LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021580.D

Acqg On : 29 Mar 2021 16:26
Operator : JC/MD

Sample : M1785-14 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 18 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@21580.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.464 726 744 756 rBV 48465 135484 9.65% 1.944%
2 5.629 761 772 789 rVB 68613 193263 13.76% 2.773%
3 6.029 829 840 858 rBV 51718 135438 9.64%  1.943%
4 6.829 965 976 988 rBV 117898 277962 19.79%  3.988%
5 8.694 1287 1293 1303 rVB 255146 385112 27.42%  5.526%
6 10.094 1526 1531 1539 rBV 267237 356034 25.35% 5.108%
7 10.171 1539 1544 1548 rVB 9858 15772 1.12% 0.226%
8 10.235 1548 1555 1560 rBV 26976 39241 2.79% 0.563%
9 10.341 1560 1573 1579 rBV 95623 157639 11.23% 2.262%
10 10.624 1609 1621 1628 rBV5 20236 52660 3.75% 0.756%
11 10.682 1628 1631 1640 rVB4 8845 19719 1.40% 0.283%
12 10.818 1645 1654 1659 rVB2 43438 69422 4.94% 0.996%
13 10.894 1659 1667 1671 rBV3 39857 61213 4.36% ©.878%
14 11.000 1680 1685 1690 rBV 113501 142569 10.15%  2.046%
15 11.118 1700 1705 1710 rBV 223429 291246 20.74% 4.179%
16 11.165 1710 1713 1717 rVB 17913 23045 1.64% 0.331%
17 11.259 1721 1729 1738 rVW4 24210 38922 2.77% ©.558%
18 11.341 1738 1743 1752 rVV 195842 255081 18.16% 3.660%
19 11.418 1752 1756 1757 rVV 44440 51017 3.63% 0.732%
20 11.435 1757 1759 1763 rW 51283 64173 4.57% 0.921%
21 11.488 1763 1768 1777 rVB 61206 96329 6.86% 1.382%
22 11.653 1791 1796 1803 rBV5 24652 43535 3.10% 0.625%
23 11.753 1809 1813 1815 rBV 40460 46549 3.31% 0.668%
24 11.788 1815 1819 1829 rVB 1160962 1404249 100.00% 20.148%
25 11.906 1829 1839 1840 rBV 54698 77934 5.55% 1.118%
26 11.930 1840 1843 1848 rVB 103654 125764 8.96%  1.804%
27 11.983 1848 1852 1853 rBV 13084 14043 1.00% 0.201%
28 12.006 1853 1856 1860 rVV 44702 52479 3.74% 0.753%
29 12.059 1860 1865 1871 rVB2 277919 371749 26.47% 5.334%
30 12.124 1871 1876 1887 rVB 236883 294995 21.01% 4.233%

31 12.218 1887 1892 1898 rVB 36639 50890 3.62%
32 12.283 1898 1903 1910 rBV2 212928 313594 22.33%
33 12.353 1910 1915 1923 rVB2 94680 183368 13.06%
34 12.441 1924 1930 1937 rBV 41653 56886  4.05%
35 12.571 1946 1952 1954 rBV 76651 106709  7.60%
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36 12.594 1954 1956 1960 rVV 80310 80913 5.76% 1.161%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021580.D

Acqg On : 29 Mar 2021 16:26
Operator : JC/MD

Sample : M1785-14 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 18 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 12.653 1961 1966 1969 rVV 163260 197806 14.09%  2.838%
38 12.683 1969 1971 1976 rVB 47914 53472 3.81% ©.767%
39 12.742 1976 1981 1989 rBV3 101423 185690 13.22% 2.664%
40 12.883 2001 2005 2010 rVB2 44020 61188 4.36% ©.878%
41 12.959 2010 2018 2022 rBV2 47328 73248 5.22% 1.051%
42 13.000 2022 2025 2032 rVB 74966 88692 6.32% 1.273%
43 13.065 2032 2036 2042 rBV3 17347 26701 1.90% ©.383%
44 13.130 2042 2047 2052 rBV 11329 15346 1.09% ©.220%
45 13.206 2057 2060 2063 rVB 13122 14756 1.05% ©.212%
46 13.330 2076 2081 2087 rVB2 79795 117445 8.36% 1.685%
47 13.459 2099 2103 2109 rVB 38459 50185 3.57% ©.720%
Sum of corrected areas: 6969527
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Abundance

