LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA N\DATA\VN100818\

Data File : VNO51730.D

Aca On - 8 Oct 2018 12:55

Operator : MD\SY

Sample - J5165-03 10X

Misc - 5.71a/5mL/100uL/5.00mL/MSVOA_N/MEOH B2 i = O e D
ALS Vial : 13 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 1791 1810 1821 rBV 535437 1319008 10.60% 0.918%
2 7.667 1821 1833 1855 rVB 821017 1950088 15.68% 1.357%
3 8.030 1927 1946 1967 rBV 513931 1193735 9.60% 0.831%
4 8.275 1988 2022 2024 rBv4 49950 217669 1.75% 0.151%
5 8.586 2102 2119 2141 rBvV 1110747 2299492 18.49% 1.600%
6 10.091 2572 2587 2617 rBVY 2090210 3882322 31.21% 2.702%
7 10.432 2685 2693 2707 rVB2 90844 170193 1.37% 0.118%
8 10.718 2771 2782 2795 rVB 249343 417872 3.36% 0.291%
9 10.821 2796 2814 2827 rBV2 144687 323889 2.60% 0.225%
10 11.008 2858 2872 2882 rBvV 543798 1049571 8.44% 0.730%

11 11.059 2883 2888 2896 rvv2 89121 140425 1.13% 0.098%
12 11.123 2896 2908 2916 rvv4 351522 679190 5.46% 0.473%
13 11.194 2916 2930 2951 rVvB4 500530 1558322 12.53% 1.084%
14 11.300 2951 2963 2982 rBV 735773 1363076 10.96% 0.949%
15 11.410 2984 2997 3015 rBV 1563550 2867923 23.06% 1.996%

16 11.541 3030 3038 3045 rBv2 227720 369868 2.97% 0.257%
17 11.596 3045 3055 3064 rVvV7 401243 863247 6.94% 0.601%
18 11.654 3064 3073 3081 rvv2 1030387 1917554 15.42% 1.334%
19 11.699 3082 3087 3097 rvB2 750429 1134188 9.12% 0.789%
20 11.760 3097 3106 3112 rBV2 217098 393626 3.16% 0.274%

21 11.850 3127 3134 3143 rVB4 570669 895534 7.20% 0.623%
22 11.927 3143 3158 3169 rBV5 1768309 4197043 33.74% 2.921%
23 11.979 3170 3174 3179 rVV2 274044 300897 2.42% 0.209%
24 12.046 3186 3195 3203 rVB 3265142 4615093 37.10% 3.212%
25 12.120 3210 3218 3223 rBV3 1425370 2392619 19.24% 1.665%

26 12.159 3224 3230 3240 rVB4 2453380 4154426 33.40% 2.891%
27 12.297 3262 3273 3279 rBV5 1893616 4092255 32.90% 2.848%
28 12.336 3280 3285 3295 rVB 4150885 6150218 49.45% 4._.280%
29 12.403 3295 3306 3316 rBV3 2236262 4229967 34.01% 2.944%
30 12.561 3348 3355 3369 rVB3 3250728 6168150 49.59% 4.292%

31 12.647 3369 3382 3391 rBV7 1606491 3992336 32.10% 2.778%
32 12.728 3393 3407 3416 rVV5 4429093 12118732 97.43% 8.433%
33 12.779 3418 3423 3434 rVB3 2567898 4134406 33.24% 2.877%
34 12.869 3444 3451 3458 rBV6 1523856 2280789 18.34% 1.587%
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LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA N\DATA\VN100818\

Data File : VNO51730.D

Aca On - 8 Oct 2018 12:55

Operator : MD\SY

Sample - J5165-03 10X

Misc - 5.71a/5mL/100uL/5.00mL/MSVOA_N/MEOH B2 i = O e D
ALS Vial : 13 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 12.963 3473 3480 3493 rVB2 7644034 12437984 100.00% 8.655%

