LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91721\
Data File : VN@68556.D

Acqg On : 18 Sep 2021 7:44

Operator : JC/MD

Sample : M3798-09

Misc : 6.83g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 50 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©90721W.M

Title : SW846 8260

Signal : TIC: VN@68556.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 8.019 2225 2248 2259 rBV2 373972 907767 1.05% ©.158%
2 8.083 2260 2272 2293 rVB 760618 1751859 2.02% 0.305%
3 8.968 2581 2602 2636 rBV2 919161 1973213 2.28% 0.344%
4 10.443 3135 3152 3186 rBV2 1926974 4069063 4.70% 0.709%
5 11.055 3361 3380 3396 rVB 766184 1367978 1.58% 0.238%
6 11.157 3402 3418 3434 rBV 793120 1722561 1.99% 0.300%
7 11.229 3434 3445 3456 rVWW 718639 1262250 1.46% 0.220%
8 11.293 3459 3469 3479 rVV 1125656 1963925 2.27% 0.342%
9 11.347 3479 3489 3502 rVB 1593754 2789861 3.22% 0.486%
10 11.457 3518 3530 3539 rBV 1817948 3054826 3.53% 0.532%
11 11.524 3541 3555 3561 rBV2 2510915 4751243 5.49% 0.828%
12 11.629 3582 3594 3618 rVB 2592383 4726699 5.46% 0.824%
13 11.749 3619 3639 3655 rBV2 1525999 3834512 4.43% 0.668%
14 11.881 3679 3688 3696 rBV 1784209 2760169 3.19% 0.481%
15 11.961 3697 3718 3721 rVV4 5658637 12285424 14.19%  2.141%

16 11.991 3723 3729 3739 rVV 9406859 16272696 18.80%
17 12.034 3740 3745 3758 rVB3 5270631 8153587  9.42%
18 12.098 3758 3769 3770 rBv4 724182 887447 1.03%
19 12.181 3789 3800 3811 rVB4 6000460 10800329 12.48%
20 12.256 3812 3828 3842 rBV4 19025324 41607611 48.07% 7.250%

NN = N)
=
Ul
Ul
R

21 12.374 3863 3872 3882 rVB 18569184 27317797 31.56% 4.760%
22 12.457 3882 3903 3907 rBV6 13981622 32002950 36.97% 5.577%
23 12.742 3998 4009 4017 rBV6 6807390 11747988 13.57% 2.047%
24 12.905 4061 4070 4086 rVB4 16949431 37453898 43.27% 6.527%
25 12.983 4086 4099 4107 rBv4 9058738 18512436 21.39%  3.226%

26 13.058 4114 4127 4140 rVV6 42394742 86563929 100.00% 15.084%
27 13.114 4141 4148 4160 rVB2 16245011 24457479 28.25% 4.262%
28 13.203 4172 4181 4189 rBV3 10494422 14831323 17.13% 2.584%
29 13.248 4190 4198 4205 rVV3 8927683 15077533 17.42% 2.627%
30 13.289 4206 4213 4230 rVB4 20921629 31693276 36.61% 5.523%

31 13.372 4239 4244 4253 rVB 8657478 11447662 13.22%  1.995%
32 13.412 4255 4259 4269 rVB2 5769348 7091073 8.19% 1.236%
33 13.570 4305 4318 4326 rBV4 20363141 35154882 40.61% 6.126%
34 13.710 4364 4370 4379 rVB 5680544 7622027 8.81% 1.328%
35 13.839 4404 4418 4426 rBV3 5143429 9388271 10.85% 1.636%

36 13.919 4441 4448 4452 rBV3 3204210 4196881 4.85% 0.731%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91721\
Data File : VN@68556.D

Acqg On : 18 Sep 2021 7:44

Operator : JC/MD

Sample : M3798-09

Misc : 6.83g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 50 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©90721W.M
Title : SW846 8260

