LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122023\
Data File : VN@80558.D

Acqg On : 20 Dec 2023 19:40

Operator : JC\MD

Sample : 05896-03

Misc : 5.06g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 23  Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121223W.M

Title : SW846 8260

Signal : TIC: VN@80558.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.895 140 160 161 rBV5 29387 114167 1.20% 0.375%
2 4.430 411 421 438 rBv2 108181 337191 3.53% 1.109%
3 8.000 1016 1028 1040 rBvV2 42124 117139 1.23% 0.385%
4 8.165 1046 1056 1059 rBV2 183470 431361 4.52% 1.419%
5 8.218 1059 1065 1075 rVV2 791779 1835181 19.24% 6.035%

6 8.324 1075 1083 1093 rVB2 163619 392551 4
7 8.441 1093 1103 1112 rBV 624675 1441988 15.
8 8.577 1118 1126 1135 rVB2 176200 401892 4.21%
9 8.700 1138 1147 1156 rBV3 70691 187509 1
8.965 1183 1192 1207 rBV 320503 628204 6

NO® R DR
w
N
N
R

11  9.100 1207 1215 1225 rVB 462868 936390  9.82%
12 9.600 1285 1300 1305 rBV2 46956 126506 1.33%
13 10.565 1456 1464 1469 rBV 688411 1294218 13.57%
14 10.630 1469 1475 1489 rVB 5261365 9538953 100.00% 3

AR pPpOW
N
(%2}
o
X

15 11.865 1678 1685 1696 rVB 722405 1272374 13.34% 184%
16 12.071 1713 1720 1731 rBV2 42874 97359 1.02% 0.320%
17 12.853 1846 1853 1861 rVB 573799 965845 10.13% 3.176%
18 13.159 1898 1905 1914 rBvV2 110209 219368 2.30% ©0.721%
19 13.394 1941 1945 1949 rBV3 79740 113412 1.19% 0.373%
20 13.682 1985 1994 1997 rBV6 104778 276974  2.90%  0.911%

21 13.794 2007 2013 2017 rBV 977725 2034878 21.33%
22 14.006 2043 2049 2053 rBV7 49968 107133 1.12%
23 14.106 2061 2066 2072 rBV 1064057 1775320 18.61%
24 14.218 2081 2085 2089 rBV5 73719 111236 1.17%

[V, BV R e))
00
w
00
B

25 14.265 2089 2093 2097 rVV3 79713 123709 1.30% 407%
26 14.370 2108 2111 2117 rVB5 164041 260730 2.73% ©.857%
27 14.435 2117 2122 2126 rBV8 69507 151924 1.59% ©.500%
28 14.506 2130 2134 2139 rVV6 109027 221470 2.32% ©.728%
29 14.582 2140 2147 2150 rVV6 207400 495055 5.19% 1.628%
30 14.629 2150 2155 2159 rVW 446673 817500  8.57% 2.688%

31 14.665 2159 2161 2165 rVvv2 161373 222882
32 14.735 2169 2173 2176 rVV3 136549 204161
33 14.794 2176 2183 2188 rVB6 206207 438956
34 14.959 2206 2211 2220 rBV 536439 848806
35 15.041 2221 2225 2228 rBV5 84484 153274

.34%
.14%
.60%
. 90%
.61%

R oo ANN
ONR O
N
B
w
xR

36 15.223 2245 2256 2267 rVB1e 137227 581029 6.09%  1.911%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122023\
Data File : VN@80558.D

Acqg On : 20 Dec 2023 19:40

Operator : JC\MD

Sample : 05896-03

Misc : 5.06g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 23  Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

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

37 15.670 2327 2332 2340 rBV 125343 256263 2.69% ©0.843%
38 15.747 2340 2345 2351 rVV2 102302 218176  2.29% ©.717%

39 15.835 2354 2360 2371 rVB5 166194 447575 4.69% 1.472%
40 16.476 2463 2469 2479 rBV 76006 210769 2.21% 0.693%

Sum of corrected areas: 30409428
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122023\
Data File : VN@80558.D

Acqg On : 20 Dec 2023 19:40

Operator : JC\MD

Sample : 05896-03

Misc : 5.06g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 23  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: VN080558.D\data.ms
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Abundance TIC: VN080558.D\data.ms
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Abundance TIC: VN080558.D\data.ms
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Libra
TIC Integ

