LSC Area Percent Report

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

Data File : VNO55368.D

Aca On - 2 May 2019 23:52

Operator : JC/SP

Sample - K2658-04 10X

Misc - 6.250/5mL/100uL/5.00mL/MSVOA_N/MEOH R B Ee e 2
ALS Vial : 37 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 1787 1810 1821 rBV 283345 711300 4 _.45% 0.399%
2 7.667 1821 1833 1855 rVB2 452554 1101304 6.89% 0.618%
3 8.030 1928 1946 1970 rBV 318703 753899 4.72% 0.423%
4 8.587 2103 2119 2164 rBV 767398 1687857 10.56% 0.947%
5 10.091 2573 2587 2617 rBVY 1278196 2633888 16.47% 1.478%
6 10.255 2630 2638 2656 rVB5 95836 234134 1.46% 0.131%
7 10.432 2661 2693 2709 rVB 282093 623465 3.90% 0.350%
8 10.532 2709 2724 2732 rBV2 148668 315630 1.97% 0.177%
9 10.625 2746 2753 2763 rVB 143098 226038 1.41% 0.127%
10 10.718 2771 2782 2794 rVB 438330 736224 4 .60% 0.413%

11 10.821 2800 2814 2827 rBV 364963 768621 4.81% 0.431%
12 10.889 2827 2835 2842 rBV2 183466 329760 2.06% 0.185%
13 11.004 2860 2871 2882 rBV2 1197357 2197771 13.75% 1.233%
14 11.059 2882 2888 2896 rvB2 207888 295010 1.85% 0.166%
15 11.123 2896 2908 2916 rBV2 858448 1559722 9.75% 0.875%

16 11.210 2927 2935 2951 rVB 1131885 2158211 13.50% 1.211%
17 11.291 2951 2960 2968 rBV 321399 533933 3.34% 0.300%
18 11.406 2984 2996 3014 rBV 1037712 2307464 14.43% 1.295%
19 11.490 3015 3022 3030 rBVv3 220312 361137 2.26% 0.203%
20 11.541 3030 3038 3045 rBvV 746371 1167344 7.30% 0.655%

21 11.593 3045 3054 3063 rBV6 978365 1905267 11.92% 1.069%
22 11.654 3063 3073 3081 rBV2 3721909 6635220 41.50% 3.724%
23 11.696 3081 3086 3097 rVB3 2475128 4045995 25.30% 2.271%
24 11.757 3097 3105 3111 rBV3 455197 778740 4.87% 0.437%
25 11.812 3113 3122 3127 rBV3 443933 747337 4.67% 0.419%

26 11.853 3128 3135 3142 rVB3 1090603 1622626 10.15% 0.911%
27 11.921 3143 3156 3169 rBV7 4801176 11817465 73.91% 6.632%
28 12.046 3187 3195 3201 rBV 3935437 5233780 32.73% 2.937%
29 12.082 3202 3206 3209 rVvv2 785303 803694 5.03% 0.451%
30 12.120 3210 3218 3223 rVV2 3962796 6513343 40.74% 3.655%

31 12.165 3224 3232 3250 rVB5 6656246 13690029 85.62% 7.683%
32 12.403 3295 3306 3316 rBV6 1816667 3505604 21.92% 1.967%
33 12.484 3316 3331 3339 rBV6 1791846 5366323 33.56% 3.012%
34 12.564 3348 3356 3372 rVB3 5422566 13142473 82.20% 7.376%
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LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA N\DATA\VNO50219\
Data File : VNO55368.D

Aca On - 2 May 2019 23:52

Operator : JC/SP

Sample - K2658-04 10X

Misc - 6.250/5mL/100uL/5.00mL/MSVOA_N/MEOH R B Ee e 2
ALS Vial : 37 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 12.644 3372 3381 3390 rBV6 2114591 4353156 27.23% 2.443%

