LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021575.D

Acqg On : 29 Mar 2021 14:29
Operator : JC/MD

Sample : M1785-16 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  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\82X032421W.M

Title : SW846 8260

Signal : TIC: VX@21575.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.593 79 86 93 rVB6 3332 6993 1.56% 0.159%
2 5.464 732 744 759 rBV2 49545 143508 31.96% 3.256%
3 5.629 761 772 787 rVB 72587 204458 45.54% 4.638%
4 6.029 829 840 852 rBV 54307 143792 32.02%  3.262%
5 6.829 966 976 986 rBvV 124204 292444 65.13% 6.635%
6 8.694 1286 1293 1304 rBV 268456 408775 91.04% 9.274%
7 10.094 1525 1531 1541 rBV 281440 386748 86.13% 8.774%
8 10.235 1548 1555 1562 rBV 6816 9629 2.14% 0.218%
9 10.335 1565 1572 1579 rBV 34559 51589 11.49% 1.170%
10 10.624 1614 1621 1628 rBV8 3572 7318 1.63% 0.166%
11 10.818 1645 1654 1659 rBV3 7393 12625 2.81% 0.286%
12 10.894 1659 1667 1671 rBV3 7104 11652 2.60% 0.264%
13 11.000 1680 1685 1691 rBV 59686 76398 17.01% 1.733%
14 11.118 1700 1705 1711 rBV 235586 310277 69.10% 7.039%
15 11.159 1711 1712 1717 rVB2 3992 5002 1.11% 0.113%
16 11.259 1725 1729 1736 rVB4 6575 9167 2.04% 0.208%
17 11.341 1737 1743 1751 rVW 112348 139809 31.14% 3.172%
18 11.418 1751 1756 1762 rVV 58925 72789 16.21% 1.651%
19 11.488 1762 1768 1776 rVB 86098 110039 24.51% 2.496%
20 11.653 1792 1796 1804 rBV4 7789 13080 2.91% 0.297%
21 11.753 1809 1813 1815 rVWV 13538 17576  3.91% 0.399%
22 11.788 1815 1819 1830 rVB 369507 449006 100.00% 10.186%
23 11.900 1830 1838 1840 rBV 15690 22583 5.03% 0.512%
24 11.930 1840 1843 1848 rVB 36031 43398 9.67% ©.985%
25 12.006 1853 1856 1860 rVV 15690 19468 4.34% 0.442%
26 12.059 1860 1865 1871 rVV 302128 377554 84.09%  8.565%
27 12.124 1871 1876 1884 rVV 147199 179350 39.94% 4.069%
28 12.218 1886 1892 1898 rVB 15099 20841 4.64% 0.473%
29 12.283 1898 1903 1911 rBV 131814 183002 40.76% 4.152%
30 12.353 1911 1915 1924 rVB2 42478 79819 17.78% 1.811%
31 12.441 1924 1930 1938 rBV 24012 30565 6.81% 0.693%
32 12.571 1946 1952 1954 rBV 18416 26338 5.87% 0.598%
33 12.594 1954 1956 1959 rVV 18820 19113 4.26% 0.434%
34 12.653 1959 1966 1969 rvv 80654 104675 23.31% 2.375%
35 12.683 1969 1971 1976 rVwV 27907 32751 7.29% 0.743%
36 12.742 1976 1981 1988 rVB2 64139 110825 24.68% 2.514%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021575.D

Acqg On : 29 Mar 2021 14:29
Operator : JC/MD

Sample : M1785-16 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  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\82X032421W.M
Title : SW846 8260
37 12.883 1999 2005 2010 rvB2 15573 24364 5.43% ©.553%
38 12.959 2010 2018 2022 rBV 44383 58853 13.11% 1.335%
39 13.000 2022 2025 2031 rVB2 20248 24889 5.54% 0.565%
40 13.065 2031 2036 2042 rBV3 5262 8438 1.88% 0.191%
41 13.136 2042 2048 2052 rBV 4563 5617 1.25% ©.127%
42 13.177 2052 2055 2057 rBV3 5623 6585 1.47% 0.149%
43 13.206 2057 2060 2063 rVB 8398 8807 1.96% 0.200%
44 13.324 2076 2080 2088 rVB2 76169 111521 24.84%  2.530%
45 13.459 2099 2103 2109 rVB3 5480 7527 1.68% ©.171%
46 13.624 2127 2131 2135 rVW3 5473 6841 1.52% 0.155%
47 13.677 2135 2140 2142 rVW4 3233 4693 1.05% 0.106%
48 13.700 2142 2144 2153 rVB3 4625 6780 1.51% 0.154%
Sum of corrected areas: 4407871
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021575.D

