LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@20623\
Data File : VN@76549.D

Acqg On : 06 Feb 2023 18:12

Operator : JC\MD

Sample : 01407-01

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

ALS Vvial : 17 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\82N0©20623W.M

Title : SW846 8260

Signal : TIC: VN@76549.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 8.171 1030 1040 1044 rBV 324259 786975 13.42%  1.783%
2 8.224 1044 1049 1063 rVB 662681 1477416 25.18% 3.347%
3 8.582 1099 1110 1119 rBV 332004 758587 12.93% 1.718%
4 9.100 1188 1198 1211 rBV 876702 1811566 30.88% 4.104%
5 10.565 1438 1447 1455 rBV 1274500 2371512 40.43% 5.372%
6 11.865 1660 1668 1682 rBV 1086715 1967998 33.55% 4.458%
7 12.853 1829 1836 1845 rVB 809127 1376844 23.47% 3.119%
8 13.706 1976 1981 1987 rVW5 61346 144099 2.46% 0.326%
9 13.794 1990 1996 2002 rVV 1043611 1784438 30.42% 4.042%
10 13.859 2002 2007 2015 rVB2 73163 173873  2.96%  0.394%
11 14.006 2026 2032 2039 rBv4 46842 114061 1.94% 0.258%
12 14.112 2045 2050 2055 rBV5 131253 276943 4.72% 0.627%
13 14.159 2055 2058 2062 rVB3 59389 77881 1.33% 0.176%
14 14.217 2064 2068 2071 rBV3 87939 123700 2.11% 0.280%
15 14.264 2071 2076 2080 rBV3 151169 262696 4.48%  0.595%
16 14.323 2081 2086 2089 rBV6 107640 186711 3.18% 0.423%
17 14.370 2090 2094 2100 rVB 310927 534540 9.11% 1.211%
18 14.429 2100 2104 2108 rBV2 143943 264534  4.51% 0.599%
19 14.506 2110 2117 2122 rBV5 286794 627598 10.70% 1.422%
20 14.588 2122 2131 2134 rBV3 882336 1955662 33.34% 4.430%

21 14.629 2134 2138 2142 rVV2 1685860 2469596 42.10%
22 14.664 2142 2144 2149 rVB 809358 900286 15.35%
23 14.735 2152 2156 2161 rBV3 984890 1395095 23.78%
24 14.794 2162 2166 2171 rVB2 721952 1055360 17.99%
25 14.847 2171 2175 2180 rVB3 447126 760357 12.96%

R NWNWUV
=
(o))
(o]
B

26 14.900 2181 2184 2186 rBv4 223921 310893 5.30%
27 14.935 2187 2190 2192 rBV2 246947 307383 5.24%
28 15.047 2204 2209 2211 rBV 992104 1688738 28.79%
29 15.082 2211 2215 2226 rVB4 2151702 5866360 100.00% 13.
30 15.182 2227 2232 2236 rBv4 552116 1090354 18.59%

NWWoeo®
o]
N
%
R

31 15.235 2237 2241 2244 rBV4 740932 1210435 20.63%
32 15.317 2251 2255 2262 rVB7 564818 1105689 18.85%
33 15.535 2285 2292 2297 rVB3 1095837 2804206 47.80%
34 15.594 2298 2302 2310 rVB3 1146532 2599519 44.31%
35 15.676 2311 2316 2328 rBV7 590454 1900400 32.39%

AuUTonNnpN
w
U1
N
R

36 15.923 2355 2358 2362 rBV5 206172 390018 6.65% ©.883%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@20623\
Data File : VN@76549.D

Acqg On : 06 Feb 2023 18:12

Operator : JC\MD

Sample : 01407-01

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

ALS Vvial : 17 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©20623W.M
Title : SW846 8260
37 16.505 2454 2457 2470 rVB2 394252 1212833 20.67% 2.747%

Sum of corrected areas: 44145156
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@20623\
Data File : VN@76549.D

Acqg On : 06 Feb 2023 18:12

Operator : JC\MD

Sample : 01407-01

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

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©20623W.M
Quant Title : SW846 8260

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

Abundance TIC: VNO76549.D\data.ms
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Abundance TIC: VNO76549.D\data.ms
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1500000
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O ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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Abundance TIC: VNO76549.D\data.ms
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1500000
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@20623\
Data File : VN@76549.D

