LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA N\DATA\VNO50219\

Data File : VNO55365.D

Aca On - 2 May 2019 22:37

Operator : JC/SP

Sample - K2658-01 10X

Misc - 6.100/5mL/100uL/5.00mL/MSVOA_N/MEOH ERLSB V20 L
ALS Vial : 34 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\82N042919W_.M
Title - SW846 8260
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 7.593 1790 1810 1821 rBv2 290321 730660 2.99% 0.237%
2 7.667 1821 1833 1854 rVB 475652 1126877 4 .60% 0.366%
3 8.030 1928 1946 1971 rBV 317822 762176 3.11% 0.248%
4 8.587 2103 2119 2163 rBVY 758335 1675498 6.85% 0.545%
5 9.728 2463 2474 2497 rVB3 139476 339909 1.39% 0.110%
6 9.870 2499 2518 2542 rVB2 122642 312152 1.28% 0.101%
7 10.091 2572 2587 2615 rBV2 1394880 2988318 12.21% 0.971%
8 10.259 2631 2639 2658 rVB5 86494 251656 1.03% 0.082%
9 10.432 2685 2693 2708 rVB 268109 508185 2.08% 0.165%
10 10.532 2711 2724 2732 rBVv4 167818 362552 1.48% 0.118%

11 10.625 2745 2753 2763 rVB 250101 404391 1.65% 0.131%
12 10.718 2771 2782 2794 rVB 1223440 2023029 8.27% 0.658%
13 10.821 2800 2814 2826 rBV 607090 1278383 5.22% 0.416%
14 10.886 2826 2834 2841 rBv4 316218 516055 2.11% 0.168%
15 10.950 2846 2854 2862 rVV 976280 1612146 6.59% 0.524%

16 11.005 2862 2871 2882 rVV 2408351 4268944 17 .44% 1.388%
17 11.059 2882 2888 2895 rvB2 270319 372726 1.52% 0.121%
18 11.124 2895 2908 2916 rBV3 1434250 2738136 11.19% 0.890%
19 11.194 2916 2930 2950 rVB7 2088039 6304984 25.76% 2.049%
20 11.300 2950 2963 2985 rBV 3734861 6719947 27.46% 2.184%

21 11.407 2986 2996 3005 rBV 1024943 1931488 7.89% 0.628%
22 11.497 3016 3024 3030 rBV3 186280 340457 1.39% 0.111%
23 11.542 3030 3038 3044 rVvVv 840870 1288764 5.27% 0.419%
24 11.593 3044 3054 3063 rVV6 1607304 3553530 14.52% 1.155%
25 11.654 3064 3073 3080 rVvVv2 3316079 6106806 24.95% 1.985%

26 11.696 3081 3086 3097 rVB3 2335322 3817550 15.60% 1.241%
27 11.757 3097 3105 3112 rBV3 595789 1070572 4._37% 0.348%
28 11.850 3127 3134 3142 rVB4 935172 1402122 5.73% 0.456%
29 11.924 3142 3157 3169 rBV6 4174911 10140732 41.43% 3.296%
30 11.979 3170 3174 3178 rBV3 427526 466070 1.90% 0.151%

31 12.043 3186 3194 3202 rBV 5902124 8363644 34.17% 2.718%
32 12.120 3210 3218 3223 rBV3 3500356 5717219 23.36% 1.858%
33 12.162 3224 3231 3249 rVB5 7129820 14041745 57.37% 4._.564%
34 12.297 3266 3273 3279 rBV5 2048650 3166898 12.94% 1.029%
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LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA N\DATA\VNO50219\
Data File : VNO55365.D

Aca On - 2 May 2019 22:37

Operator : JC/SP

Sample - K2658-01 10X

Misc - 6.100/5mL/100uL/5.00mL/MSVOA_N/MEOH ERLSB V20 L
ALS Vial : 34 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W .M
SW846 8260

35 12.336 3279 3285 3295 rVB 5802885 9112340 37.23% 2.962%

36 12.406 3296 3307 3316 rBV6 1951563 3894483 15.91% 1.266%
37 12.490 3317 3333 3338 rBV6 1496937 4049294 16.54% 1.316%
38 12.561 3347 3355 3371 rVB3 6702857 14362231 58.68% 4.668%
39 12.648 3371 3382 3390 rBV6 2738163 5766856 23.56% 1.874%
40 12.728 3393 3407 3416 rVV4 9551773 24475591 100.00% 7.955%

