzene, 1l-ethy... 12.652 319.0 ug/l 5700330 4 12.061 893432 50.0
Benzene, 1l-ethe... 12.738 243.2 ug/l 4345740 4 12.061 893432 50.0
Benzene, 1,2,3,... 13.000 257.3 ug/l 4597880 4 12.061 893432 50.0
1H-Indene, 2,3-... 13.335 471.0 wug/l 8416280 4 12.061 893432 50.0
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