LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@22525\
Data File : VN@85855.D

Acqg On : 25 Feb 2025 14:24

Operator : JC\MD

Sample : Q1395-01

Misc : 1.05g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 11 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\82N©21825W.M

Title : SW846 8260

Signal : TIC: VN@85855.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 8.159 1045 1055 1859 rBV 192665 459806  7.17% 1.346%
2 8.212 1059 1064 1074 rVV2 547853 1265694 19.73% 3.706%
3 8.318 1074 1082 1093 rVB3 84260 212161 3.31% 0.621%
4 8.436 1093 1102 1111 rBV 355120 798667 12.45%  2.338%
5 8.571 1117 1125 1135 rVB 197480 440434 6.87% 1.289%

6 8.700 1135 1147 1155 rBv4 45004 134130 2.09% ©
7 8.959 1182 1191 1202 rVV 220856 433273  6.75% 1
8 9.094 1205 1214 1232 rVB 473452 990836 15.45%  2.901%
9 9.594 1287 1299 1310 rBV6 31359 91442 1.43% 0O
10 10.565 1455 1464 1468 rBV 705098 1256084 19.58% 3

11 10.630 1468 1475 1488 rVB 3490968 6414249 100.00% 18.779%

12 11.865 1676 1685 1697 rBV 597091 1075988 16.77%  3.150%
13 12.065 1712 1719 1724 rBV2 53815 119256 1.86% ©0.349%
14 12.376 1762 1772 1782 rBV6 52596 192112 3.00% ©.562%
15 12.835 1840 1850 1859 rBvV2 710458 1776194 27.69% 5.200%
16 12.929 1859 1866 1876 rBV9 25653 96626 1.51% ©.283%
17 13.018 1876 1881 1887 rVB3 79178 160543 2.50% 0.470%
18 13.094 1887 1894 1897 rBV3 93425 184643 2.88% ©.541%
19 13.171 1902 1907 1913 rVB7 69931 157060 2.45% 0.460%
20 13.488 1956 1961 1965 rBV3 77654 160750 2.51% 0.471%
21 13.535 1965 1969 1978 rVB2 152831 328674 5.12% ©.962%
22 13.618 1978 1983 1986 rBV3 81245 155033 2.42%  0.454%
23 13.671 1987 1992 1998 rVB4 126755 285813 4.46% 0.837%
24 13.788 2006 2012 2021 rVB 653663 1247766 19.45%  3.653%
25 13.870 2021 2026 2030 rBv4 159988 316064 4.93% ©.925%
26 13.976 2041 2044 2048 rBV3 106030 166607 2.60% 0.488%
27 14.118 2062 2068 2080 rBV5 505718 1120692 17.47%  3.281%
28 14.223 2080 2086 2095 rBV9 159227 598333 9.33% 1.752%
29 14.329 2100 2104 2115 rVB8 234239 523274 8.16% 1.532%
30 14.435 2117 2122 2127 rBV2 263119 498049 7.76% 1.458%

31 14.506 2130 2134 2139 rVB5 234843 374747
32 14.570 2140 2145 2149 rBV5 277481 486602  7.59%
33 14.623 2149 2154 2159 rBV 919516 1572443 24.51%
34 14.729 2169 2172 2175 rBVv4 139333 215637 3.36%
35 14.794 2178 2183 2187 rVV 742382 1278864 19.94%
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36 14.841 2187 2191 2198 rVB4 567590 1089166 16.98%  3.189%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@22525\
Data File : VN@85855.D

Acqg On : 25 Feb 2025 14:24

Operator : JC\MD

Sample : Q1395-01

Misc : 1.05g/10mL/100ul/5.00emL/MSVOA_N/MEOH

ALS Vvial : 11 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\82N©21825W.M
Title : SW846 8260

37 15.106 2231 2236 2244 rVB4 962763 1817281 28.33% 5.320%
38 15.223 2251 2256 2259 rBV3 819459 1494505 23.30% 4.375%

39 15.312 2267 2271 2278 rVB5 632301 1201435 18.73% 3.517%
40 15.670 2327 2332 2338 rBV5 1058974 2965997 46.24%  8.683%

Sum of corrected areas: 34156930
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22525\
Data File : VN@85855.D

Acqg On : 25 Feb 2025 14:24

Operator : JC\MD

Sample : Q1395-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21825W.M
Quant Title : SW846 8260

