LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011623\
Data File : VX@33749.D

Acqg On : 16 Jan 2023 15:34

Operator : JC/MD

Sample : 01161-01 10X

Misc : 5.80g/10mL/100uL/5.00mL/MSVOA_X/MEOH 20230113-H4-STOCKPILE

ALS vial : 9 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\82X011123W.M

Title : SW846 8260

Signal : TIC: VX@33749.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.440 378 386 399 rBV 16547 36360 1.71% 0.205%
2 5.379 692 704 714 rBV 88247 249375 11.75% 1.404%
3 5.544 714 731 752 rVB 154166 486796 22.94% 2.740%
4 5.818 765 776 788 rBV3 11529 35099 1.65% 0.198%
5 5.946 788 797 803 rBV 88102 229353 10.81% 1.291%
6 6.031 803 811 826 rVB 299263 788138 37.13% 4.436%
7 6.604 895 905 913 rBV2 50083 119287 5.62% 0.671%
8 6.757 920 930 941 rBV 246659 587607 27.68% 3.307%
9 7.373 1022 1031 1040 rBV 40096 93447 4.40% 0.526%
10 8.269 1172 1178 1182 rBV 29126 47373 2.23% 0.267%
11  8.433 1199 1205 1209 rBvV2 22367 36555 1.72% 0.206%
12 8.500 1209 1216 1226 rVB 16699 34368 1.62% 0.193%
13 8.598 1226 1232 1234 rBV 19306 31964 1.51% 0.180%
14  8.647 1234 1240 1245 rVV 512553 825375 38.89% 4.646%
15 8.714 1245 1251 1264 rVV 1223045 1878437 88.50% 10.573%
16 8.824 1264 1269 1277 rVB2 32761 58264 2.75% 0.328%
17 8.909 1277 1283 1290 rBV 99139 143694 6.77% ©.809%
18 9.561 1386 1390 1394 rVB 15229 21456 1.01% 0.121%
19 9.903 1442 1446 1450 rVB2 22010 31211 1.47% 0.176%
20 10.006 1459 1463 1466 rBV 20065 25797 1.22%  0.145%
21 10.049 1466 1470 1477 rVB 507885 682666 32.16% 3.842%

22 10.189 1488 1493 1499 rBV 1238328 1642378 77.38%  9.244%
23 10.299 1504 1511 1517 rVV 1598389 2122498 100.00% 11.946%

24 10.360 1517 1521 1531 rVB 103224 139179 6.56% ©.783%
25 10.640 1562 1567 1582 rVB 636790 836281 39.40% 4.707%
26 10.780 1582 1590 1594 rBV2 14243 22903 1.08% 0.129%
27 10.963 1612 1620 1624 rBV 61662 98945 4.66% 0.557%
28 11.079 1633 1639 1651 rVB 450836 587543 27.68% 3.307%
29 11.244 1660 1666 1671 rVB 23470 35567 1.68% 0.200%
30 11.305 1671 1676 1683 rVV 83313 105799 4.98% ©.595%

31 11.378 1683 1688 1694 rVV 310895 533424 25.13%
32 11.451 1694 1700 1702 rVV 165423 259092 12.21%
33 11.475 1702 1704 1714 rVB 82281 92199 4.34%
34 11.610 1722 1726 1734 rBV 78379 118107 5.56%
35 11.750 1744 1749 1756 rVB 414663 509770 24.02%
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36 11.969 1777 1785 1788 rBV2 31908 50170 2.36%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011623\
Data File : VX033749.D

