LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62522\
Data File : VNO©73103.D

Acqg On : 25 Jun 2022 12:14

Operator : JC\MD

Sample : N3431-03

Misc : 4.20g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 6 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\82N061722W.M

Title : SW846 8260

Signal : TIC: VN@73103.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.469 596 609 625 rBv4 112442 403915 1.28% 0.066%
2 7.945 1016 1030 1034 rBV2 188492 468973 1.49% 0.077%
3 8.004 1034 1040 1047 rVV2 454958 1125019 3.57% 0.184%
4 8.086 1047 1054 1065 rVV 297563 736019 2.33% 0.121%
5 8.210 1065 1075 1080 rVV 201724 469076  1.49% 0.077%
6 8.269 1080 1085 1093 rVV2 178937 433368 1.37% 0.071%
7 8.363 1093 1101 1111 rVV2 216020 514894 1.63% 0.084%
8 8.486 1111 1122 1128 rVV3 404185 1018237 3.23% 0.167%
9 8.557 1128 1134 1139 rVV2 318437 741316 2.35% 0.121%
10 8.628 1139 1146 1156 rVB 563184 1306207 4.14% 0.214%
11 8.898 1183 1192 1204 rBV 532882 1164631 3.69% 0.191%
12 9.380 1259 1274 1280 rBV2 2044598 5742207 18.22% 0.940%
13 9.439 1280 1284 1292 rVB 395885 762648 2.42% 0.125%
14  9.569 1299 1306 1311 rVV 175473 327593 1.04% 0.054%
15 9.657 1311 1321 1330 rVB2 869491 1948779 6.18% 0.319%
16 9.804 1337 1346 1356 rVB2 1188117 2422346 7.68% 0.397%
17 9.951 1365 1371 1375 rBV 392127 713488 2.26% 0.117%
18 9.998 1375 1379 1384 rVB3 225414 393289 1.25% 0.064%
19 10.127 1394 1401 1406 rBV 710604 1494311 4.74% 0.245%
20 10.180 1406 1410 1417 rVB 396149 719480 2.28% 0.118%

21 10.263 1417 1424 1427 rBv4 286217 606374  1.92%
22 10.369 1435 1442 1447 rBV2 3840451 7918706 25.12%
23 10.498 1458 1464 1466 rBV 414689 671511 2.13%
24 10.545 1466 1472 1482 rVB4 1490011 4186950 13.28%
25 10.675 1482 1494 1496 rBV2 872016 1794051 5.69%
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26 10.716 1496 1501 1509 rVB 2867557 5233133 16.60%
27 10.810 1509 1517 1522 rBV3 1547111 3437642 10.91%
28 10.851 1522 1524 1528 rVB2 296780 367731  1.17%
29 10.898 1528 1532 1537 rVB 1062631 1712062 5.43%
30 10.986 1537 1547 1554 rBV 2652137 4963555 15.75%
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31 11.092 1554 1565 1572 rBV 1749638 4501474 14.28%
32 11.163 1572 1577 1580 rBV 1167239 2025508 6.43%
33 11.227 1580 1588 1592 rBV 3063054 5103661 16.19%
34 11.280 1592 1597 1603 rVB 9078230 15910333 50.47%
35 11.333 1603 1606 1610 rVB 886905 1104675 3.50%
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36 11.386 1610 1615 1620 rBV2 3341667 5856346 18.58% 0.959%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62522\
Data File : VNO©73103.D