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

Abundance TIC: VN085855.D\data.ms
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Abundance TIC: VN085855.D\data.ms
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Abundance TIC: VN085855.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22525\
Data File : VN@85855.D

Acqg On : 25 Feb 2025 14:24

Operator : JC\MD

Sample : Q1395-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21825W.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 Hexane, 3-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.436  31.55 ug/l 798667  Pentafluorobenzene 8.218

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 95
2 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 58
3 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 53
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 53
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 53
Abundance Scan 1102 (8.436 min): VN085855.D\data.ms (-1093) (-) m/z 43.20 100.00%
43.2
71.2
5000
100.2 8.20 8.40 8.60 8.80
0! b mM/z 71,200 72.67%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #4468: Hexane, 3-methyl-
43.0
5000 70.0 uu‘uu,uu‘uu‘\u
8.20 8.40 8.60 8.80
m/z 70.20 70.68%
0 15.0 M\ \‘ I 10(\)0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #59101: Decane, 3,3,4-trimethyl-
43.0 71.0 /\/\/\
Rt ARRERRLE YA e
8.20 8.40 8.60 8.80
5000 m/z 57.20 62.34%
0 24,0 “\ ‘ g 990 1290 155.0
e B A e i S
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #8657: Pentane, 2,3,3-trimethyl- SD A VAL AR S
43.0 8.20 8.40 8.60 8.80
m/z 41.10 55.80%
5000 71.0
ALY
w““_““‘u“‘M“J‘H\“‘W““_““‘  RAREEEE SRR
m/z--> 0 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22525\
Data File : VN@85855.D

Acqg On : 25 Feb 2025 14:24

Operator : JC\MD

Sample : Q1395-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21825W.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 Naphthalene, decahydro- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.118 44.91 ug/l 1120690 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro- 138 C10H18 000091-17-8 97
2 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 94
3 Cyclohexane, 1-methyl-3-(1-methy... 138 C10H18 024399-15-3 91
4 Spiro[4.5]decane 138 C10H18 000176-63-6 89
5 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C10H18 018968-23-5 83
Abundance Scan 2068 (14.118 min): VN085855.D\data.ms (-2062) (- | m/z 67.15 100.00%
67.2 138.2
95.2
41.1
5000
—— —
i{ 14.00 14.50
o AL 1804 2071 ;138,20 86.54%
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 P, S
14.00 14.50
m/z 68.15 75.74%
0‘\‘1‘\\‘“\\\”\‘\\\}\\\\“\\“\\‘\\\\"\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19465: Naphthalene, decahydro-, trans-
67.0 138.0
96.0 —— —
41.0 14.00 14.50
5000 m/z 81.20 75.09%
0! w“H“H_M‘,HH_HWm_m
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #19552: Cyclohexane, 1-methyl-3-(1-methylethenyl)-, cis — ——
95.0 14.00 14.50
m/z 95.20 72.17%

5000 670
41.0 ' 138.0

L

0! R —— ——
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©22525\
Data File : VN@85855.D

Acqg On : 25 Feb 2025 14:24

Operator : JC\MD

Sample : Q1395-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21825W.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 unknownl4.223 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.223  23.98 ug/l 598333  1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phorone 138 C9H140 000504-20-1 38
2 2-Isopropenyl-5-methylhex-4-enal 152 C10H160 075697-98-2 38
3 (2,4-Dimethylcyclohexyl)methanol... 142 C9H180 1000499-02-8 35
4 Cyclopentane, hexyl- 154 C11H22 004457-00-5 30
5 Neral 152 C1eH160 000106-26-3 30

Abundance Scan 2086 (14.223 min): VN085855.D\data.ms (-2080) (- | m/z 69.20 100.00%

69.2 123.2
41.1
5000

96.2 —— —
154.3 2070 14.00 14.50
01 : m/z 123.20 93.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20147: Phorone
123.0
5000 39.0 — ——
83.0 14.00 14.50

m/z 81.20 65.69%

15.0 ‘
\\‘\‘\\\\‘H\\ }\¢\\H“\\\}‘\‘!\\’1\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29205: 2-Isopropenyl-5-methylhex-4-enal
41.0 69.0

T
14.00 14.50
5000 m/z 41.15 57.56%

109.0
‘ 137.0
0 “M“u‘wm,“mewm“m_m
miz--> 20 40 60 80 100 120 140 160 180 200

Abundance #23111: (2,4-Dimethylcyclohexyl)methanol (isomer 3) —— —
69.0 14.00 14.50

m/z 55.10 56.52%

o TN M
41.0
Il H m‘ ‘ ‘
I

o

m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22525\
Data File : VN@85855.D

