LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62522\
Data File : VNO©73107.D

Acqg On : 25 Jun 2022 13:51

Operator : JC\MD

Sample : N3431-05

Misc : 4.42g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 10 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@73107.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.404 77 88 99 rBV 102796 200055 3.04% 0.123%
2 2.504 99 105 111 rBV 125904 189702 2.88% 0.116%
3 2.810 151 157 163 rBV 38596 69798 1.06% 0.043%
4 2.951 176 181 188 rVB 50651 81230 1.23% 0.050%
5 3.322 235 244 254 rVvB2 128757 295575  4.48% 0.181%
6 4.093 362 375 387 rBV6 23560 82622 1.25% ©.051%
7 4.922 503 516 517 rBV 75973 167855 2.55% 0.103%
8 4.987 519 527 549 rVB2 248441 981068 14.88% 0.602%
9 5.475 593 610 624 rBvV2 306982 1070074 16.24% 0.657%
106 5.992 686 698 709 rVB2 61353 190218 2.89% 0.117%
11 6.775 818 831 842 rBV3 53086 184988 2.81% 0.114%
12 6.934 847 858 866 rBvV 86473 267777 4.06% 0.164%
13 7.034 866 875 888 rvB 261497 798115 12.11% 0.490%
14 7.298 911 920 934 rVB2 69053 219012 3.32% 0.134%
15 7.751 987 997 1008 rBV3 64513 178401 2.71% 0.110%
16 7.945 1020 1030 1033 rBV 234424 551643 8.37% 0.339%
17 8.004 1033 1040 1048 rVV2 817650 2177447 33.04% 1.337%
18 8.086 1048 1054 1064 rVV2 318890 803210 12.19% 0.493%
19 8.210 1067 1075 1081 rVV 417063 982511 14.91% 0.603%
20 8.275 1081 1086 1093 rVV 180063 419381 6.36% 0.257%
21  8.369 1093 1102 1112 rVV2 318096 842332 12.78% 0.517%
22 8.481 1113 1121 1128 rVV3 278190 766948 11.64% 0.471%
23 8.557 1128 1134 1139 rVV4 203764 532714 8.08% 0.327%
24  8.622 1139 1145 1158 rVV 570775 1339546 20.32% 0.822%
25 8.745 1159 1166 1173 rVWV 78404 163351 2.48% 0.100%
26 8.898 1184 1192 1209 rBV 623380 1405086 21.32% 0.862%
27 9.198 1235 1243 1251 rVB2 65732 177301 2.69% 0.109%
28 9.380 1260 1274 1280 rBV2 1234640 3657086 55.48%  2.245%
29 9.439 1280 1284 1291 rVB 285653 537638 8.16% 0.330%
30 9.569 1301 1306 1311 rBV 82991 139499 2.12% 0.086%
31 9.657 1311 1321 1330 rBV 576234 1296340 19.67% 0.796%
32 9.804 1339 1346 1354 rBV2 693439 1351329 20.50% 0.829%
33 9.898 1359 1362 1366 rBV 59726 104439 1.58% 0.064%
34 9.951 1366 1371 1375 rBV 192221 338899 5.14% 0.208%
35 10.004 1375 1380 1384 rvv3 151281 273948 4.16% 0.168%

36 10.133 1395 1402 1407 rBV3 424112 978328 14.84% 0.601%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62522\
Data File : VNO©73107.D