Acqg On : 06 Feb 2023 18:12

Operator : JC\MD

Sample : 01407-01

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

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©20623W.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 Octane, 4-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.588 54.80 ug/l 1955660 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 4-ethyl- 142 C1eH22 015869-86-0 78
2 5-Ethyldecane 170 C12H26 017302-36-2 72
3 Decane 142 C1eH22 000124-18-5 58
4 Dodecane 170 C12H26 000112-40-3 53
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 53
Abundance Scan 2131 (14.588 min): VN076549.D\data.ms (-2122) (- | m/z 57.10 100.00%
57.1
- A,AfAmJ\]hAJ\“uﬂAVJ
85.1 v |
LALLTT as0a 1o
owwwm_mMMH"‘H"w_ww_ww m/z 43.10 52.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22071: Octane, 4-ethyl-
57.0
5000 i :
14.50
29.0 gs.0 1120 m/z 71.16  38.40%
Ll s
O\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45482: 5-Ethyldecane
57.0
T T
14.50
5000 m/z 41.10 32.10%
850 140.0
112.0 :
S O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22069: Decane 7 ‘
43.0 14.50
m/z 85.10  23.88%
5000
71.0
020-4990“202070 s
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@20623\
Data File : VN@76549.D

Acqg On : 06 Feb 2023 18:12

Operator : JC\MD

Sample : 01407-01

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

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©20623W.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 2 Cyclohexane, (1-methylbutyl)- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.629 69.20 ug/l 2469600 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (1-methylbutyl)- 154 C11H22 061208-94-4 53
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 41
3 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 38
4 (Z)-Hex-3-enyl (E)-2-methylbut-2... 182 C11H1802 067883-79-8 35
5 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 35

Abundance Scan 2138 (14.629 min): VNO76549.D\data.ms (-2134) (- m/z 83.10 100.00%

83.1
55.1
5000 152.2

=i
‘ 1262 14,50 15.00

o 37 1081 ) L L1703 n/z 82.10  87.82%

m/z--> 20 40 60 80 100 120 140 160
Abundance #31456: Cyclohexane, (1-methylbutyl)-
55.0 82.0

5000 1 ——
14.50 15.00
111.0 m/z 55.10  79.45%
: 154.0
(0} \\\“\\‘1\‘\:1-\3\2.\()‘\\\‘\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #31430: Cyclohexane, pentyl-
55.0 83.0
—— —
14.50 15.00
5000 ITI/Z 71.10 64.39%
29.0 154.0
Ll |, 1110
0 v b el e
m/z--> 20 40 60 80 100 120 140 160
Abundance #29507: Naphthalene, decahydro-2-methyl- O ——
41.0 81.0 152.0 14.50 15.00
m/z 81.10 57.75%
5000
109.0
N 3 | amo_|

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@20623\
Data File : VN@76549.D

Acqg On : 06 Feb 2023 18:12

Operator : JC\MD

Sample : 01407-01

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

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©20623W.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 Undecane, 3-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.735 39.09 ug/l 1395100 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 91
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 72
3 Pentadecane 212 C15H32 000629-62-9 64
4 Oxalic acid, 6-ethyloct-3-yl iso... 286 C16H3004 1010309-34-1 59
5 Oxalic acid, bis(6-ethyloct-3-yl... 370 C22H4204 1000309-34-6 59

Abundance Scan 2156 (14.735 min): VNO76549.D\data.ms (-2152) (- m/z 57.10 100.00%
57.1

A
‘ 99.1 1412 14.50 15.00
i

b by ” Ar0s 2811 hyy 71010 51.45%

m/z--> 50 100 150 200 250
Abundance #45490: Undecane, 3-methyl-
57.0

5000

o

m/z 85.10  47.45%

27‘.0 99.0 1410
0 ‘\ U‘ T “\ ‘\“ iy “‘ I U T ]\-7\0(\) L B B B B B B
Mjze> 50 100 150 200 250
Abundance #59088: Decane, 2,3,5-trimethyl-

57.0

5000 m/z 43.10 42 .64%
27.0 990 410
oL ‘w\\whd\ﬂ‘ﬂ ‘ J“ — —
miz--> 50 100 150 200 250
Abundance #90190: Pentadecane T —
57.0 14.50 15.00

m/z 41.10  38.54%

5000
99.0
zﬂoﬁ W L ﬂ‘d 1410 18202120

ol il e e — o —r—
miz--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@20623\
Data File : VN@76549.D