37 13.999 4467 4478 4489 rBV4 15215382 25290455 29.22%  4.407%
38 14.099 4510 4515 4522 rBV5 1655646 1944792 2.25% ©.339%
39 14.217 4550 4559 4578 rVB 11011266 16541932 19.11%  2.883%
40 14.324 4590 4599 4611 rVB5 4432831 8356042 9.65% 1.456%

41 14.391 4612 4624 4636 rBVle 1980310 3848620 4.45% 0.671%
42 14.512 4660 4669 4673 rBv4 2859657 3982959 4.60% 0.694%
43 14.539 4675 4679 4691 rVB3 4242931 5724217 6.61% ©.997%
44 14.622 4702 4710 4719 rBV2 1698050 2384600 2.75% ©0.416%
45 14.917 4809 4820 4836 rBV2 2173958 4295030 4.96% 0.748%

Sum of corrected areas: 573871072
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Abundance
5e+07

4e+07
3e+07
2e+07
le+07

0
Time--> 2
Abundance

5e+07

4e+07
3e+07
2e+07

le+07

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91721\

: VNO68556.D
: 18 Sep 2021 7:44
JC/MD
: M3798-09
: 6.83g/5mL/100uL/5.00mL/MSVOA_N/MEOH
: 50 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@90721W.M
: SW846 8260

: C:\Database\NIST20.L
LSCINT.P

TIC: VN068556.D\data.ms

.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80

TIC: VN068556.D\data.ms
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TIC: VN068556.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91721\
Data File : VN@68556.D

Acqg On : 18 Sep 2021 7:44

Operator : JC/MD

Sample : M3798-09

Misc : 6.83g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N090721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Nonane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.961 160.19 ug/l 12285400 Chlorobenzene-d5 11.749
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 93
2 Octane 114 C8H18 000111-65-9 50
3 Heptane, 2,4,6-trimethyl- 142 C1leH22 002613-61-8 49
4 Ether, heptyl hexyl 200 C13H280 007289-40-9 47
5 Hexanoic acid, 9-decen-1-yl ester 254 C16H3002 180252-09-9 43

Abundance Scan 3718 (11.961 min): VN068556.D\data.ms (-3697) (- m/z 57.00 100.00%
aa

.0
85.0
5000
39{0

128.0 12.00
111.0
ob il H~ A ‘ U2 U 1598 n/; 43.00  97.58%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14521: Nonane
43.0
5000 J\J\\\ T T T
12.00
L 85.0 m/z 41.00 56.12%
128.0
O 26¥1671.&)1
m/z--> 20 40 60 80 100 120 140 160
Abundance #8623: Octane
43.0
—=
12.00
5000 ITI/Z 85.00 52.31%
85.0
oo | b | uao
e
m/z--> 20 40 60 80 100 120 140 160
Abundance #22115: Heptane, 2,4,6-trimethyl-
43.0 85.0 12.00
’ m/z 71.00 34.87%
5000
o150 | e | | 20 "
m/z--> 20 40 60 80 100 120 140 160 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91721\
Data File : VN@68556.D

Acqg On : 18 Sep 2021 7:44

Operator : JC/MD

Sample : M3798-09

Misc : 6.83g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 50 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@90721W.M
: SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 1-Ethyl-4-methylcyclohexane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.991 212.19 ug/l 16272700 Chlorobenzene-d5 11.749
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 91
2 Cyclohexane, 1-ethyl-2-methyl- 126 C9H18 003728-54-9 78
3 Sulfurous acid, cyclohexylmethyl... 416 C24H4803S 1000309-22-5 64
4 Thiophene, 2-propyl- 126 C7H1eS 001551-27-5 64

5 Sulfurous acid, cyclohexylmethyl... 388 C22H4403S 1000309-22-3 64

Abundance Scan 3729 (11.991 min): VN068556.D\data.ms (-3723) (- m/z 97.00 100.00%

