LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VN121918\

Data File : VNO53037.D

Aca On - 20 Dec 2018 3:43

Operator : MD\SY

Sample - J6411-13 10X -
Misc - 6.890/5.0mL/100uL/5.00mL/MSVOA_N/MEOH e
ALS Vial : 44 Sample Multiplier: 28

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\82N121818W.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 7.590 1790 1809 1820 rBVvV2 677659 1720072 1.75% 0.187%
2 7.667 1820 1833 1851 rVvB 1533170 3676831 3.74% 0.399%
3 8.027 1927 1945 1970 rBV 776945 1812201 1.84% 0.197%
4 8.584 2102 2118 2145 rVB 2186626 4547408 4.63% 0.493%
5 9.728 2462 2474 2498 rVB2 563392 1381929 1.41% 0.150%
6 9.870 2498 2518 2541 rVB 520088 1255499 1.28% 0.136%
7 10.088 2572 2586 2613 rVB2 4464062 9104309 9.27% 0.988%
8 10.432 2685 2693 2710 rVB 912384 1673556 1.70% 0.182%
9 10.532 2710 2724 2732 rBV3 516011 1093885 1.11% 0.119%
10 10.628 2745 2754 2763 rVB 671300 1066336 1.09% 0.116%
11 10.718 2763 2782 2793 rBY 2741254 4646049 4.73% 0.504%
12 10.821 2794 2814 2826 rBVY 1596136 3541382 3.60% 0.384%
13 10.886 2826 2834 2842 rVV3 861213 1473061 1.50% 0.160%
14 10.953 2846 2855 2862 rVV 3086685 5038523 5.13% 0.547%
15 11.005 2862 2871 2882 rVV2 5957263 10602353 10.79% 1.151%
16 11.059 2883 2888 2895 rVB 758859 989359 1.01% 0.107%
17 11.124 2895 2908 2916 rBV5 3639375 6764144 6.88% 0.734%
18 11.198 2916 2931 2951 rVB6 6082129 17526131 17.84% 1.902%
19 11.300 2951 2963 2985 rBVY 8779755 15912195 16.19% 1.727%
20 11.407 2986 2996 3005 rBVY 3064599 5307399 5.40% 0.576%
21 11.500 3015 3025 3031 rBV3 736111 1539370 1.57% 0.167%
22 11.542 3031 3038 3045 rvVv 2335050 3771554 3.84% 0.409%
23 11.596 3045 3055 3063 rVV7 4357849 11080426 11.28% 1.202%
24 11.654 3066 3073 3081 rVvVv2 9827721 18767875 19.10% 2.037%
25 11.696 3082 3086 3097 rVB2 6839302 10472231 10.66% 1.136%
26 11.760 3097 3106 3113 rBV3 1599034 2966537 3.02% 0.322%
27 11.853 3128 3135 3142 rVB4 2484416 3659683 3.72% 0.397%
28 11.924 3143 3157 3169 rBV5 11379642 27974755 28.47% 3.036%
29 12.046 3187 3195 3202 rBV 13451748 18584389 18.91% 2.017%
30 12.120 3210 3218 3223 rBV3 9974416 15624103 15.90% 1.695%
31 12.165 3224 3232 3249 rVVv4 20726078 41062025 41.79% 4 .456%
32 12.246 3252 3257 3264 rVV3 4463319 6551639 6.67% 0.711%
33 12.300 3266 3274 3279 rVV8 7190984 13751190 13.99% 1.492%
34 12.336 3281 3285 3296 rVB 14523668 20831379 21.20% 2.260%
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LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VN121918\

Data File : VNO53037.D

Aca On - 20 Dec 2018 3:43

Operator : MD\SY

Sample - J6411-13 10X -
Misc - 6.890/5.0mL/100uL/5.00mL/MSVOA_N/MEOH e
ALS Vial : 44 Sample Multiplier: 28

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\82N121818W.M
Title : SW846 8260

