LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112119\
Data File : VN059336.D

Aca On : 21 Nov 2019 15:28

Operator : JC/SP

Sample = K5957-07

Misc : 3.31a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 10 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\82N112019W_.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 7.567 1781 1802 1813 rBV 202953 517793 1.32% 0.154%
2 7.641 1813 1825 1845 rVB 423911 1013913 2.59% 0.302%
3 8.005 1921 1938 1963 rBV 243657 564988 1.44% 0.168%
4 8.567 2095 2113 2134 rBV 611110 1262599 3.22% 0.376%
5 10.082 2569 2584 2610 rBV 996834 1882570 4 .80% 0.561%
6 10.712 2769 2780 2792 rVB 505717 852608 2.17% 0.254%
7 10.815 2798 2812 2825 rBV 322941 693741 1.77% 0.207%
8 11.001 2859 2870 2881 rBV2 924610 1667063 4.25% 0.497%
9 11.120 2894 2907 2914 rBV5 682310 1269921 3.24% 0.379%
10 11.204 2915 2933 2950 rVB6 1004202 3063661 7.81% 0.913%

11 11.297 2950 2962 2972 rBV 1161257 2105220 5.37% 0.628%
12 11.403 2984 2995 3004 rBV 843912 1562036 3.98% 0.466%
13 11.541 3029 3038 3044 rBvV 606065 939865 2.40% 0.280%
14 11.596 3044 3055 3063 rVvV5 1063092 2138197 5.45% 0.637%
15 11.654 3064 3073 3080 rVvV 2130607 3956973 10.09% 1.180%

16 11.696 3081 3086 3096 rVvB2 1828573 2883572 7.36% 0.860%
17 11.757 3096 3105 3112 rBV2 728741 1366617 3.49% 0.407%
18 11.853 3127 3135 3142 rBV4 1263849 1913332 4._.88% 0.570%
19 11.924 3143 3157 3169 rBV6 4546783 11593737 29.57% 3.456%
20 11.982 3170 3175 3179 rBV3 826348 962210 2.45% 0.287%

21 12.046 3187 3195 3204 rVB 8322686 11926369 30.42% 3.555%
22 12.123 3210 3219 3222 rBV4 4170315 6559590 16.73% 1.956%
23 12.159 3224 3230 3240 rVB3 7425193 12748939 32.52% 3.801%
24 12.297 3263 3273 3282 rVB7 4561760 8219967 20.97% 2.450%
25 12.410 3295 3308 3317 rBV7 2577404 5825268 14.86% 1.737%

26 12.493 3317 3334 3339 rBV7 3081038 7646962 19.51% 2.280%
27 12.564 3349 3356 3369 rVB3 11546300 21721184 55.40% 6.475%
28 12.648 3370 3382 3392 rBV5 6076954 14888316 37.98% 4._.438%
29 12.728 3394 3407 3417 rVV6 13316801 39204852 100.00% 11.687%
30 12.783 3419 3424 3434 rVB3 9001748 14389492 36.70% 4._.290%

31 12.873 3445 3452 3458 rBV4 4481407 6206462 15.83% 1.850%
32 12.911 3459 3464 3467 rBV2 2105717 2495430 6.37% 0.744%
33 12.966 3476 3481 3495 rVB8 6225890 12257634 31.27% 3.654%
34 13.152 3533 3539 3542 rBV3 3454882 4700824 11.99% 1.401%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112119\
Data File : VN059336.D

Aca On : 21 Nov 2019 15:28

Operator : JC/SP

Sample = K5957-07

Misc : 3.31a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N112019W.M
SW846 8260

35 13.242 3553 3567 3589 rVB7 11664889 34739272 88.61% 10.356%

36 13.599 3673 3678 3686 rBV7 1630381 2575518 6.57% 0.768%
37 13.667 3689 3699 3709 rVV5 15283100 28969324 73.89%% 8.636%
38 13.715 3710 3714 3722 rVB2 3543324 4555065 11.62% 1.358%
39 13.995 3793 3801 3812 rVB5 3244938 6436435 16.42% 1.919%
40 14.178 3848 3858 3886 rVB9 8277442 24556001 62.64% 7.320%

