LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91721\
Data File : VN@68555.D

Acqg On : 18 Sep 2021 7:19

Operator : JC/MD

Sample : M3798-08

Misc : 6.04g/5mL/100uL/5.00mL/MSVOA N/MEOH NAPL-06-(8-10)-END-POINT

ALS Vvial : 49 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@68555.D\data.ms

peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total

1 10.443 3134 3152 3187 rBV2 1957365 4218010 1 0
2 11.349 3479 3490 3502 rVB 1849233 3250787 1 0
3 11.457 3519 3530 3539 rBV2 1996231 3378171 1.26% ©0.208%
4 11.526 3540 3556 3583 rVB5 4867691 15974827 5 0
5 11.631 3583 3595 3618 rVB 7119208 11736087 4 0

6 11.746 3619 3638 3656 rBV2 1669449 4460820

7 11.848 3657 3676 3680 rBV3 1281360 2744229 .02%  0.169%
8 11.883 3681 3689 3697 rVB 2687539 3570559 .33%  0.219%
9 11.961 3698 3718 3724 rBV4 21655973 44442806 16.55% 2.731%
10 12.036 3740 3746 3758 rVB2 8848028 13678031 5.09% ©.840%

.66%  0.274%

R R R

11 12.181 3788 3800 3812 rVB4 9078711 16752392 6.24% 1.029%

12 12.259 3812 3829 3843 rBV4 34077191 76636141 28.54%  4.709%
13 12.374 3863 3872 3882 rVB 29522056 43970678 16.37% 2.702%
14 12.457 3882 3903 3907 rBV6 23736518 52260958 19.46%  3.211%
15 12.664 3976 3980 3999 rVB2 44728059 81543768 30.36% 5.011%
16 12.741 4000 4009 4015 rBV5 10718488 16941672 6.31% 1.041%
17 12.774 4016 4021 4630 rVB 13122355 16696131 6.22% 1.026%
18 12.905 4062 4070 4086 rVB4 31005261 66118076 24.62% 4.063%
19 12.988 4087 4101 4109 rBV6 59389121 108600539 40.44% 6.673%
20 13.061 4118 4128 4141 rVB8 137990626 268552979 100.00% 16.501%
21 13.117 4142 4149 4161 rVB4 28740167 45454270 16.93% 2.793%
22 13.205 4173 4182 4190 rBV3 20858637 32895342 12.25% @ 2.021%
23 13.291 4207 4214 4230 rVB2 40660145 61019861 22.72%  3.749%
24 13.374 4233 4245 4257 rBV3 99858466 181915781 67.74% 11.178%
25 13.567 4305 4317 4327 rBV4 50908819 92582492 34.47% 5.689%
26 13.613 4328 4334 4351 rVB3 21448821 36450349 13.57%  2.240%
27 13.710 4361 4370 4381 rVB2 49588670 77553596 28.88% 4.765%
28 13.871 4423 4430 4438 rBV3 20687925 27184650 10.12% 1.670%
29 13.913 4439 4446 4467 rVB5 31607920 62131938 23.14%  3.818%
30 13.999 4467 4478 4490 rBV4 32915516 55689929 20.74%  3.422%

31 14.133 4521 4528 4533 rBV 7774224 10534568 3.92% ©.647%
32 14.219 4551 4560 4572 rVB 14906626 22969050 8.55%  1.411%
33 14.324 4589 4599 4611 rVB5 11103536 18707065 6.97% 1.149%
34 14.383 4612 4621 4637 rVB7 4425189 9468458 3.53% ©0.582%
35 14.463 4640 4651 4660 rBV3 4756153 7974092 2.97%  ©.490%

36 14.512 4662 4669 4674 rBV3 3755253 5236693 1.95% ©.322%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91721\
Data File : VN@68555.D

Acqg On : 18 Sep 2021 7:19

Operator : JC/MD

Sample : M3798-08

Misc : 6.04g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 49 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 14.579 4689 4694 4703 rVB 5248352 6868995 2.56% 0.422%
38 14.624 4703 4711 4718 rBV2 3033377 3976794  1.48%  0.244%

39 14.852 4790 4796 4807 rVB2 2307093 3502322 1.30% 0.215%
40 14.914 4808 4819 4837 rBv4 4496750 9812593 3.65% ©0.603%