Acqg On : 25 Jun 2022 12:14

Operator : JC\MD

Sample : N3431-03

Misc : 4.20g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 6 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\82N061722W.M
Title : SW846 8260
37 11.433 1620 1623 1627 rVB2 964681 1292037 4.10% 0.212%
38 11.486 1627 1632 1640 rVB 3842703 6909972 21.92% 1.132%
39 11.557 1640 1644 1648 rBV2 1041325 1711151 5.43% 0.280%
40 11.604 1648 1652 1659 rVB5 380498 618928 1.96% 0.101%
41 11.680 1659 1665 1668 rBV3 668455 1236422 3.92% 0.203%
42 11.716 1668 1671 1675 rVB 548368 761792 2.42% 0.125%
43 11.774 1675 1681 1684 rBV2 643294 1086323 3.45% 0.178%
44 11.816 1684 1688 1691 rBV 2331956 3403701 10.80% ©.557%
45 11.869 1691 1697 1702 rBV4 2375779 4585452 14.55% 0.751%
46 11.927 1702 1707 1711 rBV 5663417 10681151 33.89% 1.749%
47 12.027 1719 1724 1730 rBV3 1786646 4020041 12.75% ©0.658%
48 12.116 1731 1739 1744 rVB4 2266691 5770010 18.30% 0.945%
49 12.192 1744 1752 1758 rBV3 9059285 21717631 68.90% 3.557%
50 12.245 1758 1761 1764 rVV2 2361147 4033950 12.80% 0.661%
51 12.310 1764 1772 1776 rVV 9473336 17703779 56.16% 2.900%

52 12.392 1776 1786 1788 rVV3 9722743 21484088 68.16% 3.519%
53 12.421 1788 1791 1799 rVV2 11163277 28251736 89.63% 4.627%
54 12.510 1803 1806 1809 rvv4 3485758 6524752 20.70% 1.069%
55 12.557 1811 1814 1822 rVB4 4715980 9367580 29.72% 1.534%

56 12.674 1828 1834 1839 rVB3 3983881 6744963 21.40% 1.105%
57 12.757 1839 1848 1852 rBV5 4659690 12549633 39.81% 2.055%
58 12.833 1856 1861 1868 rVB2 14370143 27822246 88.26% 4.557%
59 12.916 1868 1875 1880 rBV3 5818656 14484179 45.95% 2.372%
60 12.998 1881 1889 1894 rVV4 11445347 31521663 100.00% 5.163%

61 13.045 1894 1897 1903 rVB3 6146074 10511821 33.35% 1.722%
62 13.098 1903 1906 1908 rBV3 1069314 1476795 4.69% 0.242%
63 13.133 1908 1912 1916 rBV2 5223185 7748446 24.58%  1.269%
64 13.180 1916 1920 1924 rBV3 2514691 4841779 15.36% 0.793%
65 13.227 1924 1928 1940 rVB4 6500125 12959857 41.11% 2.123%
66 13.316 1940 1943 1946 rBV3 2002005 2965419 9.41% 0.486%
67 13.351 1946 1949 1953 rBV2 2548217 3342234 10.60%  0.547%
68 13.433 1961 1963 1967 rVB2 3424920 4398326 13.95% 0.720%
69 13.504 1967 1975 1979 rBV4 9787455 20740483 65.80%  3.397%
70 13.757 2013 2018 2032 rVB5 5871496 16917562 53.67% 2.771%

71 13.933 2042 2048 2053 rBV2 14527885 26423004 83.82% 4.328%
72 13.980 2053 2056 2060 rVB2 3297064 4596117 14.58% 0.753%
73 14.039 2061 2066 2069 rBV3 3702026 6921314 21.96% 1.134%
74 14.151 2081 2085 2095 rVB 9778945 18513823 58.73% 3.032%
75 14.263 2098 2104 2110 rVB4 5859270 11330713 35.95%  1.856%

76 14.321 2110 2114 2121 rVB7 3188830 6193152 19.65% 1.014%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62522\
Data File : VNO©73103.D

Acqg On : 25 Jun 2022 12:14

Operator : JC\MD

Sample : N3431-03

Misc : 4.20g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 6 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\82N061722W.M
Title : SW846 8260