41 12.779 3417 3423 3433 rVB3 4622133 7474560 30.54% 2.429%
42 12.866 3443 3450 3457 rBV3 2291753 3298171 13.48% 1.072%
43 12.908 3458 3463 3465 rBV2 1020032 1049827 4._.29% 0.341%
44 12.963 3473 3480 3493 rVB3 7799288 12948385 52.90% 4_.209%
45 13.040 3494 3504 3514 rBV 11895392 19448490 79.46% 6.321%

46 13.169 3532 3544 3551 rVB5 2618386 5663497 23.14% 1.841%
47 13.236 3552 3565 3574 rBV5 9170256 17943144 73.31% 5.832%
48 13.371 3602 3607 3624 rVB 3289304 5806768 23.72% 1.887%
49 13.538 3654 3659 3666 rVB 4154062 5389158 22.02% 1.752%
50 13.586 3666 3674 3688 rVB4 5087197 10033376 40.99% 3.261%

51 13.664 3689 3698 3707 rBV4 5220996 8985328 36.71% 2.920%
52 13.712 3708 3713 3720 rVB4 1267750 1683457 6.88% 0.547%
53 13.799 3735 3740 3745 rBV3 1918791 2764168 11.29% 0.898%
54 13.831 3746 3750 3760 rVV3 3429564 5023055 20.52% 1.633%
55 13.886 3761 3767 3777 rVB 4253035 6771061 27.66% 2.201%

56 13.992 3791 3800 3810 rVB4 4549536 7594515 31.03% 2.468%
57 14.053 3811 3819 3820 rBV2 850870 1071312 4._.38% 0.348%
58 14.127 3836 3842 3848 rVB2 1048601 1303175 5.32% 0.424%
59 14.172 3849 3856 3863 rBV5 1648840 2951107 12.06% 0.959%
60 14.246 3873 3879 3887 rVB 2711397 3948020 16.13% 1.283%

61 14.294 3887 3894 3899 rVV3 1063450 1390068 5.68% 0.452%
62 14.332 3899 3906 3927 rVB4 1835629 2926622 11.96% 0.951%
63 14.432 3932 3937 3944 rVB2 878620 1169130 4.78% 0.380%
64 14.477 3945 3951 3959 rBV5 443096 740099 3.02% 0.241%
65 14.522 3960 3965 3973 rVB 874723 1199596 4_.90% 0.390%

66 14.580 3973 3983 3996 rBV2 3194747 5998475 24.51% 1.950%
67 14.648 3997 4004 4014 rVB2 494266 786382 3.21% 0.256%
68 14.741 4024 4033 4043 rVB 1703475 2662245 10.88% 0.865%
69 14.850 4061 4067 4073 rBV3 308289 429019 1.75% 0.139%
70 14.953 4091 4099 4113 rVB3 389569 853242 3.49% 0.277%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO50219\
Data File : VNO055365.D

Aca On > 2 May 2019 22:37

Operator : JC/SP

Sample : K2658-01 10X

Misc : 6.10a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 34 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W .M
SW846 8260

Sum of corrected areas: 307670568
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO50219\
Data File : VNO055365.D

Aca On : 2 May 2019 22:37

Operator : JC/SP

Sample : K2658-01 10X

Misc : 6.10a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W.M

Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance

1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: VN055365.D

A

Time--> 1.80 2.00 2.20 2.40 260 280 300 320 3.

