LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VN052419\

Data File : VNO55790.D

Aca On - 24 May 2019 12:47

Operator : JC/SP

Sample - K2977-07 50X

Misc - 6.040/5mL/100uL/5.00mL/MSVOA_N/MEOH 2 A B
ALS Vial : 11 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\82N052319W_.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 7.590 1785 1809 1820 rBv2 237222 589086 14.53% 1.573%
2 7.664 1820 1832 1864 rVB 437196 1059201 26.13% 2.828%
3 8.027 1928 1945 1975 rBV 232523 543079 13.40% 1.450%
4 8.583 2103 2118 2159 rVB 599991 1297551 32.01% 3.465%
5 10.091 2571 2587 2620 rBV 939967 1833917 45.25% 4.897%
6 10.718 2770 2782 2793 rVB 27505 46318 1.14% 0.124%
7 10.818 2801 2813 2824 rBV3 22813 48927 1.21% 0.131%
8 10.950 2845 2854 2862 rBV 36784 56533 1.39% 0.151%
9 11.005 2862 2871 2881 rVB 73786 123352 3.04% 0.329%
10 11.124 2895 2908 2916 rBvV3 64513 119123 2.94% 0.318%

11 11.201 2916 2932 2950 rVB6 106898 332653 8.21% 0.888%
12 11.297 2950 2962 2982 rBV 123986 241843 5.97% 0.646%
13 11.407 2983 2996 3014 rBV 858341 1581017 39.01% 4.221%
14 11.542 3030 3038 3044 rBV2 60746 94674 2.34% 0.253%
15 11.593 3044 3054 3063 rvVVve 98291 199076 4.91% 0.532%

16 11.654 3063 3073 3080 rBV2 342296 603120 14.88% 1.610%
17 11.696 3081 3086 3096 rVvB2 232775 371206 9.16% 0.991%
18 11.757 3096 3105 3111 rBV3 54040 97058 2.39% 0.259%
19 11.812 3113 3122 3126 rBV3 33734 63776 1.57% 0.170%
20 11.850 3126 3134 3142 rVB3 177800 268353 6.62% 0.717%

21 11.924 3143 3157 3168 rBV9 576387 1384368 34.15% 3.696%
22 12.043 3186 3194 3202 rBV 727216 982805 24.25% 2.624%
23 12.117 3209 3217 3223 rBV3 459274 780923 19.27% 2.085%
24 12.162 3223 3231 3249 rVB6 938772 1882630 46.45% 5.027%
25 12.336 3280 3285 3295 rVB2 770993 1108654 27.35% 2.960%

26 12.400 3295 3305 3316 rBV2 846603 1548172 38.20% 4._.134%
27 12.561 3348 3355 3371 rVB3 676978 1578061 38.93% 4.214%
28 12.644 3371 3381 3388 rBV7 299294 605142 14.93% 1.616%
29 12.725 3395 3406 3416 rvv4 737522 1696604 41.86% 4 _530%
30 12.779 3417 3423 3433 rVB3 486241 775072 19.12% 2.070%

31 12.869 3444 3451 3457 rBV5 264209 364307 8.99% 0.973%
32 12.960 3472 3479 3492 rVB2 1125385 1871505 46.17% 4._.997%
33 13.037 3493 3503 3513 rBV 2501878 4053253 100.00% 10.823%
34 13.165 3532 3543 3551 rVB6 364457 805286 19.87% 2.150%
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LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VN052419\

Data File : VNO55790.D

Aca On - 24 May 2019 12:47

Operator : JC/SP

Sample - K2977-07 50X

Misc - 6.040/5mL/100uL/5.00mL/MSVOA_N/MEOH 2 A B
ALS Vial : 11 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\82N052319W .M
SW846 8260

35 13.236 3552 3565 3573 rBV3 674086 1296650 31.99% 3.462%

36 13.342 3590 3598 3616 rVB 753165 1378259 34.00% 3.680%
37 13.513 3646 3651 3668 rVB2 265474 519807 12.82% 1.388%
38 13.596 3668 3677 3688 rBV3 262762 655724 16.18% 1.751%
39 13.660 3689 3697 3707 rVvv4 536221 930332 22.95% 2.484%
40 13.799 3734 3740 3745 rBVY 216303 321040 7.92% 0.857%

