LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN101018\
Data File : VN051789.D

Aca On : 10 Oct 2018 14:30

Operator : MD\SY

Sample : J5165-20 10X

Misc : 5.25a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 14 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\82N100418W_.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 rBV3 589940 1487370 2.84% 0.296%
2 7.667 1821 1833 1852 rVB 959242 2277737 4.34% 0.453%
3 8.027 1927 1945 1968 rBV 554570 1290475 2.46% 0.256%
4 8.587 2103 2119 2145 rVB 1246126 2568865 4 _.90% 0.511%
5 9.082 2249 2273 2286 rBv2 248852 590620 1.13% 0.117%
6 10.091 2572 2587 2613 rBV2 2696245 5422478 10.34% 1.078%
7 10.432 2684 2693 2710 rVB 357805 668488 1.27% 0.133%
8 10.718 2771 2782 2794 rVB 643959 1082265 2.06% 0.215%
9 10.821 2794 2814 2826 rBV 489556 1072591 2.04% 0.213%
10 10.889 2826 2835 2843 rBV4 326974 605803 1.15% 0.120%

11 10.953 2846 2855 2862 rBV 971034 1444676 2.75% 0.287%
12 11.005 2862 2871 2882 rVB 1963558 3334248 6.36% 0.663%
13 11.124 2896 2908 2916 rBV3 1451979 2601953 4._.96% 0.517%
14 11.210 2916 2935 2951 rVB5 2523443 7140989 13.61% 1.419%
15 11.294 2951 2961 2968 rBV 552482 922805 1.76% 0.183%

16 11.406 2984 2996 3014 rBV 1863644 4079142 7.78% 0.811%
17 11.490 3015 3022 3029 rBv4 332524 532815 1.02% 0.106%
18 11.545 3030 3039 3045 rBV 1694954 2741074 5.23% 0.545%
19 11.596 3045 3055 3063 rVvVe 2417785 4744212 9.04% 0.943%
20 11.654 3064 3073 3081 rVV 8238617 15118988 28.82% 3.005%

21 11.699 3082 3087 3097 rVB2 5931369 8907131 16.98% 1.770%
22 11.760 3097 3106 3112 rBV3 1317294 2406200 4_59% 0.478%
23 11.853 3128 3135 3143 rVB3 3041678 4528090 8.63% 0.900%
24 11.924 3143 3157 3169 rBV5 12100389 29768405 56.75% 5.916%
25 12.046 3187 3195 3202 rBV 13991868 18784737 35.81% 3.733%

26 12.120 3210 3218 3224 rBV2 10777510 17641366 33.63% 3.506%
27 12.165 3224 3232 3250 rVB6 19721477 39099210 74.54% 7.771%
28 12.403 3296 3306 3316 rBV7 4906763 9653524 18.40% 1.919%
29 12.487 3317 3332 3339 rBV7 5333823 14990408 28.58% 2.979%
30 12.564 3348 3356 3372 rVB3 15610488 39296499 74.92% 7.810%

31 12.648 3372 3382 3391 rBV6 6986896 14570153 27.78% 2.896%
32 12.728 3394 3407 3416 rVV5 20397383 52451828 100.00% 10.424%
33 12.783 3417 3424 3434 rVB3 10502990 17471250 33.31% 3.472%
34 12.869 3444 3451 3458 rVV5 5333110 7336761 13.99% 1.458%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN101018\
Data File : VN051789.D

Aca On : 10 Oct 2018 14:30

Operator : MD\SY

Sample : J5165-20 10X

Misc : 5.25a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 14 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
Title

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

35 12.927 3459 3469 3472 rVV3 3865121 7771996 14.82% 1.545%

36 12.963 3473 3480 3494 rVB3 17996877 31214478 59.51% 6.204%
37 13.168 3533 3544 3552 rVV5 7099697 14344349 27.35% 2.851%
38 13.239 3553 3566 3587 rVB3 14155356 33586420 64.03% 6.675%
39 13.513 3647 3651 3669 rVB3 4978999 9909066 18.89% 1.969%
40 13.612 3670 3682 3688 rBV2 3657369 7348528 14.01% 1.460%

