LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA N\DATA\VN100618\

Data File : VNO51714.D

Aca On - 6 Oct 2018 2:56

Operator : MD\SY

Sample - J5165-03 40X

Misc - 5.71a/5.00mL/100uL/5.00mL/MSVOA_N/MEOH B2 i = O e D
ALS Vial : 44 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 1790 1810 1821 rBV 494371 1218801 34.59% 3.806%
2 7.667 1821 1833 1855 rVB 749465 1776663 50.42% 5.548%
3 8.030 1926 1946 1971 rBV 469272 1100120 31.22% 3.435%
4 8.587 2101 2119 2143 rBvV 1018779 2122311 60.22% 6.627%
5 10.091 2571 2587 2625 rBV 1857245 3524002 100.00% 11.004%
6 10.718 2771 2782 2796 rVB4 26995 49431 1.40% 0.154%
7 11.005 2857 2871 2882 rBV3 88810 170034 4.83% 0.531%
8 11.124 2895 2908 2916 rBV5 40760 76479 2.17% 0.239%
9 11.207 2916 2934 2950 rVvB4 62350 194624 5.52% 0.608%
10 11.300 2952 2963 2982 rBvV2 81394 157066 4._.46% 0.490%
11 11.410 2982 2997 3016 rBVY 1397171 2530699 71.81% 7.902%
12 11.545 3031 3039 3045 rBvV2 35473 52991 1.50% 0.165%
13 11.596 3045 3055 3063 rBv4 49492 93701 2.66% 0.293%
14 11.654 3064 3073 3081 rBvV 139307 256638 7.28% 0.801%
15 11.760 3097 3106 3112 rBvV4 27421 50457 1.43% 0.158%

16 11.850 3127 3134 3143 rVB4 84319 129880 3.69% 0.406%
17 11.924 3143 3157 3168 rBV6 264804 622283 17.66% 1.943%
18 11.979 3170 3174 3179 rVvVv4 35667 41471 1.18% 0.129%
19 12.046 3186 3195 3203 rVB 441742 616076 17.48% 1.924%
20 12.120 3210 3218 3223 rBV3 217985 351629 9.98% 1.098%

21 12.156 3224 3229 3239 rVB4 305211 516434 14.65% 1.613%
22 12.297 3261 3273 3279 rBV6 239519 534871 15.18% 1.670%
23 12.336 3280 3285 3294 rVB 523540 762399 21.63% 2.381%
24 12.403 3294 3306 3318 rBV 1297648 2275759 64.58% 7.106%
25 12.561 3347 3355 3369 rVB3 433603 849778 24.11% 2.653%

26 12.644 3369 3381 3391 rBV7 200944 497352 14.11% 1.553%
27 12.728 3394 3407 3416 rBV6 438014 1098288 31.17% 3.429%
28 12.869 3444 3451 3458 rBV6 198297 293908 8.34% 0.918%
29 12.963 3472 3480 3493 rVB2 1014258 1698456 48.20% 5.303%
30 13.027 3494 3500 3511 rVB6 91804 167996 4.77% 0.525%

31 13.091 3513 3520 3529 rBV4 162031 252270 7.16% 0.788%
32 13.149 3530 3538 3541 rBV3 227991 342809 9.73% 1.070%
33 13.239 3552 3566 3573 rBV4 470284 921075 26.14% 2.876%
34 13.284 3574 3580 3587 rvv4 353176 541235 15.36% 1.690%
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LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA N\DATA\VN100618\

Data File : VNO51714.D

Aca On - 6 Oct 2018 2:56

Operator : MD\SY

Sample - J5165-03 40X

Misc - 5.71a/5.00mL/100uL/5.00mL/MSVOA_N/MEOH B2 i = O e D
ALS Vial : 44 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 13.345 3588 3599 3609 rVB 1190324 2049793 58.17% 6.400%