Acqg On : 06 Feb 2023 18:12

Operator : JC\MD

Sample : 01407-01

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

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©20623W.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 Cyclohexane, 1-methyl-3-pen... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.047 47.32 ug/1 1688740 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-3-pentyl- 168 C12H24 054411-02-8 64
2 Cyclohexane, 1-methyl-4-(1-methy... 168 C12H24 054411-00-6 59
3 Sulfurous acid, butyl cyclohexyl... 234 C11H2203S 1000309-21-4 59
4 2,2,3,3-Tetramethylcyclopropanec... 238 C15H2602 1010221-97-5 59
5 Cyclohexane, 1-methyl-3-propyl- 140 C10H20 004291-80-9 53

Abundance Scan 2209 (15.047 min): VNO76549.D\data.ms (-2204) (- m/z 97.10 100.00%

97.1
55.1
5000
168.3 1500 ‘
H L g2 P 281 o
bl Ml B8R myz 55.10 60.06%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43586: Cyclohexane, 1-methyl-3-pentyl-
97.0
55.0
5000 —— :
15.00
27.0 m/z 69.10 28.85%
[ 168.0
o H H‘\ h‘\ ‘\ I 125.0
’\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #43606: Cyclohexane, 1-methyl-4-(1-methylbutyl)-

.

o

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #115563: Sulfurous acid, butyl cyclohexylmethyl ester P
97.0 15.00
m/z 41.10 22.69%

55.0
97.0 ‘
1&00 |
5000 m/z 96.10  23.66%
27.0
L | e tese

55.0

5000

S

‘ 127.0
ol il 22T e

T
m/z--> 20 40 60 80 100120140160 180200220240260280 15.00

27.0
J\hn\
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@20623\
Data File : VN@76549.D

Acqg On : 06 Feb 2023 18:12

Operator : JC\MD

Sample : 01407-01

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

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©20623W.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 Undecane, 2,6-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.082 164.38 ug/l 5866360 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 95
2 Dodecane, 6-methyl- 184 C13H28 006044-71-9 76
3 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 70
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 64
5 Sulfurous acid, butyl 2-ethylhex... 250 C12H2603S 1000309-18-8 64
Abundance Scan 2215 (15.082 min): VN0O76549.D\data.ms (-2211) (- | m/z 57.10 100.00%
57.1
T
‘ 98\'1 141.2 166.2 15.00
O e b4 14121862 2072 p 7119 46.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
5000 — :
15.00
m/z 43.10 34.14%
290 98.0
0\\\\‘\‘\‘\\"“\\\‘!“\\H\\‘“\\\“‘\\U\‘\\}\4.‘1-\-\0\\]‘_\62.9‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59041: Dodecane, 6-methyl-
57.0
T
15.00
5000 m/z 41.10 19.45%
29.0 98.0
ool 1400 1840
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59066: Undecane, 2,5-dimethyl- —— ‘
57.0 15.00
m/z 98.10 15.57%
h \%pm«fwﬂ“ﬁANANJyfhﬁm
29.0 112.0
gk B30 T 110 1690 o Mo JU
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@20623\
Data File : VN@76549.D

Acqg On : 06 Feb 2023 18:12

Operator : JC\MD

Sample : 01407-01

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

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©20623W.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-1,5-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.235 33.92 ug/1 1210440 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-1,5-dimet... 166 C12H22 066552-62-3 86
2 Naphthalene, decahydro-2,6-dimet... 166 C12H22 001618-22-0 83
3 trans,trans-1,8-Dimethylspiro[4.... 166 C12H22 1000111-72-8 74
4 9-Methylbicyclo[3.3.1]nonane 138 C10H18 025107-01-1 70
5 cis,trans-1,6-Dimethylspiro[4.5]... 166 C12H22 1000111-72-3 68

Abundance Scan 2241 (15.235 min): VN076549.D\data.ms (-2237) (- | m/z 81.10 100.00%

81.1
166.3
5000
411

0’ m/z 95.10  99.11%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #41570: Naphthalene, decahydro-1,5-dimethyl-
95.0
166.0