40 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 5.60 580 600 620 6.40 6.60

Abundance

1.2e+07

le+07
8000000
6000000
4000000

2000000

7
o - L%f 8.03

TIC: VN055365.D

9739 87

T T
Time--> 7.00 7.50 8.00

T T I T I
8.50 9.00 9.50 10 OO 10 50 11.00 11.50

Abundance

1.2e+07 13.24
le+07
8000000

6000000
13.17

4000000

200000011 ddl. 99

TIC: VN055365.D

T T — T
Time--> 12.00 12.50 13.00

— T —T T T L T —T
13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO50219\
Data File : VNO055365.D

Aca On : 2 May 2019 22:37

Operator : JC/SP

Sample : K2658-01 10X

Misc : 6.10a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.00 110.51 ug/Il 4268940 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 94
2 Cvclohexane. l1l-ethvl-2.4-dimethvl- 140 C10H20 061142-69-6 72
3 Cvclohexane. 1.3.5-trimethvl-., (... 126 C9H18 001795-26-2 72
4 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 64
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 64
Abundance Scan 2870 (11.001 min): VN055365.D (-2862) (-) m/z 111.10 100.00%
69 111
5000 4 2
| 83 R e
10.60 10.80 11.00 11.20 11.40
97
...,....,....,....|,-!|...,.l..'.,...'.~!....,.|!~..,...'.,....;!...,.1.?‘.3,....,...., m/z 69.05 80.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11598: Cyclohexane, 1,1,3-trimethyl-

5000
10.60 10.80 11.00 11.20 11.40
m/z 55.00 47 .94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
69
111
55 10.60 10.80 11.00 11.20 11.40
5000 m/z 41.05 39.54%
41
29 83 o5 125 140
mmmmmﬂm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11638: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.,...
69 111 10.60 10.80 11.00 11.20 11.40
a1 55 m/z 56.05 25.35%
5000
27 126
15
...,....,....,....,....,....,....,....,5.3.3..,..??,....,....,....,....,....,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.60 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO50219\
Data File : VNO055365.D

Aca On : 2 May 2019 22:37

Operator : JC/SP

Sample : K2658-01 10X

Misc : 6.10a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Octane, 4-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.19 163.22 ug/Il 6304980 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 4-methvl- 128 C9H20 002216-34-4 81
2 Hexane. 3-ethvl- 114 C8H18 000619-99-8 72
3 Hexane. 2.3.5-trimethvl- 128 C9H20 001069-53-0 64
4 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 64
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 50
Abundance Scan 2929 (11.191 min): VN055365.D (-2916) (-) m/z 43.10 100.00%
a3
5000
71 85
55
111 10.80 11.00 11.20 11.40 11.60
%8 | 18 207 m/z 85.10  33.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12667: Octane, 4-methyl-
43
5000
1 85 10.80 11.00 11.20 11.40 11.60
57 m/z 71.10 33.50%
L e
m/z--> 20 b 60 80 160 120 140 160 180 200
Abundance
43
10.80 11.00 11.20 11.40 11.60
5000 g5 m/z 41.05 32.35%
29 57 71
15 114
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12717: Hexane, 2,3,5-trimethyl-
43 10.80 11.00 11.20 11.40 11.60
m/z 70.10 27 .52%
85
5000
- 57
'}?I'hh JH "'I' “"I""I ""I%gg'l SR SRS SR
m/z--> 20 40 80 100 120 140 160 180 200 10.80 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO50219\
Data File : VNO055365.D

Aca On : 2 May 2019 22:37

Operator : JC/SP

Sample : K2658-01 10X

Misc : 6.10a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Octane, 3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.30 173.96 ug/Il 6719950 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3-methvl- 128 C9H20 002216-33-3 91
2 Heptane. 4-(1-methvlethvl)- 142 C10H22 052896-87-4 72
3 Oxalic acid. isobutvl heptvl ester 244 C13H2404 1000309-37-2 64
4 Undecane. 6-methvl- 170 C12H26 017302-33-9 59
5 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 58
Abundance Scan 2963 (11.300 min): VN055365.D (-2950) (-) m/z 57.05 100.00%
g7
5000
41
71 %8 11.00 11.20 11.40 11.60
& 113 128 m/z 41.00 30.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #12669: Octane, 3-methyl-
57
5000 AL UL U BN
43 11.00 11.20 11.40 11.60
m/z 43.05 29.81%
29 ‘ - 98
15 | ‘ ! ‘\ 1h 1l 85 M 113 128
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
57
11.00 11.20 11.40 11.60
5000 43 m/z 56.05 22.51%
27 98
15 %9 77 85 113 122 133 142
mﬁmﬁmﬁm@
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #97057: Oxalic acid, isobutyl heptyl ester T T
57 11.00 11.20 11.40 11.60
m/z 98.10 14 .58%
5000
41
29
H‘ I M 7\\0 83 9? 143
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO50219\
Data File : VNO055365.D