1000000
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600000
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200000

0

: M1785-14 10X
: 5.0mL/MSVOA_X/WATER
. 18

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\

: VX021580.D
: 29 Mar 2021 16:26

JC/MD

Sample Multiplier: 1

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

¢ C:\DATABASE\NIST11.L
LSCINT.P

TIC: VX021580.D\data.ms

5.462-629

6.029
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TIC: VX021580.D\data.ms
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0
Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021580.D

Acqg On : 29 Mar 2021 16:26
Operator : JC/MD

Sample : M1785-14 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 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 1 Cyclohexene, 4-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.818 9.75 ug/1 69422  Chlorobenzene-d5 10.094
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 55
2 4-Octyne, 2-methyl- 124 CO9H16 010306-94-2 52
3 Bicyclo[4.1.0]heptane 96 C7H12 000286-08-8 52
4 1,4-Hexadiene, 2-methyl- 96 C7H12 001119-14-8 46
5 Ethylidenecycloheptane 124 C9H16 010494-87-8 43
Abundance Scan 1654 (10.818 min): VX021580.D\data.ms (-1645) (- m/z 66.95 100.00%
67.0 81.0
41.0
5000
96.1
\WA‘ AWAIL'Y.S
0l g0 | | 0w suon
Obrperrrpeerepreethee el Wl A T wyz s1.ee 87.37%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2878: Cyclohexene, 4-methyl-
81.0
5000 39.0 54.0 jL
96.0 1050 1100
m/z 81.95 69.00%
5o b
O \\‘\\H‘H\\‘\H1}H\\}}H\‘\‘\H\‘\H\‘1\H‘\H‘\‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10629: 40ctyne 2-methyl- MM
67.0
Lap S UL AALL
43.0 10.50 11.00
5000 810 124.0 m/z 40.95 58.03%
95.0
T
0 ‘wHH‘HH_H‘;:"‘m_~u‘H\wHme_ww
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /\/\
Abundance #2868: Bicyclo[4.1.0]heptane /‘\‘ ——
0 81.0 10.50 11.00
m/z 56.95 45.00%
5000 9.0
96.0
‘ 53[0
o‘w"H‘H‘“"H"H‘w‘H‘_wlw‘m!‘H_“H_Wwww - A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021580.D

Acqg On : 29 Mar 2021 16:26
Operator : JC/MD

Sample : M1785-14 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 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 39.68 ug/l 294995 1,4-Dichlorobenzene-d4 12.065
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 94
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 93
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 90
Abundance Scan 1876 (12.124 min): VX021580.D\data.ms (-1871) (- m/z 105.00 100.00%
105.0
5000 120.1
U W
39.0 63.0 77.0 910 12.00 12.50
Obrperreprerrprbiertbiritder el e Ml myz 120010 39.33%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
5000 ——t —=
120.0 12.00 12.50

m/z 77.00 14.51%

77.0 91.0
\\’J\-\S\\O’\\\“1’\\\\“‘\\\\N\‘\\\6‘:\?’\.‘\0\‘\\\‘\“\\\\“\H\‘Hl\‘\\‘\‘\“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9421: Benzene, 1,2,4-trimethyl-
105.0

o

120.0 12.00 1250
77.0 91.0
oL.150 38010640 "7 |
R e i AR R B o S S
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9427: Benzene, 1-ethyl-2-methyl-
105.0 12.00 12.50
m/z 119.10 9.39%
5000
1200
77.0 91.0 )\/\
510
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 2.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021580.D

