LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102120\
Data File : VU040901.D

Aca On : 22 Oct 2020 12:18

Operator : SY/MD

Sample : L4428-22

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 41 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\SOMUTR102120WMA .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

1.366 3 8 30 rvB 2822151 2657482 100.00% 18.608%
1.494 38 48 56 rBvV 278027 288923 10.87% 2.023%
83 93 rBv2 655054 718514 27 .04% 5.031%
1.922 174 181 194 rVB 116170 150283 5.66% 1.052%
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2.006 200 207 222 rVB 55763 84375 3.17% 0.591%
6 2.215 264 272 281 rVB3 27786 39775 1.50% 0.279%
7 2.581 373 386 401 rBV 201969 339151 12.76% 2.375%
8 3.150 5562 563 575 rBV3 18227 34260 1.29% 0.240%
9 3.369 617 631 649 rVB5 31543 62708 2.36% 0.439%
10

4.684 1013 1040 1070 rBV2 985513 2651098 99.76% 18.563%

11 5.080 1148 1163 1185 rVB2 198459 431929 16.25% 3.024%
12 5.404 1251 1264 1280 rBV6 17447 39090 1.47% 0.274%
13 5.739 1347 1368 1397 rBvV2 372520 1008174 37.94% 7.059%
14 6.263 1514 1531 1549 rBvV 290790 549849 20.69% 3.850%
15 6.552 1610 1621 1634 rBVS8 18441 40169 1.51% 0.281%

16 6.703 1652 1668 1685 rBvV 251595 480113 18.07% 3.362%
17 7.571 1926 1938 1956 rBV 101143 178185 6.71% 1.248%
18 7.903 2025 2041 2056 rBvV 399466 679353 25.56% 4._.757%
19 8.185 2117 2129 2142 rBV 72770 121412 4._.57% 0.850%
20 8.639 2255 2270 2300 rBvV 796834 1414713 53.24% 9.906%

21 9.420 2499 2513 2531 rBV 436757 721863 27.16% 5.054%
22 10.755 2917 2928 2946 rVB 210434 341834 12.86% 2.394%

23 11.806 3239 3255 3271 rBV 374996 598844 22_.53% 4.193%
24 12.189 3361 3374 3387 rBV 401001 649557 24 .44% 4.548%

Sum of corrected areas: 14281654
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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\VU102120\
VU040901.D

22 Oct 2020 12:18

SY/MD

L4428-22

25_0mL/MSVOA U/WATER

41 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102120WMA .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\VU102120\
Data File : VU040901.D

Aca On : 22 Oct 2020 12:18

Operator : SY/MD

Sample : L4428-22

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102120WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 1

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

1.37 24.17 ug/L 2657480 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane 44 C3HS8 000074-98-6 83
2 Propane 44 C3HS8 000074-98-6 83
3 Propane 44 C3HS8 000074-98-6 9
4 Propene 42 C3H6 000115-07-1 9
5 Acetaldehyde 44 C2H40 000075-07-0 5

Abundance Scan 9 (1.369 min): VU040901.D (-3) (-) m/z 44.10 100.00%
7\

39
5000

1.40 1.50 1.60 1.70 1.80

3
o,,,,,,,,q|l| e | M/Z 43.10  94.42%
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #79: Propane
29
5000
44 1.40 1.50 1.60 1.70 1.80
39 m/z 39.10 67.47%
2
1 121> 20 ° 36, |,
O T T T T A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
29
D ) G
1.40 1.50 1.60 1.70 1.80
5000 m/z 41.10 51.31%
44
o8 39
o 121% 20 36
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #80: Propane
29 1.40 1.50 1.60 1.70 1.80
m/z 38.10 20.51%
5000
39 44
15 2
2 12| 19 | ik
O e T e e A e R e e e SRR
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 1.40 1.50 1.60 1.70 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102120\
Data File : VU040901.D

Aca On : 22 Oct 2020 12:18

Operator : SY/MD

Sample : L4428-22

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102120WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 3

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

2.01 0.77 ug/L 84375 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 90
2 Butane. 2-methvl- 72 C5H12 000078-78-4 80
3 Butane. 2-methvl- 72 C5H12 000078-78-4 64
4 Butane. 2-chloro-3-methvl- 106 C5H11CI 000631-65-2 40
5 Propane, 2-methyl-1-nitro- 103 C4H9NO2 000625-74-1 10

Abundance Scan 208 (2.009 min): VU040901.D (-200) (-) m/z 43.10 100.00%
a3
57
5000
72 1.60 1.80 2.00 2.20 2.40
0 ...,....,....,....,.?ﬁ‘.;.:.ﬁ?l.'l:,.‘?“?.,-.'...8?....,....,1.0.3..,....1,?.2..,. m/z 42.10 82.09%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #713: Butane, 2-methyl-
43
57
5000 29
1.60 1.80 2.00 2.20 2.40
m/z 41.10 78.31%
oLt B ] 50 64 "2
AR R IR NI IR LS UL LN LA LA RS B RS BN
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
57 1.60 1.80 2.00 2.20 2.40
5000 21 m/z 57.10 64.38%
15
o 2 50 72
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #714: Butane, 2-methyl-
43 1.60 1.80 2.00 2.20 2.40
57 m/z 39.05 29.96%
5000
29
o s || s 657
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 1.60 1.80 2.00 2.20 2.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102120\
Data File : VU040901.D

Acq On : 22 Oct 2020 12:18

Operator : SY/MD

Sample - L4428-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 41 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102120WMA .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]
(DEL) Alkane: Str... 1.37 24_.2 ug/L 2657480 1 6.26 549849 5.0
(DEL) Alkane: Str... 2.01 0.8 ug/L 84375 1 6.26 549849 5.0
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