LSC Area Percent Report

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

Data File : VNO55353.D

Aca On - 2 May 2019 16:44

Operator : JC/SP

Sample - K2658-09 5X

Misc - 5.650/5mL/100uL/5.00mL/MSVOA_N/MEOH ERLSBE23(a 1)
ALS Vial : 20 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

8.587 2101 2119 2143 rBV 672965 1439322 1.37% 0.194%
10.088 2572 2586 2614 rBV2 1713541 3871377 3.69% 0.522%
rvB 674800 1235353 1.18% 0.167%
10.718 2771 2782 2793 rVB 1419501 2401910 2.29% 0.324%
10.821 2793 2814 2826 rBV 832578 1915991 1.83% 0.258%
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10.953 2845 2855 2862 rVV 2607136 4516641 4._30% 0.609%
11.005 2862 2871 2882 rVV2 3866855 6937160 6.61% 0.935%
rBV5 1936447 3682591 3.51% 0.497%
11.204 2916 2933 2951 rVB7 5030152 12450183 11.86% 1.679%
11.300 2951 2963 2986 rBV 4732742 8730446 8.32% 1.177%
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11 11.407 2986 2996 3004 rBV 931548 1707747 1.63% 0.230%
12 11.509 3015 3028 3034 rBV2 2536952 4849701 4.62% 0.654%
13 11.619 3045 3062 3069 rBV 7442623 18895280 18.00% 2.548%
14 11.696 3082 3086 3097 rVB3 4107775 6314335 6.02% 0.851%
15 11.757 3097 3105 3113 rBV2 750954 1397313 1.33% 0.188%

16 11.853 3129 3135 3142 rVB4 1027530 1489809 1.42% 0.201%
17 11.921 3142 3156 3170 rBV7 6497802 17306296 16.49% 2.334%
18 12.046 3187 3195 3201 rBV 5418405 7302481 6.96% 0.985%
19 12.120 3210 3218 3224 rBV2 5890636 9447715 9.00% 1.274%
20 12.165 3224 3232 3249 rVB5 11156201 22004479 20.97% 2.967%

21 12.249 3250 3258 3266 rBV 3799419 5745299 5.47% 0.775%
22 12.304 3267 3275 3280 rVV6 2454502 4594636 4._.38% 0.620%
23 12.336 3281 3285 3300 rVB2 5408809 9526131 9.08% 1.284%
24 12.403 3301 3306 3313 rVB8 1283355 1762655 1.68% 0.238%
25 12.448 3313 3320 3327 rBV3 3274754 5539395 5.28% 0.747%

26 12.564 3348 3356 3360 rBV3 8258716 12868705 12.26% 1.735%
27 12.657 3373 3385 3391 rBV 29124730 49899738 47.54% 6.728%
28 12.734 3402 3409 3418 rVB2 29379445 48143759 45.87% 6.492%
29 12.783 3419 3424 3434 rVB2 5531700 8129044 7.75% 1.096%
30 12.892 3443 3458 3471 rBV3 10088383 22925495 21.84% 3.091%

31 12.963 3473 3480 3494 rVB4 7231952 12756712 12.15% 1.720%
32 13.043 3494 3505 3517 rBV2 62376292 104955601 100.00% 14.152%
33 13.169 3532 3544 3553 rBV2 6899239 14024041 13.36% 1.891%
34 13.236 3554 3565 3574 rVV3 16165474 29658511 28.26% 3.999%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO50219\
Data File : VNO055353.D

Aca On : 2 May 2019 16:44

Operator : JC/SP

Sample : K2658-09 5X

Misc : 5.65a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 20 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON

