LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61923\
Data File : VN@78275.D

Acqg On : 19 Jun 2023 13:23

Operator : JC\MD

Sample : 03241-01

Misc : 1.13g/1emL/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@78275.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 8.171 1046 1057 1061 rBV 273281 640018 3.16% ©.586%
2 8.230 1061 1067 1080 rVB 467197 1073276 5.31% 0.983%
3 8.583 1116 1127 1138 rBV 293103 700139  3.46% 0.641%
4 9.106 1206 1216 1227 rBV 668165 1413699 6.99%  1.295%
5 10.571 1457 1465 1473 rBV 1065495 1952878 9.66% 1.789%

6 11.871 1677 1686 1697 rBV 942546 1706361  8.44%
7 12.406 1766 1777 1784 rBV 464096 832945  4.12%
8 12.706 1819 1828 1837 rBV2 960292 1844276  9.12%
9 12.853 1846 1853 1861 rVB 764043 1317200 6.51%
10 12.965 1861 1872 1878 rBV 134028 269871 1.33%
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R

11 13.041 1878 1885 1890 rBV 2159783 3500228 17.31%
12 13.100 1890 1895 1899 rBV 7844101 13334542 65.93% 12.
13 13.135 1899 1901 1905 rVV 3655697 4835403 23.91%
14 13.176 1905 1908 1915 rVB 4193657 6423470 31.76%
15 13.265 1916 1923 1929 rBV 5168905 7868410 38.91%
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A
w
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16 13.341 1929 1936 1943 rVB 3472448 5505465 27.22% 5.044%
17 13.488 1953 1961 1972 rBV 11431887 20223796 100.00% 18.528%
18 13.612 1974 1982 1988 rBV3 1310009 2369884 11.72% 2.171%
19 13.712 1988 1999 2001 rBV 1543312 3434374 16.98%  3.146%
20 13.823 2008 2018 2023 rBV2 4370928 8858647 43.80% 8.116%

21 13.959 2033 2041 2042 rBV3 475263 749409 3.71% ©.687%
22 13.994 2042 2047 2050 rVV2 1396636 2925088 14.46%  2.680%
23 14.023 2050 2052 2062 rVV2 1245794 2181429 10.79%  1.999%
24 14.112 2062 2067 2074 rVV2 757134 1439564 7.12% 1.319%
25 14.188 2076 2080 2083 rVV 263525 422759 2.09% ©.387%
26 14.241 2083 2089 2093 rVV3 1007480 1951215 9.65% 1.788%
27 14.276 2093 2095 2100 rVV 478317 733514 3.63% 0.672%
28 14.335 2100 2105 2110 rVB 725839 1115126 5.51% 1.022%
29 14.582 2141 2147 2151 rBV4 194105 405145 2.00% 0.371%
30 14.629 2151 2155 2159 rBV2 487696 793597 3.92% 0.727%
31 14.665 2159 2161 2164 rVB2 214883 225864 1.12% ©.207%
32 14.800 2177 2184 2188 rVV2 320236 575705 2.85% 0.527%
33 14.847 2188 2192 2198 rVB7 145565 267684 1.32%  0.245%
34 14.965 2205 2212 2216 rBV 354096 659752 3.26% ©.604%
35 15.047 2221 2226 2228 rBv4 215419 377227 1.87% ©.346%

36 15.082 2228 2232 2235 rBV 311844 514703 2.55% 0.472%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61923\
Data File : VN@78275.D

Acqg On : 19 Jun 2023 13:23

Operator : JC\MD

Sample : 03241-01

Misc : 1.13g/1emL/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 15.182 2244 2249 2253 rBV7 131626 278325 1.38% 0.255%
38 15.229 2253 2257 2261 rVV5 272948 499628 2.47% 0.458%
39 15.270 2261 2264 2268 rVB3 279217 394952 1.95% 0.362%
40 15.323 2269 2273 2280 rVB7 165347 385981 1.91% 0.354%
41 15.429 2284 2291 2295 rBV7 209892 522367 2.58% 0.479%
42 15.517 2301 2306 2308 rBV4 286119 493484 2.44% 0.452%
43 15.600 2315 2320 2327 rVB3 540929 1142519 5.65% 1.047%
44 15.694 2328 2336 2345 rBV8 292144 1060626 5.24% 0.972%
45 15.929 2371 2376 2379 rBV5 115774 242825 1.20% 0.222%
46 16.176 2413 2418 2425 rBV7 118926 246225 1.22% 0.226%

