LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032723\
Data File : VX034756.D

Acqg On : 27 Mar 2023 17:45

Operator : JC/MD

Sample : 02065-02

Misc : 5.02g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 23  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\82X031023W.M
Title : SW846 8260
Signal : TIC: VX@34756.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1  2.422 210 219 257 rVB 650122 2930634 40.94% 5.750%
2 5.385 694 705 714 rBV 150051 439645 6.14% 0.863%
3 5.501 714 724 725 rVWV2 124749 300906 4.20% 0.590%
4 5.550 726 732 755 rVB 294441 974276 13.61% 1.911%
5 5.812 763 775 789 rBV 173738 502583 7.02% 0.986%
6 5.958 789 799 814 rVB 188781 515315 7.20% 1.011%
7 6.178 821 835 841 rBV6 19800 76645 1.07% 0.150%
8 6.604 895 905 915 rBvV2 66188 163413 2.28% 0.321%
9 6.757 920 930 949 rVB 458033 1099612 15.36% 2.157%
10 8.647 1234 1240 1246 rBV 944260 1464404 20.45% 2.873%

11 8.720 1246 1252 1266 rVB 4469672 7159203 100.00% 14.046%
12 9.902 1441 1446 1451 rVB 71778 106282 1.48%
13 10.006 1456 1463 1466 rBV 62202 92280 1.29%
14 10.055 1466 1471 1485 rVV 864642 1306978 18.26%

P NO®O
Ay
[o]
iy
R

15 10.195 1487 1494 1499 rVV 357637 515778  7.20% 012%
16 10.299 1502 1511 1517 rVV 1628930 2439262 34.07% 4.786%
17 10.360 1517 1521 1532 rVB2 230149 333406 4.66% ©.654%
18 10.585 1551 1558 1562 rBv2 93217 162169 2.27% ©.318%
19 10.640 1562 1567 1576 rVB 656814 973697 13.60%  1.910%
20 10.780 1587 1590 1593 rVB 101505 114966 1.61% 0.226%

21 10.854 1599 1602 1606 rBV3 89409 121473 1.70%
22 10.945 1613 1617 1619 rBV 71128 109136 1.52%
23 11.085 1634 1640 1653 rBV2 798504 1425466 19.91%
24 11.189 1653 1657 1660 rVVv2 139037 221801 3.10%
25 11.213 1660 1661 1666 rVB2 104534 109342 1.53%

OO NOO
N
(o]
~N
3R

26 11.305 1672 1676 1680 rBV 194272 263125 3.68%
27 11.378 1684 1688 1694 rBV 809668 1503742 21.00%
28 11.451 1694 1700 1702 rVV2 457535 924965 12.92%

oOrRrLrNO
(o]
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R

29 11.475 1702 1704 1709 rVB 937129 1017386 14.21% 996%
30 11.530 1709 1713 1717 rVB3 65589 87157 1.22% 171%
31 11.e616 1722 1727 1734 rVB2 412344 702519 9.81% 1.378%
32 11.683 1734 1738 1740 rBV3 127603 162207 2.27% 0.318%
33 11.713 1740 1743 1746 rBV2 401197 474693 6.63% 0.931%
34 11.756 1746 1756 1759 rVB 1719687 2559348 35.75% 5.021%
35 11.841 1759 1764 1766 rBV 167770 266678 3.72% ©.523%

36 11.890 1766 1772 1776 rVB2 413703 589954  8.24% 1.157%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032723\
Data File : VX034756.D