41 14.297 3887 3895 3900 rBV2 2376174 3597227 9.18% 1.072%
42 14.336 3901 3907 3914 rBV2 3393662 4413028 11.26% 1.316%
43 14.532 3962 3968 3976 rVB3 1170361 1583188 4.04% 0.472%
44 14.596 3980 3988 3998 rVvv3 2131026 4064279 10.37% 1.212%
45 14.654 3998 4006 4016 rvVB2 2132939 3581378 9.14% 1.068%

46 14.856 4063 4069 4075 rVB3 1055184 1360692 3.47% 0.406%
47 14.892 4075 4080 4091 rVvV3 746833 1296287 3.31% 0.386%
48 14.959 4093 4101 4111 rVB4 1406318 2713140 6.92% 0.809%

Sum of corrected areas: 335442739
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112119\
Data File : VN059336.D

Aca On : 21 Nov 2019 15:28

Operator : JC/SP

Sample : K5957-07

Misc : 3.31a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N112019W.M
Quant Title : SW846 8260

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

Abundance TIC: VN059336.D
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Abundance TIC: VN059336.D

1.5e+07
1e+07

5000000

1 6?0

e

T T T T
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112119\
Data File : VN059336.D

Aca On : 21 Nov 2019 15:28

Operator : JC/SP

Sample : K5957-07

Misc : 3.31a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N112019W.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 6
R.T. EstConc Area Relative to ISTD R.T.
11.20 98.07 ug/1 3063660 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.4-trimethyl-. (... 126 C9H18 007667-60-9 94
2 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 93
3 Cvclohexane. 1.3.5-trimethvl-. (... 126 C9H18 001795-26-2 87
4 Cvclohexane. 1.3.5-trimethvl-. (... 126 C9H18 001795-27-3 74
5 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 74
Abundance Scan 2932 (11.201 min): VN059336.D (-2915) (-) m/z 111.10 100.00%
60 111
55
5000 a1
o | o R T
0....,....|i...‘.,.'...,-'.|...',.. BN NN Y 2 S0l S S m/z 69.10 95.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11633: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4...
69 111
55
41
5000
27 196 10.80 11.00 11.20 11.40 11.60
a1 m/z 55.10 63.06%
ot
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
69
111
55 10.80 11.00 11.20 11.40 11.60
5000 41 m/z 41.10 39.71%
126
27 84
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11638: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.,... AR Ra AT
69 111 10.80 11.00 11.20 11.40 11.60
4155 m/z 43.10 38.91%
5000
27 126
AE! 83 o,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.80 11.00 11.20 11.40 11.60

82N112019W.M Fri Nov 22 18:24:19 2019 Page: 4



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112119\
Data File : VN059336.D

Aca On : 21 Nov 2019 15:28

Operator : JC/SP

Sample : K5957-07

Misc : 3.31a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N112019W.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, 3-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.30 67.39 ug/l 2105220 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 72
3 Heptane. 3.5-dimethvl- 128 C9H20 000926-82-9 64
4 Heptane. 4-(l-methvlethvl)- 142 C10H22 052896-87-4 64
5 Oxalic acid, isobutyl heptyl ester 244 C13H2404 1000309-37-2 59
Abundance Scan 2963 (11.300 min): VN059336.D (-2950) (-) m/z 57.05 100.00%
57
5000
43
71 %8 11.00 11.20 11.40 11.60
Ol el el 85 18128 198207 232 | 7z 43.10 26.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12669: Octane, 3-methyl-
57
5000
43 11.00 11.20 11.40 11.60
m/z 41.05 25.72%
29 71 98
ol 15 [ 85 | 113128
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
11,00 11.20 11.40 1160 _
5000 43 m/z 56.10 20.99%
29
0 T g5 % 113 128
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12702: Heptane, 3,5-dimethyl- e R AREE B
57 11.00 11.20 11.40 11.60
m/z 98.05 16.46%
5000
43
29 ‘ 71 99
S I | 83 | 113128
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112119\
Data File : VN059336.D

