LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX020723\
Data File : VX034050.D

Acqg On : 07 Feb 2023 00:03
Operator : JC/MD

Sample : 01415-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 27 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\82X020423W.M

Title : SW846 8260

Signal : TIC: VX@34050.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.373 202 211 217 rBV 126342 207962 2.94% 0.618%
2 2.940 298 304 317 rVB 33353 75238 1.06% 0.223%
3 3.111 322 332 347 rVB 215623 507143 7.16% 1.506%
4 4.306 511 528 541 rBV2 67629 203719 2.88% 0.605%
5 5.385 694 705 713 rBV 67456 198463 2.80% 0.589%
6 5.549 724 732 746 rVB 124608 351659 4.97% 1.044%
7 5.958 788 799 807 rBV 66606 178996 2.53% 0.532%
8 6.763 921 931 942 rBV 176096 426426 6.92% 1.267%
9 8.646 1234 1240 1247 rBV 364088 562631 7.95% 1.671%
10 10.055 1461 1471 1476 rBV 365610 501012 7.08% 1.488%
11 10.195 1488 1494 1500 rBV 3122158 4079396 57.61% 12.116%
12 10.305 1506 1512 1519 rVB 1664364 2115366 29.87% 6.283%
13 10.640 1562 1567 1572 rBV 264672 339918 4.80% 1.010%
14 10.963 1614 1620 1625 rBV 203500 260908 3.68% 0.775%
15 11.079 1634 1639 1645 rVB 321160 404920 5.72% 1.203%

16 11.304 1671 1676 1682 rVB 363017 440894 6.23%
17 11.396 1682 1691 1697 rBV 571052 810596 11.45%
18 11.609 1721 1726 1734 rVB 2009799 2597781 36.69%

PR NNPR
N
=
o
R

19 11.756 1744 1750 1756 rBV 5709202 7081216 100.00% 21.032%
20 12.018 1788 1793 1799 rVB 395502 534094  7.54% 586%
21 12.085 1799 1804 1810 rBV 1127731 1373610 19.40%  4.080%
22 12.243 1823 1830 1838 rBV2 1725648 2420427 34.18% 7.189%
23 12.310 1838 1841 1852 rVB2 191366 260568 3.68% ©.774%
24 12.408 1852 1857 1862 rBV2 134434 182167 2.57% ©0.541%
25 12.463 1862 1866 1872 rVB 146215 176190 2.49% ©.523%

26 12.530 1872 1877 1879 rBV 391234 476313 6.73%
27 12.554 1879 1881 1886 rVV 313472 348854  4.93%
28 12.615 1886 1891 1894 rVV 600200 772766 10.91%
29 12.646 1894 1896 1900 rVV 120601 125841 1.78%
30 12.701 1900 1905 1912 rVB2 402595 560488  7.92%

RPONRKRR
N
O
U1
R

31 12.847 1924 1929 1934 rVB2 111332 142860 2
32 12.920 1934 1941 1944 rBV 403201 505955 7
33 12.963 1944 1948 1954 rVV 556831 672481  9.50%
34 13.170 1978 1982 1987 rVB 397345 472402 6
35 13.292 1997 2002 2007 rVB2 849083 1064370 15.

WRRRO
0
O
~
3R

36 13.426 2019 2024 2030 rVB 110957 153277 2.16% ©.455%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX020723\
Data File : VX034050.D

Acqg On : 07 Feb 2023 00:03
Operator : JC/MD

Sample : 01415-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 27 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\82X020423W.M

Title : SW846 8260

37 13.505 2030 2037 2040 rBV3 73459 111494 1.57% 0.331%
38 13.542 2040 2043 2046 rvV 82136 116231 1.64% 0.345%
39 13.585 2046 2050 2056 rVWW2 95756 192856 2.72% ©.573%
40 13.664 2060 2063 2069 rVB2 74067 118398 1.67% 0.352%
41 13.774 2076 2081 2088 rVV 963118 1188190 16.78% 3.529%
42 13.865 2091 2096 2101 rVB 69083 97852 1.38% ©0.291%

43 14.779 2241 2246 2259 rVB 196567 257617 3.64% 0.765%

Sum of corrected areas: 33669545
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX020723\
Data File : VX034050.D

Acqg On : 07 Feb 2023 00:03
Operator : JC/MD

Sample : 01415-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020423W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VX034050.D\data.ms

5000000
4000000
3000000
2000000

1000000

2.373 2.040 11 4.306 5385549 5958

0 — ~
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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: VX034050.D\data.ms