Aca On : 2 May 2019 22:37

Operator : JC/SP

Sample : K2658-01 10X

Misc : 6.10a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 1-Ethyl-4-methylcyclohexane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.65 158.09 ug/Il 6106810 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethvl-4-methvilcvclohexane 126 C9H18 003728-56-1 95
2 1-Ethvl-3-methvlcvclohexane (c.t) 126 C9H18 003728-55-0 90
3 cis-1-Ethvl-3-methvl-cvclohexane 126 C9H18 019489-10-2 90
4 Cvclohexane. 1-ethvl-4-methvl-., ... 126 C9H18 004926-78-7 86
5 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 74
Abundance Scan 3072 (11.651 min): VN055365.D (-3064) (-) m/z 97.10 100.00%
55 o7
5000
41
81 126 11.40 11.60 11.80 12.00
111 : : : :
o..,....,....,....|,!'...,.':..,...'.|,....,'...ﬁ‘?...'!,....,-....,...|.,.... m/z 55.00 89.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11575: 1-Ethyl-4-methylcyclohexane
55 97
5000
11.40 11.60 11.80 12.00
41 69 126 m/z 41.05 27 .74%
34 ||| 48 || 62 8} 90 ||| 104111118
m/z--> 10 20 3'0 40 50 60 7'0 80 90 100 110 120 130
Abundance
55 97
11.40 11.60 11.80 12.00
5000 m/z 126.10 17.66%
41 69 126
u 2 81 111
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11610: cis-1-Ethyl-3-methyl-cyclohexane
55 97 11.40 11.60 11.80 12.00
m/z 69.00 17.19%
5000
69 126
81
”I“'W'”'P'”I“'W'”'P'”I”'W'“'P'”I“'Pﬁ'ﬂ'”'P'” U SN S DU B
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO50219\
Data File : VNO055365.D

Aca On : 2 May 2019 22:37

Operator : JC/SP

Sample : K2658-01 10X

Misc : 6.10a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Cyclohexane, l-ethyl-2-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.92 262.51 ug/Il 10140700 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l1l-ethvl-2-methvl- 126 C9H18 003728-54-9 64
2 Cvclohexane. 1-ethvl-2-methvl-. ... 126 C9H18 004923-78-8 58
3 Cvclohexane. 1-ethvl-2-methvl-. ... 126 C9H18 004923-77-7 53
4 3.5-Dimethv1-3-heptene 126 C9H18 059643-68-4 52
5 2-Pyrazoline, 5-ethyl-1,4-dimethyl- 126 C7H14N2 014339-23-2 49

Abundance Scan 3156 (11.921 min): VN055365.D (-3142) (-) m/z 97.05 100.00%
56 o7
41
5000
69
|| || +7 85 111 176 142 11.60 11.80 12.00 12.20
rerrrr e bt et et b peerid2e || M/Z 55.10  97.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11603: Cyclohexane, 1-ethyl-2-methyl-
55 97
5000
a1 11.60 11.80 12.00 12.20
69 m/z 41.00 52 .44%
29 126
"v"'v'ﬂjw"hl“'WJ'“l"MI"“?%“'|“lll“'}ﬁ%"w'l'v"'v"'v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55 97
11.60 11.80 12.00 12.20
5000 m/z 57.10 47 .21%
41
29 69 126
15 81 111
wwmmmrmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11620: Cyclohexane, 1-ethyl-2-methyl-, cis-
5 o7 11.60 11.80 12.00 12.20
m/z 43.10 46.44%
5000 41
69
"v"'v"w"'ﬁ'h'W“H”w"”m"'wéﬁ'w"lh"'}ﬁ%;ﬁQ%?§v"'v"'v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO50219\
Data File : VNO055365.D