36 13.027 3495 3500 3512 rVB5 659247 1257043 10.11% 0.875%
37 13.091 3513 3520 3529 rBV3 1271016 1970190 15.84% 1.371%
38 13.146 3531 3537 3541 rBV3 1494665 2151571 17.30% 1.497%
39 13.239 3552 3566 3574 rBV4 4222285 8364737 67.25% 5.821%
40 13.284 3574 3580 3588 rVB6 2256315 3273215 26.32% 2.278%

41 13.586 3666 3674 3688 rBV4 2351972 4388474 35.28% 3.054%
42 13.663 3689 3698 3707 rVV6 2794266 5146881 41.38% 3.582%
43 13.712 3709 3713 3721 rVB2 1031706 1304973 10.49% 0.908%
44 13.834 3746 3751 3760 rVB4 1892919 2694983 21.67% 1.875%
45 13.889 3761 3768 3777 rVB 2497271 3863879 31.07% 2.689%

46 13.995 3791 3801 3810 rBV2 1525197 2573194 20.69% 1.791%
47 14.069 3811 3824 3833 rVV8 628914 1709024 13.74% 1.189%
48 14.178 3849 3858 3865 rBV6 1172058 2301025 18.50% 1.601%
49 14.249 3874 3880 3888 rVvB 1256807 1761506 14.16% 1.226%
50 14.294 3888 3894 3900 rBV2 662168 900125 7.24% 0.626%

51 14.332 3901 3906 3914 rVB3 756270 983029 7.90% 0.684%
52 14.525 3960 3966 3974 rVB 502392 714105 5.74% 0.497%
53 14.580 3975 3983 3996 rVV3 423449 810967 6.52% 0.564%
54 14.647 3996 4004 4015 rVB3 334850 567198 4_56% 0.395%
55 14.850 4062 4067 4073 rBvV4 163582 210584 1.69% 0.147%

56 14.956 4093 4100 4112 rVB4 242374 485554 3.90% 0.338%

Sum of corrected areas: 143703964
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100818\
Data File : VN051730.D

Aca On : 8 Oct 2018 12:55

Operator : MD\SY

Sample : J5165-03 10X

Misc : 5.71a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 13 Sample Multiplier: 28

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

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

Abundance TIC: VN051730.D

8000000

6000000

4000000

2000000

Time--> 180 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: VN051730.D

8000000
6000000

4000000

10.09

2000000 11.41
8.59 11.65
67 :
7.4 8.03 1193134439 2 10
8.27 10.43 107882 1. - J
0 —T (L -I—T—v—v—

Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10 OO 10.50 11.00 11.50
Abundance TIC: VN051730.D

8000000

6000000 13.24

13.66

4000000 1359 13839

2000000

T — — T — —T T — T P 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 : VN051730.D

Aca On : 8 Oct 2018 12:55

Operator : MD\SY

Sample : J5165-03 10X

Misc : 5.71a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 13 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 2-Hexene, 3,4,4-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.93 73.17 ug/1 4197040 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 41
2 Cvclohexane. l1l-ethvl-2-methvl-., ... 126 C9H18 004923-78-8 38
3 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 38
4 1-Heptene. 4-methvl- 112 C8H16 013151-05-8 35
5 Nonane, 4-methyl- 142 C10H22 017301-94-9 35
Abundance Scan 3159 (11.930 min): VN051730.D (-3143) (-) m/z 57.00 100.00%
g7
43 97
5000 n
I 11160 10180 12/00 1220
o SN 1 MW 1SN | RO S NS o i m/z 97.00 85.44Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11569: 2-Hexene, 3,4,4-trimethyl-
o7
55
5000 41
69 11.60 11.80 12.00 12.20
27 196 m/z 43.05 76.50%
|| ] | 83 111
0“l”“l”“w'“ﬂ'“V“'w“w'”w“'WHJl““ﬁ'“w“'VHw'“w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11624: Cyclohexane, 1-ethyl-2-methyl-, trans-
55 o7
1160 11.80 12,00 12.20
5000 m/z 55.00 74.75%
41
29 69 81 126
0"P%?'P'jJP"jHM"P“'“I”'Jﬁ”"N“"I”'ll”'}ﬁ%"P"'P"'P"'P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19195: Octane, 3,5-dimethyl-
57 11.60 11.80 12.00 12.20
m/z 41.00 65.57%
43 71
5000
29
85 99 113
O'W'”'P”'P'”P'”I““I”'W”'W'”W'”'P'”P'”I”'W”'ﬁ?%'P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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 : VN051730.D