36 13.586 3666 3674 3688 rVB5 351662 652058 18.50% 2.036%
37 13.664 3689 3698 3707 rBV5 346703 626994 17.79% 1.958%
38 13.834 3746 3751 3760 rVB5 291542 422360 11.99% 1.319%
39 13.889 3761 3768 3777 rVB 368856 563986 16.00% 1.761%
40 13.995 3790 3801 3810 rBvV4 227938 411532 11.68% 1.285%

41 14.062 3811 3822 3832 rVV8 91087 249457 7.08% 0.779%
42 14.178 3850 3858 3865 rBV6 134458 263582 7.48% 0.823%
43 14.249 3874 3880 3888 rVB 196976 276970 7.86% 0.865%
44 14.297 3888 3895 3900 rBV3 94812 125869 3.57% 0.393%
45 14.332 3901 3906 3914 rVB3 95877 124071 3.52% 0.387%

46 14.525 3960 3966 3975 rvB2 66151 98282 2.79% 0.307%

47 14.580 3975 3983 3995 rVB5 56339 111035 3.15% 0.347%

48 14.648 3996 4004 4015 rVvB6 44702 80915 2.30% 0.253%

49 14.956 4092 4100 4113 rVB5 36613 81091 2.30% 0.253%
Sum of corrected areas: 32025981
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100618\
Data File : VN051714.D

Aca On : 6 Oct 2018 2:56

Operator : MD\SY

Sample : J5165-03 40X

Misc : 5.71a/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 44 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: VN051714.D

1500000

1000000

500000

I

L = e = = A R n L e e s

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: VN051714.D

10109

1500000 11.41

8.59
1000000

500000 ; 8.03

L 1072 Y ‘1‘1111212” E%éi

O e e ;

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: VN0O51714.D

1500000
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1000000

500000

— — — T — —T T T T T
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100618\
Data File : VN051714.D

Aca On : 6 Oct 2018 2:56

Operator : MD\SY

Sample : J5165-03 40X

Misc : 5.71a/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 44 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, l-ethyl-2-meth... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.92 12.29 ug/Il 622283 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l-ethvl-2-methvl-. ... 126 C9H18 004923-78-8 64
2 2-Hexene. 3.4.4-trimethvl- 126 C9H18 053941-19-8 53
3 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 006236-88-0 52
4 Cvclohexane. 1-ethvl-2-methvl-., ... 126 C9H18 004923-77-7 50
5 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 49
Abundance Scan 3156 (11.921 min): VN051714.D (-3143) (-) m/z 97.00 100.00%
55.0 91.0
5000
71.0
n 126.1 11.60 11.80 12.00 12.20
0 ,..'..,.'|'..?‘}2.'?..,....,....,29‘?-.9. m/z 55.00 81.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11624: Cyclohexane, 1-ethyl-2-methyl-, trans-
55.0 91.0
5000 UL IR SN SRR SRR

11.60 11.80 12.00 12.20
m/z 57.05 55.56%

39/0 810 126.0
0.%%?.U.Jﬂ.'s | ,...',”..,...w....,.”.,....“...
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11569: 2-Hexene, 3,4,4-trimethyl-
55.0 910
R e s
11.60 11.80 12.00 12.20
5000 m/z 43.10 52.31%
27.0
126.0
H L) 810
O ...l Lttt
| | T T T T T T T T
m/z--> 60 80 100 120 140 160 180 200
Abundance #11625: Cyclohexane, 1-ethyl-4-methyl-, trans-
55.0 97.0 11.60 11.80 12.00 12.20
m/z 41.00 50.65%
5000
27.0 126.0
H ‘810
0...,.”.,...,....“..J,”..,.”.,...w....“...,.”.
m/z--> 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\VN100618\
Data File : VN051714.D