Acqg On : 27 Mar 2023 17:45

Operator : JC/MD

Sample : 02065-02

Misc : 5.02g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 23  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\82X031023W.M
Title : SW846 8260
37 11.939 1776 1780 1784 rBV2 501371 784025 10.95% 1.538%
38 11.975 1784 1786 1790 rVB3 228757 228031 3.19% 0.447%
39 12.024 1790 1794 1799 rBV2 1016676 1537713 21.48% 3.017%
40 12.091 1799 1805 1810 rBV3 488527 1039091 14.51% 2.039%
41 12.152 1812 1815 1817 rBV3 86914 102320 1.43% 0.201%
42 12.250 1824 1831 1833 rBV2 490066 931973 13.02% 1.828%
43 12.317 1837 1842 1848 rVV4 883219 1700220 23.75% 3.336%
44 12.420 1849 1859 1863 rVV 1538841 2215985 30.95% 4.348%
45 12.463 1863 1866 1873 rVB3 483923 839272 11.72% 1.647%
46 12.536 1874 1878 1879 rBV 337068 409051 5.71% 0.803%
47 12.554 1879 1881 1885 rVV 389533 515570 7.20% 1.012%
48 12.615 1888 1891 1899 rVB 380171 636982 8.90%  1.250%
49 12.701 1899 1905 1906 rBV3 194548 364676 5.09% 0.715%
50 12.762 1912 1915 1920 rVB3 129130 164917 2.30% 0.324%
51 12.817 1920 1924 1932 rVB5 435070 679867 9.50% 1.334%
52 12.884 1932 1935 1938 rBv2 312560 418359 5.84% 0.821%
53 12.920 1938 1941 1944 rVB 209615 250297 3.50% 0.491%
54 12.963 1944 1948 1950 rBV 302241 419239 5.86% ©.823%
55 13.042 1955 1961 1964 rBV4 200197 310068 4.33% 0.608%
56 13.170 1975 1982 1986 rBV5 212345 418293 5.84% 0.821%
57 13.213 1986 1989 1991 rwV 87415 113506 1.59% 0.223%
58 13.268 1995 1998 1999 rvv2 190187 241381 3.37% 0.474%
59 13.292 1999 2002 2007 rVV2 573556 770902 10.77% 1.512%
60 13.420 2018 2023 2032 rVB3 287203 598394  8.36% 1.174%
61 13.506 2033 2037 2040 rBvV2 93182 131826 1.84% 0.259%
62 13.585 2046 2050 2054 rBV4 110310 190134 2.66% 0.373%
63 13.670 2061 2064 2073 rVB6 83802 163354 2.28% 0.320%
64 13.774 2078 2081 2088 rVB 152590 303797 4.24%  0.596%
65 13.920 2102 2105 2111 rVB5 65770 124145 1.73% 0.244%
66 14.072 2126 2130 2133 rBv4 61378 83818 1.17% 0.164%
67 14.225 2150 2155 2160 rVB4 115715 197198 2.75% 0.387%
68 14.481 2194 2197 2205 rVB4 60942 127165 1.78%  0.249%
69 14.639 2216 2223 2226 rBV2 102805 187258 2.62% 0.367%
70 15.182 2308 2312 2320 rVB5 34777 73318 1.02% 0.144%

71 15.560 2368 2374 2380 rBV 602332 836240 11.68% 1.641%
72 15.975 2435 2442 2458 rBV2 277324 651576 .10% 1.278%

(o}

Sum of corrected areas: 50970407
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 02065-02
: 5.02g/1emL/100uL/5.00emL/MSVOA_X/MEOH
. 23

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032723\

: VX@34756.D
: 27 Mar 2023 17:45

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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0
Time-->

TIC: VX034756.D\data.ms
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.812.958
5.38% i 5812 6.178
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0
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TIC: VX034756.D\data.ms
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TIC: VX034756.D\data.ms

15.560
15.975

Aﬁéﬁ;}%& 18.920.0%4.2251 4 484.639 15.182

T ‘ T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T ‘ T
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\VX032723\
Data File : VX@34756.D

Acqg On : 27 Mar 2023 17:45

Operator : JC/MD

Sample : 02065-02

Misc : 5.02g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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 Hexane, 3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.812  25.79 ug/1 502583  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
2 Heptane 100 C7H16 000142-82-5 80
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 53
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 53
Abundance Scan 775 (5.812 min): VX034756.D\data.ms (-763) (-) m/z 43.10 100.00%
43.1
57.1 711
5000
‘ . 851 100.1 5.40 5.60 5.80 6.00 6.20
ol e e e m/z 71.10  63.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4465: Hexane, 3-methyl-
43.0
57.0 71.0
5000 [T T T T T T T T T T
5.40 5.60 5.80 6.00 6.20
290 m/z 57.10  57.24%
“ Il ‘ 85.0 100.0
0\\‘\\\.\‘\\\\‘\\H‘\}\\‘\\\{‘\\H“}\\\‘\\‘\\‘\\Hi\\\\’\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

—

Abundance #4464: Heptane
43.0

5.40 5.60 5.80 6.00 6.20

5000 57.0 71.0 m/z 70.10  57.17%
290 100.0
850
e A A RN Ea e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 M
Abundance #8635: Heptane, 4-methyl- R R
43.0 5.40 5.60 5.80 6.00 6.20
m/z 41.10 56.37%
71.0
5000
57.0
29.0
Jlaso T 850 90 1140
T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032723\
Data File : VX@34756.D

