LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN100818\

Data File : VN051729.D

Acq On - 8 Oct 2018 12:31

Operator : MD\SY

Sample - J5165-02 :
Misc - 6.24g/5mL/100uL/5 .00mL/MSVOA_N/MEOH SR A A
ALS Vial : 12 Sample Multiplier: 28

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 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\82N100418W .M
Title : SW846 8260
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 7.590 1789 1809 1821 rBV 478248 1212836 11.26% 1.103%
2 7.664 1821 1832 1853 rVB 734373 1716263 15.93% 1.561%
3 8.027 1928 1945 1965 rBV 461849 1080372 10.03% 0.983%
4 8.252 1985 2015 2018 rBV3 53476 213443 1.98% 0.194%
5 8.587 2103 2119 2140 rBV 1001222 2058596 19.11% 1.873%
6 10.091 2566 2587 2617 rBV 1821673 3436889 31.90% 3.126%
7 10.718 2771 2782 2796 rVB 166580 278776 2.59% 0.254%
8 10.821 2799 2814 2827 rBV 96457 214513 1.99% 0.195%
9 11.005 2857 2871 2881 rBvV2 308192 596460 5.54% 0.543%
10 11.124 2896 2908 2916 rBV5 228742 424126 3.94% 0.386%

11 11.210 2916 2935 2951 rVB6 336348 1024548 9.51% 0.932%
12 11.297 2951 2962 2972 rBV 340432 597611 5.55% 0.544%
13 11.406 2983 2996 3015 rBV 1415530 2630600 24.42% 2.393%
14 11.542 3029 3038 3045 rBvV 207099 339010 3.15% 0.308%
15 11.596 3045 3055 3064 rvve 313888 644131 5.98% 0.586%

16 11.654 3064 3073 3080 rVvVv 587760 1123056 10.43% 1.022%
17 11.699 3082 3087 3097 rVB 571951 873591 8.11% 0.795%
18 11.760 3097 3106 3111 rBvV2 185138 321607 2.99% 0.293%
19 11.850 3127 3134 3143 rVB3 472734 725229 6.73% 0.660%
20 11.924 3143 3157 3168 rBV6 1501208 3551875 32.97% 3.231%

21 11.979 3170 3174 3179 rVV3 224870 245536 2.28% 0.223%
22 12.043 3186 3194 3203 rVB 2708427 3824668 35.50% 3.479%
23 12.120 3210 3218 3222 rBV4 901725 1455669 13.51% 1.324%
24 12.152 3223 3228 3238 rVB3 1814565 2876828 26.71% 2.617%
25 12.297 3264 3273 3279 rBV7 1107083 2023119 18.78% 1.840%

26 12.336 3280 3285 3294 rVB 2433980 3539307 32.86% 3.219%
27 12.403 3294 3306 3317 rVB5 1974354 3920615 36.40% 3.566%
28 12.493 3317 3334 3340 rBV8 817764 2206119 20.48% 2.007%
29 12.561 3348 3355 3371 rVB3 2581898 5426602 50.38% 4._.936%
30 12.644 3371 3381 3391 rBV7 1207211 2690151 24.97% 2.447%

31 12.728 3393 3407 3416 rBV5 3245167 8123209 75.41% 7.389%
32 12.869 3444 3451 3458 rBV5 1289989 1987098 18.45% 1.808%
33 12.963 3473 3480 3493 rVB 6782686 10772272 100.00% 9.799%
34 13.040 3495 3504 3512 rVB2 2329276 3888748 36.10% 3.537%

82N100418W.M Sat Oct 20 01:27:38 2018 Page: 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN100818\
Data File : VN051729.D

Acq On - 8 Oct 2018 12:31

Operator : MD\SY

Sample - J5165-02 :
Misc - 6.24g/5mL/100uL/5 .00mL/MSVOA_N/MEOH SR A A
ALS Vial : 12 Sample Multiplier: 28

