LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61323\
Data File : VN@78185.D

Acqg On : 13 Jun 2023 14:48

Operator : JC\MD

Sample : 03172-01 20X

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

ALS Vvial : 11 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@78185.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.489 86 91 99 rBvV2 21851 44076 1.87% ©0.190%
2 2.842 139 151 156 rBV2 48124 134794 5.71% 0.582%
3 3.259 220 222 232 rVB5 10715 26556 1.12% 0.115%
4 4.436 410 422 446 rBV 358981 1075065 45.54% @ 4.641%
5 7.447 922 934 940 rBvV2 8425 24460 1.04% 0.106%
6 8.177 1047 1058 1062 rBV 305570 756664 32.05%  3.266%
7 8.236 1062 1068 1079 rVB 546733 1233327 52.24% 5.324%
8 8.459 1098 1106 1113 rVB4 19276 46654 1.98% 0.201%
9 8.583 1116 1127 1139 rBV 310797 711632 30.14% 3.072%
10 8.971 1187 1193 1203 rVB3 16971 36456 1.54% 0.157%
11  9.106 1208 1216 1225 rBV 782879 1597731 67.68% 897%
12 9.600 1295 1300 1309 rBV3 12084 27186 1.15% 117%
13 10.453 1438 1445 1450 rBV3 18496 36720 1.56%

14 10.571 1456 1465 1471 rBV 1174325 2191334 92.82%

[2BRNo RN N> Be))
=
Ul
o}
B

15 10.635 1471 1476 1487 rVB 797187 1445432 61.22% 239%
16 11.871 1677 1686 1698 rBV 1027813 1854996 78.57% 8.007%
17 12.076 1713 1721 1731 rBv4 38328 84560 3.58% ©.365%
18 12.400 1763 1776 1783 rBV3 25447 66373 2.81% ©.287%
19 12.494 1783 1792 1795 rVV7 10179 25036 1.06% ©.108%
20 12.853 1846 1853 1864 rVB 696202 1242606 52.63% 5.364%
21 13.e35 1879 1884 1889 rBV 16969 29946 1.27% ©.129%
22 13.100 1889 1895 1899 rVv2 47187 92084 3.90% 0.397%
23 13.165 1902 1906 1913 rVB3 84706 168409 7.13% 0.727%
24 13.265 1915 1923 1931 rBV 1528100 2360877 100.00% 10.191%
25 13.341 1932 1936 1940 rVV2 28608 55987 2.37% 0.242%
26 13.400 1942 1946 1953 rVB7 20517 36583 1.55% ©.158%
27 13.506 1955 1964 1972 rBV2 530177 1028757 43.58%  4.441%
28 13.612 1978 1982 1987 rVB7 32957 57020 2.42%  ©0.246%
29 13.676 1989 1993 1997 rBV7 30309 59287 2.51% 0.256%
30 13.729 1998 2002 2007 rVB6 26178 47433 2.01% 0.205%
31 13.794 2007 2013 2021 rBV 693929 1253506 53.09% 5.411%
32 13.876 2021 2027 2034 rVB3 73284 168196 7.12% 0.726%
33 13.953 2036 2040 2042 rBV5 18292 27073 1.15% 0.117%
34 13.988 2042 2046 2050 rBV3 45062 83190 3.52% ©.359%
35 14.023 2050 2052 2062 rVB4 66476 130840 5.54%  ©.565%

36 14.112 2062 2067 2074 rBV2 142771 251746 10.66% 1.087%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61323\
Data File : VN@78185.D

