LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042021\
Data File : VX021778.D

Acqg On : 21 Apr 2021 00:56
Operator : JC/MD

Sample : M2079-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 32 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@21778.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.392 46 50 55 rBV 145163 135080 3.72% 0.432%
2 1.776 108 113 121 rVB 116358 159808 4.41% 0.511%
3 1.983 143 147 156 rVB2 23280 41935 1.16% 0.134%
4 2,245 186 190 199 rvB2 34228 63179 1.74% 0.202%
5 2.788 269 279 282 rBV 17397 36937 1.02% 0.118%
6 2.9106 294 299 309 rVB 66466 140075 3.86% 0.448%
7 3.160 331 340 352 rVB4 35321 96871 2.67% 0.310%
8 4.373 528 539 551 rVB 56907 163802 4.52% 0.524%
9 5.464 704 718 725 rBV 101762 289606 7.98% 0.926%
10 5.550 725 732 737 rW 40430 123529  3.41% 0.395%
11 5.629 737 745 772 rVB 165527 492069 13.57% 1.574%
12 6.031 802 811 815 rBV 98543 242562 6.69% 0.776%
13 6.110 815 824 840 rVV 1359293 3627371 100.00% 11.604%
14 6.275 842 851 866 rVW4 30679 135954  3.75% 0.435%
15 6.440 867 878 890 rVB7 11754 47727 1.32% 0.153%
16 6.830 932 942 952 rBV 252913 605064 16.68%  1.936%
17 7.439 1031 1042 1047 rBV2 28966 76160 2.10% 0.244%
18 8.189 1153 1165 1177 rBV3 22197 73133 2.02% 0.234%
19 8.549 1216 1224 1231 rVB4 22928 45480 1.25% 0.145%
20 8.695 1241 1248 1254 rBV 517396 809041 22.30% 2.588%
21 8.762 1254 1259 1267 rVB 538765 820866 22.63% 2.626%
22 9.000 1287 1298 1303 rBV 99650 157680 4.35% 0.504%
23 9.085 1303 1312 1319 rVB2 107263 175127 4.83% 0.560%
24 10.091 1467 1477 1482 rBV 465201 686637 18.93% 2.197%
25 10.232 1495 1500 1507 rBV 2071809 2749138 75.79%  8.795%

26 10.341 1511 1518 1527 rVB 1791418 2253301 62.12%
27 10.683 1568 1574 1583 rVB 833017 1122010 30.93%
28 11.000 1619 1626 1631 rBV 199309 254933 7.03%
29 11.122 1640 1646 1651 rBV 386781 513141 14.15%
30 11.341 1678 1682 1689 rVB 242655 290582  8.01%

O RO W\
(o]
iy
o))
R

31 11.439 1689 1698 1702 rVV 382934 625060 17.23%
32 11.487 1702 1706 1712 rVB 754671 901584 24.86%
33 11.652 1727 1733 1742 rBV 1221122 1550900 42.76%
34 11.792 1750 1756 1761 rVB 2221045 2772360 76.43%
35 12.006 1785 1791 1795 rBV3 28698 39545 1.09%
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36 12.061 1795 1800 1804 rBV 492321 611208 16.85%  1.955%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042021\
Data File : VX021778.D

Acqg On : 21 Apr 2021 00:56
Operator : JC/MD

Sample : M2079-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 32 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