Acqg On : 25 Jun 2022 13:51

Operator : JC\MD

Sample : N3431-05

Misc : 4.42g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 10 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 10.263 1418 1424 1427 rBV3 156415 349525 5.30% 0.215%
38 10.375 1435 1443 1447 rBV2 1595565 3281948 49.79%  2.015%
39 10.498 1460 1464 1466 rBv2 94896 151241 2.29% 0.093%
40 10.557 1466 1474 1482 rVB5 769158 2064584 31.32% 1.267%
41 10.669 1486 1493 1496 rBvV2 393433 737917 11.20% ©.453%
42 10.716 1496 1501 1509 rVB 1347941 2463837 37.38% 1.512%
43 10.810 1509 1517 1522 rBV4 611495 1449920 22.00% 0.890%
44 10.898 1528 1532 1537 rVB 361834 554736  8.42% 0.341%
45 10.986 1538 1547 1553 rBV 960851 1835529 27.85% 1.127%
46 11.086 1559 1564 1572 rVB 593781 1342657 20.37% 0.824%
47 11.163 1572 1577 1579 rBV2 364224 565669 8.58% 0.347%
48 11.192 1579 1582 1585 rVV 383860 667833 10.13% 0.410%
49 11.227 1585 1588 1592 rvVv 552279 850684 12.91% 0.522%
50 11.280 1592 1597 1603 rVV 1762830 3135629 47.57% 1.925%
51 11.333 1603 1606 1610 rvv2 399505 533433 8.09% 0.327%
52 11.386 1610 1615 1620 rVB3 822734 1375753 20.87% 0.844%
53 11.433 1620 1623 1626 rBV3 263371 426822 6.48% 0.262%
54 11.486 1627 1632 1640 rVB 1363982 2555954 38.78% 1.569%
55 11.563 1640 1645 1649 rBV 424413 809698 12.28% 0.497%
56 11.680 1660 1665 1669 rBV 866661 1464580 22.22% 0.899%
57 11.774 1677 1681 1684 rBV2 267894 388887 5.90% 0.239%
58 11.816 1684 1688 1692 rBV 719441 1025661 15.56% 0.630%
59 11.874 1692 1698 1702 rBV5 770933 1881972 28.55% 1.155%
60 11.927 1702 1707 1710 rBV 882816 1521839 23.09% 0.934%
61 12.027 1719 1724 1728 rBV 501871 977107 14.82% 0.600%
62 12.092 1731 1735 1736 rBV 247213 337360 5.12% 0.207%
63 12.192 1744 1752 1758 rBV3 2791407 6579460 99.82% 4.039%
64 12.304 1764 1771 1776 rVB2 2122482 3849965 58.41% 2.363%
65 12.357 1776 1780 1781 rBV3 684978 981459 14.89% 0.602%
66 12.392 1781 1786 1788 rBV2 2207911 3534310 53.62% 2.169%
67 12.510 1802 1806 1811 rBV3 780766 1501891 22.79% 0.922%
68 12.669 1828 1833 1839 rBV3 1613725 2802622 42.52% 1.720%
69 12.751 1841 1847 1852 rBV5 930944 2014721 30.57% 1.237%
70 12.833 1856 1861 1868 rVB2 3618707 6591129 100.00% 4.046%
71 12.916 1868 1875 1879 rBV5 1522629 3543911 53.77% 2.175%
72 12.992 1881 1888 1894 rBV6 2235190 6099103 92.54% 3.744%
73 13.133 1908 1912 1916 rVB2 1316988 1838722 27.90% 1.129%
74 13.180 1917 1920 1923 rVV4 553416 818670 12.42% 0.503%
75 13.221 1923 1927 1936 rVB2 2764919 4636647 70.35% 2.846%
76 13.351 1946 1949 1953 rBV2 661737 866864 13.15% 0.532%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62522\
Data File : VNO©73107.D