77 14.380 2121 2124 2129 rBV5 1543896 3382541 10.73% ©.554%
78 14.445 2130 2135 2139 rBV3 9973554 18781917 59.58% 3.076%
79 14.557 2150 2154 2157 rBV 3155719 4651552 14.76% 0.762%
80 14.610 2158 2163 2169 rVV3 7128766 13491401 42.80% 2.210%

81 14.798 2191 2195 2199 rBV3 1893224 2740581 8.69% 0.449%
82 14.851 2199 2204 2211 rVV3 10009962 21134487 67.05% 3.461%
83 14.915 2211 2215 2221 rVB3 5156524 8583996 27.23% 1.406%

84 15.033 2232 2235 2238 rBV2 1734386 2694501 8.55% 0.441%
85 15.127 2247 2251 2255 rVB3 3625492 5489897 17.42% 0.899%
86 15.168 2255 2258 2260 rVV 1615254 2140538 6.79% 0.351%
87 15.239 2264 2270 2275 rVB4 4625514 9345469 29.65%  1.531%
88 15.398 2292 2297 2304 rVB6 3010480 6230402 19.77% 1.020%
89 15.809 2362 2367 2373 rBV5 2843525 6604904 20.95% 1.082%
90 16.245 2435 2441 2448 rBV5 2837542 6824609 21.65% 1.118%
91 16.721 2517 2522 2533 rVB6 2225981 6007722 19.06% ©.984%

Sum of corrected areas: 610568050
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: N3431-03
: 4.20g/5mL/100uL/5.00mL/MSVOA_N/MEOH
: 6 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62522\

: VNO@73103.D
: 25 Jun 2022 12:14

JC\MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©61722W.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VN073103.D\data.ms
2e+07
1.5e+07
1e+07
5000000
0 5.469
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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
Abundance TIC: VN073103.D\data.ms
2e+0
1.5e+07
1e+07 11.280
5000000 10.3 11.247.888186
9.380 9.804
. 78990wR TR0 809 Aawsg™ o9
— — ‘ — e S I
Time--> 7.00 7.50 800 850 900 9.50 10.00 10.50 1100 11.50
Abundance TIC: VN073103.D\data.ms
2e+07 0
13.933
: 13.504
12.998
1.5e+07 14.151 14.851
14.610
13227 4263
13.757
4.915 15.239
1e+07 13153 1 gg ‘ s 12
2.916) . -(’ ‘ 4.557 147
il ! ‘ l 86 5 .... 16815.398 15.809 16.245
5000000 098 h ‘ A 16.’
0 T ‘ T T ‘ T T ‘ T T ‘ T 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\VN©62522\
Data File : VN©73103.D

Acqg On : 25 Jun 2022 12:14

Operator : JC\MD

Sample : N3431-03

Misc : 4.20g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©61722W.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 Cyclohexane, 1,4-dimethyl-,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.716 211.62 ug/l 5233130 Chlorobenzene-d5 11.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 90
2 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 87
3 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H1l6 000583-57-3 87
4 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 86
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 72

Abundance Scan 1501 (10.716 min): VN073103.D\data.ms (-1496) (- | m/z 97.00 100.00%
97.0

55.0

5000
41.0 1121

?

700
‘ ‘ I 870 10.50 11.00
‘_“w“H\ﬁ“wu‘w“J,H“W“w“ﬂ,‘u‘_u‘w‘ m/z 55.00  78.62%

m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #7686: Cyclohexane, 1,4-dimethyl-, trans-
55.0 97.0

5000 41.0 T L
112.0 10.50 11.00

m/z 41.00 39.61%

T s
‘W“W‘”‘WM‘WJ“MW“»‘”‘WH‘W‘JEW“W‘”‘W
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance
530 97.0
T

o

o

10.50 11.00
5000 41.0 /Z 112.05 37.07%
270 112.0
690 g39
oS S 1 OO B | S 1 MBS S
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #7698: Cyclohexane, 1,2-dimethyl- (cis/trans)
55.0 10.50 11.00
97.0 m/z 56.00  20.89%
41.0
5000
27.0 112.0
Ll
0 w‘H‘_"W‘H‘pHJW‘HWM“W‘H‘M“W‘H‘_“W‘ L ——
m/z--> 20 30 40 50 60 70 80 90 100 110 120 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62522\
Data File : VN©73103.D