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 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\82N100418W.M
SW846 8260

35 13.091 3513 3520 3529 rBV3 1195227 1801291 16.72% 1.639%

36 13.146 3531 3537 3541 rBV3 1210739 1743438 16.18% 1.586%
37 13.239 3552 3566 3573 rBV5 2658192 5223846 48.49% 4.752%
38 13.342 3593 3598 3608 rVB 1672991 2563440 23.80% 2.332%
39 13.612 3671 3682 3688 rBV2 636773 1448489 13.45% 1.318%
40 13.664 3689 3698 3707 rVV5 2766675 5284848 49.06% 4.807%

41 13.712 3709 3713 3721 rVB2 926708 1241668 11.53% 1.129%
42 13.834 3746 3751 3761 rVB5 1331945 1904966 17.68% 1.733%
43 13.886 3762 3767 3776 rVB2 1466739 2241517 20.81% 2.039%
44 13.934 3778 3782 3791 rVB2 717621 992521 9.21% 0.903%
45 13.992 3792 3800 3810 rVB4 952654 1696795 15.75% 1.543%

46 14.178 3848 3858 3865 rBV6 1138660 2355486 21.87% 2.143%
47 14.249 3874 3880 3888 rVB 1065957 1482996 13.77% 1.349%
48 14.294 3889 3894 3900 rvv4 368989 490624 4 _55% 0.446%
49 14.332 3901 3906 3913 rVB4 478318 604906 5.62% 0.550%
50 14.525 3960 3966 3974 rVB2 370137 510612 4.74% 0.464%

51 14.590 3976 3986 3996 rVvv4 638920 1396084 12.96% 1.270%
52 14.644 3996 4003 4015 rVB3 437467 778514 7.23% 0.708%
53 14.850 4062 4067 4073 rBV3 112110 129715 1.20% 0.118%

Sum of corrected areas: 109935229
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN100818\

Data File : VN051729.D

Acg On - 8 Oct 2018 12:31

Operator : MD\SY

Sample - J5165-02 :
Misc - 6.24g/5mL/100uL/5 .00mL/MSVOA_N/MEOH SR A A
ALS Vial : 12 Sample Multiplier: 28

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N100418W .M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VN051729.D
8000000

6000000

4000000

2000000

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: VN051729.D
8000000

6000000
4000000

2000000 10.09
11.41

66 1185
75 8.03 550
/\& 8.25 j\ 10-16-821%MM'

) SNNR/A'A GRS --- SED 5 G | W A2V .7 V) W A4
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN051729.D

8000000 12,96

6000000

4000000

2000000

— — — 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\VN100818\
Data File : VN051729.D

Acg On - 8 Oct 2018 12:31

Operator : MD\SY

Sample - J5165-02 :
Misc - 6.24g/5mL/100uL/5 .00mL/MSVOA_N/MEOH SR A A
ALS Vial : 12 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N100418W .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, l-ethyl-2-meth... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.92 67.51 ug/1 3551880 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 55
2 2-Hexene, 3,4,4-trimethyl- 126 C9H18 053941-19-8 49
3 Cyclohexane, l1l-ethyl-2-methyl- 126 C9H18 003728-54-9 49
4 4-Octen-3-one 126 C8H140 014129-48-7 43
5 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 43
Abundance Scan 3156 (11.921 min): VN051729.D (-3143) (-) m/z 97.00 100.00%
55 g7
41
5000
70
85 126
11 | 142 11.60 11.80 12.00 12.20
0 e 22~ m/z 55.00 80.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11624: Cyclohexane, 1-ethyl-2-methyl-, trans-
55 97
5000 UL IR SN SRR SRR
41 11.60 11.80 12.00 12.20
29 69 o 126 m/z 57.00 65.23%
SECR I T A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11569: 2-Hexene, 3,4,4-trimethyl-
97
55
11,60 11.80 12.00 12.20
5000 a1 m/z 41.00 57.47%
69
126
“ 83 | 1
mz-> """J = & o e o o o o e
Abundance #11603: Cyclohexane, 1-ethyl-2-methyl-
55 97 11.60 11.80 12.00 12.20
m/z 43.05 54 _72%
5000
‘ 126
...,...ﬂm.ﬂ.,mm.,...m“%%¥,...w....,.”.,....“... P e
m/z--> 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:\voasrv\HPCHEM1\MSVOA N\Data\VN100818\