Aca On : 21 Nov 2019 15:28

Operator : JC/SP

Sample : K5957-07

Misc : 3.31a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N112019W.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 Cyclohexane, 1,1,3,5-tetram... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.60 68.44 ug/1 2138200 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3.5-tetramethvl... 140 C10H20 050876-31-8 87
2 Cvclohexane. 1.1.3.5-tetramethvl... 140 C10H20 050876-32-9 72
3 Cvclooctane. 1-methvl-3-propvl- 168 C12H24 255885-37-1 64
4 2.2-Dimethvl-3-heptene trans 126 C9H18 019550-75-5 45
5 Cyclohexane, propyl- 126 C9H18 001678-92-8 25
Abundance Scan 3056 (11.599 min): VN059336.D (-3044) (-) m/z 69.10 100.00%
69 125
83
55
5000 41
11.20 11.40 11.60 11.80 12.00
0 ...,....|,'|...'~I|, Al 191207 260 281 m/z 125.05  89.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18067: Cyclohexane, 1,1,3,5-tetramethyl-, trans-
69
125
83
5000 a1 55 AR NARA RS AR
11.20 11.40 11.60 11.80 12.00
m/z 83.10 73.43%
0 .”,.U.JA.JH N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
69 125
a1 83 11.20 11.40 11.60 11.80 12.00
5000 55 m/z 55.10 58.92%
27
o 97111 | 140
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36851: Cyclooctane, 1-methyl-3-propyl-
69 11.20 11.40 11.60 11.80 12.00
m/z 41.00 40.41%
5000 83
a1 2° 125
2 97
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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\VN112119\
Data File : VN059336.D

Aca On : 21 Nov 2019 15:28

Operator : JC/SP

Sample : K5957-07

Misc : 3.31a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N112019W.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 1-Ethyl-4-methylcyclohexane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.65 126.66 ug/Il 3956970 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethvl-4-methvilcvclohexane 126 C9H18 003728-56-1 95
2 1-Ethvl-3-methvlcvclohexane (c.t) 126 C9H18 003728-55-0 94
3 Cvclohexane. 1-ethvl-2-methvl-. ... 126 C9H18 004923-78-8 87
4 Cvclohexane. 1-ethvl-4-methvl-., ... 126 C9H18 004926-78-7 87
5 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 81
Abundance Scan 3072 (11.651 min): VN059336.D (-3064) (-) m/z 97.10 100.00%
55 g7
5000
n 69 126 11.40 11.60 11.80 12.00
111 : : : :
0 ...,....',|"...n!l,.l.'n..?l?.. ' ....,.|...,.... 28,282 260 7785 10 79.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #11575: 1-Ethyl-4-methylcyclohexane
55 g7
5000
11.40 11.60 11.80 12.00
41 69 126 m/z 41.05 21.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
55 97
11.40 11.60 11.80 12.00
5000 m/z 126.10 16.96%
41 69 126
ol 14 21 83 | 111
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #11624: Cyclohexane, 1-ethyl-2-methyl-, trans-
55 97 11.40 11.60 11.80 12.00
m/z 69.10 15.19%
5000
41
69 126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112119\
Data File : VN059336.D

Aca On : 21 Nov 2019 15:28

Operator : JC/SP

Sample : K5957-07

Misc : 3.31a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N112019W.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-4-meth... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.70 92.30 ug/1 2883570 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l-ethvl-4-methvl-., ... 126 C9H18 004926-78-7 90
2 1-Ethvl-4-methvlcvclohexane 126 C9H18 003728-56-1 87
3 Cvclohexane. l1l-ethvl-2-methvl- 126 C9H18 003728-54-9 72
4 Cvclohexane. 1-bromo-4-methvl- 176 C7H13Br 006294-40-2 59
5 4-Octen-3-one 126 C8H140 014129-48-7 59
Abundance Scan 3087 (11.699 min): VN059336.D (-3081) (-) m/z 97.10 100.00%
g7
55
5000 ~AJV\
an | o om 1T6138 - 1140 11.60 11.80 12.00
Ol et e Al e 2232 | m/Z 55.05  78.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11621: Cyclohexane, 1-ethyl-4-methyl-, cis-
55 97
5000 a1
27 11.40 11.60 11.80 12.00
69 126 m/z 96.10 26.86%
0 N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
55 97
11.40 11.60 11.80 12.00
5000 m/z 126.10 16.46%
4 69 126
27 81 111
S R R A L S L SRS SRS R A SRR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11603: Cyclohexane, 1-ethyl-2-methyl-
55 97 11.40 11.60 11.80 12.00
m/z 41.00 11.63%
5000
126
0.,”..,”..,”..,”..,E%¥,.”.,.”. SN
m/z--> 100 120 140 160 180 200 220 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112119\
Data File : VN059336.D