Acqg On : 25 Jun 2022 12:14

Operator : JC\MD

Sample : N3431-03

Misc : 4.20g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©61722W.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 Cyclohexane, ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.227 206.39 ug/l 5103660 Chlorobenzene-d5 11.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 90
2 2-Pentene, 3-ethyl-2-methyl- 112 C8H16 019780-67-7 64
3 2-Hexene, 2,3-dimethyl- 112 C8H16 007145-20-2 58
4 Cyclohexane, bromo- 162 C6H11Br 000108-85-0 50
5 2H-Pyran-2-carboxaldehyde, 3,4-d... 112 C6H802 000100-73-2 50

Abundance Scan 1588 (11.227 min): VN073103.D\data.ms (-1580) (- m/z 83.00 100.00%

83.0
55.0
5000
41.0
112.1

| 11.00 11.50
rreprrrprrrrpreete el b e m/z 55.80 65.76%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7535: Cyclohexane, ethyl-
83.0
55.0

o

5000 M —
41.0 11.00 11.50
112.0 m/z 82.00 48.66%
27.0 69.0
O \H‘HH‘H\H‘H\\“1‘\\\‘\‘}!\‘\H‘i‘i\\H‘\1H‘HH.‘HH‘\‘\H‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
55.0
— 4
83.0 11.00 11.50
5000 ITI/Z 41.00 33.55%
41.0 69.0 112.0
27.0 91.0
O Frrr e r e T T R T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7589: 2-Hexene, 2,3-dimethyl- T —
55.0 83.0 11.00 11.50

m/z 112.10  24.00%

41.0
5000
27.0 69.0 112.0
97.0
13'0‘

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00 11.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62522\
Data File : VN©73103.D

Acqg On : 25 Jun 2022 12:14

Operator : JC\MD

Sample : N3431-03

Misc : 4.20g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©61722W.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 3 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.280 643.40 ug/l 15910300  Chlorobenzene-d5 11.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
2 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 72
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 72
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 72
5 Cyclooctane, butyl- 168 C12H24 016538-93-5 64

Abundance Scan 1597 (11.280 min): VN073103.D\data.ms (-1592) (- | m/z 111.05 100.00%
111.1
69.0
5000 41.0 jL
—— T
| ‘ | 11.00 11.50
Okt b 2067 o 69.00  76.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13248: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 41.0 R =T
11.00 11.50
m/z 55.00 42.81%
O\\J-\S\.‘O\H\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69.0 111.0
AR —
11.00 11.50
5000 m/z 41.00 37.64%
41.0
0 15.0
L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13303: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha. T —
69.0 111.0 11.00 11.50
m/z 56.00  23.24%
41.0
5000
15.0 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62522\
Data File : VN©73103.D

Acqg On : 25 Jun 2022 12:14

Operator : JC\MD

Sample : N3431-03

Misc : 4.20g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©61722W.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 Heptane, 2,3-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.386 236.83 ug/l 5856350  Chlorobenzene-d5 11.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 58
2 1-Tetradecene 196 C14H28 001120-36-1 50
3 Hexane, 3-ethyl- 114 C8H18 000619-99-8 50
4 2(3H)-Furanone, dihydro-4,4-dime... 114 C6H1002 013861-97-7 43
5 3-Ethyl-3-methyl-2-pentanol 130 C8H180 066576-22-5 43
Abundance Scan 1615 (11.386 min): VN073103.D\data.ms (-1610) (- | m/z 43.00 100.00%
3.0
84.0
5000
‘ H 11.00 1150
126.1 . .
0 "w‘HM:H‘u"u“"wm‘uH‘wmH_‘H_MHHZ‘Q?-} m/z 84.00 52.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14543: Heptane, 2,3-dimethyl-
43.0
5000 b —
84.0 11.00 11.50
m/z 41.00 45.47%
O \1\5\.9\‘\‘\\““}\\‘!“\\h‘\\‘\‘\\\‘\\\\]‘-\2\8\.\0‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
= —
11.00 11.50
5000 69.0 m/z 55.60  43.00%
97.0
125.0 196.0
B i
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8626: Hexane, 3-ethyl- I —
43.0 11.00 11.50
m/z 85.10 35.78%
5000 84.0
diso| | | | | s LM
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50