Acqg On : 25 Jun 2022 13:51

Operator : JC\MD

Sample : N3431-05

Misc : 4.42g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 10 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 13.439 1960 1964 1967 rBV3 881319 1109466 16.83% 0.681%
78 13.498 1967 1974 1979 rBV5 1728924 4147063 62.92%  2.546%
79 13.768 2013 2020 2028 rBV4 1191004 3673545 55.73% 2.255%
80 13.933 2043 2048 2053 rBV2 3714749 6255983 94.92%  3.840%
81 14.151 2081 2085 2091 rVB 2538772 3989384 60.53% 2.449%
82 14.263 2097 2104 2109 rBV3 1897328 3863461 58.62% 2.372%
83 14.321 2110 2114 2120 rVV7 1007832 2128770 32.30% 1.307%
84 14.445 2130 2135 2138 rBV2 2852728 4958063 75.22% 3.043%
85 14.557 2150 2154 2158 rBV4 1837374 3083578 46.78%  1.893%
86 14.604 2158 2162 2168 rVB4 1629257 2829878 42.93% 1.737%
87 14.792 2191 2194 2198 rVB3 946870 1286091 19.51% ©0.789%
88 14.851 2200 2204 2211 rVV5 1322913 3171093 48.11% 1.947%
89 14.915 2211 2215 2220 rVB4 1485557 2716420 41.21% 1.667%
90 15.127 2247 2251 2255 rVB4 1255896 1809193 27.45% 1.111%
91 15.233 2264 2269 2275 rVB4 1909903 4187531 63.53% 2.570%
92 15.398 2293 2297 2305 rVB8 948649 1978874 30.02% 1.215%
93 16.251 2436 2442 2449 rBV5 1263839 2861247 43.41% 1.756%
94 16.457 2473 2477 2483 rVB4 945169 1841052 27.93% 1.130%
95 16.721 2517 2522 2533 rBV4 1682511 4795698 72.76%  2.944%

Sum of corrected areas: 162912105
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Data Path :
: VNO73107.D

Data File
Acqg On
Operator
Sample
Misc

ALS vial

: 25 Jun 2022 13:51

: N3431-05
: 4.42g/5mL/100uL/5.00mL/MSVOA_N/MEOH

LSC Report - Integrated Chromatogram

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

JC\MD

: 10 Sample Multiplier: 1

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

TIC Library
TIC Integration Parameters: LSCINT.P

. SW846 8260

: C:\Database\NIST20.L

Time-->

Abundance

5000000

4000000

3000000

2000000

1000000

0

TIC: VNO73107.D\data.ms

5.475
2.4p404 2812951 3.322 4.093 2857 5.992 6.77%

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

Time-->

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: VNO073107.D\data.ms

8. 004 8622 8.898

05.9%' 34 7.298 7751

1 ‘ i 1 — — — —
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

Time-->

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: VNO73107.D\data.ms
13.933

14.445
12833 13.221 14.151
13. 498 _—
12.392 12.992 9:‘% 04 14 915
4. 263 14. 8 1 15.12
12.192 13, 49 .
i - 13 13,708 5.398 16.251
12.669 l 3 L 457
1P 510 2.916 1 ‘

8 1
‘ .’g,g

‘A

T ‘ T T ‘ T T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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 : VNO©73107.D

Acqg On : 25 Jun 2022 13:51

Operator : JC\MD

Sample : N3431-05

Misc : 4.42g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 10 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 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 Cyclopentane, 1l-ethyl-2-met... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.557 70.48 ug/l 2064580  Chlorobenzene-d5 11.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1-ethyl-2-methyl-,... 112 C8H16 000930-89-2 86
2 2-Octene 112 C8H16 000111-67-1 60
3 2-Octene, (Z)- 112 C8H16 007642-04-8 58
4 3-Octene, (Z)- 112 C8H16 014850-22-7 58
5 4-Octene, (E)- 112 C8H16 014850-23-8 52
Abundance Scan 1474 (10.557 min): VN073107.D\data.ms (-1466) (-~ | m/z 55.00 100.00%
55.0
83.0
5000
112.0 R
H ‘ 10.50
0! ol 1419 17111019 0 8366 70.31%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7693: Cyclopentane, 1-ethyl-2-methyl-, cis-
55.0 83.0
5000 ~—
27.0 10.50
‘ 112.0 m/z 41.00 69.61%
O' \\‘\\\\“\\!\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
55.0
RN T
10.50
5000 29.0 m/z 56.00 59.62%
83.0 112.0
Ol et e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7505: 2-Octene, (2)- T ‘
55.0 10.50
m/z 70.00 51.33%
5000 29.0
112.0
83.0
0 H“‘1H“H‘u,uwmwmwmw Ay
m/z--> 20 40 60 80 100 120 140 160 180 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62522\
Data File : VNO©73107.D

Acqg On : 25 Jun 2022 13:51

Operator : JC\MD

Sample : N3431-05

Misc : 4.42g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 10 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, 1,4-dimethyl-,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.716  84.11 ug/1 2463840  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- 112 C8H16 000589-90-2 87
3 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 83
4 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 80
5 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 72

Abundance Scan 1501 (10.716 min): VN073107.D\data.ms (-1496) (- | m/z 97.00 100.00%
97.

