LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX033021\
Data File : VX021631.D

Acqg On : 30 Mar 2021 15:50
Operator : JC/MD

Sample : M1785-17 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 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@21631.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.470 734 745 758 rBV 46806 132862 12.57% 1.759%
2 5.635 761 773 790 rVB 65899 187200 17.71% 2.478%
3 6.035 830 841 852 rBV 50587 132780 12.56% 1.758%
4 6.835 967 977 986 rBV 111923 269565 25.50%  3.569%
5 8.694 1287 1293 1303 rBV 240230 374605 35.44%  4.960%
6 10.094 1526 1531 1541 rBV 274586 364699 34.50%  4.828%
7 10.235 1548 1555 1560 rBV 14364 21827 2.06% 0.289%
8 10.341 1560 1573 1579 rWV 77787 127045 12.02% 1.682%
9 10.624 1613 1621 1628 rBV3 13312 27783 2.63% 0.368%
10 10.818 1646 1654 1659 rBV2 35876 54316 5.14% 0.719%
11 10.894 1659 1667 1671 rVV3 28574 47581 4.50% 0.630%
12 10.930 1671 1673 1679 rVB2 13714 18166 1.72% 0.241%
13 11.000 1679 1685 1690 rBV 142222 182016 17.22% 2.410%
14 11.065 1694 1696 1700 rVV 10372 12422 1.18% 0.164%
15 11.118 1700 1705 1710 rVV 241286 310011 29.33% 4.104%
16 11.165 1710 1713 1717 rVB3 9975 12004 1.14% 159%
17 11.259 1721 1729 1738 rVB4 25069 39569  3.74% 5247%

18 11.341 1738 1743 1751 rBV 264429 334076 31.60%

WNPOO
i
N
w
R

19 11.418 1751 1756 1761 rVV 129348 167602 15.86% 219%
20 11.488 1761 1768 1777 rVB 199730 281689 26.65% 729%
21 11.653 1791 1796 1803 rVB6 19460 40085 3.79% ©.531%
22 11.718 1803 1807 1809 rBV2 9002 10965 1.04% 0.145%
23 11.753 1809 1813 1815 rVV 61768 74233 7.02% ©.983%
24 11.788 1815 1819 1829 rVB 866144 1057069 100.00% 13.995%
25 11.877 1829 1834 1835 rBV 9885 12355 1.17% ©.164%
26 11.906 1835 1839 1840 rVV 38482 51866 4.91% 0.687%
27 11.930 1840 1843 1848 rW 97478 121231 11.47% 1.605%
28 11.983 1848 1852 1854 rWV 23079 33073 3.13% 0.438%
29 12.006 1854 1856 1860 rVV 41426 48650 4.60% 0.6447%
30 12.059 1860 1865 1871 rVWW 306767 383680 36.30% 5.080%

31 12.124 1871 1876 1884 rVWV 332964 403362 38.16%
32 12.218 1887 1892 1898 rVB 37014 56306 5.33%
33 12.283 1898 1903 1911 rBV2 314614 434380 41.09%

RN UTO WV
~N
w1
=
R

34 12.353 1911 1915 1923 rVB3 109140 202353 19.14% 679%
35 12.442 1923 1930 1937 rBV2 57258 84661 8.01% 121%
36 12.506 1937 1941 1947 rVB5 9055 17912 1.69% 0.237%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX033021\
Data File : VX021631.D