82N061722W.M Tue Jun 28 12:40:50 2022 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62522\
Data File : VN©73103.D

Acqg On : 25 Jun 2022 12:14

Operator : JC\MD

Sample : N3431-03

Misc : 4.20g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©61722W.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, 1,2,4-trimethy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.486 279.43 ug/l 6909970  Chlorobenzene-d5 11.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 94
2 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 93
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 90
4 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 90
5 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 78
Abundance Scan 1632 (11.486 min): VN073103.D\data.ms (-1627) (- m/z 111.10 100.00%
69.0 111.1
55.0
5000 410
' 126.1
‘\ ‘ | 84.0 11.50
Oberrprrerrrrrr bbbl b m/z 69.00  95.04%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13297: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4
69.0 111.0
55.0
5000 41.0 =T
126.0 1150
' m/z 55.00 61.57%
27.0 ‘ ‘ ‘ 84.0
O H\’HH‘\HU‘HH}“H\“\‘H‘\‘H‘\‘\"H\‘\“‘NH‘H\‘\‘HH‘E\H’\H‘\’H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
69.0 111.0
55.0 LIRRY
41.0 11.50
5000 m/z 41.00 36.70%
21.0 126.0
0 13.0 83.0 97.0
T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13306: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha. e
69.0 111.0 11.50
m/z 126.10 30.63%
5000 55.0
41.0 126.0
S O . 2
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62522\
Data File : VN@73103.D

Acqg On : 25 Jun 2022 12:14

Operator : JC\MD

Sample : N3431-03

Misc : 4.20g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@61722W.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 Hexane, 1,1'-oxybis- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.116 233.34 ug/L 5770010 Chlorobenzene-ds 11.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 1,1'-oxybis- 186 Cl2H260 000112-58-3 64

017453-93-9 64
1000309-32-7 64

2 Dodecane, 5-methyl- 184 C13H28
3 Oxalic acid, butyl isohexyl ester 230 C12H2204

4 Heptane, 4,4-dimethyl- 128 C9H20 001068-19-5 50
5 Heptane, 4-ethyl- 128 C9H20 002216-32-2 50
Abundance Scan 1739 (12.116 min): VN073103.D\data.ms (-1731) (- | m/z 43.00 100.00%
43.0
85.0
5000
F e
| 71 12.00 12.50
Ot 828 30811271 . 5700 88.12%
m/z--> 20 40 60 80 100 120 140 160
Abundance #61058: Hexane, 1,1'-oxybis-
43.0
85.0
5000 ALY —
12.00 12.50
m/z 85.05 63.95%
0150 | “\h | 6710 1150  143.0
\\\‘\\\\‘\\\\’\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance
43.0
P e
12.00 12.50
5000 85.0 ITI/Z 41.00 41.977%
0 67.0 126.0 169.0
T i e R B B B B
m/z--> 20 40 60 80 100 120 140 160
Abundance #111144: Oxalic acid, butyl isohexyl ester —— —
43.0 12.00 12.50
m/z 56.00 36.44%
5000 85.0
0 250 | 67\9 |, 1030 129.0147.0
T e e e e e P
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62522\
Data File : VN©73103.D