47 16.512 2470 2475 2486 rVB2 163737 441917 2.19%  0.405%

Sum of corrected areas: 109151512
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61923\
Data File : VN@78275.D

Acqg On : 19 Jun 2023 13:23

Operator : JC\MD

Sample : 03241-01

Misc : 1.13g/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: VNO78275.D\data.ms
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Abundance TIC: VNO78275.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61923\
Data File : VN@78275.D

Acqg On : 19 Jun 2023 13:23

Operator : JC\MD

Sample : 03241-01

Misc : 1.13g/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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.100 75.26 ug/1l 13334500 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 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1895 (13.100 min): VN078275.D\data.ms (-1890) (- | m/z 105.10 100.00%
105.1
5000 J\/\/\ /\
‘13‘00‘ | 13.50
39.0 : :
Ol 404 L 1203 2810 ;126,10 31.18%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0 /\j\/\/\
5000 /\

13 00 13. 50
77.00  12.56%

39.0
‘“\“”“\“““‘!"“‘\‘““\“‘“\“‘“\‘“‘!‘“‘!““\““\““\““\““!“
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0

o

13.00 13.50
5000 91.60  12.56%
39.0 0l .
0 www‘mw”w“w‘“‘\‘wawwwaw*wwmw
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0 13.00 13.50

m/z 106.05 9.15%

5000
270 020 ‘ }\
0 Ll \‘ :

T
m/z--> 20 40 60 80 100120140160180200220240260280 13 00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61923\
Data File : VN@78275.D

Acqg On : 19 Jun 2023 13:23

Operator : JC\MD

Sample : 03241-01

Misc : 1.13g/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 2 4-Heptanone, 2,6-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.265 44.41 ug/l 7868410 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 C9H180 007492-38-8 64
3 5-Nonanone 142 C9H180 000502-56-7 59
4 3-Buten-2-o0l, 2,3-dimethyl- 100 C6H120 010473-13-9 53
5 2,4-Heptanedione, 6-methyl- 142 C8H1402 003002-23-1 45

Abundance Scan 1923 (13.265 min): VN078275.D\data.ms (-1916) (- | m/z 57.05 100.00%
57.0 85.0

N
[
o
b

5000
1421 13.00 13.50
([ M e 1001 1209 “‘ ~  m/z 85.00 96.48%
m/z--> 20 40 60 80 100 120 140
Abundance #23057: 4-Heptanone, 2,6-dimethyl-
57.0
85.0
5000 T —
41.0 13.00 13.50
m/z 41.05 36.24%
142.0
obts0 Ml oo ]
m/z--> 20 40 60 80 100 120 140
Abundance #23030: 4-Octanone, 2-methyl-
57.0
85.0 —d A
13.00 13.50
5000 ITI/Z 57.95 26.16%
41.0
142.0
0 \\\‘\M\\ML\\Mw\ww\‘wh\\}\%¥%9\u\\‘M\\
m/z--> 20 40 60 80 100 120 140
Abundance #22967: 5-Nonanone

570  gs0 13.00 13.50
m/z 43.00  17.49%

5000
41.0

142.0

-

15'0 113-0
0\H‘\‘1\\““\m‘;“H‘M‘MH}\H‘\‘HH‘H\

— s
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\VN©61923\
Data File : VN@78275.D

Acqg On : 19 Jun 2023 13:23

Operator : JC\MD

Sample : 03241-01

Misc : 1.13g/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-4-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.341 31.07 ug/l 5505470  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 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Mesitylene 120 C9H12 000108-67-8 90
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
Abundance Scan 1936 (13.341 min): VN078275.D\data.ms (-1929) (- | m/z 105.00 100.00%
105.0
5000
120.1 /\
— e
91.0
39.0 63.0 77‘0 U 13.00 13.50
Ol fireepiber e bt m/z 120.05 30.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0

T

v

120.0 13.00 13.50
m/z 90.95  12.93%

77.0 91.0
\\‘]\_\5\(\)‘\\\\‘\\3\?’(\)\\\“\\\\6’%\‘\0\‘\\\‘}“\\\\“\\\\‘\M1\‘\\\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0