Acqg On : 30 Mar 2021 15:50
Operator : JC/MD

Sample : M1785-17 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 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 12.571 1947 1952 1954 rBV 47814 66697 6.31% ©.883%
38 12.594 1954 1956 1959 rvwV 44960 48107 4.55% 0.637%
39 12.653 1961 1966 1969 rWV 192501 251206 23.76% 3.326%
40 12.683 1969 1971 1975 rW 68045 73616 6.96% 0.975%
41 12.742 1975 1981 1988 rVB3 155467 264578 25.03% 3.503%
42 12.883 1998 2005 2009 rVB2 36054 60843 5.76% 0.806%
43 12.959 2009 2018 2022 rVWW 111896 152685 14.44% 2.021%
44 13.000 2022 2025 2032 rVW2 49936 60912 5.76% ©.806%
45 13.065 2032 2036 2041 rvv2 13818 21435 2.03% 0.284%
46 13.130 2041 2047 2051 rVW 12171 17588 1.66% 0.233%
47 13.177 2051 2055 2057 rvv2 18834 22925 2.17% ©0.304%
48 13.206 2057 2060 2070 rVB2 25942 39027 3.69% ©.517%
49 13.324 2075 2080 2087 rVB2 194654 278361 26.33% 3.685%
50 13.459 2100 2103 2110 rVB2 12525 17264 1.63% 0.229%
51 13.624 2127 2131 2135 rVvv3 13277 18441 1.74% 0.244%
52 13.677 2135 2140 2142 rVW4 7388 11933 1.13% 0.158%
53 13.701 2142 2144 2152 rVB3 12602 17496 1.66% 0.232%
Sum of corrected areas: 7553113
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX033021\
Data File : VX021631.D

Acqg On : 30 Mar 2021 15:50
Operator : JC/MD

Sample : M1785-17 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 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: VX021631.D\data.ms
800000
700000
600000
500000
400000
300000

200000

100000 5.478-635 6.035
0 N

‘\
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: VX021631.D\data.ms

800000
700000
600000
500000
400000

300000 10.094
8.694

200000

6.835
100000 10.341

0234

10,6248

L A S — —— —— — :
10.50

Time--> 6.50 7.00 7.50 8.00 | 8.‘50 | | 9.60 | 9.50 ‘10.‘00
Abundance TIC: VX021631.D\data.ms
800000
700000
600000
500000
400000

300000

200000

100000

0

T T 1T
14.50 15.00 15.50 16.00 16.50

T
Time--> 13.00 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX033021\
Data File : VX021631.D

Acqg On : 30 Mar 2021 15:50
Operator : JC/MD

Sample : M1785-17 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 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 Benzene, 1-ethyl-3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.418 21.84 ug/l 167602  1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 1756 (11.418 min): VX021631.D\data.ms (-1751) (- m/z 105.00 100.00%
105.0
5000
120.0 A A A
77.0 ‘ 1120
39.0 11.50
ol b1y B3P ““‘ b ALl 14083 /7 120.00  30.87%
miz--> 20 40 60 80 100 120 140
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0
5000 /\ T \/\\/\ T
120.0 11.50

m/z 76.95 13.73%

39.0
05 \1\8‘0\ — \“ T \5\9‘9‘\ T \M‘ T \M T "1‘\ \‘\““\ L
Mize> 20 40 60 80 100 120 140
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0

11.50
120.0
39.0 77.0
IR R T Y
O L e B O
miz--> 20 40 60 80 100 120 140 A
Abundance #9424: Benzene, 1-ethyl-4-methyl-
105.0 1150

m/z 106.00 9.92%

5000
120.0

77.0
oLas0 390 se0 "0 L

m/z--> 20 40 60 80 100 120 140 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX033021\
Data File : VX021631.D

Acqg On : 30 Mar 2021 15:50
Operator : JC/MD

Sample : M1785-17 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 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 52.56 ug/l 403362 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 97
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 93
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 91
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 1876 (12.124 min): VX021631.D\data.ms (-1871) (- m/z 105.00 100.00%
105.0
5000 1201 J\
A Ben
39.0 63.0 77‘-0 91.0 12.00 12.50
Obrpreererrrrrebre it eyl m/z 126,10 38.89%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
5000 J\ T
120.0 12.00 12.50

m/z 77.00 14.14%

77.0
\\’J\-\S\\O‘\\\M‘H\\“‘\\HN\‘\\\6‘?’\-‘\0\‘\\\m‘\\\?ﬁ\\o\\‘Hl\‘\\‘\‘\“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9427: Benzene, 1-ethyl-2-methyl
105.0

o

12.00 1250
120.0
77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9421: Benzene, 1,2,4-trimethyl-
105.0 12.00 12.50
m/z 119.10 9.01%
120.0
5000
77.0 91.0
ol.250 380510640 | "0 ) M/\ f\m
e e e e e e e A
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\VX033021\
Data File : VX021631.D