35 12.403 3297 3306 3314 rBV7 4662364 8727176 8.88% 0.947%
36 12.452 3315 3321 3325 rBV3 2382340 3391046 3.45% 0.368%
37 12.564 3348 3356 3372 rVB3 17095802 39592529 40.29% 4._.296%
38 12.654 3372 3384 3389 rVV7 10971582 21991837 22.38% 2.386%
39 12.731 3389 3408 3417 rVV7 33660652 97616638 99.34% 10.593%
40 12.783 3418 3424 3434 rVB2 11458944 17854358 18.17% 1.937%
41 12.870 3444 3451 3458 rBV3 5152084 7038358 7.16% 0.764%
42 12.908 3458 3463 3467 rBV2 2526886 3376854 3.44% 0.366%
43 12.963 3473 3480 3494 rVB3 15281151 26727497 27.20% 2.900%
44 13.043 3494 3505 3515 rBV3 57603015 98262387 100.00% 10.663%
45 13.169 3532 3544 3552 rBV6 7637240 16122018 16.41% 1.749%
46 13.239 3553 3566 3574 rVVv4 22072203 42216009 42.96% 4_.581%
47 13.288 3576 3581 3589 rVB2 7459547 10407244 10.59% 1.129%
48 13.374 3601 3608 3624 rVB 18117408 29708931 30.23% 3.224%
49 13.516 3646 3652 3654 rBV 3472490 4187783 4._.26% 0.454%
50 13.542 3655 3660 3667 rVV2 11850068 16107509 16.39% 1.748%
51 13.587 3667 3674 3689 rVB4 15978574 33206999 33.79% 3.603%
52 13.664 3690 3698 3708 rVB5 12417562 21585327 21.97% 2.342%
53 13.802 3735 3741 3746 rBV2 6239890 9333839 9.50% 1.013%
54 13.834 3746 3751 3760 rVV 9370512 13850685 14.10% 1.503%
55 13.889 3761 3768 3778 rVB 11929650 18964646 19.30% 2.058%
56 13.995 3791 3801 3811 rVB2 12050086 20218952 20.58% 2.194%
57 14.050 3811 3818 3821 rBV2 2051591 2867545 2.92% 0.311%
58 14.127 3835 3842 3849 rBV2 3299468 4585563 4.67% 0.498%
59 14.175 3850 3857 3863 rBV4 3495774 6051199 6.16% 0.657%
60 14.249 3874 3880 3888 rVB 6467623 9122540 9.28% 0.990%
61 14.294 3888 3894 3900 rBV3 3155054 4108321 4.18% 0.446%
62 14.332 3900 3906 3914 rVB2 3270485 4323878 4._.40% 0.469%
63 14.432 3932 3937 3945 rVB2 2445141 3507358 3.57% 0.381%
64 14.480 3945 3952 3960 rVvv4 1324031 2938043 2.99% 0.319%
65 14.525 3962 3966 3974 rVB2 2273795 2879082 2.93% 0.312%
66 14.583 3974 3984 3998 rBV3 7190366 14600680 14.86% 1.584%
67 14.651 3999 4005 4014 rVB2 1097062 1694554 1.72% 0.184%
68 14.741 4025 4033 4043 rVB 3444287 5234522 5.33% 0.568%
69 14.853 4061 4068 4073 rBV3 848853 1208694 1.23% 0.131%
70 14.956 4092 4100 4118 rVB3 974282 2158642 2.20% 0.234%
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LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VN121918\

Data File : VNO53037.D

Aca On - 20 Dec 2018 3:43

Operator : MD\SY

Sample - J6411-13 10X -
Misc - 6.890/5.0mL/100uL/5.00mL/MSVOA_N/MEOH 2 B AY
ALS Vial : 44 Sample Multiplier: 28

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\82N121818W.M
SW846 8260

Sum of corrected areas: 921539021
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VN121918\
Data File : VNO53037.D

Aca On - 20 Dec 2018 3:43

Operator : MD\SY

Sample - J6411-13 10X -
Misc - 6.890/5.0mL/100uL/5.00mL/MSVOA_N/MEOH 2 B AY
ALS Vial : 44 Sample Multiplier: 28

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N121818W.M
Quant Title : SW846 8260