Acqg On : 29 Mar 2021 14:29
Operator : JC/MD

Sample : M1785-16 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.M
Quant Title : SW846 8260

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

Abundance TIC: VX021575.D\data.ms
350000

300000
250000
200000
150000

100000

5.629
5.464 6.029

50000
1.593

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 1.20 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
Abundance TIC: VX021575.D\data.ms

350000

300000
10.094
8.694

250000 11.118
200000

150000 6.829
' 11.341

100000 11.48
11.00 418

50000 10.335
0 0-23ﬁL 10.6240181804 11 153
—— —— —— — — e e e

—T — — ‘
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX021575.D\data.ms

350000

300000
250000
200000

150000

100000 12.653 13.324

2.742
50000 1.93 353 , 12959
i 0
B iVl 3.43GEH100
T ‘ T T ‘ T T ‘ T T T

I T T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021575.D

Acqg On : 29 Mar 2021 14:29
Operator : JC/MD

Sample : M1785-16 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.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 1 Benzene, 1-ethyl-2-methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.418 9.64 ug/l 72789 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 1756 (11.418 min): VX021575.D\data.ms (-1751) (- m/z 105.00 100.00%

105.0
5000
[
11.50
omW‘_“M‘,ZHM,H“M“WmwHW,W,HHWWW??‘};& m/z 120.10  30.92%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000 /\\ \/K\/\A T
11.50
m/z 91.00 14.30%
39.0
O\H‘\‘H\“‘H“H’\H\"H‘H"\\‘\“‘HH‘HH‘HH’HH’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0 Jk
an Al p
11.50
5000 ITI/Z 77 .00 13.07%
39.0
Obrrrptraberterf M0 e
m/z--> 20 40 60 80 100120140160180200220240260280 A\ A
Abundance #9402: Mesitylene ‘ ‘AJ\‘ ‘
105.0 115
m/z 103.00 8.83%
5000 J\
39.0
m/z--> 20 40 60 80 100120140160180200220240260280 115
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021575.D

Acqg On : 29 Mar 2021 14:29
Operator : JC/MD

Sample : M1785-16 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.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, 1,2,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.124  23.75 ug/l 179350 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91

Abundance Scan 1876 (12.124 min): VX021575.D\data.ms (-1871) (- m/z 105.00 100.00%

105.0 ‘
5000 1201
A -
390 630 77‘ 91.0 12.00 12.50
Ol el b myz 120,10 39.97%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
5000 L
120.0 12,00 12.50
m/z 77.00  14.34%
77.0 91.0
15.0 T
O\\\‘H\\‘\H“\’\\\\“\1Hi\‘\\\‘\\‘\\‘\H\‘\\\\‘H\\‘\\\\‘\\‘\‘\‘\H\‘\
miz--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9419: Benzene, 1,2,4-trimethyl-
105.0 J\
AN Ma o
1200 12.00 1250
5000 ITI z 91.00 11.63%
15.0 ‘ 63.0 ‘ 91.0
om"MH_H‘\,‘HwmHH:M‘:‘MwmlhHH_m_Mwmww
miz--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9426: Benzene, 1-ethyl-3-methyl- A VAVIWwS
105.0 12.00 12.50
m/z 119.10 9.94%
5000
120.0
39.0 77.0 91.0 jU\ﬂ J\m
0 250 | 880 UL

m/z--> 10 20 30 40 50 60 70 80 90 100110120 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021575.D