97.0
5000 55.0
126.1

12.00
o"‘HJ“HJ‘;_MMH‘l‘wu‘mw“1“??‘-9“_”?‘9‘7:‘1_”‘_‘ m/z 55.00  49.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13239: 1-Ethyl-4-methylcyclohexane
55.0 97.0
5000 T
12.00
126.0 m/z 126.10  19.34%
27.0‘ ‘
O\‘\U\\‘i“\\\H!“\H‘\\‘\\\!“\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13267: Cyclohexane, 1-ethyl-2-methyl-
55.0 91.0 J\

T
12.00

5000 ITI/Z 96.00 14.02%
290 | ‘ 126.0
ol b b b b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #311451: Sulfurous acid, cyclohexylmethyl heptadecyl es T
97.0 12.00
m/z 69.00 11.47%
5000
55.0
0 29\0\‘\‘ ‘\‘ ‘MM MM \H\ \1250 155.0 239.C
e e e T e e e e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91721\
Data File : VN@68556.D

Acqg On : 18 Sep 2021 7:44

Operator : JC/MD

Sample : M3798-09

Misc : 6.83g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N090721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 4,4-Dimethyl octane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.181 140.83 ug/l 10800300 Chlorobenzene-d5 11.749
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,4-Dimethyl octane 142 C1OH22 015869-95-1 59
2 Undecane, 4,4-dimethyl- 184 C13H28 017312-68-4 59
3 Sulfurous acid, hexyl heptyl ester 264 C13H2803S 1000309-12-9 53
4 Heptane, 2,4,6-trimethyl- 142 C10H22 002613-61-8 52
5 Heptane, 4,4-dimethyl- 128 C9H20 001068-19-5 50

Abundance Scan 3800 (12.181 min): VN068556.D\data.ms (-3789) (- m/z 57.00 100.00%
57.0

85.0
5000
39 ‘ 12.00 12:50
127.1 ' .
0 m_H“Hmhﬂ,””‘wmJ‘WHMHWH_m m/z 43.00 73.81%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22087: 4,4-Dimethyl octane
57.0
85.0
5000 L= —
12.00 12.50
m/z 85.00 68.03%
29.0
|l M T 121.0
O\\\‘\\\\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #59072: Undecane, 4,4-dimethyl-
43.0 85.0
e 7
12.00 12.50
5000 ITI/Z 41.00 41.01%
141.0
ob.2tal | Jleno | | | 169.0
L TR A T e B R
miz--> 20 40 60 80 100 120 140 160
Abundance #152678: Sulfurous acid, hexyl heptyl ester Co ——
57.0 12.00 12.50
m/z 56.00 37.69%
85.0 /
5000
29.0
0 Ll i | 115.0133,0151.0
o S m e S —4 rer
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50

82N090721W.M Tue Sep 21 15:13:54 2021 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91721\
Data File : VN@68556.D

Acqg On : 18 Sep 2021 7:44

Operator : JC/MD

Sample : M3798-09

Misc : 6.83g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N090721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 unknownl2.256 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.256 542.54 ug/l 41607600 Chlorobenzene-d5 11.749
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 38
2 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 38
3 4-Octen-3-one 126 C8H140 014129-48-7 38
4 Thiophene, 2-propyl- 126 C7H1eS 001551-27-5 35
5 Octane, 2,5-dimethyl- 142 C10H22 015869-89-3 30

Abundance Scan 3828 (12.256 min): VN068556.D\data.ms (-3812) (- m/z 97.00 100.00%