Acqg On : 13 Jun 2023 14:48

Operator : JC\MD

Sample : 03172-01 20X

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

ALS Vvial : 11 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 14.188 2077 2080 2085 rVB 21428 26613 1.13% 0.115%
38 14.253 2086 2091 2093 rBV3 60418 98151 4.16% 0.424%
39 14.329 2100 2104 2110 rBv2 63395 102135 4.33% 0.441%
40 14.447 2119 2124 2130 rVB5 65650 110755 4.69% 0.478%
41 14.576 2142 2146 2150 rVV7 38527 62694 2.66% 0.271%
42 14.629 2151 2155 2158 rVV6 68762 105941 4.49% 0.457%
43 14.659 2158 2160 2164 rVWW4 46752 70897 3.00% 0.306%
44 14.700 2164 2167 2170 rVB 53389 68268 2.89% 0.295%
45 14.735 217 2173 2175 rBV3 62639 79916 3.39% 0.345%
46 14.770 2175 2179 2188 rVB 183279 334890 14.18% 1.446%
47 14.882 2189 2198 2202 rBV6 120747 223347 9.46% 0.964%
48 14.935 2202 2207 2208 rBV2 67782 88851 3.76% 0.384%
49 14.959 2209 2211 2218 rVB3 123287 203293 8.61% 0.878%
50 15.059 2218 2228 2234 rBV5 140129 427691 18.12% 1.846%
51 15.217 2250 2255 2262 rVB 81353 159152 6.74% 0.687%
52 15.282 2262 2266 2268 rBv4 20947 29266 1.24% 0.126%
53 15.323 2268 2273 2278 rBV5 62801 120937 5.12% 0.522%
54 15.453 2286 2295 2302 rBV8 91190 276781 11.72%  1.195%
55 15.600 2316 2320 2323 rBV6 36056 61778 2.62% 0.267%
56 15.706 2333 2338 2342 rBV3 41273 74529  3.16% ©.322%
57 15.753 2342 2346 2350 rBV6 36880 66194 2.80% 0.286%
58 15.841 2357 2361 2371 rVB9 80062 178902 7.58% 0.772%
59 15.953 2373 2380 2386 rBv4 59170 137830 5.84% 0.595%
60 16.029 2390 2393 2398 rBV7 18444 32058 1.36% 0.138%
61 16.123 2404 2409 2410 rBV3 28192 40136 1.70% ©0.173%
62 16.170 2413 2417 2425 rVB3 94728 174646 7.40% 0.754%
63 16.341 2440 2446 2454 rVB4 28512 72833 3.08% 0.314%
64 16.482 2463 2470 2482 rBV 441914 1073238 45.46% 4.633%
65 16.717 2502 2510 2517 rBV4 62333 151988 6.44% 0.656%

Sum of corrected areas: 23166302
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61323\
Data File : VNO©78185.D

Acqg On : 13 Jun 2023 14:48

Operator : JC\MD

Sample : 03172-01 20X

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

ALS vial : 11 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: VN078185.D\data.ms

1400000
1200000
1000000
800000
600000
400000 4.436

200000
2.489 2.842 3.259

0 (NN LN T L B L B B

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: VN078185.D\data.ms
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Abundance TIC: VN078185.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61323\
Data File : VNO©78185.D

Acqg On : 13 Jun 2023 14:48

Operator : JC\MD

Sample : 03172-01 20X

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

ALS vial : 11 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 4-Heptanone, 2,6-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.265 94.17 ug/1 2360880 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptanone, 2,6-dimethyl- 142 CS9H180 000108-83-8 94
2 4-Octanone, 2-methyl- 142 CSH180 007492-38-8 72
3 5-Nonanone 142 C9H180 000502-56-7 59
4 2,4-Heptanedione, 6-methyl- 142 C8H1402 003002-23-1 53
5 3-Buten-2-0l, 2,3-dimethyl- 100 C6H120 010473-13-9 53
Abundance Scan 1923 (13.265 min): VN078185.D\data.ms (-1915) (- | m/z 57.05 100.00%
57.0 85.1
5000
— —
| 142.1 13.00 13.50
Ot F090 4 L 1741 2068 sz 85.18  96.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23057: 4-Heptanone, 2,6-dimethyl-
57.0
85.0
5000 — —
13.00 13.50
m/z 41.05 35.75%
29.0 142.0
O \\\‘\‘\‘\\‘i“\\\w‘\\‘\\‘\‘\\\‘\\\.\0‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23034: 4-Octanone, 2-methyl-
57.0
85‘0 T ‘ T T ‘ T
13.00 13.50
5000 ITI/Z 58.00 23.86%
29.0 142.0
B O WP
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22978: 5-Nonanone T e
57.0 13.00 13.50
85.0 m/z 43.80 18.22%
5000 29.0
142.0
O 1 N N R [ S ¥ LW A
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61323\
Data File : VNO©78185.D

Acqg On : 13 Jun 2023 14:48

Operator : JC\MD

Sample : 03172-01 20X

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

ALS vial : 11 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 2 Undecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.112 10.04 ug/l 251746  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 93
2 Dodecane 170 C12H26 000112-40-3 86
3 Nonane 128 C9H20 000111-84-2 53
4 Nonadecane 268 C19H40 000629-92-5 53
5 Tetradecane 198 C14H30 000629-59-4 50
Abundance Scan 2067 (14.112 min): VN078185.D\data.ms (-2062) (- | m/z 57.05 100.00%
57.0
1400 1450
112.1 156 2 : :
S m!“ Al i 4328 T 1866 0 43,10 72.61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33077: Undecane
57.0
5000 A el
85.0 14.00 14.50
29.0 ’ m/z 41.00 57.91%
“ H | ‘ 113.0 156.0
O\\\’\‘\\\“}\\\“\\H\‘1\\\”‘\\“\‘\‘\\\’\\\‘\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45478: Dodecane
57.0
— —
14.00 14.50
5000 m/z 71.05 48.52%
85.0
290 170.0
bt 41120 a0 1100
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14520: Nonane o T

