LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032622\
Data File : VX027736.D

Acqg On : 26 Mar 2022 18:48

Operator : JC/MD

Sample : N2084-01

Misc : 5.06g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 21  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\82X032522W.M

Title : SW846 8260

Signal : TIC: VX@27736.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.550 722 732 749 rVB 68234 192300 1.06% ©0.188%
2 6.763 922 931 943 rBV 110163 259632 1.43% 0.254%
3 8.653 1235 1241 1246 rVB 214054 349492 1.92% 0.342%
4 8.720 1246 1252 1258 rBV 645161 988651 5.44% 0.967%
5 9.903 1442 1446 1451 rVB 126089 182865 1.01% 0.179%
6 10.061 1467 1472 1477 rVB 215817 309482 1.70% 0.303%
7 10.201 1487 1495 1500 rBV 1824334 2562673 14.11% 2.506%
8 10.305 1503 1512 1518 rVV 4231493 6186595 34.06% 6.050%
9 10.360 1518 1521 1532 rVB 288289 393679 2.17% 0.385%
10 10.591 1552 1559 1563 rBV3 212177 366938 2.02% 0.359%
11 10.646 1563 1568 1576 rVB2 2119439 3421496 18.83%  3.346%
12 10.780 1582 1590 1594 rBV2 445369 675652 3.72% 0.661%
13 10.860 1594 1603 1606 rBV2 397792 674531 3.71% ©0.660%
14 10.896 1606 1609 1614 rVB 197252 265352 1.46%  0.259%
15 10.969 1614 1621 1625 rBV 935840 1346329 7.41% 1.317%
16 11.030 1628 1631 1635 rVWV 174453 224926 1.24% 0.220%
17 11.085 1635 1640 1643 rVV3 465383 717678 3.95% 0.702%
18 11.110 1643 1644 1651 rVB2 339433 362095 1.99% 0.354%
19 11.195 1651 1658 1660 rBV 349385 507427 2.79% 0.496%
20 11.219 1660 1662 1666 rVB3 174871 201756 1.11% 0.197%

21 11.311 1672 1677 1682 rBV 2744072 3515536 19.35%
22 11.390 1684 1690 1697 rVV 8412480 17261514 95.02% 16.879%

w
i
w
o]
R

23 11.463 1697 1702 1710 rVB 5645894 8291456 45.64%  8.108%
24 11.622 1722 1728 1735 rVB 3163465 4396510 24.20% 4.299%
25 11.719 1741 1744 1746 rVV 581086 657128 3.62% 0.643%

26 11.768 1746 1752 1756 rVV 13009570 18166102 100.00% 17.764%

27 11.811 1756 1759 1762 rVV 421904 498568 2.74% 0.488%
28 11.853 1762 1766 1767 rVV2 218760 313943 1.73% ©.307%
29 11.896 1770 1773 1777 rVV 393947 491009 2.70% 0.480%
30 11.945 1777 1781 1783 rVVW 320819 413878 2.28%  0.405%
31 11.975 1783 1786 1790 rVV 467868 599741 3.30% ©.586%
32 12.024 1790 1794 1800 rVV4 352455 844182 4.65% 0.825%
33 12.091 1800 1805 1810 rVV 3201552 4559935 25.10% 4.459%
34 12.134 1810 1812 1816 rVV 203861 222306  1.22% 0.217%
35 12.177 1816 1819 1826 rVB3 273845 382427 2.11% ©.374%

36 12.250 1826 1831 1838 rBV3 4607356 6927913 38.14% 6.774%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032622\
Data File : VX027736.D

