LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102120\
Data File : VU040873.D

Aca On : 21 Oct 2020 15:12

Operator : SY/MD

Sample : L4428-08DL 10X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 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 1.366 3 8 22 rVB 389228 367065 24.49% 3.523%
2 1.494 43 48 62 rvB 106520 109082 7.28% 1.047%
3 1.607 76 83 100 rVvB2 245927 295458 19.71% 2.836%
4 1.922 174 181 193 rVB 108668 142069 9.48% 1.363%
5 2.006 202 207 217 rVBY 16019 22668 1.51% 0.218%
6 2.581 373 386 401 rBV 209968 347811 23.21% 3.338%
7 3.372 617 632 645 rVBY 9422 19949 1.33% 0.191%
8 4.684 1011 1040 1069 rBv2 400458 1389535 92.71% 13.336%
9 5.079 1146 1163 1182 rBV 194625 427678 28.53% 4.105%

10 5.742 1343 1369 1385 rBvV2 373706 993284 66.27% 9.533%

11 6.259 1514 1530 1550 rBV 327471 619075 41.30% 5.941%
12 6.549 1609 1620 1630 rBV7 8040 15077 1.01% 0.145%
13 6.703 1653 1668 1686 rBvV 252378 484118 32.30% 4.646%
14 7.571 1924 1938 1957 rBV2 121146 217329 14 .50% 2.086%
15 7.906 2025 2042 2060 rBvV 414814 709369 47.33% 6.808%

16 8.185 2117 2129 2146 rBV 85170 146619 9.78% 1.407%
17 8.639 2254 2270 2311 rBV 866353 1498804 100.00% 14.384%
18 9.420 2498 2513 2535 rBvV 490643 811516 54.14% 7.788%
19 10.754 2916 2928 2945 rVB 219570 350881 23.41% 3.367%
20 11.809 3242 3256 3270 rBV 461197 733936 48.97% 7.044%

21 12.188 3361 3374 3391 rBV 447113 718396 47.93% 6.895%

Sum of corrected areas: 10419719
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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\VU102120\
VU040873.D

21 Oct 2020 15:12

SY/MD

L4428-08DL 10X

25_0mL/MSVOA U/WATER

11 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 : VU040873.D

Aca On : 21 Oct 2020 15:12

Operator : SY/MD

Sample - L4428-08DL 10X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 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 2.96 ug/L 367065 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane 44 C3H8 000074-98-6 83
2 Propane 44 C3H8 000074-98-6 83
3 Propane 44 C3H8 000074-98-6 9
4 Propene 42 C3H6 000115-07-1 9
5 Cyclopropene 40 C3H4 002781-85-3 9

Abundance Scan 9 (1.369 min): VU040873.D (-3) (-) m/z 44.10 100.00%
4
39
5000
140 150 160 170 180
0,,,,,,,,3Q|I| ot 0 Tm/z 43.10 89.76%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #79: Propane
29
5000 LR I LR IR
a4 1.40 1.50 1.60 1.70 1.80
39 m/z 39.05 66 .43%
. 1 115 0 2 g |
AR RN RAREN RRARA RN RS SN RN RN RN RAREE RN R AR RRA
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
29
1.40 1.50 1.60 1.70 1.80
5000 m/z 41.10 54 _58%
44
o 39
o 121% 20 36
m/z--> 0 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 38.05 21.65%
5000
39 44
15 2
0 2 12 | 19 | ‘
AR RN RAREN RN RN RN RN AN RN RN RAREE RN R AR R LR ISR N IR A
m/z--> 0 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 : VU040873.D

Aca On : 21 Oct 2020 15:12

Operator : SY/MD

Sample - L4428-08DL 10X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 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.

1.49 0.88 ug/L 109082 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutane 58 C4H10 000075-28-5 64
2 lIsobutane 58 C4H10 000075-28-5 64
3 Isobutane 58 C4H10 000075-28-5 53
4 l1sobutane 58 C4H10 000075-28-5 42
5 Isobutyl nitrite 103 C4H9NO2 000542-56-3 28

Abundance Scan 47 (1.491 min): VU040873.D (-43) (-) m/z 43.05 100.00%
43
5000
39
36 5053 57 28 1.40 1.50 1.60 1.70 1.80 1.90
Ly ARt LS LAt A AR SRS AAAY SR LAAKI AL ML) MARRA AR SAMA AR A m/z 41.05 50.67%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #237: Isobutane
43
5000 UARARARAN IS IARAN UL U
27 1.40 1.50 1.60 1.70 1.80 1.90
15 39 m/z 42.10 33.91%
o 2 12 | AN 50 o7
ALY A KR! SALN AL RARSA AR SERL) RALKS SULLY KARS) SAASS SALLA RARRA AR AR AR SEAM
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
43
1.40 1.50 1.60 1.70 1.80 1.90
5000 m/z 39.05 22 .50%
27
39
o 1 1215 19 36 51 57
LR RS L) RN RAREN AN LA ALY RALLY KAAAA LARA) RERL) WALAA RARRN LARA) RAAA) LARSAALLES L
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #235: Isobutane
43 1.40 1.50 1.60 1.70 1.80 1.90
m/z 38.10 5.46%
5000
27
39
o 12‘ 19 ., 36|]|, 50 57
m/z--> 0 5 10 15 20 25 3'0 3'5 40 45 50 5'5 6|0 65 70 75 80 85 1.40 1.50 1.60 1.70 1.80 1.90

SOMUTR102120WMA .M Mon Oct 26 16:49:58 2020 Page: 4



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102120\
Data File : VU040873.D

Acq On : 21 Oct 2020 15:12

Operator : SY/MD

Sample : L4428-08DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 11 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 3.0 ug/L 367065 1 6.26 619075 5.0
(DEL) Alkane: Str... 1.49 0.9 ug/L 109082 1 6.26 619075 5.0
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