Acqg On : 29 Mar 2021 14:29
Operator : JC/MD

Sample : M1785-16 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.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 Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.283 24.24 ug/l 183002 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 92
2 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 80
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 64
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 64
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 118 C9H10 055337-80-9 64
Abundance Scan 1903 (12.283 min): VX021575.D\data.ms (-1898) (- m/z 117.00 100.00%
117.0
5000
L
39.0 629 ‘ 13T'1 12.00 12:50
oH‘HH_‘H_m“uMUMM‘:“wm‘l\Hm‘“m‘:‘u‘,”!mWuw m/z 118.10  55.22%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8951: Indane
11y7.0
5000 (SN BB\
12.00 12.50
910 m/z 119.10 36.67%
39.0 63.0 '
O\\‘\\\.\‘\\\‘\‘\\H“\\\\i‘\\\\“}‘\‘\\‘\H‘i‘\\H“\H\‘i‘\\\’\\!\“\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8954: (Z)-1-Phenylpropene
117.0
12.00 12.50
5000 m/z 115.00 36.64%
91.0
51.0
o""""%Z(‘OH‘:“WH:H1“M‘7‘4:5:""u“‘:m‘:m,”H“www
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8973: Benzene, 1-ethenyl-2-methyl-
117.0 12.00 12.50
m/z 105.00 36.02%
5000
91.0
39.0 58,0 ‘ ﬂ
O‘wuuw‘m_HhuHNHMthfﬁwuﬁmuﬂmwuﬁhuwu‘wu G S VNN
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021575.D

Acqg On : 29 Mar 2021 14:29
Operator : JC/MD

Sample : M1785-16 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.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, 4-ethyl-1,2-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.653 13.86 ug/l 104675 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 97
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, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94

Abundance Scan 1966 (12.653 min): VX021575.D\data.ms (-1959) (- m/z 119.00 100.00%
119.0
5000
134.1
91.0
390  65.0 12.50 13.00
Obrerrrrpererprereirepee o eyl m/z 134,05 28.95%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 A ‘ j\z 0‘ ‘A‘ A‘3\00‘
91.0 134.0 12.5 13.
. m/z 91.00 18.74%
65.0 ‘
0 15.0 3?]0 NN ‘H Jo ol ‘
\\‘H\\‘\\H‘H\\’\\H‘\H\’\\\\‘\H\‘H\\’\\H‘HH’HH‘HH‘HH‘H

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14812: o-Cymene
e A A ..
o !

12.50 13.00
5000 ITI/Z 120.10 9.91%
134.0
91.0
41.0 65.0
0 \\‘1\55\0‘\\m‘u\\‘,‘\\u‘Hm,m‘\\‘\u‘;“u\\,mu‘\‘h\,u‘\‘\l\m‘u‘wu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\/U\ f/\ /\
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl- L ‘/\‘ LA -
119.0 12.50 13.00
m/z 117.05 9.71%
5000
91.0 134.0
39.0 65.0 ‘ ‘
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_X\Data\VX032921\
Data File : VX021575.D

Acqg On : 29 Mar 2021 14:29
Operator : JC/MD

Sample : M1785-16 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.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 (E)-1-Phenyl-1-butene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.742 14.68 ug/l 110825 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 91
2 Indan, 1-methyl- 132 C10H12 000767-58-8 83
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 83
4 Benzene, 1l-ethenyl-3-ethyl- 132 C1OH12 007525-62-4 83
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 83
Abundance Scan 1981 (12.742 min): VX021575.D\data.ms (-1976) (- m/z 117.05 100.00%
1171
5000
91.0 S SNSUY
390  64.9 ‘ 1#4,1 12.50 13.00
OF el Myl myz 124095 36.40%
miz--> 20 40 60 80 100 120 140
Abundance #14051: (E)-1-Phenyl-1-butene
117.0
5000 U Lot
91.0 12.50 13.00
m/z 119.00 31.60%
28.0 '
Ot T \‘1 f \“ T \“1“\““1‘ \7\?#‘)\ \‘1 T ,”1 T !" \]‘-“ \‘3\0‘ T
miz--> 20 40 60 80 100 120 140
Abundance #14031: Indan, 1-methyl-
117.0 M j\
A LA A
12.50 13.00
5000 m/z 132.05 26.37%
91.0
I ‘3‘9{0“« ?ﬁo PR N N~ N
miz--> 20 40 60 80 100 120 140 J\
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)- —— g
11v.0 12.50 13.00
m/z 91.00 20.91%
5000
91.0
o .
[o] — ‘2‘7\"0‘ . \‘ . ‘\‘}h‘ ‘\H ‘7‘5‘+p‘ w“ 1yl \H Al j\ )