Acqg On : 16 Jan 2023 15:34

Operator : JC/MD

Sample : 01161-01 10X

Misc : 5.80g/10mL/100uL/5.00mL/MSVOA_X/MEOH 20230113-H4-STOCKPILE

ALS vial : 9 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\82X011123W.M
Title : SW846 8260
37 12.018 1788 1793 1799 rWwV 534796 702323 33.09% 3.953%
38 12.085 1799 1804 1808 rVV 103936 132929 6.26% ©.748%
39 12.128 1808 1811 1816 rVB 94431 111539 5.26% 0.628%
40 12.244 1823 1830 1838 rBv2 149158 229361 10.81% 1.291%
41 12.317 1838 1842 1848 rBv4 51797 80729 3.80% 0.454%
42 12.414 1848 1858 1864 rVWW 640004 862237 40.62% 4.853%
43 12.530 1873 1877 1879 rBV 19672 25942 1.22% 0.146%
44 12.609 1884 1890 1894 rBV2 45315 67192 3.17% ©.378%
45 12.701 1900 1905 1917 rVB4 10599 22285 1.05% ©0.125%
46 12.963 1944 1948 1955 rVB 34387 51814 2.44% 0.292%
47 13.170 1975 1982 1986 rBvV2 17459 25532 1.20% 0.144%
48 13.268 1995 1998 1999 rBV 22713 23813 1.12% 0.134%
49 13.286 1999 2001 2007 rVV3 30680 56284 2.65% 0.317%
50 13.341 2007 2010 2015 rVvV 93514 106958 5.04% 0.602%
51 13.426 2019 2024 2032 rVB 85631 117630 5.54% 0.662%
52 13.499 2032 2036 2041 rBV2 16794 22807 1.07% 0.128%
53 13.774 2076 2081 2091 rBV 1019573 1218249 57.40% 6.857%
54 14.640 2217 2223 2232 rVB 143421 189032 8.91% 1.064%
55 14.780 2240 2246 2259 rVB 77148 99565 4.69% 0.560%
56 15.414 2346 2350 2356 rVB 16961 24368 1.15% 0.137%
Sum of corrected areas: 17767066
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011623\
Data File : VX@33749.D

Acqg On : 16 Jan 2023 15:34

Operator : JC/MD

Sample : 01161-01 10X

Misc : 5.00g/10mL/180uL/5.00mL/MSVOA_X/MEOH 20230113-H4-STOCKPILE

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011123W.M
Quant Title : SW846 8260

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

Ab :
ul%cbad&% TIC: VX033749.D\data.ms

1400000
1200000
1000000
800000
600000

400000 6.031

200000 5.544

5.379 5.9
3.440 5.81
0H‘\H\‘HH‘\H\‘HH‘\H\“v—vﬂ\‘\H\‘HH‘\H\‘HH‘\H\‘/\\\H’\H\‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘H_F\T\\H\‘\H‘TTW_F

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
Abulr%doadgzct)eo TIC: VX033749.D\data.ms

10.299

1400000

8.714 10.18¢
1200000

1000000

800000

10.640

600000 8.647 10.049

11.079

400000 11.378

6.757

200000 8.909 360 11.3 '44571:
6.604 7.373 8.268.8386 -82'ﬂ 9.561 9.90306 0.78]CP)9€ 1124 )
T 1 P N N e

Oavgr T A T L — M T I = ™ ]
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Ab :
ul%cbad&% TIC: VX033749.D\data.ms

1400000

1200000

13.774
1000000

800000
12.414
600000 12.018

11.750
400000

200000 | 15042204 1336 14.640
. 14.780
. 119 31121880901 12-9633%@&@.499 J\J\ 15.414
T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T

T ‘ T T ‘ T
Time--> 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\VX011623\
Data File : VX@33749.D

Acqg On : 16 Jan 2023 15:34

Operator : JC/MD

Sample : 01161-01 10X

Misc : 5.00g/10mL/180uL/5.00mL/MSVOA_X/MEOH 20230113-H4-STOCKPILE

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011123W.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 Heptane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.604 10.15 ug/l 119287 1,4-Difluorobenzene 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 59
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 40
4 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 40
5 Acetaldehyde, propylhydrazone 100 C5H12N2 007422-88-0 38

