LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061022\
Data File : VN@72776.D

Acqg On : 10 Jun 2022 19:50
Operator : JC\MD

Sample : N3293-08

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 21  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_N\methods\82N060822W.M

Title : SW846 8260

Signal : TIC: VN@72776.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.234 35 42 49 rBV2 55168 114282 6.92% 1.487%
2 2.399 66 70 75 rBvV3 11897 18746 1.13% 0.244%
3 2.740 123 128 136 rVB6 13625 32035 1.94% 0.417%
4 5.369 559 575 588 rBv3 9548 33470 2.03% 0.436%
5 8.016 1013 1025 1031 rBV 258759 628795 38.06%  8.184%

.081 1031 1036 1047 rVB 272567 618537 37.44%  8.050%
.433 1086 1096 1109 rBV 294775 682578 41.31%  8.884%
.963 1177 1186 1200 rBV 393741 825910 49.99% 10.749%
10.439 1428 1437 1446 rBV 898138 1652277 100.00% 21.504%
10 11.745 1650 1659 1671 rBV 545833 970599 58.74% 12.632%

00 00 00

11 12.727 1819 1826 1837 rBV 637653 1102305 66.71% 14.346%
12 13.668 1975 1986 1994 rBV 452871 805211 48.73% 10.480%

13 13.768 1999 2003 2013 rVB2 47006 102869 6.23% 1.339%

14 15.504 2287 2298 2306 rBvV2 19016 45106 2.73% 0.587%

15 16.609 2477 2486 2496 rBV3 21148 50807 3.07% 0.661%
Sum of corrected areas: 7683527
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061022\
Data File : VN@72776.D

Acqg On : 10 Jun 2022 19:50
Operator : JC\MD

Sample : N3293-08

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.M
Quant Title : SW846 8260

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

Abundance TIC: VNO72776.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061022\
Data File : VN@72776.D

Acqg On : 10 Jun 2022 19:50
Operator : JC\MD

Sample : N3293-08

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 unknown2.234 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.234 9.24 ug/l 114282  Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1,1,2,2,3,3,4,4,5,5-Undecafluo... 602 C1OF2202S 1000486-78-5 74
2 Sulfur dioxide 64 02S 007446-09-5 46
3 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 38
4 Thiosulfuric acid (H2S203), S-(2... 320 C11H16N203S3 040284-00-2 28
5 Dimethyl ether 46 C2H60 000115-10-6 12

Abundance  Scan 42 (2.234 min): VNO72776.D\data.ms (-35) (-) m/z 45.00 100.00%

45.0
5000

220 240 2.60

obredl b 2088 m/z 63.90  58.32%
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5000
m/z--> 50 100 150 200 250 300 220 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe61022\
Data File : VN@72776.D

Acqg On : 10 Jun 2022 19:50

Operator JC\MD

Sample : N3293-08

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.M
: SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 2-Propyl-1-pentanol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.768 6.39 ug/l 102869 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propyl-1-pentanol 130 C8H180 058175-57-8 59
2 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 43
3 Carbonic acid, heptyl prop-1-en-... 200 C11H2003 1000382-54-1 43
4 1-Hexanethiol, 2-ethyl- 146 C8H18S 007341-17-5 43
5 Heptane, 1-(2-propenyloxy)- 156 C10H200 016519-24-7 40

Abundance Scan 2003 (13.768 min): VN072776.D\data.ms (-1999) (- | m/z 57.00 100.00%
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Abundance  #75535: Carbonic acid, heptyl prop-1-en-2-yl ester
57.0 13.50 14.00
m/z 69.95 23.92%
5000
29.0
98.0
0 H‘_‘1“J‘\_‘MHHH?‘}-PHAMm_m_m_ oyl
m/z--> 20 40 60 80 100 120 140 160 1350 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061022\
Data File : VN@72776.D

Acqg On : 10 Jun 2022 19:50
Operator : JC\MD

Sample : N3293-08

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060822W.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|
unknown2.234 2.234 9.2 ug/l 114282 1 8.081 618537 50.0
2-Propyl-1-pent... 13.768 6.4 ug/l 102869 4 13.669 805211 50.0
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