LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010423\
Data File : VX033616.D

Acqg On : 04 Jan 2023 13:24
Operator : JC/MD
Sample : IBLK
Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA X\Method\82X010423W.M

Title : SW846 8260

Signal : TIC: VX@33616.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.325 31 39 40 rBvV3 4572 8433 1.13% 0.225%
2 2.514 229 234 241 rBV 5767 8514 1.14% 0.227%
3 2.965 299 308 316 rBV5 4116 9721 1.30% 0.259%
4 3.093 319 329 335 rVB5 3438 7898 1.05% 0.211%
5 3.696 417 428 441 rBV 38046 106276 14.19% 2.836%

6 5.385 693 705 722 rBV 88435 261000 34.86% 6.964%
7 5.55@ 722 732 748 rVB 167612 482619 64.45% 12.878%
8 5.958 789 799 812 rBV 91880 249039 33.26% 6.645%
9 6.763 921 931 945 rBV 235017 561463 74.98% 14.981%

8.647 1233 1240 1249 rBV 483610 748791 100.00% 19.980%

11 10.e55 1465 1471 1483 rBV 337882 453771 60.60% 12.108%
12 11.079 1634 1639 1649 rBV 290805 357977 47.81% 9.552%

13 11.457 1697 1701 1709 rVB3 6015 7654 1.02% 0.204%
14 12.024 1788 1794 1805 rVB 332189 433667 57.92% 11.571%
15 12.335 1841 1845 1851 rVB2 8497 10283 1.37% 0.274%
16 13.591 2046 2051 2057 rVB 7727 9561 1.28% 0.255%
17 13.725 2068 2073 2077 rBV 11420 13439 1.79% 0.359%
18 13.780 2077 2082 20990 rBV 5907 8015 1.07% 0.214%
19 13.963 2107 2112 2117 rVB 7471 9647 1.29% 0.257%
Sum of corrected areas: 3747768
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010423\
Data File : VX033616.D

Acqg On : 04 Jan 2023 13:24
Operator : JC/MD

Sample : IBLK

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X010423W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VX033616.D\data.ms

400000

300000

200000 5 550

100000 5.385 5.958

3.696
1.325 2514 2.965093

H‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\\\/\THH‘\H\‘HH’\H\‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘

Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20

Abundance TIC: VX033616.D\data.ms
8.647

o

400000
10.055

300000 11.079
6.763
200000

100000

11.457

Ot —r—1— —— — T T — —— — —— 1
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX033616.D\data.ms

400000

12.024

300000

200000

100000

2 LsgagiEng

T ‘ T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

82X010423W.M Thu Jan 05 14:05:59 2023 Page: 2



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010423\
Data File : VX033616.D

Acqg On : 04 Jan 2023 13:24
Operator : JC/MD

Sample : IBLK

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X010423W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknown3.696 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.696 11.01 ug/1 106276  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene, 2-methyl- 56 C4H8 000115-11-7 49
2 1-Butene 56 C4H8 000106-98-9 49
3 2-Propanethiol, 2-methyl- 90 C4H1es 000075-66-1 43
4 2-Butanethiol 90 C4H1es 000513-53-1 35
5 Propane, 2-methyl-1-nitro- 103 C4H9NO2 000625-74-1 33
Abundance Scan 428 (3.696 min): VX033616.D\data.ms (-417) (-) m/z 41.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010423\
Data File : VX@33616.D

Acqg On : 04 Jan 2023 13:24
Operator : JC/MD
Sample : IBLK
Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X010423W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

unknown3. 696 3.696 11.0 ug/l 106276 1 5.556 482619 50.0
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