Acqg On : 29 Mar 2021 16:26
Operator : JC/MD

Sample : M1785-14 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 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 Benzene, 2-propenyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.283 42.18 ug/l 313594 1,4-Dichlorobenzene-d4 12.065
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-propenyl- 118 C9H10 000300-57-2 91
2 Benzene, 1l-ethenyl-4-methyl- 118 C9H10 000622-97-9 86
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 83
4 Indane 118 C9H1e 000496-11-7 70
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 60
Abundance Scan 1903 (12.283 min): VX021580.D\data.ms (-1898) (- m/z 116.95 100.00%
11v.0
5000
91.0
TR B
39‘-0 63‘-0 | ‘ 12.00 12.50
oH‘HwH_Hmm}‘:u‘\m“w‘M“Hm‘,mH‘:‘HW‘1‘;””‘”‘”,” m/z 119.18  60.63%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8961: Benzene, 2-propenyl-
117.0
5000
91.0 12.00 12.50
39.0 65.0 m/z 105.00 56.84%
O\\‘\\\\‘\H\‘\\H“\\\\MM\1‘}‘i‘u‘\HH‘H\\‘N\\\‘1‘\\\‘\\1\“\\\\‘\\\\’\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8970: Benzene, 1-ethenyl-4-methyl-
117.0
I W
12.00 12.50
m/z 118.10 53.10%
5000 910 /
39.0 63.0
o"‘lf’;‘o_‘;M"‘m‘ium}‘:u“npl‘:“"‘m‘l""“,1”“1“”‘H!“_MW,H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8971: Benzene, 1-ethenyl-2-methyl- \ —f — ‘”WA
117.0 12.00 12.50
m/z 115.00 40.08%
5000
91.0
i )L M
0 15.0 ‘ \‘u “\ ‘\\M m‘\ ‘H \‘ ‘ Ay e R

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 : VX021580.D

Acqg On : 29 Mar 2021 16:26
Operator : JC/MD

Sample : M1785-14 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 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, 2-ethyl-1,4-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.571 14.35 ug/1 106709 1,4-Dichlorobenzene-d4 12.065
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
3 o-Cymene 134 C1leH14 000527-84-4 95
4 p-Cymene 134 C10H14 000099-87-6 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95

Abundance Scan 1952 (12.571 min): VX021580.D\data.ms (-1946) (- m/z 119.10 100.00%
119.1
5000
91.0
38.9 65.0 ‘ 12.50
o"‘_HJ_‘Mum‘“"H"u““Hm_WW_H‘Z‘Q?:Z‘ m/z 134.05  31.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 A‘ A ‘ﬂ““A 1
1250
9L.0 m/z 91.e0 19.42%
39.0 65.0 ‘ ‘
O \1\5\‘0\‘\\\“‘\\“”\“\‘\\\‘H‘\\\\“H‘\\‘\w\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0
B
12.50
5000 m/z 105.00 13.46%
91.0
390 65.0
2t T O
miz--> 20 40 60 80 100 120 140 160 180 200 M
Abundance #14811: o-Cymene — /k¢
119.0 12.50
m/z 76.95 10.39%
5000
wan s bt
650
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021580.D

Acqg On : 29 Mar 2021 16:26
Operator : JC/MD

Sample : M1785-14 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 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 p-Cymene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.595 10.88 ug/l 80913 1,4-Dichlorobenzene-d4 12.065
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C10H14 000099-87-6 95
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 94
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 91
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 91
5 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 91

Abundance Scan 1956 (12.594 min): VX021580.D\data.ms (-1954) (- m/z 119.10 100.00%
119.1

5000
91.0
390 650 | | 1541 12.50
0 bt b WL S9% m/z 134005 19.43%
m/z--> 20 40 60 80 100 120 140
Abundance #14809: p-Cymene
110.0
5000 A /\ AJ\ \
12:50
910 m/z 91.00  15.54%
41.0 65.0 4
O \\\‘\‘\\\"‘\\‘\\“\‘\\\“‘\\\\‘m\\‘\“l\\l\‘\G.‘o\\\\ 1
miz--> 20 40 60 80 100 120 140

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

- !