Sum of corrected areas: 1627456499
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91721\
Data File : VN@68555.D

Acqg On : 18 Sep 2021 7:19

Operator : JC/MD

Sample : M3798-08

Misc : 6.04g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 49 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

Abundance TIC: VN068555.D\data.ms

1.4e+08
1.2e+08
1le+08
8e+07
6e+07
4e+07

2e+07

O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 2.00 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

Abundance TIC: VN068555.D\data.ms

1.4e+08
1.2e+08
1le+08
8e+07
6e+07
4e+07

2e+07

31
. 10.443 11.3%111@
— — —— —_ —— —_— — o S b S AW e
Time—>  7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance TIC: VN068555.D\data.ms

1.4e+08
1.2e+08 13.374
1le+08

8e+07

6e+07

4e+07

2e+07

05 T T

T ‘ T T ‘ T T ‘ T T ‘ T ‘ T T ‘ T T ‘ T T ‘ T
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91721\
Data File : VN@68555.D

Acqg On : 18 Sep 2021 7:19

Operator : JC/MD

Sample : M3798-08

Misc : 6.04g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 49 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 Heptane, 2,3-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.457 37.86 ug/l 3378170 Chlorobenzene-d5 11.749
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 94
2 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 70
3 Decane, 5,6-dimethyl- 170 C12H26 001636-43-7 59
4 Hexane, 3-ethyl- 114 C8H18 000619-99-8 59
5 Hexane, 1-(hexyloxy)-2-methyl- 200 C13H280 074421-17-3 53

Abundance Scan 3530 (11.457 min): VN068555.D\data.ms (-3519) (-  m/z 43.00 100.00%
0

43.
84.0
5000 /\M
H ‘ 1150
128.0 X
0 "w"i‘:m!‘m‘“wmw_HW:H_wa”%‘??‘:‘? m/z 84.00  66.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14553: Heptane, 2,3-dimethyl-
43.0
5000 L
84.0 11.50
’ m/z 85.00 53.95%
O f128.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14577: Hexane, 2,3,5-trimethyl-
43.0
P
85.0 11.50
5000 ITI/Z 41.00 42.89%
N Y.
o BTN VRN S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45510: Decane, 5,6-dimethyl- T
43.0 11.50
m/z 57.00 27.87%
5000 84.0
oL 190 4 g

-
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91721\
Data File : VN@68555.D

Acqg On : 18 Sep 2021 7:19

Operator : JC/MD

Sample : M3798-08

Misc : 6.04g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 49 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 2 Octane, 4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.527 179.06 ug/l 15974800 Chlorobenzene-d5 11.749
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 4-methyl- 128 C9H20 002216-34-4 87
2 Hexane, 3-ethyl- 114 C8H18 000619-99-8 68
3 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 59
4 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 59
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 53

Abundance Scan 3556 (11.526 min): VN068555.D\data.ms (-3540) (-  m/z 43.00 100.00%

43.0
71.0
5000 m
L ‘

I 10, 11101280
0 el el L0 T 71.00  52.86%
miz--> 0 20 40 60 80 100 120
Abundance #14526: Octane, 4-methyl-
43.0
5000
11.50

8.0 m/z 85.00 52.62%

27.0
T ‘ L ‘ T ‘ L ‘ L ‘ T T T ‘ L ‘ T T ‘
m/z--> 0 20 40 60 80 100 120
Abundance #8625: Hexane, 3-ethyl-
43.0

11. 50
5000 41.00 44.12%
85.0
27.0
oL 20 H \“ 1 890 ‘ 1140
“HH_ et e
m/z--> 0 60 80 100 120
Abundance #14574: Hexane, 2,3,4-trimethyl-

43.0 11 50

m/z 57.00  39.58%

5000 71.0
27.0
0 H il ‘H I, | 990 1280
av

miz--> 0 40 60 80 100 120 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91721\
Data File : VN@68555.D

Acqg On : 18 Sep 2021 7:19

Operator : JC/MD

Sample : M3798-08

Misc : 6.04g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 49 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 Octane, 3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.631 131.55 ug/l 11736100 Chlorobenzene-d5 11.749
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 87
2 Heptane, 4-(1-methylethyl)- 142 C10H22 052896-87-4 72
3 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 58
4 Heptane, 4-propyl- 142 C10H22 003178-29-8 53
5 Undecane, 6-methyl- 170 C12H26 017302-33-9 50