Sampling :© 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

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
35 13.287 3575 3581 3595 rVVv2 7177905 11633118 11.08% 1.569%
36 13.378 3597 3609 3619 rVB2 28468161 46840249 44.63% 6.316%
37 13.541 3654 3660 3667 rVB 14273310 18396352 17.53% 2.481%
38 13.586 3667 3674 3690 rVB4 17118440 36281834 34.57% 4.892%
39 13.664 3690 3698 3709 rVB4 8128439 14345550 13.67% 1.934%
40 13.741 3714 3722 3732 rVB 6852675 9856467 9.39% 1.329%
41 13.802 3733 3741 3745 rBV 7657313 10780642 10.27% 1.454%
42 13.834 3746 3751 3759 rVB 8938441 12387582 11.80% 1.670%
43 13.889 3760 3768 3778 rVB 11728948 17867107 17.02% 2.409%
44 13.943 3778 3785 3791 rBVY 1554757 2341311 2.23% 0.316%
45 13.995 3791 3801 3810 rVB3 11774602 19684055 18.75% 2.654%
46 14.050 3811 3818 3820 rBV2 1602466 2085300 1.99% 0.281%
47 14.127 3833 3842 3850 rBV2 4197254 6544727 6.24% 0.882%
48 14.178 3850 3858 3862 rVV3 2456425 4343806 4.14% 0.586%
49 14.207 3863 3867 3873 rVV 4173886 6049276 5.76% 0.816%
50 14.249 3874 3880 3887 rVB 6760618 9318098 8.88% 1.256%
51 14.294 3887 3894 3900 rBV2 2730278 3512998 3.35% 0.474%
52 14.332 3900 3906 3913 rVvB2 2178880 2546893 2.43% 0.343%
53 14.432 3931 3937 3944 rVB2 2268402 3322666 3.17% 0.448%
54 14.477 3944 3951 3959 rvv4 1351612 2847988 2.71% 0.384%
55 14.522 3961 3965 3973 rVvB2 2080735 2803425 2.67% 0.378%
56 14.580 3973 3983 3998 rBV3 7433940 15463619 14.73% 2.085%
57 14.648 3999 4004 4014 rVB2 936100 1400087 1.33% 0.189%
58 14.741 4024 4033 4043 rVB 3988160 6018850 5.73% 0.812%
59 14.850 4060 4067 4072 rBV5 757025 1082422 1.03% 0.146%
60 14.956 4091 4100 4117 rVB3 947500 2130292 2.03% 0.287%
61 15.130 4145 4154 4166 rVB 1905096 3319238 3.16% 0.448%
Sum of corrected areas: 741629804
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title :

TIC Library :
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

> Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN050219\
: VNO55353.D

: 2 May 2019 16:44

: JC/SP

: K2658-09 5X

: 5.65a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

- 20 Sample Multiplier: 1

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

C:\DATABASENNIST11.L
LSCINT.P

Abundance

6e+07

5e+07

4e+07

3e+07

2e+07

1e+07

TIC: VN055353.D

04
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

6e+07

5e+07

4e+07

3e+07

2e+07

1e+07

TIC: VN055353.D

11.62

Time-->

0+

T T
9.00 9.50

112030 70
192 i /\Jﬁ‘@a
0 ,19-43,1%1%6M,1{-* T

T I
10.00 10.50 11.00 11.50

Abundance

6e+07

5e+07

4e+07

3e+07

2e+07

1e+07

TIC: VN055353.D

Time-->

—T T T T T
12.00 13.50 14.00 15.50 16.00

82N042919W.M Thu May 09 14:16:50 2019




Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO50219\
Data File : VNO055353.D