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_X\Data\VX032921\
Data File : VX021575.D

Acqg On : 29 Mar 2021 14:29
Operator : JC/MD

Sample : M1785-16 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.M
Quant Title : SW846 8260

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

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

Peak Number 6 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.959 7.79 ug/l 58853 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
2 o-Cymene 134 C10H14 000527-84-4 95
3 p-Cymene 134 C1eH14 000099-87-6 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 2018 (12.959 min): VX021575.D\data.ms (-2010) (- m/z 119.10 100.00%
110.1

5000 134.1 ﬂ J\/\ J\
70 91.0 L B
39.0 63.0 ‘ ‘ 105.0 | 13.00
0 brprerr bl e e m/z 134,05 41.91%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119.0
134.0 j\
5000 T T T /\\ T T
13.00
m/z 91.00 19.50%
39.0 77.0 91.0
L 580 | 1050 ) |
O \‘\H\‘\H\‘\H\i“\\\‘\‘m\‘\H“‘\H\‘\H\‘\‘“\\‘\\H‘\‘\H\‘\\‘\\‘\\
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #14811: o-Cymene
119.0
e
13.00
5000 ITI/Z 77 .00 11.34%
134.0
91.0
P R e e e et
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #14809: p-Cymene VAN et
119.0 13.00
m/z 120.10 9.96%
5000
91.0 134.0
270 410 630 77.0 1050 | ‘ f/\ [\ A
Obr e et e e e T
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 13.00

82X032421W.M Wed Mar 31 18:20:27 2021 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021575.D

Acqg On : 29 Mar 2021 14:29
Operator : JC/MD

Sample : M1785-16 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.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 o-Cymene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.324 14.77 ug/1 111521 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C10H14 000527-84-4 70
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 70
3 Benzene, 1-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 70
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 70
5 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C1@H14 076089-59-3 70
Abundance Scan 2080 (13.324 min): VX021575.D\data.ms (-2076) (- m/z 119.10 100.00%
119.1
5000 134.1 Af\
91.0 wiviive ‘
300 650 ‘ ‘ 13.00 13.50
0 H_‘Hw_‘H‘w;‘uu”,“u‘”_H“_m_m‘mw‘Hlm,h‘mw m/z 134.05  41.23%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14806: 0o-Cymene
119.0
A
5000 . ——
91.0 13.00 13.50
134.0 m/z 117.00  40.85%
39.0 65.0 ‘
O H‘:L\?HO‘\H‘\‘H\\“‘HHNHHHM‘H‘\HM“\H\‘M‘H\‘\H‘H‘H‘\‘\l\\\\’\\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119.0
13. 00 13 50
5000 m/z 91.00 22.71%
91.0 134.0
39.0 650 ‘ ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 J\
Abundance #14881: Benzene, 1-ethyl-2,4-dimethyl-
119.0 13. 00 13 50
m/z 115.00 17.47%
5000
91.0 134.0
39.0 65.0 ‘ ‘
R T vl PR NI B Y 1 OV
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 130 13 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021575.D

Acqg On : 29 Mar 2021 14:29
Operator : JC/MD

Sample : M1785-16 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Benzene, 1l-ethy... 11.418 9.6 ug/l 72789 4 12.059 377554 50.0
Benzene, 1,2,3-... 12.124 23.8 ug/l 179350 4 12.059 377554 50.0
Indane 12.283 24.2 ug/l 183002 4 12.059 377554 50.0
Benzene, 4-ethy... 12.653 13.9 ug/l 104675 4 12.059 377554 50.0
(E)-1-Phenyl-1-... 12.742 14.7 ug/l 110825 4 12.059 377554 50.0
Benzene, 1,2,3,... 12.959 7.8 ug/l 58853 4 12.059 377554 50.0
o-Cymene 13.324 14.8 ug/l 111521 4 12.059 377554 50.0
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