Acqg On : 30 Mar 2021 15:50
Operator : JC/MD

Sample : M1785-17 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 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 56.61 ug/l 434380 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 90
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 87
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 80
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 55
5 Deltacyclene 118 C9H10 007785-10-6 55
Abundance Scan 1903 (12.283 min): VX021631.D\data.ms (-1898) (-~ m/z 117.05 100.00%
117.1
5000
91.0
39.0 63.0 12.00 12.50
0 b 2940 2070 /7 117.95  52.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8951: Indane
11y7.0
5000 e —r A
12.00 12.50
m/z 119.10 38.57%
39.0 63.0 91.0
O\1\5\‘0\\\\“\\H\\““\‘\\\‘\\“\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8964: Benzene, cyclopropyl-
117.0
12.00 1250
5000 m/z 114.95 7.86%
91.0
51.0 ‘
0270L‘”
m/z--> 20 40 60 80 100 120 140 160 180 200 \
Abundance #8971: Benzene, 1-ethenyl-2-methyl-
117.0 1200 1250
m/z 105.00 37.41%
5000
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\VX033021\
Data File : VX021631.D

Acqg On : 30 Mar 2021 15:50
Operator : JC/MD

Sample : M1785-17 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 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, 1,2-diethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.442 11.03 ug/l 84661 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 96
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 96
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 87
4 Ethanone, 1-(3-methylphenyl)- 134 C9H100 000585-74-0 60
5 o-Cymene 134 C1eH14 000527-84-4 58

Abundance Scan 1930 (12.442 min): VX021631.D\data.ms (-1923) (- m/z 105.00 100.00%
105.0

5000 134.1

77.0 : /‘\/\/\‘ :

51.0 ‘ 12.50
SN YHW O “1“““ b 2288 m/z 119.00 82.65%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14837: Benzene, 1,2-diethyl-
105.0
5000 134.0

>

o

12.50
77.0 m/z 134.05 45.78%
39.0
180,14y 44Ul
O \\\‘\\‘\\‘\\W\“‘\\\\‘\\‘”\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14840: Benzene, 1,4-diethyl-
105.0
12.50
5000 134.0 m/z 90.95 38.58%
77.0
27.0 ' “ ‘
0 Hu_m“ mwp””w“ Mu‘uH‘:}‘Hh_ww_ww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14843: Benzene, 1,3-diethyl-
119.0 12.50
m/z 77.00 22.42%
5000
91.0
270 519 ‘
D T )
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\VX033021\
Data File : VX021631.D

Acqg On : 30 Mar 2021 15:50
Operator : JC/MD

Sample : M1785-17 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 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 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.571 8.69 ug/l 66697 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 97
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 95
4 Benzene, l-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94

Abundance Scan 1952 (12.571 min): VX021631.D\data.ms (-1947) (- m/z 119.00 100.00%
119.0
5000
91.0
38.9 65.0 ‘ 12.50
O ool ool b b M 2971 sz 13,05 33.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119.0 ﬂd\
5000 \j\ T \/\‘ T \A\J\\ T
12.50
m/z 91.00 19.44%
150 390 650 [
O\\\‘\‘\‘\\\““\\“”\‘H‘\\\‘H‘\\\\‘u‘\\m‘l\\\”\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14811: o-Cymene
119.0
12.50
5000 m/z 105.00 15.66%
91.0
41.0 65.0 ‘
0\H\‘ﬂ\ﬂ“NNWL\M\\MﬁM\M\\m‘H\\_\H‘H\\_\H
m/z--> 20 40 60 80 100 120 140 160 180 200 fb\
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl- AN T
119.0 12.50
m/z 76.95 11.73%
5000
91.0
0.150.%90, 72
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\VX033021\
Data File : VX021631.D