Acqg On : 25 Feb 2025 14:24

Operator : JC\MD

Sample : Q1395-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21825W.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 Naphthalene, decahydro-2-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.623 63.01 ug/l 1572440  1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 97
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 93
3 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 68
4 Pulegone 152 C10H160 000089-82-7 58
5 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 58
Abundance Scan 2154 (14.623 min): VN085855.D\data.ms (-2149) (- | m/z 81.20 100.00%
81.2
152.3
5000 41.1
110.2 T T
‘ H ‘ ‘ ) 14.50 15.00
Ol AL ML U 207 28LD ns 95,20 88.44%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 —r— —
14.50 15.00
‘ 10.0 m/z 152.30 71.99%
O \H‘\‘\‘H h\\u‘l‘ T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29490: trans-Decalin, 2-methyl-
81.0
Y —
410 152.0 14.50 15.00
5000 m/z 67.20 67.47%
11?0
o ‘WMMMLWWH_JWHH“HWHH_HWHH_HW‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29373: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S —— —
95.0 14.50 15.00
m/z 55.20 52.12%
5000 410
152.0
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22525\
Data File : VN@85855.D

Acqg On : 25 Feb 2025 14:24

Operator : JC\MD

Sample : Q1395-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21825W.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 trans-Decalin, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.794  51.25 ug/1 1278860 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 87
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 86
3 Bicyclo[4.1.0]heptan-3-one, 4,7,... 152 C10H160 004176-04-9 58
4 Pulegone 152 C10H160 000089-82-7 58
5 Bicyclo[2.2.1]heptane, 1,3,3-tri... 138 C10H18 006248-88-0 55
Abundance Scan 2183 (14.794 min): VN085855.D\data.ms (-2178) (- | m/z 95.20 100.00%
95.2 152.3
5000 55.2
—— —
‘ H ‘ “ ‘ 14.50 15.00
Olrrrprrrefbolbp b Ml o ol 2823 2BL sz 152,30 92.83%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 e b
14.50 15.00
10.0 m/z 67.15 83.67%
0 T F’
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29490: trans-Decalin, 2-methyl-
81.0
—— —
410 152.0 14.50 15.00
5000 m/z 81.20 68.80%
10.0
0,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29431: Bicyclo[4.1.0]heptan-3-one, 4,7,7-trimethyl-, [1R —— —
81.0 152.0 14.50 15.00
m/z 82.20 68.01%
41.0
5000 110.0
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22525\
Data File : VN@85855.D

Acqg On : 25 Feb 2025 14:24

Operator : JC\MD

Sample : Q1395-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21825W.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 Bicyclo[3.3.2]decan-9-one Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.841 43.64 ug/l 1089176 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.3.2]decan-9-one 152 C10H160 028054-91-3 72
2 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 70
3 Spiro[4.5]decan-2-one 152 C1eH160 003643-16-1 68
4 2(1H)-Naphthalenone, octahydro-,... 152 C10H160 016021-08-2 64
5 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 64
Abundance Scan 2191 (14.841 min): VN085855.D\data.ms (-2187) (- | m/z 81.20 100.00%
81.2
55.1
109.2
5000 152.3
‘ 14:50 15.00
77.2 : :
0 u“w‘m“h_‘ﬁ 298l m/z 55.15  77.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29166: Bicyclo[3.3.2]decan-9-one
81.0 152.0
5000 41.0 109.0 T T
14.50 15.00
m/z 67.20 74.37%
O' \\‘\\“]us\\rp\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29494: cis-Decalin, 2-syn-methyl-
95.0
67.0 L PN
41.0 14.50 15.00
5000 m/z 95.20 74 .18%
152.0
H 123.0
0! HN‘_‘uWM‘HH‘HM‘H“_“W“H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29132: Spiro[4.5]decan-2-one “ T
81.0 14.50 15.00
m/z 109.20  59.29%
09.0 152.0
5000 41.0 109.
o e — e
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22525\
Data File : VN@85855.D

