LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO032319\
Data File : VN054632.D

Aca On : 24 Mar 2019 4:48

Operator : JC/SP

Sample : K2043-13

Misc : 6.36a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 40 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\82N032019W_.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

2.516 219 231 232 rVV6 42122 83203 1.99% 0.467%
2.558 232 244 255 rVB 132599 257856 6.18% 1.447%
1819 rBV 341973 853187 20.43% 4._.786%
7.661 1819 1831 1855 rVB 619656 1480846 35.46% 8.308%
8.027 1924 1945 1963 rBV2 427292 1041492 24.94% 5.843%
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8.583 2103 2118 2162 rVB 938460 2095212 50.18% 11.754%
10.088 2571 2586 2624 rBV 1407661 2859233 68.48% 16.040%
11.410 2983 2997 3040 rBV2 1353600 4175527 100.00% 23.425%
998588 1751849 41.96% 9.828%
12.963 3473 3480 3493 rVB 156139 234330 5.61% 1.315%
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11 13.091 3513 3520 3529 rBV2 65691 110784 2.65% 0.622%

12 13.284 3575 3580 3586 rVB3 64558 74166 1.78% 0.416%
13 13.342 3587 3598 3624 rVB 1167297 2138505 51.22% 11.997%
14 13.664 3692 3698 3706 rBV9 56619 95116 2.28% 0.534%

15 14.583 3977 3984 3995 rBv4 80618 156157 3.74% 0.876%

16 16.606 4605 4613 4633 rVB2 192595 417740 10.00% 2.344%

Sum of corrected areas: 17825203
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO032319\
Data File : VN054632.D

Aca On - 24 Mar 2019 4:48

Operator : JC/SP

Sample : K2043-13

Misc : 6.36a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 40 Sample Multiplier: 1

Quant Method
Quant Title :

TIC Library :
TIC Integration Parameters:

> Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W.M
SW846 8260

C:\DATABASE\NIST11.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO32319\
Data File : VN054632.D

Aca On : 24 Mar 2019 4:48

Operator : JC/SP

Sample : K2043-13

Misc : 6.36a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W.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 Decane, 4-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.96 5.48 ug/Il 234330 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 4-methvl- 156 C11H24 002847-72-5 91
2 Octane. 3.3-dimethvl- 142 C10H22 004110-44-5 83
3 Heptane. 3.3.5-trimethvl- 142 C10H22 007154-80-5 78
4 Heptane. 2.5.5-trimethvl- 142 C10H22 001189-99-7 72
5 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 72
Abundance Scan 3479 (12.959 min): VN054632.D (-3473) (-) m/z 43.10 100.00%
43 7
57
5000
| ® g " on 156 12 1 con || 1200 280150 80
MM - YUY LY el Mo AL SRl m/z 71.10 99.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28433: Decane, 4-methyl-
43 -
57
5000 29
12.60 12.80 13.00 13.20
112 m/z 57.10 75.70%
L] % e | 126 141 186
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 71
>7 VN R SUNRILN UG I
12.60 12.80 13.00 13.20
5000 29 m/z 41.10 44 _67%
113
85 g7 127
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #19213: Heptane, 3,3,5—trimethy|— LA LI L L L DL B
7 12.60 12.80 13.00 13.20
m/z 70.05 39.21%
43 57
5000 29
‘ ‘ 113
]75 | ‘\ \‘M 1] 8\5 97 “ 127 142
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\VNO32319\
Data File : VN054632.D

Aca On : 24 Mar 2019 4:48

Operator : JC/SP

Sample : K2043-13

Misc : 6.36a0/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W.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 Benzene, 1,3,5-tri-tert-butyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
16.61 9.77 ug/l 417740 1,4-Dichlorobenzene-d4 13.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3.5-tri-tert-butvl- 246 C18H30 001460-02-2 90
2 4-tert-butviphenol. trifluoroace... 246 C12H13F302 1000376-51-5 56
3 Benzene. 1.2.3.5-tetrachloro-4-m... 244 C7H4Cl40 000938-22-7 50
4 Cannabichromene 314 C21H3002 020675-51-8 45
5 1H-4-0Oxabenzo(f)cyclobut(cd)inde... 314 C21H3002 021366-63-2 45

Abundance Scan 4614 (16.609 min): VN054632.D (-4605) (-) m/z 231.20 100.00%
231
5000
57
——— P ——y
41 246 1620 1640  16.60
91 108 129 175
Ol A et e o9 Ti0189208 L L 22 | h/z 57.10  28.71%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99270: Benzene, 1,3,5-tri-tert-butyl-
231
5000 AL DAL L
57 1620 1640  16.60
246 m/z 232.20 16.35%
41
27 7] 79 94108 131145150 175189203217 N
mz-> 20 40 60 80 160 120 140 160 180 200 220 240 260 280
Abundance
231
o 1 e
5000 m/z 246.15 11.02%
41 69
91 115 203 246
27 55 133 175
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #97659: Benzene, 1,2,3,5-tetrachloro-4-methoxy- Tt
231246 1620 16140  16.60
m/z 41.10 10.09%
48 145 166180
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1620 1640 16,60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VNO32319\
Data File : VN054632.D

Acq On : 24 Mar 2019 4:48

Operator : JC/SP

Sample - K2043-13

Misc : 6.369/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N032019W.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]
Decane, 4-methyl- 12.96 5.5 ug/Il 234330 4 13.34 2138510 50.0
Benzene, 1,3,5-tr... 16.61 9.8 ug/l 417740 4 13.34 2138510 50.0
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