LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62921\
Data File : VN@67554.D

Acqg On : 29 Jun 2021 15:40
Operator : JC/MD

Sample 1 M2847-02 400X

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 12 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\82N062821W.M

Title : SW846 8260

Signal : TIC: VN@67554.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.234 78 91 108 rBV3 11515 25852 2.07% 0.327%
2 2.411 147 157 167 rVB2 13190 20781 1.66% 0.263%
3 2.746 270 282 284 rBV6 11076 17649 1.41% 0.223%
4 3.690 622 634 656 rvB2 21631 52187 4.17% 0.660%
5 4.291 831 858 893 rBV 295986 862748 69.01% 10.907%

6 7.332 1969 1992 2013 rBV 6762 19726 1.58% ©

7 8.024 2229 2250 2261 rBV2 148581 344979 27.59% 4.361%

8 8.086 2261 2273 2304 rVB 266087 606529 48.52% 7

9 8.440 2384 2405 2432 rBV 169303 389629 31.17% 4
8.968 2582 2602 2627 rBV 407913 835442 66.83% 10.561%

11 10.443 3129 3152 3165 rBV 673664 1250175 100.00% 15.804%
12 10.507 3166 3176 3199 rVB 229537 426641 34.13% 5.393%
13 11.749 3620 3639 3664 rBV 604609 1094867 87.58% 13.841%
14 11.95@ 3702 3714 3732 rVB3 12962 24666  1.97% 0.312%
15 12.283 3826 3838 3852 rBV3 10300 16485 1.32% ©.208%

16 12.733 3990 4006 4028 rBV 449674 784548 62.76%  9.918%
17 13.369 4232 4243 4258 rBV3 17579 28851 2.31% ©0.365%
18 13.677 4340 4358 4380 rBV 531353 915500 73.23% 11.574%
19 13.774 4380 4394 4411 rBV 100400 173868 13.91%  2.198%
20 15.509 5027 5041 5052 rBV2 9419 19161 1.53% 0.242%

Sum of corrected areas: 7910284
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: M2847-02 400X
: 5.00mL/MSVOA_N/WATER
: 12 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62921\

: VNO67554.D
: 29 Jun 2021 15:40

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62821W.M

Quant Title

TIC Library

. SW846 8260

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62921\
Data File : VN@67554.D

Acqg On : 29 Jun 2021 15:40

Operator : JC/MD

Sample : M2847-02 400X

Misc : 5.00mL/MSVOA_N/WATER
ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©62821W.M
: SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 1-Hexanol, 2-ethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.774 9.50 ug/l 173868 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 86
2 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 59
3 Heptyl isobutyl carbonate 216 C12H2403 959068-08-7 47
4 2-Propyl-1-pentanol 130 C8H180 058175-57-8 47

5 Heptane, 1,1'-oxybis-

214 C14H300

Abundance Scan 4394 (13.774 min): VN067554.D\data.ms (-4380) (-
57.0

000629-64-1 40

m/z 57.00 100.00%

5000 fv/\\
83.0
39 Jf ‘ 1120 13.50 14.00
\\\‘\\\\“‘\\\h \“1\\\“\\\.\’\\\\‘\\\\‘\\ ITIZ 40.95 4988/
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Abundance #13669: 1-Hexanol, 2-ethyl-
57.0
5000
13 50 l4 00
290 83.0 m/z 43.60  32.81%
miz--> 20 40 60 100 120 140 160
Abundance #13759: l—PentanoI, 2-ethyl-4-methyl-
57.0
13 50 l4 00
29.0 83.0
\ | 112.0
e e
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Abundance #74058: Heptyl isobutyl carbonate
57.0 13 50 l4 00
m/z 55.95 22.83%
5000 /\J\\
29.0 ‘
98.0
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62921\
Data File : VN@67554.D

Acqg On : 29 Jun 2021 15:40
Operator : JC/MD

Sample : M2847-02 400X

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62821W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11l.L
TIC Integration Parameters: LSCINT.P

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

1-Hexanol, 2-et... 13.774 9.5 wug/l 173868 4 13.678 915500 50.0
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