Aca On : 2 May 2019 16:44

Operator : JC/SP

Sample : K2658-09 5X

Misc : 5.65a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 20 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, ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.95 132.24 ug/Il 4516640 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. ethvl- 112 C8H16 001678-91-7 87
2 2-Hexene. 2.4-dimethvl- 112 C8H16 014255-23-3 58
3 3.4-Dimethvl-2-hexene 112 C8H16 002213-37-8 58
4 trans-4.4-Dimethvl-2-hexene 112 C8H16 019550-83-5 53
5 4-Hexen-3-one, 5-methyl- 112 C7H120 013905-10-7 53
Abundance Scan 2854 (10.950 min): VN055353.D (-2845) (-) m/z 83.10 100.00%
83
55
5000 M
67 112
| 207 10.60 10.80 11.00 11.20
-+t m/z 55.00 73.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6669: Cyclohexane, ethyl-
83
55
5000
41 10.60 10.80 11.00 11.20
112 m/z 82.00 46.79%
27 67
'}?PU"W”“wljh'I'”gz"”l"'W""I”"I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 83
10.60 10.80 11.00 11.20
5000 a1 m/z 41.00 38.87%
112
21 69 97
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #6697: 3,4-Dimethyl-2-hexene
55 83 10.60 10.80 11.00 11.20
m/z 112.10 20.48%
5000
41
- 112
69
~-.-U-ﬂ--”lw”--.%-%1--~|---w----|~--|-~-|--~
m/z--> 20 40 60 80 100 120 140 160 180 200 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO50219\
Data File : VNO055353.D

Aca On : 2 May 2019 16:44

Operator : JC/SP

Sample : K2658-09 5X

Misc : 5.65a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 20 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 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.00 203.11 ug/Il 6937160 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 90
2 Cvclohexane. 1.3.5-trimethvl-. (... 126 C9H18 001795-27-3 72
3 Cvclohexane. l1l-ethvl-2.4-dimethvl- 140 C10H20 061142-69-6 72
4 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 72
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 53
Abundance Scan 2870 (11.001 min): VN055353.D (-2862) (-) m/z 111.10 100.00%
69 111
5000 4 P
e WL e S
10.60 10.80 11.00 11.20 11.40
97
...,....,....,....,....,...||.,...'.!....,.'!..,....,....,-!...,.1.?‘?,....,...., m/z 69.00 79.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11584: Cyclohexane, 1,1,3-trimethyl-

5000
10.60 10.80 11.00 11.20 11.40

m/z 55.00 44 _68%

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 4 m/z 41.00 38.24%
27 126
15 83 97
mmﬂmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18051: Cyclohexane, 1-ethyl-2,4-dimethy!-
69 10.60 10.80 11.00 11.20 11.40
11 m/z 56.10 25.65%
55
5000
41
29 83
SRS S S NP . ST~ B
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 : VNO055353.D

Aca On : 2 May 2019 16:44

Operator : JC/SP

Sample : K2658-09 5X

Misc : 5.65a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 20 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 unknownl11.20 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.20 364.52 ug/Il 12450200 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Formic acid. 2-ethvlbutvl ester 130 C7H1402 1000367-92-2 35
2 Octane. 4-methvl- 128 C9H20 002216-34-4 35
3 Octane. 5-ethvl-2-methvl- 156 C11H24 062016-18-6 35
4 Silane. trichlorodocosvl- 442 C22HA45CI3Si 007325-84-0 35
5 Heptane, 3,4,5-trimethyl- 142 C10H22 020278-89-1 27
Abundance Scan 2932 (11.201 min): VN055353.D (-2916) (-) m/z 43.10 100.00%
48
5000 57
S 85 111
|| h | ” o | 126 10.80 11.00 11.20 11.40 11.60
O L B e A e A m/z 41.00 48 .17%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13494: Formic acid, 2-ethylbuty! ester
43
69
%5 84
5000
10.80 11.00 11.20 11.40 11.60
20 m/z 57.10 40.58%
""I"'H‘I"""i'l"l"l"'k""Il"'l""'I"'ELP']'-"I""I""I""I""I""I"
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43
10.80 11.00 11.20 11.40 11.60
5000 m/z 71.10 35.14%
29 57 71 8

98 113 128
mmmrq’mﬁwwmmwm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #28449: Octane, 5-ethyl-2-methyl-

443 57 10.80 11.00 11.20 11.40 11.60

m/z 69.05 32.64%
71
5000
85
29
112 127
.”.,4”kh.”.Hl”.,.ju,..”W:.”,.l”,..%?..”,P.”,..Nq...q...q.%?ﬁ..

