LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@13122\
Data File : VN@70856.D

Acqg On : 31 Jan 2022 16:59

Operator : JC/MD

Sample : N1284-01

Misc : 3.47g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 13  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\82N011822W.M

Title : SW846 8260

Signal : TIC: VN@70856.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.231 77 90 102 rBv4 38143 96325 2.14% 0.344%
2 4.851 1047 1067 1104 rBv2 44609 152027 3.37% 0.543%
3 8.016 2224 2247 2258 rBV 504996 1215352 26.96% 4.344%
4 8.078 2258 2270 2305 rVB 1072056 2509290 55.65%  8.969%
5 8.432 2376 2402 2435 rBV 638278 1487977 33.00% 5.318%
6 8.963 2580 2600 2631 rBV 1525286 3233488 71.72% 11.557%
7 10.438 3132 3150 3190 rBV 2359224 4508658 100.00% 16.115%
8 11.049 3364 3378 3391 rBV3 37648 62714 1.39% 0.224%
9 11.341 3477 3487 3500 rVB5 34466 60068 1.33% 0.215%
10 11.451 3517 3528 3537 rBvV4 36881 58889 1.31% 0.210%
11 11.548 3557 3564 3579 rVB5 26325 48744 1.08% 0.174%
12 11.744 3617 3637 3659 rBV 2117390 3929181 87.15% 14.043%
13 11.937 3695 3709 3718 rBV8 41300 90738 2.01% 0.324%
14 11.985 3719 3727 3736 rVW4 47305 77202 1.71% 0.276%
15 12.181 3792 3800 3810 rVB4 41100 60641 1.34% 0.217%
16 12.251 3811 3826 3838 rBV8 110654 284497 6.31% 1.017%
17 12.366 3858 3869 3880 rVB 458882 722113 16.02%  2.581%
18 12.452 3881 3901 3902 rBV4 167756 281334  6.24% 1.006%

19 12.731 3989 4005 4021 rVB 1728194 3034465 67.30% 10.846%
20 12.975 4082 4096 4106 rBV9 144647 339381 7.53%

=
N
=
w
IS

21 13.053 4110 4125 4138 rBV9 333218 932278 20.68%
22 13.195 4171 4178 4187 rVB3 123807 159808 3.54%
23 13.533 4297 4304 4308 rBV3 164761 225909 5.01%
24 13.672 4344 4356 4368 rBV 1884382 3225593 71.54% 11.
25 13.997 4468 4477 4486 rBv4 327726 529707 11.75%

P RPOOW
0
(]
~N
B

26 14.506 4657 4667 4680 rVB5 408490 652429 14.47%  2.332%

Sum of corrected areas: 27978808
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: N1284-01
: 3.47g/1emL/100uL/5.00mL/MSVOA_N/MEOH
. 13

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@e13122\

: VN@70856.D
: 31 Jan 2022 16:59

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@11822W.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©13122\
Data File : VN@70856.D

Acqg On : 31 Jan 2022 16:59

Operator : JC/MD

Sample : N1284-01

Misc : 3.47g/16mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11822W.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, 2,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.366 9.19 ug/l 722113  Chlorobenzene-d5 11.744
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 93
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 91
3 Octane, 3,6-dimethyl- 142 C1leH22 015869-94-0 90
4 Sulfurous acid, di(2-ethylhexyl)... 306 C16H3403S 1000309-19-1 64
5 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 64

Abundance Scan 3869 (12.366 min): VN070856.D\data.ms (-3858) (-  m/z 57.00 100.00%
57.0

— 1
g5 1131 12.00 12.50
bl 222071 s 71,00 58.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 - B
12.00 12.50
m/z 43.00 54.26%
29.0
‘ ‘ g5 1130
O\\\\‘\‘\\\“M\\“‘\\H}\‘{‘\\\‘\\1‘\‘\\}ﬁ%.\q\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22080: Nonane, 3-methyl-
57.0
— —
12.00 12.50
5000 29,0 m/z 41.00  40.98%
113.0
85.0
ol b 4280 L s20
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22095: Octane, 3,6-dimethyl- 5 —
57.0 12.00 12.50
m/z 56.00 32.76%
5000
29.0
113.0
obrrrr bbb oo 1420 Y
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@13122\
Data File : VN@70856.D

Acqg On : 31 Jan 2022 16:59

Operator : JC/MD

Sample : N1284-01

Misc : 3.47g/16mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@11822W.M
: SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 m-Menthane, (1S,3S)-(+)- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.975  5.26 ug/l 339381  1,4-Dichlorobenzene-d4  13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 m-Menthane, (15,35)-(+)- l40 Clom2e 013837-67-7 64

001678-82-6 62
000099-82-1 58
006069-98-3 58
004291-80-9 52

2 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20
3 1-Methyl-4-(1-methylethyl)-cyclo... 140 C1leH20
4 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20
5 Cyclohexane, 1-methyl-3-propyl- 140 C10H20

Abundance Scan 4096 (12.975 min): VN0O70856.D\data.ms (-4082) (- m/z 55.00 100.00%
5I:

5.0
97.1
5000
e
|| ‘ 140.2 13.00
0! ol b 1739 20720 9710 74.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20710: m-Menthane, (1S,3S)-(+)-
58.0 97.0
5000 IR
13.00
140.0 m/z 81.00  54.47%
zol | ] |
O\H\‘\MH“"H\ML‘\‘H‘\\”“‘H\“‘HH“\H\“HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20789: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans-
g
55.0 97.0
P
13.00
5000 ITI/Z 69.00 46.38%
27.0
‘ 140.0
o"uw‘Huh¢nw‘ﬂw‘JM‘J‘H“_“‘L“w“u“‘u“u‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20765: 1-Methyl-4-(1-methylethyl)-cyclohexane e
55.0 13.00
970 m/z 41.00  45.34%
5000
27.0 ‘ ‘ 140.0
o‘Hw‘MH‘,‘“HJ‘!‘_HuwmH‘WH_mlwwwwm e
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©13122\
Data File : VN@70856.D

