LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN052319\

Data File : VNO55769.D

Aca On - 23 May 2019 21:47

Operator : JC/SP

Sample - K2976-04

Misc - 6.670/5mL/100uL/5.00mL/MSVOA_N/MEOH AR = AR Y
ALS Vial : 32 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 3.358 473 493 516 rBv3 109102 468718 6.54% 0.663%
2 7.587 1788 1808 1819 rBV 211220 523548 7.30% 0.740%
3 7.661 1819 1831 1861 rVB 384472 929953 12.97% 1.315%
4 8.024 1926 1944 1973 rBV 209163 484202 6.75% 0.685%
5 8.583 2103 2118 2155 rVB 529941 1138512 15.88% 1.610%
6 10.091 2571 2587 2625 rBV 816397 1575534 21.98% 2.228%
7 11.123 2896 2908 2915 rBV3 56218 98400 1.37% 0.139%
8 11.191 2915 2929 2949 rVB3 95822 270618 3.78% 0.383%
9 11.297 2949 2962 2981 rBV 113253 220871 3.08% 0.312%
10 11.406 2982 2996 3014 rBvV 720873 1352206 18.86% 1.912%

11 11.599 3044 3056 3063 rBV5 105725 243933 3.40% 0.345%
12 11.654 3064 3073 3080 rVvVv 249001 397127 5.54% 0.561%
13 11.696 3081 3086 3096 rVvB2 199007 312513 4_36% 0.442%
14 11.757 3096 3105 3110 rBV2 75357 129682 1.81% 0.183%
15 11.792 3111 3116 3124 rBV2 49116 72740 1.01% 0.103%

16 11.850 3125 3134 3143 rBV3 395680 672222 9.38% 0.950%
17 11.924 3143 3157 3168 rBV5 879008 1970152 27.48% 2.786%
18 11.979 3169 3174 3179 rBV 175506 200097 2.79% 0.283%
19 12.043 3185 3194 3203 rVB 1951341 2832380 39.51% 4._005%
20 12.120 3208 3218 3221 rVVv4 708020 1164220 16.24% 1.646%

21 12.159 3222 3230 3241 rVB5 1680884 3307864 46.15% 4.677%
22 12.294 3261 3272 3279 rBV5 1156625 2480743 34.61% 3.508%
23 12.336 3280 3285 3295 rVB 1849763 2751952 38.39% 3.891%
24 12.406 3295 3307 3316 rBV5 967593 1922494 26.82% 2.718%
25 12.493 3317 3334 3339 rBV7 534515 1260356 17.58% 1.782%

26 12.561 3348 3355 3369 rVB4 1507508 2954552 41.22% 4._.177%
27 12.644 3369 3381 3389 rBV7 983584 2234779 31.18% 3.160%
28 12.728 3393 3407 3416 rVV4 2641816 7168172 100.00% 10.135%
29 12.779 3417 3423 3433 rVB3 1440967 2407441 33.59% 3.404%
30 12.869 3443 3451 3457 rBV5 850103 1255926 17.52% 1.776%

31 12.959 3472 3479 3492 rVB 3357282 5590152 77.99% 7.904%
32 13.040 3493 3504 3512 rBV2 1895900 3352118 46.76% 4._.740%
33 13.088 3514 3519 3529 rVB4 550148 777826 10.85% 1.100%
34 13.146 3532 3537 3540 rBV2 332953 409126 5.71% 0.578%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN052319\
Data File : VNO55769.D

Aca On - 23 May 2019 21:47

Operator : JC/SP

Sample - K2976-04

Misc - 6.670/5mL/100uL/5.00mL/MSVOA_N/MEOH AR = AR Y
ALS Vial : 32 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 13.239 3551 3566 3573 rBV3 2106398 4307025 60.09% 6.090%

36 13.593 3669 3676 3687 rBV2 435296 909599 12.69% 1.286%
37 13.660 3688 3697 3707 rVV4 1694450 3206472 44.73% 4 _.534%
38 13.709 3708 3712 3720 rVB2 447311 606103 8.46% 0.857%
39 13.831 3746 3750 3760 rVvB6 758076 1021248 14.25% 1.444%
40 13.885 3761 3767 3776 rVB 1202467 1799460 25.10% 2.544%