Aca On : 8 Oct 2018 12:55

Operator : MD\SY

Sample : J5165-03 10X

Misc : 5.71a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 13 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 6
R.T. EstConc Area Relative to ISTD R.T.
12.05 80.46 ug/1 4615090 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. 2.6-dimethvl- 142 C10H22 002051-30-1 90
3 Octane. 1.1"-oxvbis- 242 C16H340 000629-82-3 64
4 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 64
5 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 64
Abundance Scan 3196 (12.049 min): VN051730.D (-3186) (-) m/z 57.00 100.00%
57
71
43
5000
& | L1180 12,00 12,20 1240
0....,....|i|...--,..-:.,.'..??..!|.,1.2.7..1,4.2...,....,....,2.0.7.. m/z 71.00 70.38%
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 43.00 52.48%

113
ol 15 J 85 98 | 127 142
- IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19197: Octane, 2,6-dimethyl-
57
71 DAV VA AN
a1 11.80 12.00 12.20 12.40
5000 m/z 41.00 45 _45%
29 113
85
0 15 “ ‘ ‘ Ll il o7 ‘ 127 142
s R B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #95998: Octane, 1,1'-oxybis- L B o
57 71 11.80 12.00 12.20 12.40
m/z 56.00 33.12%
43
5000
84
29 111
o 18 ] H‘ 4“ L 97 T 129 143 173185 199
B B AR e Rl S e
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\VN100818\
Data File : VN051730.D

Aca On : 8 Oct 2018 12:55

Operator : MD\SY

Sample : J5165-03 10X

Misc : 5.71a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 13 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 Cyclooctanone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.16 72.43 ug/1 4154430 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclooctanone 126 C8H140 000502-49-8 47
2 Cvclohexanone. 2-ethvl- 126 C8H140 004423-94-3 43
3 Furan. 2-methoxv- 98 C5H602 025414-22-6 38
4 2.4-Azetidinedione. 3.3-diethvl- 141 C7H11NO2 042282-85-9 38
5 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 38
Abundance Scan 3230 (12.159 min): VN051730.D (-3224) (-) m/z 57.00 100.00%
7
83
41 98
5000
69 126
11.80 12.00 12.20 12.40
o b M8 a2 207 h77 83.00  66.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11323: Cyclooctanone
55 98
41
5000 84
27 69 11.80 12.00 12.20 12.40
126 m/z 41.00 54 .88%
111
o 15
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11360: Cyclohexanone, 2-ethyl-
98
55 LN BRI UL
11.80 12.00 12.20 12.40
5000 41 83 m/z 98.10 52 .96%
27 67 126
111
Y N | P P T .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3090: Furan, 2-methoxy-
83 o8 11.80 12.00 12.20 12.40
55 m/z 55.00 48_76%
5000
0 4\1 | 69 | L
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\VN100818\
Data File : VN051730.D

Aca On : 8 Oct 2018 12:55

Operator : MD\SY

Sample : J5165-03 10X

Misc : 5.71a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 13 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 4 Hexane, 2,4-dimethyl- Concentration Rank 10

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

12.30 71.35 ug/1 4092260 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 50
2 Heptane. 4-ethvl- 128 C9H20 002216-32-2 43
3 Carbonic acid. isobutvl isohexvl... 202 C11H2203 1000314-60-3 43
4 Hexane. 2.3.5-trimethvl- 128 C9H20 001069-53-0 43
5 Oxalic acid, butyl isohexyl ester 230 C12H2204 1000309-32-7 43
Abundance Scan 3274 (12.300 min): VN051730.D (-3262) (-) m/z 43.05 100.00%

57
85
5000
69 98
i 15100 1220 1240 1260
113 - - -
ol ...-.,.|...1,4.2...,....,....,2.97.. m/z 57.00 95.25%
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #7640: Hexane, 2,4-dimethyl-
a3
57
5000
85 12.00 12.20 12.40 12.60