37 12.121 1804 1810 1816 rVB 1058285 1356900 37.41% 4.341%
38 12.280 1829 1836 1844 rBV 1602201 2083205 57.43% 6.664%
39 12.353 1844 1848 1856 rvB2 227829 325716 8.98% 1.042%
40 12.451 1859 1864 1868 rBV 240363 310344 8.56% 0.993%
41 12.499 1868 1872 1878 rVB2 64212 86566 2.39% 0.277%
42 12.567 1878 1883 1886 rBV 165465 222195 6.13% 0.711%
43 12.591 1886 1887 1892 rVV 87715 71699 1.98% 0.229%
44 12.652 1892 1897 1900 rVV 303592 369799 10.19% 1.183%
45 12.682 1900 1902 1906 rvV 72769 75501 2.08% 0.242%
46 12.737 1906 1911 1918 rVvV 400010 524084 14.45% 1.677%
47 12.884 1929 1935 1941 rVB 118046 157838 4.35% 0.505%
48 12.957 1941 1947 1951 rBV 157718 204515 5.64% 0.654%
49 12.999 1951 1954 1961 rVB 188437 219630 6.05% 0.703%
50 13.207 1984 1988 1998 rVB 214312 264174 7.28% 0.845%
51 13.329 2003 2008 2013 rvv2 527107 702538 19.37%  2.247%
52 13.383 2013 2017 2025 rVVv3 68544 100935 2.78% 0.323%
53 13.463 2025 2030 2036 rVB 108825 136199 3.75% 0.436%
54 13.579 2046 2049 2053 rvV 37172 55364 1.53% 0.177%
55 13.621 2053 2056 2061 rVV5 33419 60870 1.68% ©0.195%
56 13.676 2061 2065 2067 rVW2 26750 41663 1.15% ©0.133%
57 13.700 2067 2069 2074 rVB2 48280 59207 1.63% ©0.189%
58 13.816 2080 2088 2093 rBV 463627 598580 16.50%  1.915%
59 13.908 2098 2103 2108 rVB 135938 168670 4.65% 0.540%
60 14.816 2247 2252 2258 rBV 99604 134015 3.69% 0.429%

Sum of corrected areas: 31259662
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

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

VX021778.D

: 21 Apr 2021 00:56

JC/MD

: M2079-05
: 5.0mL/MSVOA_X/WATER
. 32

Sample Multiplier: 1

. SW846 8260

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

1.392 1.776

1.983 2.245

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

TIC: VX021778.D\data.ms

2 788910 3160

4.373

6.110

6.031 6.27

o

Time-->
Abundance

2000000

1500000

1000000

500000

0
Time-->
Abundance

2000000

1500000

1000000

500000

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

TIC: VX021778.D\data.ms

10.232
10.341
10.
0.683 11.48
2
8.80% 10.091
11.122 11.439
6.830 : 11.00 11.34
9.%008
6.440 7.439 8.189 8.54 AN
— —— — ————— —p— — — — e
6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
TIC: VX021778.D\data.ms
11.r92
12.280
1.652
12.121
12.0611 13.329
21625737 13.816
285351 i 943.20
120 132 %ﬁ&ﬁl % 3-308 14.816
T T T T -‘ T T T T ‘ T T T /\\ ‘ T T T T JJY\.,(\\ T /\\ T T T \A‘\\ T T ‘ T T ‘ T T ‘ T
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\VX042021\
Data File : VX021778.D

Acqg On : 21 Apr 2021 00:56
Operator : JC/MD

Sample : M2079-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 32 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-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.652 126.87 ug/l 1550900 1,4-Dichlorobenzene-d4 12.060
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
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): VX021778.D\data.ms (-1727) (- m/z 105.10 100.00%
105.1
5000
120.2 /U\
Fh— —
77.0 91.0 11.50 12.00
1 541 Ll P
O 'rrprrrrrrrr et et e e et e m/z 120.20  32.22%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000 AL /\ — jk
1200 11.50 12.00
m/z 91.05 11.20%
39.0 77.0 91.0
H‘\H\‘2\\5\"9\H\“‘HHi‘{‘\\ﬁ%\.‘\()\‘\H‘H‘HHHH\‘\Hl\‘\\‘\\“‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9429: Benzene, 1-ethyl-4-methyl-
105.0
11.50 12.00
5000 ITI/Z 77 .05 11.04%
120.0
77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /\J\
Abundance #9399: Mesitylene A 2
105.0 11.50 12.00
120.0 ITI/Z 106.20 8.80%
5000
39.0 77.0 91.0 /J\ j\
LT N o M O A1 N "
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042021\
Data File : VX021778.D

Acqg On : 21 Apr 2021 00:56
Operator : JC/MD

Sample : M2079-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 32 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, 1,2,3-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.121 111.00 ug/l 1356900 1,4-Dichlorobenzene-d4 12.060
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, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 91
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 90
Abundance Scan 1810 (12.121 min): VX021778.D\data.ms (-1804) (- m/z 105.10 100.00%
105.1
5000 ﬂ
—— —
39.1 77.0 12.00 12.50
O e et bl 3BT 2071 s 126,20 41.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0