41 13.992 3791 3800 3809 rVB4 578532 964105 13.45% 1.363%
42 14.178 3849 3858 3873 rVV7 611661 1620103 22.60% 2.291%
43 14.246 3874 3879 3887 rVB 552483 773466 10.79% 1.094%
44 14.294 3888 3894 3899 rBV3 174936 227776 3.18% 0.322%
45 14.332 3900 3906 3913 rVB3 259894 331480 4.62% 0.469%

46 14.522 3960 3965 3973 rVB3 151722 201928 2.82% 0.286%
47 14.580 3974 3983 3995 rvv2 726730 1400558 19.54% 1.980%
48 14.641 3996 4002 4014 rVvB4 242870 425874 5.94% 0.602%

Sum of corrected areas: 70726326
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN052319\
Data File : VNO0O55769.D

Aca On : 23 May 2019 21:47

Operator : JC/SP

Sample : K2976-04

Misc : 6.67a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 32 Sample Multiplier: 1

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

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

Ab%‘&%}%e TIC: VN055769.D
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ﬂ E}.{)Z K 111219 3 ;P
‘1777 T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11 00 11 50

A%&?{%}) e TIC: VN055769.D
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN052319\
Data File : VNO0O55769.D

Aca On : 23 May 2019 21:47

Operator : JC/SP

Sample : K2976-04

Misc : 6.67a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 32 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 Ethanol Concentration Rank 10

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

3.36 25.20 ug/1 468718 Pentafluorobenzene 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol 46 C2H60 000064-17-5 64
2 Dimethvl ether 46 C2H60 000115-10-6 9
3 Methane. nitroso- 45 CH3NO 000865-40-7 4
4 Propanedioic acid. dihvdroxv- 136 C3H406 000560-27-0 4
5 Formic acid 46 CH202 000064-18-6 4

Abundance Scan 493 (3.358 min): VN055769.D (-473) (-) m/z 45.00 100.00%
45
5000 [k
e e o
3.00 3.20 3.40 3.60
0 ...,....,....,....4,°!|:..?1....6?....7,0....?1....?1...., m/z 46.00 37.87%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #94: Ethanol
31
5000 45
3.00 3.20 3.40 3.60
m/z 43.00 19.62%
15 2‘
'"P'M'W"IQL"'I”"'P"'I""P'"I""P"'I
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
45
2 USRS NRRR AR SRR
15 3.00 3.20 3.40 3.60
5000 m/z 42.00 7.03%
'"|""F%"|"'??""|"'w""|""|""w"'|
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #92: Methane, nitroso- e e B b o
30 3.00 3.20 3.40 3.60
45 m/z 44.00 3.09%
5000 “”“”VVH“””””M/h\\vu\\\WV*AANV
15
"'Plk'l"J“""IHlI'P"'I""P'"I""P"'I SRS A SRR
m/z--> 10 20 30 40 50 60 70 80 90 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN052319\
Data File : VNO0O55769.D

Aca On : 23 May 2019 21:47

Operator : JC/SP

Sample : K2976-04

Misc : 6.67a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 32 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, 3,5-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.92 72.85 ug/1 1970150 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 58
2 Octane. 2.5-dimethvl- 142 C10H22 015869-89-3 49
3 Octane. 4-ethvl- 142 C10H22 015869-86-0 47
4 Nonane. 4-methvl- 142 C10H22 017301-94-9 43
5 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 38
Abundance Scan 3156 (11.921 min): VN055769.D (-3143) (-) m/z 57.00 100.00%

5000

=

11.60 11.80 12.00 12.20

m/z 43.00 74 .39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19195: Octane, 3,5-dimethyl-
57
43 71
5000 ll|llll|llll|llll|llll|
11.60 11.80 12.00 12.20
29 g5 m/z 97.00 60.82%
99 113
...,....,....,....,....,....,....,....,....,....,....,....,....,....1,‘.1.2..,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
57
43
11.60 11.80 12.00 12.20
5000 m/z 55.00 57 .55%
71
29 99
15 85 113 127 142
mmﬁmﬁwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19161: Octane, 4-ethyl-
57 11.60 11.80 12.00 12.20
m/z 41.00 46 .74%
43
5000 71
29 85 gg 112
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN052319\
Data File : VNO0O55769.D

