LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62722\
Data File : VNO©73183.D

Acqg On : 28 Jun 2022 00:59

Operator : JC\MD

Sample : N3455-13

Misc : 5.05g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 39 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@73183.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 78 88 96 rBV 56081 100127 4.76% 0.368%
2 2.504 100 105 110 rBV 15215 24942 1.19% 0.092%
3 2.810 153 157 160 rBvV2 15902 25556  1.22% 0.094%
4 3.334 238 246 264 rVB 106453 259931 12.36% 0.956%
5 3.563 277 285 296 rvB3 8829 21795 1.04% ©.080%
6 4.781 484 492 504 rVB3 6964 23152 1.10% 0.085%
7 4.987 516 527 547 rVB7 21949 105078 5.00% 0.386%
8 5.216 552 566 577 rBvV3 15930 65360 3.11% 0.240%
9 5.487 600 612 621 rBV4 12634 47170 2.24% 0.173%
106 5.992 685 698 713 rVB3 58957 189618 9.02% 0.697%
11 7.e39 864 876 885 rBvVv3 19119 55265 2.63% 0.203%
12 7.281 905 917 928 rBV3 20705 62782 2.99% 0.231%
13 7.945 1019 1030 1034 rBV 216908 505211 24.02% 1.857%
14 8.010 1034 1041 1051 rVB 425781 1004176 47.75%  3.692%
15 8.216 1068 1076 1082 rBV3 16301 40121 1.91% ©0.148%
16 8.363 1092 1101 1114 rBV3 264113 667505 31.74% 2.454%
17 8.486 1115 1122 1128 rVV4 14672 39014 1.86% 0.143%
18 8.557 1128 1134 1140 rVV5 13610 35027 1.67% 0.129%
19 8.633 1140 1147 1154 rVB6 13584 36946 1.76% 0.136%
20 8.751 1159 1167 1176 rBV 70527 147890 7.03% 0.544%
21 8.898 1182 1192 1204 rBV 590203 1230065 58.49% 4.522%
22 9.386 1263 1275 1281 rBV3 45722 125320 5.96% 0.461%
23 9.657 1318 1321 1330 rVB4 13554 24087 1.15% ©0.089%
24  9.810 1340 1347 1354 rBvV4 13103 26655 1.27% 0.098%
25 10.010 1376 1381 1385 rBv4 18598 33525 1.59% 0.123%
26 10.139 1395 1403 1411 rBV4 26868 70513 3.35% 259%
27 10.263 1417 1424 1431 rBV7 18981 46949  2.23% 173%

28 10.374 1433 1443 1450 rVV 839855 1560749 74.22%

OOV
~N
w
(o]
R

29 10.439 1450 1454 1461 rVWV 89971 158286  7.53% 582%
30 10.557 1461 1474 1482 rVB4 75310 190509 9.06% 700%
31 10.674 1485 1494 1497 rBV3 32520 61320 2.92% ©0.225%
32 10.716 1497 1501 1508 rVB2 52999 92344  4.39% 0.339%
33 10.810 1510 1517 1522 rBV8 23194 56665 2.69% ©0.208%
34 10.951 1537 1541 1543 rBV3 19090 24768 1.18% ©0.091%
35 10.986 1544 1547 1554 rVB2 27598 47927 2.28% ©0.176%
36 11.086 1558 1564 1572 rBV7 20768 63910 3.04% 0.235%

82N061722W.M Tue Jun 28 16:02:59 2022 Page: 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62722\
Data File : VNO©73183.D