Abundance Scan 3595 (11.631 min): VN068555.D\data.ms (-3583) (- m/z 57.00 100.00%

57.0
5000
98.0
‘ . 1150 12.00
Okt L1280 2070 41.00  28.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14528: Octane, 3-methyl-
57.0
5000
11 50 12 00
m/z 43.00 23.95%
29.0 98.0
O\\\\‘\‘\‘\\“\\\"\\“\\‘\\\\“\\\\]‘_\2\8\(\)‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22132: Heptane, 4-(1-methylethyl)-
57.0
P P
11.50 12.00
5000 m/z 98.00  23.03%
27.0 98.0
0 H ‘ I | 120.0142.0
“““““
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14560: Heptane, 2,5-dimethyl- = T
57.0 11.50 12.00
m/z 56.00 22.44%
5000
29.0
99.0
b b 2280 L —
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91721\
Data File : VN@68555.D

Acqg On : 18 Sep 2021 7:19

Operator : JC/MD

Sample : M3798-08

Misc : 6.04g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 49 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 Cyclohexane, 1l-ethyl-4-meth... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.036 153.31 ug/l 13678000 Chlorobenzene-d5 11.749
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 90
2 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 83
3 1-Ethyl-4-methylcyclohexane 126 CO9H18 003728-56-1 78
4 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 72
5 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 72

Abundance Scan 3746 (12.036 min): VN068555.D\data.ms (-3740) (- m/z 97.00 100.00%

97.0
55.0
5000
126.1
12.00
Okt L2069 Ly 5560 62.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13289: Cyclohexane, 1-ethyl-4-methyl-, trans-
55.0 97.0
5000 . :
12.00
210 126.0 m/z 96.00 27 .45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13285: Cyclohexane, 1-ethyl-4-methyl-, cis-
55.0 97.0
T
12.00
5000 m/z 126.10 20.80%
27.0
126.0
o“‘u“‘HL‘w‘QPH"_“‘_“‘_“w“‘w“u“‘u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13239: 1-Ethyl-4-methylcyclohexane
55.0 97.0 12.00
m/z 41.00 12.55%
5000
126.0
o6 A
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91721\
Data File : VN@68555.D

Acqg On : 18 Sep 2021 7:19

Operator : JC/MD

Sample : M3798-08

Misc : 6.04g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 49 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 Hexane, 2,4-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.181 187.77 ug/1l 16752400 Chlorobenzene-d5 11.749
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 72
2 Heptane, 2,4,6-trimethyl- 142 C1eH22 002613-61-8 68
3 Undecane, 4,4-dimethyl- 184 C13H28 017312-68-4 64
4 Sulfurous acid, butyl hexyl ester 222 C10H2203S 1000309-17-3 53
5 Sulfurous acid, butyl isohexyl e... 222 C10H2203S 1000309-17-2 50
Abundance Scan 3800 (12.181 min): VN068555.D\data.ms (-3788) (- m/z 57.00 100.00%
57.0
85.0
5000
3910 ‘ ‘ 12.00 12.50
127.1 ' ’
0 m_m‘i‘mhﬂ,”””_mJ‘WHMHWH_m m/z 43.00 82.85%
m/z--> 20 40 60 80 100 120 140 160
Abundance #8646: Hexane, 2,4-dimethyl-
43.0
85.0
5000 = A
12.00 12.50
m/z 85.00 71.19%
O \1\5\.0‘\‘\‘\ \“M T \“\"6\7\?#\ ‘ !‘\ T ‘ \1717‘4\"?\ T ‘ L ‘ L
miz--> 20 40 60 80 100 120 140 160
Abundance #22115: Heptane, 2,4,6-trimethyl-
43.0
85.0
— —
12.00 12.50
5000 m/z 41.00 46.61%
NECTNTN 0 0
miz--> 20 40 60 80 100 120 140 160
Abundance #59072: Undecane, 4,4-dimethyl- = —
43.0 85.0 12.00 12.50
m/z 56.00 37.98%
5000
141.0
ob.2tal | Jleno | | | 169.
e — —
m/z--> 20 40 60 80 100 120 140 160 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@68555.D