Acqg On : 25 Jun 2022 12:14

Operator : JC\MD

Sample : N3431-03

Misc : 4.20g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©61722W.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 3,5-Dimethyl-3-heptene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.192 878.25 ug/l 21717600  Chlorobenzene-d5 11.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethyl-3-heptene 126 CSH18 059643-68-4 58
2 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 52
3 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 52
4 2-Hexene, 3,4,4-trimethyl- 126 C9H18 053941-19-8 52
5 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 52
Abundance Scan 1752 (12.192 min): VNO73103.D\data.ms (-1744) (- m/z 97.05 100.00%
58.0 97.0
5000
39 71.0 126.1 T —
M ‘ 12.00 12.50
bl L 428, 55 00 97.48%
miz--> 20 40 60 80 100 120 140
Abundance #13210: 3,5-Dimethyl-3-heptene
55.0
97.0
5000 — ——
12.00 12.50
39l 126.0 m/z 41.00 55.59%
0 \1\5\.?\‘1‘\ \‘i“\ \‘H“ \“\‘\\8“:"7.\0\ T \“ L I e
miz-> 20 40 60 80 100 120 140
Abundance
55.0 97.0
—— —
12.00 12.50
5000 m/z 57.00 49,79%
27.0
126.0
81.0
L L N
m/iz--> 20 40 60 80 100 120 140
Abundance #13289: Cyclohexane, 1-ethyl-4-methyl-, trans- B —
55.0 97.0 12.00 12.50
m/z 43.00 44.93%
5000
27.0
126.0
L L
SRR 1 Y R N AV SR
m/z--> 20 40 60 80 100 120 140 12.00 12.50

82N061722W.M Tue Jun 28 12:40:53 2022 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62522\
Data File : VN©73103.D

Acqg On : 25 Jun 2022 12:14

Operator : JC\MD

Sample : N3431-03

Misc : 4.20g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©61722W.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 Nonane, 3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.310 715.93 ug/1 17703800  Chlorobenzene-d5 11.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl- 142 C1eH22 005911-04-6 91
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 90
3 Octane, 3,6-dimethyl- 142 C1leH22 015869-94-0 90
4 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 78
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 53
Abundance Scan 1772 (12.310 min): VN073103.D\data.ms (-1764) (- | m/z 57.00 100.00%
57.0
- A/\,ﬁ/\A“J\/Au}q\J\/M
= ——
85.0 113.1 142.0 12.00 12.50
bl e L RS 2988 sz 71.00 62.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22080: Nonane, 3-methyl-
57.0
5000 = .
29.0 12.00 12.50
m/z 43.00 56.32%
113.0
O\H‘\‘\1\\“iH““H‘M\8‘?.\9\‘\\\‘\‘\\}\4“2\.\0\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
— ——
12.00 12.50
5000 m/z 41.00 40.31%
29.0 113.0
85.0
0 142.0
e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22095: Octane, 3,6-dimethyl- — —
57.0 12.00 12.50
m/z 56.00 32.03%
5000
29.0
113.0
obrrr b 1420 MU
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62522\
Data File : VN©73103.D

