LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO80718\
Data File : VN050440.D

Aca On : 7 Aug 2018 18:44

Operator : MD\SY

Sample : J4369-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 19 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

1.658 3 21 61 rBY 9933078 16585076 100.00% 40.615%
5.053 1050 1077 1105 rBV2 107429 402873 2.43% 0.987%
1878 rBV 626954 1551640 9.36% 3.800%
7.670 1879 1891 1941 rVB 968508 2337741 14.10% 5.725%
8.030 1984 2003 2027 rBV 628123 1476095 8.90% 3.615%
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8.590 2160 2177 2209 rBV 1360219 2867856 17.29% 7.023%
10.091 2627 2644 2660 rBY 2453751 4570025 27.56% 11.191%
11.410 3040 3054 3078 rBV 1801615 3374385 20.35% 8.263%
12.403 3350 3363 3382 rBVY 1708198 2826353 17.04% 6.921%
13.345 3643 3656 3674 rVB 1785074 2962112 17.86% 7.254%
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11 13.673 3749 3758 3767 rBV 310113 461264 2.78% 1.130%
12 14.442 3990 3997 4009 rVB5 147297 236744 1.43% 0.580%
13 14.525 4016 4023 4033 rVB 337724 446949 2.69% 1.095%
14 14.586 4035 4042 4052 rvv4 125090 255220 1.54% 0.625%
15 14.641 4055 4059 4075 rvB4 116018 188882 1.14% 0.463%

16 15.336 4268 4275 4289 rVB 174714 291701 1.76% 0.714%

Sum of corrected areas: 40834916
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO80718\
VN050440.D
7 Aug 2018 18:44
MD\SY
J4369-01
5.00mL/MSVOA N/WATER
19 Sample Multiplier: 1

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

SW846 8260

TIC Library :
TIC Integration Parameters:

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

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO80718\
Data File : VN050440.D

Aca On > 7 Aug 2018 18:44

Operator : MD\SY

Sample : J4369-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 19 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 2 Undecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.67 7.79 ug/l 461264 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 96
2 Tetradecane 198 C14H30 000629-59-4 86
3 Tridecane 184 C13H28 000629-50-5 80
4 Hexadecane 226 C16H34 000544-76-3 72
5 Decane 142 C10H22 000124-18-5 72
Abundance Scan 3757 (13.670 min): VN050440.D (-3749) (-) m/z 57.10 100.00%
43 97
5000
105 119 156 13.40 13.60 13.80 14.00
ol i 173184 196207 m/z 43.05 85.07%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #28424: Undecane
57
43
71
5000 SR BN SUNIA SR SR
85 13.40 13.60 13.80 14.00
29 m/z 71.10 51.63%
ot 1 L | | P usar 1%
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance #59881: Tetradecane
43 il
71 13.40 13.60 13.80 14.00
5000 g5 m/z 41.05 45 _.74%
29
‘ ‘ 9 113 198
Ot .‘A..“k..“.‘.‘.“k. ‘l‘...“‘..l‘. :!-2.7.}4:!-.]:5.5}?.9. T T T
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance #48834: Tridecane LI L L L B B
- 13.40 13.60 13.80 14.00
m/z 85.05 31.70%
71
5000 85
29 %
s | | L) T2 127 14 165 169 184
Trryrrrr{yrrrryrirrr[yrrrr|[1rrrr[rrrr[{rrrr[rrrrrrrrrrororT —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 1('30 15';0 2(')0 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO80718\
Data File : VN050440.D

Aca On > 7 Aug 2018 18:44

Operator : MD\SY

Sample : J4369-01

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 19 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 Bacchotricuneatin c Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.53 7.54 ug/l 446949 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 95
2 Dodecane 170 C12H26 000112-40-3 87
3 Undecane 156 C11H24 001120-21-4 80
4 Tetradecane 198 C14H30 000629-59-4 80
5 Hexadecane 226 C16H34 000544-76-3 80
Abundance Scan 4024 (14.529 min): VN050440.D (-4016) (-) m/z 57.05 100.00%
57
5000
85 A\\N\/\AM
UL R DU UL BN
3 14.20 14.40 14.60 14.80
112 133 170
ol b b g mS s 180207 281 Tm/z 43.05  78.13%
m/z--> 50 100 150 200 250 300
Abundance #178298: Bacchotricuneatin ¢
7
g5 112
5000 UL A DU UL B
14.20 14.40 14.60 14.80
132 m/z 71.10 56.88%
o [, 17391 216 245 312 342
m/z--> 55 160 1éo 260 2%0 360 '
Abundance #38318: Dodecane
57
14:20 14.40 14.60 14.80
5000 m/z 41.10 41.71%
85
29
J \ ' ‘ 113 141 170
0..‘.‘.l‘.J.‘.lu”luluH.l.l.. ——— —
m/z--> 50 100 150 200 250 300
Abundance #28424: Undecane LA L LB L N N BN |
57 14.20 14.40 14.60 14.80
m/z 85.05 32.71%
5000
85
29
0 | | | 4,18 19
mz-> 50 100 150 200 250 300 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VNO80718\
Data File : VN050440.D

Acq On : 7 Aug 2018 18:44

Operator : MD\SY

Sample - J4369-01

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 19 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]
Undecane 13.67 7.8 ug/l 461264 4 13.35 2962110 50.0
Bacchotricuneatin c 14.53 7.5 ug/l 446949 4 13.35 2962110 50.0
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