29 | m/z 41.00 64.41%
99 114
0 "'I'I'"Il"I!"'I""I""I""I""I""I'"'

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

Abundance #12673: Heptane, 4-ethyl-
43
57 R B B
12.00 12.20 12.40 12.60
5000 m/z 85.00 54 .82%
85
. Lo |
,,,,,,,,,,
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #62460: Carbonic acid, isobutyl isohexyl ester
43 57 12.00 12.20 12.40 12.60
m/z 56.00 48 .94%
85
5000
29
119
ooy i \....,....,....w,.1.3.1.,1.47.1.%9....,....,.... WYY I W
m/z--> 40 100 120 140 160 180 200 12. 00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100818\
Data File : VN051730.D

Aca On : 8 Oct 2018 12:55

Operator : MD\SY

Sample : J5165-03 10X

Misc : 5.71a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 13 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 5 Nonane, 4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.34 107.22 ug/Il 6150220 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 4-methvl- 142 C10H22 017301-94-9 72
2 Pentane. 2.2.3.3-tetramethvl- 128 C9H20 007154-79-2 59
3 Heptane. 2.3.4-trimethvl- 142 C10H22 052896-95-4 53
4 Undecane. 4.5-dimethvl- 184 C13H28 017312-79-7 53
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 50
Abundance Scan 3286 (12.339 min): VN051730.D (-3280) (-) m/z 57.00 100.00%
g7
5000 43 | 71
98
123 142 12.00 12.20 12.40 12.60
o...,....',...',....,t...'.‘I,....,....,....,....,.... 28 Tm/z 71.00  49.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19166: Nonane, 4-methyl-
43 97
71
5000
12.00 12.20 12.40 12.60
29 98 m/z 43.00 49 .34%
oL15 | | h 11217142
m/z--> 20 Jo 60 éo 100 150 150 160 180 200 220 240 260 280
Abundance #12734: Pentane, 2,2,3,3-tetramethyl-
g7
12.00 12.20 12.40 12.60
5000 3N m/z 70.00 45.76%
29
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19208: Heptane, 2,3,4- trlmethyl L LN L B L N LR I
43 57 12.00 12.20 12.40 12.60
m/z 98.10 32.08%
5000 71
29
99
T . N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100818\
Data File : VN051730.D

Aca On : 8 Oct 2018 12:55

Operator : MD\SY

Sample : J5165-03 10X

Misc : 5.71a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 13 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 6 Cyclopentane, butyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.56 94 .22 ug/1 6168150 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. butvl- 126 C9H18 002040-95-1 60
2 Cyclooctane. 1-methvl-3-propvl- 168 Cl12H24 255885-37-1 43
3 Cvclohexane. 1.1.3.5-tetramethvl... 140 C10H20 050876-32-9 43
4 trans-1-Butvl-2-methvlcvclopropane 112 C8H16 038851-70-6 41
5 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 38
Abundance Scan 3355 (12.561 min): VN051730.D (-3348) (-) m/z 69.00 100.00%
6 145
a1 >
5000 83

7 IR R R e e

12.20 12.40 12.60 12.80

0 139 207 28l "m/z 125.10  99.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11534: Cyclopentane, butyl-

5000
12.20 12.40 12.60 12.80

m/z 70.00 99.48%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36851: Cyclooctane, 1-methyl-3-propyl-
69
12.20 12.40 12.60 12.80
83 m/z 55.00 78 .05Y%
5000 a 55 125 0
il ‘ o 97111
NSNS P v
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18061: Cyclohexane, 1,1,3,5-tetramethyl-, cis- R a
69 125 12.20 12.40 12.60 12.80
m/z 41.00 71.09%
83
5000 41 55
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12 20 12.40 12 60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100818\
Data File : VN051730.D