Acqg On : 18 Sep 2021 7:19

Operator : JC/MD

Sample : M3798-08

Misc : 6.04g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 49 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 Octane, 2,6-dimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.374 492.85 ug/l 43970700 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 Nonane, 3-methyl- 142 C10H22 005911-04-6 90
3 Octane, 3,6-dimethyl- 142 C1leH22 015869-94-0 90
4 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 72
5 Oxalic acid, 2-ethylhexyl hexyl ... 286 C16H3004 1000309-38-9 59

Abundance Scan 3872 (12.374 min): VN068555.D\data.ms (-3863) (- m/z 57.00 100.00%
57.0

113.1 — b
85.0 12.00 12.50
Ob et LB 2071y 71,08 74.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22103: Octane, 2,6-dimethyl-
57.0
5000 — —
220 12.00 12.50
113.0 m/z 43.00 50.25%
85.0 '
O\\\\‘\‘1\\M{\\““\\H}\‘}‘\\\‘\\1\‘\\}ﬁ%lg\‘\\\\‘\\\\‘\\\\
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 38.92%
113.0
85.0
ol b L850 1 as20
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22108: Octane, 3,6-dimethyl- 5 —
57.0 12.00 12.50
m/z 56.00 34.01%
5000
113.0
29.0
| 85.0 142.0
L e S ;e e
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@68555.D

Acqg On : 18 Sep 2021 7:19

Operator : JC/MD

Sample : M3798-08

Misc : 6.04g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 49 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 7 Pentalene, octahydro-2-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.457 585.78 ug/1l 52261000 Chlorobenzene-d5 11.749
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentalene, octahydro-2-methyl- 124 C9H16 003868-64-2 55
2 7-Methyl-8-oxabicyclo[4.3.0]nonane 140 C9H160 1000216-87-6 49
3 Cyclohexane, methylene- 96 C7H12 001192-37-6 49
4 3-Hepten-2-o0l, (E)- 114 C7H140 067077-39-8 46
5 1H-Indene, octahydro-, trans- 124 C9H1le6 003296-50-2 43

Abundance Scan 3903 (12.457 min): VN068555.D\data.ms (-3882) (- m/z 57.00 100.00%

57.0
81.0
5000
rh
113.1 1401 12.50
| 140. 207.0 )
ol 225 m/z 81.00 77.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12214: Pentalene, octahydro-2-methyl-
81.0
5000 41.0 T
12.50
m/z 67.00 74.09%
124.0
O' \\‘\‘\“\\‘\\’!\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21594: 7-Methyl-8-oxabicyclo[4.3.0]Jnonane
81.0
e
55.0 12.50 .
5000 ITI/Z 71.00 68.93%
125.0
(R Mu‘:‘mJ“‘H“Hm““‘wm,wm;mWm_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3241: Cyclohexane, methylene- T
81.0 12.50
m/z 41.00 60.43%
5000 54.0
27.0
B —
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91721\
Data File : VN@68555.D

Acqg On : 18 Sep 2021 7:19

Operator : JC/MD

Sample : M3798-08

Misc : 6.04g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 49 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 Nonane, 4-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.664 914.00 ug/l 81543800 Chlorobenzene-d5 11.749
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C10H22 017301-94-9 64
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 50
3 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 50
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 50
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 50

Abundance Scan 3980 (12.664 min): VN068555.D\data.ms (-3976) (-  m/z 57.00 100.00%
57.0

98.0
5000
‘ 1250  13.00
142.1 ! :
oW"w"H‘i‘m‘:‘,m“m“;_u:wmwmwa‘%‘??:c‘ m/z 71.e0 87.25%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #22076: Nonane, 4-methyl-
57.0
5000 e 5
12.50 13.00
98.0 m/z 70.00 78.29%
29.0 : :
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4465: Hexane, 3-methyl-
43.0
—— e
71.0 12.50 13.00
5000 ITI/Z 43.00 68.01%
oL 150 \‘ I L 1000
e et e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8662: Pentane, 2,3,4-trimethyl- T AT
43.0 12.50 13.00
m/z 98.00 57.63%
71.0
5000
O 15\.0 M “‘\ \H | 114'0
R R e e e e R SRR = e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91721\
Data File : VN@68555.D