Aca On : 2 May 2019 22:37

Operator : JC/SP

Sample : K2658-01 10X

Misc : 6.10a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Nonane, 3-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.04 216.51 ug/Il 8363640 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 3-methvl- 142 C10H22 005911-04-6 91
2 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 87
3 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 87
4 Sulfurous acid. 2-ethvlhexvl non... 320 C17H3603S 1000309-19-2 64
5 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 64

Abundance Scan 3193 (12.040 min): VN055365.D (-3186) (-) m/z 57.10 100.00%
57
43 71
5000
113
85 11.80 12.00 12.20 12.40
Obrer el el e e e 22142 zm 71,10 59.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19170: Nonane, 3-methyl-
57
43 -
5000 29
11.80 12.00 12.20 12.40
m/z 43.10 58.05%
113
15 ‘\ “ L ‘ | \‘ I ?\5 98 \‘ 127 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
43 71 11.80 12.00 12.20 12.40
5000 m/z 41.00 39.30%
29 113
15 8 o7 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19185: Octane, 3,6-dimethyl- T T
57 11.80 12.00 12.20 12.40
m/z 56.10 31.38%
71
5000 43
29
113
| “‘ o, 8 99 | 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11,80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO50219\
Data File : VNO055365.D

Aca On : 2 May 2019 22:37

Operator : JC/SP

Sample : K2658-01 10X

Misc : 6.10a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Pentalene, octahydro-2-methyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.12 148.00 ug/Il 5717220 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentalene. octahvdro-2-methvl- 124 C9H16 003868-64-2 64
2 1H-Indene. octahvdro-. trans- 124 C9H16 003296-50-2 49
3 Cvclohexane. methvlene- 96 C7H12 001192-37-6 49
4 Cvclohexene. 1-methvl- 96 C7H12 000591-49-1 49
5 7-Methyl-8-oxabicyclo[4.3.0]nonane 140 C9H160 1000216-87-6 43

Abundance Scan 3218 (12.120 min): VN055365.D (-3210) (-) m/z 57.10 100.00%
7 81
41
5000 96
109 124 /0 11.80 12.00 12.20 12.40
it e e | m/z 67.00  98.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10701: Pentalene, octahydro-2-methyl-
81
67
5000 4l 9
11.80 12.00 12.20 12.40
55 m/z 81.00 92.01%
...|....‘N..“k‘k‘l.“l‘..“ﬁ‘...‘.‘l..‘..|l...l....l....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
67
81 11.80 12.00 12.20 12.40
5000 96 m/z 41.00 67 .06%
124
41 g
27
14 109
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2884: Cyclohexane, methylene- e Al BREaEEE L S
67 81 11.80 12.00 12.20 12.40
55 m/z 43.10 53.98%
96
5000
2739
S O |
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO50219\
Data File : VNO055365.D

Aca On : 2 May 2019 22:37

Operator : JC/SP

Sample : K2658-01 10X

Misc : 6.10a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Cyclohexane, propyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.16 363.50 ug/Il 14041700 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. propvl- 126 C9H18 001678-92-8 81
2 Cvclohexane. ethvl- 112 C8H16 001678-91-7 64
3 Cvclohexane. decvl- 224 C16H32 001795-16-0 53
4 Cvcloheptanone. 4-methvl-. (R)- 126 C8H140 013609-59-1 52
5 Oxalic acid, cyclohexyl dodecyl ... 340 C20H3604 1000309-31-4 50

Abundance Scan 3230 (12.159 min): VN055365.D (-3224) (-) m/z 83.10 100.00%
55 83
41
5000
69 98 126
| 113 | 142 11.80 12.00 12.20 12.40
o} e e e e e e m/z 55.00 83.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11538: Cyclohexane, propyl-
83
55
5000
41 11.80 12.00 12.20 12.40
20 126 m/z 41.00 62.46%
.??,.U..Mk.Nl,.Um.rl..?<?99.,....,.... IS
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance
83
55 11.80 12.00 12.20 12.40
5000 m/z 57.10 50.45%
41
o7 112
67 o7
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81252: Cyclohexane, decyl-
83 11.80 12.00 12.20 12.40
m/z 82.10 47 .85%
5000 41 55
‘ 67 97
el 111125 140182 166 181 196209 227
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO50219\
Data File : VNO055365.D