Aca On : 8 Oct 2018 12:55

Operator : MD\SY

Sample : J5165-03 10X

Misc : 5.71a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 13 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, l-ethyl-1-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.73 185.12 ug/Il 12118700 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l1l-ethvl-1-methvl- 126 C9H18 004926-90-3 64
2 Cvclohexane. l1l-ethvl-2-methvl- 126 C9H18 003728-54-9 59
3 Sulfurous acid. cvclohexvimethvl.._.. 276 C14H2803S 1000309-21-7 59
4 Cvclohexane. 1-methvl-3-propvl- 140 C10H20 004291-80-9 58
5 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 53

Abundance Scan 3408 (12.731 min): VN051730.D (-3393) (-) m/z 97.00 100.00%
g7
55
5000
41 69
8 111 e 12.40 12.60 12.80 13.00
125 : - - :
o! ..':.,....,|..1.5.4,..?7.6,....,2I°.7.. m/z 55.00 74.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11605: Cyclohexane, 1-ethyl-1-methyl-
55 97
5000 IR PN ISR SRR
a1 12.40 12.60 12.80 13.00
69 m/z 41.00 31.18%
MR . 0 S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11603: Cyclohexane, 1-ethyl-2-methyl-
12.40 12.60 12.80 13.00
5000 m/z 69.00 31.12%
126
0 ‘ ‘H | \\ \ \ | 111
"W""P"'I”"I'”'I"”I"'W""I”"I'”'I"”
m/z--> 40 100 120 140 160 180 200
Abundance #124142. Sulfurous acid, cyclohexylmethy! heptyl ester AN mEaEE EaS
97 12.40 12.60 12.80 13.00
m/z 83.00 19.31%
55
5000
83
0"'|""|M'"‘l|"'"'|""H‘l'1'1'1'|1'2'7''|""|""|""|""
m/z--> 20 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 : VN051730.D

Aca On : 8 Oct 2018 12:55

Operator : MD\SY

Sample : J5165-03 10X

Misc : 5.71a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 13 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 Octane, 3,3-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.96 190.00 ug/Il 12438000 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3.3-dimethvl- 142 C10H22 004110-44-5 83
2 Decane. 4-methvl- 156 C11H24 002847-72-5 83
3 Heptane. 3.3.5-trimethvl- 142 C10H22 007154-80-5 78
4 4-Methvl-3-heptanol. pentafluoro... 276 C11H17F502 1000365-51-7 64
5 Sulfurous acid, octyl 2-pentyl e... 264 C13H2803S 1000309-15-7 59
Abundance Scan 3479 (12.959 min): VN051730.D (-3473) (-) m/z 71.05 100.00%
7
43
57
5000
o 113
12.60 12.80 13.00 13.20
96
o .,':'...,..'!|.,1.2.7..1,4.1..1“.3‘?....,....,210.7.. m/z 43.10 76.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19187: Octane, 3,3-dimethyl-
!
5000
43 57 12,60 12.80 13.00 13.20
113 m/z 57.05 64 .46%
29 | 85
0 15 | | Ll 97 || 127
UL S S UL UL WL LA LI WL L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28426: Decane, 4-methyl-
43 71
57
12.60 12.80 13.00 13.20
5000 m/z 41.00 41.77%
29
112
ol 15 m ‘ ‘ ‘ A ?F 98 || 126 141 156
m/z--> 20 40 eb 80 100 120 140 160 180 200
Abundance #19215: Heptane, 3,3,5—trimethy|— L LI L L L DL B
7 12.60 12.80 13.00 13.20
m/z 70.00 39.46%
57
5000 43
113
XV ™2 S (B9 WV V.V, 20N
m/z--> 20 40 60 80 100 120 140 160 180 200 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100818\
Data File : VN051730.D

