LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX081919\
Data File : VX011624.D

Acq On 19 Aug 2019 12:11

Operator : JC/SP

Sample - K4223-12

Misc : 4.859/5mL/100uL/10mL/MSVOA_X/MEOH

ALS Vial : 7 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 - O Peak Location: TOP

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

Method = Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X081519W_M

Title : SW846 8260

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.660 65 83 86 rBvV 63913 233209 14.63% 2.205%
2 2.782 261 267 279 rBvV 109551 190899 11.97% 1.805%
3 5.495 701 712 723 rBY 186960 534823 33.55% 5.056%
4 5.647 726 737 749 rVV 372196 1038914 65.17% 9.822%
5 6.056 792 804 816 rBvV 198065 511159 32.06% 4.833%
6 6.848 925 934 947 rBY 517088 1214921 76.21% 11.486%
7 8.031 1120 1128 1137 rBV 42220 84960 5.33% 0.803%
8 8.707 1233 1239 1255 rBV 989729 1594148 100.00% 15.072%
9 10.110 1459 1469 1482 rBV 1007237 1401141 87.89% 13.247%
10 11.012 1610 1617 1624 rBvV2 39672 71998 4_52% 0.681%
11 11.134 1632 1637 1645 rBY 831989 1131221 70.96% 10.695%
12 11.512 1694 1699 1704 rVB4 14690 20558 1.29% 0.194%
13 12.024 1773 1783 1786 rBvV8 15797 27036 1.70% 0.256%
14 12.079 1786 1792 1799 rVB 1145859 1477999 92.71% 13.974%
15 14.371 2160 2168 2175 rBV 17019 28501 1.79% 0.269%
16 15.115 2286 2290 2294 rBV7 9832 16272 1.02% 0.154%
17 15.316 2319 2323 2327 rVB6 12368 18140 1.14% 0.172%
18 15.389 2331 2335 2336 rVVv3 21457 24662 1.55% 0.233%
19 15.420 2336 2340 2345 rVV 42959 75563 4.74% 0.714%
20 15.481 2345 2350 2355 rVVv3 34911 59677 3.74% 0.564%
21 15.542 2355 2360 2363 rVV7 27048 44796 2.81% 0.424%
22 15.578 2363 2366 2374 rVB8 18513 33559 2.11% 0.317%
23 15.779 2394 2399 2402 rBvY 48613 80490 5.05% 0.761%
24 15.846 2407 2410 2417 rVB2 58301 90193 5.66% 0.853%
25 15.938 2420 2425 2427 rBV6 11166 19950 1.25% 0.189%
26 15.987 2428 2433 2439 rVW4 49146 97766 6.13% 0.924%

27 16.084 2442 2449 2458 rVV7 47106 140396 8.81% 1.327%
28 16.176 2458 2464 2474 rVB4 61817 138283 8.67% 1.307%

29 16.267 2474 2479 2484 rVB5 15470 29828 1.87% 0.282%
30 16.334 2484 2490 2499 rBV3 23004 73589 4.62% 0.696%
31 16.480 2508 2514 2521 rVV7 26196 50463 3.17% 0.477%
32 16.548 2521 2525 2531 rVBS8 12439 21897 1.37% 0.207%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX081919\
Data File : VX011624.D

Acq On 19 Aug 2019 12:11

Operator : JC/SP

Sample - K4223-12

Misc : 4.859/5mL/100uL/10mL/MSVOA_X/MEOH

ALS Vial : 7 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 - 0 Peak Location: TOP

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

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X081519W_M
SW846 8260

Sum of corrected areas: 10577011
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081919\
Data File : VvX011624.D

Acq On : 19 Aug 2019 12:11

Operator : JC/SP

Sample : K4223-12

Misc : 4.859/5mL/100uL/10mL/MSVOA_X/MEOH

ALS Vvial :© 7 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X081519W .M
SW846 8260

Quant Method
Quant Title

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

Abundance TIC: VX011624.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX081919\
Data File : VX011624.D

Acq On 19 Aug 2019 12:11

Operator : JC/SP

Sample - K4223-12

Misc : 4.859/5mL/100uL/10mL/MSVOA_X/MEOH

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X081519W .M
SW846 8260

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 9-Fluorenone, thiosemicarba... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.66 11.22 ug/Il 233209 Pentafluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Fluorenone, thiosemicarbazone 253 C14H11N3S 1000293-93-5 58
2 Phosphoric triamide, N,N" ,N""-tr... 269 C3H12N904P 014795-54-1 50
3 1,2-Ethanediol, diformate 118 C4H604 000629-15-2 45

4 Hydrazinecarbothioamide, 2-[1-(4... 238 C9H10N402S
5 1,3-Propanediol, 2-amino-1-(4-ni... 212 C9H12N204

005424-45-3 42
000119-62-0 42

Abundance Scan 83 (1.660 min): VX011624.D (-65) (-) m/z 59.95 100.00%
60
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v | 78 94 114 144 170184200214229 255 273 290 140 160 180 200
L RA B RA RS REn SRR A e S m/z 63.00 18.09%
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Abundance #104673: 9-Fluorenone, thiosemicarbazone
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43 m/z 45.05 14 .35%
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Abundance #118410: Phosphoric triamide, N,N',N"-tris(hydrazinocarbo...
44 60
T T
1.40 1.60 1.80 2.00
5000 m/z 35.10 13.81%
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Abundance #8670: 1,2-Ethanediol, diformate
44 60 1.40 1.60 1.80 2.00
m/z 44.00 11.34%
5000 >
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1.40 1.60 1.80 2.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX081919\
Data File : VX011624.D

Acq On 19 Aug 2019 12:11

Operator : JC/SP

Sample - K4223-12

Misc : 4.859/5mL/100uL/10mL/MSVOA_X/MEOH

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X081519W .M
SW846 8260

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

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

9-Fluorenone, thi... 1.66 11.2 ug/I1 233209 1 5.65 1038910 50.0
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