LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61323\
Data File : VN@78181.D

Acqg On : 13 Jun 2023 13:12

Operator : JC\MD

Sample : 03170-03

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 7 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_N\methods\82N060623W.M

Title : SW846 8260

Signal : TIC: VN@78181.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.442 411 423 444 rBV 2671032 8623858 48.75% 11.872%
2 8.171 1043 1057 1061 rBV 461006 1116649 6.31% 1.537%
3 8.224 1061 1066 1077 rVV2 1099676 2563678 14.49% 3.529%
4 8.330 1077 1084 1093 rVvB3 107071 256924  1.45%  0.354%
5 8.447 1093 1104 1114 rBV 452002 1017384 5.75% 1.401%

8.582 1119 1127 1139 rVB 446151 1002725 5.67% 1
8.971 1184 1193 1206 rVB 500769 976358 5.52% 1
9.106 1206 1216 1228 rBV 1097566 2268089 12.82%  3.122%
10.571 1456 1465 1470 rBV 1599865 2994257 16.93% 4
10 10.635 1470 1476 1490 rVV 9696275 17690638 100.00% 24.354%

11 11.870 1678 1686 1697 rBV 1549803 2769820 15.66%
12 11.970 1697 1703 1708 rVV 195803 364188 2.06%
13 12.076 1712 1721 1731 rVV2 866576 1852441 10.47%
14 12.400 1765 1776 1785 rBV2 348878 854143  4.83%

ORr NO W
Ul
Ul
[
R

15 12.600 1796 1810 1812 rBVe 91402 302533 1.71% 416%
16 12.770 1832 1839 1842 rVV3 101163 246734 1.39%  0.340%
17 12.853 1847 1853 1862 rVB 1286504 2271332 12.84%  3.127%
18 13.041 1878 1885 1890 rBV 202912 412231 2.33% 0.567%
19 13.100 1890 1895 1899 rVV 570902 1027330 5.81% 1.414%
20 13.165 1899 1906 1914 rVB4 679612 1733415 9.80%  2.386%
21 13.341 1928 1936 1942 rBV 233507 488573 2.76% ©.673%
22 13.400 1942 1946 1953 rVV5 121601 224511 1.27%  0.309%
23 13.488 1954 1961 1973 rVB 943985 1639019 9.26% 2.256%
24 13.676 1987 1993 1998 rBV3 245455 452628 2.56% 0.623%
25 13.723 1998 2001 2008 rVv4 108091 223982 1.27% ©.308%
26 13.794 2008 2013 2022 rVV2 1515196 3038554 17.18% 4.183%
27 13.876 2022 2027 2033 rVB4 148068 318659 1.80% ©.439%
28 13.953 2033 2040 2042 rBV5 118805 206513 1.17% ©.284%
29 13.988 2042 2046 2049 rVV2 364350 638286 3.61% 0.879%
30 14.029 2050 2053 2062 rVV3 338150 734579  4.15% 1.011%
31 14.112 2062 2067 2073 rVV 573954 925591  5.23% 1.274%
32 14.188 2077 2080 2084 rVV 113490 178505 1.01% 0.246%
33 14.247 2086 2090 2093 rVV 202316 366128 2.07%  ©.504%
34 14.276 2093 2095 2100 rVV 236161 333410 1.88% 0.459%
35 14.335 2100 2105 2113 rVB 369105 592487 3.35% ©.816%

36 14.447 2118 2124 2129 rVB3 267750 452820 2.56% 0.623%

82N060623W.M Wed Jun 14 16:16:32 2023 Page: 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61323\
Data File : VNO©78181.D