0
55.0
5000

“H“H‘MHwL_MMWW‘HM‘Hu%?gp_‘4ﬁ%?w%$?}“w m/z 55.00 77.93%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7687: Cyclohexane, 1,4-dimethyl-, trans-
55.0 97.0

o

5000 . EaS
10.50 11.00
270 m/z 41.08  38.02%
0\\\\‘\“}‘\\\\‘\“‘\Hh\\‘”‘}\\!“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0 97.0
P e
10.50 11.00
5000 m/z 112.05 35.94%
27.0
0t el A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7669: Cyclohexane, 1,4-dimethyl-, cis-
55.0 97.0 10.50 11.00

m/z 42.00 20.13%

5000
27.0
0 H H‘ I \H Hh I

=
m/z--> 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\VN©62522\
Data File : VNO©73107.D

Acqg On : 25 Jun 2022 13:51

Operator : JC\MD

Sample : N3431-05

Misc : 4.42g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 10 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 3 Heptane, 2,6-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.986 62.66 ug/l 1835530  Chlorobenzene-d5 11.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 91
2 Hydroxylamine, O-decyl- 173 C10H23NO 029812-79-1 64
3 Nonane 128 C9H20 000111-84-2 58
4 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 53
5 Hexadecane 226 C16H34 000544-76-3 50
Abundance Scan 1547 (10.986 min): VN073107.D\data.ms (-1538) (- | m/z 43.00 100.00%
43.0
o
[ L]
Ol bbb k4 2909378 2067 7 57 00 67.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14541: Heptane, 2,6-dimethyl-
43.0
5000 T
11.00
71.0 m/z 71.80  42.26%
|| ) e
O \\\‘\}\\‘}\\‘\‘\\‘\\‘}\\\‘\\\‘\‘\}\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
T
11.00
m/z 41.00 42.09%
5000 71.0
0 97.0 140.0 173.0
T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14520: Nonane ——
43.0 11.00
m/z 42.00 26.56%
5000
85.0
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62522\
Data File : VN@73107.D

Acqg On : 25 Jun 2022 13:51

Operator JC\MD

Sample : N3431-05

Misc : 4.42g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N061722W.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

4 Cyclohexane, 1,1,3-trimethyl-

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.280 107.05 ug/l 3135630 Chlorobenzene-d5 11.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 CSH18 003073-66-3 94
2 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 72
3 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 64
4 Cyclooctane, butyl- 168 C12H24 016538-93-5 53
5 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 53

Abundance Scan 1597 (11.280 min): VN073107.D\data.ms (-1592) (- m/z 111.85 100.00%
1111
69.0
5000
—= .
‘ | 11.00 11.50
(
0 I 1450 1871 2808 /7 69.00  74.01%
miz-> 50 100 150 200 250
Abundance #13262: Cyclohexane, 1,1,3-trimethyl-
111.0
69.0
5000 . S
11.00 11.50
270 m/z 55.00 43.37%
O T T H\ H “‘ “ \‘ \‘\ T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 100 150 200 250
Abundance
69.0 111.0
—— —
11.00 11.50
5000 39.0 m/z 41.00 35.48%
0 Il syl —r e e
miz--> 50 100 150 200 250
Abundance #13261: Cyclohexane, 1,3,5-trimethyl- T —
69.0 111.0 11.00 11.50
m/z 56.00  23.12%
) W\/J\"M\/U‘
A i P IS
m/z--> 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62522\
Data File : VNO©73107.D

Acqg On : 25 Jun 2022 13:51

Operator : JC\MD

Sample : N3431-05

Misc : 4.42g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 10 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 5 Cyclohexane, 1,3,5-trimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.486 87.26 ug/l 2555950  Chlorobenzene-d5 11.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 95
2 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 90
3 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 90
4 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 87
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 81