Data File : VN051729.D

Acg On - 8 Oct 2018 12:31

Operator : MD\SY

Sample - J5165-02 :
Misc - 6.24g/5mL/100uL/5 .00mL/MSVOA_N/MEOH SR A A
ALS Vial : 12 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N100418W .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 2 Nonane, 3-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.04 72.70 ug/1 3824670 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane, 3-methyl- 142 C10H22 005911-04-6 91
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 90
3 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 72
4 Octane, 1,1"-oxybis- 242 C16H340 000629-82-3 64
5 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 64
Abundance Scan 3193 (12.040 min): VN051729.D (-3186) (-) m/z 57.00 100.00%
g7
71
43
5000
‘ o 113
11.80 12.00 12.20 12.40
99 127 142
.”,””“.”“”Jﬁnwslh”.qh”,J”“.”“”.J”w.”w”.w””,. m/z 71.00 68.51%
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 43.00 55.51%
113
15 |. Ll .”. Jo 8 e | 127 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19197: Octane, 2,6-dimethyl-
57
1 R SUMIULN SO SO IR
a1 11.80 12.00 12.20 12.40
5000 m/z 41.00 47 .32%
29 ‘ g5 113
"W'%?W"j“"'jJ"'P“'lP"Jl“"l”t'l”??l'”'lﬂ”'l'}gz"”ﬁﬁ?"P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19185: Octane, 3,6-dimethyl- R RRRaS ma e
57 11.80 12.00 12.20 12.40
m/z 56.00 34.73%
71
5000 43
29
113
\‘ “‘ Lol 8 g9 - 137 142
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\VN100818\
Data File : VN051729.D

Acq On : 8 Oct 2018 12:31

Operator : MD\SY

Sample - J5165-02

Misc : 6.249/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 12 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N100418W .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 Heptane, 3-ethyl-2-methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.15 54.68 ug/1 2876830 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 80
2 1-Propene, 1,1"-oxybis-, (Z,2)- 98 C6H100 004696-27-9 50
3 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 50
4 1-Propene, 1,1"-oxybis-, (E,Z)- 98 C6H100 004696-29-1 50
5 Ether, tert-butyl isopropylidene... 154 C10H180 024524-56-9 42

Abundance Scan 3227 (12.149 min): VN051729.D (-3223) (-) m/z 57.00 100.00%
57
5000
11.80 12.00 12.20 12.40
m/z 98.05 51.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19217: Heptane, 3-ethyl-2-methyl-
57
5000 41 98
11.80 12.00 12.20 12.40
m/z 43.00 43.41%
29 | o b
14 Al N 113 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3265: 1-Propene, 1,1-oxybis-, (Z,2)-
41 57
98 11.80 12.00 12.20 12.40
5000 m/z 41.00 39.35%
69
29
83
'W”'W“mW”JHMA%J“P”'V”WJ”W”'ﬁ””I””P'”P”'P”W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19183: Octane, 2,3-dimethyl- T T
57 11.80 12.00 12.20 12.40
m/z 56.00 19.69%
5000 43
s 71 98
L 1l M‘ 85 M 113 127 142
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\VN100818\
Data File : VN051729.D

Acq On : 8 Oct 2018 12:31

Operator : MD\SY

Sample - J5165-02

Misc : 6.249/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 12 Sample Multiplier: 28