Aca On : 6 Oct 2018 2:56

Operator : MD\SY

Sample : J5165-03 40X

Misc : 5.71a/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 44 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 Octane, 2,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.05 12.17 ug/Il 616076 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 91
3 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 72
4 Octane. 1.1"-oxvbis- 242 C16H340 000629-82-3 64
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 50
Abundance Scan 3196 (12.050 min): VN051714.D (-3186) (-) m/z 57.00 100.00%
57.0
71.0
43.0
5000
‘ 650 113.1 e s i R
: 11.80 12.00 12.20 12.40
o...,....,....,....|i!...,.-.'.:,....,-:...,..'..,..?.9,'9...,!|...,.1.?7.',"...1.‘,‘.2:.1.,. m/z 71.00 69.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19197: Octane, 2,6-dimethyl-
57.0
71.0
41.0
5000
11.80 12.00 12.20 12.40
29.0 ‘ g5.0 113.0 m/z 43.05 57 .46%
0 15.0 || || |.| 1 | ||. 97.0 || 127.0 142.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19170: Nonane, 3-methyl-
57.0
430 71.0 11.80 12.00 12.20 12.40
5000 29.0 m/z 41.00 43 .59%
113.0
0 15.0 ‘\ A 1 I 80 980 | 1270 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19185: Octane, 3,6-dimethyl- I B
57.0 11.80 12.00 12.20 12.40
m/z 56.05 34 .30%
71.0
5000 430
29.0
113.0
0 “ “‘ U, 80 990 " 1270 1420
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\VN100618\
Data File : VN051714.D

Aca On : 6 Oct 2018 2:56

Operator : MD\SY

Sample : J5165-03 40X

Misc : 5.71a/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 44 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 Heptane, 3,4,5-trimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.30  10.57 ug/t 534871  Chlorobenzene-ds 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3.4.5-trimethvl- 142 C1OH22 020278-89-1 64
2 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 53

3 Oxalic acid. isobutvl hexvl ester 230 C12H2204 1000309-37-1 47

4 Hexvl isobutvl carbonate 202 C11H2203 959067-98-2 47
5 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 43
Abundance Scan 3274 (12.300 min): VN051714.D (-3261) (-) m/z 43.00 100.00%
43.0
5000 85.0
12.00 12.20 12.40 12.60
Ot m/z 57.05 89.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19211: Heptane, 3,4,5-trimethyl-
43.0
85.0
5000 LA L L L L L L L L LB
12.00 12.20 12.40 12.60
69.0 m/z 41.10 59.63%
o 2P Do L% L a0 a0
A I o o o o LA B o o B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7633: Hexane, 2,4-dimethyl-
43.0
T
85.0 12.00 12.20 12.40 12.60
5000 ’ m/z 85.05 49 _.25%
27.0
H ‘\ ‘\ | ‘ | GQ\HO ‘ ! 1140
O et e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85746: Oxalic acid, isobutyl hexyl ester
57.0 12.00 12.20 12.40 12.60
m/z 84.10 40.47%
5000 41/0
85.0
0 H‘ LIl L 103.0 12\9'0
L o o o o L L e o o e T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100618\
Data File : VN051714.D

Aca On : 6 Oct 2018 2:56

Operator : MD\SY

Sample : J5165-03 40X

Misc : 5.71a/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 44 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 Nonane, 4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.34 15.06 ug/Il 762399 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 47
3 1l-Hexene. 3.5.5-trimethvl- 126 C9H18 004316-65-8 43
4 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 42
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 40
Abundance Scan 3286 (12.339 min): VN051714.D (-3280) (-) m/z 57.00 100.00%
57.0
5000
41)o 08.0
81.0 ‘ 123.1 12.00 12.20 12.40 12.60
R | St . S B By £ B - W1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19172: Nonane, 4-methyl-
57.0
5000
98.0 12.00 12.20 12.40 12.60
410 m/z 43.10 49.72%
. l 126.0142:0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12734: Pentane, 2,2,3,3-tetramethyl-
57.0
12.00 12.20 12.40 12.60
5000 41,0 m/z 70.00 46.31%
99.0
15.0 “ ‘ I \“\ 83.0 ‘
e L U S L WL W L L B WL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11572: 1-Hexene, 3,5,5—trimethy|— L L L LB L N DL I
57.0 12.00 12.20 12.40 12.60
m/z 41.00 36.86%
5000 4100
0 25‘&) ‘\ Gl 83.0 11':"'0
m/z--> 20 40 60 80 100 120 140 160 180 200 12,00 12.20 12,40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100618\
Data File : VN051714.D