5000 e

39.0 77.0
\1\5\-‘0\‘}\\“‘\\““\“‘\‘\\1““\\‘\\‘U\\‘\“"\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9401: Mesitylene
105.0

12.00 12.50
5000 m/z 119.20 9.91%
77.0
%ﬁ?”éﬁ?w”ﬁ*ﬂmwhWMH”W*HvH*w*H*\H*w*H* ?
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9420: Benzene, 1,2,4-trimethyl-
105.0 12.00 12.50

m/z 91.10 9.15%

5000

20 510 110
| gl I L

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 : VX021778.D

Acqg On : 21 Apr 2021 00:56
Operator : JC/MD

Sample : M2079-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 32 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 Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.280 170.42 ug/l 2083210 1,4-Dichlorobenzene-d4 12.060
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 91
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 87
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 81
4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 80
5 Benzene, 1-ethenyl-3-methyl- 118 C9H10 000100-80-1 53
Abundance Scan 1836 (12.280 min): VX021778.D\data.ms (-1829) (- m/z 117.15 100.00%
11y.2
5000 MA
e —
39.1 63.1 970 1342 12.00 12.50
Ot RS sz 118,20 56.10%
miz-> 20 40 60 8 100 120 140
Abundance #8949: Indane
117.0
5000 T ——
12.00 12.50
m/z 115.10 32.72%
39.0 580 910 ‘ /
\\].\3\()‘\‘\\\‘\\\\“‘\‘\\\‘\\\\\\\M‘\\\\‘\
miz--> 20 40 60 100 120 140
Abundance #8961:Benzene,21ﬂopenyh
117.0
12.00 12.50
m/z 91.05 16.07%
5000 910 /
39.0 65.0
S | OV SN |
mfz--> 20 40 60 80 100 120 140
Abundance #8966: Benzene, cyclopropyl-
117.0 12.00 12.50
m/z 119.20 9.99%
5000 91.0
51.0
S I N Y "
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042021\
Data File : VX021778.D

Acqg On : 21 Apr 2021 00:56
Operator : JC/MD

Sample : M2079-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 32 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 o-Cymene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.353  26.65 ug/l 325716 1,4-Dichlorobenzene-d4 12.060
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C10H14 000527-84-4 95
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 94
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 93
4 Benzene, l-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 93
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 93
Abundance Scan 1848 (12.353 min): VX021778.D\data.ms (-1844) (- m/z 119.15 100.00%
119.2
5000
91.1
12.00 12.50
391 651 |
e A BALL 2070 g 134,00 36.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14812: 0-Cymene
119.0
5000 o ‘A/\\ LA,
12.00 12.50
91.0 m/z 105.15 32.51%
41.0 65.0
\-:L\E)\.‘()\‘\\\“‘\ \‘\ \H“\‘\\\“‘\\L‘\ ‘W\\‘\w\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
ATV
12.00 12.50
5000 m/z 91.10 19.13%
91.0
41.0 65‘.0 | ‘ |
kil [N L T I
R AR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119.0 12.00 12.50
m/z 77.10 10.59%
5000
91.0
15.0 39.0 65.0 ‘
\H‘\‘\‘\H“‘\\“1‘\“1‘”\‘”‘HH“1“”‘”m“\‘\m‘\m‘\m‘m\
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 : VX021778.D

Acqg On : 21 Apr 2021 00:56
Operator : JC/MD

Sample : M2079-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 32 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 Indene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.451  25.39 ug/l 310344 1,4-Dichlorobenzene-d4 12.060
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 97
2 Benzene, 1-propynyl- 116 CSH8 000673-32-5 91
3 3-Methylphenylacetylene 116 CO9H8 000766-82-5 91
4 Benzene, 1,2-propadienyl- 116 C9H8 002327-99-3 91
5 Benzene, 1-ethynyl-4-methyl- 116 CO9H8 000766-97-2 90
Abundance Scan 1864 (12.451 min): VX021778.D\data.ms (-1859) (- 115.10 100.00%
1151
5000
63.1 89.1 12.50
91 ] [ | 1342
Ot e e m/z . 97.12%
miz-> 20 40 60 80 100 120 140
Abundance #8406: Indene
116.0
5000 A T \”“J\\
12.50
11.93%
390 GPT.O 89‘0
W Al
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\
miz--> 20 40 80 100 120 140
Abundance #8409.Benzene,l1nopynyh
115.0
12 50
5000 11.00%
63.0 89.0
8o B
mfz--> 20 40 60 80 100 120 140
Abundance #8415: 3-Methylphenylacetylene
115.0 12.50
m/z 117. 9.42%
5000
63.0 89.0
390
m/z--> 20 40 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042021\
Data File : VX021778.D

