LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VU100919\

Data File : VU035003.D

Aca On - 09 Oct 2019 13:14

Operator : JC/SP

sample - K5219-12

Misc - 25.0mL/MSVOA U/WATER e DO
ALS Vial : 4 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 U\METHOD\SOMUTR100719WMA .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 1.177 21 27 38 rBv3 14316 14810 2.63% 0.294%
2 1.296 56 64 71 rBv2 40807 49383 8.75% 0.982%
3 1.392 85 94 109 rVB 61800 70724 12.54% 1.406%
4 1.470 112 118 126 rvv2 5890 7580 1.34% 0.151%
5 1.672 174 181 193 rBvV 56972 70527 12.50% 1.402%
6 2.261 354 364 373 rBV 101164 154550 27 .39% 3.072%
7 2.315 373 381 401 rVB 58018 101603 18.01% 2.020%
8 2.441 415 420 432 rVB2 6476 11598 2.06% 0.231%
9 2.685 489 496 507 rvVvB3 4099 7461 1.32% 0.148%
10 4.170 942 958 992 rBV 80854 239424 42 _.44% 4_.759%

11 4.624 1081 1099 1124 rBV2 85906 219869 38.97% 4_.371%
12 5.315 1291 1314 1345 rBV2 177604 508726 90.17% 10.113%
13 5.865 1472 1485 1514 rBV 195403 398655 70.66% 7.925%
14 6.309 1607 1623 1647 rBvV 121651 252952 44 .83% 5.028%
15 6.524 1681 1690 1706 rBV2 11551 24607 4._36% 0.489%

16 7.209 1892 1903 1926 rBV 51142 101739 18.03% 2.022%
17 7.546 1995 2008 2021 rBV 220444 396964 70.36% 7.891%

18 7.620 2021 2031 2047 rvVB2 45997 87756 15.55% 1.744%
19 7.836 2085 2098 2120 rBV2 28616 56676 10.05% 1.127%
20 8.251 2218 2227 2232 rBV4 6118 9338 1.66% 0.186%
21 8.299 2232 2242 2280 rVV 249138 564188 100.00% 11.215%
22 8.450 2281 2289 2306 rVB4 34795 66188 11.73% 1.316%
23 9.035 2461 2471 2472 rBV3 11714 14805 2.62% 0.294%
24 9.070 2472 2482 2519 rVB 290435 520452 92.25% 10.346%
25 9.234 2525 2533 2542 rVB3 6988 11641 2.06% 0.231%
26 9.357 2561 2571 2588 rBV3 12522 22264 3.95% 0.443%
27 9.765 2686 2698 2712 rBV6 12224 25410 4 _50% 0.505%
28 10.019 2765 2777 2797 rBV5 8239 19308 3.42% 0.384%
29 10.299 2856 2864 2875 rBV6 5909 10486 1.86% 0.208%

30 10.411 2886 2899 2922 rBV 101334 175306 31.07% 3.485%

31 11.466 3215 3227 3251 rBV 231203 442390 78.41% 8.794%
32 11.842 3329 3344 3369 rBvV 205657 373244 66.16% 7.419%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100919\
Data File : VU035003.D

Aca On : 09 Oct 2019 13:14

Operator : JC/SP

Sample : K5219-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 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 - 0 Peak Location: TOP

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

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA .M
TRACE VOA SOM01.0

Sum of corrected areas: 5030624
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100919\
VU035003.D

09 Oct 2019 13:14

JC/SP

K5219-12

25_0mL/MSVOA U/WATER

4 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA .M
TRACE VOA SOM01.0

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100919\
Data File : VU035003.D

Aca On : 09 Oct 2019 13:14

Operator : JC/SP

Sample : K5219-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _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 Hexanal Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

8.45 0.64 ug/L 66188 Chlorobenzene-d5 9.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanal 100 C6H120 000066-25-1 59
2 Hexanal 100 C6H120 000066-25-1 59
3 Hexanal 100 C6H120 000066-25-1 53
4 Hexanal 100 C6H120 000066-25-1 40
5 Urea, trimethyl- 102 C4H10N20 000632-14-4 35

Abundance Scan 2289 (8.450 min): VU035003.D (-2281) (-) m/z 56.05 100.00%

6
5000 k
72

8.20 840 860 880
| 3 98 207
0 ,|Jfl,,,,,, m/z 44.00 97.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3767: Hexanal
56
5000 LIRS
27 8.20 8.40 8.60 8.80

m/z 41.00 92.22%

15 ,|,| 83 100
o] ,....,....,....,....,....,....,....,....
m/z--> 20 40 80 100 120 140 160 180 200
Abundance
44 56

8.20 8.40 8.60 8.80

5000 29 m/z 57.10 64.35%
72
83 100
o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3772: Hexanal ....,.... R
44 8.20 8.40 860 880
56 m/z 43.05 58.50%
27
5000
72
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU100919\
Data File : VU035003.D

Acq On : 09 Oct 2019 13:14

Operator : JC/SP

Sample - K5219-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100719WMA _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]

Hexanal 8.45 0.6 ug/L 66188 2 9.07 520452 5.0
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