LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52225\
Data File : VN@86762.D

Acqg On : 22 May 2025 13:31

Operator : JC\MD

Sample : Q2071-19

Misc : 3.17g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 14 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\82N051625W.M

Title : SW846 8260

Signal : TIC: VN@86762.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.136 191 201 210 rVB2 41889 101162 1.82% 0.132%
2 5.241 545 559 574 rBv2 27704 104001 1.88% 0.136%
3 5.788 636 652 668 rBV2 146041 499769 9.02% 0.652%
4 7.059 858 868 878 rBV2 19972 59925 1.08% 0.078%
5 7.206 881 893 904 rBV3 38407 110958 2.00% 0.145%
6 8.159 1045 1055 1060 rBV 146908 365629 6.60% 0.477%
7 8.218 1060 1065 1074 rVV 259689 615097 11.10% ©0.802%
8 8.318 1074 1082 1094 rVB 154297 381853 6.89% 0.498%
9 8.435 1094 1102 1106 rBV3 35693 78680 1.42% 0.103%
106 8.500 1106 1113 1119 rVV 130209 316858 5.72% 0.413%
11 8.571 1119 1125 1134 rVV2 150763 339122 6.12% 0.442%
12 8.712 1136 1149 1155 rVvV2 355698 896577 16.17% 1.169%
13 8.782 1155 1161 1166 rWV 315968 707924 12.77% 0.923%
14 8.847 1166 1172 1183 rVB 538929 1204024 21.72% 1.570%
15 9.094 1205 1214 1230 rBV 413571 857823 15.47%  1.119%
16 9.400 1256 1266 1276 rVB3 33222 95520 1.72% 0.125%
17 9.594 1282 1299 1315 rBV 2123805 5543594 100.00% 7.229%
18 9.771 1316 1329 1334 rVW3 96782 212271 3.83% 0.277%
19 9.859 1334 1344 1353 rVB 336304 736130 13.28% 0.960%
20 10.000 1358 1368 1380 rVB 385842 762126 13.75%  0.994%
21 10.141 1387 1392 1397 rBV 134670 242743  4.38% 0.317%
22 10.188 1397 1400 1405 rVB2 68158 106836 1.93% 0.139%
23 10.323 1415 1423 1427 rBV2 179543 385579 6.96% 0.503%
24 10.365 1427 1430 1438 rVB 123002 221229 3.99% 0.288%
25 10.453 1438 1445 1448 rBV2 93549 188021 3.39% 0.245%

26 10.565 1456 1464 1469 rBV 1734822 3444291 62.13%
27 10.688 1479 1485 1488 rBv2 118172 214975 3.88%
28 10.741 1488 1494 1504 rVB4 391266 998188 18.01%
29 10.859 1504 1514 1517 rBV2 146423 321925 5.81%
30 10.906 1517 1522 1529 rVB 585254 1061183 19.14%
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31 11.000 1529 1538 1547 rBVv4 316846 814051 14.68%
32 11.082 1547 1552 1557 rVB2 162075 297769  5.37%
33 11.165 1557 1566 1573 rBV 511418 931865 16.81%
34 11.265 1573 1583 1592 rBV2 301107 798320 14.40%
35 11.341 1592 1596 1600 rBV2 178245 307856  5.55%
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36 11.412 1600 1608 1613 rBV 719073 1353167 24.41% 1.765%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52225\
Data File : VN@86762.D

