LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52621\
Data File : VN@67167.D

Acqg On : 26 May 2021 13:49

Operator : JC/MD

Sample : VNO526MBLO1

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 3  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\82N©52121W.M

Title : SW846 8260

Signal : TIC: VN@67167.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total

1 2.383 234 240 242 rBV7 28904 17273 1.51% 0.309%
2 2.413 243 251 256 rBV1e 34975 48764 4.26% 0.872%
3 2.450 262 265 266 rBV3 20129 12958 1.13% 0.232%
4 2.461 266 269 280 rVB1le 95849 109993 9.60% 1.967%
5 4.368 970 980 982 rBV1e 53616 48833  4.26% 0.873%

6 4.384 982 986 994 rvv8 38086 51746  4.52% 0.925%
7 4.419 994 999 1006 rVVie 24547 33717 2.94% 0.603%
8 7.516 2133 2154 2168 rBvV2 137311 346046 30.20% 6.188%
9 7.594 2169 2183 2215 rVB2 218556 543743 47.45%  9.723%

7.956 2297 2318 2345 rBV2 166792 399448 34.86% 7.142%

11 8.522 2510 2529 2563 rBV 348183 762304 66.53% 13.631%
12 10.035 3076 3093 3115 rBV 591800 1145890 100.00% 20.490%
13 11.360 3570 3587 3616 rBV2 427252 826758 72.15% 14.783%
14 12.360 3943 3960 3985 rBV 225816 536114 46.79% 9.586%
15 13.304 4298 4312 4349 rBv2 213235 609018 53.15% 10.890%

16 14.524 4753 4767 4770 rBV2 33396 54161 4.73% 0.968%

17 14.814 4869 4875 4882 rBvV2 28801 30246 2.64% 0.541%

18 14.940 4918 4922 4925 rBVS5 30917 15542 1.36% 0.278%
Sum of corrected areas: 5592554
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52621\
Data File : VN@67167.D

Acqg On : 26 May 2021 13:49

Operator : JC/MD

Sample : VNe526MBLO1

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©52121W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VN067167.D\data.ms

500000
400000
300000
200000

100000 wm:j%%i W

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 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
Abundance TIC: VN067167.D\data.ms

10. E35

500000

11.360

400000
8.522

300000

7.594

200000 7,956

7.5

100000

O ——1— — = — e — — S — o
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN067167.D\data.ms

500000
400000
300000
12.360 13.304

200000

100000
14.524 14,8940

0 T T ‘ T T T ‘ T T T ‘ 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

82N©52121W.M Thu May 27 18:16:05 2021 Page: 2



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52621\
Data File : VN@67167.D

Acqg On : 26 May 2021 13:49

Operator : JC/MD

Sample : VNe526MBLO1

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©52121W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 7(8H)-Pteridinone, 4-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.461 10.11 ug/l 109993  Pentafluorobenzene 7.594

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7(8H)-Pteridinone, 4-methyl- 162 C7H6N40 016041-29-5 50
2 Tricyclo[4.3.1.1(2,5)]undec-3-en... 164 C11H160 070220-95-0 30
3 3,5-Methano-2H-cyclopenta[b]fura... 168 C9H1203 1000141-73-5 25
4 Cyclopropane, 1-(1-hydroxyethyl)... 234 C10H1904P 1000157-94-9 15
5 1-(Tihenyl-2)-1-formylethylene 138 C7H60S 134839-25-1 15
Abundance Scan 269 (2.461 min): VN067167.D\data.ms (-266) (-) m/z 40.10 100.00%
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Abundance #37373: 3,5-Methano-2H-cyclopenta[b]furan-2-one, 3,3a,
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52621\
Data File : VN@67167.D

Acqg On : 26 May 2021 13:49

Operator : JC/MD

Sample : VNO526MBLO1

Misc : 5.00g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©52121W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11l.L
TIC Integration Parameters: LSCINT.P

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

7(8H)-Pteridino... 2.461 10.1 wug/l 109993 1 7.594 543743 50.0
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