Aca On : 23 May 2019 21:47

Operator : JC/SP

Sample : K2976-04

Misc : 6.67a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 32 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 Octane, 2,6-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.04 104.73 ug/Il 2832380 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 91
2 Nonane. 3-methvl- 142 C10H22 005911-04-6 90
3 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 86
4 Octane. 2.3.7-trimethvl- 156 C11H24 062016-34-6 64
5 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 64
Abundance Scan 3193 (12.040 min): VN055769.D (-3185) (-) m/z 57.00 100.00%
57
71
5000 43
85 13 11.80 12.00 12.20 12.40
0...,....,....,....',!...,.'.'.:,....;:...,..'..,...?,9....,!|...,..1.2.7,....1,‘.1.2..,. m/z 71.00 66.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19193: Octane, 2,6-dimethyl-
57
43
5000 29 &
11.80 12.00 12.20 12.40
113 m/z 43.10 49 _55%
85
"W"'W"'“"'JJ"'P“LlP"“ﬁ“"l”h'l”'??'”'lﬂ”'l'}%Z"”ﬁ%?"P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
43 7 ' 11.80 12.00 12.20 12.40
5000 29 m/z 41.00 35.74%
113
15 85 og 127 142
wmmmm‘wwwrwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19185: Octane, 3,6-dimethyl-
57 11.80 12.00 12.20 12.40
m/z 56.00 32.37%
71
5000 43
29
113
\‘ “‘ L 8 g9 | 17 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1180 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN052319\
Data File : VNO0O55769.D

Aca On : 23 May 2019 21:47

Operator : JC/SP

Sample : K2976-04

Misc : 6.67a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 32 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 unknownl2.12 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.12 43.05 ug/1 1164220 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 58
2 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 47
3 Sulfurous acid. 2-ethvlhexvl hex... 418 C24H5003S 1000309-19-9 43
4 Nonane. 3-methvl- 142 C10H22 005911-04-6 43
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 43
Abundance Scan 3218 (12.120 min): VN055769.D (-3208) (-) m/z 57.00 100.00%
57
5000 43 71
9% 113
| | 5 I 125 140 11.80 12.00 12.20 12.40
R i L L I B m/z 71.00 49 _24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19195: Octane, 3,5-dimethyl-
57
43 1
5000
11.80 12.00 12.20 12.40
o m/z 43.00 44 _71%
99
'|'d"| EERARER '|N"'“ '}}?I"' }ﬁ?"'l"' N S
m/z--> 60 80 100 120 140 160 180 200 220
Abundance
57
43
11.80 12.00 12.20 12.40
5000| o9 1 m/z 41.00 37.98%
113
8 99 127 142
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #218547: Sulfurous acid, 2-ethylhexyl hexadecy! ester R B R RES R
57 11.80 12.00 12.20 12.40
71 m/z 56.00 28.06%
5000
43
113
2 |l DT | 127 141 185 169 225
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN052319\
Data File : VNO0O55769.D

Aca On : 23 May 2019 21:47

Operator : JC/SP

Sample : K2976-04

Misc : 6.67a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 32 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 Cyclohexane, propyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.16 122.31 ug/Il 3307860 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. methvl- 98 C7H14 000108-87-2 62
2 Cvclohexane. propvl- 126 C9H18 001678-92-8 53
3 2-Pentene. 2.3-dimethvl- 98 C7H14 010574-37-5 46
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 43
5 Cyclopropane, 1,1,2,3-tetramethyl- 98 C7H14 074752-93-5 43
Abundance Scan 3230 (12.159 min): VN055769.D (-3222) (-) m/z 57.00 100.00%
83
41
5000 %
69 126
11.80 12.00 12.20 12.40
...',..1?2.,.|...1,4.2...,....,....,2](’.7.. m/z 83.00 91.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3338: Cyclohexane, methyl-
83
55
5000
41 08 11.80 12.00 12.20 12.40
7 69 m/z 55.00 69 .38%
"1'5I'"'I""I'"'I""I""I""I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
83
55 11.80 12.00 12.20 12.40
5000 m/z 41.00 55.96%
41
67 126
15 i 97
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3351: 2-Pentene, 2,3—dimethy|— L LN L L L DL B
55 83 11.80 12.00 12.20 12.40
a1 m/z 98.00 50.12%
5000 98
27 69
..1.5|.U..H...‘.“lu‘.“..|‘l‘...‘luuu.|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40

82N052319W.M Fri May 24 13:39:53 2019

Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN052319\
Data File : VNO0O55769.D

