LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122023\
Data File : VN@80556.D

Acqg On : 20 Dec 2023 18:53

Operator : JC\MD

Sample : 05896-01

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 21  Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121223W.M
Title : SW846 8260
Signal : TIC: VN@80556.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 4.424 410 420 440 rBV 187399 566784 1.55% 0.593%
2 8.165 1046 1056 1058 rBV2 186639 388531 1.06% 0.406%
3 8.218 1058 1065 1076 rVV2 1473527 3420707 9.33% 3.577%
4 8.324 1076 1083 1093 rVB 435888 1025409 2.80% 1.072%
5 8.441 1093 1103 1112 rBV 1800296 4072065 11.11% 4.258%
6 8.577 1119 1126 1138 rVB2 182309 422578 1.15% 0.442%
7 8.700 1138 1147 1155 rVVv4 254269 751719 2.05% 0.786%
8 8.782 1155 1161 1167 rVV4 136172 391760 1.07% 0.410%
9 8.965 1183 1192 1205 rVV 1812672 3527841 9.62% 3.689%
10 9.100 1207 1215 1236 rVB 463157 972850 2.65% 1.017%
11 9.600 1285 1300 1305 rBV2 498271 1314760 3.59% 375%
12 10.206 1398 1403 1417 rVB2 210785 505569 1.38% 529%
13 10.341 1417 1426 1439 rVB2 190984 437082 1.19%

14 10.565 1457 1464 1469 rBV2 909222 1777312 4.85%

WhRrooR
IS
vl
N
xR

15 10.629 1469 1475 1484 rVB 19555803 36661562 100.00% 38.338%
16 10.747 1489 1495 1503 rVB 509691 947495 2.58% 0.991%
17 11.006 1530 1539 1548 rBV2 188104 420228 1.15% ©.439%
18 11.418 1600 1609 1614 rVV 294056 663852 1.81% ©.694%
19 11.471 1614 1618 1624 rVB2 220579 398656 1.09% 0.417%
20 11.641 1640 1647 1651 rBV3 313989 662444  1.81% 0.693%
21 11.747 1660 1665 1670 rVB 291753 467357 1.27% ©.489%
22 11.865 1679 1685 1695 rVV 642254 1167457 3.18% 1.221%
23 11.965 1695 1702 1707 rVV 1344949 2292548 6.25%  2.397%
24 12.070 1711 1720 1731 rVV 4904533 10215778 27.87% 10.683%
25 12.153 1731 1734 1740 rVB 246218 411143 1.12% ©.430%
26 12.400 1764 1776 1785 rBV 1542174 3451176 9.41% 3.609%
27 12.618 1802 1813 1822 rBV8 259105 923302 2.52% ©0.966%
28 12.853 1847 1853 1861 rBvV2 592254 1129565 3.08% 1.181%
29 13.035 1877 1884 1889 rVB 339633 638077 1.74% 0.667%
30 13.100 1889 1895 1898 rBV 824642 1387364 3.78% 1.451%
31 13.165 1898 1906 1913 rVV5 830122 2362836  6.44%  2.471%
32 13.335 1923 1935 1941 rBV2 341639 877853 2.39% 0.918%
33 13.482 1954 1960 1969 rBV 995233 1667730  4.55%  1.744%
34 13.676 1987 1993 1998 rBv4 345192 741883 2.02% 0.776%
35 13.794 2007 2013 2022 rBV2 733893 1548147 4.22% 1.619%
36 13.988 2041 2046 2050 rBV2 318543 567652 1.55% ©.594%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122023\
Data File : VN@80556.D

Acqg On : 20 Dec 2023 18:53

Operator : JC\MD

Sample : 05896-01

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 21  Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121223W.M
Title : SW846 8260
37 14.112 2062 2067 2076 rBV6 651447 1398979 3.82% 1.463%
38 14.629 2150 2155 2159 rBV2 424787 641132 1.75% ©0.670%
39 14.764 2174 2178 2188 rVB 521125 1103742 3.01% 1.154%
40 14.959 2202 2211 2215 rBV3 435521 859672 2.34% 0.899%
41 15.059 2220 2228 2233 rVV6 254398 725889 1.98% 0.759%
42 15.835 2355 2360 2370 rVB 242733 468734  1.28% 0.490%

43 16.482 2462 2470 2486 rVB2 476873 1250811 3.41% 1.308%

Sum of corrected areas: 95628031
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122023\
Data File : VN@80556.D