41 13.831 3746 3750 3759 rvvVv 361739 476166 11.75% 1.271%
42 13.886 3760 3767 3777 rVB2 467300 732129 18.06% 1.955%
43 13.937 3778 3783 3790 rVB2 73321 102941 2.54% 0.275%
44 13.992 3791 3800 3809 rVB4 229949 392053 9.67% 1.047%
45 14.178 3849 3858 3863 rBV3 145601 291202 7.18% 0.778%

46 14.246 3873 3879 3888 rVB 270606 400457 9.88% 1.069%

47 14.294 3888 3894 3899 rBV4 61900 78835 1.94% 0.210%
48 14.329 3900 3905 3912 rVvB4 64915 82483 2.03% 0.220%
49 14_.477 3944 3951 3960 rBV4 33485 68303 1.69% 0.182%
50 14.522 3961 3965 3973 rVvv2 46153 58404 1.44% 0.156%
51 14.580 3973 3983 3996 rvv2 271782 499657 12.33% 1.334%
52 14.644 3996 4003 4015 rvB4 53273 92051 2.27% 0.246%
53 14.950 4091 4098 4111 rVB5 33303 68478 1.69% 0.183%
Sum of corrected areas: 37451616
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN052419\
Data File : VNO055790.D

Aca On 24 May 2019 12:47

Operator : JC/SP

Sample : K2977-07 50X

Misc : 6.04a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N052319W .M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VN055790.D

2500000

2000000

1500000

1000000

500000

R A s A L

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: VN055790.D

2500000

2000000

1500000

1000000 10.09 11.41

500000 7.66 11.65

75 8.03 , 70
. N 1070 818" %ﬁ#%n 1858% 7
R —

I T T T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11 OO 11 50
Abundance TIC: VN055790.D

2500000

2000000

1500000

1000000

500000

T 7 — T — —T T 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\VN052419\
Data File : VNO055790.D

Aca On 24 May 2019 12:47

Operator : JC/SP

Sample : K2977-07 50X

Misc : 6.04a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N052319W .M
SW846 8260

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

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

Peak Number 1 Cyclohexane, l-ethyl-2-meth... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.92 43.78 ug/1 1384370 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l-ethvl-2-methvl-., ... 126 C9H18 004923-78-8 55
2 2-Hexene. 3.4.4-trimethvl- 126 C9H18 053941-19-8 46
3 Cvclohexane. l1l-ethvl-4-methvl-., ... 126 C9H18 006236-88-0 43
4 Cvclohexane. l-ethvl-2-methvl-. ... 126 C9H18 004923-77-7 43
5 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 43
Abundance Scan 3156 (11.921 min): VN055790.D (-3143) (-) m/z 97.00 100.00%
97.0
55.0
43.1
5000
70.0
126.1
|H 85|° 110 | 1401 11.60 11.80 12.00 12.20
0..,....,....,....,....,'- el it Al 2421 sz 55,00 81.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11624: Cyclohexane, 1-ethyl-2-methyl-, trans-
55.0 97.0
5000
41.0 11.60 11.80 12.00 12.20
29.0 69.0 126.0 m/z 57.05 70.75%
0"I%?'9I"JJI”"h!L"IJ'!'I”'HL"'éf'?"I'"!I"}}&.P”I""I""I"”I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11569: 2-Hexene, 3,4,4-trimethyl-
55.0 97.0
11,60 11.80 12.00 12.20
5000 410 m/z 43.10 52 .85%
: 69.0
27.0
126.0
‘ | | 83.0 111.0
0'WH'W'“W'“'V'“vthw'“i““f“'WH'h'“w““'VH'V'“V'“v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11623: Cyclohexane, 1-ethyl-4-methyl-, trans-
55.0 97.0 11.60 11.80 12.00 12.20
m/z 41.00 44 .49%
5000 410
: 69.0 126.0
29.0 81.0
0 ”I""I""I"”Ml“"I'hl'l"J'ﬁ"”lt"'l"'ll"}}& P”I""I""I"”I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.60 11.80 12.00 12.20

82N052319W.M Tue May 28 15:25:50 2019 Page: 4



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN052419\
Data File : VNO055790.D