57.0 97.0
41,0
5000
126.1
81 1421 12.00 12.50
ol ;‘; Sl Mﬂ)‘ : ‘H‘ b [ ST m/z 57.08  87.89%
miz--> 20 40 60 80 100 120 140
Abundance #13239: 1-Ethyl-4-methylcyclohexane
55.0 97.0
5000 o L
12.00 12.50
126.0 m/z 55.00 76.32%
39‘0 ‘ 81.0 ‘
0 \\\‘\U\\‘i“\\\”!“\‘i‘\!“\\\\“r\‘\r‘\‘!\\‘\\\
miz--> 20 40 60 80 100 120 140
Abundance #13288: Cyclohexane, 1-ethyl-2-methyl-, trans-
55.0 97.0
— —
12.00 12.50
5000 m/z 43.00 63.46%
39,0 810 126.0
1.
o‘¥§9 JJ‘WHV‘JL“JM“M‘ ‘ﬂ“‘u“““““
miz--> 20 40 60 80 100 120 140
Abundance #12974: 4-Octen-3-one P —
97.0 12.00 12.50
m/z 41.00 58.44%
55.0
5000
126.0
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©91721\
Data File : VN@68556.D

Acqg On : 18 Sep 2021 7:44

Operator : JC/MD

Sample : M3798-09

Misc : 6.83g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N090721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Octane, 2,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.374 356.21 ug/l 27317800 Chlorobenzene-d5 11.749
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 91
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 91
3 Nonane, 3-methyl- 142 C1leH22 005911-04-6 91
4 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 80
5 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S 1000309-20-0 78

Abundance Scan 3872 (12.374 min): VN068556.D\data.ms (-3863) (- m/z 57.00 100.00%
57.0

113.1 — R
85.0 12.00 12.50
bt b [ 14211680 2071 2 7100 75.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22107: Octane, 2,6-dimethyl-
57.0
5000 — —
12.00 12.50
20.0 113.0 m/z 43.00 50.25%
85.
T e Y™
O\\\\‘\\\\‘{\\“‘\\}\‘\\\\“\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22108: Octane, 3,6-dimethyl-
57.0
— ——
12.00 12.50
5000 m/z 41.00 42.68%
113.0
29.0
| 850 142.0
) ST S Y St i
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22080: Nonane, 3-methyl- = T
57.0 12.00 12.50
m/z 56.00 34.01%
5000 29.0
113.0
LA L 880  1a20
O R he —
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@91721\
Data File : VN@68556.D

Acqg On : 18 Sep 2021 7:44

Operator JC/MD

Sample : M3798-09

Misc : 6.83g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 50 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@90721W.M
: SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 unknownl2.457 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.457 417.30 ug/l 32003000 Chlorobenzene-ds 11.749
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentalene, octahydro-2-methyl- 124 CoMls 003868-64-2 46
2 Cyclohexane, methylene- 96 C7H12 001192-37-6 43

3 7-Methyl-8-oxabicyclo[4.3.0]nonane 140 C9H160

1000216-87-6 43

4 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 38
5 1H-Indene, octahydro-, trans- 124 C9H1le6 003296-50-2 38
Abundance Scan 3903 (12.457 min): VN068556.D\data.ms (-3882) (- m/z 57.00 100.00%
57.0
81.0
41.0
5000
e
LT e
Ol LWL Bl L TS m/z 81,00 74.59%
m/z--> 20 40 60 80 100 120 140
Abundance #12214: Pentalene, octahydro-2-methyl-
81.0
5000 41.0 L
12.50
m/z 67.00 69.91%
H 124.0
O T T ‘ 1T \“’M\ \‘h\‘ }‘??‘\F)\ \‘u ‘\ \‘\g‘\‘.‘o\ \‘\ T ‘ T T T ‘ T T
miz--> 20 40 60 80 100 120 140
Abundance #3241: Cyclohexane, methylene-
81.0
e
12.50
5000 54.0 m/z 71.00 68.63%
27.0
! \‘ ‘ T
Ol gl
m/z--> 20 40 60 80 100 120 140
Abundance #21594: 7-Methyl-8-oxabicyclo[4.3.0]Jnonane P
81.0 12.50
m/z 41.00 61.27%
55.0
5000 39
125.0
97.0
(] EE—— u‘,‘:‘u‘\‘ b “‘w“ Ll Hu““ S i 5L —r—
m/z--> 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91721\
Data File : VN@68556.D