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

Abundance TIC: VN053037.D
6e+07

5e+07

4e+07

3e+07

2e+07

1e+07

Time--> 1.80 2.00 220 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 5.60 580 600 620 6.40 6.60
Abundance TIC: VN053037.D
6e+07

5e+07

4e+07

3e+07

2e+07

1e+07 11.30 70
10.09 ‘ol 1. ) y )
7967 803 858 9.730.87 |\ mmm@ﬁ- : ) ¥
0 T T I T T T T I T T T T I T T T T I T T T T I T T T T I T T T ’—'_ T T T T I T T T T I T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 1050 11.00 11.50

Abundance TIC: VN053037.D
6e+07 13104

5e+07

4e+07

12.73

3e+07

2e+07

1e+07

— — — T — —T T T T —— T
Time--> 12.00 12.50 13.00 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\VN121918\
Data File : VNO0O53037.D

Aca On : 20 Dec 2018 3:43

Operator : MD\SY

Sample : J6411-13 10X

Misc : 6.890/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 44 Sample Multiplier: 28

= Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121818W .M
SW846 8260

Quant Method
Quant Title :

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 1 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.

11.00 99.88 ug/1 10602400 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 Cyclohexane. 1.3.5-trimethvl-. (... 126 C9H18 001795-26-2 72
3 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 72
4 Cyclohexane. 1.2.4-trimethvl-. (... 126 C9H18 007667-60-9 64
5 1,1,4-Trimethylcyclohexane 126 C9H18 007094-27-1 56

Abundance Scan 2870 (11.001 min): VN053037.D (-2862) (-) m/z 111.10 100.00%
111
69
5000 55
41 VAN
| | & 10,60 10.80 11.00 11.20 11.40
97 126 R
Obrrrrrrrrprrrp i 48l 62 )L 76 .|!.F’P...-.,....,~....,....,.... m/z 69.10 74.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11584: Cyclohexane, 1,1,3-trimethyl-
69 111
5000 VA
10.60 10.80 11.00 11.20 11.40
83 m/z 55.10 38.53%
RIS VSO B BOUL M W
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance #11638: Cyclohexane, 1,3,5—trimethy|—, (1.alpha.,3.alpha.,...
69 111
55
41 10.60 10.80 11.00 11.20 11.40
5000 m/z 41.10 27 . 47%
27 126
15
0 \ w Al 481 62 ‘\ 76> 00 97 104
R mma B e e R S e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11581: Cyclohexane, 1,3,5-trimethyl-
60 11 10.60 10.80 11.00 11.20 11.40
m/z 56.10 21.35%
5000 5
a1 126
27
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10.60 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VN121918\

Data File : VNO53037.D

Aca On - 20 Dec 2018 3:43

Operator : MD\SY

Sample - J6411-13 10X -
Misc - 6.890/5.0mL/100uL/5.00mL/MSVOA_N/MEOH 2 B AY
ALS Vial : 44 Sample Multiplier: 28

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N121818W.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 5
R.T. EstConc Area Relative to ISTD R.T.
11.20 165.11 ug/Il 17526100 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 4-methvl- 128 C9H20 002216-34-4 76
2 Nonane. 4.5-dimethvl- 156 C11H24 017302-23-7 72
3 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 53
4 Hexane. 3-ethvl- 114 C8H18 000619-99-8 53
5 Oxalic acid, isohexyl pentyl ester 244 C13H2404 1000309-32-8 50
Abundance Scan 2932 (11.201 min): VN053037.D (-2916) (-) m/z 43.10 100.00%
69 111
5000 55 85
97 176 007 10.80 11.00 11.20 11.40 11.60
0’ T e e e m/z 69.10 58.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12670: Octane, 4-methyl-
43
5000 7 8
57 10.80 11.00 11.20 11.40 11.60
29 m/z 111.10 57 .54%
| || 98 113 128
0 IIII"I'I'"'I""'II""I'!"I""I""I""IIIII

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #28438: Nonane, 4,5-dimethyl-
43 57
71 10.80 11.00 11.20 11.40 11.60
5000 o m/z 55.10 46.18%
29
L I o o e o e B AN ot o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12697: Heptane, 2,4-dimethyl-
43 10.80 11.00 11.20 11.40 11.60
m/z 41.10 45 _52%
5000 85
57 1
29
ol 1] b | e 113 12
B I o o A B o B B I
m/z--> 20 40 60 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:\VOASRVAHPCHEMI1\MSVOA N\DATA\VN121918\