Acqg On : 13 Jun 2023 13:12

Operator : JC\MD

Sample : 03170-03

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 7 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_N\methods\82N060623W.M
Title : SW846 8260
37 14.582 2140 2147 2151 rBV2 146501 277161 1.57% 0.382%
38 14.635 2151 2156 2157 rVvVv2 231429 343252 1.94% 0.473%
39 14.659 2158 2160 2163 rVvV2 322938 446745 2.53% 0.615%
40 14.700 2163 2167 2171 rVV 403638 664138 3.75% 0.914%
41 14.770 2175 2179 2188 rVB 685846 1252129 7.08% 1.724%
42 14.882 2194 2198 2202 rVB2 138810 197603 1.12% 0.272%
43 14.964 2202 2212 2218 rVB7 361999 1050227 5.94% 1.446%
44 15.041 2218 2225 2227 rBV3 423996 830152 4.69% 1.143%
45 15.106 2233 2236 2246 rVB4 175309 329876 1.86% 0.454%
46 15.217 2249 2255 2261 rBV 386516 690653 3.90% 0.951%
47 15.323 2268 2273 2278 rBV3 199350 404635  2.29% ©.557%
48 15.441 2287 2293 2300 rVB4 199413 497959 2.81% 0.686%
49 15.706 2333 2338 2342 rBV 124415 192712 1.09% 0.265%
50 15.753 2342 2346 2351 rBV3 154944 280015 1.58% 0.385%
51 15.841 2357 2361 2371 rVB6 225297 533759 3.02% 0.735%
52 15.953 2371 2380 2387 rBv4 167089 418051 2.36% 0.576%
53 16.170 2413 2417 2425 rVB2 303917 608502 3.44% 0.838%
54 16.488 2462 2471 2484 rBV 806871 2076001 11.74%  2.858%
55 16.717 2503 2510 2517 rBV2 171446 388265 2.19% 0.534%

Sum of corrected areas: 72640807
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61323\
Data File : VN@78181.D

Acqg On : 13 Jun 2023 13:12

Operator : JC\MD

Sample : 03170-03

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060623W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VN078181.D\data.ms
8000000
6000000
4000000
4.442
2000000
O ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\
Time--> 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 6.40 6.60 6.80
Abundance TIC: VNO078181.D\data.ms
10.635
8000000
6000000
4000000
2000000 10.5
8.224 9.106
8.171 _8.449.582 8.971/\
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN078181.D\data.ms
8000000
6000000
4000000
2000000
870 12.853 13.794
12.076 143065 13'48% 4 G, 7 52 16.488
12.40 ; ! 13: A RAIER O AL @%ﬁ% ] 6.170 .
O 19: T T qz?“?? 13ﬁ% \§ \? T “‘t ‘. ’\J\T.\ T \4.\ T .\ i(w% T \16\71\
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_N\Data\VN©61323\
Data File : VN©78181.D

Acqg On : 13 Jun 2023 13:12

Operator : JC\MD

Sample : 03170-03

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060623W.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 4
R.T. EstConc Area Relative to ISTD R.T.
8.447 19.84 ug/l 1017380  Pentafluorobenzene 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 94
2 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 59
3 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 59
4 Propanoic acid, 2-methyl-, 2-met... 158 C9H1802 002445-69-4 59
5 3,3-Dimethyl-2-pentanol 116 C7H160 019781-24-9 53
Abundance Scan 1104 (8.447 min): VN078181.D\data.ms (-1093) (-) m/z 43.10 100.00%
43.1 711
5000
8.20 8.40 8.60 8.80
100.1
0 2069 m/z 71.10  81.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4468: Hexane, 3-methyl-
43.0
5000 70.0 uu‘uu‘uu,uu‘\u
8.20 8.40 8.60 8.80
m/z 70.10 68.24%
0 150 M\ \“ \1090
\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14575: Hexane, 3,3,4-trimethyl-
430 71.0
P UVAN\Y
8.20 8.40 8.60 8.80
5000 m/z 41.05 65.19%
99.0
0ol 1280
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8658: Pentane, 2,3,4-trimethyl-
43.0 8.20 8.40 8.60 8.80
m/z 57.05 62.89%
71.0
5000
Jaso | 1140
e e e e e e e A AN R
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61323\
Data File : VNO78181.D

Acqg On : 13 Jun 2023 13:12

Operator JC\MD

Sample : 03170-03

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060623W.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 Heptane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.971  21.52 ug/l 976358  1,4-Difluorobenzene 9.106

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 59
3 Butane, 2,2-dimethyl- 86 Ce6H14 000075-83-2 47
4 Acetaldehyde, propylhydrazone 100 C5H12N2 007422-88-0 38
5 3-Hexanone 100 C6H120 000589-38-8 35

Abundance Scan 1193 (8.971 min): VN078181.D\data.ms (-1184) (-)

9.

m/z 43.05 100.00%

71.1
57.1
5000
100.1 L
AR AR
H ‘ 85 1 8.60 8.80 9.00 9.20
0 et il et ey m/z 710100 81.79%
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4463: Heptane
43.0
5000 57.0 71.0 R R R R
20.0 8.60 8.80 9.00 9.20
m/z 41.10 69.22%

o

100.0
15.0 ‘ C 85.0 |
\\\‘\\H‘\\\\’H\\‘\\H‘\\\\’H\\‘\\H‘\\\\’H\\‘\\H‘\\\\’
mi/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4471: Hexane, 3-methyl-
43.0