5000

o

13.00 13.50
5000 ITI z 77.00 11.59%
120.0
79.0
39.0 65.0 92.0
oH_mwwH‘,ww‘,mw‘:‘_mfw‘“!wuu‘m_
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10695: Mesitylene
105.0 13.00 13.50
m/z 106.05 9.08%
120.0
5000
39.0 77.0 91.0 j\
P .Y B .- P ) L ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 13. 00 13 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61923\
Data File : VN@78275.D

Acqg On : 19 Jun 2023 13:23

Operator : JC\MD

Sample : 03241-01

Misc : 1.13g/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 7-Oxabicyclo[2.2.1]heptane,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.612 13.38 ug/l 2369880 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[2.2.1]heptane, 1-me... 154 C1@H180 000470-67-7 91
2 Terpinen-4-ol 154 C10H180 000562-74-3 76
3 3-Cyclohexen-1-0l, 4-methyl-1-(1... 154 C1@H180 020126-76-5 76
4 4-Hepten-3-one, 2,5,6-trimethyl- 154 C10H180 016466-21-0 35
5 1,2-Propanedione, 1-(2-thienyl)- 154 C7H602S 013678-69-8 27
Abundance Scan 1982 (13.612 min): VN078275.D\data.ms (-1974) (- | m/z 43.00 100.00%
43.0 111.1
71.0
5000 /‘
154.1 S ——
13.50 14.00
0 2070 n/z 111.10  94.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31313: 7-Oxabicyclo[2.2.1]heptane, 1-methyl-4-(1-meth
43.0
111.0
71.0
5000 — N
13.50 14.00
154.0 m/z 71.00  66.29%
0150!
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30974: Terpinen-4-ol
71.0
e —r
111.0 13.50 14.00
5000 m/z 91.00 57.56%
43.0 154.0
AR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31271: 3-Cyclohexen-1-ol, 4-methyl-1-(1-methylethyl)-,
71.0 13.50 14.00
m/z 55.00 52.72%
111.0
5000 43.0
154.0
0 e —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61923\
Data File : VN@78275.D

Acqg On : 19 Jun 2023 13:23

Operator JC\MD

Sample : 03241-01

Misc : 1.13g/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 5 Benzene, 1l-ethenyl-2-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.994 16.51 ug/1 2925090 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 70
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 70
3 Indane 118 C9H1e 000496-11-7 70
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 118 C9H10 055337-80-9 64

Abundance Scan 2047 (13.994 min): VNO78275.D\data.ms (-2042) (- | m/z 117.10 100.00%
11y.1
5000
770‘ ‘ 14.00
om_m_w‘u‘,“m‘hmN‘w““1‘5%-,1‘”‘,”‘2‘9‘7‘-9”“_”‘_%3&1‘ m/z 105.00  77.90%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10205: Benzene, 1-ethenyl-2-methyl-
117.0
5000 /\/\“
14.00
m/z 118.10  54.60%
39.0 770
0\H‘HH“\\“\\"“\‘\\\“‘HH\“H\“H\\‘HH’\H\’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10190: Benzene, 2-propenyl-
117.0 \
: —
14.00
5000 m/z 115.00 34.03%
58.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10181: Indane
117.0 14.00
m/z 91.00 16.52%
5000
m/z--> 20 40 60 80 100120140160180200220240260280 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61923\
Data File : VN@78275.D