Acqg On : 25 Feb 2025 14:24

Operator : JC\MD

Sample : Q1395-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21825W.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 Naphthalene, decahydro-2,6-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.106 72.82 ug/l 1817280 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2,6-dimet... 166 C12H22 001618-22-0 62
2 cis,trans-1,6-Dimethylspiro[4.5]... 166 C12H22 1000111-72-3 58
3 Naphthalene, decahydro-1,5-dimet... 166 C12H22 066552-62-3 58
4 cis,cis-1,6-Dimethylspiro[4.5]de... 166 C12H22 1000111-72-4 53
5 trans,trans-1,6-Dimethylspiro[4.... 166 C12H22 1000111-72-1 53

Abundance Scan 2236 (15.106 min): VN085855.D\data.ms (-2231) (- | m/z 95.20 100.00%

95.2 151.3
55.2
5000

—
L ‘ , 15.00 15.50
0 Wbl 803 28Li s 15125 93.51%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #41563: Naphthalene, decahydro-2,6-dimethyl-
81.0
166.0

5000 41.0 1
110.0 15.00 15.50
H ‘m\ “H\ hHh I

m/z 81.20 83.63%

all L L | ‘
\H‘H\\‘\H\’\H\’\\\ ‘\\H‘HH‘H\\‘H\\‘\H\’\H\’\\H‘\\H‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #41579: cis,trans-1,6-Dimethylspiro[4.5]decane
95.0

o

166.0 15.00 15,50
5000 550 m/z 166.30  75.70%
| o
O ey W”\!”“w“w‘”w‘”‘v””v””w”w”w
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #41570: Naphthalene, decahydro-1,5-dimethyl- e b
95.0 15.00 15.50

m/z 67.15 74.62%

166.0
5000 55.0
I Hh \‘\‘ Ml

26/0) h‘ 1379 |

7
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22525\
Data File : VN@85855.D

Acqg On : 25 Feb 2025 14:24

Operator : JC\MD

Sample : Q1395-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21825W.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 trans, cis-3-Ethylbicyclo[4... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.223  59.89 ug/l 1494510 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2,6-dimet... 166 C12H22 001618-22-0 91
2 trans, cis-3-Ethylbicyclo[4.4.0]... 166 C12H22 066660-43-3 87
3 cis, cis-2-Ethylbicyclo[4.4.0]de... 166 C12H22 066660-40-0 74
4 trans, cis-2-Ethylbicyclo[4.4.0]... 166 C12H22 066660-39-7 72
5 cis,trans-1,6-Dimethylspiro[4.5]... 166 C12H22 1000111-72-3 64

Abundance Scan 2256 (15.223 min): VN085855.D\data.ms (-2251) (- | m/z 81.20 100.00%
1.

81.2
166.3
5000 556.2

109.2
—r —
137.2 15.00 15.50
0 s 1964 s 9526 94.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41563: Naphthalene, decahydro-2,6-dimethyl-
81.0
166.0
55.0

5000 e —
109.0 15.00 15.50

m/z 166.30  65.82%

29.0 137.0
OV ‘1}‘\\“}\\\“’\\1\‘\‘\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41576: trans, cis-3-Ethylbicyclo[4.4.0]decane
81.0 137.0

T
166.0 15.00 15.50

5000 ITI/Z 67.10 55.13%
55.0
109.0
0 ‘HH‘\HHM ‘MHM‘ H“’HH“\‘ R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41564: cis, cis-2-Ethylbicyclo[4.4.0]decane —— ——
81.0 137.0 15.00 15.50

m/z 151.30 52.17%

166.0
5000
55.0
109.0
‘\ Il |

Ot e el e e —— :
miz—-> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22525\
Data File : VN@85855.D

Acqg On : 25 Feb 2025 14:24

Operator : JC\MD

Sample : Q1395-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21825W.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-1,2-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.312  48.14 ug/1 1201440 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2,6-dimet... 166 C12H22 001618-22-0 98
2 Naphthalene, decahydro-1,2-dimet... 166 C12H22 003604-14-6 90
3 cis,trans-1,6-Dimethylspiro[4.5]... 166 C12H22 1000111-72-3 89
4 trans,trans-1,6-Dimethylspiro[4.... 166 C12H22 1000111-72-1 70
5 cis,cis-1,6-Dimethylspiro[4.5]de... 166 C12H22 1000111-72-4 64

Abundance Scan 2271 (15.312 min): VN085855.D\data.ms (-2267) (- | m/z 95.20 100.00%