Aca On : 23 May 2019 21:47

Operator : JC/SP

Sample : K2976-04

Misc : 6.67a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 32 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 Heptane, 3,4,5-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.29 91.73 ug/1 2480740 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3.4.5-trimethvl- 142 C10H22 020278-89-1 64
2 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 58
3 Heptane. 4-ethvl- 128 C9H20 002216-32-2 49
4 Oxalic acid. butvl isohexvl ester 230 C12H2204 1000309-32-7 47
5 Hexyl isobutyl carbonate 202 C11H2203 959067-98-2 47
Abundance Scan 3271 (12.291 min): VN055769.D (-3261) (-) m/z 57.00 100.00%
43 Y
5000
‘ 71 8 o

113 125 12.00 12.20 12.40 12.60

..,....,....,....',!:..,.-.|.:,....'!....,.'...,...'.',....,.'...,..-..,....1,‘.‘.2..,. m/z 43.00 81.90%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19204: Heptane, 3,4,5-trimethyl-

43 85

57

5000 N s o Se A e A
29 12.00 12.20 12.40 12.60

69 m/z 41.00 42 _07%
‘ , ‘ ‘ !

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance
43 57
AR e e
85 12.00 12.20 12.40 12.60
5000 m/z 56.00 38.17%
29 71
15 99 114
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12675: Heptane, 4-ethyl- B AR ma i R
43 7 12.00 12.20 12.40 12.60
m/z 85.00 33.11%
5000
85
29 98
69
..P.”P.Mhunwh.w.ﬂ“.”Jp.”P.”,”.MH.W.H.P}??.”P.”P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN052319\
Data File : VNO0O55769.D

Aca On : 23 May 2019 21:47

Operator : JC/SP

Sample : K2976-04

Misc : 6.67a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 32 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 Nonane, 4-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.34 101.76 ug/Il 2751950 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 50
4 Octane. 2.5-dimethvl- 142 C10H22 015869-89-3 42
5 Heptane, 4-propyl- 142 C10H22 003178-29-8 35

Abundance Scan 3286 (12.339 min): VN055769.D (-3280) (-) m/z 57.00 100.00%
g7
5000 43 71
98
123 12.00 12.20 12.40 12.60
0 ...,....,...',....,...l",....,....1,“.2]..,.... 28l Tm/z 71.00  45.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19173: Nonane, 4-methyl-
57
43
5000
71 12.00 12.20 12.40 12.60
29 ‘ o8 m/z 70.00 41.84%
I “ L | 112127142
m/z--> 20 Jo éo 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
12.00 12.20 12.40 12,60
5000 48 n m/z 43.00 36.85%
29
15 99113
mﬁwﬁwﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19208: Heptane, 2,3,4-trimethy!- R RS Ry m et JA
3 57 12.00 12.20 12.40 12.60
m/z 98.00 28.78%
5000 71
29
99
,“,““,,85”,,,, 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\VN052319\
Data File : VNO0O55769.D

Aca On : 23 May 2019 21:47

Operator : JC/SP

Sample : K2976-04

Misc : 6.67a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 32 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 Cyclopentane, butyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.56 34.30 ug/1 2954550 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. butvl- 126 C9H18 002040-95-1 46
2 2(1H)-Pvrimidinone. 4-amino-5-me... 125 C5H7N30 000554-01-8 43
3 Ketone. vinvl-pvrrolidinvl- 125 C7H11NO 042104-70-1 43
4 1-Nonanol 144 C9H200 000143-08-8 35
5 cis-1-Butyl-2-methylcyclopropane 112 C8H16 038851-69-3 30
Abundance Scan 3355 (12.561 min): VNO55769.D (-3348) (-) m/z 70.00 100.00%
125
41 95
5000 83 o6
12.20 12.40 12.60 12.80
.,....|;||..-. Lz s 27 Tn/z 125.10  92.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11534: Cyclopentane, butyl-
4 69
55
5000
27 83 12.20 12.40 12.60 12.80
‘ 97 126 m/z 69.00 90.15%
S Y G I S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
125
12.20 12.40 12.60 12.80
5000 m/z 55.00 68.56%
70
28 55 81
7 109
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10841: Ketone, vinyl-pyrrolidinyl-  REaE R
55 12.20 12.40 12.60 12.80
70 m/z 41.00 63.95%
125
5000{ 27
43 96
i H‘H | ‘\ 8\\4 ‘\ 1:!'0 |
mz-> 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\VN052319\
Data File : VNO0O55769.D