Acqg On : 20 Dec 2023 18:53

Operator : JC\MD

Sample : 05896-01

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121223W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VN080556.D\data.ms
1.5e+07
le+07
5000000
0 4&?4
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\
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: VN080556.D\data.ms
10.629
1.5e+07
le+07
5000000
g.o1g 8.441 8.965
8.1 9\2‘}/&;@2@@82 /\9%’0 9.600 102083412 10747 11 006 1114148111 41747
0—— — A e e A e e o T T e
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11 50
Abundance TIC: VN080556.D\data.ms
1.5e+07
le+07
5000000 12:070
11.96 12.400 348
B ez )| 122 snER N Mg gl emetotaseesy  ases 164
' 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_N\Data\VN122023\
Data File : VN@80556.D

Acqg On : 20 Dec 2023 18:53

Operator : JC\MD

Sample : 05896-01

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121223W.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 2
R.T. EstConc Area Relative to ISTD R.T.
8.441 59.52 ug/l 4072070  Pentafluorobenzene 8.224

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 95
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
3 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 64
4 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 64
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 59
Abundance Scan 1103 (8.441 min): VN080556.D\data.ms (-1093) (-) m/z 43.10 100.00%
43.1
71.0
5000
1001 8.20 8.40 8.60 8.80

bl e L m/z 71.85  79.41%

m/z--> 0 20 40 60 80 100 120 140 160

Abundance #4468: Hexane, 3-methyl-

43.0
5000 70.0
8.20 8.40 8.60 8.80
m/z 70.10 76.10%
0 15'0 M\ m‘ , 100.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #8634: Heptane, 4-methyl-
43.0
8.20 8.40 8.60 8.80
5000 710 m/z 57.05 64.67%
oo ||
ettt
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #59101: Decane, 3,3,4-trimethyl- N RRREEEE N v
43.0 71.0 8.20 8.40 8.60 8.80
m/z 41.10 60.46%
5000
0 24.0 “\ “ L1 990 1290 1550
i B R S o AR e R
m/z--> 0 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122023\
Data File : VN@80556.D

Acqg On : 20 Dec 2023 18:53

Operator : JC\MD

Sample : 05896-01

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121223W.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 Hexane, 3,3,4-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.700  38.63 ug/l 751719  1,4-Difluorobenzene 9.100

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 72
2 Pentane, 3-ethyl- 100 C7H16 000617-78-7 72
3 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 64
4 1-Hexene, 3,4,5-trimethyl- 126 C9H18 056728-10-0 50
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 50
Abundance Scan 1147 (8.700 min): VN080556.D\data.ms (-1138) (-) m/z 70.10 100.00%
43.0 70.1
5000
M | 84.0 98.1 8.40 8.60 8.80 9.00 .
0 e e e He e m/z 43.05 92.84%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #14573: Hexane, 3,3,4-trimethyl-
57.0 71.0
43.0
5000
8.40 8.60 8.80 9.00
m/z 71.10 76.19%
29.0 990 /
0 \H‘\H\]‘-ﬁ.\o\‘\HH‘HH‘M}H‘\‘\M‘H\‘\ 1\\\??(9\\\1“\\\%%%?9‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4472: Pentane, 3-ethyl-
43.0
8.40 8.60 8.80 9.00
5000 70.0 m/z 55.05 43.75%
29.0
o 10 150 | L | s501000
e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 (\/\
Abundance #4998: 1-Butanol, 2-ethyl- R RARERREEEE S ]
43.0 8.40 8.60 8.80 9.00
m/z 41.10 38.51%
5000 70.0
29.0
H ‘ 84.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122023\
Data File : VN@80556.D

Acqg On : 20 Dec 2023 18:53

Operator : JC\MD

Sample : 05896-01

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121223W.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 Heptane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.965 181.32 ug/l 3527840  1,4-Difluorobenzene 9.100