36 12.728 3394 3407 3416 rVV5 6173351 15989294 100.00% 8.973%
37 12.779 3417 3423 3433 rVB2 3238036 5196711 32.50% 2.916%
38 12.866 3444 3450 3457 rVV5 1651880 2263426 14.16% 1.270%
39 12.927 3458 3469 3472 rVV3 1197489 2618230 16.37% 1.469%
40 12.959 3473 3479 3494 rVB3 5027275 8975500 56.13% 5.037%

41 13.168 3533 3544 3552 rVVv6 2320618 4884364 30.55% 2.741%
42 13.239 3553 3566 3587 rVB 4556194 10468493 65.47% 5.875%
43 13.512 3646 3651 3668 rvB2 1720318 3602054 22.53% 2.021%
44 13.612 3669 3682 3688 rBV2 1112197 2409539 15.07% 1.352%
45 13.660 3688 3697 3708 rVB3 4108946 7144114 44.68% 4._.009%

46 13.889 3760 3768 3777 rVB 2861194 4555317 28.49% 2.556%
47 13.940 3778 3784 3791 rVVv2 402771 602686 3.77% 0.338%
48 13.992 3791 3800 3810 rVB5 1682498 2832536 17.72% 1.590%
49 14.110 3832 3837 3839 rBV5 182111 193200 1.21% 0.108%
50 14.175 3849 3857 3863 rBv4 947161 1857029 11.61% 1.042%

51 14.294 3886 3894 3899 rBV2 380574 622640 3.89% 0.349%
52 14.329 3899 3905 3912 rVV2 490826 712432 4._46% 0.400%
53 14.525 3961 3966 3974 rVB3 161316 219019 1.37% 0.123%
54 14.593 3976 3987 3996 rVvVv3 500127 952682 5.96% 0.535%
55 14.647 3997 4004 4014 rVB3 266417 436895 2.73% 0.245%

56 14.850 4062 4067 4073 rVB4 158673 195308 1.22% 0.110%
57 14.885 4074 4078 4090 rVV5 100401 216994 1.36% 0.122%
58 14.950 4091 4098 4112 rVB4 179534 375847 2.35% 0.211%

Sum of corrected areas: 178188074
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO50219\
Data File : VN055368.D

Aca On : 2 May 2019 23:52

Operator : JC/SP

Sample : K2658-04 10X

Misc : 6.25a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VN055368.D
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Abundance TIC: VN055368.D
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Abundance TIC: VN055368.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO50219\
Data File : VN055368.D

Aca On : 2 May 2019 23:52

Operator : JC/SP

Sample : K2658-04 10X

Misc : 6.25a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W .M
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 9
R.T. EstConc Area Relative to ISTD R.T.
11.00 47.62 ug/1 2197770 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 95
2 Cvclooctane. (1-methvlpropvl)- 168 C12H24 016538-89-9 72
3 6-Methvl-hept-2-vn-4-o0l 126 C8H140 060018-69-1 64
4 Cvclohexane. 1-ethvl-1.3-dimethv... 140 C10H20 062238-31-7 64
5 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 64
Abundance Scan 2870 (11.001 min): VN055368.D (-2860) (-) m/z 111.05 100.00%
69 141
55
5000 41
|I 126 . 10.60 10.80 11.00 11.20 11.40
...w.b..,L..,..L,...w....,”..,..”,.... m/z 69.05 83.05%
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #11598: Cyclohexane, 1,1,3-trimethyl-
111
69
5000 41 S
83 10.60 10.80 11.00 11.20 11.40
27 m/z 55.00 53.43%
B O -
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69
111
10.60 10.80 11.00 11.20 11.40
5000 55 m/z 41.05 41.67%
41
29 82 o
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #11357: 6-Methyl-hept-2-yn-4-ol
69 10.60 10.80 11.00 11.20 11.40
m/z 56.05 26 .36%
5000
41 111
29 57 84
R S UL l"gz T }?§" [Trrr oo
m/z--> 20 40 60 80 100 120 140 160 180 200 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 : VN055368.D