Library Search Compound Report

: VNO80558.D
: 20 Dec 2023 19:40
JC\MD
: 05896-03
: 5.06g/10mL/100uL/5.00mL/MSVOA_N/MEOH
: 23 Sample Multiplier: 1

. SW846 8260

ry : C:\Database\NIST20.L
ration Parameters: LSCINT.P

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122023\

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121223W.M

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

Peak Number 1 Pentane, 2,3-dimethyl-

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
8.324 10.70 ug/l 392551  Pentafluorobenzene 8.218
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 90
2 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 56
3 Cyanic acid, ethyl ester 71 C3H5NO 000627-48-5 50
4 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 47
5 1-Hexene, 5-methyl- 98 C7H14 003524-73-0 40
Abundance Scan 1083 (8.324 min): VN080558.D\data.ms (-1075) (-) m/z 56.05 100.00%
56.0
A e
‘ ‘ ‘850 8.00 8.20 8.40 8.60
Ot b 2071 7 43.05  72.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4483: Pentane, 2,3-dimethyl-
56.0
5000
29.0 8.00 8.20 8.40 8.60
m/z 57.10 69.28%
85.0
0\\\‘\‘\‘\\\‘ }\‘\‘ “\\‘\\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14580: Hexane, 2,2,4-trimethyl-
57.0
A e e a
8.00 8.20 8.40 8.60
5000 m/z 41.05 61.91%
29.0
bl o o
-
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #684: Cyanic acid, ethyl ester R e R RRaR
29.0 8.00 8.20 8.40 8.60
m/z 71.05 41.47%
56.0
5000
0"H‘ﬂu‘HLH“HM"H"_“‘_“w“‘w“u“‘u“u‘
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122023\
Data File : VN@80558.D

Acqg On : 20 Dec 2023 19:40

Operator : JC\MD

Sample : 05896-03

Misc : 5.06g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 23  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-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.441  39.29 ug/l 1441996  Pentafluorobenzene 8.218

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 94
2 Heptane 100 C7H16 000142-82-5 64
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
4 Heptane, 3,3,4-trimethyl- 142 C1eH22 020278-87-9 59
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 59

Abundance Scan 1103 (8.441 min): VN080558.D\data.ms (-1093) (-) m/z 43.05 100.00%
71.1
57.0

5000
J

| 85.1 100.1 8.20 8.40 8.60 8.80
ettt m/z 71010 76.46%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4468: Hexane, 3-methyl-
43.0

o

5000 57.0 70.0 \\\w\u\‘u\\w\u‘\u
29.0 8.20 8.40 8.60 8.80
m/z 70.10 71.87%
15.0 M | 850 100.0
O\\‘H\\’\\}\‘\\H‘\H\‘H\\’\\\\‘\\H‘\H\‘H\\’\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4464: Heptane
43.0
“H‘H‘w“u‘u‘w“
8.20 8.40 8.60 8.80
5000 57.0 710 m/z 57.05 63.89%
29.0 100.0
ot eso
O+ e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8635: Heptane, 4-methyl- e AR
43.0 8.20 8.40 8.60 8.80

m/z 41.10 58.02%

71.0
5000
57.0
290
15.0 Al 850 990 1140

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.20 8.40 8.60 8.80

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122023\
Data File : VN@80558.D

Acqg On : 20 Dec 2023 19:40

Operator : JC\MD

Sample : 05896-03

Misc : 5.06g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 23  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 3
R.T. EstConc Area Relative to ISTD R.T.
8.965 33.54 ug/l 628204 1,4-Difluorobenzene 9.100

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 53
3 Oxalic acid, 2-ethylhexyl pentyl... 272 C15H2804 1000309-38-7 50
4 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 47
5 Acetaldehyde, propylhydrazone 100 C5H12N2 007422-88-0 43

Abundance Scan 1192 (8.965 min): VN080558.D\data.ms (-1183) (-) m/z 43.10 100.00%

43.1
71.1
5000
100.1

‘ 8.60 8.80 9.00 9.20
- i

i

o]
0ol e 2088 7 71,10 80.14%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4462: Heptane
43.0
5000 710 \‘HH‘HH’HH‘HH‘\