Acqg On : 18 Sep 2021 7:44

Operator JC/MD

Sample : M3798-09

Misc : 6.83g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 50 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@90721W.M
: SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 m-Menthane, (1S,3R)-(+)- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.983 121.44 ug/l 18512400 1,4-Dichlorobenzene-d4  13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 m-Menthane, (15,3R)-(+)- 140 clon0 013837-66-6 83

001678-82-6 81
006069-98-3 72
000099-82-1 64
1000309-68-5 64

2 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20
3 Cyclohexane, 1-methyl-4-(1-methy... 140 C10OH20
4 1-Methyl-4-(1-methylethyl)-cyclo... 140 C1l0H20
5 Oxalic acid, di(cyclohexylmethyl... 282 C16H2604

Abundance Scan 4099 (12.983 min): VN068556.D\data.ms (-4086) (-  m/z 97.00 100.00%
1.0

55.0
5000
A DIV
] 14“)-1 13.00
0 60 |l 14180 | 1741 2070 ./, 5500 80.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20709: m-Menthane, (1S,3R)-(+)-
55.0 97.0
5000 T
13.00
140.0 m/z 81.00 70.63%
27.0 ‘ ‘
0 ‘\M\\‘i“\\‘\“l“ \”H‘\ \H“‘i \‘\‘H‘\\\\“\‘\\‘\“‘\\\\’\\\\’\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20791: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans-
55.0 97.0
e
13.00
5000 ITI/Z 96.00 46.15%
27.0 ‘ 140.0
0 "UHWJ‘!‘_H“‘w“m “‘1,,‘
miz—> 20 40 60 80 100 120 140 160 180 200
Abundance #20786: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis- e
55.0 97.0 13.00
m/z 41.00 34.13%
5000
27.0 ‘ 140.0
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©91721\
Data File : VN@68556.D

Acqg On : 18 Sep 2021 7:44

Operator : JC/MD

Sample : M3798-09

Misc : 6.83g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N090721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Cyclohexane, 1-methyl-3-pro... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.114 160.44 ug/l 24457500 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-3-propyl- 140 C10H20 004291-80-9 58
2 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 53
3 Cyclohexane, 1-methyl-4-(1-methy... 140 C10OH20 006069-98-3 53
4 Cyclohexane, 1l-ethyl-1-methyl- 126 C9H18 004926-90-3 53
5 1-Methyl-4-(1-methylethyl)-cyclo... 140 C10H20 000099-82-1 49

Abundance Scan 4148 (13.114 min): VN068556.D\data.ms (-4141) (- m/z 97.00 100.00%

55.0 91.0
5000
140.1 T ‘ T T ‘ T
“ 13.00 13.50
bl A8 2930 sz 55,00 85.28%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20739: Cyclohexane, 1-methyl-3-propyl-
=
58.0 97.0
5000 S Sk
13.00 13.50
m/z 83.00 39.06%
29.0 ‘ 140.0
O\\\‘\‘\‘\\““\\\H!“\‘\b\e\.g\\\!“\\\\‘\\\\}\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20791: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans-
55.0 97.0
A =
13.00 13.50
5000 ITI/Z 41.00 34.87%
27.0 140.0
0 ‘H_UH‘,“HJ‘!‘,“x‘m‘“m [ S ——
miz--> 20 40 60 80 100 120 140 160 180
Abundance #20784: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis- P ——
55.0 13.00 13.50
97.0 j
m/z 96.00 31.33%
5000
140.0
29.0 ‘ ‘ ‘
O bl el bl Al SV —
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50

82N@90721W.M Tue Sep 21 15:13:58 2021 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91721\
Data File : VN@68556.D