95.2
55.1 166.3
5000
1332 — —
15.00 15.50
0 2081 n/z 81.20 97.16%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #41563: Naphthalene, decahydro-2,6-dimethyl-
81.0

166.0

%

55.0

5000 — —
109.0 15.00 15.50

m/z 55.15 69.75%

29.0 137.0

OV ‘ T }‘\ T “} T \“‘ TT 1 T ‘ \‘\ TT ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41568: Naphthalene, decahydro-1,2-dimethyl-

95.0 166.0

:

67.0 . _
410 15.00 15.50
5000 m/z 166.30  69.24%

137.0
|

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41579: cis,trans-1,6-Dimethylspiro[4.5]decane — ——
95.0 15.00 15.50

£

m/z 67.20 59.65%
166.0
67.0
5000
H 123.0
) MRS S S ‘“H‘M“M“uw‘k“_““u“ — ——
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22525\
Data File : VN@85855.D

Acqg On : 25 Feb 2025 14:24

Operator : JC\MD

Sample : Q1395-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21825W.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@ cis, cis-2-Ethylbicyclo[4.4... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.670 118.85 ug/1 2966000 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans, cis-3-Ethylbicyclo[4.4.0]... 166 C12H22 066660-43-3 87
2 cis, cis-2-Ethylbicyclo[4.4.0]de... 166 C12H22 066660-40-0 70
3 trans, cis-2-Ethylbicyclo[4.4.0]... 166 C12H22 066660-39-7 68
4 Cyclohexene, 4-methyl-1-(1-methy... 138 C10H18 000500-00-5 64
5 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C10H18 018968-23-5 64

Abundance Scan 2332 (15.670 min): VN085855.D\data.ms (-2327) (- | m/z 81.20 100.00%

81.2
137.2
5000 166.3

T T
ﬁlO.Z 15.50 16.00

0 Mo ) 2983 2811 hs 9520 98.41%

m/z--> 40 60 80 100120140160 180200 220240260 280
Abundance #41576: trans, cis-3-Ethylbicyclo[4.4.0]decane
81.0 137.0

166.0
5000 e e
15.50 16.00
09.0 m/z 137.20 65.75%
ol 0
0Hw‘H“!*”“‘”1“““”“!‘“‘w‘!HWHw“Hw‘H‘\HH\HHWHWHW
m/z--> 40 60 80 100120 140 160 180200 220 240 260 280
Abundance #41564: cis, cis-2-Ethylbicyclo[4.4.0]decane
81.0 137.0
166.0 15.50 16.00
5000 m/z 67.15 51.95%
4 09.0
5.0‘ ‘
0Hw*HH“M”!‘**“i‘”‘*”*‘w*‘*w”HM!*Hw*‘HwH**ww”w”www”
m/z--> 40 60 80 100120 140 160 180 200 220 240 260 280
Abundance #41577: trans, cis-2-Ethylbicyclo[4.4.0]decane P P
81.0 137.0 15.50 16.00

m/z 166.30  49.91%

166.0
5000
09.0
54.0

T T
m/z--> 40 60 80 100120 140160 180 200 220 240 260 280 15.50 16.00

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@22525\
Data File : VN@85855.D

Acqg On : 25 Feb 2025 14:24

Operator : JC\MD

Sample : Q1395-01

Misc : 1.05g/10mL/100ul/5.00emL/MSVOA_N/MEOH

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21825W.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|
Hexane, 3-methyl- 8.436 31.6 ug/l 798667 1 8.218 1265690 50.0
Naphthalene, de... 14.118 44.9 ug/l 1120690 4 13.788 1247770 50.0
unknown14.223 14.223 24.0 ug/l 598333 4 13.788 1247770 50.0
Naphthalene, de... 14.623 63.0 ug/l 1572440 4 13.788 1247770 50.0
trans-Decalin, ... 14.794 51.3 ug/l 1278860 4 13.788 1247770 50.0
Bicyclo[3.3.2]d... 14.841 43.6 ug/l 1089170 4 13.788 1247770 50.0
Naphthalene, de... 15.106 72.8 wug/l 1817280 4 13.788 1247770 50.0
trans, cis-3-Et... 15.223 59.9 ug/l 1494510 4 13.788 1247770 50.0
Naphthalene, de... 15.312 48.1 ug/l 1201440 4 13.788 1247770 50.0

8 4 0

cis, cis-2-Ethy... 15.670 118. ug/l 2966000 13.788 1247770 50.
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