Abundance Scan 1632 (11.486 min): VN073107.D\data.ms (-1627) (- | m/z 111.05 100.00%
69.0 111.1
5000
41.0
11.50
145.0
bbbl L IR 17922039 1 p s 69 00 92.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13261: Cyclohexane, 1,3,5-trimethyl-
69.0 111.0
5000 T
11.50
41.0 m/z 55.00 54.51%
0 \\\‘O\U\\’\\\!“\\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
690 1110
—
11.50
5000 m/z 126.10 30.33%
41.0
0 15.0
R B B o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13297: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4 e
m/z 41.00 28.88%
5000 41.0 WM\/\
o0 L —
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62522\
Data File : VNO©73107.D

Acqg On : 25 Jun 2022 13:51

Operator : JC\MD

Sample : N3431-05

Misc : 4.42g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 10 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 6 Nonane, 3-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.304 131.44 ug/l 3849970 Chlorobenzene-d5 11.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl- 142 C1eH22 005911-04-6 90
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 90
3 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 87
4 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 72
5 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 64
Abundance Scan 1771 (12.304 min): VN073107.D\data.ms (-1764) (- m/z 57.00 100.00%
57.0
- MJMW
113.1 M tT
85.1 1420 1731 12.00 12.50
Obrrrrrrre bbb a0 2311962 s 71,00 61.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22080: Nonane, 3-methyl-
57.0
5000 - i
290 12.00 12.50
m/z 43.00 51.67%
113.0
0\H‘\‘\1\\MiH““\\‘M\8‘?.\9\‘H1‘\‘H\1\4‘2\.\O\\‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
— ——
12.00 12.50
5000 m/z 41.00 37.00%
29.0
gso 1130
0 142.0
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 30.13%
5000
29.0
113.0
R A P O - ARSI
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 : VNO©73107.D

Acqg On : 25 Jun 2022 13:51

Operator : JC\MD

Sample : N3431-05

Misc : 4.42g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 10 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 Pentalene, octahydro-2-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.392 120.66 ug/l 3534310 Chlorobenzene-d5 11.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentalene, octahydro-2-methyl- 124 C9H16 003868-64-2 68
2 Bicyclo[3.3.1]nonane 124 C9H16 000280-65-9 68
3 1H-Indene, octahydro-, trans- 124 C9H16 003296-50-2 58
4 Cyclohexane, methylene- 96 C7H12 001192-37-6 58
5 1H-Indene, octahydro-, cis- 124 C9H1e6 004551-51-3 46

Abundance Scan 1786 (12.392 min): VN073107.D\data.ms (-1781) (- | m/z 67.00 100.00%
67.0
5000 41.0 96.0 WJLN\
T~ ——
1241 12.00 12.50
0 Lol 1460 18202069 ./, g1.ee  97.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12214: Pentalene, octahydro-2-methyl-
81.0
5000 410 = ——
12.00 12.50
m/z 82.00 55.03%
124.0
O' \\\‘\“\\‘\\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
81.0
124.0 [P nolen
41.0 12.00 12.50
5000 m/z 57.00 48.00%
oAt b e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12207: 1H-Indene, octahydro-, trans- T ——
67.0 12.00 12.50
m/z 96.00 43.81%
5000 96.0
41.0 124.0
omom, U U Ve
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 : VNO©73107.D

Acqg On : 25 Jun 2022 13:51

Operator : JC\MD

Sample : N3431-05

Misc : 4.42g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 10 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 Cyclohexane, 1,4-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.992 73.54 ug/1 6099100 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 52
2 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 52
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 46
4 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 43
5 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 43
Abundance Scan 1888 (12.992 min): VN073107.D\data.ms (-1881) (- | m/z 55.00 100.00%
55.0 97.1
5000
140.1 Lol
13.00
o 1731 2069 m/z 97.10 89.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7609: Cyclohexane, 1,4-dimethyl-
55.0 97.0
5000 T
13.00
m/z 41.00 53.28%
27.0
O\\\‘\H\\“\\\ ‘\\h\\‘H\\1’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
55.0 97.0
——
13.00
5000 m/z 69.00 45.74%
29.0
o SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7690: Cyclohexane, 1,3-dimethyl-, trans- —
55.0 97.0 13.00
m/z 96.05  33.22%
5000
290‘ ‘
0“W‘W‘H“HJMWHH“W‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_“ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00