Aca On : 2 May 2019 22:37

Operator : JC/SP

Sample : K2658-01 10X

Misc : 6.10a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Nonane, 4-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.34 235.89 ug/Il 9112340 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 4-methvl- 142 C10H22 017301-94-9 72
2 Heptane. 2.3.4-trimethvl- 142 C10H22 052896-95-4 59
3 Pentane. 2.2.3.3-tetramethvl- 128 C9H20 007154-79-2 50
4 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 50
5 Octane, 2,7-dimethyl- 142 C10H22 001072-16-8 47
Abundance Scan 3286 (12.339 min): VN055365.D (-3279) (-) m/z 57.10 100.00%
57
43
5000 71
98
81 110 123 12.00 12.20 12.40 12.60
o....,....,....',!...,..'.:,...:,....,'...5??..'.I',....,....,....,....1,‘.‘.2..,.1.??,... m/z 43.10  61.40%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19173: Nonane, 4-methyl-
57
43
5000 U SRR SR I
71 12.00 12.20 12.40 12.60
29 08 m/z 71.10 41 _36%
Il 85 112 127 142
mzs 2 30 40 % 85 70 80 % 100 140 130 130 140 150 180
Abundance
43 57
12.00 12.20 12.40 12.60
5000 7 m/z 70.10 35.82%
29
21 g
mmmrmwmmwﬁm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #12739: Pentane, 2,2,3,3-tetramethyl- e s mannee s e
57 12.00 12.20 12.40 12.60
43 m/z 41.00 25.95%
5000 71
29
99
SN S Y S S N .Y S - MG 7 A .4
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO50219\
Data File : VNO055365.D

Aca On : 2 May 2019 22:37

Operator : JC/SP

Sample : K2658-01 10X

Misc : 6.10a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 p-Cymene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.24 154.50 ug/Il 17943100 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Cvmene 134 C10H14 000099-87-6 78
2 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 74
3 o-Cvmene 134 C10H14 000527-84-4 70
4 Cvclohexane. butvl- 140 C10H20 001678-93-9 60
5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 55
Abundance Scan 3566 (13.239 min): VN055365.D (-3552) (-) m/z 83.10 100.00%
55 83
119
5000 4
67
13.00 13.20 13.40 13.60
0’ m/z 55.00 83.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14809: p-Cymene
119
5000 R UM SRS BN SUR
13.00 13.20 13.40 13.60
91 134 m/z 119.00 61.71%
27 ‘\1\1 5\1 ?\5 7\? : 193 L A
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
119
13.00 13.20 13.40 13.60
5000 m/z 82.10 61.12%
134
91
15 27 4151 65 77 103
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14811: o-Cymene
119 13.00 13.20 13.40 13.60
m/z 41.00 47 .65%
5000
o1 134
27 4ls1 65 77 103
mz-> 20 40 60 80 100 120 140 160 180 200 ' 13.00 13.20 13.40 13.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VNO50219\
Data File : VNO055365.D

Acq On > 2 May 2019 22:37

Operator : JC/SP

Sample : K2658-01 10X

Misc : 6.10g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N042919W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Cyclohexane, 1,1,... 11.00 110.5 ug/l 4268940 3 11.41 1931490 50.0
Octane, 4-methyl- 11.19 163.2 ug/l 6304980 3 11.41 1931490 50.0
Octane, 3-methyl- 11.30 174.0 ug/l 6719950 3 11.41 1931490 50.0
1-Ethyl-4-methylc... 11.65 158.1 ug/l 6106810 3 11.41 1931490 50.0
Cyclohexane, 1-et... 11.92 262.5 ug/l1 10140700 3 11.41 1931490 50.0
Nonane, 3-methyl- 12.04 216.5 ug/l 8363640 3 11.41 1931490 50.0
Pentalene, octahy... 12.12 148.0 ug/l 5717220 3 11.41 1931490 50.0
Cyclohexane, propyl- 12.16 363.5 ug/l 14041700 3 11.41 1931490 50.0
Nonane, 4-methyl- 12.34 235.9 ug/l 9112340 3 11.41 1931490 50.0
p-Cymene 13.24 154.5 ug/1 17943100 4 13.35 5806770 50.0
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