Acqg On : 19 Jun 2023 13:23

Operator : JC\MD

Sample : 03241-01

Misc : 1.13g/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 Undecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.112 8.13 ug/1 1439560 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 74
2 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 59
3 Sulfurous acid, hexyl octyl ester 278 C14H3003S 1000309-13-0 59
4 Ether, hexyl pentyl 172 C11H240 032357-83-8 52
5 Decane, 2,3,7-trimethyl- 184 C13H28 062238-13-5 50
Abundance Scan 2067 (14.112 min): VN078275.D\data.ms (-2062) (- | m/z 57.10 100.00%
57.1
5000
8o W’W\M
“ 138.1 1400 1450
Otrerprredi 66.3 m/z 43.05 81.96%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33077: Undecane
57.0
5000 S et
85.0 14.00 14.50
29.0 : m/z 41.00  55.01%
| ‘ || ‘ 1130 156.0
O \H‘\‘H\‘HH“HH\‘1\H‘Hi‘\‘\‘\\\’\\\}‘\H\‘H\\‘HH’HH‘\H\‘H\\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158617: Heptadecane, 2,6-dimethyl-
57.0
—— —
14.00 14.50
5000 m/z 71.10 54.34%
85.0
1130
0 I H A “ .| 1410 1820 2250253.0
H‘_H‘_H‘_H‘_‘H_‘H_‘H“‘H_‘H‘HH‘HH,HH‘HH‘H‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #170572: Sulfurous acid, hexyl octyl ester — ==
57.0 85.0 14.00 14.50
m/z 85.10 34.33%
5000
29.0 ‘ 113.0
S B 1 SR LWV,
m/z--> 20 40 60 80 100120140160180200220240260 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61923\
Data File : VN@78275.D

Acqg On : 19 Jun 2023 13:23

Operator : JC\MD

Sample : 03241-01

Misc : 1.13g/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 1,3,5-Cycloheptatriene, 3,7... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.241 11.01 ug/l 1951220 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,5-Cycloheptatriene, 3,7,7-tr... 134 C10H14 003479-89-8 91
2 p-Cymene 134 C1eH14 000099-87-6 78
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 78
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 64
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 64
Abundance Scan 2089 (14.241 min): VN078275.D\data.ms (-2083) (- | m/z 119.05 100.00%
119.1
5000
77.0
390 ‘ 14.00 14.50
0 2063 2071 28LU nm/z 91.e0  41.81%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #17119: 1,3,5-Cycloheptatriene, 3,7,7-trimethyl-
119.0
5000 AN N
14.00 14.50
m/z 121.05 41.09%
410 710
O\H‘HH“‘\\‘\‘\"\‘\H‘H‘H}\“”H‘HHH‘HH’HH’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16995: p-Cymene
119.0
e —
14.00 14.50
5000 m/z 93.05 39.31%
410 77.0
0\u‘H\\\“‘\\‘\\,M‘\u‘”‘\\1‘\“1‘\\‘MuH\‘\u\,\u\,\\u‘\m‘\m‘\m‘\m,u
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #17103: Benzene, 1-methyl-3-(1-methylethyl)- —— —
119.0 14.00 14.50
m/z 136.05 31.54%
5000 /\k
41.0 77.0
0‘H‘H‘““m‘,w“u“"w%“”H‘M‘m‘,‘m,"H‘Hu“m‘uu“m,u J\‘ ‘ e
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61923\
Data File : VN@78275.D

Acqg On : 19 Jun 2023 13:23

Operator JC\MD

Sample : 03241-01

Misc : 1.13g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 7

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

Library Search Compound Report

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

. SW846 8260

: 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 8 o-Cymene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.335 6.29 ug/1l 1115136 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 97
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 96
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 95
4 p-Cymene 134 C10H14 000099-87-6 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95

Abundance Scan 2105 (14.335 min): VN078275.D\data.ms (-2100) (- | m/z 119.10 100.00%
119.1
5000
39.0 650 91"0 14.00 14.50
b e g bt A AL 1659 7 134 @5 27.59%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16997: 0-Cymene
119.0
5000 P . M
14.00 14.50
91.0 m/z 91.00  15.67%
41.0 65.0
| | IR L el A
O\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
— oy
14.00 14.50
5000 m/z 120.10 9.38%
91.0
39.0 65.0 ‘ ‘
0 E??‘u‘ﬂuHW‘MV‘LHHWupw‘Ww“uw““‘u‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)- e —
119.0 14.00 14.50
m/z 117.05 9.33%
5000
91.0
olaso M2 B0 ‘ U AV
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61923\
Data File : VN@78275.D

Acqg On : 19 Jun 2023 13:23

Operator : JC\MD

Sample : 03241-01

Misc : 1.13g/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 Sulfurous acid, butyl octyl... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.600 6.45 ug/1 1142520 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 64
2 Decane, 5-propyl- 184 C13H28 017312-62-8 64
3 Octane, 2,3,7-trimethyl- 156 C11H24 062016-34-6 59
4 Heptane, 3-[(ethenyloxy)methyl]- 156 C10H200 000103-44-6 59
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 53