Acqg On : 26 Mar 2022 18:48

Operator : JC/MD

Sample : N2084-01

Misc : 5.06g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 21  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\82X032522W.M
Title : SW846 8260
37 12.323 1838 1843 1849 rVB2 2276956 3401201 18.72% 3.326%
38 12.420 1849 1859 1863 rBV2 1627400 2425076 13.35% 2.371%
39 12.469 1863 1867 1873 rVB 410983 614203 3.38% 0.601%
40 12.536 1873 1878 1880 rBV 670099 932806 5.13% 0.912%
41 12.561 1880 1882 1885 rVV 608755 604038 3.33% 0.591%
42 12.616 1887 1891 1895 rVB 1418766 1574462 8.67% 1.540%
43 12.707 1900 1906 1918 rVB5 196497 570807 3.14% 0.558%
44 12.890 1933 1936 1939 rBV3 153227 236281 1.30% 0.231%
45 12.926 1939 1942 1945 rVV 290466 349476  1.92% 0.342%
46 12.969 1945 1949 1955 rVB 440711 648173 3.57% 0.634%
47 13.292 1992 2002 2007 rBV3 308827 594727 3.27% 0.582%
48 13.347 2007 2011 2014 rVB2 166538 199671 1.10% ©.195%
49 13.426 2020 2024 2033 rVB 258712 377380 2.08% 0.369%
50 13.780 2072 2082 2089 rVB 1615737 2004809 11.04% 1.960%

Sum of corrected areas: 102264807
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032622\
Data File : VX027736.D

Acqg On : 26 Mar 2022 18:48

Operator : JC/MD

Sample : N2084-01

Misc : 5.06g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032522W.M
Quant Title : SW846 8260

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

Abundance TIC: VX027736.D\data.ms
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Abundance TIC: VX027736.D\data.ms
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Abundance TIC: VX027736.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032622\
Data File : VX027736.D

Acqg On : 26 Mar 2022 18:48

Operator : JC/MD

Sample : N2084-01

Misc : 5.06g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032522W.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 Nonane, 3-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.781 109.16 ug/l 675652  Chlorobenzene-d5 10.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl- 142 C1eH22 005911-04-6 60
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 60
3 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 53
4 3-Bromooctane 192 C8H17Br 000999-64-4 46
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 38

Abundance Scan 1590 (10.780 min): VX027736.D\data.ms (-1582) (-  m/z 57.20 100.00%
54

2
41.1
5000
81.2
" e
‘ o 211‘3-3 i 10.50 11.00
O {‘c ] 1 W“ e ST m/z 71.20 65.10%
m/z--> 20 40 60 80 100 120 140
Abundance #22080: Nonane, 3-methyl-
57.0
5000 41,0 Jk = —
10.50 11.00
m/z 41.10 58.61%
113.0
O\ \].\5‘1.(‘] T 1 T \‘i‘} T \““ T \“} \‘8?.\()\ T ‘ L f“\ ‘ T \:!_4‘2\-0\\
m/z--> 20 40 60 80 100 120 140
Abundance #22091: Octane, 2,6-dimethyl-
57.0
= e
10.50 11.00
5000 m/z 43.10  56.84%
41.0
| ‘ gso 1130
e -1 N T e Y
m/z--> 20 40 60 80 100 120 140
Abundance #22108: Octane, 3,6-dimethyl- — .
57.0 10.50 11.00
m/z 67.15 36.61%
5000
410 113.0
| ‘ 850 142.0
Y S T Y M R el AL =l
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032622\
Data File : VX027736.D

Acqg On : 26 Mar 2022 18:48

Operator : JC/MD

Sample : N2084-01

Misc : 5.06g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032522W.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 2 Cyclohexane, (1-methylethyl)- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.860 108.98 ug/l 674531 Chlorobenzene-d5 10.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 74
2 Cyclohexane, propyl- 126 CSH18 001678-92-8 64
3 Cyclopentane, 1l-ethyl-1-methyl- 112 C8H16 016747-50-5 58
4 Cyclohexane, methyl- 98 C7H14 000108-87-2 43
5 trans-7-Oxabicyclo[4.3.0]nonane 126 C8H140 027345-70-6 38

Abundance Scan 1603 (10.860 min): VX027736.D\data.ms (-1594) (-  m/z 83.15 100.00%
55. 3