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Acetaldehyde, propylhydrazone 100 C5H12N2 007422-88-0 53
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 53
4 Oxirane, butyl- 100 C6H120 001436-34-6 47
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 47
Abundance Scan 1192 (8.965 min): VN080556.D\data.ms (-1183) (-) m/z 43.10 100.00%
3.1
71.1
5000
100.2
‘ ‘ 8.60 8.80 9.00 9.20
obr el e e 2068 sz 71010 77.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4463: Heptane
43.0
5000 71.0
8.60 8.80 9.00 9.20
m/z 41.10 65.39%
L
O\]-\E)\.‘()\}\\‘i}\\‘\“\\}\‘\‘\\\l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4091: Acetaldehyde, propylhydrazone
71.0 L
R RAEmEmaRREEE
30.0 8.60 8.80 9.00 9.20
5000 m/z 57.10 62.75%
100.0
)
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2045: Pentane, 2-methyl-
43.0 8.60 8.80 9.00 9.20
m/z 56.10 38.03%
5000 71.0
0l250
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20

82N121223W.M Thu Dec 21 14:27:45 2023 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122023\
Data File : VN@80556.D

Acqg On : 20 Dec 2023 18:53

Operator : JC\MD

Sample : 05896-01

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121223W.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 Octane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.747 40.58 ug/l 947495  Chlorobenzene-d5 11.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane 114 C8H18 000111-65-9 91
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 72
3 Hexane, 3-ethyl- 114 C8H18 000619-99-8 59
4 Heptane, 3,4,5-trimethyl- 142 C1eH22 020278-89-1 47
5 1-Trifluoroacetoxy-2-methylpentane 198 C8H13F302 155089-96-6 47

Abundance Scan 1495 (10.747 min): VN080556.D\data.ms (-1489) (- | m/z 43.05 100.00%

43.0
85.0
5000

‘ ‘ ‘ ‘ 1142 10.50 11.00
0 PR |
\‘\\\\‘\\u‘\u\‘\\u‘\u\‘uH‘\m‘\m‘\m‘uu‘\

2065 1/z 85.05  65.43%
miz--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8620: Octane
43.0

10.50 11.00
85.0 m/z 41.10 57.82%

114.0
15.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #14544: Heptane, 2,4-dimethyl-
43.0
I

—
10.50 11.00

o

5000 850 m/z 57.10 49,18%
oL 1500 L L L L 10
m/z--> 0 20 40 60 80 100 120 140 160 180 200 /\/L« j\/
Abundance #8625: Hexane, 3-ethyl- A e Svan'i VA
43.0 10.50 11.00

m/z 71.10  38.50%

5000
85.0

o ||| o \ |

0 “““““‘ SWAVAY N YA
miz--> 0 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122023\
Data File : VN@80556.D

Acqg On : 20 Dec 2023 18:53

Operator : JC\MD

Sample : 05896-01

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121223W.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 Cyclohexane, ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.418 28.43 ug/l 663852  Chlorobenzene-d5 11.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86
2 3-Hexene, 3,4-dimethyl-, (Z)- 112 C8H16 019550-87-9 53
3 3,4-Dimethyl-2-hexene 112 C8H16 002213-37-8 53
4 3-Hexene, 3,4-dimethyl- 112 C8H16 030951-95-2 53
5 2-Hexene, 2,3-dimethyl- 112 C8H16 007145-20-2 53
Abundance Scan 1609 (11.418 min): VN080556.D\data.ms (-1600) (- | m/z 83.10 100.00%
83.1
55.1
5000
112.1 A
11.50
Ot b L2068 L/, 5510 63.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7532: Cyclohexane, ethyl-
55.0 83.0
5000 T
112.0 1150
' m/z 82.05 49.82%
27.0
O\\\‘\H\\ \\\M‘\“}“\\H‘l\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7643: 3-Hexene, 3,4-dimethyl-, (2)-
L
83.0 e
11.50
5000 m/z 112.05 24.31%
112.0
27.0 ‘
o"WM‘“Mm‘!q““wlm‘wMHH_m_m_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200 \
Abundance #7565: 3,4-Dimethyl-2-hexene f\w
55.0 83.0 11 50
m/z 41.10 22.68%
5000
112.0
27.0
o"w‘H‘w‘H!“‘M“"1HJ_‘H‘w_m‘wwwu
m/z--> 20 40 60 80 100 120 140 160 180 200 1150
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122023\
Data File : VN@80556.D

Acqg On : 20 Dec 2023 18:53

Operator JC\MD

Sample : 05896-01

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121223W.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 6 Cyclohexane, propyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.618 39.54 ug/1l 923302  Chlorobenzene-d5 11.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 CSH18 001678-92-8 90
2 Cyclohexane, butyl- 140 C1oH20 001678-93-9 64
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 59
4 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 59