Aca On : 2 May 2019 23:52

Operator : JC/SP

Sample : K2658-04 10X

Misc : 6.25a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

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

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Cyclohexane, 1,3,5-trimethy... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.21 46.77 ug/l 2158210 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.3.5-trimethvl-., (... 126 C9H18 001795-26-2 93
2 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 91
3 Cvclohexane. 1.3.5-trimethvl-., (... 126 C9H18 001795-27-3 90
4 Cvclohexane. 1.2 4-trimethvl-. (... 126 C9H18 007667-60-9 86
5 Cyclohexane, l-ethyl-2,4-dimethyl- 140 C10H20 061142-69-6 72

Abundance Scan 2935 (11.210 min): VN055368.D (-2927) (-) m/z 111.10 100.00%
69 111
55
5000 a1
126
| o 83 o7 10.80 11.00 11.20 11.40 11.60
SR | B | . 1 S SO | . m/z 69.05 98.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11638: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.,...
69 111
55
41
5000
27 126 10.80 11.00 11.20 11.40 11.60
m/z 55.00 66.69%
15
O "~ SO~ VS N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
69 111
10.80 11.00 11.20 11.40 11.60
5000 55 m/z 41.05 35.07%
41 126
15 2 62 83 o7
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11641: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.,...
69 111 10.80 11.00 11.20 11.40 11.60
m/z 126.10 27 .94%
5000 %5
41 126
28
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 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 : VN055368.D

Aca On : 2 May 2019 23:52

Operator : JC/SP

Sample : K2658-04 10X

Misc : 6.25a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W .M
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 1-Ethyl-4-methylcyclohexane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.65 143.78 ug/Il 6635220 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 Cvclohexane. 1-ethvl-2-methvl- 126 C9H18 003728-54-9 91
3 1-Ethvl-3-methvlcvclohexane (c.t) 126 C9H18 003728-55-0 90
4 cis-1-Ethvl-3-methvl-cvclohexane 126 C9H18 019489-10-2 90
5 Cyclohexane, l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 87
Abundance Scan 3072 (11.651 min): VN055368.D (-3063) (-) m/z 97.10 100.00%
5 o7
5000
41
wm 126 11.40 11.60 11.80 12.00
111 : : : :
....,.|..1.3,8....,....,....,?0.7.. m/z 55.00 90.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11575: 1-Ethyl-4-methylcyclohexane
55 97
5000
11.40 11.60 11.80 12.00
69 126 m/z 41.00 28.67%
81
,,,I,U,,\I\M,,,HlI,,,,I,,,hl,l,l,l,l,\,,,I,,,,I,,,,I,,,,I,,,,
m/z--> 20 60 80 100 120 140 160 180 200
Abundance
55 97
" 11.40 11,60 11.80 12.00
5000 m/z 69.00 17.90%
41 69
29 81 11 126
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11612: 1-Ethyl-3-methylcyclohexane (c,t)
55 o7 11.40 11.60 11.80 12.00
m/z 126.10 17.64%
5000
69 126
81
'44|' "'w“' Jll'“' '|"'l‘|'%%% |w"'| SR SRS SRS SR
m/z--> 20 60 80 100 120 140 160 180 200 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 : VN055368.D