41 13.664 3689 3698 3708 rVB3 11620571 20303023 38.71% 4._.035%
42 13.889 3760 3768 3778 rVB 8524165 13693959 26.11% 2.722%
43 13.992 3792 3800 3810 rVB5 4774623 7998265 15.25% 1.590%
44 14.178 3848 3858 3863 rBVS5 3244455 6449530 12.30% 1.282%
45 14.294 3886 3894 3899 rBV2 1262992 1993737 3.80% 0.396%

46 14.332 3900 3906 3913 rVB2 1550303 2225254 4.24% 0.442%
47 14.525 3961 3966 3973 rVB3 423573 546636 1.04% 0.109%
48 14.583 3974 3984 3996 rVV3 3625329 6977979 13.30% 1.387%
49 14.648 3997 4004 4014 rVvB2 919958 1515698 2.89% 0.301%
50 14.850 4062 4067 4074 rVB3 508831 661565 1.26% 0.131%

Sum of corrected areas: 503173639
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN101018\
Data File : VN051789.D

Aca On : 10 Oct 2018 14:30

Operator : MD\SY

Sample : J5165-20 10X

Misc : 5.25a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 14 Sample Multiplier: 28

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N100418W._M
Quant Title : SW846 8260

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

Abundance TIC: VN051789.D
2.5e+07

2e+07

1.5e+07

1e+07

5000000

R —

Time--> 1.80 2.00 2.20 2.40 260 280 300 320 340 360 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VN051789.D
2.5e+07

2e+07
1.5e+07

1e+07 11.65

5000000
10.09

1§f7 8.03 369 9.08 /L

05— T T T T T T T T T T T T T T T T T T T [ T T T T L

T T T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10 50 11.00 11.50
Abundance TIC: VN051789.D

2e+07
13.24

13.66

1.5e+07
13

1e+07

500000011

T — — T — —T — 7 T i — 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\VN101018\
Data File : VN051789.D

Aca On : 10 Oct 2018 14:30

Operator : MD\SY

Sample : J5165-20 10X

Misc : 5.25a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 14 Sample Multiplier: 28

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N100418W._M
Quant Title : SW846 8260

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

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

Peak Number 1 Cyclohexane, 1,2,4-trimethy... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.21 87.53 ug/1 7140990 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.4-trimethvl-., (... 126 C9H18 007667-60-9 95
2 Cvclohexane. 1.3.5-trimethvl-. (... 126 C9H18 001795-26-2 91
3 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 91
4 Cvclohexane. 1.3.5-trimethvl-., (... 126 C9H18 001795-27-3 83
5 2-Pyrazoline, 1-isopropyl-5-methyl- 126 C7H14N2 026964-54-5 72
Abundance Scan 2935 (11.210 min): VN051789.D (-2916) (-) m/z 111.00 100.00%
111
69
5000 55
41 126
| | 62 || 77 84 g7 10.80 11.00 11.20 11.40 11.60
rerprrrrrrreepreeieretb 82l P Tm/z 69.00  76.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11632: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4...
69 111
55
5000 41
126 10.80 11.00 11.20 11.40 11.60
. m/z 55.00 47 .07%
84
"'|}ﬂ'|"JJl"'JJL"lJ'L'Fg'L!"TZF"”|"??|"'w""|"“|""
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 10.80 11.00 11.20 11.40 11.60
5000 m/z 41.00 28.83%
21 126
15
S N - . 2|78 T oo S0a ) |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11597: Cyclohexane, 1,3,5-trimethyl-
69 111 10.80 11.00 11.20 11.40 11.60
m/z 126.10 27 .94%
5000 o>
41 126
27
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\VN101018\
Data File : VN051789.D

Aca On : 10 Oct 2018 14:30

Operator : MD\SY

Sample : J5165-20 10X

Misc : 5.25a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 14 Sample Multiplier: 28