Acqg On : 21 Apr 2021 00:56
Operator : JC/MD

Sample : M2079-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 32 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 6 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.567 18.18 ug/l 222195 1,4-Dichlorobenzene-d4 12.060
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 95
3 Benzene, 1-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 95
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 95
5 o-Cymene 134 C10H14 000527-84-4 95

Abundance Scan 1883 (12.567 min): VX021778.D\data.ms (-1878) (- m/z 119.20 100.00%
119.2
5000
91.1
390 650 | | | 146, 12.50
s L e B L B m/z 134.20  31.53%
miz--> 0O 20 40 60 80 100 120 140
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 ‘AA : /\/\ |
12.50
91.0 m/z 91.10  15.76%
39.0 65.0 ‘
\’\\]-\5\0‘\\\\“‘\\‘\\‘\\\\‘H‘\\}\‘h‘ l\\\‘\‘\\
miz--> 0 20 40 80 100 120 140
Abundance #14875: Benzene, 4-ethyl-1,2-dimethyl-
119.0
12.50
5000 m/z 105.10 14.10%
91.0
39.0 65.0
‘,“1‘5‘?“‘ S NN R i “‘ b tpll 2360
miz--> 0O 20 40 60 80 100 120 140
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl- = ‘
119.0 12.50
m/z 120.10 9.76%
5000
91.0
,15039065°1l .
m/z--> 0 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\VX042021\
Data File : VX021778.D

Acqg On : 21 Apr 2021 00:56
Operator : JC/MD

Sample : M2079-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 32 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 30.25 ug/l 369799 1,4-Dichlorobenzene-d4 12.060
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 97
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 95
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 95
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 94

Abundance Scan 1897 (12.652 min): VX021778.D\data.ms (-1892) (- m/z 119.15 100.00%
119.2
5000
391 771 ' 12.50 13.00
Olrrrprrtasteptrdy bt b e e 208 m/z 134.20 28.53%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000 S /\A A
12.50 13.00
m/z 91.05 14.69%
900 0 L
L ) ul ly - L
\H‘HH‘\H\’\H\’\\H‘\\H‘H\\‘H\\‘HH‘HH’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14812: o-Cymene
119.0
12.50 13.00
5000 m/z 120.20 10.01%
4%D 77.0 I
PR | Y A O P T I
e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 AA
Abundance #14882: Benzene, 2-ethyl-1,3-dimethyl- Al ‘A‘ M
119.0 12.50 13.00
m/z 105.10 8.43%
5000
39.0 770
wahwhwwmuMukwmHWHﬂ‘HH‘HHM\HMH\MH\MHw\Hw\
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\VX042021\
Data File : VX021778.D

Acqg On : 21 Apr 2021 00:56
Operator : JC/MD

Sample : M2079-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 32 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 8 Indan, 1-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.737 42.87 ug/l 524084 1,4-Dichlorobenzene-d4 12.060
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C10H12 000767-58-8 90
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 90
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 90
4 Benzene, (2-methyl-2-propenyl)- 132 C1OH12 003290-53-7 87
5 Benzene, (2-methylcyclopropyl)- 132 C10H12 1000327-39-0 87

Abundance Scan 1911 (12.737 min): VX021778.D\data.ms (-1906) (- m/z 117.20 100.00%