Data File : VNO53037.D

Aca On - 20 Dec 2018 3:43

Operator : MD\SY

Sample - J6411-13 10X -
Misc - 6.890/5.0mL/100uL/5.00mL/MSVOA_N/MEOH 2 B AY
ALS Vial : 44 Sample Multiplier: 28

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N121818W.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 6
R.T. EstConc Area Relative to ISTD R.T.
11.30 149.91 ug/Il 15912200 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. 2.5-dimethvl- 128 C9H20 002216-30-0 80
3 Oxalic acid. isobutvl heptvl ester 244 C13H2404 1000309-37-2 53
4 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 50
5 Undecane, 6-methyl- 170 C12H26 017302-33-9 50
Abundance Scan 2963 (11.300 min): VN053037.D (-2951) (-) m/z 57.10 100.00%
57
5000
43
71 o8 11.00 11.20 11.40 11.60
|| 85 || 113 128 ' ' e

o

SBBNNBNN 1 NSNS | /SMUT MMM CAMMMSE | RN S N N m/z 43.10 25.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #12669: Octane, 3-methyl-
57
5000
43 11.00 11.20 11.40 11.60
29 98 m/z 41.10 25.00%
ol 15 J, T e 7 113 128
R R L o e o R A ARARNRRR RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #12701: Heptane, 2,5-dimethyl-
57
T T
11.00 11.20 11.40 11.60
5000 23 m/z 56.10 21.47%
29
71 99
P SO e - N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #97057: Oxalic acid, isobutyl heptyl ester R
57 11.00 11.20 11.40 11.60
m/z 98.10 16.65%
5000
41
29
| ‘\ | 70 g 98 143
o e e e e
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:\VOASRVAHPCHEMI1\MSVOA N\DATA\VN121918\

Data File : VNO53037.D

Aca On - 20 Dec 2018 3:43

Operator : MD\SY

Sample - J6411-13 10X -
Misc - 6.890/5.0mL/100uL/5.00mL/MSVOA_N/MEOH 2 B AY
ALS Vial : 44 Sample Multiplier: 28

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N121818W.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 Cyclohexane, l-ethyl-4-meth... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.70 98.66 ug/l 10472200 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l-ethvl-4-methvl-., ... 126 C9H18 004926-78-7 86
2 Cvclohexane. l1l-ethvl-4-methvl-., ... 126 C9H18 006236-88-0 72
3 1-Ethvl-3-methvlcvclohexane (c.t) 126 C9H18 003728-55-0 72
4 Cvclohexane. l1l-ethvl-1-methvl- 126 C9H18 004926-90-3 72
5 Sulfurous acid, di(cyclohexylmet... 274 C14H2603S 1000309-22-7 64
Abundance Scan 3087 (11.699 min): VN053037.D (-3082) (-) m/z 97.10 100.00%
o7
55
5000
41 81 126 11.40 11.60 11.80 12.00
67 - - - -
o.w.”.“”.“.“dhﬁﬁn.w.mw7&.&.?%.J,”?29“.“J.“2?%.. m/z 55.10 74.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11621: Cyclohexane, 1-ethyl-4-methyl-, cis-
56 97
5000 a1
27 11.40 11.60 11.80 12.00
69 126 m/z 96.10 27 .47%
0 ”,...w..JJ,”..LH.ﬁ? "L.F%.J;”..??“ﬁ?..! = N N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11625: Cyclohexane, 1-ethyl-4-methyl-, trans-
56 97
11.40 11.60 11.80 12.00
5000 a1 m/z 126.10 17.61%
27 69 126
0 'W""I”"I'”'I"ﬁﬁ""F%"l'“'?}"W"""'}}%"I"'W""I'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11612: 1-Ethyl-3-methylcyclohexane (c,t)
55 97 11.40 11.60 11.80 12.00
m/z 41.10 12.62%
5000
41 69 126
0"I}ﬂ'l'”E?'”'hw”'IJJ'I'”“I'“'?%"W""P"}}E"I”"I'”'I'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VN121918\