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 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 : VNO055353.D

Aca On : 2 May 2019 16:44

Operator : JC/SP

Sample : K2658-09 5X

Misc : 5.65a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 20 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 Octane, 3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.30 255.61 ug/Il 8730450 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3-methvl- 128 C9H20 002216-33-3 91
2 Oxalic acid. isobutvl heptvl ester 244 C13H2404 1000309-37-2 64
3 Undecane. 6-methvl- 170 C12H26 017302-33-9 59
4 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 59
5 Heptane, 4-(1-methylethyl)- 142 C10H22 052896-87-4 59
Abundance Scan 2963 (11.300 min): VN055353.D (-2951) (-) m/z 57.05 100.00%
57
5000
41
“ | g, gf 113 128 11.00 11.20 11.40 11.60
| I —— m/z 41.00 30.99%
m/z--> 20 40 60 80 100 120 140 160
Abundance #12669: Octane, 3-methyl-
57
5000 LI UL UL BN
43 11.00 11.20 11.40 11.60
m/z 43.10 30.02%
29 ‘ - 98
15 l ‘ ! ‘\ 1l 1 85 M 113 128
miz--> 20 40 60 80 100 120 140 160
Abundance
57
11.00 11.20 11.40 11.60
5000 m/z 56.10 22 .59%
41
29
70 g3 98 143
miz--> 20 40 60 80 100 120 140 160
Abundance #38334: Undecane, 6-methyl- BEARmE S o S S
57 11.00 11.20 11.40 11.60
m/z 98.10 14 _.45%
5000
43
29 - 98
(] ‘L g, 40 8 | 113 126 141 155 170
m/z--> 20 40 60 80 100 120 140 160 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 : VNO055353.D

Aca On : 2 May 2019 16:44

Operator : JC/SP

Sample : K2658-09 5X

Misc : 5.65a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 20 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 1-Ethyl-4-methylcyclohexane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.70 184.87 ug/Il 6314340 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethvl-4-methvilcvclohexane 126 C9H18 003728-56-1 87
2 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 004926-78-7 86
3 Cvclohexane. l1l-ethvl-1-methvl- 126 C9H18 004926-90-3 72
4 Cvclopentane. l1-hvdroxvmethvl-1.... 128 C8H160 1000156-73-8 64
5 Cyclohexane, 1l-bromo-4-methyl- 176 C7H13Br 006294-40-2 64
Abundance Scan 3087 (11.699 min): VN055353.D (-3082) (-) m/z 97.10 100.00%
55 o7
5000
41 126
81 11.40 11.60 11.80 12.00
67
..,....,....,....',|:~.ﬁ4.8,.-:..,...'.,....,'...f??....',...1.0,9....,..I.,.... m/z 55.00 87.68%
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 96.10 28.07%
34 ||| 48 || 62 8} 90 ||| 104111118
m/z--> 10 20 §0 40 50 60 75 80 90 100 110 120 130
Abundance
55 97
11.40 11.60 11.80 12.00
5000 a1 m/z 126.10 16.98%
27
69 126
48 | 62 8l g9 111
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11605: Cyclohexane, 1-ethyl-1-methyl-
55 97 11.40 11.60 11.80 12.00
m/z 41.00 15.92%
5000
"I'%§'I""I""P"'I""I""I""?%"'I""I"'}fi"l'%g§l"'
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 : VNO055353.D

Aca On : 2 May 2019 16:44

Operator : JC/SP

Sample : K2658-09 5X

Misc : 5.65a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 20 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 6
R.T. EstConc Area Relative to ISTD R.T.
12.05 213.81 ug/Il 7302480 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. 3.6-dimethvl- 142 C10H22 015869-94-0 91
3 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 90
4 Decane. 2.6.7-trimethvl- 184 C13H28 062108-25-2 64
5 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 59
Abundance Scan 3196 (12.050 min): VN055353.D (-3187) (-) m/z 57.10 100.00%
57
43 n
5000
113 HREURE BUMLIRIN SO BRI B
85 11.80 12.00 12.20 12.40
o b 90 ter 2 207 sz 71.10 0 62.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19170: Nonane, 3-methyl-
57
43 n
5000 29
11.80 12.00 12.20 12.40
m/z 43.10 57.74%
113
]75 ‘\ M “\ ‘\ ?\5 98 \‘ 127 142
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
o 11,80 12.00 12.20 12.40
5000 43 m/z 41.00 40.21%
29
113
85 99 127 142
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #19197: Octane, 2,6-dimethyl- A R e
57 11.80 12.00 12.20 12.40
71 m/z 56.05 31.83%
41
5000
29 a5 113
s | | J ) T er | 1o
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 : VNO055353.D