Acqg On : 22 May 2025 13:31

Operator : JC\MD

Sample : Q2071-19

Misc : 3.17g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 14 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\82N051625W.M
Title : SW846 8260
37 11.465 1613 1617 1623 rVB 930081 1613472 29.11% 2.104%
38 11.517 1623 1626 1630 rVB 114301 151230 2.73% 0.197%
39 11.570 1630 1635 1639 rBV 431454 662871 11.96% 0.864%
40 11.612 1639 1642 1647 rBvV3 69447 115074 2.08% 0.150%
41 11.670 1647 1652 1659 rVB 412060 734442 13.25% 0.958%
42 11.735 1659 1663 1669 rVB 174289 263381 4.75% 0.343%
43 11.865 1678 1685 1696 rBV 547590 1073392 19.36% 1.400%
44 11.959 1696 1701 1704 rBV 107750 174513 3.15% 0.228%
45 12.000 1704 1708 1711 rBV 168286 268102 4.84% 0.350%
46 12.041 1711 1715 1721 rVB5 274244 571846 10.32% 0.746%
47 12.106 1721 1726 1730 rBV 577618 1038705 18.74%  1.355%
48 12.147 1730 1733 1739 rVB4 430539 726085 13.10% 0.947%
49 12.206 1739 1743 1750 rBV3 107520 257619 4.65% 0.336%
50 12.282 1750 1756 1763 rVB4 188809 402461 7.26% 0.525%
51 12.370 1763 1771 1779 rBV3 642763 1725843 31.13% 2.251%
52 12.476 1783 1789 1794 rVB2 709612 1316909 23.76% 1.717%
53 12.588 1794 1808 1811 rBV4 980253 3076300 55.49% 4.012%
54 12.682 1820 1824 1829 rBV5 167595 279413 5.04% 0.364%
55 12.735 1829 1833 1835 rvv4 144536 227554  4.10% 0.297%
56 12.764 1836 1838 1841 rVB2 220581 224342 4.05% 0.293%
57 12.847 1847 1852 1856 rBV2 595035 1130043 20.38% 1.474%
58 12.929 1861 1866 1872 rVV4 251749 583938 10.53% 0.761%
59 13.017 1876 1881 1887 rVB3 746620 1481229 26.72% 1.932%
60 13.088 1887 1893 1898 rBV4 268552 683706 12.33% 0.892%
61 13.170 1899 1907 1913 rVV5 771691 2286587 41.25% 2.982%
62 13.223 1913 1916 1921 rVB3 294633 461682 8.33% 0.602%
63 13.311 1926 1931 1935 rBV3 235530 386724 6.98% 0.504%
64 13.353 1935 1938 1941 rBV2 173859 248560 4.48% 0.324%
65 13.394 1941 1945 1950 rVB2 525006 793166 14.31% 1.034%
66 13.500 1958 1963 1964 rBV2 248183 356095 6.42%  0.464%
67 13.570 1971 1975 1979 rBV3 228421 306562 5.53% 0.400%
68 13.611 1979 1982 1986 rBv2 151017 240723 4.34% 0.314%
69 13.682 1987 1994 1998 rBV4 638709 1385098 24.99% 1.806%
70 13.747 2003 2005 2007 rVV2 145845 171320 3.09% 0.223%
71 13.788 2007 2012 2020 rVB2 657424 1264885 22.82% 1.649%
72 13.853 2020 2023 2029 rVB2 232015 314606 5.68% 0.410%
73 13.935 2030 2037 2042 rBv4 342089 761513 13.74% 0.993%
74 14.111 2061 2067 2072 rBV2 876255 1763288 31.81% 2.299%
75 14.211 2080 2084 2087 rBV3 235911 400420 7.22% ©.522%

76 14.253 2088 2091 2096 rVB2 241611 375911 6.78%  0.490%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52225\
Data File : VN@86762.D

Acqg On : 22 May 2025 13:31

Operator : JC\MD

Sample : Q2071-19

Misc : 3.17g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 14 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\82N051625W.M