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N100418W .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 4 Nonane, 4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.34 67.27 ug/l 3539310 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane, 4-methyl- 142 C10H22 017301-94-9 64
2 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 53
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 47
4 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 47
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 38
Abundance Scan 3286 (12.339 min): VN051729.D (-3280) (-) m/z 57.00 100.00%
57
5000
4 98
81 123 145 12.00 12.20 12.40 12.60
0 .,....,....'J'..:',.':..,...l,....,....,....,....,....,.... 8L | m/z 43.00  51.41%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19166: Nonane, 4-methyl-
57
5000 JRUMRIAR SRR SN SRS I

12,00 12.20 12.40 12.60
m/z 71.00 49.16%

113127142

m/z--> 0O 20 40 60 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 4 m/z 70.00 44.08%
99
h 83 |
qn.qnn,nup.”P”.P”q.”q”.qun,nup.”“”.“”q.”w”
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3980: Hexane, 3-methyl- e e B m e S SR
43 12.00 12.20 12.40 12.60
m/z 41.00 32.53%
5000 71
2
1 ‘ [, 19
B RN L S o o o o S EARRNRERESRARESSanEs e e e e N
m/z--> 0O 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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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN100818\

Data File : VN051729.D

Acg On - 8 Oct 2018 12:31

Operator : MD\SY

Sample - J5165-02 :
Misc - 6.24g/5mL/100uL/5 .00mL/MSVOA_N/MEOH SR A A
ALS Vial : 12 Sample Multiplier: 28

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N100418W .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 5 unknownl2.49 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.49 43.03 ug/1 2206120 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclooctane, butyl- 168 C12H24 016538-93-5 43
2 3-Ethyl-1,5-octadiene 138 C10H18 1000114-87-7 41
3 2-Hexene, 4-ethyl-2,3-dimethyl- 140 C10H20 1000149-19-7 38
4 3-Nonene, 3-methyl-, (E)- 140 C10H20 069405-42-1 27
5 3-Hexene, 2,5-dimethyl-, (E)- 112 C8H16 000692-70-6 22
Abundance Scan 3333 (12.490 mm) VN051729.D (-3317) (-) m/z 111.00 100.00%
5000
123 12.20 12.40 12.60 12.80
”..,.J?ﬁ..”,....EQZ. m/z 69.00 94.78%
m/z--> 100 120 140 160 180 200
Abundance #36763. Cyclooctane, butyl-
69
111
5000 L B UL I B
12.20 12.40 12,60 12.80
m/z 57.00 78.23%
83
o7
miz--> "o 100 o 1do 1o 1o 3o
Abundance #16879: 3-Ethyl-1,5-octadiene
41 60
12.20 12.40 12.60 12.80
5000 m/z 55.00 69.70%
109
27 53 79 95
.|.‘.‘..‘|...M.|.“‘..”l“...‘.|..‘..]|'2.3..1.3|8....|....|....|....
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #18035: 2-Hexene, 4-ethyl-2,3-dimethyl- R R e
69 12.20 12.40 12.60 12.80
m/z 41.00 68.04%
41 g5 111
5000
83 140
H ‘H \ | ‘ 9\5 | 125 ‘
m/z--> 20 40 ' % 100 120 140 160 180 200 1220 12.40 12,60 12.80
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN100818\

VNO51729.D

8 Oct 2018 12:31
MD\SY

J5165-02

6.249/5mL/100uL/5.00mL/MSVOA_N/MEOH

12 Sample Multiplier: 28

SW846 8260

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N100418W .M

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 Cyclohexane, 1-methyl-4-(1-...