Aca On : 2 May 2019 23:52

Operator : JC/SP

Sample : K2658-04 10X

Misc : 6.25a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W .M
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 Cyclohexane, l-ethyl-4-meth... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.70 87.67 ug/l 4046000 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 004926-78-7 86
2 1-Ethvl-4-methvlcvclohexane 126 C9H18 003728-56-1 80
3 Oxalic acid. cvclohexvimethvl is... 270 C15H2604 1000309-68-3 78
4 1-Ethvl-3-methvlcvclohexane (c.t) 126 C9H18 003728-55-0 72
5 Cyclohexane, l-ethyl-1-methyl- 126 C9H18 004926-90-3 72
Abundance Scan 3087 (11.699 min): VN055368.D (-3081) (-) m/z 97.10 100.00%
55 g7
5000
4 81 126 11.40 11.60 11.80 12.00
67 . . . .
.,....|,|-..." b ,.19?.,.|..1.3f‘....,....,....,....,.... m/z 55.05 90.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11621: Cyclohexane, 1-ethyl-4-methyl-, cis-
55 97
5000 41
27 11.40 11.60 11.80 12.00
69 126 m/z 96.10 27.78%
81
S T O N U O
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
55 97
11.40 11.60 11.80 12.00
5000 m/z 41.00 18.83%
41 69 126
27 81 111
m/z--> ﬁo Jo éo éo 160 150 150 1éo 1éo 260 250
Abundance #119049: Oxalic acid, cyclohexylmethyl isohexy! ester
55 97 11.40 11.60 11.80 12.00

m/z 126.10 16.86%

5000 43

29 I ‘” Jl 111 129141 227

| T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 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 : VN055368.D

Aca On : 2 May 2019 23:52

Operator : JC/SP

Sample : K2658-04 10X

Misc : 6.25a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 37 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.
11.92 256.07 ug/Il 11817500 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1l-ethvl-2-methvl- 126 C9H18 003728-54-9 76
2 Cvclohexane. 1-ethvl-2-methvl-. ... 126 C9H18 004923-78-8 76
3 Cvclohexane. 1.3-dimethvl-. cis- 112 C8H16 000638-04-0 64
4 Cvclohexane. 1.3-dimethvl- 112 C8H16 000591-21-9 64
5 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 64

Abundance Scan 3156 (11.921 min): VN055368.D (-3143) (-) m/z 97.05 100.00%
97
5000 41
‘ h| 111 176 142 11.60 11.80 12.00 12.20
...,....,....,....,....,.':..,.. I "" e e || M/Z 55.00  95.56%
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
11.60 11.80 12.00 12.20
m/z 41.00 49 .65%
‘ a1 126
”W””I”MP““'”W””I””P”W“”W”“P”}PLW”LP'”P”W'
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 46 .50%
41
29 69 126
15 8l 111
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6809: Cyclohexane, 1,3-dimethyl-, cis- e
5 g7 11.60 11.80 12.00 12.20
m/z 43.10 45 .24%
5000
a1 112
'”I}?I”j“”'hJ”WJ“W'”h'”'ﬁi'P”'P'”P'”P'”P'”P'”P
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 : VN055368.D

Aca On : 2 May 2019 23:52

Operator : JC/SP

Sample : K2658-04 10X

Misc : 6.25a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W .M
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 Octane, 3,6-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.05 113.41 ug/Il 5233780 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 91
2 Nonane. 3-methvl- 142 C10H22 005911-04-6 91
3 Octane. 2.6-dimethyl- 142 C10H22 002051-30-1 87
4 Sulfurous acid. 2-ethvlhexvl non... 320 C17H3603S 1000309-19-2 64
5 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 64

Abundance Scan 3196 (12.049 min): VN055368.D (-3187) (-) m/z 57.10 100.00%
57
43 l
5000
113
85 11.80 12.00 12.20 12.40
36 99 127 142
"P”W'”W”'ML'W””I””Ih”P'”P“'P”W'”W'”W”'W”“I' m/z 71.10 62.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19185: Octane, 3,6-dimethyl-
57
71
5000 43
11.80 12.00 12.20 12.40
29 m/z 43.10 56.06%
113
\‘ “‘ L 8 99 1 127 142
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
71 11.80 12.00 12.20 12.40
5000 43 m/z 41.00 39.65%
29
112
15 85 g3 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #19181: Octane, 2,6-dimethyl- e e A

57 11.80 12.00 12.20 12.40
m/z 56.10 33.06%

43 71
5000
29 113
15 | ‘ | [y i 8\5 97 \‘ 127 142
R B R Baaantasnasaat B R R B S
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 : VN055368.D