8.60 8.80 9.00 9.20

5000 290 57.0 71.0 m/z 57.10 64.92%
o10 180 | ] 85.0 100.0
e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2059: Butane, 2,2-dimethyl- e
4ap 510 710 8.60 8.80 9.00 9.20
3.0 m/z 56.10  44.68%
5000
29.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61323\
Data File : VN©78181.D

Acqg On : 13 Jun 2023 13:12

Operator : JC\MD

Sample : 03170-03

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060623W.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-3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.100 16.90 ug/l 1027330 1,4-Dichlorobenzene-d4 13.800
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 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 CS9H12 000108-67-8 90
Abundance Scan 1895 (13.100 min): VN078181.D\data.ms (-1890) (- | m/z 105.10 100.00%
105.1
5000
120.1
51.0 77‘0 | 1402 13.00 13.50
L e m/z 120.10  31.19%
miz--> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 : AM\ /\ ‘
120.0 13.00 13.50
m/z 90.95 12.15%
90 590 7 ||
0 \\\‘\‘\\\‘\\\\“\\\\‘\\}\‘1\\‘\““\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0 ,J\J
—— —
13.00 13.50
5000 77 .00 11.68%
120.0
39.0 77.0
0 \“H “M‘S‘Q‘.C‘)“‘ ‘ ““‘ e P Y
m/iz--> 20 40 60 80 100 120 140
Abundance #10728: Benzene, 1-ethyl-4-methyl-
105.0 1300 1350
m/z 106.05 9.30%
5000
120.0
77.0
oL 150 590 590 /\ ‘
m/z--> 20 40 60 80 100 120 140 1300 13.50

82NO60623W.M Wed Jun 14 16:16:37 2023 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61323\
Data File : VN©78181.D

Acqg On : 13 Jun 2023 13:12

Operator : JC\MD

Sample : 03170-03

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060623W.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 Undecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.111  15.23 ug/1 925591 1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 90
2 Tetradecane 198 C14H30 000629-59-4 72
3 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 59
4 1-Iodo-2-methylnonane 268 C10OH21I 1000101-47-9 59
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 47
Abundance Scan 2067 (14.111 min): VN078181.D\data.ms (-2062) (- m/z 57.10 100.00%
57.1
5000
85.1
ey T
14.00 14.50
112.1 156.2
y— w:“u,‘ﬂ!u‘w‘wm‘1‘3"4“'9”3_”””_ m/z 43.10  86.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33080: Undecane
57.0
5000 = =
85.0 14.00 14.50
20.0 m/z 71.10 55.52%
‘ H ‘ 113.0 156.0
O \\\‘\‘\\\‘}\\h“\‘\M\"!‘\\\H‘\\U\‘\‘\\\‘\\\\“\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane
57.0
e P
14.00 14.50
5000 m/z 41.05 47 .65%
85.0
29.0
ol | Al i T30 1410 1690 1980
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #91843: Carbonic acid, nonyl vinyl ester — —
43.0 14.00 14.50
m/z 85.10 34.85%
71.0
5000
97.0 126.0
V) SN R N S N U M B Y X o), A,
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61323\
Data File : VN©78181.D

Acqg On : 13 Jun 2023 13:12

Operator : JC\MD

Sample : 03170-03

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060623W.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.
14.700 10.93 ug/l 664138 1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 91
2 o-Cymene 134 C10H14 000527-84-4 91
3 Benzene, 1-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 91
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 91
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 91

Abundance Scan 2167 (14.700 min): VN0O78181.D\data.ms (-2163) (- | m/z 119.10 100.00%
119.1
5000
91.0 14:50 15.00
39.0 65.0 ’ : :
Ol e ML 1677 2072 s 43465 45.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 1 A‘ J\
14.50 15.00
91.0 m/z 91.00  12.14%
39.0 650 ‘ ‘
0 \?‘\5\.?\‘\\\"‘\\“”\ “‘1‘\\\‘”‘\\‘1‘\ “H“\ \‘M\H‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16996: o-Cymene
119.0
— —
14.50 15.00
5000 m/z 120.10 9.98%
91.0
150 390 @50 |
LY N M A N A
m/z--> 20 40 60 80 100 120 140 160 180 200 j\
Abundance #17088: Benzene, 1-ethyl-2,4-dimethyl- 2 o
119.0 14.50 15.00
m/z 117.00 9.05%
5000
39.0 65.0 91.0
0\H\‘\‘\H‘,‘H“;H“1“.”\‘”‘H‘H“1‘\\‘\‘l\HH‘HH‘HH‘HH‘HH —r4 —Y—
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61323\
Data File : VN©78181.D

