LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO80718\
Data File : VN0O50438.D

Aca On : 7 Aug 2018 17:55

Operator : MD\SY

Sample : J4369-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 17 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\82N080618W.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

1.657 3 21 50 rBV 2069470 3185153 66.48% 11.726%
4.079 754 774 791 rBV2 18207 58963 1.23% 0.217%
1879 rBV 646864 1627508 33.97% 5.992%
7.670 1879 1891 1919 rVB 1000401 2359111 49.24% 8.685%
8.030 1984 2003 2035 rBvV 645514 1494510 31.19% 5.502%
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8.586 2160 2176 2209 rBV 1402574 2984004 62.28% 10.985%
10.094 2628 2645 2673 rBVY 2557683 4791296 100.00% 17.639%
11.410 3040 3054 3074 rBV 1884668 3336203 69.63% 12.282%
12.403 3351 3363 3383 rVB 1713530 2849658 59.48% 10.491%
12.728 3459 3464 3485 rVB3 102771 194046 4._05% 0.714%

=
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11 13.345 3644 3656 3670 rVB 1818077 3001429 62.64% 11.050%
12 13.676 3750 3759 3768 rBV 331452 483800 10.10% 1.781%
13 14.525 4016 4023 4032 rVB 352940 481688 10.05% 1.773%
14 15.335 4269 4275 4289 rVB 197882 315903 6.59% 1.163%

Sum of corrected areas: 27163272
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO80718\
Data File : VNO0O50438.D

Aca On : 7 Aug 2018 17:55

Operator : MD\SY

Sample : J4369-07

Misc - 5.00mL/MSVOA N/WATER

ALS Vial : 17 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N080618W .M
SW846 8260

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

Abundance TIC: VN050438.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO80718\
Data File : VN050438.D

Aca On : 7 Aug 2018 17:55

Operator : MD\SY

Sample : J4369-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N080618W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Bacchotricuneatin c Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.68 8.06 ug/Il 483800 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 96
2 Undecane 156 C11H24 001120-21-4 93
3 Tetradecane 198 C14H30 000629-59-4 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Hexadecane 226 C16H34 000544-76-3 72
Abundance Scan 3760 (13.680 min): VN050438.D (-3750) (-) m/z 57.05 100.00%
57 h
5000
85
3 13.40 13.60 13.80 14.00
113 156
ol b " 434 A 202 m/z 43.10 81.85%
m/z--> 50 100 150 200 250 300
Abundance #178298: Bacchotricuneatin ¢
7
g5 112
5000 SR AR SUNIA SR SUNRE
13.40 13.60 13.80 14.00
132 m/z 71.05 53.34%
o [, 17391 216 245 312 342
m/z--> 55 160 1éo 260 2%0 360 '
Abundance #28423: Undecane
57
13.40 13.60 13.80 14.00
5000 g5 m/z 41.05 41 .49%
29
J | 113 156
0:|‘|‘||"|J|‘||”||'||||‘|||||||||||||||||||
m/z--> 50 100 150 200 250 300
Abundance #59881: Tetradecane Ll B m mam s e
57 13.40 13.60 13.80 14.00
m/z 85.10 32.36%
5000 a5
29
0 ‘J | .I\ Jood 1:!-3 " 141 169 198
m/z--> 55 160 150 200 2%0 300 ' 13%0 13b0 1580 1450
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO80718\
Data File : VN050438.D

Aca On : 7 Aug 2018 17:55

Operator : MD\SY

Sample : J4369-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N080618W .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 Tetradecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.53 8.02 ug/l 481688 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 94
2 Dodecane 170 C12H26 000112-40-3 90
3 Undecane 156 C11H24 001120-21-4 72
4 Hexadecane 226 C16H34 000544-76-3 64
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 64
Abundance Scan 4025 (14.532 min): VN050438.D (-4016) (-) m/z 57.10 100.00%
g7
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71
5000 a5
UL R DU UL B
98 112 170 14.20 14.40 14.60 14.80
0 ...,....',':..|-,..'|..,*....--,..:-.,1.2:7..17‘.1... fo s ar 260 1 sz 43.10  78.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59879: Tetradecane
57
43
5000 L B B B B

14.20 14.40 14,60 14.80
m/z 71.10 59.76%

9113127141155 169 198

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #38315: Dodecane
57
43 R e e RERRE
71 14.20 14.40 14.60 14.80
5000 m/z 41.10 41 .85%
85
29
98 170
LTI O N < - S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #28423: Undecane e A REEEEEasS
43 57 14.20 14.40 14.60 14.80
m/z 85.10 35.92%
5000 71 85
29
98
..W.H.P.”,”.w.”.“.”,”.q.”.“.” R R A RERRE R R RREEE R Ry
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO80718\
Data File : VN050438.D

Aca On : 7 Aug 2018 17:55

Operator : MD\SY

Sample : J4369-07

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N080618W .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 Dodecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.34 5.26 ug/Il 315903 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 90
2 Tridecane 184 C13H28 000629-50-5 86
3 Tetradecane 198 C14H30 000629-59-4 81
4 Nonadecane 268 C19H40 000629-92-5 80
5 Undecane, 5,7-dimethyl- 184 C13H28 017312-83-3 72
Abundance Scan 4276 (15.339 min): VN050438.D (-4269) (-) m/z 57.05 100.00%
57
43
71
5000

15.00 15.20 15.40 15.60

99 125

141157171185 207

Obrrrprrr el m/z 43.10 72.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38315: Dodecane
57
43
5000 LA L L L L LB L

15.00 15.20 15.40 15.60
m/z 71.10 59.25%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48832: Tridecane
43 57
B e Rmama
71 15.00 15.20 15.40 15.60
5000 m/z 41.10 41.76%
99
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59879: Tetradecane T
57 15.00 15.20 15.40 15.60
43 - m/z 85.05 39.90%
5000 85
29 99
0 15 \‘ \ \‘ | 1 1}31?7141155169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 00 15. 20 15. 40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VNO80718\
Data File : VN0O50438.D

Acq On : 7 Aug 2018 17:55

Operator : MD\SY

Sample - J4369-07

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 17 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N080618W .M
SW846 8260

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

|--Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]

Bacchotricuneatin c 13.68 8.1 ug/Il 483800 4 13.35 3001430 50.0
Tetradecane 14.53 8.0 ug/Il 481688 4 13.35 3001430 50.0
Dodecane 15.34 5.3 ug/Il 315903 4 13.35 3001430 50.0
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