43.0 14.00 14.50
m/z 84.95 40.05%

5000
85.0

50 | \\ 4 ‘ 1280

m/z--> 20 40 80 100 120 140 160 180 14.00 14.50

?

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61323\
Data File : VN@78185.D

Acqg On : 13 Jun 2023 14:48

Operator : JC\MD

Sample : 03172-01 20X

Misc : 5.04g/1emL/100uL/5.00mL/MSVOA_N/MEOH
ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060623W.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 3 Di-tert-butyl disulfide Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.770  13.36 ug/l 334890 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-tert-butyl disulfide 178 C8H18S2 000110-06-5 64
2 Disulfide, bis(1-methylpropyl) 178 C8H18S2 005943-30-6 53
3 Disulfide, bis(2-methylpropyl) 178 C8H18S2 001518-72-5 50
4 Zinc, bis(1-methylpropyl)- 178 C8H18Zn 007446-94-8 47
5 Di-tert-butyl sulfide 146 C8H18S 000107-47-1 38

Abundance Scan 2179 (14.770 min): VN078185.D\data.ms (-2175) (- | m/z 57.10 100.00%
57.1
- J&M
122.0 178.1 i4‘5d is‘od
370 J 899 T a0 | ' oo 84
O A s e m/z 41.05 60.84%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53420: Di-tert-butyl disulfide
57.0
5000 nhda ——
14.50 15.00
29.0 m/z 39.00 27.27%
122.0 178.0
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 16.03%
29.0 122.0
178.0
IR 93.0 ‘
Ot e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53430: Disulfide, bis(2-methylpropyl) T —T
57.0 14.50 15.00
m/z 178.05 11.12%
5000
29.0
178.0
| sro B0 A
0 et e e e i
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 : VNO©78185.D

Acqg On : 13 Jun 2023 14:48

Operator : JC\MD

Sample : 03172-01 20X

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

ALS vial : 11 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 unknownl4.882 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.882 8.91 ug/1 223347 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Ethyl-2-pentadecanone 254 C17H340 1000374-11-2 35
2 2-Butenoic acid, (E)- 86 C4H602 000107-93-7 35
3 Crotonic acid 86 C4H602 003724-65-0 27
4 Isobutyramide, N-(2-butyl)-N-pro... 185 C11H23NO 1000458-83-3 27
5 .alpha.((1,1-Dimethylethyl)amino... 193 C12H19NO 018366-40-0 22

Abundance Scan 2198 (14.882 min): VN078185.D\data.ms (-2189) (- | m/z 57.05 100.00%
57.0

86.1
5000
131.0
= e
14.50 15.00
59.1 188.2
0 _m“ww‘l“:‘m 88 m/z 86.10  77.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #141028: 3-Ethyl-2-pentadecanone
86.0
43.0
5000 L RO Ao e
14.50 15.00
m/z 105.10 68.67%
o ‘L | “ | 113.0139.0166.0 254.(
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1874: 2-Butenoic acid, (E)-
86.0
i P
41.0 14.50 15.00
5000 ITI/Z 105.95 57.72%
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1856: Crotonic acid
86.0 14.50 15.00
m/z 43.05 56.96%
41.0
5000
0 “ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61323\
Data File : VNO©78185.D

Acqg On : 13 Jun 2023 14:48

Operator : JC\MD

Sample : 03172-01 20X

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

ALS vial : 11 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 5 Dodecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.959 8.11 ug/1 203293 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 52
2 Tetradecane 198 C14H30 000629-59-4 49
3 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 47
4 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 43
5 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 43
Abundance Scan 2211 (14.959 min): VN078185.D\data.ms (-2209) (- | m/z 57.00 100.00%
57.0
5000 119.1
85.0 148.1
T
. H | ‘ ‘ 1702 2070 15.00
O b e bl b T m/z 43.00 97.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45480: Dodecane
57.0
5000 R
85.0 15.00
20.0 m/z 71.10 62.89%
112.0 170.0
O \\\‘\‘\‘\\‘\\\H‘\\“\\“1\\\H‘\\\“\‘\‘\%\4.‘1\9\\‘\\‘\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane
57.0
—
15.00
5000 m/z 119.10 47 .31%
85.0
29.0
0 TE0. 110 1600 1980
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45501: Decane, 3,7-dimethyl- e
43.0 15.00
71.0 m/z 41.05 41.48%
5000
L e 210
A e e e R AERARRE F
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61323\
Data File : VNO©78185.D