Aca On 24 May 2019 12:47

Operator : JC/SP

Sample : K2977-07 50X

Misc : 6.04a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N052319W .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 Octane, 2,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.04 31.08 ug/1 982805 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 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 91
3 Nonane. 3-methvl- 142 C10H22 005911-04-6 90
4 Undecane. 6.6-dimethvl- 184 C13H28 017312-76-4 64
5 Octane, 2,3,6-trimethyl- 156 C11H24 062016-33-5 59
Abundance Scan 3193 (12.040 min): VN055790.D (-3186) (-) m/z 57.05 100.00%
57.0
71.1
5000 4.0
85.1 sl 11180 12.00 12.20 12.40
o...,....,....,....',!...,..'.:,....i:...,..'..,..??;9...,!'...,.1.?7.',1...1.‘,‘.2:.1.,. m/z 71.10 66.61%
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 ‘ 85.0 113.0 m/z 43.00 48_.97%
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 #19198: Octane, 3,6-dimethyl-
57.0
71.0
11.80 12.00 12.20 12.40
m/ 41.00 34 .89%
5000 43.0 z 0
2.0 113.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19170: Nonane, 3-methyl- I e B
57.0 11.80 12.00 12.20 12.40
43.0 m/z 56.00 31.31%
' 71.0
5000 29.0
113.0
0 15.0 ‘\ 1 L 80 980 | 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\VN052419\
Data File : VNO055790.D

Aca On 24 May 2019 12:47

Operator : JC/SP

Sample : K2977-07 50X

Misc : 6.04a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N052319W .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 Pentalene, octahydro-2-methyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.12 24_.70 ug/1 780923 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentalene. octahvdro-2-methvl- 124 C9H16 003868-64-2 89
2 1H-Indene. octahvdro-. trans- 124 C9H16 003296-50-2 55
3 Cvclohexane. methvlene- 96 C7H12 001192-37-6 52
4 Bicvclol3.3.11Tnonane 124 C9H16 000280-65-9 49
5 Cyclohexene,3-propyl- 124 C9H16 003983-06-0 43

Abundance Scan 3218 (12.120 min): VN055790.D (-3209) (-) m/z 57.05 100.00%
57.0 81.0
5000 41.0 96.0
0.
| "|| ||| | |, 000 1240 1400 11.80 12.00 12.20 12.40
Obrrrprrrrprrer et et T Tm/Zz 81.00 92.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10701: Pentalene, octahydro-2-methyl-
81.0
67.0
41.0
5000
o 9.0 11.80 12.00 12.20 12.40
. 0
” 1000 1240 m/z 67.00 86.75%
0'“v“'VHW'“4h'Ji“|JJT'”LM'V”H'“W'“W”'W“”|““w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10683: 1H-Indene, octahydro-, trans-
67.0
96.0 11.80 12.00 12.20 12.40
5000 41.0 81.0 m/z 41.00 45.77%
27.0 55.0 124.0
15\'0 \‘\‘ in m“ \‘ | L | 109.0 !
R R R A A AL KRR RAARA AN LARAS AR AL UALRI AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2883: Cyclohexane, methylene- e RREEEEEL
81.0 11.80 12.00 12.20 12.40
67.0 m/z 96.00 42 .79%
5000 54.0 96.0
39.0
27.0
0'“&%%'J““'J““fi“vJMVHJH“W'WWH'W““l”“v'”V'“V
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\VN052419\
Data File : VNO055790.D