Aca On : 6 Oct 2018 2:56

Operator : MD\SY

Sample : J5165-03 40X

Misc : 5.71a/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 44 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 Cyclopentane, butyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.56 20.73 ug/1 849778 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 trans-1-Butvl-2-methvlcvclopropane 112 C8H16 038851-70-6 41
3 cis-1-Butvl-2-methvilcvclopropane 112 C8H16 038851-69-3 38
4 1.2-Cvclohexanedione 112 C6H802 000765-87-7 30
5 trans-2-Methyl-3-octene 126 C9H18 052937-36-7 25
Abundance Scan 3355 (12.561 min): VN051714.D (-3347) (-) m/z 69.00 100.00%
6d.0 125.1
41.0
5000 96.0
12.20 12.40 12.60 12.80
0 bl 4L 2088 1 Tz 70.00 98.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11534: Cyclopentane, butyl-
41.0 69.0
5000
12.20 12.40 12.60 12.80
84.0 126.0 m/z 125.10 95.22%
ol 2  9ho
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6812: trans-1-Butyl-2-methylcyclopropane
58.0 70.0
12.20 12.40 12.60 12.80
5000 m/z 41.00 80.49%
112.0
OW"'W"'I""P'???"'I”"I”"I”"I'”'I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6798: cis-1-Butyl-2-methylcyclopropane R R AR EREEE S
55.0 70.0 12.20 12.40 12.60 12.80
m/z 55.00 74.88%
5000
112.0
O'P"'I'”I"'W"???”"I"”I"'W""P"'I'”' RN BUNISA RN BN
m/z--> 20 40 60 80 100 120 140 160 180 200 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100618\
Data File : VN051714.D

Aca On : 6 Oct 2018 2:56

Operator : MD\SY

Sample : J5165-03 40X

Misc : 5.71a/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 44 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, 1-methyl-4-(1-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.64 12.13 ug/Il 497352 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-methvl-4-(1-methy... 140 C10H20 006069-98-3 58
2 Oxalic acid. di(cvclohexvimethvl... 282 C16H2604 1000309-68-5 53
3 1-Methvl-4-(1-methvlethvD)-cvclo... 140 C10H20 000099-82-1 52
4 Cvclohexane. 1-methvl-3-propvl- 140 C10H20 004291-80-9 52
5 Cyclohexane, l1l-methyl-4-(1-methy... 140 C10H20 001678-82-6 52
Abundance Scan 3380 (12.641 min): VN051714.D (-3369) (-) m/z 55.00 100.00%
55.0
97.0
81.0
5000 41.0 69.1 111.1
140.1 " 12:40 1260 12.80 13.00
123.0
o..,....,....,....|;!|...,-:'!!'.,..~.|!|-...'.';!|!..,..d!,....l.-...,.-...,....l....,. m/z 97.05 75.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18075: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis-
55.0 97.0
5000
810 12.40 12.60 12.80 13.00
41.0 69.0 140.0 m/z 80.95 55.82%
ol 150 2390 ||.| e ab | 1000 1250
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #129126: Oxalic acid, di(cyclohexylmethyl) ester
55.0 97.0
" 12:40 1260 12.80 13.00
5000 m/z 69.10 52.45%
41.0 81.0
67.0
0 %9\0 L1 ull Il ‘\ I 111.0 125.0 14:‘"'0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18059: 1-Methyl-4-(1-methylethyl)-cyclohexane e ARE aEEE SRS S
55.0 12.40 12.60 12.80 13.00
41.0 97.0 m/z 41.00 47 .59%
5000
27.0
‘ | 69.0 81.0 140.0
0”,”.W.HW.H.JL”“Hh,”mhn.qbnw.”:.E?QQHP.”,HHIH.W. Sl S auihVA- S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100618\
Data File : VN051714.D