Data File : VNO53037.D

Aca On - 20 Dec 2018 3:43

Operator : MD\SY

Sample - J6411-13 10X -
Misc - 6.890/5.0mL/100uL/5.00mL/MSVOA_N/MEOH 2 B AY
ALS Vial : 44 Sample Multiplier: 28

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N121818W.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.
11.92 263.55 ug/Il 27974800 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l1l-ethvl-2-methvl- 126 C9H18 003728-54-9 58
2 Cvclohexane. 1.3-dimethvl-. cis- 112 C8H16 000638-04-0 53
3 Cvclohexane. l1l-ethvl-4-methvl-., ... 126 C9H18 006236-88-0 52
4 2-Hexene. 3.4.4-trimethvl- 126 C9H18 053941-19-8 52
5 Cyclohexane, l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 52

Abundance Scan 3156 (11.921 min): VN053037.D (-3143) (-) m/z 97.10 100.00%
55 o7
5000
85 11 1T6 142 11.60 11.80 12.00 12.20
0 e e e || m/z 55.10  82.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11603: Cyclohexane, 1-ethyl-2-methyl-
5000
a 11.60 11.80 12.00 12.20
‘ 69 m/z 57.10 37.78%
29 81 126
0"”I'U'Jm'J'I'¢'WW"IP%%%IJ'”I"'W""I”"I"'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6809: Cyclohexane, 1,3-dimethyl-, cis-
55 o7
1160 11.80 12,00 12.20
5000 a1 m/z 41.10 34._.87%
112
27 69
0...]-.Slu‘l‘..‘ih..‘.‘.‘lu‘.“..ﬁ?...‘l...‘.|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11625: Cyclohexane, 1-ethyl-4-methyl-, trans-
55 97 11.60 11.80 12.00 12.20
m/z 43.10 32.62%
5000 a1
27 69 126
81
o b L o |
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VN121918\

Data File : VNO53037.D

Aca On - 20 Dec 2018 3:43

Operator : MD\SY

Sample - J6411-13 10X -
Misc - 6.890/5.0mL/100uL/5.00mL/MSVOA_N/MEOH 2 B AY
ALS Vial : 44 Sample Multiplier: 28

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N121818W.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 Octane, 3,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.05 175.08 ug/Il 18584400 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 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 91
3 Nonane. 3-methvl- 142 C10H22 005911-04-6 91
4 Undecane. 6.6-dimethvl- 184 C13H28 017312-76-4 64
5 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 64
Abundance Scan 3196 (12.050 min): VN053037.D (-3187) (-) m/z 57.10 100.00%
57
71
5000 43
85 1 ' 11:80 12,00 12,20 12.40
S T A N I . iu,ﬁﬁf”.ﬁfﬁw.. m/z 71.10 68.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19198: Octane, 3,6-dimethyl-
57
71
5000
43 11.80 12.00 12.20 12.40
29 113 m/z 43.10 49_.13%
0"I'”'I"LI'"hI'"I”J'I'”'I"”I'?E'I”'g?'”' J'“l'}?z"'ﬁ%?"v'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19197: Octane, 2,6-dimethyl-
57
71
a1 11.80 12.00 12.20 12.40
5000 m/z 41.10 31.90%
29 ‘ g5 113
AN Y O S MY . S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19167: Nonane, 3-methyl- R RE R aE B
57 11.80 12.00 12.20 12.40
m/z 56.10 31.42%
71
5000 43
29
112
ol 15 1l 85 98 | 127 142
m/z--> 10 20 30 40 50 65 fo 80 90 100 110 120 130 140 150 11,80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VN121918\

Data File : VNO53037.D

Aca On - 20 Dec 2018 3:43

Operator : MD\SY

Sample - J6411-13 10X -
Misc - 6.890/5.0mL/100uL/5.00mL/MSVOA_N/MEOH 2 B AY
ALS Vial : 44 Sample Multiplier: 28