Acqg On : 28 Jun 2022 00:59

Operator : JC\MD

Sample : N3455-13

Misc : 5.05g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 39 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 11.163 1573 1577 1579 rBV2 22320 30207 1.44% 0.111%
38 11.280 1591 1597 1602 rvV 72340 129636 6.16% 0.477%
39 11.333 1602 1606 1611 rVv2 58261 98210 4.67% 0.361%
40 11.386 1611 1615 1620 rVB6 31098 53670  2.55% 0.197%
41 11.486 1625 1632 1641 rVB3 107645 228489 10.87% 0.840%
42 11.569 1641 1646 1649 rBV 26707 46773 2.22% 0.172%
43 11.686 1657 1666 1677 rBV2 908592 2102964 100.00% 7.731%
44 11.780 1677 1682 1686 rBV 86592 146843 6.98%  0.540%
45 11.816 1686 1688 1692 rVB2 49759 56860 2.70% 0.209%
46 11.886 1692 1700 1718 rVB4 322813 1077532 51.24% 3.962%
47 12.027 1718 1724 1730 rBv4 82719 190983 9.08% 0.702%
48 12.086 1730 1734 1743 rVB4 75274 161584 7.68% 0.594%
49 12.186 1743 1751 1758 rBv4 238375 680732 32.37% 2.503%
50 12.245 1758 1761 1763 rBV2 34576 35319 1.68% 0.130%
51 12.280 1764 1767 1769 rBV2 38225 54521 2.59% 0.200%
52 12.392 1775 1786 1788 rBv4 267617 578654 27.52% 2.127%
53 12.498 1796 1804 1812 rBV8 159939 480678 22.86% 1.767%
54 12.668 1828 1833 1839 rBV 868803 1420260 67.54% 5.222%
55 12.757 1839 1848 1852 rBV6 145407 386708 18.39% 1.422%
56 12.833 1857 1861 1869 rVB3 392726 800085 38.05%  2.941%
57 12.921 1869 1876 1883 rBV5 285268 828399 39.39%  3.046%
58 12.992 1883 1888 1902 rVB9 301674 1091831 51.92% 4.014%
59 13.133 1908 1912 1917 rVB4 186965 273132 12.99% 1.004%
60 13.180 1917 1920 1923 rBV3 49097 63545 3.02% 0.234%
61 13.221 1923 1927 1937 rBV6 245866 643196 30.59% 2.365%
62 13.310 1938 1942 1946 rBV2 139128 231450 11.01% 0.851%
63 13.351 1946 1949 1953 rVV2 114839 144403 6.87% 0.531%
64 13.439 1961 1964 1967 rBv4 73041 100057 4.76% 0.368%
65 13.498 1967 1974 1978 rVV5 157956 394369 18.75% 1.450%
66 13.539 1978 1981 1985 rVB5 93808 124482 5.92% 0.458%
67 13.610 1987 1993 2002 rVB 1019823 1808910 86.02% 6.650%
68 13.680 2002 2005 2011 rBvV4 48475 73597 3.50% 0.271%
69 13.757 2013 2018 2023 rBV4 190214 361244 17.18% 1.328%
70 13.933 2042 2048 2053 rBV2 540614 893422 42.48% 3.285%
71 14.151 2082 2085 2089 rVB3 146505 196703 9.35% 0.723%
72 14.251 2099 2102 2109 rVB7 106345 155954 7.42% 0.573%
73 14.321 2110 2114 2121 rVB7 186757 361711 17.20% 1.330%
74 14.386 2121 2125 2129 rBV6 99328 206581 9.82% 0.759%
75 14.439 2130 2134 2138 rBV2 280773 468144 22.26% 1.721%
76 14.562 2150 2155 2156 rBV5 117300 183613 8.73% 0.675%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62722\
Data File : VNO©73183.D

Acqg On : 28 Jun 2022 00:59

Operator : JC\MD

Sample : N3455-13

Misc : 5.05g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 39 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 14.604 2159 2162 2167 rVB3 276815 430071 20.45% 1.581%
78 14.857 2201 2205 2209 rBV7 156168 298505 14.19% 1.097%
79 14.904 2210 2213 2220 rVB3 284335 554125 26.35% 2.037%
80 15.192 2258 2262 2265 rBV3 132201 237434 11.29% 0.873%
81 15.398 2294 2297 2305 rVB3 219592 404364 19.23% 1.487%
82 15.809 2364 2367 2375 rVB3 334208 639874 30.43%  2.352%

Sum of corrected areas: 27200082
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62722\
Data File : VN©73183.D