Aca On 24 May 2019 12:47

Operator : JC/SP

Sample : K2977-07 50X

Misc : 6.04a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N052319W .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 Cyclohexane, propyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.16 59.54 ug/1 1882630 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. propvl- 126 C9H18 001678-92-8 90
2 Cvclohexane. ethvl- 112 C8H16 001678-91-7 64
3 Cvclopentane. l1l-ethvl-1-methvl- 112 C8H16 016747-50-5 53
4 2-Butvl-.delta.l-pvrroline 125 C8H15N 064319-86-4 53
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 52
Abundance Scan 3230 (12.159 min): VN055790.D (-3223) (-) m/z 83.00 100.00%
83.0
55.0
5000 41.0
|| | |' | 1131 20 11.80 12.00 12.20 12.40
o} | G| NS R |{ N i < M m/z 55.00 70.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11538: Cyclohexane, propyl-
83.0
55.0
5000 LN LA BRI UL
41.0 11.80 12.00 12.20 12.40
0.0 67.0 126.0 m/z 57.00 48.93%
b 80 M bl STOaoe0 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6668: Cyclohexane, ethyl-
83.0
55.0 11.80 12.00 12.20 12.40
5000 m/z 82.00 46.33%
41.0
27.0 67.0 1o
0'“v'HVHmw““w“w”lWHJ““'wJ“lgng'“v“'V“W'HW“'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6796: Cyclopentane, 1-ethyl-1-methyl-
55.0 83.0 11.80 12.00 12.20 12.40
' m/z 41.00 43.87%
5000 410
70.0
27.0
T T =YY (12 V0 ' bt Vi
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\VN052419\
Data File : VNO055790.D

Aca On 24 May 2019 12:47

Operator : JC/SP

Sample : K2977-07 50X

Misc : 6.04a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N052319W .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 6
R.T. EstConc Area Relative to ISTD R.T.
12.34 35.06 ug/1 1108650 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 4-methvl- 142 C10H22 017301-94-9 64
2 Heptane. 2.3.4-trimethvl- 142 C10H22 052896-95-4 42
3 Pentane. 2.2.3.3-tetramethvl- 128 C9H20 007154-79-2 40
4 Octane. 2.5-dimethvl- 142 C10H22 015869-89-3 38
5 Heptane, 4-propyl- 142 C10H22 003178-29-8 27
Abundance Scan 3286 (12.339 min): VN055790.D (-3280) (-) m/z 57.10 100.00%
57.1
5000
41l0
12.00 12.20 12.40 12.60
o m/z 71.10 45_37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19173: Nonane, 4-methyl-
57.0
5000
12.00 12.20 12.40 12.60
41/0 8.0 m/z 70.00 41 _.38%
ol 26 | 7RO | 1130 1420
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19208: Heptane, 2,3,4-trimethyl-
57.0
12.00 12.20 12.40 12,60
5000 m/z 43.10 32.32%
41l0
99.0
0"Fﬂg'w"W\'ngl“"W"”l""w"'l'”'l"'w""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12739: Pentane, 2,2,3,3—tetramethy|— L L L B L N DL I
57.0 12.00 12.20 12.40 12.60
m/z 98.05 29 _58%
5000
41l0
99.0
0 26&) \‘\ M\ 7\ 0 ‘ 114.0
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\VN052419\
Data File : VNO055790.D

Aca On 24 May 2019 12:47

Operator : JC/SP

Sample : K2977-07 50X

Misc : 6.04a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N052319W .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 Cyclohexane, l-ethyl-1-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.72 61.55 ug/1 1696600 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l-ethvl-1-methvl- 126 C9H18 004926-90-3 64
2 2.2.3.3-Tetramethvlcvclopropanec... 238 C15H2602 1000221-97-5 59
3 3a.7a-Epoxv-1H-inden-4(5H)-one. ... 152 C9H1202 039746-31-1 59
4 1-Ethvl-3-methvlcvclohexane (c.t) 126 C9H18 003728-55-0 59
5 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 59
Abundance Scan 3405 (12.722 min): VN055790.D (-3395) (-) m/z 97.00 100.00%
55.0 97.0
5000
140.1
12.40 12.60 12.80 13.00
0 36 L& ,..":.,.'...!....,..1?“.3,7....2‘?‘?.9.,....,. m/z 55.00 89.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #11605: Cyclohexane, 1-ethyl-1-methyl-
55.0 97.0
5000 USSR IR SRR

12.40 12.60 12.80 13.00

29.0 m/z 41.00 33.90%
o Ak dmo | e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92406: 2,2,3,3-Tetramethylcyclopropanecarboxylic acid, 4-...
97.0
55.0 e
12.40 12.60 12.80 13.00
5000 m/z 69.00 32.98%
127.0
N PO 0 P ST
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #26068: 3a,7a-Epoxy-1H-inden-4(5H)-one, tetrahydro- I EEamEEE R
97.0 12.40 12.60 12.80 13.00
m/z 96.00 27 .76%
5000
27.0
79.0
‘ ‘ 124.0 152.0
m/z--> 20 100 120 140 160 180 200 220 240 12.40 12.60 12.80 13. 00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN052419\
Data File : VNO055790.D