5 Ethanone, 1-(1-methylcyclopentyl)- 126 C8H140

013388-93-7 59

Abundance Scan 1813 (12.618 min): VN080556.D\data.ms (-1802) (- | m/z 83.10 100.00%
3.1
55.1
5000
126.1 e =4
L ‘ H‘ 1541 12.50 13.00
oSt L 8L 5518 77.63%
m/z--> 20 40 60 80 100 120 140
Abundance #13196: Cyclohexane, propyl-
55.0 83.0
5000 7 ——
12.50 13.00
27.0 126.0 m/z 82.10 51.83%
O\\\‘\H\\“’H\\‘\‘M"\‘}“\\‘1\\\“\\\\‘\‘\\\‘\\\\\
miz--> 20 40 60 80 100 120 140
Abundance #20677: Cyclohexane, butyl-
55.0 83.0
e — —
12.50 13.00
5000 ITI/Z 41.10 33.60%
29.0 140.0
0 m‘“1““‘,””“‘!‘,“1“‘u‘l”w‘l‘nﬁp_wwum ‘
m/z--> 20 40 60 80 100 120 140
Abundance #7536: Cyclohexane, ethyl- T —
83.0 12.50 13.00
m/z 69.10  25.14%
55.0
5000
112.0
27.0
SN | I AN SN S— - e
m/z--> 20 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122023\
Data File : VN@80556.D

Acqg On : 20 Dec 2023 18:53

Operator : JC\MD

Sample : 05896-01

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121223W.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, 1l-ethyl-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.100 44.81 ug/l 1387360 1,4-Dichlorobenzene-d4 13.794
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 Mesitylene 120 C9H12 000108-67-8 90
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
Abundance Scan 1895 (13.100 min): VN080556.D\data.ms (-1889) (- | m/z 105.05 100.00%
105.1
5000 M n
77.0 13.00 13.50
39.0 551 141.1 . :
Ol B2 g ) 13 1402 00 10 29.74%
miz--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 —h /\ ‘
13.00 13.50
m/z 77.05 12.01%
39.0 77.0
0 \\\‘\‘\\\“‘\\“1‘5\9‘.9\‘\\\““\\‘r‘\“{‘\\]‘;z“;\'()\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
= ~
13.00 13.50
5000 m/z 91.05 11.33%
77.0
o 180 %90 s00 0 | | 1210
LA T e e o
m/iz--> 20 40 60 80 100 120 140
Abundance #10728: Benzene, 1-ethyl-4-methyl- — =
105.0 13.00 13.50
m/z 79.10 8.74%
77.0
o150 390 800 "7 | 1210
e e P ;
m/z--> 20 40 60 80 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122023\
Data File : VN@80556.D

Acqg On : 20 Dec 2023 18:53

Operator : JC\MD

Sample : 05896-01

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121223W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Undecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.111  45.18 ug/1 1398980 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 93
2 Citronellol 156 C10H200 000106-22-9 45
3 Cyclononanone, 2-hydroxy- 156 C9H1602 000496-83-3 38
4 Carbonic acid, undecyl vinyl ester 242 C14H2603 1000382-54-9 30
5 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 30
Abundance Scan 2067 (14.112 min): VN080556.D\data.ms (-2062) (- | m/z 57.10 100.00%
57.1
5000
138.2
e P
UL ¥
ol ‘H\ A mh” h ATH ‘H 2071‘ _ 280.¢ m/z 43.10  75.26%
miz-> 50 100 150 200 250
Abundance #33080: Undecane
57.0
5000 e el
14.00 14.50
m/z 41.10 65.10%
27‘0“ | 980 156.0
O T T ‘\ \‘ ‘h‘\ “\‘ \“‘\ H‘ \H T ‘\ T ‘ ‘\ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #32854: Citronello
41.0
— —
14.00 14.50
5000 m/z 71.10 59.52%
81.0
TN 19 e
0 “Hh“ﬂhw‘Wwﬁ hﬁ““h — —
miz--> 50 100 150 200 250
Abundance #33768: Cyclononanone, 2-hydroxy- == e
57.0 14.00 14.50
m/z 55.10 48.13%
5000
27.0 940 1380
0! e —— M
m/z--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122023\
Data File : VN@80556.D