Acqg On : 25 Jun 2022 12:14

Operator : JC\MD

Sample : N3431-03

Misc : 4.20g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©61722W.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 1H-Indene, octahydro-, cis- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.392 868.80 ug/l 21484100  Chlorobenzene-d5 11.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-, cis- 124 C9H1e6 004551-51-3 70
2 Pentalene, octahydro-2-methyl- 124 C9H16 003868-64-2 60
3 Bicyclo[3.3.1]nonane 124 C9H16 000280-65-9 58
4 Cyclohexane, methylene- 96 C7H12 001192-37-6 52
5 1H-Indene, octahydro-, trans- 124 C9H1e6 003296-50-2 49
Abundance Scan 1786 (12.392 min): VN073103.D\data.ms (-1776) (- | m/z 67.00 100.00%
67.0
41.0
5000 96.0
- ——
124.1 12.00 12.50
OF v H; JM“ ““; [ “HM . ‘1‘4“0"1‘ - m/z 8l.e0 90.27%
miz-> 20 40 60 80 100 120 140
Abundance #12189: 1H-Indene, octahydro-, cis-
81.0
5000 = —
41.0 12.00 12.50
124.0 ITI/Z 57 .00 73.03%
150 \H 65\# oo
0 \\\‘\‘\\\“‘\\H\‘\‘\‘\\“\\‘\\“\\\\‘\\\\|\\\
miz-> 20 40 60 80 100 120 140
Abundance
81.0
— —
12.00 12.50
5000 41.0 m/z 41.00 66.92%
124.0
65.0 97.0
o L I
m/iz--> 20 40 60 80 100 120 140
Abundance #12149: Bicyclo[3.3.1]Jnonane — —
81.0 12.00 12.50
124.0 m/z 82.00 65.63%
41.0
5000
| 65# ot
O el ol ol A —
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62522\
Data File : VN©73103.D

Acqg On : 25 Jun 2022 12:14

Operator : JC\MD

Sample : N3431-03

Misc : 4.20g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©61722W.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 Carbonic acid, heptyl prop-... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.421 1142.48 ug/1 28251700  Chlorobenzene-d5 11.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, heptyl prop-1-en-... 200 C11H2003 1000382-54-1 53
2 4-0Octylcyclohexanone 210 C14H260 1000428-94-1 53
3 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 50
4 Octane, 2,3-dimethyl- 142 C1eH22 007146-60-3 42
5 Heptane, 4-propyl- 142 C1eH22 003178-29-8 40
Abundance Scan 1791 (12.421 min): VN073103.D\data.ms (-1788) (- m/z 57.00 100.00%
57.0
5000 41/0 98.1 JV\J\MM
—
126.1 12.50
 — 129l Ao T2 s 43,00 46.54%
miz-> 20 40 60 80 100 120 140
Abundance  #75535: Carbonic acid, heptyl prop-1-en-2-yl ester
57.0
5000 U
410 12.50
m/z 98.10 41.52%
98.0
O\\\\‘\w‘\\“M\\H“\\H\\8‘2.\0\\\“\\\\‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance
57.0
—
12.50
m/z 41.00  38.83%
5000 410 98.0 /
0 81.0 121.0 139.0
L T B T e R
miz--> 20 40 60 80 100 120 140
Abundance #22130: Heptane, 3-ethyl-2-methyl- ——
57.0 12.50
m/z 55.00  25.94%
5000 410
98.0
ol 150 H L e, “ 1140 142.0
e et e e e e ——
m/z--> 20 40 60 80 100 120 140 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62522\
Data File : VNO©73103.D

Acqg On : 25 Jun 2022 12:14

Operator : JC\MD

Sample : N3431-03

Misc : 4.20g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N061722W.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|
Cyclohexane, 1,... 10.716 211.6 ug/l 5233130 3 11.680 1236420 50.0
Cyclohexane, et... 11.227 206.4 ug/l 5103660 3 11.680 1236420 50.0
Cyclohexane, 1,... 11.280 643.4 wug/l 15910300 3 11.680 1236420 50.0
Heptane, 2,3-di... 11.386 236.8 ug/l 5856350 3 11.680 1236420 50.0
Cyclohexane, 1,... 11.486 279.4 ug/l 6909970 3 11.680 1236420 50.0
Hexane, 1,1'-ox... 12.116 233.3 ug/l 5770010 3 11.680 1236420 50.0
3,5-Dimethyl-3-... 12.192 878.3 ug/l 21717600 3 11.680 1236420 50.0
Nonane, 3-methyl- 12.310 715.9 ug/l 17703800 3 11.680 1236420 50.0
1H-Indene, octa... 12.392 868.8 ug/l 21484100 3 11.680 1236420 50.0

5 3 0

Carbonic acid, ... 12.421 1142. ug/1 28251700 11.680 1236420 50.
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