Abundance Scan 905 (6.604 min): VX033749.D\data.ms (-895) (-) m/z 43.10 100.00%

3.1
71.1
5000
1001 (LN UL LR B R I B
‘ ‘ ‘ ‘ 6.20 6.40 6.60 6.80 7.00
oY m/z 41.10 61.12%
miz--> 20 40 60 80 100 120 140 160
Abundance #4464: Heptane
43.0
5000 710 ‘\\M\\’\\\\‘\\\\‘\\
6.20 6.40 6.60 6.80 7.00
% ‘ 100.0 m/z 71.10 56.49%
O\\\‘2\6”.\\\“1\\“‘\\1\’\\\\1\\\\‘\\\\‘\\\\’\\
miz--> 20 40 60 80 100 120 140 160
Abundance #93821: Oxalic acid, isobutyl pentyl ester
57.0
R
6.20 6.40 6.60 6.80 7.00
5000 m/z 57.10 50.21%
29.0
N | 0 s 161.0
B B maE o o e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #4465: Hexane, 3-methyl- R
43.0 6.20 6.40 6.60 6.80 7.00
m/z 56.10  33.23%
71.0
5000
obzeo | L L 000 apd VWA
m/z--> 20 40 60 80 100 120 140 160 6.20 6.40 6.60 6.80 7.00

82X011123W.M Tue Jan 17 14:48:32 2023 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011623\
Data File : VX@33749.D

Acqg On : 16 Jan 2023 15:34

Operator : JC/MD

Sample : 01161-01 10X

Misc : 5.00g/10mL/180uL/5.00mL/MSVOA_X/MEOH 20230113-H4-STOCKPILE

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011123W.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 Octane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.909 10.52 ug/l 143694  Chlorobenzene-d5 10.049

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane 114 C8H18 000111-65-9 94
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 86
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 64
4 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 64
5 Oxalic acid, butyl isohexyl ester 230 C12H2204 1000309-32-7 59

Abundance Scan 1283 (8.909 min): VX033749.D\data.ms (-1277) (-) m/z 43.10 100.00%

43.1
85.1
5000 57.1
71.1

I “ | 114.1 8.60 8.80 9.00 9.20
HMH‘_H‘_H‘_H‘_Hw‘HW‘HW‘HW‘HWH‘WJ‘WH‘WH“ m/z 85.10  52.09%

0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8620: Octane
43.0
5000 /\\\\‘\\\\’\\\\‘\\\\‘\\\\‘
57.0 8.60 8.80 9.00 9.20

29.0 71.0 890 m/z 41.05 45.83%

o Ll s
H’\\H‘\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14555: Heptane, 2,4-dimethyl-
43.0

8.60 8.80 9.00 9.20

o

5000 m/z 57.10 39.20%
85.0
270 57.0 71.0
0 “ ﬂ | 99.0 113.0128.0
,““““““
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /\
Abundance #8646: Hexane, 2,4-dimethyl- H_m,mwm‘mw
43.0 57.0 8.60 8.80 9.00 9.20

m/z 71.10 30.49%

85.0
5000
29.0 71.0
0. 150 H . ﬂ | 99.0 114.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011623\
Data File : VX@33749.D

Acqg On : 16 Jan 2023 15:34

Operator : JC/MD

Sample : 01161-01 10X

Misc : 5.00g/10mL/180uL/5.00mL/MSVOA_X/MEOH 20230113-H4-STOCKPILE

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011123W.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 Nonane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.360 10.19 ug/l 139179  Chlorobenzene-d5 10.049
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 94
2 Octane 114 C8H18 000111-65-9 59
3 4,4-Dimethyl octane 142 C1OH22 015869-95-1 53
4 1-Iodo-2-methylnonane 268 C10OH21I 1000101-47-9 50
5 Oxalic acid, isohexyl pentyl ester 244 C13H2404 1000309-32-8 50
Abundance Scan 1521 (10.360 min): VX033749.D\data.ms (-1517) (- | m/z 43.10 100.00%
43.1 57.0
5000 85.1
71.0
H “ 99.1 128.2 1000 10 50
oH,w,ww_HW‘_HWWwwwwwm‘_m m/z 57.05 86.92%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14523: Nonane
43.0
57.0
5000
29.0 10.00 10.50
71.0 85.0 m/z 41.10 47.62%
aso |l eso mo
H’HH’HH‘\\H‘\H\‘HH‘\H\‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8623: Octane
43.0
5 Pl
10.00 10.50
5000 m/z 85.10 42 .66%
57.0
29.0 71.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 j\
Abundance #22087: 4,4-Dimethyl octane fA\ 7~
43,0 57.0 10.00 10.50
85.0 m/z 71.05 27.76%
5000
99.0
g N I |
T T T 0 VYOO OO
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011623\
Data File : VX@33749.D

