LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91721\
Data File : VN@68545.D

Acqg On : 18 Sep 2021 3:06

Operator : JC/MD

Sample : M3770-02

Misc : 6.87g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 39 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©90721W.M

Title : SW846 8260

Signal : TIC: VN@68545.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.220 74 86 103 rVB3 13652 29105 1.19% 0.186%
2 2.724 258 274 275 rBV4 16274 27746 1.13% 0.177%
3 5.302 1208 1235 1266 rBvV2 19441 75075 3.07% 0.480%
4 8.018 2226 2248 2259 rBV3 335566 820492 33.53% 5.248%
5 8.083 2260 2272 2304 rVB 684709 1560302 63.77% 9.979%

6 8.434 2381 2403 2429 rBV 318344 739438 30.22% 4.729%
7 8.965 2582 2601 2636 rBV 832508 1765888 72.17% 11.294%
8 10.443 3132 3152 3188 rBV 1297088 2446820 100.00% 15.649%
9 10.979 3339 3352 3368 rVB2 38443 70152  2.87%  0.449%
10 11.746 3620 3638 3663 rBV 1246310 2244368 91.73% 14.354%

11 12.256 3812 3828 3840 rBVve 30309 64999 2.66% 0.416%
12 12.371 3856 3871 3882 rVB3 44717 77857 3.18% 0.498%
13 12.454 3883 3902 3903 rBV6 23346 42098 1.72% ©0.269%
14 12.733 3992 4006 4028 rVB 1203585 2030055 82.97% 12.984%
15 12.897 4062 4067 4081 rVB10 45140 79563 3.25% ©.509%
16 12.980 4084 4098 4109 rBVlie 28086 68021 2.78% 0.435%
17 13.058 4114 4127 4139 rBV7 67927 147481 6.03% ©.943%
18 13.200 4170 4180 4188 rBV3 62360 95431 3.90% ©0.610%
19 13.248 4189 4198 4203 rVVv4 68313 102754 4.20% 0.657%
20 13.286 4204 4212 4223 rVB2 169049 259409 10.60% 1.659%
21 13.412 4251 4259 4269 rVB3 72450 100086 4.09% ©.640%
22 13.466 4271 4279 4287 rVV3 43047 60890  2.49% 0.389%
23 13.608 4325 4332 4339 rBV4 78518 99303 4.06% 0.635%
24 13.677 4345 4358 4377 rVB 1320839 2275046 92.98% 14.550%
25 13.747 4379 4384 4397 rVB5 39946 58632 2.40% 0.375%

26 13.999 4468 4478 4487 rBv4 110817 193097 7.89% 1.235%

27 14.318 4589 4597 4607 rVB3 52301 70946 2.90% 0.454%
28 14.442 4637 4643 4646 rBVS5 27309 30567 1.25% 0.195%
Sum of corrected areas: 15635621
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Quant Metho
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LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91721\

: VNO68545.D
: 18 Sep 2021 3:06
JC/MD
. M3770-02
: 6.87g/5mL/100uL/5.00mL/MSVOA_N/MEOH
: 39 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©90721W.M

. SW846 8260

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

TIC: VNO68545.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91721\
Data File : VN@68545.D

Acqg On : 18 Sep 2021 3:06

Operator : JC/MD

Sample : M3770-02

Misc : 6.87g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N090721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Heptane, 3,3,5-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

13.286 5.70 ug/1 259409 1,4-Dichlorobenzene-d4 13.677
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 78
2 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 64
3 Sulfurous acid, octyl 2-pentyl e... 264 C13H2803S 1000309-15-7 64
4 Propanoic acid, 2-methyl-, 2-met... 158 C9H1802 002445-69-4 59
5 Heptane, 2,5,5-trimethyl- 142 C10H22 001189-99-7 59

Abundance Scan 4212 (13.286 min): VN068545.D\data.ms (-4204) (- m/z 71.00 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91721\
Data File : VN@68545.D

Acqg On : 18 Sep 2021 3:06

Operator : JC/MD

Sample : M3770-02

Misc : 6.87g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 39 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©90721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Heptane, 3,3,5-... 13.286 5.7 wug/l 259409 4 13.677 2275050 50.0
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