82N061722W.M Tue Jun 28 12:43:48 2022 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62522\
Data File : VNO©73107.D

Acqg On : 25 Jun 2022 13:51

Operator : JC\MD

Sample : N3431-05

Misc : 4.42g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 10 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 Naphthalene, decahydro-, tr... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.933  75.43 ug/1 6255980 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 95
2 Naphthalene, decahydro- 138 C10H18 000091-17-8 94
3 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 93
4 Cyclodecene 138 C10H18 003618-12-0 87
5 Spiro[4.5]decane 138 C10H18 000176-63-6 81
Abundance Scan 2048 (13.933 min): VN073107.D\data.ms (-2043) (- | m/z 67.00 100.00%
610 138.1
5000
——
14.00
0 174.1204.1 m/z 138.05  82.05%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19461: Naphthalene, decahydro-, trans-
67.0
138.0
96.0
5000 1
14.00
27.0 m/z 41.00 79.01%
0\H‘\M\\}h\\HHH\“‘H“MH‘\H\“H“H‘H\\“\H\’HH’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
67.0 138.0
96.0 e
14.00
5000 m/z 55.00 78.43%
27.0
e -
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19454: Naphthalene, decahydro-, cis- e
67.0 96.0 14.00
138.0 m/z 68.00 68.69%
5000
27.0‘
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©62522\
Data File : VNO©73107.D

Acqg On : 25 Jun 2022 13:51

Operator : JC\MD

Sample : N3431-05

Misc : 4.42g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 10 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 Naphthalene, decahydro-2-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.445 59.78 ug/l 4958060 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 80
2 Bicyclo(3.3.1)nonane-2,6-dione 152 C9H1202 016473-11-3 52
3 Cyclohexane, (1-methylbutyl)- 154 C11H22 061208-94-4 49
4 Furan, 2-hexyl- 152 C10H160 003777-70-6 43
5 (Z)-Hex-3-enyl (E)-2-methylbut-2... 182 C11H1802 067883-79-8 43
Abundance Scan 2135 (14.445 min): VN073107.D\data.ms (-2130) (- | m/z 83.00 100.00%
550 O
5000
——
14.50
0 188.1 214.1 m/z 82.00 87.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 T
14.50
109.0 m/z 55.00 81.78%
O' }\‘\H\“\\‘\\‘h\\\"\\\‘\‘\\\\‘\\\\’\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
152.0
——
14.50
m/z 105.00 68.92%
5000 55.0
L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31456: Cyclohexane, (1-methylbutyl)- ——
55.0 82.0 14.50
m/z 81.00 66.48%
5000
111.0
29.0 ‘ 154.0
0“““”““”“1“‘ m,‘l‘m‘H‘;Wm,u““Hu‘m‘,uwm e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62522\
Data File : VNO©73107.D

Acqg On : 25 Jun 2022 13:51

Operator : JC\MD

Sample : N3431-05

Misc : 4.42g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 10 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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Cyclopentane, 1... 10.557 70.5 ug/l 2064580 3 11.680 1464580 50.0
Cyclohexane, 1,... 10.716 84.1 ug/l 2463840 3 11.680 1464580 50.0
Heptane, 2,6-di... 10.986 62.7 wug/l 1835530 3 11.680 1464580 50.0
Cyclohexane, 1,... 11.280 107.1 ug/l 3135630 3 11.680 1464580 50.0
Cyclohexane, 1,... 11.486 87.3 wug/l 2555950 3 11.680 1464580 50.0
Nonane, 3-methyl- 12.304 131.4 ug/l 3849970 3 11.680 1464580 50.0
Pentalene, octa... 12.392 120.7 ug/l 3534310 3 11.680 1464580 50.0
Cyclohexane, 1,... 12.992 73.5 ug/l 6099100 4 13.610 4147060 50.0
Naphthalene, de... 13.933 75.4 ug/l 6255980 4 13.610 4147060 50.0
Naphthalene, de... 14.445 59.8 ug/l 4958060 4 13.610 4147060 50.0
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