LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@91523\
Data File : VU@55352.D

Acqg On : 15 Sep 2023 20:39
Operator : MD/SY

Sample : 04380-13

Misc : 25.0mL/MSVOA_U/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: 0.1 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_ U\Method\SFAMUTRO91523WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@55352.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.464 45 54 67 rBv 86656 92355 11.89% 1.494%
2 1.595 86 95 112 rVB2 92056 108974 14.03% 1.763%
3 1.910 185 193 205 rBV 92456 117909 15.18% 1.907%
4 2.373 328 337 364 rVB2 18269 41312 5.32% 0.668%
5 2.563 383 396 413 rBV2 112753 188074 24.22%  3.042%
6 3.361 627 644 658 rBV2 31308 76284  9.82% 1.234%
7 4.647 1027 1044 1073 rBV3 107683 451264 58.11% 7.299%
8 5.058 1157 1172 1190 rBV 136252 308740 39.76%  4.994%
9 5.721 1356 1378 1396 rBV2 236522 639638 82.37% 10.345%
10 6.245 1526 1541 1563 rBV 224763 437739 56.37% 7.080%
11  6.541 1615 1633 1651 rBV3 78362 154699 19.92% 2.502%
12 6.688 1666 1679 1705 rBV 163802 324842 41.83% 5.254%
13 7.563 1940 1951 1970 rBV2 70582 127353 16.40% 2.060%
14 7.894 2041 2054 2073 rBV 255141 451158 58.10% 7.297%
15 8.177 2131 2142 2157 rBV2 43295 74535  9.60% 1.206%

16 8.634 2273 2284 2323 rBV3 319875 776560 100.00% 12.
17  9.415 2514 2527 2546 rBV 340773 583220 75.10%
18 10.753 2932 2943 2962 rVB 133273 217761 28.04%
19 11.810 3260 3272 3299 rBV 350204 567320 73.06%
20 12.190 3376 3390 3415 rBV 264689 443091 57.06%
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Sum of corrected areas: 6182828
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@91523\
Data File : VU@55352.D

Acqg On : 15 Sep 2023 20:39
Operator : MD/SY

Sample : 04380-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR@91523WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VU055352.D\data.ms

300000

250000

5721 6.245
200000
6.68
150000 5.058

2.563 4.647

1.484595 1.910
100000 6.541
50000 5373 3.361
. Bit

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 6.40 6.60

>
Abunsdance TIC: VU055352.D\data.ms
8.634 9.415 11.810

300000

7.894 12

250000
200000

150000 10.753

100000
7.563

50000 8-/](7 J
0 ‘ \ r r r T

T — ‘ ‘ ‘ ‘ ‘ ‘ T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abunsdance TIC: VU055352.D\data.ms

250000
200000
150000
100000

50000

L

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

SFAMUTRO91523WMA.M Wed Sep 20 17:17:44 2023 Page: 2



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@91523\
Data File : VU@55352.D

Acqg On : 15 Sep 2023 20:39
Operator : MD/SY

Sample : 04380-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR@91523WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.464 1.05 ug/L 92355  1,4-Difluorobenzene 6.248

Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1,1,4,4,4-Hexafluorobut-2-ene 164 C4H2F6 1010394-40-0 12
2 Egomaketone 164 C10H1202 059204-74-9 7
3 3-Pyridinol 95 C5H5NO 000109-00-2 7
4 2-Furoic acid, but-3-yn-2-yl ester 164 C9H803 1000299-23-2 7
5 3-Pyridinol 95 C5H5NO 000109-00-2 5

Abundance  Scan 54 (1.464 min): VU055352.D\data.ms (-45) (-) m/z 94.90 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@91523\
Data File : VU@55352.D

Acqg On : 15 Sep 2023 20:39
Operator : MD/SY

Sample : 04380-13

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO91523WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

unknown-01 1.464 1.1 ug/L 92355 1 6.248 437739 5.0
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