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N121818W.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 Bicyclo[3.3.1]nonane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.12 147.19 ug/Il 15624100 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.3.11nonane 124 C9H16 000280-65-9 58
2 1H-Indene. octahvdro-. trans- 124 C9H16 003296-50-2 53
3 Pentalene. octahvdro-2-methvl- 124 C9H16 003868-64-2 52
4 3-Hexvne., 2-methvl- 96 C7H12 036566-80-0 43
5 1H-Indene, octahydro-, cis- 124 C9H16 004551-51-3 38
Abundance Scan 3218 (12.120 min): VN053037.D (-3210) (-) m/z 81.10 100.00%
er g1
57
5000 41 96
124 11.80 12.00 12.20 12.40
140
o”,””“.”““.“”w.”w”.m”mhmﬁ%Jh, mﬂﬂﬁihw””,””,. m/z 67.05 98.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10638: Bicyclo[3.3.1]nonane
g1
124
41 67
5000 54 96
11.80 12.00 12.20 12.40
m/z 57.10 76.86%
0 ”I""P"'I"”I""”L"I II”'"JIl'6?'l“l"}ﬂg"'l'”'l"”l""l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10694: 1H-Indene, octahydro-, trans-
67
81 11.80 12.00 12.20 12.40
5000 96 m/z 82.10 54 _.54%
124
41
0"|%4'v"w"“|'“'|“"w"w"“l'“g?“"w'}ﬂg'“l'“'l“"v"w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10701: Pentalene, octahydro-2-methyl-
81 11.80 12.00 12.20 12.40
67 m/z 96.10 44 .82%
5000 4l 96
55
0"P'”P'”I”JIM'W@L”'”“P”Ub“ﬁ%'“l””“””lj'ﬁ”'ﬁ'”ﬂ'
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:\VOASRVAHPCHEMI1\MSVOA N\DATA\VN121918\
Data File : VNO53037.D

Aca On - 20 Dec 2018 3:43

Operator : MD\SY

Sample - J6411-13 10X -
Misc - 6.890/5.0mL/100uL/5.00mL/MSVOA_N/MEOH 2 B AY
ALS Vial : 44 Sample Multiplier: 28

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N121818W.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.
12.17 386.84 ug/l 41062000 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. propvl- 126 C9H18 001678-92-8 74
2 Cvclohexane. decvl- 224 C16H32 001795-16-0 59
3 Cvclohexane. ethvl- 112 C8H16 001678-91-7 59
4 Ethanone. 1-(1l-methvlcvclopentvl)- 126 C8H140 013388-93-7 50
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 49
Abundance Scan 3233 (12.169 min): VN053037.D (-3224) (-) m/z 83.10 100.00%
83
55
5000
4t 126
| 67 98 142 11.80 12.00 12.20 12.40
o} BB S T N | m/z 55.10 65.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11537: Cyclohexane, propyl-
55 83
5000 41
11.80 12.00 12.20 12.40
o7 67 126 m/z 82.10 50.30%
O'I'J"t“'“Ll'h“'l!"?z}qg'l""I""I""I""I""I"'
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
5000 41 55 m/z 41.10 28.14%
67 o7
0 Il P 111 125 140152 166 181 196 209 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6668: Cyclohexane, ethyl- AN BEEEE R
83 11.80 12.00 12.20 12.40
55 m/z 126.10 21.15%
5000
41
112
27 67
O'Iﬂh'w”'wlﬂh'll”gz'”'l'”'I'”'I'”'I'”'I'”'I'”
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\VN121918\
Data File : VNO0O53037.D

Aca On : 20 Dec 2018 3:43

Operator : MD\SY

Sample : J6411-13 10X

Misc : 6.890/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 44 Sample Multiplier: 28