5000000

4000000

10.195
3000000

2000000 0.305

1000000

8.646 10.05 14963%°
6.763 I : 10.640 10.%%79L 3 fY

0 e Py e T e ‘ |
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX034050.D\data.ms

5000000
4000000
3000000

609
2000000 12.243

12.085
1000000 o6l 13.292 13.774
12.0 312013%30833.17
- 2.8 3142680895643.865 14.779
0 | PA A

T T ‘ [ T T T ‘
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T ‘ T T ‘ T T T ‘ T T ‘ T T ‘ T
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX020723\
Data File : VX034050.D

Acqg On : 07 Feb 2023 00:03
Operator : JC/MD

Sample : 01415-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020423W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Benzene, 1l-ethyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.396  75.89 ug/l 810596 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1691 (11.396 min): VX034050.D\data.ms (-1682) (- m/z 105.10 100.00%
105.1
5000 j\
/-
390 57 77.0 11.00 11.50
Obrrh RS L 3262 1741 o 100,10 30.69%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 r
11.00 11.50
m/z 77.00 10.96%
0
O\1\5\?\\\3\9‘(\)\‘\5\8‘0‘\‘\\\“‘\\‘\\‘H\\\H“\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10721: Benzene, 1-ethyl-4-methyl-
105.0 A;
T -
11.00 11.50
5000 m/z 91.05 10.83%
77.0
oliso 0880 I\ o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 11.00 11.50
m/z 106.10 9.18%
5000
o800 T ﬂ
m/z--> 20 40 60 80 100 120 140 160 180 11.00 1150
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX020723\
Data File : VX034050.D

Acqg On : 07 Feb 2023 00:03
Operator : JC/MD

Sample : 01415-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020423W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Benzene, 1l-ethyl-3-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.609 243.19 ug/l 2597780 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Mesitylene 120 CS9H12 000108-67-8 91

Abundance Scan 1726 (11.609 min): VX034050.D\data.ms (-1721) (-~ m/z 105.10 100.00%

105.1
5000 ]\
120.1
S/ W L

77.0 91.0
39.0 63.0 i ‘ I 11.50 12.00
O e e e e m/z 120.10 31.45%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 ‘

120.0 11.50 12.00

m/z 91.05 11.79%

39.0 77.0 91.0
\\‘\\\\‘\2\6\‘\‘\\11"\\\\i‘\\\\e’%\‘\o\‘\\\‘\“\\\\“\\\\‘\‘\1\‘\\‘\\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0

o

11.50 12.00
5000 ITI z 77.00 11.55%

120.0

77.0 91.0
0*w*%ﬁg*“\H?%?H‘W*H?%PW*HM*H*M*H\”!w*“”ﬁw*w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10715: Benzene, 1,2,3-trimethyl-

105.0 11.50 12.00

m/z 106.10 9.24%

120.0
5000
39.0 77.0 91.0 ]\
0350 L 630 L 1l ! A

m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX020723\
Data File : VX034050.D

Acqg On : 07 Feb 2023 00:03
Operator : JC/MD

Sample : 01415-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020423W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Benzene, cyclopropyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.243 226.59 ug/l 2420430 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 76
2 Indane 118 C9H10 000496-11-7 76
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 68
4 Deltacyclene 118 C9H10 007785-10-6 58
5 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 50

Abundance Scan 1830 (12.243 min): VX034050.D\data.ms (-1823) (- m/z 117.10 100.00%
1

11y
5000
91.1

39.1 63.0 ‘ | ‘ 134.1 12.00 12.50
e | SSMi m/z 118.18  57.11%
mi/z--> 20 40 60 80 100 120 140
Abundance #10195: Benzene, cyclopropyl-
117.0
5000 —r —
12.00 12.50

91.0 m/z 115.10  33.30%

O ‘2\7\.0\ T “ \F’\:‘I‘-\.O\““‘\‘ \7\4\9‘ T T “‘\ T L
miz-> 20 40 60 80 100 120 140
Abundance #10179: Indane
117.0

12.00 12.50
5000 m/z 91.10 17.20%
39.0 s5gp 91.0
oL 130 Lo llrae o
m/z--> 20 40 60 80 100 120 140
Abundance #10192: Benzene, 2-propenyl-
117.0 12.00 12.50

m/z 119.05 15.41%

5000 910
39.0 650
NN ) OV SN |

m/z--> 20 40 60 80 100 120 140 12.00 12.50

82X020423W.M Tue Feb 07 13:42:31 2023 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX020723\
Data File : VX034050.D