Aca On : 8 Oct 2018 12:55

Operator : MD\SY

Sample : J5165-03 10X

Misc : 5.71a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 13 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 Cyclohexane, butyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.24 127.78 ug/Il 8364740 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. butvl- 140 C10H20 001678-93-9 93
2 Cvclohexane. pentvl- 154 C1l1H22 004292-92-6 68
3 Cvclohexane. propvl- 126 C9H18 001678-92-8 64
4 Cvclohexane. ethvl- 112 C8H16 001678-91-7 59
5 Cyclohexane, octyl- 196 C14H28 001795-15-9 59
Abundance Scan 3566 (13.239 min): VN051730.D (-3552) (-) m/z 83.00 100.00%
a3
55
5000
41
] o7 2P ' 13.00 13.20 13.40 13.60
o MMHHM‘MWWW% m/z 55.00 63.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #17969: Cyclohexane, butyl-
a3
55
5000 LB SR LN BN SRR
13.00 13.20 13.40 13.60
140 m/z 82.00 61.29%
0”"'1 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27051: Cyclohexane, pentyl-
83
55 13.00 13.20 13.40 13.60
5000 m/z 41.00 31.87%
41
oL L8] g
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280
Abundance #11538: Cyclohexane, propyl- A B RS AR
83 13.00 13.20 13.40 13.60
55 m/z 140.10 19.08%
5000
41
126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : VN051730.D

Aca On : 8 Oct 2018 12:55

Operator : MD\SY

Sample : J5165-03 10X

Misc : 5.71a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 13 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 Naphthalene, decahydro- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.66 78.62 ug/1 5146880 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro- 138 C10H18 000091-17-8 97
2 Naphthalene. decahvdro-. trans- 138 C10H18 000493-02-7 91
3 Naphthalene. decahvdro-. cis- 138 C10H18 000493-01-6 81
4 Spirol4.51decane 138 C10H18 000176-63-6 81
5 9-Borabicyclo[3.3.1]nonane, 9-hy... 138 C8H15B0 063366-65-4 80
Abundance Scan 3697 (13.660 min): VN051730.D (-3689) (-) m/z 138.10 100.00%
67 138
5000
13.40 13.60 13.80 14.00
o 166177 209 m/z 67.00 91.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16892: Naphthalene, decahydro-
67 96 138
81
5000 4l LN LR B SUNAR B
55 109 13140 13.60 13.80 14.00
27 m/z 96.00 70.49%
o 123
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16924: Naphthalene, decahydro-, trans-
6y 138
82 o6 A NS BN SUNIR B
41 13.40 13.60 13.80 14.00
5000 - m/z 81.00 69 .98%
‘ 109
0|||||U||i“::‘:”ﬁ||“‘::“ﬁ‘::‘:”:‘l||‘||]|-2|3|||‘||||||||||||||||||||
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #16914: Naphthalene, decahydro-, cis- R B R mam e m
a1 67 81 13.40 13.60 13.80 14.00
138 m/z 95.00 66 .51%
96
5000 27 55
109
15
0||||||||||||||||||| |||]|-2|3||||||||||||||||||||||| R AREEEEEE R
m/z--> 20 40 60 80 100 120 140 160 180 200 13140 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN100818\
Data File : VNO051730.D

Acq On : 8 Oct 2018 12:55

Operator : MD\SY

Sample : J5165-03 10X

Misc : 5.719/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 13 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]
2-Hexene, 3,4,4-t_.. 11.93 73.2 ug/1 4197040 3 11.41 2867920 50.0
Nonane, 3-methyl- 12.05 80.5 ug/1 4615090 3 11.41 2867920 50.0
Cyclooctanone 12.16 72.4 ug/1 4154430 3 11.41 2867920 50.0
Hexane, 2,4-dimet... 12.30 71.3 ug/1 4092260 3 11.41 2867920 50.0
Nonane, 4-methyl- 12.34 107.2 ug/l 6150220 3 11.41 2867920 50.0
Cyclopentane, butyl- 12.56 94_.2 ug/1 6168150 4 13.35 3273220 50.0
Cyclohexane, 1-et... 12.73 185.1 ug/1 12118700 4 13.35 3273220 50.0
Octane, 3,3-dimet... 12.96 190.0 ug/1 12438000 4 13.35 3273220 50.0
Cyclohexane, butyl- 13.24 127.8 ug/l 8364740 4 13.35 3273220 50.0

4

Naphthalene, deca... 13.66 78.6 ug/l 5146880 13.35 3273220 50.0
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