Title : SW846 8260

77 14.323 2099 2103 2107 rBV = 416982 648339 11.70%  0.845%
78 14.435 2117 2122 2128 rVB4 283703 539880 9.74% 0.704%
79 14.500 2129 2133 2139 rBV6 376233 729143 13.15% 0.951%
80 14.576 2143 2146 2149 rVV3 295256 545605 9.84% 0.711%
81 14.623 2149 2154 2157 rVV3 1064496 1886895 34.04% 2.461%
82 14.658 2157 2160 2167 rVB2 907125 1462493 26.38% 1.907%
83 14.729 2167 2172 2175 rBV3 413622 614451 11.08% 0.801%
84 14.788 2175 2182 2187 rVV4 500349 1054271 19.02% 1.375%
85 14.841 2187 2191 2197 rVB5 219935 417709  7.53%  0.545%
86 14.941 2203 2208 2210 rBV3 187875 345928 6.24% 0.451%
87 15.029 2218 2223 2228 rBV2 1026837 2174934 39.23%  2.836%
88 15.076 2228 2231 2240 rVB2 816897 1797685 32.43% 2.344%
89 15.223 2253 2256 2259 rBV3 159291 251324 4.53% 0.328%
90 15.264 2259 2263 2267 rVV4 407188 695530 12.55% 0.907%
91 15.311 2267 2271 2277 rVV2 378344 744607 13.43% 0.971%
92 15.423 2287 2290 2299 rVB4 465979 986696 17.80% 1.287%
93 15.588 2313 2318 2328 rVB4 886766 1673468 30.19% 2.182%
94 15.694 2331 2336 2338 rBV5 198879 392545 7.08% 0.512%
95 15.941 2370 2378 2385 rBV8 380510 1373967 24.78% 1.792%
96 16.017 2387 2391 2401 rVV7 379959 991221 17.88% 1.293%
97 16.164 2412 2416 2420 rBV4 242893 430331 7.76% ©.561%

98 16.605 2487 2491 2500 rVB3 449049 951329 17.16% 1.241%

Sum of corrected areas: 76685002
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52225\
Data File : VN@86762.D

Acqg On : 22 May 2025 13:31

Operator : JC\MD

Sample : Q2071-19

Misc : 3.17g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51625W.M
Quant Title : SW846 8260

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

Abundance TIC: VN086762.D\data.ms
2000000

1500000

1000000

500000

5.788
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Abundance TIC: VN086762.D\data.ms
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Abundance TIC: VN086762.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52225\
Data File : VN@86762.D

Acqg On : 22 May 2025 13:31

Operator : JC\MD

Sample : Q2071-19

Misc : 3.17g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51625W.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 Cyclopentane, 1,2-dimethyl-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.847 70.18 ug/l 1204020 1,4-Difluorobenzene 9.094

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 94
2 Isopropylcyclobutane 98 C7H14 000872-56-0 94
3 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 91
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 78
5 Cyclobutanone, 3-ethyl- 98 C6H100 056335-73-0 64
Abundance Scan 1172 (8.847 min): VN086762.D\data.ms (-1166) (-) m/z 56.05 100.00%
56.0
70.1
41.0
5000
98.1
83.1
‘ ‘ | ‘ ‘ 8.60 8.80 9.00 9.20
0l il L m/z 70.10  77.54%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3829: Cyclopentane, 1,2-dimethyl-, trans-
56.0
41.0
70.0
5000 L LI L A BN B L
270 8.60 8.80 9.00 9.20
' 98.0 m/z 55.08  68.75%
| all
0 \\\1‘.9\\‘1\4\.*\(?‘Hi!‘\\\\}\‘\\\“\u ‘\‘H\‘}“\\H‘\‘\H‘HH“HH
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3746: Isopropylcyclobutane
56.0
41.0
R ARRERERRESS S
70.0 8.60 8.80 9.00 9.20
m/z 41.00 51.88%
5000 27.0
98.0
‘ ‘ 83.0
0 H“H‘W‘H“th‘ul}»‘qﬂlL‘kuuu“m‘w‘u“u‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 A
Abundance #3804: Cyclopentane, 1,2-dimethyl- R REREEEEEEEE S
56.0 8.60 8.80 9.00 9.20
m/z 69.00 36.92%
41.0 70.0
5000
27.0 83.0 98.0 J&\
0 H‘_‘H‘H‘W‘HHM‘HM»‘WHELw‘wpu‘wﬂu‘_‘w‘u“ .
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 8.60 8.80 9.00 9.20