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N100418W._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 2,3-Dimethyl-3-heptene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.60 58.15 ug/1 4744210 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3-DimethvI-3-heptene 126 C9H18 1000113-49-3 58
2 Cvclohexane. 1.1.3.5-tetramethvl... 140 C10H20 050876-31-8 53
3 2.2-Dimethvl-3-heptene trans 126 C9H18 019550-75-5 38
4 Cvclohexane. 1.1.2-trimethvl- 126 C9H18 007094-26-0 30
5 1-Pentyn-3-ol, 3,4-dimethyl- 112 C7H120 001482-15-1 22
Abundance Scan 3056 (11.599 min): VN051789.D (-3045) (-) m/z 125.05 100.00%
83 125
55
5000 41
7
|| || || | I 140 11.20 11.40 11.60 11.80 12.00
rerprrrrprere et plie e el el e e || M7z 69.00 95.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11543: 2,3-Dimethyl-3-heptene
56
69 83
5000
41 11.20 11.40 11.60 11.80 12.00
126 m/z 83.00 85.99%
27 97
'”I”'W”'W'”LI“'MJ'P“”L'“TL'W'”W'“}ﬁ%”P'”I””I”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18068: Cyclohexane, 1,1,3,5-tetramethyl-, trans-
69 125
83
41 11.20 11.40 11.60 11.80 12.00
5000 55 m/z 55.00 67.15%
27
"W'%?W""P"'I”"I'”'I"”I"'W""P'??P'}ﬂg"'P"'I”'%?Q”'I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11576: 2,2-Dimethyl-3-heptene trans
69 11.20 11.40 11.60 11.80 12.00
m/z 41.00 46.33%
55 83
5000 41
29 111 126
.”,}?WHJM.HWN“.“hﬂ,”ﬂl”.qﬂ.w.fa.“qﬂn.“ﬂ.“.”“.”, e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN101018\
Data File : VN051789.D

Aca On : 10 Oct 2018 14:30

Operator : MD\SY

Sample : J5165-20 10X

Misc : 5.25a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 14 Sample Multiplier: 28

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N100418W._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 1-Ethyl-3-methylcyclohexane... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.65 185.32 ug/Il 15119000 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-EthvI-3-methvlcvclohexane (c.t) 126 C9H18 003728-55-0 94
2 Cvclohexane. l1l-ethvl-2-methvl- 126 C9H18 003728-54-9 91
3 1-Ethvl-4-methvilcvclohexane 126 C9H18 003728-56-1 91
4 Cvclohexane. 1-ethvl-4-methvl-., ... 126 C9H18 004926-78-7 90
5 Cyclohexane, l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 87
Abundance Scan 3072 (11.651 min): VN051789.D (-3064) (-) m/z 97.00 100.00%
o7
55
5000
At 69 g1 120 11.40 11.60 11.80 12.00
111 : : : :
0 ....,.|..1.3?....,....,....,2197.. m/z 55.00 59.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11612: 1-Ethyl-3-methylcyclohexane (c,t)
o7
55
5000
11.40 11.60 11.80 12.00
126 m/z 126.10 19.27%
'}4|"' JL |"' '|"'I|'%{l'|""|"' S SN S B
m/z--> 80 100 120 140 160 180 200
Abundance #11603. Cyclohexane, 1-ethyl-2-methyl-
55 o7
11.40 11.60 11.80 12.00
5000 m/z 41.00 17.83%
‘ ‘ 126
"'|'"wm'J'|J“'|"'Jw%%¥|J"'w"'l'“'l""w"'
m/z--> 100 120 140 160 180 200
Abundance #11575. l Ethyl-4-methylcyclohexane A i A Ve
55 o7 11.40 11.60 11.80 12.00
m/z 69.00 14 _.46%
5000
69 126
81
IIIIIUII‘I‘\‘IIIHIIIIlllllll‘llj:llllll‘lllllIIIIIIIIIIIIIIIIII
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\VN101018\
Data File : VN051789.D

Aca On : 10 Oct 2018 14:30

Operator : MD\SY

Sample : J5165-20 10X

Misc : 5.25a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 14 Sample Multiplier: 28