Aca On : 21 Nov 2019 15:28

Operator : JC/SP

Sample : K5957-07

Misc : 3.31a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N112019W.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 Hexane, 2,4-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.85 61.24 ug/1 1913330 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 Octane. 2.5.6-trimethvl- 156 C11H24 062016-14-2 64
3 4.4-Dimethvl octane 142 C10H22 015869-95-1 59
4 Heptane. 2.2.3.3.5.6.6-heptamethvl- 198 C14H30 007225-67-4 53
5 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 50

Abundance Scan 3134 (11.850 min): VN059336.D (-3127) (-) m/z 57.10 100.00%

57

5000 85

=

11.60 11.80 12.00 12.20

127
Ol prrrrprrre s ,..l'l..,...1.?9...,....1(4.2]..,....,.1.9.1.,.... 28 | m/z 43.10  84.27%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7641: Hexane, 2,4-dimethyl-
43
5000 85 L o e e N
11. 60 11. 80 12. OO 12. 20
2 m/z 85.10 47 .50%
7
NI N O o A
e e e e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
L B N R S
11.60 11.80 12.00 12.20
5000 m/z 41.00 32.74%
41
85
0 26 100 127 156
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19177: 4,4-Dimethyl octane I R R B
57 11.60 11.80 12.00 12.20
85 m/z 56.10 28.67%
5000
4
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112119\
Data File : VN059336.D

Aca On : 21 Nov 2019 15:28

Operator : JC/SP

Sample : K5957-07

Misc : 3.31a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N112019W.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 2-Hexene, 3,4,4-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.92 371.11 ug/l 11593700 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexene. 3.4.4-trimethvl- 126 C9H18 053941-19-8 53
2 Cvclohexane. 1-ethvl-2-methvl- 126 C9H18 003728-54-9 53
3 Cvclohexane. 1-ethvl-2-methvl-. ... 126 C9H18 004923-78-8 49
4 3.5-Dimethv1-3-heptene 126 C9H18 059643-68-4 49
5 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 49

Abundance Scan 3156 (11.921 min): VN059336.D (-3143) (-) m/z 97.05 100.00%

55 o
5000 w\/\}\

126 11. 60 11. 80 12. 00 12. 20

191 207

0 m/z 55.10 86.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11569: 2-Hexene, 3,4,4-trimethyl-
55 o7
5000 41
69 11.60 11.80 12.00 12.20
27 196 m/z 57.10 58.62%
L)
0.”“.”“.L“n”“.”“J”“.”“.”“.”“.”..”..”..”“.”“.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 97
R AR
11.60 11.80 12.00 12.20
5000 m/z 43.10 48 .54%
41 69
. 27 33 111126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11624: Cyclohexane, 1-ethyl-2-methyl-, trans- PR
55 97 11.60 11.80 12.00 12.20
m/z 41.00 43.01%
5000
41
69 126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20

82N112019W.M Fri Nov 22 18:24:25 2019 Page: 10



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112119\
Data File : VN059336.D

Aca On : 21 Nov 2019 15:28

Operator : JC/SP

Sample : K5957-07

Misc : 3.31a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N112019W.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 Octane, 2,6-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.05 381.76 ug/Il 11926400 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 83
3 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 80
4 Butane. 2.2-dimethvl- 86 C6H14 000075-83-2 59
5 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 59
Abundance Scan 3196 (12.049 min): VN059336.D (-3187) (-) m/z 57.10 100.00%
g7
71

5000

11.80 12.00 12.20 12.40

127142

191 208

o m/z 71.10 81.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19197: Octane, 2,6-dimethyl-
57
71
41
5000
11.80 12.00 12.20 12.40
2 g5 113 m/z 43.10 64 .10%
0 1 | 99 || 127142
B O B R R RN R R RS a s e a s e a s R Ry
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
PP T T
71 11.80 12.00 12.20 12.40
5000 43 m/z 41.05 43.93%
29 85 112
0 15 127142
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19198: Octane, 3,6-dimethyl- B e
57 11.80 12.00 12.20 12.40
71 m/z 56.10 42 .28%
5000 43
29 o 113
T e e e T e e T e R B e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112119\
Data File : VN059336.D