Acqg On : 16 Jan 2023 15:34

Operator JC/MD

Sample : 01161-01 10X

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

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011123W.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, 1l-ethyl-3-methyl- Concentration Rank 2

20230113-H4-STOCKPILE

R.T. EstConc Area Relative to ISTD R.T.
11.378 37.98 ug/l 533424 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 1688 (11.378 min): VX033749.D\data.ms (-1683) (- m/z 105.10 100.00%
105.1
5000
120.1
51.0 77‘0 | 1402 11.00 11.50
0y 3892 /7 120,010 32.81%
miz--> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000
120.0 11.00 11.50
m/z 91.05 11.86%
39.0
0 \\\‘\‘\\\“ T \5\9‘9\‘\\\“‘ T \M T “1‘\ \‘\““\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
— P
11.00 11.50
5000 m/z 76.95 10.99%
120.0
39.0 77.0
o “M“Wgﬂgﬂ ‘M“‘M“H“‘u‘p“““‘
m/iz--> 20 40 60 80 100 120 140
Abundance #10728: Benzene, 1-ethyl-4-methyl-
105.0 11.00 11.50
m/z 106.10 8.21%
5000
120.0
77.0
ol 150 30 se0 U1 o LA
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\VX011623\
Data File : VX@33749.D

Acqg On : 16 Jan 2023 15:34

Operator : JC/MD

Sample : 01161-01 10X

Misc : 5.00g/10mL/180uL/5.00mL/MSVOA_X/MEOH 20230113-H4-STOCKPILE

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011123W.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, 1l-ethyl-2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.610 8.41 ug/1 118107 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 93
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 93
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
5 Mesitylene 120 CS9H12 000108-67-8 90
Abundance Scan 1726 (11.610 min): VX033749.D\data.ms (-1722) (- | m/z 105.05 100.00%
105.1
5000 j\/h f\
120.1
77.0 115?L 12.00
39.0 57.9 ' .
b a3l 1803 s 100,05 30.56%
miz-> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0 /\M
5000 T ‘ J\
120.0 11.50 12 00

90.95  11.81%
" \

39.0 77.0
oLb— ‘ “‘ e “‘5‘9‘9\‘ , “\\‘ S ‘\;“ - \‘w‘ e
miz--> 20 40 60 80 100 120 140
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0

11.50 12.00
5000 77.00  11.05%
770 120.0
Lmo o
miz--> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 11.50 12.00

m/z 106.10 9.15%

5000
120.0
oL 180, %90 500 i

m/z--> 20 40 60 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011623\
Data File : VX@33749.D

Acqg On : 16 Jan 2023 15:34

Operator : JC/MD

Sample : 01161-01 10X

Misc : 5.00g/10mL/180uL/5.00mL/MSVOA_X/MEOH 20230113-H4-STOCKPILE

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011123W.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, 1,2,3-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.085 9.46 ug/l 132929 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 94
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 1804 (12.085 min): VX033749.D\data.ms (-1799) (- m/z 105.10 100.00%
105.1
5000
77.1 ]k 120{)k | |
39.1 ) 121.1 :
b B0 L ST 1522 yp 106,10 45.61%
m/z--> 20 40 60 80 100 120 140
Abundance #10692: Mesitylene
105.0
5000 A" j \}k '
12.00
m/z 77.10 11.14%
77.0 1
0\\\‘2\7\.(\)\“\\“}‘\”“\‘\\\‘H‘\\‘\\“‘\‘\\‘\“‘\.()\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
12.00
5000 m/z 119.10 10.52%
77.0
olaso 1 g0 4 ) A0
miz--> 20 40 60 80 100 120 140
Abundance #10717: Benzene, 1,2,4-trimethyl-
105.0 12.00
m/z 91.00 9.25%
5000
270 510 70 121.0
) S OV PR U A s N ol
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\VX011623\
Data File : VX@33749.D