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N100418W._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 6
R.T. EstConc Area Relative to ISTD R.T.
11.70 109.18 ug/Il 8907130 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l-ethvl-4-methvl-. ... 126 C9H18 004926-78-7 83
2 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 006236-88-0 78
3 cis-1-Ethvl-3-methvl-cvclohexane 126 C9H18 019489-10-2 78
4 Cvclohexane. l1l-ethvl-1-methvl- 126 C9H18 004926-90-3 72
5 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 64
Abundance Scan 3087 (11.699 min): VN051789.D (-3082) (-) m/z 97.00 100.00%
7
55
5000
41 81 130 11.40 11.60 11.80 12.00
67 - - -
Ob bt e 29188 297 m/z 55.00 57.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
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 96.00 26 .88%
81 111
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #11625: Cyclohexane, 1-ethyl-4-methyl-, trans-
55 97
11.40 11.60 11.80 12.00
5000 m/z 126.10 18.93%
69 126
|"' '|' "l‘l'”L"?& ""I'%%l'l""' [rrrr T
m/z--> 60 80 100 120 140 160 180 200
Abundance #11610: cis-1-Ethyl-3-methyl-cyclohexane
55 97 11.40 11.60 11.80 12.00
m/z 41.00 10.62%
5000
69 126
81
m/z--> 20 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\VN101018\
Data File : VN051789.D

Aca On : 10 Oct 2018 14:30

Operator : MD\SY

Sample : J5165-20 10X

Misc : 5.25a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 14 Sample Multiplier: 28

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N100418W._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 Hexane, 2,4-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.85 55.50 ug/1 4528090 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 72
2 Sulfurous acid. hexvl heptvl ester 264 C13H2803S 1000309-12-9 53
3 Undecane. 4.4-dimethvl- 184 C13H28 017312-68-4 47
4 Heptane. 2.2.3.3.5.6.6-heptamethvl- 198 C14H30 007225-67-4 43
5 2,2-Dimethyl-3-heptanone 142 C9H180 019078-97-8 43
Abundance Scan 3134 (11.850 min): VN051789.D (-3128) (-) m/z 57.05 100.00%
43 Y7
85
5000
N o0 14180 1200 1220
Ol b 212 227 142 207 | a7z 43.10 0 82.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7642: Hexane, 2,4-dimethyl-
43 57
85
5000
11.60 11.80 12.00 12.20
29 71 m/z 85.10 72 .28%
5 || ) L | 99 114
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #113722: Sulfurous acid, hexyl hepty! ester
57
43 85 11,60 11.80 12.00 12.20
5000 m/z 41.00 43 _47%
29 99
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48878: Undecane, 4,4-dimethyl- R R R e
43 85 11.60 11.80 12.00 12.20
57 m/z 56.00 34 .04%
5000
71
29 141
- .,.U..\M. J.,....,.‘..??....,. S . — -r$4¥>4:¥434EZXQJX£{X;: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:\VOASRV\HPCHEM1\MSVOA N\DATA\VN101018\
Data File : VN051789.D

Aca On : 10 Oct 2018 14:30

Operator : MD\SY

Sample : J5165-20 10X

Misc : 5.25a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 14 Sample Multiplier: 28

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N100418W._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 Cyclohexane, l-ethyl-2-meth... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.92 364.89 ug/Il 29768400 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l-ethvl-2-methvl-. ... 126 C9H18 004923-77-7 53
2 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 004926-78-7 52
3 Sulfurous acid. cvclohexvimethvl._.. 388 C22H4403S 1000309-22-3 50
4 Cvclohexane. 1-ethvl-2-methvl-., ... 126 C9H18 004923-78-8 49
5 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 47
Abundance Scan 3156 (11.921 min): VN051789.D (-3143) (-) m/z 97.05 100.00%
o7
55
5000 a
69
126
85 11 | 142 11.60 11.80 12.00 12.20
ol e e e 2% || M/Z 55.00  66.20%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #11620: Cyclohexane, 1-ethyl-2-methyl-, cis-
55 97
5000 4l
11.60 11.80 12.00 12.20
69 m/z 41.00 36.69%
8 | 111 126
mz-> 20 40 60 80 100 120 140 160 180 200 '
Abundance #11622: Cyclohexane, 1-ethyl-4-methyl-, cis-
55 97
11.60 11.80 12.00 12.20
5000 41 m/z 57.05 36.64%
69
126
U "|""|""?{ "'I'%%¥ |J"'|' R N N SR
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #206604: Sulfurous acid, cyclohexylmethyl pentadecyl ester
97 11.60 11.80 12.00 12.20
m/z 43.10 30.11%
5000
55
43 71 83
29 1 || oyl 111 127 141 155 211
mz-> 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:\VOASRV\HPCHEM1\MSVOA N\DATA\VN101018\
Data File : VN051789.D