82N@51625W.M Fri May 23 15:01:57 2025 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52225\
Data File : VN@86762.D

Acqg On : 22 May 2025 13:31

Operator : JC\MD

Sample : Q2071-19

Misc : 3.17g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51625W.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, 1,3,5-trimethy... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.464 75.16 ug/l 1613470  Chlorobenzene-d5 11.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 72
2 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 72
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 64
4 Cyclohexane, 1,4-dimethyl-2-octa... 364 C26H52 055282-02-5 59
5 4-Amino-6-hydroxypyrimidine 111 C4H5N30 001193-22-2 59
Abundance Scan 1617 (11.465 min): VN086762.D\data.ms (-1613) (- | m/z 111.10 100.00%
111.1
69.1
5000 j\
55.0
41.0 83.1 U
‘ ‘ : 11.50
0 H_m_m_H“‘:‘m_m‘wm_”w‘m9‘7;%”‘11‘”%2‘9"1‘”‘ m/z 69.10  65.89%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13306: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.
69.0
111.0
5000 55.0 T
41.0 .
126.0 m/z 55.00  30.47%
27.0
0 H‘HH‘\HH\“HH‘M‘H\“\‘\!‘\‘H‘\‘\lH\‘ﬁﬁilwow‘%\?.(‘)uH‘l\u‘u\‘\‘uu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13245: Cyclohexane, 1,3,5-trimethyl-
69.0
111.0
——
11.50
5000 55.0 m/z 41.00 21.80%
41.0 126.0
27.0
P vl | VS .. T N W
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13264: Cyclohexane, 1,1,3-trimethyl- —
69.0 111.0 11.50
m/z 56.00 17.25%
55.0
5000 410
83.0
27.0 ‘ ‘
bbb 2l 259 -
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©52225\
Data File : VN@86762.D

Acqg On : 22 May 2025 13:31

Operator : JC\MD

Sample : Q2071-19

Misc : 3.17g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51625W.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 Cyclohexane, 1l-ethyl-4-meth... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.370  80.39 ug/l 1725840  Chlorobenzene-d5 11.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 58
2 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 58
3 cis-1-Ethyl-3-methyl-cyclohexane 126 CO9H18 019489-10-2 58
4 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 58
5 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 53
Abundance Scan 1771 (12.370 min): VN086762.D\data.ms (-1763) (- | m/z 97.05 100.00%
97.0
55.0
5000
70.0 126.1 T —
39‘ ‘ H H o1 12.00 12.50
0l el n““‘”‘ ‘ Hu el ST m/z 55.00 76.78%
m/z--> 20 40 60 80 100 120 140
Abundance #13287: Cyclohexane, 1-ethyl-4-methyl-, trans-
55.0 97.0
5000 — ——
12.00 12.50
126.0 m/z 69.05 38.10%
390 ‘ 81.0 /
0 T \M\ \‘}H\ \‘\‘!“ \““\ \”“‘\ T “ L e e e
miz-> 20 40 60 80 100 120 140
Abundance #13211: 3,5-Dimethyl-3-heptene
55.0 97.0
— —
12.00 12.50
5000 ITI/Z 57.10 37.88%
126.0
29.0 ‘ 70.0
miz--> 20 40 60 80 100 120 140
Abundance #13274: cis-1-Ethyl-3-methyl-cyclohexane 4 ——
55.0 .0 12.00 12.50
m/z 41.00 33.12%
5000
126.0
39‘0 ‘ 81.0 ‘
PT )  OR ANN  Y 0'A2
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@52225\
Data File : VN@86762.D

Acqg On : 22 May 2025 13:31

Operator JC\MD

Sample : Q2071-19

Misc : 3.17g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51625W.M
: SW846 8260

