LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV112119\
Data File : VV013719.D

Aca On : 21 Nov 2019 17:54

Operator : SY/MD

Sample : K5941-13 10X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 20 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\SOMVTR111519WMA_.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 1.222 36 41 45 rBV2 23216 19350 1.32% 0.160%
2 1.316 61 70 82 rBv 184215 209225 14.33% 1.728%
3 1.579 145 152 162 rBvV 162491 199987 13.69% 1.651%
4 2.119 310 320 332 rBV 342446 474985 32.52% 3.922%
5 2.303 371 377 387 rVB2 8796 14972 1.03% 0.124%
6 2.531 437 448 459 rBV3 10987 21587 1.48% 0.178%
7 2.650 473 485 495 rBV2 9312 20785 1.42% 0.172%
8 3.222 653 663 674 rvB4 7748 16688 1.14% 0.138%
9 3.955 878 891 923 rBV2 156061 612458 41.94% 5.058%
10 4.393 1007 1027 1052 rBvV 248222 634225 43.43% 5.237%

11 5.090 1225 1244 1267 rBV2 602915 1460405 100.00% 12.060%
12 5.659 1403 1421 1446 rBvV 378343 767867 52.58% 6.341%
13 5.955 1498 1513 1534 rBV2 168687 344857 23.61% 2.848%
14 6.113 1545 1562 1577 rBV 332950 671850 46.00% 5.548%
15 7.026 1834 1846 1865 rBV 156759 286921 19.65% 2.369%

16 7.357 1937 1949 1967 rBV 687779 1202930 82.37% 9.934%
17 7.659 2033 2043 2060 rBvV 96432 174900 11.98% 1.444%
18 8.142 2180 2193 2226 rBV 665501 1449519 99.25% 11.970%
19 8.891 2412 2426 2444 rBV 559226 945157 64.72% 7.805%

20 9.052 2466 2476 2488 rBV3 13482 22523 1.54% 0.186%
21 9.177 2508 2515 2527 rBV5 9751 18795 1.29% 0.155%
22 9.585 2635 2642 2656 rVB6 13402 26053 1.78% 0.215%

23 10.257 2839 2851 2871 rBV 255857 413649 28.32% 3.416%
24 11.289 3160 3172 3193 rVV 561879 890436 60.97% 7.353%
25 11.669 3277 3290 3307 rBV 690695 1110011 76.01% 9.166%

26 12.691 3599 3608 3615 rBV4 12560 19727 1.35% 0.163%

27 13.309 3792 3800 3811 rBvV4 14505 25928 1.78% 0.214%

28 13.553 3865 3876 3886 rVB2 13895 28468 1.95% 0.235%

29 13.788 3941 3949 3960 rVB7 14836 25245 1.73% 0.208%
Sum of corrected areas: 12109503
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV112119\
Data File : VV013719.D

Aca On : 21 Nov 2019 17:54

Operator : SY/MD

Sample : K5941-13 10X

Misc - 25.0mL/MSVOA V/WATER

ALS Vvial :© 20 Sample Multiplier: 1

OQuant Method : Z:\VOASRV\HPCHEM1\MSVOA_ V\METHOD\SOMVTR111519WMA.M
Quant Title : TRACE VOA SOM01.0

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

Abundance TIC: VV013719.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV112119\
Data File : VV013719.D

Aca On : 21 Nov 2019 17:54

Operator : SY/MD

Sample : K5941-13 10X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR111519WMA_M
Quant Title : 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 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.26 2.32 ug/L 413649 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methane-d. trichloro- 119 CDCI3 000865-49-6 47
2 Methane-d. trichloro- 119 CDCI3 000865-49-6 47
3 Ethvl 3-isothiocvanatobutvrate 173 C7H11NO2S 206750-29-0 9
4 Cinnamic acid. 2-(diethvlamino)e... 247 C15H21NO2 010369-88-7 9
5 I-Isoleucine, N-(3-methyl-1-oxob... 229 C12H23N0O3 118388-30-0 9
Abundance Scan 2852 (10.261 min): VV013719.D (-2839) (-) m/z 84.00 100.00%
a
5000
98
63 133 170 110,00 10.20 10,40 10.60
49 : : : :
o Pl 73 !.I|I...1.1,7..'.“.-,....,.!':.,....,29‘.‘. m/z 86.00 63.60%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #9153: Methane-d, trichloro-
aa
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Abundance #40708: Ethyl 3-isothiocyanatobutyrate R R ma
2 86 10.00 10.20 10.40 10.60
99 m/z 96.00 15.54%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV112119\
Data File : VV013719.D

Acq On : 21 Nov 2019 17:54

Operator : SY/MD

Sample : K5941-13 10X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR111519WMA_M
Quant Title : TRACE VOA SOM01.0

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

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

unknown-01 10.26 2.3 ug/L 413649 3 11.29 890436 5.0
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