Aca On 24 May 2019 12:47

Operator : JC/SP

Sample : K2977-07 50X

Misc : 6.04a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N052319W .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 m-Menthane, (1S,3R)-(+)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.78 28.12 ug/1 775072 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 m-Menthane. (1S.3R)-(+)- 140 C10H20 013837-66-6 58
2 Ethanone. 1-(1-methvlcvclohexvl)- 140 C9H160 002890-62-2 53
3 Cvclohexane. (bromomethvl)- 176 C7H13Br 002550-36-9 50
4 Cvclohexane. 1-ethvl-4-methvl-., ... 126 C9H18 004926-78-7 50
5 3-Hexene, 3-ethyl-2,5-dimethyl- 140 C10H20 062338-08-3 50
Abundance Scan 3423 (12.779 min): VN055790.D (-3417) (-) m/z 55.00 100.00%
54.0 97.1
5000
e 540 140.1 [rorTrrrr T
ma | 12.40 12.60 12.80 13.00
o N m/z 97.10 97.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18003: m-Menthane, (1S,3R)-(+)-
55.0 97.0
5000
12.40 12.60 12.80 13.00
41.0 81.0 140.0 m/z 96.00 33.88%
. 27.0 210 |
miz--> 20 40 60 80 100 120 140 160 180
Abundance #18753: Ethanone, 1-(1-methylcyclohexyl)-
55.0 97.0
12.40 12,60 12.80 13.00
5000 m/z 41.00 30.77%
41.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #42810: Cyclohexane, (bromomethyl)- BERE SRS e e
97.0 12.40 12.60 12.80 13.00
55.0 m/z 82.00 29.24%
5000
41.0 83.0
o ZO |l %0 | | 110013301480 1760
m/z--> 20 40 60 80 100 120 140 160 180 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN052419\
Data File : VNO055790.D

Aca On 24 May 2019 12:47

Operator : JC/SP

Sample : K2977-07 50X

Misc : 6.04a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N052319W .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 Decane, 4-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.96 67.89 ug/l 1871510 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 4-methvl- 156 C11H24 002847-72-5 87
2 Heptane. 3.3.5-trimethvl- 142 C10H22 007154-80-5 72
3 Oxalic acid. 2-ethvlhexvl pentvl... 272 C15H2804 1000309-38-7 72
4 Nonane. 2.6-dimethvl- 156 C11H24 017302-28-2 68
5 4-Methyl-3-heptanol, trifluoroac... 226 C10H17F302 1000365-51-8 64

Abundance Scan 3479 (12.960 min): VNO55790.D (-3472) (-) m/z 71.10 100.00%
71, ?
43.0
57.1
5000
, ' 12.60 12.80 13.00 13.20
S " 126.1 141.1 156.1 77 4300 26 96U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28434: Decane, 4-methyl-
43.0
57.0 71.0
5000 U AR RN
12,60 12.80 13.00 13.20
29.0 m/z 57.10 67.51%
85.0 112.0
0 98.0 126.0 141.0 156.0
m/z--> 10 20 30 45 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19213: Heptane, 3,3,5-trimethyl-
71.0
430 57:0 1260 12.80 13.00 13.20
5000 m/z 70.10 38.27%
29.0
113.0
oL 150 ALl 850 930 | 127.0 142.0
m/z--> 10 20 35 45 §0 65 70 80 90 100 110 120 130 140 150 160
Abundance #120859: Oxalic acid, 2-ethylhexyl pentyl ester Ol BEE L
71.0 12.60 12.80 13.00 13.20
57.0 m/z 41.00 37 .06%
43.0
5000
112.0
29.0 157.0
0 u‘ 1y ‘\ Ith 8?\0 97.0 L 129.0 |
IIII""I""I""IIIII IIIII""I""I""I""IIIII I SR SR AR B A AR AR AR A

m/z-->

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

12. 60 12. 80 13. 00 13. 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN052419\
Data File : VNO055790.D