5.1 83.2
5000
39T 126.3 - T
10.50 11.00
109.2
N S— ‘H‘ uu‘ Lo RS L1422 5510 93.66%
miz--> 20 40 60 80 100 120 140
Abundance #13247: Cyclohexane, (1-methylethyl)-
55.0 83.0
5000 T —
10.50 11.00
m/z 41.10 67.72%
39,0 “ 126.0
O\ \1\5\.()‘\‘\‘\ \““\ T \M“ T }‘\ T “1 L ‘170\9‘\.()\ ‘ \‘\ T ‘ L
m/z--> 20 40 60 80 100 120 140
Abundance #13203: Cyclohexane, propyl-
3.0
55.0
= ——
10.50 11.00
5000 m/z 82.20 60.92%
39lo 126.0
o‘H‘_UH“”HJ‘l‘_‘:‘mﬂlm‘_m_m‘m
m/z--> 20 40 60 80 100 120 140
Abundance #7665: Cyclopentane, 1-ethyl-1-methyl- = ==
83.0
55.0 10.50 11.00
m/z 57.10 40.83%
5000
27.0 L
o"m"H‘“;”HJ‘!‘_‘“M‘1”“_1‘1‘210_”‘_” o EvaS
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032622\
Data File : VX027736.D

Acqg On : 26 Mar 2022 18:48

Operator : JC/MD

Sample : N2084-01

Misc : 5.06g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032522W.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 3 Benzene, 1l-ethyl-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.390 1022.38 ug/1 17261500 1,4-Dichlorobenzene-d4 12.030
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 94
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 1690 (11.390 min): VX027736.D\data.ms (-1684) (-~ m/z 105.15 100.00%
105.2
5000
120.2 A
A Al
391 7.1 | 11.00 11.50
OF e mp‘ b 1383 0600 32.17%
m/z--> 20 40 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 — AM A
1200 11.00 11.50
m/z 91.20 14.09%
39.0 77.0
0 \\\‘\‘\ T \“ T \‘\5\9‘9‘\ T \““ T \‘r‘ T ‘H‘\ \‘\“‘\ L
miz-> 20 40 60 80 100 120 140
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0
11.00 11.50
5000 m/z 77.10 13.19%
120.0
39.0 77.0
0 “‘H H‘;‘S“"“‘ ‘ ““‘ - e
miz--> 20 40 60 80 100 120 140
Abundance #10705: Benzene, 1,2,4-trimethyl- /\‘ : e
105.0 11.00 11.50
m/z 79.15 10.23%
5000 120.0
28.0 51.0 77.0
0 m_w\H\_Nm”‘M_JH N
m/z--> 40 60 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032622\
Data File : VX027736.D

Acqg On : 26 Mar 2022 18:48

Operator JC/MD

Sample : N2084-01

Misc : 5.06g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032522W.M
. SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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, 1,2,3-trimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.622 260.40 ug/l 4396510 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Mesitylene 120 CS9H12 000108-67-8 91

Abundance Scan 1728 (11.622 min): VX027736.D\data.ms (-1722) (- m/z 105.15 100.00%

105.2
5000
120.2
91 g 77“1 | 1503 11550 12.00
ol e 2 b W 1393 0 7 120,20 30.16%
miz--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 11 50 12 00
m/z 77.10 12.75%
39.0 77.0
O T \‘\ T \“ T \‘\5\9|Q‘\ T \““ T \‘1 T ‘H‘\ \‘\“‘\ L
miz--> 20 40 60 80 100 120 140
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0 ll 50 12 00
5000 91.15 12.57%
39.0 77.0
obt50 b 220 b Ll
miz--> 20 40 60 80 100 120 140
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0 11.50 12.00
79.10 10.74%
5000
120.0
39.0 77.0
O N VIO N Y O N
m/z--> 20 40 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032622\
Data File : VX027736.D

Acqg On : 26 Mar 2022 18:48

Operator : JC/MD

Sample : N2084-01

Misc : 5.06g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032522W.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 5 Benzene, 1,2,4-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.091 270.08 ug/l 4559940 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 1805 (12.091 min): VX027736.D\data.ms (-1800) (- m/z 105.15 100.00%
105.2
5000
[
9.1 77"1 12.00
O b RIS L 122.2 1403 m/z 120.15  41.20%
m/z--> 20 40 60 80 100 120 140
Abundance #10692: Mesitylene
105.0
5000 A‘ j \‘A
12.00
m/z 77.10 13.43%
77.0
O T ‘2\7\.0\\" T \‘M.‘\H‘ ‘\‘\ T \‘H‘ T \‘\ T ‘M‘\ \J\-“Z\.(\)\ T ‘ LU
miz-> 20 40 60 80 100 120 140
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
12.00
5000 m/z 91.20 11.11%
9. 77.0
0 ‘1‘5"(‘)“1 ‘ “,H H‘;?g"?“ ‘ ‘M‘ by ‘U‘ ‘%‘2"9‘ AR
miz--> 20 40 60 80 100 120 140
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 12.00
m/z 119.15 10.13%
5000
28.0 51.0 77.0
PP T RN RO Y - S
m/z--> 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032622\
Data File : VX027736.D