Aca On : 6 Oct 2018 2:56

Operator : MD\SY

Sample : J5165-03 40X

Misc : 5.71a/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 44 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 2,4-Dimethyl-1,5-diazabicyc... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.73 26.79 ug/1 1098290 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Dimethvl-1.5-diazabicvclol3.... 112 C6H12N2 100463-01-2 58
2 Cvclohexane. 1-ethvl-2-methvl-. ... 126 C9H18 004923-77-7 53
3 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 49
4 Cvclohexane. 1-bromo-2-methvl- 176 C7H13Br 006294-39-9 46
5 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 46
Abundance Scan 3408 (12.731 min): VN051714.D (-3394) (-) m/z 97.00 100.00%
55.0 0
5000
39/0 140.1
7.0 12.40 12.60 12.80 13.00
o ,Fﬁﬁ?!..J....,E???..”?QQ?. m/z 55.00 79.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6334: 2,4-Dimethyl-1,5-diazabicyclo[3.1.0]hexane (cis)
97.0
5000 420  69.0 s o o ST

12. 40 12 60 12. 80 13. OO

‘ m/z 41.00 39.85%
AN O SOV .. 1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11620: Cyclohexane, 1-ethyl-2-methyl-, cis-
55.0 97.0
e
12.40 12.60 12.80 13.00
5000 m/z 69.00 34_76%
126.0
0...,”..N”Jw,ﬂh???.lh.”.,J”.,.”.,..”,..”,..”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6750: Cyclohexane, 1,1-dimethyl- o
97.0 12.40 12.60 12.80 13.00
55.0 m/z 56.05 19.93%
5000
3900
o by yme paso | TV W L
m/z--> 20 40 60 80 100 120 140 160 180 200 12. 40 12 60 12. 80 13. OO
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100618\
Data File : VN051714.D

Aca On : 6 Oct 2018 2:56

Operator : MD\SY

Sample : J5165-03 40X

Misc : 5.71a/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 44 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 Octane, 3,3-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.96 41.43 ug/1 1698460 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 Nonane. 2.6-dimethvl- 156 C11H24 017302-28-2 74
3 Heptane. 3.3.5-trimethvl- 142 C10H22 007154-80-5 72
4 Oxalic acid. 2-ethvlhexvl ethvl ... 230 C12H2204 1000309-38-4 64
5 Decane, 3,3,6-trimethyl- 184 C13H28 062338-14-1 59
Abundance Scan 3479 (12.959 min): VN051714.D (-3472) (-) m/z 71.10 100.00%
43.0 71.1
5000
113.1
96.0 12.60 12.80 13.00 13.20
o .,'-:'..:,..-!|.,...1.4,1:1.1.5.7,-1....,....,29‘?-.9. m/z 43.05 87.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19187: Octane, 3,3-dimethyl-
71.0
5000
43.0 12.60 12.80 13.00 13.20
113.0 m/z 57.00 67.02%
0 27|0 || || L|]| | 97.0 L
L ILLELEL RIS S SURLELELAS LS UL L AL UL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28437: Nonane, 2,6-dimethyl-
43.0
710 UV PR SUNILN U
12.60 12.80 13.00 13.20
5000 m/z 41.00 50.83%
27.0
o R X e v
LR IURLELEL BB S SURLELELAS LS UL AL AL S SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19214: Heptane, 3,3,5—trimethy|— LA LI L L L B B
71.0 12.60 12.80 13.00 13.20
m/z 70.00 41.90%
43.0
5000
270 113.0
Unas |'t' S RERASRERRS "??'P"‘ '|"'1§?4{' S SR SR VN R SUNRILN UL
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\VN100618\
Data File : VN051714.D