Aca On : 21 Nov 2019 15:28

Operator : JC/SP

Sample : K5957-07

Misc : 3.31a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N112019W.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 Octane, 3,5-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.12 209.97 ug/Il 6559590 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 53
2 Nonane. 4-methvl- 142 C10H22 017301-94-9 49
3 Isobutvl octvl carbonate 230 C13H2603 1000372-74-6 47
4 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 43
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 43
Abundance Scan 3218 (12.120 min): VN059336.D (-3210) (-) m/z 57.10 100.00%
g7
5000

11.80 12.00 12.20 12.40

0 m/z 71.10 48 .99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19195: Octane, 3,5-dimethyl-
57
43 71
5000
11.80 12.00 12.20 12.40
29 m/z 43.10 47 .37%
85 99113
o 142
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
R ARREERE RS RS EEEE
11.80 12.00 12.20 12.40
5000 m/z 41.00 40.65%
71
29 98
0 112127142
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #85972: Isobutyl octyl carbonate T
57 11.80 12.00 12.20 12.40
m/z 81.10 37.67%
5000
71

112
97 | 129 157 175

0'”P'”P"P'“P'”P”'P”'P“'P“"”"“"”"”W'”W'“

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112119\
Data File : VN059336.D

Aca On : 21 Nov 2019 15:28

Operator : JC/SP

Sample : K5957-07

Misc : 3.31a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N112019W.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 wunknownl2.16 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.16 408.09 ug/Il 12748900 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclooctanone 126 C8H140 000502-49-8 43
2 Furan. 2-methoxv- 98 C5H602 025414-22-6 38
3 Cvclohexane. propvl- 126 C9H18 001678-92-8 38
4 2-Pentene. 3.4-dimethvl-. (BE)- 98 C7H14 004914-92-5 38
5 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 27
Abundance Scan 3230 (12.159 min): VN059336.D (-3224) (-) m/z 57.10 100.00%
7
98
5000 43 83
126 11.80 12.00 12.20 12.40
o 2 e s %2 Tn/z 98.10 56.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11323: Cyclooctanone
55 98
41
5000 84
27 20 11.80 12.00 12.20 12.40
126 m/z 43.10 51.28%
0 112
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
83 98
11.80 12.00 12.20 12.40
5000 m/z 83.10 51.05%
7 55
o 13 41
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11539: Cyclohexane, propyl-
83 11.80 12.00 12.20 12.40
m/z 41.10 47 .86%
55
5000
41
27 126
Ol b b o e SAAMEEE——S A SRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.80 12.00 12.20 12.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN112119\
Data File : VN059336.D

Acq On : 21 Nov 2019 15:28

Operator : JC/SP

Sample - K5957-07

Misc : 3.31g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N112019W .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, 1,2,... 11.20 98.1 ug/1 3063660 3 11.41 1562040 50.0
Octane, 3-methyl- 11.30 67.4 ug/l 2105220 3 11.41 1562040 50.0
Cyclohexane, 1,1,... 11.60 68.4 ug/1 2138200 3 11.41 1562040 50.0
1-Ethyl-4-methylc... 11.65 126.7 ug/l 3956970 3 11.41 1562040 50.0
Cyclohexane, 1-et... 11.70 92.3 ug/1 2883570 3 11.41 1562040 50.0
Hexane, 2,4-dimet... 11.85 61.2 ug/l1 1913330 3 11.41 1562040 50.0
2-Hexene, 3,4,4-t_.. 11.92 371.1 ug/l 11593700 3 11.41 1562040 50.0
Octane, 2,6-dimet... 12.05 381.8 ug/l 11926400 3 11.41 1562040 50.0
Octane, 3,5-dimet... 12.12 210.0 ug/l 6559590 3 11.41 1562040 50.0

3

unknownl2.16 12.16 408.1 ug/1 12748900 11.41 1562040 50.0
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