Acqg On : 30 Mar 2021 15:50
Operator : JC/MD

Sample : M1785-17 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 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 5
R.T. EstConc Area Relative to ISTD R.T.
12.653 32.74 ug/l 251206 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C10H14 000527-84-4 95
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 95
4 p-Cymene 134 C10H14 000099-87-6 94
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94
Abundance Scan 1966 (12.653 min): VX021631.D\data.ms (-1961) (- m/z 119.10 100.00%
119.1
5000
134.0
91.0
o S| Y m/z 134.00  29.89%
miz--> 20 40 60 80 100 120 140
Abundance #14810: 0o-Cymene
119.0
5000 /\ T \f\‘ T \j\\J\\ T T
12.50 13.00
91.0 134.0 m/z 91.00 16.91%
150 390 450
O\\\‘\ T \‘\ T “\ \“\‘\“‘r‘\ T \‘”‘ | ’W\ \‘\w T T
miz-> 20 40 60 80 100 120 140
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0
12.50 13.00
5000 m/z 120.10 10.30%
91.0 134.0
39.0 65.0 ‘
X B P R N N Y A
miz--> 20 40 60 80 100 120 140 ﬂ /\ n /\
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl- A MUA T AJEA
119.0 12.50 13.00
m/z 76.95 9.47%
5000
91.0 134.0
39.0 65.0 ‘
T P N Y 1| O N AUV,
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\VX033021\
Data File : VX021631.D

Acqg On : 30 Mar 2021 15:50
Operator : JC/MD

Sample : M1785-17 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 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, (1-methyl-1-propen... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.683 9.59 ug/1 73616 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 94
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 94
3 Benzene, 1l-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 91
4 3-Phenylbut-1-ene 132 C1OH12 000934-10-1 91
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 91
Abundance Scan 1971 (12.683 min): VX021631.D\data.ms (-1969) (- m/z 117.00 100.00%
11y.0
91.0
39.0 630 ‘ ‘ 1250 13.00
O el e M BALE 2069 0 933,00 42.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0
5000 — o
12.50 13.00
91.0 m/z 115.00  35.02%
00 ) L
O‘\\\\‘\\‘\‘\‘H\\\‘\\\\“w\\\‘\‘U‘\‘\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14034: 1-Phenyl-1-butene
117.0
‘ Lo
1250 13.00
5000 m/z 91.00 19.14%
91.0
mo 0L
O bt M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14091: Benzene, 1-methyl-2-(2-propenyl)-
117.0 12.50 13.00
m/z 131.05 18.51%
5000
39.0 650 ‘ J
o‘HH‘_“"“UHw‘u:wwHlm“mmw”w”H,HH e : ‘J\‘
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\VX033021\
Data File : VX021631.D

Acqg On : 30 Mar 2021 15:50

Operator JC/MD

Sample : M1785-17 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
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, 2-ethenyl-1,4-dime... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.742 34.48 ug/l 264578 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 86
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 81
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 81
4 Benzene, (2-methyl-1-propenyl)- 132 C1OH12 000768-49-0 81
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 81

Abundance Scan 1981 (12.742 min): VX021631.D\data.ms (-1975) (-
117.0

m/z 117.00 100.00%

5000 ﬁJﬂAgA
91.0 SN DN S—Y
390 630 ‘ 1%4.1 1250 13.00
b bbbt Ml myz 119,00 36.79%
miz--> 20 40 60 80 100 120 140 N
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000
91.0 12.50 13.00
51.0 m/z 115.00 36.53%
27.0 ‘ ‘ 1%&0
0 ‘H‘HH‘H\H\ ‘H\\“\‘\M\‘”1‘\\\“\‘“\‘\‘””
miz--> 20 40 80 100 120 140
Abundance #14034. 1-Phenyl-1-butene N/\/JLA
117.0
A s Sires
12.50 13.00
5000 ITI/Z 132.0 26.98%
91.0
vo 0 g || o
0 H“‘\h i Al ‘\;\‘ il M ‘u}h‘ , H‘ il e
miz--> 20 40 60 80 100 120 140
Abundance #14056: Benzene, 1-ethenyl-3-ethyl- =
117.0 12.50 1300
m/z 90.95 22.06%
5000
51.0 o0
o200 0 yrap |, || 18O YW
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\VX033021\
Data File : VX021631.D