Acqg On : 27 Mar 2023 17:45

Operator JC/MD

Sample : 02065-02

Misc : 5.02g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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 2 Benzene, 1l-ethyl-2-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.378 48.90 ug/l 1503740 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 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 90
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
5 Mesitylene 120 CS9H12 000108-67-8 90

Abundance Scan 1688 (11.378 min): VX034756.D\data.ms (-1684) (- m/z 105.10 100.00%
105.1
5000
120.1 f\
P
300 o, 77.0 11.00 11.50
Ob i 2o 140206 05 30,42
miz--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 T ]\‘
120.0 11.00 11.50
m/z 77.05 13.25%
39.0 77.0
O T \‘\ T \“ T \‘\5\9‘9‘\ T \“" T \‘1 T ‘H‘\ \‘\“‘\ L
miz--> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
11. 00 11 50
5000 ITI z 91.05 13.10%
120.0
77.0
39.0
oL 280, o A0 b bl
miz-> 20 40 60 80 100 120 140
Abundance #10721: Benzene, 1-ethyl-4-methyl-
105.0 11. 00 11 50
m/z 79.00 8.74%
5000
120.0
77.0
olaso 389 seo L
m/z--> 20 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\VX032723\
Data File : VX@34756.D

Acqg On : 27 Mar 2023 17:45

Operator : JC/MD

Sample : 02065-02

Misc : 5.02g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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-4-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.616  22.84 ug/l 702519 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 93
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 87
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 87
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 87
5 Mesitylene 120 CS9H12 000108-67-8 87
Abundance Scan 1727 (11.616 min): VX034756.D\data.ms (-1722) (| m/z 105.05 100.00%
105.1
5000 \
77.0
39.1 551 111 11.50 12.00
Sl oot [ I N 0 1 m/z 120.10  30.87%
m/z--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 M LA ‘ J\
11.50 12.00
m/z 91.00 12.98%
39.0 77.0
O T \‘\ T \“‘\ \“f‘sg‘.?‘\ T \““ T \“\ T ‘H‘\ \]‘-12“‘1\'9\ T
miz-> 20 40 60 80 100 120 140
Abundance #10721: Benzene, 1-ethyl-4-methyl-
105.0
11.50 12.00
5000 m/z 77.00 12.39%
77.0
0150 390 590 ") | | 1210
et e e
miz--> 20 40 60 80 100 120 140
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 11.50 12.00
m/z 79.00 10.17%
5000
39.0 .0 121.0
0 RN - A MY s UNWIWESI T
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\VX032723\
Data File : VX@34756.D

Acqg On : 27 Mar 2023 17:45

Operator : JC/MD

Sample : 02065-02

Misc : 5.02g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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, 2-propenyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.250  30.30 ug/l 931973 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 92
2 Benzene, 1-propenyl- 118 C9H10 000637-50-3 90
3 Benzene, 1-ethenyl-4-methyl- 118 C9H1e 000622-97-9 83
4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 60
5 Deltacyclene 118 C9H1e 007785-10-6 60

Abundance Scan 1831 (12.250 min): VX034756.D\data.ms (-1824) (- m/z 117.10 100.00%

117.1
5000
91.1
411 691

12.00 12.50
‘ 13%11542
0 m e [ m/z 118.10 52.50%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10192: Benzene, 2-propenyl-
11v.0
5000 91.0 \ o ‘ ‘”%ka
: 12.00 12.50

m/z 105.05 47.64%

39.0 65.0
0 H\‘HH“"\\“M““\‘H‘\H‘\M\“‘\H (LIS ANL L L |
m/z--> 20 40 60 80 100 120 140 160
Abundance #10193: Benzene, 1-propenyl-
117.0

12.00 12.50
5000 m/z 119.05 44 .75%
91.0
51.0 ‘
oH“27‘9“,‘““““““73‘9_mm\m -
m/z--> 20 40 60 80 100 120 140 160
Abundance #10202: Benzene, 1-ethenyl-4-methyl-
117.0 12.00 12.50

m/z 115.00  35.42%

5000 010
39.0 ‘630
15.0
0 ““w“»r‘ﬂvwwH‘Hw“J:“¢“ —

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\VX032723\
Data File : VX@34756.D