8.60 8.80 9.00 9.20
m/z 41.10 71.22%

1000
15.0‘ ‘
O \‘\\\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4468: Hexane, 3-methyl-
43.0
RIVAV.VaN N SRR
8.60 8.80 9.00 9.20
5000 70.0 m/z 57.10 66.54%
e e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 J\
Abundance #163313: Oxalic acid, 2-ethylhexyl pentyl ester T e e
71.0 8.60 8.80 9.00 9.20
m/z 56.10 43.23%
43.0
5000
112.0
157.0
0 ‘/\/\‘/\,“
m/z--> 0 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20

82N121223W.M Thu Dec 21 14:28:46 2023 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122023\
Data File : VN@80558.D

Acqg On : 20 Dec 2023 19:40

Operator : JC\MD

Sample : 05896-03

Misc : 5.06g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 23  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 Undecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

14.106 43.62 ug/l 1775320 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 97
2 Hexadecane 226 C1l6H34 000544-76-3 86
3 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 86
4 Tetradecane 198 C14H30 000629-59-4 80
5 1-Decene, 4-methyl- 154 C11H22 013151-29-6 64

Abundance Scan 2066 (14.106 min): VN080558.D\data.ms (-2061) (- | m/z 57.10 100.00%
57.1

ety
| 8o 1562 14.00 14.50
[(JRERENE B N

" 207.0
1
m/z--> 50 100 150 200 250
Abundance #33079: Undecane
57.0

FIMPRNERS S £+ S m/z 43.10  73.19%
5000 =
14.00 14.50

m/z 71.10  51.55%

98.0 156.0
\Z\dJ\OH ‘”H‘\ ‘!‘ \“‘\ H‘ A T ‘\ L B B B B B
m/z--> 50 100 150 200 250
Abundance #107220: Hexadecane
57.0

=
14.00 14.50
5000 m/z 41.10 46.08%

99.0
Lf‘-p\\“ \“‘ | “H\ A H“ Ao %4‘1,0‘ ?‘8‘370‘ \2\299 T Jm
m/z--> 50 100 150 200 250
Abundance #264109:

Carbonic acid, octadecyl prop-1-en-2-yl ester T
57.0 14.00 14.50
m/z 85.10 32.80%

5000
97.0
260 | ‘\‘\‘ “M‘ | 1390 182.0 224.0 297,
: . cad

.
miz--> 50 100 150 200 250 14.00 14.50

o

o

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122023\
Data File : VN@80558.D

Acqg On : 20 Dec 2023 19:40

Operator : JC\MD

Sample : 05896-03

Misc : 5.06g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 23  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 unknownl4.582 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.582 12.16 ug/l 495055  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 47
2 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 43
3 Pentadecafluorooctanoic acid, 2-... 526 C16H17F1502 1000406-80-9 43
4 Undecane, 6-methyl- 170 C12H26 017302-33-9 38
5 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 27
Abundance Scan 2147 (14.582 min): VN080558.D\data.ms (-2140) (- | m/z 57.10 100.00%
57.1
- m
98.1 Sk ‘
138.2 14.50
ob— M\m“‘\‘\\‘ by 2000 m/z 41.10  34.22%
miz--> 50 100 150 200 250 300 350
Abundance #22093: Octane, 2,3-dimethyl-
57.0
5000 e ‘
14.50
98.0 m/z 43.10  33.26%
miz--> 50 100 150 200 250 300 350
Abundance #22130: Heptane, 3-ethyl-2-methyl-
57.0
T [
14.50
5000 m/z 98.10 24.17%
98.0
0154 20
m/z--> 50 100 150 200 250 300 350
Abundance #341435: Pentadecafluorooctanoic acid, 2-ethylhexyl est 7 ‘
57.0 14.50
m/z 71.10 19.72%
- m
112.0
ol M | | 120 1600 2190 369.
— 7 A=
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122023\
Data File : VN@80558.D

Acqg On : 20 Dec 2023 19:40

Operator JC\MD

Sample : 05896-03

Misc : 5.06g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 23  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 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 6 Naphthalene, decahydro-2-me... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.620 20.69 ug/l 817560 1,4-Dichlorobenzene-dd  13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 CliWze 002958-76-1 87
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 55

021170-08-1 53
084060-80-0 43

3 1-Methylbicyclo[3.3.0]octane-3,7... 152 C9H1202
4 (Z)-(Z)-Hex-3-en-1-yl 2-methylbu... 182 C11H1802