Acqg On : 18 Sep 2021 7:44

Operator : JC/MD

Sample : M3798-09

Misc : 6.83g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N090721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Naphthalene, decahydro- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.999 165.90 ug/l 25290500 1,4-Dichlorobenzene-d4 13.675
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 93
3 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 70
4 Spiro[4.5]decane 138 C10H18 000176-63-6 70
5 Cyclodecene 138 C10H18 003618-12-0 58
Abundance Scan 4478 (13.999 min): VN068556. D\data ms (-4467) (- m/z 138.05 100.00%
67.0 38.1
5000 119.0
—
‘ | 14.00
0 “w““w”ww”l“?‘?‘l‘,‘ m/z 67.00  88.32%
miz--> 100 120 140 160 180
Abundance #19431 Naphthmene,decahydro-
67.0 96.0 138.0
5000 41.0 o
14.00
m/z 41.080  72.63%
O\\\‘\H‘\\“\\\“}‘\ \\‘\H“\\‘]\-S\.‘O\\\\‘\\\\‘\\\\’\
m/z--> 20 40 60 100 120 140 160 180
Abundance #19465.Naphthabne,decahydn},nans
67.0 138.0
96.0 LN
41.0 14.00
5000 m/z 96.00 65.72%
0 e dso |
miz--> 100 120 140 160 180
Abundance #19452: Naphthdene,decahydron cis- T
670  96.0 138.0 14.00
m/z 81.00 64.75%
B WM/
0‘1‘5‘_”4”‘“ LS-O,
m/z--> 100 120 140 160 180 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91721\
Data File : VN@68556.D

Acqg On : 18 Sep 2021 7:44

Operator : JC/MD

Sample : M3798-09

Misc : 6.83g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N090721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.217 108.51 ug/l 16541900 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 96
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
3 o-Cymene 134 C1leH14 000527-84-4 95
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95

Abundance Scan 4559 (14.217 min): VN068556.D\data.ms (-4550) (- m/z 119.00 100.00%

119.0
5000
1.0 14.00 14.50
39.0 65.0 : ’
Ol e “H““H‘u‘m“l At 48OITLL 2080 sz 134.00  30.72%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
14.00 14.50
91.0 m/z 91.00 17.22%
39.0 65.0 ‘ ‘
0 \‘\:\L\S\.‘O\‘\\\“‘\\“”\“w\\i‘”‘\\w\“H“\\‘M\H‘\‘\H\‘\\H‘H\\‘\H\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0
—T Sy
14.00 14.50
5000 ITI/Z 105.00 12.04%
91.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #16998: 0-Cymene e I
119.0 14.00 14.50
m/z 120.00 10.07%
5000
91.0
41.0 65.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91721\
Data File : VN@68556.D

Acqg On : 18 Sep 2021 7:44

Operator : JC/MD

Sample : M3798-09

Misc : 6.83g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©90721W.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|
Nonane 11.961 160.2 ug/l 12285400 3 11.749 3834510 50.0
1-Ethyl-4-methy... 11.991 212.2 ug/l 16272700 3 11.749 3834510 50.0
4,4-Dimethyl oc... 12.181 140.8 ug/l 10800300 3 11.749 3834510 50.0
unknownl12.256 12.256 542.5 ug/l 41607600 3 11.749 3834510 50.0
Octane, 2,6-dim... 12.374 356.2 ug/l 27317800 3 11.749 3834510 50.0
unknown12.457 12.457 417.3 ug/l 32003000 3 11.749 3834510 50.0
m-Menthane, (1S... 12.983 121.4 ug/1l 18512400 4 13.675 7622030 50.0
Cyclohexane, 1-... 13.114 160.4 ug/l 24457500 4 13.675 7622030 50.0
Naphthalene, de... 13.999 165.9 ug/l 25290500 4 13.675 7622030 50.0
Benzene, 2-ethy... 14.217 108.5 ug/l 16541900 4 13.675 7622030 50.0
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