Aca On : 2 May 2019 23:52

Operator : JC/SP

Sample : K2658-04 10X

Misc : 6.25a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W .M
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 4

R.T. EstConc Area Relative to ISTD R.T.
12.12 141.14 ug/Il 6513340 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 53
3 Cvclohexene. 4-methvl- 96 C7H12 000591-47-9 46
4 Cvclohexene. 1-methvl- 96 C7H12 000591-49-1 46
5 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 43

Abundance Scan 3218 (12.120 min): VN055368.D (-3210) (-) m/z 67.00 100.00%
7 g1
57
5000 a1 96
109 124 11.80 12.00 12.20 12.40
..,....,....,....L!‘...,'J“l:,..l!““...l.';.:'..,'..|.|!',....',:'...,.."..,...1.‘,‘9...,. m/z 81.00 99.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10701: Pentalene, octahydro-2-methyl-
81
67
5000 4l 96
11.80 12.00 12.20 12.40
55 m/z 57.10 78.13%
“v'“v“'w”wh“4¢VWH“\““W““VA”V““'“WJ'WH”l““v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
67
81 11.80 12.00 12.20 12.40
5000 96 m/z 41.00 51.55%
124
41 g
27
14 109
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2879: Cyclohexene, 4-methyl- e R REREEEaL
81 11.80 12.00 12.20 12.40
54 m/z 82.00 45_.63%
5000
39 &7 %
27 ‘
“l““P'Lw“'&“WJHWH”W“““““P”“V“'VHW'“W”'W““l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.80 12.00 12.20 12.40

82N042919W.M Thu May 09 14:29:17 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO50219\
Data File : VN055368.D

Aca On : 2 May 2019 23:52

Operator : JC/SP

Sample : K2658-04 10X

Misc : 6.25a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W .M
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.
12.17 296.65 ug/Il 13690000 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. propvl- 126 C9H18 001678-92-8 90
2 Cvclohexane. ethvl- 112 C8H16 001678-91-7 72
3 Ethanone. 1-(1-methvlcvclopentvl)- 126 C8H140 013388-93-7 59
4 Cvclohexane. 2-propenvl- 124 C9H16 002114-42-3 59
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 58
Abundance Scan 3233 (12.168 min): VN055368.D (-3224) (-) m/z 83.10 100.00%
a3
55
5000
41
. 126
11.80 12.00 12.20 12.40
) S O Y VO !..?.1...,193..,....,..I.,....,lﬂ?.,. m/z 55.10 73.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11539: Cyclohexane, propyl-
83
55
5000
a1 11.80 12.00 12.20 12.40
. o7 126 m/z 82.10 51.60%
”I}?I“J“”'Mm'WNIW”j”'”W'”W'en'”'v”'v”'v“'v”'v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
83
55 11.80 12.00 12.20 12.40
5000 m/z 41.00 32.76%
41
112
27 67

75 91 105
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #11470: Ethanone, 1-(1-methylcyclopentyl)- e AR BEEEE LSS S
83 11.80 12.00 12.20 12.40
55 m/z 126.10 19.76%
5000
41
67 126
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 : VN055368.D