Acqg On : 07 Feb 2023 00:03
Operator : JC/MD

Sample : 01415-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020423W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.530 44.59 ug/l 476313  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 97
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
5 o-Cymene 134 C1oH14 000527-84-4 94

Abundance Scan 1877 (12.530 min): VX034050.D\data.ms (-1872) (- m/z 119.05 100.00%
119.1
5000 ﬁ
91.0
390 651 | 1351 12.50
] i M VR RN TR NS R m/z 134.05  32.37%
m/z--> 0 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
12.50
91.05 16.63%
39.0 91.0 "z
15.0 . 65.0 | 135.0
0 \‘\\\‘\‘\‘\\\"‘\\“w\‘H‘\\\‘H‘\\\\‘u‘\\w‘l\\\”\‘\
miz--> 0 20 40 60 80 100 120 140
Abundance #17071: Benzene, 1-ethyl-2,3-dimethyl-
119.0
12.50
5000 m/z 105.10 13.35%
91.0
i A - )
m/z--> 0 20 40 60 80 100 120 140 /%k
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl- 5 ‘A{\% ‘ ‘
119.0 12.50
m/z 120.10 9.74%
5000
91.0
39.0 65.0 ‘
ol 280 el 1850
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\VX020723\
Data File : VX034050.D

Acqg On : 07 Feb 2023 00:03
Operator : JC/MD

Sample : 01415-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020423W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.615 72.34 ug/1l 772766  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 97
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95

Abundance Scan 1891 (12.615 min): VX034050.D\data.ms (-1886) (- m/z 119.05 100.00%
1

119
5000
91.0

391 650 | 131 12.50 13.00
0l L RS m/z 134,05 30.35%
miz--> 0 20 40 60 80 100 120 140
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000

12.50 13.00
m/z 91.05 14.46%

91.0
oL 150 390 650, | | 1%0
\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 0 20 40 60 80 100 120 140
Abundance #17072: Benzene, 4-ethyl-1,2-dimethyl-
119.0

12.50 13.00
5000 m/z 120.10 10.06%
150 390 65.0 91.0 135.0
Oy - “’\‘ i \W“‘ : “u‘ : “‘ : ‘\;“‘ ‘\M el
m/z--> 0 20 40 60 80 100 120 140
Abundance #17079: Benzene, 2-ethyl-1,3-dimethyl-
119.0 12.50 13.00

m/z 105.05 8.66%

5000
. 91.0
%0 es0 % | 1350
o el TR
I f I f f ] I I

m/z--> 0 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\VX020723\
Data File : VX034050.D

Acqg On : 07 Feb 2023 00:03
Operator : JC/MD

Sample : 01415-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020423W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.701  52.47 ug/1 560488 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 90
2 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 90
3 Indan, 1-methyl- 132 C10H12 000767-58-8 87
4 1-Phenyl-1-butene 132 C10H12 000824-90-8 83
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 83
Abundance Scan 1905 (12.701 min): VX034050.D\data.ms (-1900) (- m/z 117.10 100.00%
117.1
5000
91.0
39.0 63.1 | 1331 12.50 13.00
L e m/z 115.10  30.42%
m/z--> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
11v.0
5000
12.50 13.00
91.0 m/z 132.00  29.35%
51.0 1
Ot ‘2\7‘\‘0\ T “ T \“V \‘,‘1‘ \7\4“‘.19‘ T \“\ T ‘H“\ T H‘ T }“\‘3\0‘ T
miz-> 20 40 60 80 100 120 140
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
117.0
— -
12.50 13.00
5000 m/z 91.05 13.00%
91.0
39.0 65.0 133.0
ol 280 sl L
miz--> 20 40 60 80 100 120 140
Abundance #16104: Indan, 1-methyl-
117.0 12.50 13.00
m/z 118.05 9.52%
5000
91.0
s M e S
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX020723\