Aca On 24 May 2019 12:47

Operator : JC/SP

Sample : K2977-07 50X

Misc : 6.04a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N052319W .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 4
R.T. EstConc Area Relative to ISTD R.T.
13.24 47.04 ug/1 1296650 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. butvl- 140 C10H20 001678-93-9 95
2 Cvclohexane. pentvl- 154 C1l1H22 004292-92-6 90
3 Cvclohexane. octvl- 196 C14H28 001795-15-9 86
4 Cvclohexane. (2-methvlpropvl)- 140 C10H20 001678-98-4 81
5 Cyclohexane, propyl- 126 C9H18 001678-92-8 80
Abundance Scan 3566 (13.239 min): VN055790.D (-3552) (-) m/z 83.00 100.00%
83.0
55.0
5000
. | 1121 | 156.0 13.00 13.20 13.40 13.60 :
: S B e m/z 55.00 69.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17969: Cyclohexane, butyl-
83.0
55.0
5000 R UM SRS BN SUR
13.00 13.20 13.40 13.60
290 140.0 m/z 82.00 60.59%
ol ' |y L es01130
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27051: Cyclohexane, pentyl-
83.0
55.0 13.00 13.20 13.40 13.60
5000 m/z 41.00 30.86%
29.0 154.0
0 "'l'U"H“ 'NLI'UM'II' 9§P""}%qq'l' TrT T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58302: Cyclohexane, octyl- N B Al BREEs EE
83.0 13.00 13.20 13.40 13.60
55.0 m/z 140.10 17.96%
5000
29.0
ol b i L 120 1m0 160 1960
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN052419\
Data File : VNO055790.D

Aca On 24 May 2019 12:47

Operator : JC/SP

Sample : K2977-07 50X

Misc : 6.04a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N052319W .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 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.89 26.56 ug/1 732129 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 97
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 95
3 Benzene. 1-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 95
4 o-Cvmene 134 C10H14 000527-84-4 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94

Abundance Scan 3768 (13.889 min): VN055790.D (-3760) (-) m/z 119.00 100.00%
118.0
5000
134.0
91.0 105.0
510 77.0 13.60 13.80 14.00 14.20
Ol e prrrrrrrrrrrrr 0 et oo et bl b 2481 7z 134.00 30 30%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
118.0
5000
134.0 13.60 13.80 14.00 14.20
m/z 91.00 13.73%
15.0 39.0 63.0 77.0 91.0 105.0
L A A A A R naa AR A AL M A A MM LRI
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14875: Benzene, 4-ethyl-1,2-dimethyl-
119.0
13.60 13.80 14.00 14.20
5000 m/z 105.00 12.61%
134.0
39.0 77.0 910 105.0
“39“&%ﬂ”mI”Jﬁ”5%9P“W”MP“J““H“W”NL”WN”P”W””P
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-
119.0 13.60 13.80 14.00 14.20
m/z 120.00 9.08%
5000
134.0
. 150 390 g0 770 %1%1050 |
mz-> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 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\VN052419\
Data File : VNO0O55790.D

Acq On 24 May 2019 12:47

Operator : JC/SP

Sample = K2977-07 50X

Misc : 6.049/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N052319W .M
SW846 8260

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Cyclohexane, 1-et... 11.92 43.8 ug/l 1384370 3 11.41 1581020 50.0
Octane, 2,6-dimet... 12.04 31.1 ug/l 982805 3 11.41 1581020 50.0
Pentalene, octahy... 12.12 247 ug/l 780923 3 11.41 1581020 50.0
Cyclohexane, propyl- 12.16 59.5 ug/1 1882630 3 11.41 1581020 50.0
Nonane, 4-methyl- 12.34 35.1 ug/1 1108650 3 11.41 1581020 50.0
Cyclohexane, 1-et... 12.72 61.5 ug/1 1696600 4 13.34 1378260 50.0
m-Menthane, (1S,3... 12.78 28.1 ug/I1 775072 4 13.34 1378260 50.0
Decane, 4-methyl- 12.96 67.9 ug/1 1871510 4 13.34 1378260 50.0
Cyclohexane, butyl- 13.24 47.0 ug/l 1296650 4 13.34 1378260 50.0
Benzene, 2-ethyl-_.. 13.89 26.6 ug/I 732129 4 13.34 1378260 50.0
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