Acqg On : 31 Jan 2022 16:59

Operator : JC/MD

Sample : N1284-01

Misc : 3.47g/16mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11822W.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-1-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.053  14.45 ug/1l 932278 1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-1-methyl- 126 CSH18 004926-90-3 52
2 2,4-Dimethyl-1,5-diazabicyclo[3.... 112 C6H12N2 100463-01-2 52
3 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 52
4 2,4-Dimethyl-1,5-diazabicyclo[3.... 112 C6H12N2 1000283-20-9 52
5 Ethanone, 1-(1-methylcyclohexyl)- 140 C9H160 002890-62-2 52

Abundance Scan 4125 (13.053 min): VN0O70856.D\data.ms (-4110) (- m/z 55.00 100.00%
97

55.0 1
5000
T T
140.2 1760 13.00
Ol bt 7802070 s 97,10 95.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13269: Cyclohexane, 1-ethyl-1-methyl-
55.0 91.0
5000 DA :
13.00
m/z 41.00 46.13%
29.0 ‘
O\\\‘\H\\‘i“\\\‘1“\‘}‘\\“‘!\\“\\‘V\J-‘2\6\.\0\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7170: 2,4-Dimethyl-1,5-diazabicyclo[3.1.0]hexane (cis)
97.0
T T
13.00
5000 42.0 69.0 ITI/Z 69.05 34.27%
om"m“:‘m_!‘u‘_"“_“Ju_m_m_m_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7677: Cyclohexane, 1,3-dimethyl-, cis- —— ‘
55.0 97.0 13.00
m/z 43.00 28.74%
5000
27.0 H
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©13122\
Data File : VN@70856.D

Acqg On : 31 Jan 2022 16:59

Operator : JC/MD

Sample : N1284-01

Misc : 3.47g/16mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11822W.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-, cis- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.997 8.21 ug/1 529707 1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 96
2 Naphthalene, decahydro- 138 C10H18 000091-17-8 96
3 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 94
4 Spiro[4.5]decane 138 C10H18 000176-63-6 90
5 9-Borabicyclo[3.3.1]nonane, 9-hy... 138 C8H15BO 063366-65-4 87

Abundance Scan 4477 (13.997 min): VNO70856.D\data.ms (-4468) (- m/z 55.00 100.00%
55.0

96.0
5000 138.1 mw
—r
77 19 14.00
0 3 i Y881 sz 67,00 74.79%
m/z--> 20 40 60 80 100 120 140 160
Abundance #19453: Naphthalene, decahydro-, cis-
67.0
41.0
96.0 138.0
5000 L
14.00
m/z 41.00 73.34%
m/z--> 20 40 60 80 100 120 140 160
Abundance #19430: Naphthalene, decahydro-
67.0 96.0 138.0
—r
14.00
5000 41.0 ITI/Z 69.00 54.46%
] I N - X R JN\“AJLVJNJWJ\pJUJ
miz-> 20 40 60 80 100 120 140 160
Abundance #19461: Naphthalene, decahydro-, trans- ——
67.0 14.00
138.0 m/z 96.00  52.46%
41.0 96.0
5000
ol 15:0 1750 |
R R R —r
m/z--> 200 40 60 80 100 120 140 160 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©13122\

Data File : VN@70856.D

Acqg On : 31 Jan 2022 16:59

Operator : JC/MD

Sample : N1284-01

Misc : 3.47g/16mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11822W.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 Cyclohexane, (1-methylbutyl)- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.506 10.11 ug/l 652429 1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (1-methylbutyl)- 154 C11H22 061208-94-4 58
2 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 50
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 49

4 (Z)-(Z)-Hex-3-en-1-yl 2-methylbu... 182 C11H1802
5 (E)-Hex-3-enyl (E)-2-methylbut-2... 182 C11H1802

Abundance Scan 4667 (14.506 min): VN070856.D\data.ms (-4657) (-

084060-80-0 43
120603-00-1 38

m/z 83.10 100.00%

550 o
5000
152.1
P |
110.1 14.50
o 207.1 m/z 55.00 82.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31456: Cyclohexane, (1-methylbutyl)-
55.0 82.0
5000 e :
14.50
111.0 o
m/z 82.00 78.25%
29.0 ‘ 154.0
O\‘\H\\"‘\\\M“\ \\“w\\\“\\M\‘\\\\’\\\‘\‘\\\\‘\\\\’\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #102198: Cyclohexane, 1,1'-(1,4-butanediyl)bis-
83.0
55.0 L — 1
14.50
5000 ITI/Z 41.00 53.38%
29.0 ‘ 139.0
obr i o b 102012220
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31433: Cyclohexane, pentyl- T
83.0 14.50
55.0 m/z 67.00 49.57%
5000
29,0‘ 154.0
N M T =Y -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@13122\
Data File : VN@70856.D

Acqg On : 31 Jan 2022 16:59

Operator : JC/MD

Sample : N1284-01

Misc : 3.47g/16mL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11822W.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, 2,6-dim... 12.366 9.2 ug/l 722113 3 11.744 3929180 50.0
m-Menthane, (1S... 12.975 5.3 ug/l 339381 4 13.672 3225590 50.0
Cyclohexane, 1-... 13.053 14.4 wug/l 932278 4 13.672 3225590 50.0
Naphthalene, de... 13.997 8.2 ug/l 529707 4 13.672 3225590 50.0
Cyclohexane, (1... 14.506 10.1 ug/l 652429 4 13.672 3225590 50.0
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