Acqg On : 26 Mar 2022 18:48

Operator : JC/MD

Sample : N2084-01

Misc : 5.06g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032522W.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 6 Benzene, 1-propenyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.250 410.33 ug/l 6927910 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 87
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 55
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 55
4 Benzene, 1,1'-(1-ethenyl-1,3-pro... 222 C17H18 061141-97-7 52
5 Deltacyclene 118 C9H1e 007785-10-6 50

Abundance Scan 1831 (12.250 min): VX027736.D\data.ms (-1826) (- m/z 117.20 100.00%
11y.2

5000
91.2
391 63.1 ‘ 13‘4'2 12.00 12.50
Ol b Ll el L1522 0 98,15 56.00%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10193: Benzene, 1-propenyl-
11y7.0
5000 “ﬂAﬁ = —
12.00 12.50
91.0 o
m/z 119.15 40.47%
51.0 ‘
0 \\’2\7‘\.(\)\“ f \“1 \“““\‘\7\4‘}9‘\\“1 T “‘\\\ (BB s
m/z--> 20 40 60 80 100 120 140 160
Abundance #10191: Benzene, 2-propenyl-
117.0
12.00 12.50
5000 ITI/Z 105.15 37.75%
91.0
51.0
27.0 | [0
0t el
m/z--> 20 40 60 80 100 120 140 160 A
Abundance #10195: Benzene, cyclopropyl- > DA —
117.0 12.00 12.50
m/z 115.20 34.93%
5000
91.0
51.0 ‘
ol 20w TR Lm
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032622\
Data File : VX027736.D

Acqg On : 26 Mar 2022 18:48

Operator : JC/MD

Sample : N2084-01

Misc : 5.06g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032522W.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, 2-ethyl-1,4-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.323 201.45 ug/1 3401200 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 94
2 o-Cymene 134 C10H14 000527-84-4 94
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1leH14 000934-80-5 93
4 p-Cymene 134 CleH14 000099-87-6 93
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 93

Abundance Scan 1843 (12.323 min): VX027736.D\data.ms (-1838) (- m/z 119.20 100.00%
119.2
5000
91.2 M
I s
39.1 65.0 ‘ 1382 12.00 12.50
0o el L APB2155.0 o C0s 20 37.49%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 - m NIV
12.00 12.50
m/z 134.20 36.51%
91.0
ol,15.0 390,650, | |
\\\’\\\\’\\\\‘\\\1‘\\\\‘\\\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #16997: o-Cymene
119.0
i\
12. 00 12. 50
5000 m/z 91.20 26.77%
410 91.0 J
65.0
O | 1380
miz--> 20 40 60 80 100 120 140 160
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0 12.00 12.50
m/z 77.10 12.99%
5000
91.0
39 0 65.0 ‘
JL150 a0 A |

m/z--> 20 40 60 80 100 120 140 160 12. 00 12 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032622\
Data File : VX027736.D

Acqg On : 26 Mar 2022 18:48

Operator : JC/MD

Sample : N2084-01

Misc : 5.06g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032522W.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 8 Indene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.420 143.63 ug/l 2425080 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 97
2 3-Methylphenylacetylene 116 C9H8 000766-82-5 94
3 Benzene, 1-propynyl- 116 C9H8 000673-32-5 91
4 Benzene, 1,2-propadienyl- 116 C9H8 002327-99-3 91
5 2-Methylphenylacetylene 116 CSH8 000766-47-2 87

Abundance Scan 1859 (12.420 min): VX027736.D\data.ms (-1849) (- m/z 115.15 100.00%
11%.2