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 unknownl2.588 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.588 143.30 ug/l 3076300 Chlorobenzene-d5 11.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 45
2 Tridecanal 198 C13H260 010486-19-8 43
3 Octane, 3-methyl- 128 C9H20 002216-33-3 38
4 3-Undecene, 6-methyl-, (E)- 168 C12H24 074630-52-7 38
5 2-Nonen-1-o0l1, (E)- 142 C9H180 031502-14-4 38

Abundance Scan 1808 (12.588 min): VN086762.D\data.ms (-1794) (- | m/z 57.10 100.00%
57.1
1250 |
79 124.1 :
o 38 bk A28 m/z 98.10  42.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22127: Heptane, 3-ethyl-2-methyl-
57.0
5000 98.0 R ‘
12.50
m/z 43.10 41.53%
29.0
0 \\\‘\H\ \“‘i T \h“‘ HiH?Y\"Ql‘\ T \“ T T \1\4‘.2\\0\ UL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #73884: Tridecanal
57.0
82.0 —— :
12.50
m/z 41.00 39.58%
5000 290
110.0 154.0
o D -
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14528: Octane, 3-methyl- —
57.0 12.50
m/z 67.00 35.09%
5000
29.0 98.0
0 "w‘u“»“u‘mluwwm‘“_‘“‘1??‘:9_‘”_‘”_‘ v
m/z--> 20 40 60 80 100 120 140 160 180 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52225\
Data File : VN@86762.D

Acqg On : 22 May 2025 13:31

Operator : JC\MD

Sample : Q2071-19

Misc : 3.17g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51625W.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, 1l-ethyl-1-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.170  90.39 ug/l 2286590 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-1-methyl- 126 CSH18 004926-90-3 62
2 3-Hexene, 3-ethyl-2,5-dimethyl- 140 C1oH20 062338-08-3 52
3 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 50
4 m-Menthane, (1S,3R)-(+)- 140 C10H20 013837-66-6 50
5 2,4-Dimethyl-1,5-diazabicyclo[3.... 112 C6H12N2 100463-01-2 46

Abundance Scan 1907 (13.170 min): VN086762.D\data.ms (-1899) (- | m/z 97.10 100.00%

55.0 97.1
5000

14‘0'1 13.‘00 13.‘50
0 TR B01 L 1759 ./, 55.00  87.23%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13269: Cyclohexane, 1-ethyl-1-methyl- W\/j\/\/\/w
55.0 97.0
5000 — —r—

13.00 13.50
m/z 69.10 32.05%

29.0
O\\\‘\H\\‘i“\\\‘1“\‘}‘7\?.‘9\\\“\\‘\\]-‘2\6\-\0\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20738: 3-Hexene, 3-ethyl-2,5-dimethyl-
55.0
97.0

13.‘00 13.‘50
5000 ITI/Z 96.10 31.16%
27.0 140.0
0 ‘H\‘U‘“\“““‘1‘\““7‘?‘9!"l‘w‘wwHlmwmw
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13284: Cyclohexane, 1-ethyl-2-methyl-, cis- e F
55.0 97.0 13.00 13.50

m/z 41.00  28.18%

- W
126.0
Q

7. |
0! e e e
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52225\
Data File : VN@86762.D

Acqg On : 22 May 2025 13:31

Operator : JC\MD

Sample : Q2071-19

Misc : 3.17g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51625W.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 Naphthalene, decahydro- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.111 69.70 ug/1 1763290 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro- 138 C10H18 000091-17-8 94
2 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 86
3 9-Borabicyclo[3.3.1]nonane, 9-hy... 138 C8H15B0O 063366-65-4 70
4 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 70
5 9-Decen-1-0l, trifluoroacetate 252 C12H19F302 1000352-65-9 68

Abundance Scan 2067 (14.111 min): VN086762.D\data.ms (-2061) (-~ | m/z 55.00 100.00%
55.0