Acqg On : 13 Jun 2023 13:12

Operator : JC\MD

Sample : 03170-03

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060623W.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 Di-tert-butyl disulfide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.770  20.60 ug/l 1252130 1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-tert-butyl disulfide 178 C8H18S2 000110-06-5 58
2 Disulfide, bis(1-methylpropyl) 178 C8H18S2 005943-30-6 50
3 Disulfide, dibutyl 178 C8H18S2 000629-45-8 46
4 Butane, 1-bromo- 136 C4H9Br 000109-65-9 32
5 1,2-Dibutoxyethane 174 C10H2202 000112-48-1 25
Abundance Scan 2179 (14.770 min): VN078181.D\data.ms (-2175) (- | m/z 57.10 100.00%
57.1
o JLM
122.0 178.1 1450 1500
380 90.0 ' ' ' '
ob ol 900 11462 | wy 41.05  60.69%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53420: Di-tert-butyl disulfide
57.0
5000 e A
14.50 15.00
29.0 ‘ m/z 39.00  28.33%
122.0 178.0
0‘87.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53428: Disulfide, bis(1-methylpropyl)
57.0
= —
14.50 15.00
5000 m/z 56.05 20.92%
29.0 122.0
178.0
bbb 20
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53412: Disulfide, dibutyl T T
57.0 14.50 15.00
m/z 178.10  11.45%
5000
29.0 122.0 178.0
Obrr b B0 L aae0 | e
m/z--> 20 40 60 80 100 120 140 160 180 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61323\
Data File : VN©78181.D

Acqg On : 13 Jun 2023 13:12

Operator : JC\MD

Sample : 03170-03

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060623W.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 unknownl4.964 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.964 17.28 ug/1l 1050230 1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Iodoundecane 282 C11H23I 004282-44-4 38
2 Hexadecane 226 C1l6H34 000544-76-3 35
3 Tridecane 184 C13H28 000629-50-5 35
4 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 35
5 Tetradecane 198 C14H30 000629-59-4 35
Abundance Scan 2212 (14.964 min): VN078181.D\data.ms (-2202) (- m/z 57.10 100.00%
57.1
119.1
5000
L o
ol “J‘« A “‘%‘u\]ﬂ“‘ abal “‘ 12 2070 2820 ., 4300 74.51%
miz-> 50 100 150 200 250
Abundance #175097: 1-lodoundecane
57.0
5000 T
15.00
m/z 119.10 58.48%
27,0 99.0 155.0
S O 1970 282.(
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #107216: Hexadecane
57.0
T
15.00
5000 m/z 71.05 54.91%
99.0
. 270 | | % 1410 1530 2200
ey e
miz--> 50 100 150 200 250
Abundance #59029: Tridecane T
57.0 15.00
m/z 41.05 48.09%
5000
210‘ 99.0
oLl L %0 a0 0 I
m/z--> 50 100 150 200 250 15.00

82NO60623W.M Wed Jun 14 16:16:40 2023 Page: 10



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_N\Data\VNe61323\

: VNO78181.D
: 13 Jun 2023 13:12

JC\MD

: 03170-03
: 5.04g/1emL/100uL/5.00mL/MSVOA_N/MEOH
: 7 Sample Multiplier: 1

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060623W.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

8 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 8

Peak Number

R.T. EstConc Area Relative to ISTD R.T.
15.041 13.66 ug/l 830152 1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 55
2 o0-Cymene 134 C10H14 000527-84-4 55
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C1leH14 002870-04-4 55
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 55
5 p-Cymene 134 C1oH14 000099-87-6 55

Abundance Scan 2225 (15.041 min): VN0O78181.D\data.ms (-2218) (- | m/z 119.10 100.00%
119.1
T \
41.0 710‘ ‘ 15.00
ol b [1 491 2070 281 ;917 00 s0.16%
miz--> 50 100 150 200 250
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000 AR ‘
15.00
70 m/z 134.05 34.53%
39.0 ‘
0% ‘\‘ i“‘\‘m\”\ 8 “M\H!\‘\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #16996: o-Cymene
119.0 A
T \
15.00
5000 m/z 91.00 20.69%
390 770 ‘
m/iz--> 50 100 150 200 250
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl- —— ‘
119.0 15.00
m/z 133.00 20.31%
5000
77.0
w70
R S 0 N ' M
m/z--> 50 100 150 200 250 15.00