Aca On : 6 Oct 2018 2:56

Operator : MD\SY

Sample : J5165-03 40X

Misc : 5.71a/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 44 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, butyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.24 22.47 ug/1 921075 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. ethvl- 112 C8H16 001678-91-7 70
3 Cvclohexane. pentvl- 154 C1l1H22 004292-92-6 70
4 Cvclohexane. (2-methvlpropvl)- 140 C10H20 001678-98-4 62
5 Cyclohexane, propyl- 126 C9H18 001678-92-8 58
Abundance Scan 3566 (13.239 min): VN051714.D (-3552) (-) m/z 83.00 100.00%
83.0
55.0
5000
390 140.1 1506 1320 1340 1360
o! L9 1960 2079 m/z 55.00 68.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17969: Cyclohexane, butyl-
83.0
55.0
5000 LB SULRLN UL B SR
13.00 13.20 13.40 13.60
260 140.0 m/z 82.00 57 .30%
ol ' n . 1110
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6665: Cyclohexane, ethyl-
83.0
55.0
13.00 13.20 13.40 13.60
5000 m/z 41.00 39.94%
27.0 112.0
0 ‘ ‘ 1l ‘ H\ |
"”I"”I"”I"”I"”I"”I"”I"”I"”I"”I"”
m/z--> 80 100 120 140 160 180 200
Abundance #27055: Cyclohexane, pentyl- T
83.0 13.00 13.20 13.40 13.60
55.0 m/z 119.00 27 .56%
5000
290 ‘ 154.0
0 |l \ \ , 111.0 131.0 |
m/z--> 20 ' 60 85 100 120 140 160 180 200 13.00 13.20 13.40 13.60

82N100418W.M Mon

Oct 08 12:18:40 2018

Page: 12



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN100618\
Data File : VN051714.D

Aca On : 6 Oct 2018 2:56

Operator : MD\SY

Sample : J5165-03 40X

Misc : 5.71a/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 44 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 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.89 13.76 ug/Il 563986 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
2 Benzene. 1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 95
3 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 95
4 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 93
5 o-Cymene 134 C10H14 000527-84-4 93

Abundance Scan 3768 (13.889 min): VN051714.D (-3761) (-) m/z 119.00 100.00%
118.0
5000
91.0 13.60 13.80 14.00 14.20
39.0 65.0 : : :
0 ...,....',....-,-.-.-..',..|..,'.1..':'l...~.,.1?.3.,1.... 1908 208 "m/z 134.00  29.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
118.0
5000
13.60 13.80 14.00 14.20
91.0 m/z 91.00 16.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119.0
13.60 13.80 14.00 14.20
5000 m/z 105.00 12.27%
91.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-

119.0 13.60 13.80 14.00 14.20
m/z 117.00 9.57%

5000
91.0
o, | |
0150 39\0\ | ‘ \‘ Il

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13. 60 13. 80 14. 00 14. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN100618\
Data File : VN051714.D

Acq On : 6 Oct 2018 2:56

Operator : MD\SY

Sample : J5165-03 40X

Misc : 5.719g/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 44 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---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Cyclohexane, 1-et... 11.92 12.3 ug/I1 622283 3 11.41 2530700 50.0
Octane, 2,6-dimet... 12.05 12.2 ug/I1 616076 3 11.41 2530700 50.0
Heptane, 3,4,5-tr... 12.30 10.6 ug/I1 534871 3 11.41 2530700 50.0
Nonane, 4-methyl- 12.34 15.1 ug/I1 762399 3 11.41 2530700 50.0
Cyclopentane, butyl- 12.56 20.7 ug/I1 849778 4 13.35 2049790 50.0
Cyclohexane, 1-me... 12.64 12.1 ug/I1 497352 4 13.35 2049790 50.0
2,4-Dimethyl-1,5-_.. 12.73 26.8 ug/1 1098290 4 13.35 2049790 50.0
Octane, 3,3-dimet... 12.96 41.4 ug/l 1698460 4 13.35 2049790 50.0
Cyclohexane, butyl- 13.24 22.5 ug/I1 921075 4 13.35 2049790 50.0

4

Benzene, 2-ethyl-_.. 13.89 13.8 ug/I1 563986 13.35 2049790 50.0

82N100418W.M Mon Oct 08 12:18:41 2018 Page: 14