117.2
5000
. ‘J\\ -
651 | | 1480  207.1 281 12:50 13,90
O bbby 480 290 28 m/z 115, 31.75%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14031: Indan, 1-methyl-
117.0
5000
12.50 13.00
m/z 132.2 29.94%
2070 |
L ull
\H‘HH‘HH’HH’HH‘H\ ‘HH‘HH‘\H\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117.0
ror —
12.50 13.00
5000 m/z 14.34%
39.0 770
HWH‘AH¢quMmHﬂL‘MNLM‘H_H‘“HW‘HW‘HWH‘WH‘WH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14069: Benzene, (2-methyl-1-propenyl)-
117.0 12.50 13.00
m/z 118.2 9.77%
5000
27.0 65.0 ‘
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\VX042021\
Data File : VX021778.D

Acqg On : 21 Apr 2021 00:56
Operator : JC/MD

Sample : M2079-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 32 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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.207 21.61 ug/l 264174 1,4-Dichlorobenzene-d4 12.060
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 95
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 93
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 90
4 Benzene, (1l-methyl-1-propenyl)-,... 132 C10H12 000767-99-7 87
5 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 83

Abundance Scan 1988 (13.207 min): VX021778.D\data.ms (-1984) (- m/z 117.15 100.00%

117.2
5000 132.2
391 65.0 91.1 ‘ ‘ 13.00 13.50
e A Wl w2 13220 38.85%
miz--> 20 40 60 80 100 120 140
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
A
5000 —— A
132.0 13.00 13.50
m/z 115. 24.53%
\\\\‘\‘\\\"\\“‘\‘\“‘H\\\“\\\\‘\\\U‘\‘“\‘\’\
miz--> 20 40 60 80 100 120 140
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
13.00 13.50
5000 132.0 ITI/Z 131. 19.99%
390 @50 910 ‘ ‘
2 e e Al
miz--> 20 40 60 80 100 120 140
Abundance #14030: Indan, 1-methyl-
117.0 1300 13.50
m/z 12.31%
5000
132.0
so B0 o M|
\ | | | M | | m | n
e e e e e T
m/z--> 20 40 60 80 100 120 140 1300 1350
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042021\
Data File : VX021778.D

Acqg On : 21 Apr 2021 00:56
Operator : JC/MD

Sample : M2079-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 32 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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.329 57.47 ug/l 702538 1,4-Dichlorobenzene-d4 12.060
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 95
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 89
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 89
4 1-Phenyl-1-butene 132 C1eH12 000824-90-8 87
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 87

Abundance Scan 2008 (13.329 min): VX021778.D\data.ms (-2003) (- m/z 117.15 100.00%

117.2
5000
e
391 65.1 9]‘“1 m 13.00 13.50
e e W glaars 2071013505 36.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000
91.0 13.00 13.50
51.0 m/z 115.10 28.00%
270 7] ‘ ‘
\\\‘\\\\‘\\‘U\““U\\H\‘\\\\“H\\\’\‘U\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117.0
13.00 13.50
5000 m/z 119.15  26.25%
91.0
51.0
2 oo NN SR Y S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl- - P
117.0 13.00 13.50
m/z 131.15 18.86%
5000
39.0 g50 910 ‘
b e W
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042021\
Data File : VX021778.D

Acqg On : 21 Apr 2021 00:56
Operator : JC/MD

Sample : M2079-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 32 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... 11.652 126.9 ug/l 1550900 4 12.060 611208 50.0
Benzene, 1,2,3-... 12.121 111.0 ug/l 1356900 4 12.060 611208 50.0
Indane 12.280 170.4 ug/l 2083210 4 12.060 611208 50.0
o-Cymene 12.353 26.6 ug/l 325716 4 12.060 611208 50.0
Indene 12.451 25.4 ug/l 310344 4 12.060 611208 50.0
Benzene, 2-ethy... 12.567 18.2 wug/l 222195 4 12.060 611208 50.0
Benzene, 1-ethy... 12.652 30.3 ug/l 369799 4 12.060 611208 50.0
Indan, 1-methyl- 12.737 42.9 ug/l 524084 4 12.060 611208 50.0
1H-Indene, 2,3-... 13.207 21.6 ug/l 264174 4 12.060 611208 50.0
Benzene, 2-ethe... 13.329 57.5 ug/l 702538 4 12.060 611208 50.0

82X042021W.M Thu Apr 22 17:52:24 2021 Page: 14