82NO60623W.M Wed Jun 14 16:16:41 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61323\
Data File : VN©78181.D

Acqg On : 13 Jun 2023 13:12

Operator : JC\MD

Sample : 03170-03

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060623W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.217 11.36 ug/l 690653  1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 97
2 Indan, epoxide 132 C9H80 000768-22-9 52
3 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 52
4 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 43
5 Benzeneethanol, .alpha.,.alpha.-... 162 C11H140 025982-72-3 38
Abundance Scan 2255 (15.217 min): VN0O78181.D\data.ms (-2249) (- | m/z 104.10 100.00%
104.1
57.0
5000
176.1 15.00 15.50
oL, al M: a1 2089  28LO 4 57.05  65.12%
miz-> 50 100 150 200 250
Abundance #16157: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 T T T T
15.00 15.50
m/z 132.00 46.73%
51.0
01‘5"0\“\ “ Mn \‘\N‘MH\‘ Il ‘\‘ ‘M‘ \h“\‘ R R
miz--> 50 100 150 200 250
Abundance #16653: Indan, epoxide
104.0
—r— —
15.00 15.50
5000 m/z 91.00 45.32%
51.0
miz--> 50 100 150 200 250
Abundance #16681: 2H-Inden-2-one, 1,3-dihydro- —— —
104.0 15.00 15.50
m/z 41.05 43.25%
5000
51.0
ol 1340
m/z--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61323\
Data File : VN©78181.D

Acqg On : 13 Jun 2023 13:12

Operator : JC\MD

Sample : 03170-03

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060623W.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 unknownl6.488 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.488 34.16 ug/l 2076000 1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trisulfide, bis(1,1-dimethylethyl) 210 C8H18S3 004253-90-1 43
2 Di-tert-butyl sulfide 146 C8H18S 000107-47-1 35
3 Ethanedioic acid, dibutyl ester 202 C1eH1804 002050-60-4 32
4 Butane, 1-bromo- 136 C4H9Br 000109-65-9 32
5 1-[(chloromethyl)sulfonyl]butane 176 C5H11C102S 1000404-59-5 23
Abundance Scan 2471 (16.488 min): VN0O78181.D\data.ms (-2462) (- | m/z 57.05 100.00%
57.0
5000 jk
B R e
90.0 15?'0 2102 16.20 16.40 16.60
: : i
Obrrrrrbelo i AROQ L L T 2808 s 41.00  58.08%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #87938: Trisulfide, bis(1,1-dimethylethyl)
57.0
5000 LI L L I B R B B
16.20 16.40 16.60
m/z 38.95 30.79%
‘ 89.0 15‘4.0 219.0
O \\\‘\H\’\H‘\"\\H‘H‘H‘HH‘HH’\H\‘\\H‘HH‘HH‘HH’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25598: Di-tert-butyl sulfide
57.0
e AR
16.20 16.40 16.60
5000 ITI/Z 56.05 24.37%
27.0 90.0 146.0
S e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #77321: Ethanedioic acid, dibutyl ester I e N
57.0 16.20 16.40 16.60
m/z 154.00 14.79%
5000
27.0
0 ‘m Ll 103.0 147.0
e e e e e e e e e R RARERRRREE
m/z--> 20 40 60 80 100120140160180200220240260280 16.20 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61323\
Data File : VNO©78181.D

Acqg On : 13 Jun 2023 13:12

Operator : JC\MD

Sample : 03170-03

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060623W.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- 8.447 19.8 wug/l 1017380 1 8.230 2563680 50.0
Heptane 8.971 21.5 wug/l 976358 2 9.106 2268090 50.0
Benzene, 1l-ethy... 13.100 16.9 wug/l 1027330 4 13.800 3038550 50.0
Undecane 14.111 15.2 ug/l 925591 4 13.800 3038550 50.0
Benzene, 2-ethy... 14.700 10.9 ug/l 664138 4 13.800 3038550 50.0
Di-tert-butyl d... 14.770 20.6 ug/l 1252130 4 13.800 3038550 50.0
unknownl14.964 14.964 17.3 wug/l 1050230 4 13.800 3038550 50.0
Benzene, 1l-ethy... 15.041 13.7 ug/l 830152 4 13.800 3038550 50.0
Naphthalene, 1,... 15.217 11.4 ug/l 690653 4 13.800 3038550 50.0

2 4 0

unknownl16.488 16.488 34. ug/l 2076000 13.800 3038550 50.

82N060623W.M Wed Jun 14 16:16:44 2023
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