Acqg On : 18 Sep 2021 7:19

Operator JC/MD

Sample : M3798-08

Misc : 6.04g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 49 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 9 Benzene, 1-ethyl-2-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.988 70.02 ug/l 108601000 1,4-Dichlorobenzene-d4 13.677
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 83
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 64
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 64
4 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 52
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 52

Abundance Scan 4101 (12.988 min): VN068555.D\data.ms (-4087) (-
105.0

m/z 105.00 100.00%

=

5000
55.0 81.0
13.00
o) — ‘HM l, 14;01 2988 m/z 120.00  71.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 T T T ‘\/\\
13.00
m/z 97.00 35.53%
77.0
0 \1\5\-‘0\‘\\3\9“.?\‘\\“\‘\\\M‘ T \‘1\‘H‘H‘\H“\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
e
13.00
5000 ITI/Z 81.00 31.31%
390 770
0 ‘1‘5"‘0“1 ‘ “‘H “‘M““‘WM‘ ‘ “‘“UHM‘“Hm_m_m‘mwm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10720: Benzene, 1-ethyl-3-methyl- e
105.0 13.00
m/z 55.00 30.32%
- “Vvavwfj\ﬂ/vkﬂﬂﬂ&ww
77.0
39.0
o250 e A v
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@68555.D

Acqg On : 18 Sep 2021 7:19

Operator : JC/MD

Sample : M3798-08

Misc : 6.04g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 49 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 o-Cymene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.568 59.69 ug/l 92582500 1,4-Dichlorobenzene-d4 13.677
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C10H14 000527-84-4 89
2 p-Cymene 134 C1oH14 000099-87-6 89
3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 86
4 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 86
5 Cyclohexane, propyl- 126 C9H18 001678-92-8 46

Abundance Scan 4317 (13.567 min): VN068555.D\data.ms (-4305) (-  m/z 119.00 100.00%

119.0
83.0
5000 55.0
‘ | J411 13.50
0 bl HHLL 1661 2069, 83,00 77.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16996: 0-Cymene
119.0
5000 — ‘
13.50
91.0 m/z 82.00 50.34%
15.0 390 @50 | ‘
O\\\‘\‘\‘\\\“‘\\“\‘\“‘\‘\\\‘H’\\‘i‘\‘w\\‘\w\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16995: p-Cymene
119.0
T 1 \
13.50
5000 ITI/Z 55.00 50.00%
91.0
41.0 65.0 ‘ |
0\H\‘H\H“‘\\‘\\‘H‘\H‘”,\m“i‘\\‘\“‘HH\WHWHWHWH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20675: Cyclohexane, butyl- T ‘
83.0 13.50
m/z 134.00 31.06%
55.0
5000
290 140.0
0 R - U Al
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50

82N©90721W.M Tue Sep 21 15:13:33 2021

Page:

13



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91721\
Data File : VN@68555.D

Acqg On : 18 Sep 2021 7:19

Operator : JC/MD

Sample : M3798-08

Misc : 6.04g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 49 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|
Heptane, 2,3-di... 11.457 37.9 ug/l 3378170 3 11.749 4460820 50.0
Octane, 4-methyl- 11.527 179.1 ug/1l 15974800 3 11.749 4460820 50.0
Octane, 3-methyl- 11.631 131.6 ug/l 11736100 3 11.749 4460820 50.0
Cyclohexane, 1-... 12.036 153.3 ug/l 13678000 3 11.749 4460820 50.0
Hexane, 2,4-dim... 12.181 187.8 ug/l 16752400 3 11.749 4460820 50.0
Octane, 2,6-dim... 12.374 492.9 ug/l 43970700 3 11.749 4460820 50.0
Pentalene, octa... 12.457 585.8 ug/l 52261000 3 11.749 4460820 50.0
Nonane, 4-methyl- 12.664 914.0 ug/l 81543800 3 11.749 4460820 50.0
Benzene, 1l-ethy... 12.988 70.0 ug/l 108601000 4 13.677 77553600 50.0
o-Cymene 13.568 59.7 ug/1l 92582500 4 13.677 77553600 50.0
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