5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 38
Abundance Scan 2155 (14.629 min): VN080558.D\data.ms (-2150) (- | m/z 83.10 100.00%
3.1
55.1
5000 152.2
— —
| ‘ 0 109.1127.2‘ | 1450 15.00
bl L T L1702 s g2 16 86, 20%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 T T T T T
14.50 15.00
109.0 m/z 55.10 70.33%
0- 3 ‘\i“‘\\“11\3\3\9\\‘\‘\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29490: trans-Decalin, 2-methyl-
81.0
— —
55.0 152.0 14.50 15.00
5000 ITI/Z 81.10 62.66%
29.0 109.0
o S T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30237: 1-Methylbicyclo[3.3.0]octane-3,7-dione e ——
55.0 14.50 15.00
83.0 m/z 67.05 53.68%
5000
152.0
124.0
0 080 — e
m/z--> 20 40 60 80 100 120 140 160 180 14.50 15.00

82N121223W.M Thu Dec 21 14:28:49 2023

Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122023\
Data File : VN@80558.D

Acqg On : 20 Dec 2023 19:40

Operator : JC\MD

Sample : 05896-03

Misc : 5.06g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 23  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 trans-Decalin, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.794 10.79 ug/l 438956 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 68
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 62
3 9-Octadecyne 250 C18H34 035365-59-4 58
4 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 58
5 9-Eicosyne 278 C20H38 071899-38-2 49
Abundance Scan 2183 (14.794 min): VN080558.D\data.ms (-2176) (- | m/z 67.05 100.00%
67.0 051 152.1
5000 41.1
—— —
220.2
23. 1913 14.50 15.00
0 m/z 152.05 92.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #29490: trans-Decalin, 2-methyl-
81.0
55.0 152.0
5000 e =V
14.50 15.00
20.0 109.0 m/z 81.10 85.51%
0' \\‘W}\‘\H\“H“H‘h\H“H ‘\‘HH‘HH‘\\H‘\H\‘\H\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
—— —
14.50 15.00
5000 m/z 95.10 83.48%
109.0
0 bl Ls
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #136140: 9-Octadecyne T —
55.0 81.0 14.50 15.00
m/z 82.05 76.05%
5000
29.0
0
0 166.0193.0
- T ‘ T T ‘ T
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\VN122023\
Data File : VN@80558.D

Acqg On : 20 Dec 2023 19:40

Operator : JC\MD

Sample : 05896-03

Misc : 5.06g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 23  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 Dodecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.959 20.86 ug/l 848806 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 96
2 Tridecane 184 C13H28 000629-50-5 91
3 Tetradecane 198 C14H30 000629-59-4 90
4 Undecane 156 C1l1H24 001120-21-4 86
5 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 86
Abundance Scan 2211 (14.959 min): VN080558.D\data.ms (-2206) (- | m/z 57.10 100.00%
57.1
5000
85.1
——
15.00
112.1 170.2
0 m_‘H‘,‘;mH‘H“:w‘!‘HH‘H1“‘_”1‘4‘1‘9‘_Ml‘??“lw m/z 43.05 68.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45480: Dodecane
57.0
5000 R
85.0 15.00
29.0 . m/z 71.10 59.91%
112.0 17
O \\\‘\‘\‘\\’\\\H‘\\“\\“1\\\H‘\\U\‘\‘\]\-\4.‘1-\\0\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59026: Tridecane
57.0
——
15.00
5000 m/z 41.10 42.32%
20.0 85.0
20 1410 1840
0 ‘H_‘H,‘H“":“mH‘HH_uWww_ww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74004: Tetradecane —
57.0 15.00
m/z 85.10 35.06%
5000 85.0
29.0
0 L |, 130 1410 1690 1980
H‘“H‘,H‘“Hl‘mu“_“w“‘wu‘u“‘u“u“‘u‘ —
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\VN122023\
Data File : VN@80558.D

Acqg On : 20 Dec 2023 19:40

Operator : JC\MD

Sample : 05896-03

Misc : 5.06g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 23  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 unknownl5.223 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.223  14.28 ug/1 581029 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.1]heptane-2-carboxyl... 154 C9H1402 035520-81-1 22
2 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 412 C18H36010 1000351-92-6 14
3 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-... 558 C25H50013 1000351-91-9 14
4 1,3-Butadiene, 1,4-dichloro- 122 C4H4C12 002984-42-1 12
5 2-Propenenitrile, 2-chloro- 87 C3H2CIN 000920-37-6 12