Acqg On : 16 Jan 2023 15:34

Operator : JC/MD

Sample : 01161-01 10X

Misc : 5.00g/10mL/180uL/5.00mL/MSVOA_X/MEOH 20230113-H4-STOCKPILE

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011123W.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 1Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.244 16.33 ug/l 229361 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 81
2 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1e 1000191-13-7 74
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 68
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 64
5 Deltacyclene 118 C9H1e 007785-10-6 59

Abundance Scan 1830 (12.244 min): VX033749.D\data.ms (-1823) (- m/z 117.10 100.00%
117.1

5000
91.1
39‘.1 ‘63‘0 “ | I 134.0 12.00 12.50 .
O e bl e m/z 118.10 55.53%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10181: Indane
117.0
5000 Lo tsfie P
12.00 12.50
910 m/z 115.05 34.18%
39.0 63.0 ’ |
O\\‘\H.\‘\H‘\‘HH“\\H‘HH\1HUH‘H\‘HHH“\H\‘i‘\\\‘\\\\“\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.

1v.0 A

‘ ——
12.00 12.50

m/z 91.10 20.46%
5000 91.0
390 65.0
0"“‘H"HM‘H‘1"H““hu!‘1“‘”"‘“1‘H‘“‘1"““mwl“‘uwuuw
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10205: Benzene, 1-ethenyl-2-methyl- = Py
117.0 12.00 12.50
m/z 119.05 11.55%
5000
91.0
39.0 580
0H‘HH_HwH‘hHHNHMW%Tﬂﬁwuﬁmuuhuwﬂﬁuuwuw‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011623\
Data File : VX@33749.D

Acqg On : 16 Jan 2023 15:34

Operator : JC/MD

Sample : 01161-01 10X

20230113-H4-STOCKPILE

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_X/MEOH
ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011123W.M
. 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 1

R.T. EstConc Area Relative to ISTD R.T.
12.414 61.38 ug/l 862237 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 CSH8 000095-13-6 97
2 Benzene, 1-propynyl- 116 CSH8 000673-32-5 94
3 3-Methylphenylacetylene 116 CO9H8 000766-82-5 91
4 Benzene, l-ethynyl-4-methyl- 116 CO9H8 000766-97-2 91
5 Benzene, 1,2-propadienyl- 116 CSH8 002327-99-3 83

Abundance Scan 1858 (12.414 min): VX033749.D\data.ms (-1848) (- m/z 115.05 100.00%
115.1
5000
630 890 - 1250
0 390 ol A 156.2 ' ;
R R A B S B L LA e m/z 116.10  96.39%
m/z--> 20 40 60 80 100 120 140 160
Abundance #9541: Indene
116.0
5000 T T
12.50
m/z 89.00 11.62%
39.0 63‘.0 83.0 |
O\\\‘\\\\“\\H\\H"\‘\\\‘\‘\\\‘\\\H ‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #9547: Benzene, 1-propynyl-
115.0
Ao AL
12.50
5000 ITI/Z 62.95 10.30%
o, %0 e300 B
\\\‘\\\\‘\\M\\"\\\‘\‘\‘\\\‘\\\H ‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #9550: 3-Methylphenylacetylene NIV ‘A‘ .
115.0 12.50
m/z 117.05 9.10%
5000
63.0 89.0
39.0
m/z--> 20 40 60 80 100 120 140 160 12.50

82X011123W.M Tue Jan 17

14:48:39 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011623\
Data File : VX@33749.D