: VX@34050.D
: 07 Feb 2023 00:03

JC/MD

: 01415-01
: 5.0mL/MSVOA_X/WATER
: 27  Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Me
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

thod\82X020423W.M

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.920 47.37 ug/l1 505955 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1oH14 000095-93-2 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 97
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 93
Abundance Scan 1941 (12.920 min): VX034050.D\data.ms (-1934) (| m/z 119.85 100.00%
119.1
91.1 R
390 650 | | 1351565 13.00
bbb e SITEISZL s 134,00 48.91%
m/z--> 20 40 60 80 100 120 140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
13.00
910 m/z 91.10 15.35%
39.0 ’
O\]-\5\0‘\\\\“‘\\‘\\‘6‘\5‘\()\!“‘\\‘\\“\‘\\‘\‘l\\l??'?\\\\
miz--> 20 40 60 80 100 120 140
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
1300
5000 m/z 120.05 10.10%
39‘ 0 65.0 9]‘_,0 175.0
0 “W““J‘HW‘NV‘JW““MHHMW“‘M““
miz--> 20 60 80 100 120 140 L
Abundance #17064:Benzene,L25&44eUameﬂwL ¢A‘ B
119.0 13.00
m/z 133.05 9.70%
5000
41.0 91.0 135.0
ol 42 %0 | Y LT.VNMEY
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\VX020723\
Data File : VX034050.D

Acqg On : 07 Feb 2023 00:03
Operator : JC/MD

Sample : 01415-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020423W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.963 62.96 ug/l 672481 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 97
4 o-Cymene 134 C1eH14 000527-84-4 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 94
Abundance Scan 1948 (12.963 min): VX034050.D\data.ms (-1944) (- m/z 119.10 100.00%
119.1
5000
91.0
391 650 | | 1351 13.00
Ob ey e M m/z 134,05 47.32%
miz--> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000
13.00
m/z 91.05 14.33%
91.0
150 390 650 | 135.0
0 \\‘\.‘ \‘\ T \“‘\ \“i‘\ “i‘\ T \‘H‘ T T ‘W\ \‘M i \‘\ T
miz-> 20 40 60 80 100 120 140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
=
13.00
5000 m/z 120.10 10.29%
91.0
39.0 65.0 135.0
0 \1\5\'9\‘\ SNSRI \‘\ EE \‘M et
miz--> 20 40 60 80 100 120 140 J\N
Abundance #17062: Benzene, 1,2,3,5-tetramethyl- /‘\‘J\‘ Pty
119.0 13.00
m/z 133.05 9.18%
- M
39.0 91.0 WJMﬁ\
65.0 135.0
0 “"‘M"M“Wﬂ“w"JW“L“‘N‘NNl"?M““‘ A
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\VX020723\
Data File : VX034050.D

Acqg On : 07 Feb 2023 00:03
Operator : JC/MD

Sample : 01415-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020423W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.292 99.64 ug/l 1064370  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 89
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 81
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 81
4 1-Phenyl-1-butene 132 C10H12 000824-90-8 81
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 76
Abundance Scan 2002 (13.292 min): VX034050.D\data.ms (-1997) (- m/z 117.10 100.00%
117.1
5000
132.1
300 650 91‘0 M ‘ 13.00 13.50
Obrrprrrrrrestereteri il oot bl miz 132,05 37.35%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 132.0 =1 T
13.00 13.50
m/z 115.05 26.76%
390 50 910 ‘ ‘
OH‘zﬂ\p\‘\H\“\\H}‘UH\‘\‘UH‘\H‘\‘HH’H\\‘\‘\‘H‘HH‘H\‘M\‘H\‘HH’\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #16106: 3-Phenylbut-1-ene
117.0
13.00 13.50
5000 m/z 119.10 20.04%
91.0 132.0
390 450 M
O brerrerrretgrre e el e et
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl- A
117.0 13.00 13.50
m/z 131.05 18.67%
5000 132.0
390 50 910 ‘ ‘
m/z--> 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\VX020723\
Data File : VX034050.D

Acqg On : 07 Feb 2023 00:03
Operator : JC/MD

Sample : 01415-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020423W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Benzene, 1l-ethy... 11.396 75.9 ug/l 810596 4 12.024 534094 50.0
Benzene, 1l-ethy... 11.609 243.2 ug/l 2597780 4 12.024 534094 50.0
Benzene, cyclop... 12.243 226.6 ug/l 2420430 4 12.024 534094 50.0
Benzene, 2-ethy... 12.530 44.6 ug/l 476313 4 12.024 534094 50.0
Benzene, 1l-ethy... 12.615 72.3 ug/l 772766 4 12.024 534094 50.0
Benzene, 1-ethe... 12.701 52.5 wug/l 560488 4 12.024 534094 50.0
Benzene, 1,2,4,... 12.920 47.4 ug/l 505955 4 12.024 534094 50.0
Benzene, 1,2,3,... 12.963 63.0 ug/l 672481 4 12.024 534094 50.0
1H-Indene, 2,3-... 13.292 99.6 ug/l 1064370 4 12.024 534094 50.0
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