LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN092120\
Data File : VN063495.D

Aca On : 21 Sep 2020 18:55

Operator : JC/MD

Sample : L3868-01

Misc : 7-41a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 22 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\82N091620W.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 2.425 193 213 215 rBvV5 34554 75477 4_.52% 0.755%
2 6.804 1549 1575 1596 rBvV2 24555 96954 5.80% 0.970%
3 7.547 1787 1806 1817 rBv2 192761 489089 29.28% 4 .895%
4 7.621 1817 1829 1852 rVB2 342186 815019 48.79% 8.157%
5 7.984 1921 1942 1961 rBV 229029 538395 32.23% 5.388%

6 8.547 2100 2117 2138 rBV 553529 1162186 69.57% 11.632%
7 10.058 2563 2587 2603 rBV 888244 1670618 100.00% 16.720%
8 10.852 2826 2834 2843 rBV1O0 11031 20483 1.23% 0.205%
9 10.974 2864 2872 2884 rVBS 19963 35222 2.11% 0.353%
10 11.273 2954 2965 2973 rBv4 11391 23100 1.38% 0.231%
11 11.379 2984 2998 3017 rBV 880092 1548068 92.66% 15.494%
12 11.605 3065 3068 3087 rVB8 18016 40654 2.43% 0.407%
13 11.894 3149 3158 3166 rBVS8 10044 24058 1.44% 0.241%
14 12.376 3296 3308 3328 rBV 724167 1270337 76.04% 12.714%
15 12.627 3375 3386 3392 rBV 15490 32220 1.93% 0.322%
16 12.704 3405 3410 3423 rVB6 28161 44122 2.64% 0.442%
17 13.318 3589 3601 3619 rVB 884496 1504543 90.06% 15.058%
18 13.457 3639 3644 3654 rVB4 34863 48408 2.90% 0.484%
19 13.813 3749 3755 3765 rBV9 11647 22574 1.35% 0.226%
20 14.138 3851 3856 3861 rBV9 19781 28708 1.72% 0.287%
21 14.309 3904 3909 3916 rVB9 26910 35079 2.10% 0.351%

22 14.990 4115 4121 4136 rVB2 132519 237576 14.22% 2.378%
23 15.463 4260 4268 4279 rVB3 129370 228815 13.70% 2.290%

Sum of corrected areas: 9991705
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN092120\
VN063495.D

21 Sep 2020 18:55

JC/MD

L3868-01
7.41a/5mL/100uL/5.00mL/MSVOA_N/MEOH

22 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091620W .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\VN092120\
Data File : VN063495.D

Aca On : 21 Sep 2020 18:55

Operator : JC/MD

Sample : L3868-01

Misc : 7-41a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091620W .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 Cyclohexane, 2-butyl-1,1,3-... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.99 7.90 ug/l 237576 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 2-butvl-1.1.3-trime... 182 C13H26 054676-39-0 95
2 6-Tridecene. (2)- 182 C13H26 006508-77-6 80
3 6-Tridecene. (E)- 182 C13H26 006434-76-0 80
4 Cvclopentane. butvl- 126 C9H18 002040-95-1 74
5 6-Tridecene 182 C13H26 024949-38-0 58
Abundance Scan 4121 (14.990 min): VN063495.D (-4115) (-) m/z 69.10 100.00%
69
41 55
5000
111 B B s e o
125 182
167 14.60 14.80 15.00 15.20 15.40
SN | 143 1%6 207 m/z 55.10 67.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47298: Cyclohexane, 2-butyl-1,1,3-trimethyl-
41 55 69
29
5000 83 R AL SRR SURRURS B
97 14.60 14.80 15.00 15.20 15.40
‘ ‘ 111 e &7 182 m/z 41.10 65.14%
0...|.l..ﬁ‘..‘.“.|.“l..”l“l‘.‘.‘l‘luu“H \H 1|3T|]|-5|1|||‘||||‘|||||||||
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance
41 55
69 LA SR SO B
29 14.60 14.80 15.00 15.20 15.40
5000 a3 m/z 57.10 45 _85%
97
182
oL 15 11 125 139 154
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #47276: 6-Tridecene, (E)- | BLLELELE BLELLEL BN LR N
1 55 6 14.60 14.80 15.00 15.20 15.40
m/z 56.10 45 _75%
29
5000 83
97
‘ ‘ 1 182
m/z--> 20 40 60 8 100 120 140 160 180 200 14.60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN092120\
Data File : VN063495.D

Aca On : 21 Sep 2020 18:55

Operator : JC/MD

Sample : L3868-01

Misc : 7-41a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091620W .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 7-Tetradecene, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.46 7.60 ug/l 228815 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Tetradecene. (E)- 196 C14H28 041446-63-3 70
2 6-Tetradecene. (2)- 196 C14H28 041446-61-1 70
3 7-Tetradecene 196 C14H28 010374-74-0 70
4 6-Tetradecene. (E)- 196 C14H28 041446-64-4 70
5 7-Tetradecene, (2)- 196 C14H28 041446-60-0 70
Abundance Scan 4267 (15.460 min): VN063495.D (-4260) (-) m/z 41.10 100.00%
A . 69
5000
15.20 15.40 15.60 15.80
Ol m/z 69.10 86 .54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58300: 7-Tetradecene, (E)-
43 55 @9
83
5000 29 L SRR NN BN SUNE
97 15.20 15.40 15.60 15.80
m/z 55.10 78.86%
111 196
o5 L ML ,,,,}??,}19,1§AI}§§,|, S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41 55
69 L BN BN B SUNE
15.20 15.40 15.60 15.80
5000 29 83 m/z 95.10 63.83%
97
111
ol 15 125 139 153 170 19
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #58273: 7-Tetradecene A  BREEEEa
55 69 15.20 15.40 15.60 15.80
43 83 m/z 57.10 61.16%
5000 97
29
111 196
I I P 1 P LN
m/z--> 20 40 60 80 100 120 140 160 180 200 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN092120\
Data File : VN063495.D

Acq On : 21 Sep 2020 18:55

Operator : JC/MD

Sample - L3868-01

Misc : 7.419/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 22 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091620W .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]
Cyclohexane, 2-bu... 14.99 7.9 ug/l 237576 4 13.32 1504540 50.0
7-Tetradecene, (E)- 15.46 7.6 ug/l 228815 4 13.32 1504540 50.0
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