Abundance Scan 2256 (15.223 min): VN080558.D\data.ms (-2245) (- | m/z 55.10 100.00%
55.1

208.1
5000
5.0

-

151.9

— —
‘ ‘ 15.00 15.50
0 b doe b m/z 87.10  74.66%

miz--> 50 100 150 200 250 300
Abundance #32255: Bicyclo[2.2.1]heptane-2-carboxylic acid, methyl ¢
87.0

5000 e e
15.00 15.50
41.0 m/z 208.05 52.02%
H 125.0
el .
O\\‘\\H\H\‘\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300
Abundance #308812: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxyleth
817.0
el Y-t ity
45.0 15.00 15.50
5000 m/z 41.10 49,57%
133.0
ok gy 1750 2190 263.0 325,
A e e e O I LN R I T B S
mlz--> 50 100 150 200 250 300

Abundance #344362: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Methoxyethoxy)et
0

T 7
15.00 15.50
m/z 81.10  49.34%

5000

147.0
L 219.0 263.0 307.0

3

0 m H ‘ N‘ : \“ |

T \
m/z--> 50 100 150 200 250 300 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122023\
Data File : VN@80558.D

Acqg On : 20 Dec 2023 19:40

Operator : JC\MD

Sample : 05896-03

Misc : 5.06g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 23  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 10 unknownl5.835 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.835 11.00 ug/l 447575  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-1-(But-2-en-1-yl)-2-(sec-but... 176 C8H1652 110690-24-9 38
2 (Z)-1-(But-2-en-1-yl)-2-(sec-but... 176 C8H16S52 110690-23-8 30
3 Tridecane 184 C13H28 000629-50-5 25
4 Methanamine, 1,1-bis(2,2-dimethy... 231 C13H29NO2 004909-78-8 22
5 (Z)-1-(But-1-en-1-yl)-2-(sec-but... 176 C8H16S2 110690-21-6 22
Abundance Scan 2360 (15.835 min): VN080558.D\data.ms (-2354) (- | m/z 55.10 100.00%
55.1 120.0
176.0
5000
85.1
P P
“ ‘ ‘ 9911 280 15.50 16.00
— 7 RN ' Y m/z 120.00  95.19%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #51409: (E)-1-(But-2-en-1-yl)-2-(sec-butyl)disulfane
55.0
120.0
5000 176.0 st P ooyt
15.50 16.00
87.0 m/z 74.05 92.96%
O\\?‘\a\lg"‘\“\MMV\\‘H‘\H‘}}\‘\H\"“\\H‘\\H‘H\\H‘\H\’HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #51408: (Z)-1-(But-2-en-1-yl)-2-(sec-butyl)disulfane
55.0
P Pt
120.0 15.50 16.00
5000 176.0 m/z 57.10 78.57%
H 87.0
LT P T S
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59029: Tridecane “ ——
57.0 15.50 16.00
m/z 71.10 60.85%
5000
27 O‘ 99.0
1 0 O O - B S B i Ll ol
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122023\
Data File : VN@80558.D

Acqg On : 20 Dec 2023 19:40

Operator : JC\MD

Sample : 05896-03

Misc : 5.06g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 23  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|
Pentane, 2,3-di... 8.324 10.7 ug/l 392551 1 8.218 1835180 50.0
Hexane, 3-methyl- 8.441 39.3 ug/l 1441990 1 8.218 1835180 50.0
Heptane 8.965 33.5 wug/l 628204 2 9.100 936390 50.0
Undecane 14.106 43.6 ug/l 1775320 4 13.794 2034880 50.0
unknown14.582 14.582 12.2 ug/l 495055 4 13.794 2034880 50.0
Naphthalene, de... 14.629 20.1 ug/l 817500 4 13.794 2034880 50.0
trans-Decalin, ... 14.794 10.8 wug/l 438956 4 13.794 2034880 50.0
Dodecane 14.959 20.9 ug/l 848806 4 13.794 2034880 50.0
unknown15.223 15.223 14.3 ug/l 581029 4 13.794 2034880 50.0
unknown15.835 15.835 11.0 ug/l 447575 4 13.794 2034880 50.0
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