5000
57.2 891 AAAA\ \‘”qkﬁ“\
ﬂ H 134.3 12.50
om_mh‘ww‘u‘h hu‘m“““““"‘1‘5“’?"3”H m/z 116.15  97.44%

miz--> 20 80 100 120 140 160

Abundance #9543: Indene

116.0
5000 L

1250
m/z 57.20 18.38%

39.0 30 890
O\\\‘\}\\‘\\H\\““\\\\‘\\‘\\‘\\\“‘\\\\‘\\\\‘\\\\
m/z--> 20 40 80 100 120 140 160
Abundance #9550. 3-Methylphenylacetylene
115.0

12 50
63.0 89.0
0 359**?2?**“m**“\*L*!**“H***w****w*** ﬂvaA
m/z--> 20 40 60 80 100 120 140 160 J\\AAA
Abundance #9544: Benzene, 1-propynyl- ”UNJ\
115.0 1250

m/z 63.05 13.95%

5000
63.0 89.0
oL1so 390 7 7 !
sl W NS | —

m/z--> 20 40 60 80 100 120 140 160 12.50

82X032522W.M Mon Mar 28 16:27:06 2022
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032622\
: VXe27736.D
: 26 Mar 2022 18:48

JC/MD

: N2084-01
: 5.06g/10mL/100uL/5.00mL/MSVOA_X/MEOH
: 21 Sample Multiplier:

1

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032522W.M

. SW846 8260

: 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

12.616

Hit# of 5

EstConc

93.25 ug/1

9 Benzene, 4-ethyl-1,2-dimethyl-

1574460

Tentative ID

Concentration Rank 10

Relative to ISTD R.T.

1,4-Dichlorobenzene-d4

12.030

1 Benzene,
2 Benzene,
3 Benzene,
4 o-Cymene
5 Benzene,

2-ethyl-1,4-dimethyl-
4-ethyl-1,2-dimethyl-
2-ethyl-1,3-dimethyl-

1-ethyl-2,4-dimethyl-

C10H14
CleH14
C10H14
C10H14
C10H14

Abundance Scan 1891 (12.616 min): VX027736.D\data.ms (-1887) (-
119.2

001758-88-9 94
000934-80-5 94
002870-04-4 94
000527-84-4 94
000874-41-9 94

m/z 119.20 100.00%

w M
91.2
391 651 12.50 13.00
Ol bt el 1363 m/z 134.20  27.12%
miz--> 20 40 60 80 100 120 140
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
12.50 13.00
m/z 91.20 18.34%
91.0
0ok \1\5\.0‘ T \3\9“‘0\ i \??.\0\ \‘”’ T \‘\ T “1“\ \‘\“l T \1\ ‘\6.‘0\ T
miz--> 20 40 60 80 100 120 140
Abundance #17084: Benzene, 4-ethyl-1,2-dimethyl-
119.0
12.50 13.00
5000 ITI/Z 120.20 9.91%
15.0 39.0 65.0 91.0
N O s RO P T -
miz--> 20 40 60 80 100 120 140
Abundance #17079: Benzene, 2-ethyl-1,3-dimethyl-
119.0 12.50 13.00
m/z 105.15 9.70%
39.0 91.0 J
65.0
o““"M"M“w"w"$W“L“w‘mw}‘4~§9““ — . foﬁ T
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032622\
Data File : VX027736.D

Acqg On : 26 Mar 2022 18:48

Operator : JC/MD

Sample : N2084-01

Misc : 5.06g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032522W.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|
Nonane, 3-methyl- 10.781 109.2 ug/l 675652 3 10.061 309482 50.0
Cyclohexane, (1... 10.860 109.0 ug/l 674531 3 10.061 309482 50.0
Benzene, 1l-ethy... 11.390 1022.4 ug/l 17261500 4 12.030 844182 50.0
Benzene, 1,2,3-... 11.622 260.4 ug/l 4396510 4 12.030 844182 50.0
Benzene, 1,2,4-... 12.091 270.1 ug/l 4559940 4 12.030 844182 50.0
Benzene, 1-prop... 12.250 410.3 wug/l 6927910 4 12.030 844182 50.0
Benzene, 2-ethy... 12.323 201.4 ug/l 3401200 4 12.030 844182 50.0
Indene 12.420 143.6 ug/l 2425080 4 12.030 844182 50.0
Benzene, 4-ethy... 12.616 93.3 ug/l 1574460 4 12.030 844182 50.0
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