Acqg On : 16 Jan 2023 15:34

Operator : JC/MD

Sample : 01161-01 10X

Misc : 5.00g/10mL/180uL/5.00mL/MSVOA_X/MEOH 20230113-H4-STOCKPILE

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011123W.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-Methylindene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.426 8.37 ug/1 117630 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylindene 130 C1oH1e 002177-47-1 97
2 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 95
3 1H-Indene, 1-methyl- 130 C1leH1e 000767-59-9 94
4 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C1l0H10 015677-15-3 94
5 1,4-Dihydronaphthalene 130 C1oH1e 000612-17-9 93
Abundance Scan 2024 (13.426 min): VX033749.D\data.ms (-2019) (- | m/z 130.05 100.00%
130.1
30.0 63“0 ,q 1020 13 50
o w29 Pl 14731660 ) 115 60 91.29%
miz--> 20 40 60 80 100 120 140 160
Abundance #15022: 2-Methylindene
130.0
5000
13 50
- . m/z 129.0 79.81%
O ‘2\%\0\“ T \“\ T “H‘\ \H}“.‘ T \‘\]\-0‘“2\.(\)\ 1 ‘ \“ ‘\ T ‘ T T ‘ T T
m/z--> 20 40 80 100 120 140 160
Abundance  #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)-
130.0
13 50
5000 m/z 128.0 37.64%
51.0
N e
0 ‘M‘HH“M“W‘HW“M“M““M R
miz--> 20 40 80 100 120 140 160
Abundance #15031:1H4ndene,l4neﬂwL
130.0 13 50
m/z 127.0 18.02%
5000
270 ‘ 77.0  102.0 |
ol meww‘ml‘w S
m/z--> 20 40 80 100 120 140 160 13 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011623\
Data File : VX@33749.D

Acqg On : 16 Jan 2023 15:34

Operator : JC/MD

Sample : 01161-01 10X

Misc : 5.00g/10mL/180uL/5.00mL/MSVOA_X/MEOH 20230113-H4-STOCKPILE

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011123W.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 Benzocycloheptatriene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.640 13.46 ug/l 189032 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 86
Abundance Scan 2223 (14.640 min): VX033749.D\data.ms (-2217) (- | m/z 142.05 100.00%
142.1
5000
1151
—— ——
14.50 15.00
39.0 630 890
Ot e > Wl 1600 o141 00 90.47%
miz--> 20 40 60 80 100 120 140 160
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 e —
115.0 14.50 15.00

m/z 115.05 33.51%

10 710 090 |
0 ‘\\\\‘\\‘\\“‘\\‘\”\‘\‘\\\‘\\\‘}’\‘\\\i\\\\’\\
miz—> 20 40 60 80 100 120 140 160
Abundance #22142: Naphthalene, 1-methyl- ﬂ
142.0

14.50 15.00
m/z 143.05 12.01%
5000 115.0
90 90, 890 I
1 1l Wy 1l i L il I
e e el
m/z--> 20 40 60 80 100 120 140 160
Abundance #22140: Benzocycloheptatriene e P
141.0 14.50 15.00
m/z 139.00 10.80%
5000
115.0
39.0 63.0 89.0
0‘w‘ww\“‘ww”ww“‘w‘w‘”w‘}“\“w“ww‘wm‘},m‘m‘,“}mw,m L — L —
m/z--> 20 40 60 80 100 120 140 160 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011623\
Data File : VX033749.D

Acqg On : 16 Jan 2023 15:34

Operator : JC/MD

Sample : 01161-01 10X

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_X/MEOH 20230113-H4-STOCKPILE

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011123W.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|
Heptane 6.604 10.2 ug/l 119287 2 6.757 587607 50.0
Octane 8.909 10.5 wug/l 143694 3 10.049 682666 50.0
Nonane 10.360 10.2 wug/l 139179 3 10.049 682666 50.0
Benzene, 1-ethy... 11.378 38.0 ug/l 533424 4 12.024 702323 50.0
Benzene, 1l-ethy... 11.610 8.4 ug/l 118107 4 12.024 702323 50.0
Benzene, 1,2,3-... 12.085 9.5 ug/l 132929 4 12.024 702323 50.0
Indane 12.244 16.3 ug/l 229361 4 12.024 702323 50.0
Indene 12.414 61.4 ug/l 862237 4 12.024 702323 50.0
2-Methylindene 13.426 8.4 ug/l 117630 4 12.024 702323 50.0
Benzocyclohepta... 14.640 13.5 wug/l 189032 4 12.024 702323 50.0
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