821 138.1
5000
05.1
—r —
166.2 14.00 14.50
0 ' 2070 'm/z 67.00 98.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19429: Naphthalene, decahydro-
67.0 138.0
96.0
41.0
5000 — —
14.00 14.50
m/z 69.05 88.94%
O‘\M\\‘“\\\H\‘\\\}\\\\“\\“\\‘\\\\“\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19465: Naphthalene, decahydro-, trans-
67.0 138.0
96.0 T ‘ T T ‘ T
41.0 14.00 14.50
5000 ITI/Z 138.05 82.04%
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #20115: 9-Borabicyclo[3.3.1]Jnonane, 9-hydroxy- = T
55.0 138.0 14.00 14.50

m/z 82.10 77.90%

5000 29.0 810 1100

3

0 B -
miz—> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52225\
Data File : VN@86762.D

Acqg On : 22 May 2025 13:31

Operator : JC\MD

Sample : Q2071-19

Misc : 3.17g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51625W.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-Methylbicyclo[3.3.0]octan... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.623 74.59 ug/l 1886900 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methylbicyclo[3.3.0]octane-3,7... 152 C9H1202 021170-08-1 58
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 50
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 46
4 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 015932-80-6 38
5 trans,trans-2,9-Undecadiene 152 C11H20 022057-21-2 30
Abundance Scan 2154 (14.623 min): VN086762.D\data.ms (-2149) (- | m/z 83.10 100.00%
55.0
5000
—— —
‘ ‘ 14.50 15.00
R R m/z 82.10 87.89%
m/z--> 20 40 60 80 100 120 140 160
Abundance #30237: 1-Methylbicyclo[3.3.0]octane-3,7-dione
55.0
83.0
5000 o Y
14.50 15.00
152.0 m/z 55.05 69.60%
124.0
O' ‘\\H‘J‘-O\G\HP\‘l\\\“\\‘\‘HH
m/z--> 20 40 60 80 100 120 140 160
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
—— —
14.50 15.00
5000 m/z 81.05 60.64%
109.0
o 00 | o |
m/z--> 20 40 60 80 100 120 140 160
Abundance #31430: Cyclohexane, pentyl- T T
55.0 83.0 14.50 15.00
m/z 95.05 54.99%
5000
29.0 154.0
0 SO0 T O
m/z--> 20 40 60 80 100 120 140 160 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52225\
Data File : VN@86762.D

Acqg On : 22 May 2025 13:31

Operator : JC\MD

Sample : Q2071-19

Misc : 3.17g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51625W.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 o-Cymene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.029 85.97 ug/1 2174930 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 93
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 93
3 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1leH14 000874-41-9 93
4 p-Cymene 134 CleH14 000099-87-6 90
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 81
Abundance Scan 2223 (15.029 min): VN086762.D\data.ms (-2218) (- m/z 119.10 100.00%
119.1
- \JJ\A_/\A/\ﬂ“\JAf\/KA
91.0 1506
55.1 1481 :
O bbb ‘ L, “l 1882 hy7 134.05  40.79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16991: o-Cymene
119.0
5000 A - :
91.0 15.00
m/z 133.05 21.38%
39.0 65.0 ‘
O\]_\5\‘0\‘\\\“‘\\“\\““‘\\\‘\\w‘\““\\““\\\‘\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
T \
15.00
5000 m/z 91.00 17 .46%
390 91.0
65.0
080 L0 L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl- —— ‘
119.0 15.00
m/z 117.10 16.03%
5000
91.0
39.0 65.0 ‘ ‘
0 ‘1‘5"?“:”“““‘w‘m‘”_‘H“Mml‘m_m‘mwm ANAL
m/z--> 20 40 60 80 100 120 140 160 180 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52225\
Data File : VN@86762.D