Abundance Scan 2320 (15.600 min): VN078275.D\data.ms (-2315) (- | m/z 57.10 100.00%
7.1

57.
5000

97.0 —— —
“ ‘ 165.1 15.50 16.00
0 I, : “\ ;h‘ o “ e

— o 2081 2831 8581 n/z 71.10  85.79%

miz--> 50 100 150 200 250 300 350
Abundance #135263: Sulfurous acid, butyl octyl ester
57.0

5000 — -
15.50 16.00

m/z 43.00 67.16%

113.0
\“\ ‘H\ h‘ \h”\ “ \“‘\ T \%6\5\9\ LA L B
m/z--> 50 100 150 200 250 300 350
Abundance #59032: Decane, 5-propyl-

57.0

T —
15.50 16.00

o

5000 m/z 41.00 37.88%
112.0
oL “‘ \‘\ “\‘ \!\ A M‘ ‘L “\‘ 1\ - ]‘-8‘4‘.9 N W\/\/\/\M
m/z--> 50 100 150 200 250 300 350
Abundance #33100: Octane, 2,3,7-trimethyl- — —
57.0 15.50 16.00

m/z 56.05 24.40%

5000
HL 139
|

0 ““w‘ﬂ‘w“‘ s e L = I
miz--> 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©61923\
Data File : VN@78275.D

Acqg On : 19 Jun 2023 13:23

Operator : JC\MD

Sample : 03241-01

Misc : 1.13g/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 unknownl5.694 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.694 5.99 ug/l 1060630 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Dimethyladamantane (isomer 2) 164 C12H20 1000460-67-1 43
2 1,4-Dimethyladamantane (isomer 1) 164 C12H20 1000460-67-0 38
3 cis,trans-1,6-Dimethylspiro[4.5]... 166 C12H22 1000111-72-3 35
4 5-Methylthieno[3,2-b]pyridine 149 C8H7NS 001759-29-1 35
5 2-(3-Methylbuta-1,3-dienyl)cyclo... 164 C11H160 1000191-75-5 35

Abundance Scan 2336 (15.694 min): VN078275.D\data.ms (-2328) (- | m/z 149.00 100.00%

149.0
95.1
5000 55.0

T e
WM J‘Mu_mhL\l\\m\\\m\‘“‘\\“,1“132‘;‘2‘_W“_Waﬁ%g-‘( ' '

m/z 95.10 72.04%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39801: 1,4-Dimethyladamantane (isomer 2)
149.0
93.0

41.0
5000 — e
15.50 16.00

m/z 81.05 61.73%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39800: 1,4-Dimethyladamantane (isomer 1)
149.0

T T
15.50 16.00

5000 m/z 55.05 39.97%

41.0 93.0
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #41579: cis,trans-1,6-Dimethylspiro[4.5]decane —— ——
95.0 15.50 16.00

m/z 67.05 35.97%

166.0
55.0
5000

L e

‘ T
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00

o

o

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61923\
Data File : VN@78275.D

Acqg On : 19 Jun 2023 13:23

Operator : JC\MD

Sample : 03241-01

Misc : 1.13g/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|
Benzene, 1l-ethy... 13.100 75.3 ug/l 13334500 4 13.794 8858650 50.0
4-Heptanone, 2,... 13.265 44.4 ug/l 7868410 4 13.794 8858650 50.0
Benzene, 1l-ethy... 13.341 31.1 ug/l 5505470 4 13.794 8858650 50.0
7-Oxabicyclo[2.... 13.612 13.4 ug/l 2369880 4 13.794 8858650 50.0
Benzene, 1l-ethe... 13.994 16.5 ug/l 2925090 4 13.794 8858650 50.0
Undecane 14.112 8.1 wug/l 1439560 4 13.794 8858650 50.0
1,3,5-Cyclohept... 14.241 11.0 wug/l 1951220 4 13.794 8858650 50.0
o-Cymene 14.335 6.3 wug/l 1115130 4 13.794 8858650 50.0
Sulfurous acid,... 15.600 6.5 ug/l 1142520 4 13.794 8858650 50.0
unknown15.694 15.694 6.0 ug/l 1060630 4 13.794 8858650 50.0
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