Aca On : 10 Oct 2018 14:30

Operator : MD\SY

Sample : J5165-20 10X

Misc : 5.25a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 14 Sample Multiplier: 28

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N100418W._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 Octane, 2,6-dimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.05 230.25 ug/Il 18784700 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 91
2 Nonane. 3-methvl- 142 C10H22 005911-04-6 90
3 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 80
4 Sulfurous acid. 2-ethvlhexvl hep... 432 C25H5203S 1000309-20-0 78
5 Octyl thioglycolate 204 C10H2002S 007664-80-4 72
Abundance Scan 3196 (12.050 min): VN051789.D (-3187) (-) m/z 57.05 100.00%

57
71
5000 43
113
85 11.80 12.00 12.20 12.40
o ,..-.-.,.|...9,9..!|.,1.2.7..1,4.2...,....,....,2197.. m/z 71.10 75.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19181: Octane, 2,6-dimethyl-
57
43 71
5000

11.80 12.00 12.20 12.40
m/z 43.10 49.64%

29 113
15 Ml 8 o7 | 127 142
et e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19167: Nonane, 3-methyl-
57
71 11.80 12.00 12.20 12.40
5000 43 m/z 41.00 41 .24%
29 g 112
15 \‘ 1l A - 98 | 127 142
e L B o i o o o e e RLALILII e s o e S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19198: Octane, 3,6-dimethyl- R e B R et
57 11.80 12.00 12.20 12.40
71 m/z 56.00 33.21%
5000 43
29 o 113
\‘ \‘\ if (g i 99 | 127 142
L B I o o o L B o o o o A T
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\VN101018\
Data File : VN051789.D

Aca On : 10 Oct 2018 14:30

Operator : MD\SY

Sample : J5165-20 10X

Misc : 5.25a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 14 Sample Multiplier: 28

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N100418W._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 Pentalene, octahydro-2-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.12 216.24 ug/Il 17641400 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentalene. octahvdro-2-methvl- 124 C9H16 003868-64-2 90
2 1-Undecvne 152 C11H20 002243-98-3 53
3 Cvclohexene.3-propvl- 124 C9H16 003983-06-0 49
4 1H-Indene. octahvdro-. trans- 124 C9H16 003296-50-2 49
5 Cyclohexene,3-butyl- 138 C10H18 003983-07-1 38

Abundance Scan 3218 (12.120 min): VN051789.D (-3210) (-) m/z 81.00 100.00%
7 g1
5000 41 96
5
113124 o 11.80 12.00 12.20 12.40
L X 207 -
0! S S e m/z 67.00 90.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10701: Pentalene, octahydro-2-methyl-
g1
67
5000 4l 96
11.80 12.00 12.20 12.40
55 m/z 57.10 69.11%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #25402: 1-Undecyne
41 g1
67
55
11.80 12.00 12.20 12.40
5000 29 95 m/z 82.00 47 .84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10645: Cyclohexene,3-propyl-
81 11.80 12.00 12.20 12.40
m/z 96.00 46.73%
5000
4 67
27 ‘ 55 ‘ 9 124
25 .Mu.uw ,wbu.J“..mM, }9?.,. S
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\VN101018\
Data File : VN051789.D

Aca On : 10 Oct 2018 14:30

Operator : MD\SY

Sample : J5165-20 10X

Misc : 5.25a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 14 Sample Multiplier: 28