Aca On : 2 May 2019 16:44

Operator : JC/SP

Sample : K2658-09 5X

Misc : 5.65a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 20 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 4

R.T. EstConc Area Relative to ISTD R.T.
12.12 276.61 ug/Il 9447720 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 Bicvclol3.3.11nonane 124 C9H16 000280-65-9 58
3 1H-Indene. octahvdro-. trans- 124 C9H16 003296-50-2 58
4 Cvclohexene.3-propvl- 124 C9H16 003983-06-0 46
5 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 46

Abundance Scan 3218 (12.120 min): VN055353.D (-3210) (-) m/z 67.00 100.00%
67 81
57
5000 41 %
109, _124 11.80 12.00 12.20 12.40
..,....,....,....L!|..‘.‘?:””.,..'!I|!|...'.|;..--.5??~..|.|!-,....',.4.1.7,.!-..,...1.‘,‘9...,. m/z 81.00 90.59%
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 82.00 51.14%
“l““l“'WH'WM“Wd”H'””V“UV“ﬁ%'“l“““““lj'WH'w'“w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
81
a1 67 124 11,80 12.00 12.20 12.40
5000 54 96 m/z 57.05 47 .15%
89 109
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10694: 1H-Indene, octahydro-, trans- e A REAREEEEETEIe T
67 11.80 12.00 12.20 12.40
m/z 41.00 44 _66%
81
5000 96
124
41 g
7
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 : VNO055353.D

Aca On : 2 May 2019 16:44

Operator : JC/SP

Sample : K2658-09 5X

Misc : 5.65a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 20 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.
12.17 644.26 ug/Il 22004500 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 Hexane. 1-bromo-6-chloro- 198 C6H12BrClI 006294-17-3 53
4 Cvclopentane. l1-ethvl-1-methvl- 112 C8H16 016747-50-5 53
5 Ethanone, 1-(1-methylcyclopentyl)- 126 C8H140 013388-93-7 53
Abundance Scan 3233 (12.169 min): VN055353.D (-3224) (-) m/z 83.05 100.00%
B
55
5000 41
126
69 o8 | 11.80 12.00 12.20 12.40
0 B N — m/z 55.00 78.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11537: Cyclohexane, propyl-
55 83
5000 41
11.80 12.00 12.20 12.40
o7 67 126 m/z 82.00 50.42%
T ,.U..‘,...W‘,.Mh. |l"?7|4qq' [rrrr T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
83
55 11.80 12.00 12.20 12.40
5000 m/z 41.00 41.23%
41
- 112
67 o7
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #59976: Hexane, 1-bromo-6-chloro- A BREEE RS
55 8 11.80 12.00 12.20 12.40
m/z 126.10 19.93%
41
5000
27 69
ECI N O ST O R R
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40

82N042919W.M Thu May 09 14:16:57 2019 Page: 11



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO50219\
Data File : VNO055353.D