Acqg On : 22 May 2025 13:31

Operator : JC\MD

Sample : Q2071-19

Misc : 3.17g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51625W.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 Undecane, 2,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.076 71.06 ug/l 1797690  1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 93
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 83
3 Dodecane, 6-methyl- 184 C13H28 006044-71-9 76
4 Undecane, 6-ethyl- 184 C13H28 017312-60-6 72
5 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 70
Abundance Scan 2231 (15.076 min): VN086762.D\data.ms (-2228) (- | m/z 57.10 100.00%
57.1
e XwJLdA/w]\WNvAJAfAJ
98.1 L ‘
‘ Ly | 11911412 16511842 1500
O pov el b T AP m/z 71.10 49.44%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
5000 — :
15.00
m/z 43.05 34.52%
290 98.0
0\\‘\‘\‘\\‘\\\‘!‘\\“\\siq\\\\“‘\\}‘\‘\\\1\4.’1\-\0\\‘]_\6\9\.(\)‘\\\
miz--> 40 60 80 100 120 140 160 180
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
T \
15.00
5000 m/z 41.00 19.20%
29.0 85.0
SN O e Y
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59041: Dodecane, 6-methyl- T ‘
57.0 15.00
m/z 98.10 16.28%
5000
29.0 98.0
bl \ | Jg7.0 " 1400 184.0
“‘H“““““““““H““‘W““‘H““‘ —
m/z--> 20 40 60 80 100 120 140 160 180 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52225\
Data File : VN@86762.D

Acqg On : 22 May 2025 13:31

Operator : JC\MD

Sample : Q2071-19

Misc : 3.17g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51625W.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 Tridecane, 7-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.588 66.15 ug/1 1673470  1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-methyl- 198 C14H30 026730-14-3 76
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72
3 Bacchotricuneatin c 342 C20H2205 066563-30-2 64
4 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 59
5 Nonane, 4-methyl-5-propyl- 184 C13H28 062185-55-1 53
Abundance Scan 2318 (15.588 min): VN086762.D\data.ms (-2313) (- | m/z 57.10 100.00%
57.1
113.1 igsd
[ — W‘J “w“‘h‘! Tt . m/z 71.10  89.11%
miz-> 50 100 150 200 250 300
Abundance #74015: Tridecane, 7-methyl-
57.0
5000 T
1120 15.50
m/z 43.10 47.12%
O\\\‘i“"h\‘!‘\m\‘\‘\\\‘\]\-8\3\.0‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #22091: Octane, 2,6-dimethyl-
57.0
T \
15.50
5000 m/z 41.00 27.55%
‘ 113.0
01‘59“\“"ww“_‘“wHH_H‘_M‘HH
miz--> 50 100 150 200 250 300
Abundance #250928: Bacchotricuneatin ¢ T ‘
71. 112.0 15.50
m/z 56.10 22.25%
- WM\
o | R0 a0 342,
7 LA o B B S —
m/z--> 50 100 150 200 250 300 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52225\
Data File : VN@86762.D

Acqg On : 22 May 2025 13:31

Operator : JC\MD

Sample : Q2071-19

Misc : 3.17g/1emL/100ul/5.0emL/MSVOA_N/MEOH

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@51625W.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... 8.847 70.2 ug/l 1204020 2 9.094 857823 50.0
Cyclohexane, 1,... 11.464 75.2 ug/l 1613470 3 11.865 1073390 50.0
Cyclohexane, 1-... 12.370 80.4 wug/l 1725840 3 11.865 1073390 50.0
unknownl12.588 12.588 143.3 ug/l 3076300 3 11.865 1073390 50.0
Cyclohexane, 1-... 13.170 90.4 ug/l 2286590 4 13.788 1264890 50.0
Naphthalene, de... 14.111 69.7 wug/l 1763290 4 13.788 1264890 50.0
1-Methylbicyclo... 14.623 74.6 ug/l 1886900 4 13.788 1264890 50.0
o-Cymene 15.029 86.0 ug/l 2174930 4 13.788 1264890 50.0
Undecane, 2,6-d... 15.076 71.1 ug/l 1797690 4 13.788 1264890 50.0
Tridecane, 7-me... 15.588 66.2 ug/l 1673470 4 13.788 1264890 50.0
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