Aca On : 23 May 2019 21:47

Operator : JC/SP

Sample : K2976-04

Misc : 6.67a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 32 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, 1-methyl-4-(1-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.64 25.94 ug/1 2234780 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l1-methvl-4-(1-methv... 140 C10H20 006069-98-3 81
2 Cvclohexane. 1-methvl-4-(l1-methv... 140 C10H20 001678-82-6 72
3 m-Menthane. (1S.3R)-(+)- 140 C10H20 013837-66-6 72
4 Cvclohexane. 1-methvl-3-(1-methv... 140 C10H20 016580-24-8 59
5 Cyclohexane, 1l-methyl-3-propyl- 140 C10H20 004291-80-9 52
Abundance Scan 3380 (12.641 min): VN055769.D (-3369) (-) m/z 55.00 100.00%
5] 97
81
5000 69
41 111
s M0 12,40 12:60 12,80 13.00
e 207 "m/z 97.00 87.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18075: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis-
55
97
5000
81 12.40 12.60 12.80 13.00
69 140 m/z 81.00 53.63%
..1?,....,....,....,....,.1.09.,1.2?..,....,....,....,....
m/z--> 20 60 80 100 120 140 160 180 200
Abundance
55 97
1240 12:60 12,80 13.00
5000 m/z 69.00 45 _.06%
a 63 8l 140
15 27 109 125
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18003: m-Menthane, (1S,3R)-(+)- L B BN B LN L B
5 97 12.40 12.60 12.80 13.00
m/z 96.00 38.11%
5000
69 81 140
"'I'”'JM'JW'H"“"HP"}?%”'I"”I"'W""P'"
m/z--> 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\VN052319\
Data File : VNO0O55769.D

Aca On : 23 May 2019 21:47

Operator : JC/SP

Sample : K2976-04

Misc : 6.67a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 32 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 Heptane, 3,3,5-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.96 64 .90 ug/1 5590150 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3.3.5-trimethvl- 142 C10H22 007154-80-5 72
2 Octane. 3-ethvl- 142 C10H22 005881-17-4 72
3 Nonane. 2.6-dimethvl- 156 C11H24 017302-28-2 64
4 4-Methvl-3-heptanol. trifluoroac... 226 C10H17F302 1000365-51-8 64
5 2,2"-Bifuran, octahydro- 142 C8H1402 001592-33-2 59
Abundance Scan 3479 (12.959 min): VNO55769.D (-3472) (-) m/z 71.05 100.00%
M
43
57
5000
85 13 12.60 12.80 13.00 13.20
96 : : : :
o .,'-:'..:,..'!|.,12.‘?..1,4.1..1“?‘,3....,....,210.7.. m/z 43.00 78.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19213: Heptane, 3,3,5-trimethyl-
71
43 o7
5000
29 12.60 12.80 13.00 13.20
113 m/z 57.00 66.86%
1\5 ‘\ ‘\ \‘M 1l 8\5 97 “ 127 142
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 57
1 VN R SRR IR
12.60 12.80 13.00 13.20
5000 m/z 70.00 38.71%
29
112
83 98 142
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #28437: Nonane, 2,6—dimethy|— LA LI L L L B B
43 12.60 12.80 13.00 13.20
S n m/z 41.00 34.79%
5000
29
Pl e 1 s
m/z--> 20 40 60 80 100 120 140 160 180 200 1260 12.80 13.00 13.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN052319\
Data File : VNO0O55769.D

Acq On : 23 May 2019 21:47

Operator : JC/SP

Sample : K2976-04

Misc : 6.679/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 32 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]
Ethanol 3.36 25.2 ug/I1 468718 1 7.66 929953 50.0
Octane, 3,5-dimet... 11.92 72.8 ug/1 1970150 3 11.41 1352210 50.0
Octane, 2,6-dimet... 12.04 104.7 ug/l 2832380 3 11.41 1352210 50.0
unknownl2.12 12.12 43.0 ug/l 1164220 3 11.41 1352210 50.0
Cyclohexane, propyl- 12.16 122.3 ug/l 3307860 3 11.41 1352210 50.0
Heptane, 3,4,5-tr... 12.29 91.7 ug/1 2480740 3 11.41 1352210 50.0
Nonane, 4-methyl- 12.34 101.8 ug/l 2751950 3 11.41 1352210 50.0
Cyclopentane, butyl- 12.56 34.3 ug/1 2954550 4 13.34 4307030 50.0
Cyclohexane, 1-me... 12.64 25.9 ug/1 2234780 4 13.34 4307030 50.0

4

Heptane, 3,3,5-tr... 12.96 64.9 ug/1 5590150 13.34 4307030 50.0
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