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N100418W._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 Cyclohexane, propyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.17 479.26 ug/Il 39099200 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. propvl- 126 C9H18 001678-92-8 87
2 Cvclohexane. ethvl- 112 C8H16 001678-91-7 64
3 2-Pentene. 4.4-dimethvl-. (E)- 98 C7H14 000690-08-4 52
4 Oxalic acid. cvclohexvl nonvl ester 298 C17H3004 1000309-31-1 50
5 Oxalic acid, cyclohexyl dodecyl ... 340 C20H3604 1000309-31-4 50
Abundance Scan 3233 (12.169 min): VN051789.D (-3224) (-) m/z 83.00 100.00%
83
5000 >
41 126
67 %8 15 142 007 11.80 12.00 12.20 12.40
bt b b S A5 L A2 207 0 Thyz 55.00  51.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11539: Cyclohexane, propyl-
83
55
5000 LN SRR SUNRILN B
a1 11.80 12.00 12.20 12.40
. o7 126 m/z 82.00 50.35%
.}?“U..“”JW,JW., ”97..”,....“...,”..,.”.,..”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6668: Cyclohexane, ethyl-
83
55 11.80 12.00 12.20 12.40
5000 m/z 126.10 25.20%
41
27 67 12
“'|'U'wm'”l|ﬂ“'|l“91"“l""w"'l“"l'”'l"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3402: 2-Pentene, 4,4-dimethyl-, (E)-
83 11.80 12.00 12.20 12.40
55 m/z 41.00 24 .12%
5000
41 o8
27 69
| o |
m/z--> 20 40 60 80 100 120 140 160 180 200 11,80 12.00 12,20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN101018\
Data File : VN051789.D

Aca On : 10 Oct 2018 14:30

Operator : MD\SY

Sample : J5165-20 10X

Misc : 5.25a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 14 Sample Multiplier: 28

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N100418W._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 Cyclohexane, butyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.24 50.00 ug/1 33586400 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. butvl- 140 C10H20 001678-93-9 95
2 Cvclohexane. propvl- 126 C9H18 001678-92-8 83
3 Cvclohexane. pentvl- 154 C1l1H22 004292-92-6 83
4 Cvclohexane. undecvl- 238 C17H34 054105-66-7 80
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 80
Abundance Scan 3566 (13.239 min): VN051789.D (-3553) (-) m/z 83.00 100.00%
83
55
5000
i el uo 3.00 13.20 13.40 13.60
97 13.00 13.20 13.40 13.
ol H%Q#M*&M m/z 82.00  61.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17969: Cyclohexane, butyl-
83
55
5000
a1 13.00 13.20 13.40 13.60
29 140 m/z 55.00 56 .59%
'}?IJJ"Ph'HLI'h"I "%1'%%¥|' UL SR SR I B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11538: Cyclohexane, propyl-
83
55 R UM SRS BN SUR
13.00 13.20 13.40 13.60
5000 m/z 41.00 26 .60%
4 126
--1?.-‘-‘--‘.”---“1.-‘-“--.‘i--9-‘7.-19-9-.----.----.----.----.----
m/z--> 40 80 100 120 140 160 180 200
Abundance #27055: Cyclohexane, pentyl- e
83 13.00 13.20 13.40 13.60
55 m/z 140.10 20.83%
5000
154
97111125137
m/z--> 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\VN101018\
Data File : VN051789.D

Acq On : 10 Oct 2018 14:30

Operator : MD\SY

Sample : J5165-20 10X

Misc : 5.259/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 14 Sample Multiplier: 28

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N100418W.M
Quant Title : SW846 8260

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

|--Internal Standard---|

11.41 4079140 50.0
13.35 33586400 50.0

Cyclohexane, propyl- 12.17 479.3 ug/1 39099200
Cyclohexane, butyl- 13.24 50.0 ug/1 33586400

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Cyclohexane, 1,2,... 11.21 87.5 ug/1 7140990 3 11.41 4079140 50.0
2,3-Dimethyl-3-he... 11.60 58.1 ug/1 4744210 3 11.41 4079140 50.0
1-Ethyl-3-methylc... 11.65 185.3 ug/1 15119000 3 11.41 4079140 50.0
Cyclohexane, 1-et... 11.70 109.2 ug/1 8907130 3 11.41 4079140 50.0
Hexane, 2,4-dimet... 11.85 55.5 ug/1 4528090 3 11.41 4079140 50.0
Cyclohexane, 1-et... 11.92 364.9 ug/l 29768400 3 11.41 4079140 50.0
Octane, 2,6-dimet... 12.05 230.3 ug/l 18784700 3 11.41 4079140 50.0
Pentalene, octahy... 12.12 216.2 ug/l 17641400 3 11.41 4079140 50.0

3
4
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