Acqg On : 13 Jun 2023 14:48

Operator : JC\MD

Sample : 03172-01 20X

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

ALS vial : 11 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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.059 17.06 ug/l 427691 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 86
3 Benzene, 1l-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 81
4 Indan, 1-methyl- 132 C10H12 000767-58-8 76
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 70

Abundance Scan 2228 (15.059 min): VN078185.D\data.ms (-2218) (- | m/z 117.00 100.00%

11y7.0
5000
91.0 {7
63.9 ‘ 15.00
39.0 148.1
o Al TET1690 208100 131,95 37.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16162: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 Pl
91.0 15.00
51.0 m/z 115.00 28.89%
O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0
T
15.00
5000 ITI/Z 91.00 19.83%
91.0
51.0 ‘ ‘
0 ‘2‘7“9“‘m‘w“H“_mw‘ul_www_m_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)- ——
117.0 15.00
m/z 105.05 19.17%
5000
39.0 65.0 “ ‘
0 ‘H“HH\“MH‘“M“W‘H“UJW“‘W““_““H“ —
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61323\
Data File : VNO©78185.D

Acqg On : 13 Jun 2023 14:48

Operator : JC\MD

Sample : 03172-01 20X

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

ALS vial : 11 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 7 Benzene, (2-methyl-1-butenyl)- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.453 11.04 ug/l 276781 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 64
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 64
3 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 64
4 2-Butene, 3-chloro-1-phenyl-, (Z)- 166 C1eH11Cl 016608-68-7 60
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 C11H14 027087-54-3 60

Abundance Scan 2295 (15.453 min): VN078185.D\data.ms (-2286) (- | m/z 131.00 100.00%
131.0
5000
55.0 91.0 e
11 162.1 193.0 15.50
0 el 2250 m/z 132,95 39.24%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
5000 91.0 e
15.50
m/z 91.00 23.76%
o 0 |||
O\‘\‘\‘\\“‘\\‘\‘\‘\‘}\\“‘\\‘}\‘w\\\“\‘l‘\\‘\”\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
P
15.50
5000 m/z 115.00 22.01%
390 91.0
0 630 ‘
A T T e N 11 Y S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro- —
131.0 15.50
m/z 127.90 20.68%
5000
91.0
51.0 ‘
0“‘H‘“ﬂu‘wwﬂq‘m"WHW‘NM“NH“‘H“‘H‘ e
m/z--> 20 40 60 80 100 120 140 160 180 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61323\
Data File : VN@78185.D

Acqg On : 13 Jun 2023 14:48

Operator JC\MD

Sample : 03172-01 20X

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

ALS vial : 11 Sample Multiplier: 1

Quant Method

Quant Tit

TIC Libra

le

ry

: C:\Database\NIST20.L

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

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 unknownl5.841 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.841 7.14 ug/1 178902 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octacosane 394 (C28H58 000630-02-4 38
2 3-Ethyl-2,6,10-trimethylundecane 226 C16H34 1000432-25-9 38

3 Heptacosane 380 C27H56 000593-49-7 38
4 Hexadecane 226 C16H34 000544-76-3 35
5 Tetracosane 338 C24H50 000646-31-1 35
Abundance Scan 2361 (15.841 min): VN078185.D\data.ms (-2357) (- | m/z 43.00 100.00%
o MMW
— ——
15.50 16.00
ol m/z 57.00  94.94%
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 — ——
15.50 16.00
m/z 71.00 84.72%
ol el H | 141 0183.0225.0 281.0 337.0 394.
\\\\‘ \\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane
57.0
— ——
15.50 16.00
5000 ITI/Z 119.00 73.26%
113.0
183.0
ol L LLLLL | 902200
m/z--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane “ —
57.0 15.50 16.00
m/z 105.05 58.61%
) m
150 | L 1101830725 0267 03080 3600
gy “““ e e e P e
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61323\
Data File : VNO©78185.D