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.64 52.47 ug/1 2690150 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 53
2 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 49
3 1-Methyl-4-(1-methylethyl)-cyclo... 140 C10H20 000099-82-1 46
4 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 43
5 Cyclohexane, 1l-methyl-3-(1-methy... 140 C10H20 016580-24-8 43

Abundance Scan 3380 (12.641 min): VN051729.D (-3371) (-) m/z 55.00 100.00%
55 7
81
41 69
5000 111
140 12,40 12.60 12.80 13.00
123
B Ml = S— R m/z 97.00 96.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18076: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis-
55
97
5000
41 12.40 12.60 12.80 13.00
27 69 81 m/z 81.00 68 .45%
140
" '|'d"|h' 'JI}}p'}??"I""I""I""I"'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18078: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans-
55 97
12,40 12,60 12.80 13.00
5000 m/z 69.00 50.72%
I 69 8l 140
27
..}?,.U..¢ﬂ.uﬂq.wh. “...J,?P?.}??..;....,....,....,...
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18059: 1-Methyl-4-(1-methylethyl)-cyclohexane e e
55 12.40 12.60 12.80 13.00
41 97 m/z 41.00 47 .32%
5000
27
69 81 140
S S P O R e s VA
m/z--> 20 40 60 80 100 120 140 160 180 200 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN100818\

Data File : VN051729.D

Acg On - 8 Oct 2018 12:31

Operator : MD\SY

Sample - J5165-02 :
Misc - 6.24g/5mL/100uL/5 .00mL/MSVOA_N/MEOH SR A A
ALS Vial : 12 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N100418W .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 Cyclohexane, 1,1-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.73 158.44 ug/Il 8123210 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 70
2 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 59
3 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 59
4 Cyclohexane, l-ethyl-2-methyl- 126 C9H18 003728-54-9 59
5 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 59
Abundance Scan 3408 (12.731 min): VN051729.D (-3393) (-) m/z 97.00 100.00%
g7
55
5000
6 20 12.40 12.60 12.80 13.00
18 ! m/z 55.00 73.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #6750: Cyclohexane, 1,1-dimethyl-
97
55
5000 41 69 A DA AR LA IARRE
12:40 12.60 12.80 13.00
27 m/z 69.00 31.69%
14 84 | 112
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #11610: cis-1-Ethyl-3-methyl-cyclohexane
55 97
12.40 12.60 12.80 13.00
5000 m/z 41.00 31.16%
4l | 69 126
27
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #11621: Cyclohexane, 1-ethyl-4-methyl-, cis- L B R
55 97 12.40 12.60 12.80 13.00
m/z 96.00 19.26%
5000 41
27
“ 69 126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN100818\

Data File : VN051729.D

Acg On - 8 Oct 2018 12:31

Operator : MD\SY

Sample - J5165-02 :
Misc - 6.24g/5mL/100uL/5 .00mL/MSVOA_N/MEOH SR A A
ALS Vial : 12 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N100418W .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, butyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.24 101.89 ug/Il 5223850 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 93
2 Cyclohexane, undecyl- 238 C17H34 054105-66-7 86
3 Cyclohexane, propyl- 126 C9H18 001678-92-8 83
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 80
5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 80
Abundance Scan 3566 (13.239 min): VN051729.D (-3552) (-) m/z 83.00 100.00%
a3
55
5000
41
o 1 e o " 13.00 13.20 13.40 13.60
112125 : : : :
154166 207 m/z 55.00 61.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #17969: Cyclohexane, butyl-
a3
55
5000 LB SULRLN UL B SR
a 13.00 13.20 13.40 13.60
29 67 140 m/z 82.00 61.01%
MO GOSN A N DN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92571: Cyclohexane, undecy!-
83
55 13.00 13.20 13.40 13.60
5000 m/z 41.00 30.76%
41
?Mwqummmm 238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #11537: Cyclohexane, propyl- L B S L IR B
55 83 13.00 13.20 13.40 13.60

m/z 140.10 18.58%

5000 41

27 67 126
| b b 97109

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN100818\

Data File : VN051729.D

Acg On - 8 Oct 2018 12:31

Operator : MD\SY

Sample - J5165-02 :
Misc - 6.24g/5mL/100uL/5 .00mL/MSVOA_N/MEOH SR A A
ALS Vial : 12 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N100418W .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 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.89 43.72 ug/1 2241520 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94
2 Benzene, 1l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 93
4 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 93
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 93