Acqg On : 27 Mar 2023 17:45

Operator : JC/MD

Sample : 02065-02

Misc : 5.02g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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 Undecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.420 72.05 ug/l 2215990 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 76
2 Decane, 2-methyl- 156 C11H24 006975-98-0 72
3 Tetradecane 198 C14H30 000629-59-4 64
4 Decane 142 C10H22 000124-18-5 59
5 Hexadecane 226 C16H34 000544-76-3 53
Abundance Scan 1859 (12.420 min): VX034756.D\data.ms (-1849) (- m/z 57.10 100.00%
57.1
5000
85.1
— T
12.50
113.1 156.2
) S | SO Y R 2 m/z 43.10  90.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33077: Undecane
57.0
5000 T
85.0 12.50
29.0 ’ m/z 41.10 57.16%
“ H | ‘ 113.0 156.0
O\\\\‘\‘\\\“}\\\“\\H\‘1\\\”‘\\“\‘\‘\\\‘\\\\“\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33086: Decane, 2-methyl-
43.0
——
12.50
m/z 71.10 49.21%
5000 710
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane 1
57.0 12.50
m/z 55.10 35.08%
5000
85.0
29.0
0 ‘\‘ “\ HH\ MH\ I8 \\‘ 11\:\30u 14;0 169.0 19\80
R o o R e e AR —
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\VX032723\
Data File : VX@34756.D

Acqg On : 27 Mar 2023 17:45

Operator : JC/MD

Sample : 02065-02

Misc : 5.02g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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, 1-methyl-4-propyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.463  27.29 ug/l 839272 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 91
2 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 60
3 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 60
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 50
5 Oxirane, 2-methyl-2-phenyl- 134 CS9H1e0 002085-88-3 46
Abundance Scan 1866 (12.463 min): VX034756.D\data.ms (-1863) (- m/z 105.10 100.00%
105.1
5000
55.1
0 134.1
Lok ] H‘ L] s o
Ot e SR m/z 55.1@ 35.63%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000 1
12.50
134.0 m/z 69.10  28.94%
0 270 | 5]\_0 M ‘ H I |
\\\’\\\\’\\\\’1\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0
——
12.50
5000 m/z 97.10 27.55%
134.0
77.0
ol150 390 570 A
A o W
m/z--> 20 40 60 80 100 120 140 160
Abundance #17625: Benzeneacetaldehyde, .alpha.-methyl- ——
105.0 12.50
m/z 134.05  21.42%
5000
77.0
270 510 H | 13‘4.0
oM,JJH,HH,HH_m‘ e
m/z--> 20 40 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032723\
Data File : VX@34756.D

Acqg On : 27 Mar 2023 17:45

Operator JC/MD

Sample : 02065-02

Misc : 5.02g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.M
. 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 8 Naphthalene, decahydro-2-me... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.817 22.11 ug/1 679867 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 97
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 95
3 Pulegone 152 C1@H160 000089-82-7 81
4 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 015932-80-6 81
5 Decalin, anti-1-methyl-, cis- 152 C11H20 1000158-89-0 72

Abundance Scan 1924 (12.817 min): VX034756.D\data.ms (-1920) (- m/z 81.10 100.00%
81.1
152.2
5000 41.1
110.1 . [ T
EY B i
o‘_mg‘m P11 ) O P B m/z 67.05 75.25%
miz--> 20 4 60 80 100 120 140 160
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 — ——
12.50 13.00
109.0 l m/z 152.20 70.18%
65 ‘
[OF; ‘2\5‘\ T \‘H‘\ \H\“\ \“H t \‘\H\“ T i“\ T ‘M \1\3\ .‘0\ \‘\‘\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #29490: trans-Decalin, 2-methyl-
81.0
L e
55.0 152.0 12.50 13.00
5000 m/z 95.10 61.83%
39,0 ‘ 109.0
ob L i ol Lol L
m/z--> 20 60 80 100 120 140 160
Abundance #29064: Pulegone “ ——
81.0 12.50 13.00
152.0 m/z 41.10 47.77%
5000 41.0 109.0 M
650 |
NN | 0 AT, P O 23 A Sl
m/z--> 20 40 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032723\
Data File : VX@34756.D