5000 55.0

—
15.00 15.50
m/z 166.30  63.68%

2610”}37q’
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #41563: Naphthalene, decahydro-2,6-dimethyl-
81.0
166.0

=

15.00 15.50

5000{  41.0 m/z 67.10 61.73%
L

110.0
m‘mwH‘,J‘H‘\“‘,‘m“m‘u“m‘““H1““”“””,””‘””‘w‘mw
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance  #41584: trans,trans-1,8-Dimethylspiro[4.5]decane ——
95.0 15.00 15.50

m/z 151.20 46.67%

55.0
5000
166.0
|
\

O bbb - —
miz--> 20 40 60 80 100120140160180200220240260280 15.00 15.50

o

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@20623\
Data File : VN@76549.D

Acqg On : 06 Feb 2023 18:12

Operator : JC\MD

Sample : 01407-01

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

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©20623W.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 Cyclohexane, nonadecyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.535 78.57 ug/1 2804210 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, nonadecyl- 350 C25H50 022349-03-7 72
2 Cyclohexane, eicosyl- 364 C26H52 004443-55-4 72
3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 72
4 Cyclohexane, hexyl- 168 C12H24 004292-75-5 72
5 Cyclohexane, decyl- 224 C16H32 001795-16-0 56
Abundance Scan 2292 (15.535 min): VN076549.D\data.ms (-2285) (- | m/z 83.10 100.00%
83.1
41. 168.3 ‘15!50‘ |
ol u‘m » L1282, | 2818 o 8210 71.66%
m/z--> 50 100 150 200 250 300 350
Abundance #259994: Cyclohexane, nonadecyl-
83.0
5000 —— :
15.50
43. m/z 55.10 47.91%
0 | H d“ M\‘ I ‘\“ ]\'2\50 167.0 266.0 359'0
\\\\‘\Y\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #273801: Cyclohexane, eicosyl-
83.0
RN
15.50
5000 m/z 41.10 13.68%
43.
ol ‘\‘ |4 11250 195023802800 364
e S e e
m/z--> 50 100 150 200 250 300 350
Abundance #20678: Cyclohexane, butyl- ——
83.0 15.50
m/z 67.10  13.59%
5000
41.
140.0
o"H“J‘p“u“‘dm‘m!‘_m_m_m_mw —
m/z--> 50 100 150 200 250 300 350 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@20623\
Data File : VN@76549.D

Acqg On : 06 Feb 2023 18:12

Operator : JC\MD

Sample : 01407-01

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

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©20623W.M

. SW846 8260

: 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 Dodecane, 2,6,11-trimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.594  72.84 ug/1 2599520 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72
2 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 64
3 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 64
4 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 64
5 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 53

Abundance Scan 2302 (15.594 min): VN076549.D\data.ms (-2298) (- | m/z 57.10 100.00%
57.1

%

5000
8511132
‘ 1653 1983 281.( 15:50
o,w\‘mwwm_WwauwwWwwww m/z 71.18  84.27%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
5000 — ‘
15.50
85.0 . %
290 m/z 43.10 49,52
DL 89 16901070
’HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘H

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #241464: Sulfurous acid, decyl 2-ethylhexyl ester
57.0

%

15.50
5000 m/z 41.10

20.0 ‘ 850
\‘ 1l ‘HH\ “ 1410

m/z--> 20 40 60 80 100120140160180200220240260280

o

F

Abundance #74023: Dodecane, 4,6-dimethyl-

57.0 15.50
m/z 56.10 23.13%
5000
29.0 85.0
113.0

oy 15501630 o
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@20623\
Data File : VN@76549.D

Acqg On : 06 Feb 2023 18:12

Operator : JC\MD

Sample : 01407-01

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

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©20623W.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 trans, cis-3-Ethylbicyclo[4... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.676  53.25 ug/1 1900400 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans, cis-3-Ethylbicyclo[4.4.0]... 166 C12H22 066660-43-3 91
2 cis, cis-2-Ethylbicyclo[4.4.0]de... 166 C12H22 066660-40-0 68
3 trans, cis-2-Ethylbicyclo[4.4.0]... 166 C12H22 066660-39-7 68
4 trans,trans-3-Ethylbicyclo[4.4.0... 166 C12H22 058462-32-1 64
5 Cyclohexene, 4-methyl-1-(1-methy... 138 C1@H18 000500-00-5 64