Acqg On : 13 Jun 2023 14:48

Operator : JC\MD

Sample : 03172-01 20X

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

ALS vial : 11 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 10
R.T. EstConc Area Relative to ISTD R.T.
16.170 6.97 ug/l 174646  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 91
2 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1010189-31-0 64
3 Naphthalene, 1,2,3,4- tetrahydro—... 146 C11H14 001680-51-9 62
4 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 52
5 Benzene, 2-ethenyl-1,3,5- trlmethyl 146 C11H14 000769-25-5 50
Abundance Scan 2417 (16.170 min): VNO78185.D\data.ms (-2413) (- m/z 118.10 100.00%
118.1
5000 jL
625 \ BRI
0 — \‘uh L \‘u ‘HH‘\HM\ h\ H\ Hul““lun w\h‘ ‘]\-‘7\7} 92?§9 — ‘2‘8‘07 ITI/Z 131.95 69-.3800
m/z--> 150 200 250
Abundance #25054. Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000 et SLERY
16.00 16.50
91.0 m/z 146.05 57.12%
39.0
O' \”‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #25065: 2,3,4,5,6,7-Hexahydro-1H-cyclopenta[a]pentaler /\
146.0
el Wﬂ\v‘ i
16.00 16.50
5000 m/z 117.00 39.65%
91.0
39.0 ‘ ‘
0 . \‘\ ‘h il \Mu L H‘ “ I ‘H“ . — —
m/iz--> 50 100 150 200 250
Abundance  #25047: Naphthalene, 1,2,3,4-tetrahydro-6-methyl- — ——
118.0 16.00 16.50
m/z 115.00 31.44%
39.0
5000
77.0
! A — —— —
m/z--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61323\
Data File : VNO©78185.D

Acqg On : 13 Jun 2023 14:48

Operator : JC\MD

Sample : 03172-01 20X

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

ALS vial : 11 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 unknownl6.482 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.482 42.81 ug/l 1073240  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trisulfide, bis(1,1-dimethylethyl) 210 C8H18S3 004253-90-1 46
2 Butane, 1-bromo- 136 C4H9Br 000109-65-9 32
3 Butane, 2-nitro- 103 C4HSNO2 000600-24-8 32
4 Ethanedioic acid, dibutyl ester 202 C10H1804 002050-60-4 23
5 1-[(chloromethyl)sulfonyl]butane 176 C5H11C102S 1000404-59-5 23
Abundance Scan 2470 (16.482 min): VN078185.D\data.ms (-2463) (- | m/z 57.10 100.00%
57.1
5000 /\
T T T
%01 15?'0 2101 ‘ 16.20 16.40 16.60
Ol 2208 L T 2810 7 41.05  60.64%
miz--> 50 100 150 200 250
Abundance #87938: Trisulfide, bis(1,1-dimethylethyl)
57.0
5000 LI L B L B B A |
16.20 16.40 16.60
m/z 39.00 29.18%
‘ 89.0 15‘4.0 219.0
0 T T T T “‘\ T T ‘\ ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #18332: Butane, 1-bromo-
57.0
PO T
16.20 16.40 16.60
s000| 2° m/z 56.10  23.68%
136.0
olidb L w0 0
m/iz--> 50 100 150 200 250
Abundance #5118: Butane, 2-nitro- R
29.0 16.20 16.40 16.60
m/z 154.00 14.78%
5000
m/z--> 50 100 150 200 250 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©78185.D

Acqg On : 13 Jun 2023 14:48

Operator : JC\MD

Sample : 03172-01 20X

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

ALS Vvial : 11 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|
4-Heptanone, 2,... 13.265 94.2 ug/l 2360880 4 13.794 1253510 50.0
Undecane 14.112 10.0 ug/l 251746 4 13.794 1253510 50.0
Di-tert-butyl d... 14.770 13.4 ug/l 334890 4 13.794 1253510 50.0
unknown14.882 14.882 8.9 ug/l 223347 4 13.794 1253510 50.0
Dodecane 14.959 8.1 ug/l 203293 4 13.794 1253510 50.0
Benzene, 2-ethe... 15.059 17.1 ug/l 427691 4 13.794 1253510 50.0
Benzene, (2-met... 15.453 11.0 wug/l 276781 4 13.794 1253510 50.0
unknown15.841 15.841 7.1 ug/l 178902 4 13.794 1253510 50.0
Naphthalene, 1,... 16.170 7.0 ug/l 174646 4 13.794 1253510 50.0
unknownl6.482 16.482 42.8 ug/l 1073240 4 13.794 1253510 50.0
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