Acqg On : 30 Mar 2021 15:50
Operator : JC/MD

Sample : M1785-17 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 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, 1,2,3,4-tetramethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.959 19.90 ug/l 152685 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 95
3 o-Cymene 134 CleH14 000527-84-4 94
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 93
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 93
Abundance Scan 2018 (12.959 min): VX021631.D\data.ms (-2009) (- m/z 119.05 100.00%
119.1
5000
91.0
bbbt e WL I m/z 134,00 46.07%
miz-> 20 40 60 80 100 120 140
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 j\ -4
13.00
m/z 91.00 19.87%
41.0 91.0 135.0
0 \1\5\.0‘\‘\ T \“.\ \‘\‘\‘6?.\0\ \““ T ‘W\ \‘\“l T \\%‘\" T
miz-> 20 40 60 80 100 120 140
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
Y
13.00
5000 m/z 120.10 9.53%
390 91.0
. 65.0 135.0
0 ‘1‘5"?“‘ ‘ ““‘ SR A “1 et ‘M e R
mfz--> 20 40 60 80 100 120 140 I A
Abundance #14811: o-Cymene ML A Ao,
119.0 13.00
m/z 76.95 9.39%
5000
91.0
qo w0 | e
0 H\‘\‘\H‘\\‘\H“‘Hm“H1‘\“1‘”‘\“\”‘\‘”” 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\VX033021\
Data File : VX021631.D

Acqg On : 30 Mar 2021 15:50
Operator : JC/MD

Sample : M1785-17 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 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-ethyl-2,4-dimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.324 36.28 ug/l 278361 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 70
2 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 70
3 o-Cymene 134 C1eH14 000527-84-4 70
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 70
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 70

Abundance Scan 2080 (13.324 min): VX021631.D\data.ms (-2075) (- m/z 119.05 100.00%
119.1
5000 134.0
91.0 S P
510 o ‘ ‘ 13.00 13.50
Oberpermrrr et QB i et Ml myz 134.00  20.89%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 e ——
13.00 13.50
91.0 134.0 m/z 117.10  39.74%
39.0 65.0 ‘ ‘
O\\‘1\\5\.\0‘\H‘\‘H\\"‘\\HN”H\’m‘\\‘\\i“‘H\\‘H‘\H‘M‘}\’H‘}‘\luu‘u‘u‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14881: Benzene, 1-ethyl-2,4-dimethyl-
119.0 J
Mo SV
13.00 13.50
5000 m/z 91.00 20.77%
91.0 134.0
39.0 65.0 ‘ ‘
0H‘lu5ho“‘M‘H‘“,H‘HUwu‘,M“m‘l“mw,;‘H‘1‘1“‘,HMHHMHW
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14812: o-Cymene P .
119.0 13.00 13.50
m/z 115.00  15.48%
5000
134.0
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX033021\
Data File : VX021631.D

Acqg On : 30 Mar 2021 15:50
Operator : JC/MD

Sample : M1785-17 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 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|
Benzene, 1l-ethy... 11.418 21.8 ug/l 167602 4 12.059 383680 50.0
Benzene, 1,2,3-... 12.124 52.6 ug/l 403362 4 12.059 383680 50.0
Indane 12.283 56.6 ug/l 434380 4 12.059 383680 50.0
Benzene, 1,2-di... 12.442 11.0 ug/l 84661 4 12.059 383680 50.0
Benzene, 2-ethy... 12.571 8.7 ug/l 66697 4 12.059 383680 50.0
o-Cymene 12.653 32.7 ug/l 251206 4 12.059 383680 50.0
Benzene, (1-met... 12.683 9.6 ug/l 73616 4 12.059 383680 50.0
Benzene, 2-ethe... 12.742 34.5 ug/l 264578 4 12.059 383680 50.0
Benzene, 1,2,3,... 12.959 19.9 ug/l 152685 4 12.059 383680 50.0
Benzene, 1l-ethy... 13.324 36.3 ug/l 278361 4 12.059 383680 50.0
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