12.50

5000 ITI/Z 120.05 9.28%
91.0
o5 0. 20 L .l weo
miz--> 20 40 60 80 100 120 140
Abundance #14865: Benzene, 1,2,3,5-tetramethyl- : ‘A‘j\‘ ‘
119.0 12.50
m/z 77.00 7.00%
5000
91.0
oiso 20 0 M| o s .
m/z--> 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021580.D

Acqg On : 29 Mar 2021 16:26
Operator : JC/MD

Sample : M1785-14 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 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 o0-Cymene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.653 26.60 ug/l 197806 1,4-Dichlorobenzene-d4 12.065
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C10H14 000527-84-4 97
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 96
3 p-Cymene 134 C10H14 000099-87-6 95
4 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
Abundance Scan 1966 (12.653 min): VX021580.D\data.ms (-1961) (- 119.10 100.00%

119.1 ﬂ

5000
91.0
39.0 65.0 | | 135.1 12.50 13.00
0l UL TS myz 134,05 28.53%

miz-> 20 40 60 80 100 120 140
Abundance #14812: 0-Cymene

119.0

AU TULD

5000 N A R e
12.50 13.00

91.0 91.00  16.19%

41.0 65.0 .
O \J-\S\O‘ T \ T \"‘\ \‘\ \ "\‘\ T \“ T \ T “H\ \‘\‘l T \]-\3?.‘()\ LI
miz--> 20 40 60 80 100 120 140
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119.0

12.50 13. 00
91.0
39.0 650 ‘ ‘
G R Y | - -
m/z--> 20 40 60 80 100 120 140 A /\ /\ N\
Abundance #14809: p-Cymene /\ ‘ ‘/\‘ =y /\ ‘/\4
119.0 12.50 13.00

m/z 105.00 8.57%

5000

91.0
41.0 65.0 J\A
0 L il | i L I Ll 1350 ‘ \MM

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 : VX021580.D

Acqg On : 29 Mar 2021 16:26
Operator : JC/MD

Sample : M1785-14 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 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 Benzene, (2-methyl-1-propen... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.742  24.98 ug/l 185690 1,4-Dichlorobenzene-d4 12.065
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 87
2 Indan, 1-methyl- 132 C10H12 000767-58-8 87
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 87
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 83
5 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 83

Abundance Scan 1981 (12.742 min): VX021580.D\data.ms (-1976) (-~ m/z 117.00 100.00%

117.0
5000
91.0
50.9 ‘ ‘ 12.50 13.00
Obre bl b Ml 1481 207.0 s 115,00 36.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14069: Benzene, (2-methyl-1-propenyl)-
11y7.0
5000 \j\‘ T /\/‘\M
91.0 12.50 13.00
m/z 119.10 32.79%
39.0 65.0 ‘
O\]-\5\.(‘)\‘\\\“‘\\“\h\“u‘\\\H‘\\w\‘m\\“‘\U\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14031: Indan, 1-methyl-
117.0
12.50 13.00
5000 m/z 132.00  28.06%
300 650 0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 J\
Abundance #14034: 1-Phenyl-1-butene e Ty
117.0 12.50 13.00
m/z 91.00 20.87%
5000
i M
51.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021580.D

Acqg On : 29 Mar 2021 16:26

Operator JC/MD

Sample : M1785-14 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 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 8 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.959 9.85 ug/l 73248 1,4-Dichlorobenzene-d4 12.065
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 96
2 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C1l0OH14 076089-59-3 94
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
4 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 93
5 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 93

Abundance Scan 2018 (12.959 min): VX021580.D\data.ms (-2010) (-
119.0

m/z 119.00 100.00%

5000
91.0
389 650 135.0 13.00
Y E P P N PTIUNT  chal m/z 134.05 44.87%
miz--> 20 40 60 80 100 120 140
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 \J\\/A T T A
13.00
91.0 m/z 91.60  20.19%
39.0 65.0
0 \1\5\.0‘\‘\ T \“‘\ \“i‘\ “‘\“\ T \““ T \‘i T ‘W\ \ul T \l\%?‘ow T
miz--> 20 40 60 80 100 120 140
Abundance #14939: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth
119.0
F
13.00
5000 ITI/Z 120.00 10.79%
91.0
410 650 135.0
T A RS M
miz--> 20 60 80 100 120 140 /\ M J\
Abundance #14867: Benzene, 1,2,3,5-tetramethyl- A A ‘Aﬂ el
119.0 13.00
m/z 76.95 10.29%
5000
39"0 65.0 910 13T5.0
NSRS WSS S /YA J“‘w“H‘l“‘M“‘ — A L
m/z--> 20 40 6 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021580.D