Acqg On : 28 Jun 2022 00:59

Operator : JC\MD

Sample : N3455-13

Misc : 5.05g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 39 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

Abundance TIC: VN073183.D\data.ms
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200000
3.334

2.4 5.992
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Abundance TIC: VN073183.D\data.ms
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Abundance TIC: VN073183.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62722\
Data File : VN©73183.D

Acqg On : 28 Jun 2022 00:59

Operator : JC\MD

Sample : N3455-13

Misc : 5.05g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 39 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 Pentane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.334  12.94 ug/1 259931  Pentafluorobenzene 8.010

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 87
2 Butane, 2-methyl- 72 C5H12 000078-78-4 64
3 Oxirane, ethyl- 72 C4H80 000106-88-7 42
4 Isobutylene epoxide 72 C4H80 000558-30-5 40
5 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 35
Abundance Scan 246 (3.334 min): VN073183.D\data.ms (-238) (-) m/z 43.05 100.00%
43.0
5000 /\
 RRRREmmaEE SRR
570 72.1 3.00 3.20 3.40 3.60
50.0 \ 65.0

35, )
H_HWHH_HWMWHH_HWHHM‘WHH_HWHH_M_HWﬂH_HWH m/z 42.10 61.13%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #810: Pentane
43.0

5000 e A LaAR RS
270 3.00 3.20 3.40 3.60

m/z 40.95 53.63%

57.0 72.0
15\.0 Il ‘ ‘ Il Il 1 ‘
m/z--> é 1b 1% Zb 2% 35 3% 4b 4% 55 5% 65 6% 7b 7% 85
Abundance
43.0
YL

o

o

57.0 3.00 3.20 3.40 3.60
5000 ITI z 39.00 18.07%
29.0
72.0
0 15.0 50.0
P PP [ T [ T e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #762: Oxirane, ethyl-

42.0 3.00 3.20 3.40 3.60

m/z 57.00 16.41%

5000 27.0
57.0 71.0
Lo
0 | I il

m/z--> 5 10 15 20 25 30 35 40 4 5 50 55 60 65 70 75 80 0 3.20 3.40 3.60

82N061722W.M Tue Jun 28 16:03:03 2022 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62722\
Data File : VN©73183.D

Acqg On : 28 Jun 2022 00:59

Operator : JC\MD

Sample : N3455-13

Misc : 5.05g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 39 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 Cyclooctene, 3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.392 13.76 ug/l 578654  Chlorobenzene-d5 11.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclooctene, 3-methyl- 124 C9H16 013152-05-1 64
2 Cyclopropane, (2-methylenebutyl)- 110 C8H14 074685-56-6 60
3 Pentalene, octahydro-2-methyl- 124 C9H16 003868-64-2 55
4 Cyclohexaneethanol 128 C8H160 004442-79-9 46
5 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 38
Abundance Scan 1786 (12.392 min): VN073183.D\data.ms (-1775) (- m/z 81.00 100.00%
57.0| 81.0
5000
125.1 s —
M 12.00 12.50
0’ o B921.0 1771 2081 67.60  95.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12161: Cyclooctene, 3-methyl-
67.0
41.0
5000 - ——
96.0 12.00 12,50
124.0 m/z 57.05 94.37%
O' \\‘\‘\“\\‘\\‘\“\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41.0 67.0
= ——
12.00 12.50
5000 m/z 41.10 90.00%
95.0
Ot il el e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12214: Pentalene, octahydro-2-methyl- T —
81.0 12.00 12.50
m/z 43.05 77.50%
5000 41.0
124.0
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©62722\
Data File : VN©73183.D

Acqg On : 28 Jun 2022 00:59

Operator : JC\MD

Sample : N3455-13

Misc : 5.05g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 39 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 unknownl12.921 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.921  22.90 ug/l 828399 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Hexadiene, 3-ethyl- 110 C8H14 002080-89-9 43
2 2,4-Hexadiene, 3-methyl- 96 C7H12 028823-42-9 43
3 2,4-Hexadienal, (E,E)- 96 C6H80 000142-83-6 38
4 Furan, 2-ethyl- 96 C6H80 003208-16-0 35
5 2,4-Heptadienal, (E,E)- 110 C7H100 004313-03-5 30