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N121818W.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 unknownl12.30 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.30 129.55 ug/Il 13751200 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3.4-dimethvl- 142 C10H22 015869-92-8 46
2 1-Propene. 1-(2-propenvloxv)-. (E)- 98 C6H100 061142-13-0 41
3 1-Octene. 4-methvl- 126 C9H18 013151-12-7 38
4 Cvclohexane 84 C6H12 000110-82-7 27
5 Cyclopentane, 1,1,2-trimethyl- 112 C8H16 004259-00-1 27
Abundance Scan 3274 (12.300 min): VN053037.D (-3266) (-) m/z 43.10 100.00%
ile]
57
85
5000
125
‘ ¥ 12,00 12.20 12.40 12.60
1 . . . .
P ..".,.'.'..,-.-..:ll,....,.-...1?.2...,....,....,2]97..,....,....,...??.1. m/z 57.10 71.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19179: Octane, 3,4-dimethyl-
ile]
5000 57 UL NN BN SN
12.00 12.20 12.40 12.60
29 o 85 m/z 56.10 61.05%
L]
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280
Abundance #3282: 1-Propene, 1-(2-propenyloxy)-, (E)-
4
12,00 12.20 12.40 12.60
5000 m/z 69.10 54 _.65%
56
27 % 83 98
0 .H..,H....,..‘..‘i‘....,....,....,.... R A RBRBRARRRRES B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11522: 1-Octene, 4-methyl-  BEmEE R
43 12.00 12.20 12.40 12.60
m/z 41.10 52.98%
5000
84
29
ol “ I 70 \ 98 111126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12100 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VN121918\
Data File : VNO53037.D

Aca On - 20 Dec 2018 3:43

Operator : MD\SY

Sample - J6411-13 10X -
Misc - 6.890/5.0mL/100uL/5.00mL/MSVOA_N/MEOH 2 B AY
ALS Vial : 44 Sample Multiplier: 28

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N121818W.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 Nonane, 4-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.34 196.25 ug/Il 20831400 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 4-methvl- 142 C10H22 017301-94-9 80
2 Pentane. 2.2.3.3-tetramethvl- 128 C9H20 007154-79-2 53
3 Heptane. 2.3.4-trimethvl- 142 C10H22 052896-95-4 45
4 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 35
5 2-Ethyl-1-hexanol, pentafluoropr... 276 C11H17F502 1000365-51-1 32
Abundance Scan 3286 (12.339 min): VN053037.D (-3281) (-) m/z 57.10 100.00%
57
5000 3 | 71
123 12.00 12.20 12.40 12.60
o 192158 207 8l | "m/z 71.10 44.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19173: Nonane, 4-methyl-
57
43
5000
7 12.00 12.20 12.40 12.60
29 o8 m/z 43.10 40.08%
0 A | .| 112127142
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 240 260 280
Abundance #12734: Pentane, 2,2,3,3-tetramethyl-
57
12.00 12.20 12.40 12,60
5000 317 m/z 70.10 39.13%
29
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19208: Heptane, 2,3,4- trlmethyl LA L L B L DL I
43 57 12.00 12.20 12.40 12.60
m/z 98.10 26 .54%
5000 71
29
99
T . N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN121918\

Data File : VN053037.D

Acq On = 20 Dec 2018 3:43

Operator : MD\SY

Sample - J6411-13 10X -
Misc - 6.89g/5.0mL/100uL/5.00mL/MSVOA_N/MEOH SELSEReAD I
ALS Vial : 44 Sample Multiplier: 28

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N121818W.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 99.9 ug/1 10602400 3 11.41 5307400 50.0
Octane, 4-methyl- 11.20 165.1 ug/l1 17526100 3 11.41 5307400 50.0
Octane, 3-methyl- 11.30 149.9 ug/1 15912200 3 11.41 5307400 50.0
Cyclohexane, 1-et... 11.70 98.7 ug/1 10472200 3 11.41 5307400 50.0
Cyclohexane, 1-et... 11.92 263.6 ug/l 27974800 3 11.41 5307400 50.0
Octane, 3,6-dimet... 12.05 175.1 ug/1 18584400 3 11.41 5307400 50.0
Bicyclo[3.3.1]nonane 12.12 147.2 ug/1 15624100 3 11.41 5307400 50.0
Cyclohexane, propyl- 12.17 386.8 ug/l 41062000 3 11.41 5307400 50.0
unknownl12 .30 12.30 129.6 ug/1 13751200 3 11.41 5307400 50.0
Nonane, 4-methyl- 12.34 196.3 ug/l 20831400 3 11.41 5307400 50.0
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