Abundance Scan 2316 (15.676 min): VN076549.D\data.ms (-2311) (- | m/z 81.10 100.00%

81.1
137.2
166.3
5000 55.1

—— ——
110.1 15.50 16.00
0 e e L1963 9510 97.58%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #41576: trans, cis-3-Ethylbicyclo[4.4.0]decane
81.0 137.0
166.0
5000 — e
55.0 15.50 16.00
109.0 m/z 137.20 69.57%
0
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #41564: cis, cis-2-Ethylbicyclo[4.4.0]decane
81.0 137.0
—— ——
5000 m/z 166.30 53.74%

55.0
109.0
m/z--> 40 60 80 100 120 140 160 180 200
Abundance

0
#41577: trans, cis-2-Ethylbicyclo[4.4.0]decane T —T
81.0
1370 15.50 16.00 ;
166.0 m/z 67.10 47.95%
5000 55.0
109.0
o! — —
m/z--> 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@20623\
Data File : VN@76549.D

Acqg On : 06 Feb 2023 18:12

Operator : JC\MD

Sample : 01407-01

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

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©20623W.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 1,1'-Bicyclohexyl Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.506  33.98 ug/l 1212830 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1'-Bicyclohexyl 166 C12H22 000092-51-3 78
2 Succinic acid, di(cis-hex-3-enyl... 282 C16H2604 1000353-42-2 50
3 Glutaric acid, dodecyl trans-hex... 382 C23H4204 1010359-93-2 50
4 Succinic acid, di(trans-hex-3-en... 282 C16H2604 1000353-43-7 39
5 Glutaric acid, nonyl trans-hex-3... 340 C20H3604 1000359-92-9 39
Abundance Scan 2457 (16.505 min): VN076549.D\data.ms (-2454) (- | m/z 82.10 100.00%
82.1
166.2 MR-
411 1351 16.20 16.40 16.60
ol bl 1881 L 2085 2811 ., 8310 40.37%
m/z--> 50 100 150 200 250 300
Abundance #41529: 1,1'-Bicyclohexyl
82.0
5000 41.0 L B L
16.20 16.40 16.60
166.0 m/z 67.10  39.24%
0 \‘\H\ Lh ““‘\‘H\ ”\‘ \”‘ ;\]-2\3\0\ T T LA B B
m/z--> 50 100 150 200 250 300
Abundance #175843: Succinic acid, di(cis-hex-3-enyl) ester
82.0
e
16.20 16.40 16.60
5000 ITI/Z 55.10 36.63%
41.0
119.0
201.0
o‘uuu‘mmJ“““H_‘H_‘H_‘H_
m/iz--> 50 100 150 200 250 300
Abundance #289348: Glutaric acid, dodecyl trans-hex-3-enyl ester e
82.0 16.20 16.40 16.60
115.0 m/z 166.20  22.20%
5000
41.0‘ ‘
ol i ddl i L1 1eso 2150 o son T Twen )L
m/z--> 50 100 150 200 250 300 16.20 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@20623\
Data File : VN@76549.D

Acqg On : 06 Feb 2023 18:12

Operator : JC\MD

Sample : 01407-01

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

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©20623W.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|
Octane, 4-ethyl- 14.588 54.8 wug/l 1955660 4 13.794 1784440 50.0
Cyclohexane, (1... 14.629 69.2 ug/l 2469600 4 13.794 1784440 50.0
Undecane, 3-met... 14.735 39.1 wug/l 1395100 4 13.794 1784440 50.0
Cyclohexane, 1-... 15.047 47.3 ug/l 1688740 4 13.794 1784440 50.0
Undecane, 2,6-d... 15.082 164.4 ug/l 5866360 4 13.794 1784440 50.0
Naphthalene, de... 15.235 33.9 wug/l 1210440 4 13.794 1784440 50.0
Cyclohexane, no... 15.535 78.6 ug/l 2804210 4 13.794 1784440 50.0
Dodecane, 2,6,1... 15.594 72.8 ug/l 2599520 4 13.794 1784440 50.0
trans, cis-3-Et... 15.676 53.3 wug/l 1900400 4 13.794 1784440 50.0

0 4 0

1,1'-Bicyclohexyl 16.506 34. ug/l 1212830 13.794 1784440 50.
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