Abundance Scan 1876 (12.921 min): VN073183.D\data.ms (-1869) (-  m/z 81.00 100.00%
830 105.0
55.1
5000
‘ ‘ 13.00
140.1 -
ow_mp‘mh uw“““u\‘”m““\‘“‘}““1?‘5"‘1“:!"9‘2":"'”” m/z 105.00  82.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6720: 1,4-Hexadiene, 3-ethyl-
81.0
5000 "J\‘ T
41.0 13.00
‘ ‘ “ ‘ 110.0 m/z 55.10 68.91%
O\\]-?)\.‘()\‘}‘\\‘i‘\\““}‘\Hh‘\\“"\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
81.0
——
13.00
5000 ITI/Z 97.05 52.71%
39.0
15.0
0 e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3163: 2,4-Hexadienal, (E,E)- —
81.0 13.00
m/z 41.00 40.12%
5000
39.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62722\
Data File : VN©73183.D

Acqg On : 28 Jun 2022 00:59

Operator : JC\MD

Sample : N3455-13

Misc : 5.05g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 39 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 Decane, 4-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.221 17.78 ug/1 643196 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 68
2 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 58
3 Octane, 3,3-dimethyl- 142 C1eH22 004110-44-5 58
4 4-(Methylamino)-1-thiane-1,1-dione 163 C6H13N02S 1000444-06-6 50
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 50

Abundance Scan 1927 (13.221 min): VN073183.D\data.ms (-1923) (- | m/z 71.10 100.00%

430 711
5000

1131

oww‘i‘: , ‘wi\wmw”_“H‘_“‘1‘4“1"9‘“‘1‘7‘5-‘9”‘2‘9?15 m/z 43.00 87.12%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33082: Decane, 4-methyl-
430 710

5000

m/z 57.10 76.29%

‘ 112.0
‘1\5\'9“!\\U}H‘H‘\\M\“Hu\‘\\!‘\‘H\\\‘%‘5‘6\.(‘)“‘\““\““ /WM\M\/\/\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
430 710

o

5000 m/z 41.00 57.22%
97.0
0 15.0 126.0
T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22097: Octane, 3,3-dimethyl- e : :
71.0 13.00 13.50

5000 43.0
‘ 113.0
15.0 | \\\h 0| |

0l b el e e e e — —
miz--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62722\
Data File : VN©73183.D

Acqg On : 28 Jun 2022 00:59

Operator : JC\MD

Sample : N3455-13

Misc : 5.05g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 39 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 Spiro[4.5]decane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.933  24.70 ug/l 893422 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Spiro[4.5]decane 138 C10H18 000176-63-6 94
2 Naphthalene, decahydro- 138 C10H18 000091-17-8 94
3 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 93
4 Cyclodecanol 156 C10H200 001502-05-2 83
5 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 76
Abundance Scan 2048 (13.933 min): VN073183.D\data.ms (-2042) (- | m/z 67.00 100.00%
41.0 |, 67.0 138.0
5000
14.00
166.2 :
0 194.2 m/z 41.00 98.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19396: Spiro[4.5]decane
67.0
41.0 96.0
5000 1
138.0 14.00
l m/z 55.00  93.47%
O' \\‘\H\“\\\\‘.\\\\“\\\\‘\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
67.0 96.0 138.0
e
14.00
5000/ 40 m/z 138.00  88.19%
0 117.0
e B RE SRR AR AR E s
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19465: Naphthalene, decahydro-, trans- —=
67.0 138.0 14.00
m/z 81.05 79.51%
41.0 9.0
5000
0 el e —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62722\
Data File : VN©73183.D