Aca On : 2 May 2019 23:52

Operator : JC/SP

Sample : K2658-04 10X

Misc : 6.25a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W .M
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 Cyclohexane, 1-methyl-3-pro... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.73 76.37 ug/l1 15989300 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-methvl-3-propvl- 140 C10H20 004291-80-9 72
2 Cvclohexane. 1-methvl-2-propvl- 140 C10H20 004291-79-6 64
3 Cvclohexane. 1-ethvl-1-methvl- 126 C9H18 004926-90-3 64
4 Cvclohexane. 1.4-dimethvl-. cis- 112 C8H16 000624-29-3 59
5 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 59
Abundance Scan 3408 (12.731 min): VN055368.D (-3394) (-) m/z 55.05 100.00%
g5 7
5000 41 69
83 140 SRR BN IR A IR
| | | || 111 125 | 154 174 12.40 12.60 12.80 13.00
Ot SRR SIS N S MLt m/z 97.10 99.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18033: Cyclohexane, 1-methyl-3-propyl-
55 97
5000
12.40 12.60 12.80 13.00
41 69 g3 m/z 41.00 40.39%
29 140
T Iwm .,ﬂ‘,.uk..,ht. S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
97
> RN AR SRR
12.40 12.60 12.80 13.00
5000 m/z 69.10 35.11%
41
69
29
83 11 140
miz--> 20 40 60 80 100 120 140 160 180
Abundance #11605: Cyclohexane, 1-ethyl-1-methyl- e
55 97 12.40 12.60 12.80 13.00
m/z 56.10 20.37%
5000
s 4l 69
T }?I 'H' Rmes |'J"'?{ ""I'%{l'l%2§"l U S N SRR AR SRR
m/z--> 20 40 60 80 100 120 140 160 180 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO50219\
Data File : VN055368.D

Aca On : 2 May 2019 23:52

Operator : JC/SP

Sample : K2658-04 10X

Misc : 6.25a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W .M
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 Cyclohexane, butyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.24 50.00 ug/1 10468500 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. butvl- 140 C10H20 001678-93-9 97
2 Cvclohexane. pentvl- 154 C1l1H22 004292-92-6 86
3 Cvclohexane. octvl- 196 C14H28 001795-15-9 80
4 Cvclohexane. propvl- 126 C9H18 001678-92-8 78
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 78
Abundance Scan 3566 (13.239 min): VN055368.D (-3553) (-) m/z 83.10 100.00%
55 83
5000 a1
67 140
97 13.00 13.20 13.40 13.60
o D m2aes | asa a0 77 ss.i00 78760
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17972: Cyclohexane, butyl-
83
55
5000 LB UL IR BRI SR
41 13.00 13.20 13.40 13.60
67 140 m/z 82.05 60.82%
..1?,.\.\..\,“..»1\,.M..,»..9.7,.1.1.1.,1.2?..,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
83
55 13.00 13.20 13.40 13.60
5000 m/z 41.00 38.06%
41 .
29 154
18 97 111 126
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58301: Cyclohexane, octyl- B Al EREEE EE S S
83 13.00 13.20 13.40 13.60
m/z 67.00 16.92%
5000 55
41
67
2l ST 12125 139982065 196 (DA ATV e/ L
m/z--> 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 : VNO055368.D

Acq On : 2 May 2019 23:52

Operator : JC/SP

Sample : K2658-04 10X

Misc : 6.259/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W .M
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 47.6 ug/l 2197770 3 11.41 2307460 50.0
Cyclohexane, 1,3,... 11.21 46.8 ug/l1 2158210 3 11.41 2307460 50.0
1-Ethyl-4-methylc... 11.65 143.8 ug/l 6635220 3 11.41 2307460 50.0
Cyclohexane, 1-et... 11.70 87.7 ug/1l 4046000 3 11.41 2307460 50.0
Cyclohexane, 1-et... 11.92 256.1 ug/l 11817500 3 11.41 2307460 50.0
Octane, 3,6-dimet... 12.05 113.4 ug/l 5233780 3 11.41 2307460 50.0
Pentalene, octahy... 12.12 141.1 ug/l 6513340 3 11.41 2307460 50.0
Cyclohexane, propyl- 12.17 296.6 ug/l 13690000 3 11.41 2307460 50.0
Cyclohexane, 1-me... 12.73 76.4 ug/1 15989300 4 13.35 10468500 50.0

4

Cyclohexane, butyl- 13.24 50.0 ug/1 10468500 13.35 10468500 50.0

82N042919W.M Thu May 09 14:29:21 2019 Page: 14