Acqg On : 27 Mar 2023 17:45

Operator : JC/MD

Sample : 02065-02

Misc : 5.02g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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 2,4-Dimethylstyrene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.292  25.07 ug/l 770902 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 93
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 90
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 80
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 78
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 60
Abundance Scan 2002 (13.292 min): VX034756.D\data.ms (-1999) (- m/z 117.00 100.00%
117.0
5000
67.0 91.0
39.1 : m - 166.2 13.00 13.50
(o} H““ﬂh“t‘w“ m/z 119.10  48.26%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16113: 2,4-Dimethylstyrene
117.0
5000
91.0 13.00 13.50
390 0 m/z 132.05  33.89%
15.0 ‘ ‘
O\\\‘\‘\\\‘H\\m\“‘m\\H“\\}\‘H\‘\\‘\U‘\‘\‘\\\\‘\\\\‘\\
miz--> 20 40 80 100 120 140 160 180
Abundance #16152.1H4ndene,23—mhydnr44nemyh
117.0
13.00 13.50
5000 m/z 115.00 30.19%
390 450 910 ‘
0 ‘H“ﬁ‘uh‘ﬂu‘w“ﬂ‘uk““‘“WJ““H“““‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl- 7 I
117.0 13.00 13.50
m/z 91.05 23.03%
5000
91.0
51.0
27.0 ‘
0 “w“““ﬂhqw‘wu“m“w“ A —r— —
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: VX034756.D

: 27 Mar 2023 17:45
JC/MD

: 02065-02

: 5.02g/1emL/100uL/5.00mL

: 23 Sample Multiplier:

. SW846 8260

: C:\Database\NIST20.
LSCINT.

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032723\

/MSVOA_X/MEOH
1

L
P

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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 10 Phenol, 2,6-bis(1,1-dimethy...

15.560

Hit# of

EstConc
27.19 ug/1 836240

5 Tentative ID

Relative to ISTD

1,4-Dichlorobenzene-d4

Concentration Rank 6

12.024

henol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220

1P

2 2,4-Di-

3 3-(4-(tert-Butyl)phenyl)-2-methy...
41

52

tert-butylphenol

206 C14H220
206 C14H220

000128-39-2 98
000096-76-4 87
056107-04-1 81

-(3,6,6-Trimethyl-1,6,7,7a-tetr... 206 C13H1802 1000194-97-2 80
H-Indeno[1,2-b]furan-2-one, 3,3... 206 C13H1802 1000196-74-3 80
Abundance Scan 2374 (15.560 min): VX034756.D\data.ms (-2368) (- m/z 191.20 100.00%
191.2
5000
57.1 131.1 T T T
‘ 910 [ els | ‘ 15.50
o‘H_‘meunwhmupmﬁmhuw%wu%wu‘me‘uwuu_%gﬁc m/z 206.20  21.46%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82764: Phenol, 2,6-bis(1,1-dimethylethyl)-
191.0
5000 S
15.50
57.0 131.0 m/z 57.18 20.55%
o L asto |
O\H‘H\0\“\H\i\‘\\‘\"\}H‘\M\\M\M‘\“H\\‘i\;\\o\‘\\!\’\‘H\‘\\H‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82738: 2,4-Di-tert-butylphenol
191.0 /\\
Pl )
15.50
5000 ITI/Z 131.05 17.57%
57.0
0 270\ mgl\ow | 1470 | “
e N T T AR
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #82783: 3-(4-(tert-Butyl)phenyl)-2-methylpropan-1-ol e ‘
191.0 15.50
m/z 91.00 14.82%
5000
131.0
1.
70 M || koo || 1N
o‘H‘H‘w‘H‘,‘H‘,"H_‘H‘H‘wH‘w‘Hw‘H‘,wwwwww — ~
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX@32723\
Data File : VX034756.D

Acqg On : 27 Mar 2023 17:45

Operator : JC/MD

Sample : 02065-02

Misc : 5.02g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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|
Hexane, 3-methyl- 5.812 25.8 ug/l 502583 1 5.550 974276 50.0
Benzene, 1l-ethy... 11.378 48.9 ug/l 1503740 4 12.024 1537710 50.0
Benzene, 1l-ethy... 11.616 22.8 wug/l 702519 4 12.024 1537710 50.0
Benzene, 2-prop... 12.250 30.3 ug/l 931973 4 12.024 1537710 50.0
Undecane 12.420 72.0 ug/l 2215990 4 12.024 1537710 50.0
Benzene, 1-meth... 12.463 27.3 ug/l 839272 4 12.024 1537710 50.0
Naphthalene, de... 12.817 22.1 ug/l 679867 4 12.024 1537710 50.0
2,4-Dimethylsty... 13.292 25.1 ug/l 770902 4 12.024 1537710 50.0
Phenol, 2,6-bis... 15.560 27.2 ug/l 836240 4 12.024 1537710 50.0

82X031023W.M Tue Mar 28 15:53:58 2023

Page:

13