Aca On : 2 May 2019 16:44

Operator : JC/SP

Sample : K2658-09 5X

Misc : 5.65a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 20 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 unknownl2.30 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.30 134.52 ug/Il 4594640 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptanol. 2.4-dimethvl-. (R.R)... 144 C9H200 018450-73-2 38
2 Hexane. 3-ethvl- 114 C8H18 000619-99-8 35
3 Hexane. 2.3.5-trimethvl- 128 C9H20 001069-53-0 35
4 3-Ethvl-3-methvl-2-pentanol 130 C8H180 066576-22-5 35
5 2(1H)-Pyridinone, 4-hydroxy-6-me... 125 C6H7NO2 003749-51-7 35
Abundance Scan 3274 (12.300 min): VN055353.D (-3267) (-) m/z 43.10 100.00%
56 69
5000 85 125
111 12.00 12.20 12.40 12.60
b e 207 h/z 69.00  62.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21173: 1-Heptanol, 2,4-dimethyl-, (R,R)-(+)-
43
55 84
71
5000 USRS LR BN UM
29 12.00 12.20 12.40 12.60
m/z 41.00 58.96%
97
15 ‘H \‘ | \‘ mH\ " ‘ ‘\ | 1:!'1 126
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
12.00 12.20 12.40 12,60
5000 84 m/z 56.10 54 _.76%
27 57 70
15 114
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12717: Hexane, 2,3,5-trimethyl- R EREaE B
43 12.00 12.20 12.40 12.60
m/z 55.00 49_.66%
85
5000
- 57
m/z--> 20 40 80 100 120 140 160 180 200 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 : VNO055353.D

Aca On : 2 May 2019 16:44

Operator : JC/SP

Sample : K2658-09 5X

Misc : 5.65a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 20 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 Nonane, 4-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.34 278.91 ug/Il 9526130 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 4-methvl- 142 C10H22 017301-94-9 64
2 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 53
3 Octane. 2.5-dimethvl- 142 C10H22 015869-89-3 50
4 Heptane. 2.3.4-trimethvl- 142 C10H22 052896-95-4 50
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 43
Abundance Scan 3286 (12.339 min): VN055353.D (-3281) (-) m/z 57.10 100.00%
57
5000 43 71
98 il VA S Y A V)
110 123 12.00 12.20 12.40 12.60
o...,....,....,....',!...,.-.'.:,...':,....~,...5?,9..|..|,....,....,.'...,..1.??....,. m/z 43.10  42.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19173: Nonane, 4-methyl-
57
43
5000 U SRR SN I
7 12.00 12.20 12.40 12.60
o8 m/z 71.10 41.75%
‘\ M I, 85 | 112 127 142
mz> 10 20 % 40 8 80 7o 80 % 160 110 130 130 140 180
Abundance
57
43 12.00 12.20 12.40 12.60
5000 n m/z 70.10 37.10%
29
85
%9 13 142
mwmmwwwmww
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19180: Octane, 2,5-dimethyl- s m e e B AR
57 12.00 12.20 12.40 12.60
43 m/z 41.00 26.83%
5000
71
99
15 M | 85 113 127 142
m/z--> 10 20 30 40 50 eb 75 80 90 100 110 120 130 140 150 12,00 12.20 12.40 12.60

82N042919W.M Thu May 09 14:16:59 2019 Page: 13



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VNO50219\
Data File : VNO055353.D

Acq On : 2 May 2019 16:44

Operator : JC/SP

Sample - K2658-09 5X

Misc : 5.659/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 20 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, ethyl- 10.95 132.2 ug/l 4516640 3 11.41 1707750 50.0
Cyclohexane, 1,1,... 11.00 203.1 ug/l 6937160 3 11.41 1707750 50.0
unknownl11.20 11.20 364.5 ug/l 12450200 3 11.41 1707750 50.0
Octane, 3-methyl- 11.30 255.6 ug/l 8730450 3 11.41 1707750 50.0
1-Ethyl-4-methylc... 11.70 184.9 ug/l 6314340 3 11.41 1707750 50.0
Nonane, 3-methyl- 12.05 213.8 ug/l 7302480 3 11.41 1707750 50.0
Pentalene, octahy... 12.12 276.6 ug/l 9447720 3 11.41 1707750 50.0
Cyclohexane, propyl- 12.17 644._.3 ug/l 22004500 3 11.41 1707750 50.0
unknownl12 .30 12.30 134.5 ug/l 4594640 3 11.41 1707750 50.0
Nonane, 4-methyl- 12.34 278.9 ug/l 9526130 3 11.41 1707750 50.0
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