Acqg On : 28 Jun 2022 00:59

Operator : JC\MD

Sample : N3455-13

Misc : 5.05g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 39 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 Naphthalene, decahydro-2-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.439  12.94 ug/1 468144  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 93
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 87
3 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 81
4 Decalin, syn-1-methyl-, cis- 152 C11H20 1000158-89-1 68
5 Cyclohexanone, 2-methyl-5-(1-met... 152 C1@H160 005948-04-9 64
Abundance Scan 2134 (14.439 min): VN073183.D\data.ms (-2130) (- | m/z 81.05 100.00%
81.0
41.0
5000
—
1
O‘Mu‘www¢ﬁ‘ m/z 95.00  83.38%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 UL
14.50
09.0 m/z 67.00 81.75%
O’
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
81.0
—
41.0 152.0 14.50
5000 m/z 152.05 81.06%
109.0
Ol e il b et e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29381: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S e
95.0 14.50
m/z 82.00 68.44%
55.0
5000
152.0
0’ﬂ23-0 e
m/z--> 20 40 60 80 100120140160180200220240260280 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62722\
Data File : VN©73183.D

Acqg On : 28 Jun 2022 00:59

Operator : JC\MD

Sample : N3455-13

Misc : 5.05g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 39 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 1-Methyldecahydronaphthalene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.604 11.89 ug/l 430071 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 94
2 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 94
3 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 90
4 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 70
5 Decalin, syn-1-methyl-, cis- 152 C11H20 1000158-89-1 58

Abundance Scan 2162 (14.604 min): VN073183.D\data.ms (-2159) (- | m/z 95.00 100.00%

67.0 95.0 152.1
41.0
5000

——
| | ‘ 231 182.0208.0  260.C 159 15.09
_‘HN‘J“Hhm‘,H‘W‘Hw‘u‘Mm‘_:u_‘a‘u‘wu‘w;‘ m/z 152.85  98.15%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #29506: Naphthalene, decahydro-2-methyl-
41.0 7.0
95.0 152.0

5000 e g
14.50 15.00

m/z 67.00 87.98%

’12
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
41.0 67.0

95.0

o

o

152.0 T T T
14.50 15.00
5000 m/z 82.00 72.73%
123.0
O L e o T e e T T e
mlz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #29490: trans-Decalin, 2-methyl- — —
81.0 14.50 15.00

m/z 81.00 72.45%

55.0 152.0
5000
29.0 109.0

ol N — —r—
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62722\
Data File : VN©73183.D

Acqg On : 28 Jun 2022 00:59

Operator : JC\MD

Sample : N3455-13

Misc : 5.05g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 39 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 Undecane, 3,6-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.904  15.32 ug/1 554125 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 49
2 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 49
3 Decane, 2-methyl- 156 C1l1H24 006975-98-0 45
4 Decane, 5-propyl- 184 C13H28 017312-62-8 45
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 43
Abundance Scan 2213 (14.904 min): VN073183.D\data.ms (-2210) (- | m/z 57.10 100.00%
57.1
119.1 S
| Issoy ol T ,
oH_‘H“Mwu_‘m???ﬂ‘\‘:U‘wHHw_“;“18”7‘?}”2‘1‘%9‘_”‘_?5,1‘:- m/z 71.10  54.07%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
5000 T
15.00
m/z 43.00 51.76%
J2ro 130 1505640
H‘\\\\‘\\\\‘\\H‘\\\\‘\H\‘\\\\‘\H\‘\\\\’H\\‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0
——
15.00
5000 m/z 41.00 41.68%
27.0 113.0 M\\/WW
0 142.0 184.0
T T T T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33088: Decane, 2-methyl- T
43.0 15.00
m/z 119.05 24.41%
5000
85.0
m/z--> 20 40 60 80 100120140160180200220240260280 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62722\
Data File : VN©73183.D

