LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072319\
Data File : VV011978.D

Aca On 23 Jul 2019 21:16

Operator : SY/MD

Sample - K3823-19

Misc : 25ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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 V\METHOD\SOMVTRO72219WMA .M
Title - TRACE VOA SOMO1.0
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.119 5 9 17 rVB3 9842 10161 1.48% 0.179%
2 1.322 63 72 83 rvB 64307 67423 9.84% 1.189%
3 1.585 146 154 164 rVB 46242 53644 7.83% 0.946%
4 2.135 314 325 336 rBV2 119687 183500 26.79% 3.235%
5 2.190 336 342 351 rVB 12306 17267 2.52% 0.304%
6 3.232 648 666 689 rBV 328832 685044 100.00% 12.078%
7 3.958 873 892 910 rBV3 103398 350267 51.13% 6.175%
8 4.402 1013 1030 1052 rBvV 88278 224094 32.71% 3.951%
9 4.659 1091 1110 1133 rBvV 135866 333191 48.64% 5.874%
10 5.097 1229 1246 1274 rBV3 212677 516640 75.42% 9.109%

11 5.666 1409 1423 1443 rBV 161566 317420 46.34% 5.596%
12 5.962 1502 1515 1531 rVB5 29302 59651 8.71% 1.052%
13 6.119 1549 1564 1590 rVB 120603 242647 35.42% 4.278%
14 7.029 1836 1847 1864 rBV 59234 104436 15.25% 1.841%
15 7.360 1937 1950 1967 rBV 263169 450440 65.75% 7.942%

16 7.662 2034 2044 2061 rBV 35874 61158 8.93% 1.078%
17 8.132 2178 2190 2222 rBV 237699 433003 63.21% 7.634%
18 8.283 2228 2237 2253 rVB3 21288 35032 5.11% 0.618%
19 8.894 2415 2427 2450 rBV 237693 392745 57 .33% 6.924%
20 9.418 2582 2590 2607 rBvV8 3731 10661 1.56% 0.188%
21 10.260 2839 2852 2862 rBV2 78334 124322 18.15% 2.192%
22 10.466 2909 2916 2925 rVB4 6131 8560 1.25% 0.151%
23 10.981 3058 3076 3096 rBV3 42380 83161 12.14% 1.466%
24 11.109 3102 3116 3127 rBV10 3339 8029 1.17% 0.142%
25 11.293 3159 3173 3195 rBV 250687 408119 59.58% 7.195%
26 11.585 3255 3264 3277 rVBS8 4981 8208 1.20% 0.145%
27 11.669 3278 3290 3309 rBV 258216 422829 61.72% 7 .455%
28 12.444 3523 3531 3542 rVB2 11902 19376 2.83% 0.342%
29 12.797 3633 3641 3650 rVB5 4727 6940 1.01% 0.122%
30 13.514 3854 3864 3871 rBvV4 8096 12544 1.83% 0.221%
31 15.042 4325 4339 4352 rBV2 14238 21390 3.12% 0.377%
Sum of corrected areas: 5671902
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072319\
Data File : VV011978.D

Aca On - 23 Jul 2019 21:16

Operator : SY/MD

Sample : K3823-19

Misc - 25ML/MSVOA V/WATER

ALS Vial :© 21 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\VOASRV\HPCHEM1\MSVOA V\METHOD\SOMVTRO72219WMA .M
- TRACE VOA SOM01.0

TIC Library : C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VV011978.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072319\
Data File : VV011978.D

Aca On 23 Jul 2019 21:16

Operator : SY/MD

Sample - K3823-19

Misc : 25ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72219WMA .M
TRACE VOA SOM01.0

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 3-Octanone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.98 1.02 ug/L 83161 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octanone 128 C8H160 000106-68-3 91
2 3-0Octanone 128 C8H160 000106-68-3 91
3 3-Heptanone. 6-methvl- 128 C8H160 000624-42-0 74
4 3-0Octanone 128 C8H160 000106-68-3 74
5 3-0Octanone 128 C8H160 000106-68-3 64
Abundance Scan 3076 (10.981 min): VV011978.D (-3058) (-) m/z 43.00 100.00%
430 57.0
72.0 99.0
5000
Il ®0 | .0 wmo | | 10601080 1100 150
Y SN 1 SO SR N PO .- S m/z 57.00 90.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12435: 3-Octanone
430 57.0
72.0 99.0
5000 29.0
10.60 10.80 11.00 11.20
128.0 m/z 72.00 61.18%
85.0
0 “I"“I"'H"'Jhl"P'h'I”"IJ“'I'h'I"”I'}R%p”'l"”l"”
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Abundance #12427: 3-Octanone
430 570
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Abundance #12526: 3-Heptanone, 6-methy!- R e ST . 1
290 430 570 10.60 10.80 11.00 11.20
' 71.0 m/z 71.10 47 .37%
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128.0
0"P'“I”"P'”I“'W'M'I“'Wj“'P"W'”'P'“I”"P'”I“" AR AL AREE &
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10.60 10.80 11.00 11.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV072319\
Data File : VV011978.D

Acq On 23 Jul 2019 21:16

Operator : SY/MD

Sample - K3823-19

Misc : 25ML/MSVOA_V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72219WMA .M
TRACE VOA SOMO01.0

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

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

3-Octanone 10.98 1.0 ug/L 83161 3 11.29 408119 5.0
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