Acqg On : 29 Mar 2021 16:26
Operator : JC/MD

Sample : M1785-14 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 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 9 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

13.000 11.93 ug/l 88692 1,4-Dichlorobenzene-d4 12.065
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 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 CloH14 076089-59-3 94
5 o-Cymene 134 C1eH14 000527-84-4 93

Abundance Scan 2025 (13.000 min): VX021580.D\data.ms (-2022) (- m/z 119.05 100.00%

119.1
5000
91.0

390 650 135.0 13.00
Ol e b LTI m/z 134,05 42.85%
miz--> 20 40 60 80 100 120 140
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119.0

W) A

5000 L I
13.00

m/z 91.00 19.15%

370 65.0 9?0 1?50
O LI ‘ \‘\ T “\ \““\ ‘ “\ T \" T "\‘\ \‘\"‘ T \‘\ ‘ UL
m/z--> 20 60 80 100 120 140
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-

119.0

1300
5000 ITI/Z 133.05 11.59%
41.0 910 135.0
o180 Tl 2 Ll TR
miz--> 20 40 60 80 100 120 140 WM W
Abundance #14866: Benzene, 1,2,4,5-tetramethyl- e oy
119.0 13.00
m/z 120.05 9.49%
5000
91.0
39.0 650 135.0 /\/\A J\
obaso L Oul el B NabMa AL
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\VX032921\
Data File : VX021580.D

Acqg On : 29 Mar 2021 16:26
Operator : JC/MD

Sample : M1785-14 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 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 10 Benzene, (1-methyl-1-propen... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.330 15.80 ug/l 117445 1,4-Dichlorobenzene-d4 12.065
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000767-99-7 90
2 Benzene, 2-butenyl- 132 C10H12 001560-06-1 70
3 Benzene, 1l-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 70
4 Benzene, (1l-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 55
5 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 55
Abundance Scan 2081 (13.330 min): VX021580.D\data.ms (-2076) (-~ m/z 119.05 100.00%
119.1
5000
91.0 U Ao
39.0 65.0 ‘ ‘ ‘ 13.00 13.50
Ottt Mgl 207007 00 74.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14095: Benzene, (1-methyl-1-propenyl)-, (Z)-
117.0
il
5000 91.0 [T Tt
510 ’ 13.00 13.50
270 ' m/z 134.05  40.40%
O Jﬂ\\’f
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14042: Benzene, 2-butenyl-
117.0 j\
- ——
13.00 13.50
5000 91.0 m/z 115.00 25.81%
39.0 65.0
EL T W P Y S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14092: Benzene, 1-methyl-2-(2-propenyl)- - ‘ ‘”AAAN
117.0 13.00 13.50
m/z 90.95 25.43%
5000
91.0
39.0 65.0
0 ;EPN"MHh‘mkwwwﬂlwm“M‘Nkw“u“‘u“‘u“u‘ : DS
m/z--> 20 40 60 80 100 120 140 160 180 200 13. OO 13 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021580.D

Acqg On : 29 Mar 2021 16:26
Operator : JC/MD

Sample : M1785-14 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 18 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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Cyclohexene, 4-... 10.818 9.8 ug/l 69422 3 10.094 356034 50.0
Benzene, 1,2,3-... 12.124 39.7 ug/l 294995 4 12.065 371749 50.0
Benzene, 2-prop... 12.283 42.2 ug/l 313594 4 12.065 371749 50.0
Benzene, 2-ethy... 12.571 14.4 ug/l 106709 4 12.065 371749 50.0
p-Cymene 12.595 10.9 ug/l 80913 4 12.065 371749 50.0
o-Cymene 12.653 26.6 wug/l 197806 4 12.065 371749 50.0
Benzene, (2-met... 12.742 25.0 ug/l 185690 4 12.065 371749 50.0
Benzene, 1,2,4,... 12.959 9.8 ug/l 73248 4 12.065 371749 50.0
Benzene, 1,2,3,... 13.000 11.9 ug/l 88692 4 12.065 371749 50.0
Benzene, (1-met... 13.330 15.8 wug/l 117445 4 12.065 371749 50.0

82X032421W.M Wed Mar 31 18:22:00 2021 Page: 14