Acqg On : 28 Jun 2022 00:59

Operator : JC\MD

Sample : N3455-13

Misc : 5.05g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 39 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 Octane, 2,6-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.398 11.18 ug/1 404364  1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 80
2 Heptane, 3-ethyl-5-methyl- 142 C10H22 052896-90-9 64
3 Tridecane, 7-methyl- 198 C14H30 026730-14-3 62
4 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 59
5 Decane, 5-propyl- 184 C13H28 017312-62-8 59
Abundance Scan 2297 (15.398 min): VN073183.D\data.ms (-2294) (- | m/z 57.00 100.00%
57.0
5000 M\M/V\/\«
— ——
| | \11\\3'0 162.2 198.0 (| 2200 15.50
Ol bk L e 280 m/z 71.05  86.82%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 — ——
15.00 15.50
113.0 m/z 43.00 52.11%
27.0‘ '
O\\\‘\‘H\“‘\H“’HM\H‘\H‘H1\‘\\\\‘\\-\\’HH‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0
— ——
15.00 15.50
5000 m/z 41.00 30.46%
27.0 113.0
0 142.0
T T T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74015: Tridecane, 7-methyl- “ T
57.0 15.00 15.50
m/z 55.00 23.88%
5000
112.0
om‘w“‘;H‘H‘,HM‘WH“w‘H“1‘1“:““‘,’91‘%?’(9‘w‘w,‘m,mw — —
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62722\
Data File : VN©73183.D

Acqg On : 28 Jun 2022 00:59

Operator : JC\MD

Sample : N3455-13

Misc : 5.05g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 39 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 unknownl15.809 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.809 17.69 ug/1l 639874 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11,13-Dimethyl-12-tetradecen-1-o0... 282 C18H3402 1000130-81-0 49
2 Cyclohexane, 1,2,3-trimethyl- 126 C9H18 001678-97-3 42
3 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 007667-55-2 38
4 Cyclopentane, butyl- 126 C9H18 002040-95-1 38
5 6-Tridecene, 7-methyl- 196 C14H28 024949-42-6 30
Abundance Scan 2367 (15.809 min): VN073183.D\data.ms (-2364) (- | m/z 69.00 100.00%
69.0
165.1
5000
09.0
390 196.2 . e
LU Ll ] e e 2050, 000
oLy A Ll 2318 28LE s e 81.92%
miz-> 50 100 150 200 250
Abundance  #176271: 11,13-Dimethyl-12-tetradecen-1-ol acetate
69.0
5000 — ——
09.0 15.50 16.00
m/z 57.10 78.37%
LLNL L)oo mme  aeno
oLb— ‘\\‘\\‘\\‘ Hu H‘M‘\“ n!\‘ ‘h\“‘m‘ “\ AN ‘H‘ ] ‘h‘.‘ .
miz--> 50 100 150 200 250
Abundance
55.0
— ——
15.50 16.00
5000 97.0 m/z 95.00 77 .58%
015.0 127.0
—
miz--> 50 100 150 200 250
Abundance #13299: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.alpha. — ——
55.0 15.50 16.00
m/z 55.00 73.66%
97.0
5000
o159, o N
m/z--> 50 100 150 200 250 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62722\
Data File : VNO©73183.D

Acqg On : 28 Jun 2022 00:59

Operator : JC\MD

Sample : N3455-13

Misc : 5.05g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 39 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|
Pentane 3.334 12.9 ug/l 259931 1 8.010 1004180 150.0
Cyclooctene, 3-... 12.392 13.8 ug/l 578654 3 11.686 2102960 50.0
unknownl12.921 12.921 22.9 wug/l 828399 4 13.610 1808910 50.0
Decane, 4-methyl- 13.221 17.8 ug/l 643196 4 13.610 1808910 50.0
Spiro[4.5]decane 13.933 24.7 ug/l 893422 4 13.610 1808910 50.0
Naphthalene, de... 14.439 12.9 ug/l 468144 4 13.610 1808910 50.0
1-Methyldecahyd... 14.604 11.9 wug/l 430071 4 13.610 1808910 50.0
Undecane, 3,6-d... 14.904 15.3 ug/l 554125 4 13.610 1808910 50.0
Octane, 2,6-dim... 15.398 11.2 ug/l 404364 4 13.610 1808910 50.0
unknown15.809 15.809 17.7 ug/l 639874 4 13.610 1808910 50.0
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