Abundance Scan 3768 (13.889 min): VN051729.D (-3762) (-) m/z 119.00 100.00%
119
5000
134
91 105
43 57 71 13.60 13.80 14.00 14.20
Oberrrprrrhr bbbl 183170 209 267281 | hz57134 00 31.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 13.60 13.80 14.00 14.20

m/z 105.00 15.67%
15 39 63 77 91105

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-
119
13.60 13.80 14.00 14.20
5000 m/z 91.00 13.24%
134

91
77
15 39 63’ 1%
R e m Lon s m s o e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl- e
119 13.60 13.80 14.00 14.20
m/z 120.00 10.07%
5000
91 134
77 ] 105
”.W?ZHP?i,””,”.W.HW.H.P.”P.” N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN100818\

Data File : VN051729.D

Acg On - 8 Oct 2018 12:31

Operator : MD\SY

Sample - J5165-02 :
Misc - 6.24g/5mL/100uL/5 .00mL/MSVOA_N/MEOH SR A A
ALS Vial : 12 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N100418W .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, pentyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.18 45.94 ug/1 2355490 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, pentyl- 154 C11H22 004292-92-6 60
2 1-Methylbicyclo[3.3.0]Joctane-3,7... 152 C9H1202 021170-08-1 53
3 Cyclohexane, butyl- 140 C10H20 001678-93-9 43
4 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 43
5 Cyclohexane, octyl- 196 C14H28 001795-15-9 43
Abundance Scan 3859 (14.181 min): VN051729.D (-3848) (-) m/z 83.00 100.00%
a3
>0 ML
13:80 14.00 14.20 14.40
m/z 82.00 68.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27055: Cyclohexane, pentyl-
83
55
5000 AL VAR SR AN B &
13.80 14.00 14.20 14.40
4l . . m/z 55.00 53.49%
21 97111125139 |
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 240 260 280
Abundance #26045: 1-MethyIbicyclo[3.3.0]octane-3,7-dione
T 83 UV SRS AR
13.80 14.00 14.20 14.40
5000 a1 | e m/z 105.00 37.48%
152
109124
N I . —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #17969: Cyclohexane, butyl-
83 13.80 14.00 14.20 14.40
m/z 41.00 27.85%
55
5000
41
140
9
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN100818\
Data File : VN051729.D

Acq On - 8 Oct 2018 12:31

Operator : MD\SY

Sample - J5165-02 :
Misc - 6.24g/5mL/100uL/5 .00mL/MSVOA_N/MEOH SR A A
ALS Vial : 12 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N100418W .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-et... 11.92 67.5 ug/1 3551880 3 11.41 2630600 50.0
Nonane, 3-methyl- 12.04 72.7 ug/1l 3824670 3 11.41 2630600 50.0
Heptane, 3-ethyl-_.. 12.15 54.7 ug/1 2876830 3 11.41 2630600 50.0
Nonane, 4-methyl- 12.34 67.3 ug/l 3539310 3 11.41 2630600 50.0
unknownl12 .49 12.49 43.0 ug/l 2206120 4 13.35 2563440 50.0
Cyclohexane, 1-me... 12.64 52.5 ug/1 2690150 4 13.35 2563440 50.0
Cyclohexane, 1,1-... 12.73 158.4 ug/1 8123210 4 13.35 2563440 50.0
Cyclohexane, butyl- 13.24 101.9 ug/l 5223850 4 13.35 2563440 50.0
Benzene, 2-ethyl-_.. 13.89 43.7 ug/l 2241520 4 13.35 2563440 50.0

4

Cyclohexane, pentyl- 14.18 45.9 ug/1 2355490 13.35 2563440 50.0
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