LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100820\
Data File : VU040573.D

Aca On : 08 Oct 2020 19:50

Operator : SY/MD

Sample : L4286-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 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\SOMUTR100820WMA .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 1.607 74 83 94 rvVB 79943 90874 12.05% 1.693%
2 1.700 103 112 121 rBvV 13370 20622 2.73% 0.384%
3 1.925 173 182 194 rVB 61699 79624 10.56% 1.483%
4 2.581 369 386 399 rBV 132386 216716 28.73% 4.036%
5 2.665 399 412 442 rVB2 10757 39476 5.23% 0.735%
6 3.202 567 579 591 rVB3 3646 8480 1.12% 0.158%
7 4.658 1015 1032 1070 rBv2 84830 319530 42.37% 5.951%
8 4.826 1071 1084 1113 rVB 82414 213669 28.33% 3.980%
9 5.083 1148 1164 1195 rBV 124154 287384 38.10% 5.352%
10 5.742 1343 1369 1390 rBV3 216384 570273 75.61% 10.621%

11 6.263 1517 1531 1553 rBvV 173814 325265 43.13% 6.058%
12 6.703 1654 1668 1688 rvB2 138969 269932 35.79% 5.027%
13 7.575 1927 1939 1955 rBvV 68166 118730 15.74% 2.211%
14 7.723 1975 1985 1993 rBV5 6652 11450 1.52% 0.213%
15 7.906 2028 2042 2055 rBvV 247693 426656 56.57% 7.946%

16 7.977 2055 2064 2076 rVB 17886 30609 4._.06% 0.570%
17 8.186 2116 2129 2143 rBV2 47170 78713 10.44% 1.466%
18 8.642 2257 2271 2301 rBvV 400002 754221 100.00% 14.047%
19 8.790 2308 2317 2328 rBV2 30233 49634 6.58% 0.924%

20 9.420 2499 2513 2532 rBvV 257069 425867 56.46% 7.932%

21 10.755 2916 2928 2944 rVB 111327 177337 23.51% 3.303%

22 11.472 3141 3151 3166 rVB6 5195 10257 1.36% 0.191%

23 11.806 3243 3255 3270 rBV 242946 379619 50.33% 7.070%

24 12.060 3323 3334 3352 rBv4 10748 26579 3.52% 0.495%

25 12.185 3361 3373 3390 rVB 249705 408261 54.13% 7.604%

26 12.880 3578 3589 3601 rBV6 8116 11995 1.59% 0.223%

27 13.201 3679 3689 3702 rVB3 12510 17421 2.31% 0.324%
Sum of corrected areas: 5369194
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100820\
VU040573.D

08 Oct 2020 19:50

SY/MD

L4286-12

25_0mL/MSVOA U/WATER

22 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .M
TRACE VOA SOM01.0

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abu&gj(%}%e TIC: VU040573.D
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Abu&gj(%}%e TIC: VU040573.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100820\
Data File : VU040573.D

Aca On : 08 Oct 2020 19:50

Operator : SY/MD

Sample : L4286-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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 1 Ethyl Acetate Concentration Rank 1

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

4.83 3.28 ug/L 213669 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl Acetate 88 C4H802 000141-78-6 90
2 Ethvl Acetate 88 C4H802 000141-78-6 90
3 Ethvl Acetate 88 C4H802 000141-78-6 86
4 Ethvl Acetate 88 C4H802 000141-78-6 86
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 40

Abundance Scan 1085 (4.829 min): VU040573.D (-1071) (-) m/z 43.10 100.00%
a3 ?
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| T 70 g8 440 460 4.80 500 5.20
o Y Y O N m/z 45.05 14._19%
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Abundance #2017: Ethyl Acetate
43
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29 m/z 61.10 13.40%
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Abundance
43
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5000 m/z 70.10 10.51%
29 61
15 55 70 88
1
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2015: Ethyl Acetate SN D 9 VY A NS
43 440 460 480 500 520

m/z 42.00 6.84%
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100820\
Data File : VU040573.D

Aca On : 08 Oct 2020 19:50

Operator : SY/MD

Sample : L4286-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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 3 Hexanal Concentration Rank 3

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

8.79 0.58 ug/L 49634 Chlorobenzene-d5 9.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanal 100 C6H120 000066-25-1 72
2 Hexanal 100 C6H120 000066-25-1 64
3 Hexanal 100 C6H120 000066-25-1 64
4 Hexanal 100 C6H120 000066-25-1 64
5 Butanal 72 C4H80 000123-72-8 43

Abundance Scan 2317 (8.790 min): VU040573.D (-2308) (-) 44 _05 100.00%

44 56
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44

56

27
5000 R o AR
8.40 8.60 8.80 9.00 9.20

7 m/z 41.05 96.72%

‘ 82
0 | 37 ‘50”\ \\‘ ‘
LA o e e e o B HSLAL A o e
m/z--> 10 20 30 40 50 60 70 80 90 100
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU100820\
Data File : VU040573.D

Acq On : 08 Oct 2020 19:50

Operator : SY/MD

Sample - L4286-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 22 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .M
TRACE VOA SOMO01.0

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Ethyl Acetate 4.83 3.3 ug/L 213669 1 6.26 325265 5.0
Hexanal 8.79 0.6 ug/L 49634 2 9.42 425867 5.0
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