Acqg On : 20 Dec 2023 18:53

Operator : JC\MD

Sample : 05896-01

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121223W.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 Di-tert-butyl disulfide Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.764  35.65 ug/l 1103740 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 68
2 Disulfide, bis(1-methylpropyl) 178 C8H18S2 005943-30-6 59
3 Disulfide, bis(2-methylpropyl) 178 C8H18S2 001518-72-5 58
4 Disulfide, dibutyl 178 C8H18S2 000629-45-8 53
5 Disulfide, (1,1-dimethylethyl)(1... 178 C8H18S2 072437-46-8 50
Abundance Scan 2178 (14.764 min): VN080556.D\data.ms (-2174) (- | m/z 57.10 100.00%
57.1
| 1220 1781 14.50 15.00
(
ol b 904 ]y L2808 o 4110 31.57%
miz-> 50 100 150 200 250
Abundance #53420: Di-tert-butyl disulfide
57.0
5000 i s
14.50 15.00
m/z 178.10 14.69%
27‘.0‘ 122.0 178.0
O T T ‘\ ‘\“‘“\ \8\7\.0‘ T \‘ T T ‘ T T ‘\ T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #53431: Disulfide, bis(1-methylpropyl)
57.0
—— —
14.50 15.00
5000 m/z 39.10 14.09%
122.0
178.0
miz--> 50 100 150 200 250
Abundance #53430: Disulfide, bis(2-methylpropyl) T 7
57.0 14.50 15.00
m/z 122.00 10.95%
5000
178.0
27,0 87.0 122.0
Y 190 S et U S e
m/z--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122023\
Data File : VN@80556.D

Acqg On : 20 Dec 2023 18:53

Operator : JC\MD

Sample : 05896-01

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121223W.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@ Trisulfide, bis(1,1-dimethy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.482 40.40 ug/l 1250810 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 58
2 o-tert-Butylhydroxylamine 89 C4H11NO 1000322-43-1 38
3 Di-tert-butyl disulfide 178 C8H18S2 000110-06-5 38
4 Propanoic acid, 2,2-dimethyl-, s... 208 C5H9Ag02 007324-58-5 35
5 Disulfide, (1,1-dimethylethyl)(1... 178 C8H18S2 072437-46-8 17

Abundance Scan 2470 (16.482 min): VN080556.D\data.ms (-2462) (- | m/z 57.10 100.00%

57.1
5000

154.0 R I ERREE R
210.1 16.20 16.40 16.60

89.0 : '
oo 801211 | T 2820 L., a1.10  29.81%

miz--> 50 100 150 200 250
Abundance #87938: Trisulfide, bis(1,1-dimethylethyl)
57.0

5000 R A
16.20 16.40 16.60
m/z 154.00 17.92%
‘ 89.0 15‘4.0 219.0
O 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 #2482: o-tert-Butylhydroxylamine
57.0
R B o e
16.20 16.40 16.60
5000 m/z 39.05 12.36%
27,0
Nk
obebr e o A o o
m/z--> 50 100 150 200 250
Abundance #53420: Di-tert-butyl disulfide B e
57.0 16.20 16.40 16.60

m/z 210.10 7.59%

5000
122.0 178.0
0 ‘ “ J87.0 | |

m/z--> 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\VN122023\
Data File : VN@80556.D

Acqg On : 20 Dec 2023 18:53

Operator : JC\MD

Sample : 05896-01

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121223W.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- 8.441 59.5 ug/l 4072070 1 8.224 3420710 50.0
Hexane, 3,3,4-t... 8.700 38.6 ug/l 751719 2 9.100 972850 50.0
Heptane 8.965 181.3 wug/l 3527840 2 9.100 972850 50.0
Octane 10.747 40.6 ug/l 947495 3 11.865 1167460 50.0
Cyclohexane, et... 11.418 28.4 ug/l 663852 3 11.865 1167460 50.0
Cyclohexane, pr... 12.618 39.5 wug/l 923302 3 11.865 1167460 50.0
Benzene, 1l-ethy... 13.100 44.8 ug/l 1387360 4 13.794 1548150 50.0
Undecane 14.111 45.2 ug/l 1398980 4 13.794 1548150 50.0
Di-tert-butyl d... 14.764 35.6 ug/l 1103740 4 13.794 1548150 50.0
Trisulfide, bis... 16.482 40.4 ug/l 1250810 4 13.794 1548150 50.0
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