LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080918\
Data File : BF108047.D

Aca On : 9 Aug 2018 12:45

Operator : JU/SJ

Sample : J4275-05 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF080818 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

# min scan scan scan TY heiaht area % max. total
1 5.237 489 493 497 rBV 358080 356175 12.22% 1.080%
2 5.625 555 559 562 rBY 2154183 1852619 63.59% 5.617%
3 6.619 723 728 731 rBY 2512564 2124861 72.93% 6.443%
4 6.778 751 755 758 rBVY 2425575 2074092 71.19% 6.289%
5 7.013 791 795 799 rBVY 2343584 1881765 64.59% 5.706%
6 7.166 818 821 825 rVB 1737726 1551492 53.25% 4._.704%
7 7.572 885 890 893 rBVY 1468182 1325325 45.49% 4.018%
8 8.295 1009 1013 1017 rBV 3041560 2527865 86.76% 7.665%
9 9.372 1191 1196 1199 rBV 3194579 2636298 90.48% 7.993%
10 9.442 1205 1208 1212 rBV3 30011 40735 1.40% 0.124%
11 9.760 1259 1262 1266 rBV 225923 180137 6.18% 0.546%
12 9.925 1286 1290 1292 rBv4 37466 34757 1.19% 0.105%
13 9.972 1294 1298 1300 rVB2 63250 58490 2.01% 0.177%
14 10.060 1306 1313 1317 rBV2 3267824 2913547 100.00% 8.834%
15 10.089 1317 1318 1327 rVB4 36811 55556 1.91% 0.168%
16 10.378 1363 1367 1369 rBVv4 38958 49498 1.70% 0.150%
17 10.472 1379 1383 1387 rVB4 54190 69580 2.39% 0.211%
18 10.695 1416 1421 1423 rBvV6 35385 54135 1.86% 0.164%
19 10.748 1428 1430 1437 rVB8 21799 39178 1.34% 0.119%

20 10.848 1443 1447 1458 rBV 1594395 1448597 49.72% 4._.392%

21 10.966 1462 1467 1474 rVB4 75831 125603 4_.31% 0.381%

22 11.189 1503 1505 1510 rVB5 29310 36054 1.24% 0.109%
23 11.354 1530 1533 1536 rBv4 30228 34359 1.18% 0.104%
24 11.401 1538 1541 1543 rBV 51396 46984 1.61% 0.142%
25 11.430 1543 1546 1549 rBV 68007 70937 2.43% 0.215%
26 11.560 1563 1568 1570 rBV 2887051 2772840 95.17% 8.407%
27 11.578 1570 1571 1575 rVB 140870 99752 3.42% 0.302%
28 11.783 1603 1606 1609 rBV2 41433 37536 1.29% 0.114%
29 11.901 1622 1626 1629 rVB2 54446 75649 2.60% 0.229%
30 12.060 1650 1653 1656 rBV 145476 144726 4._.97% 0.439%
31 12.613 1744 1747 1748 rBV2 30937 35786 1.23% 0.109%
32 12.772 1771 1774 1777 rBV 204581 188106 6.46% 0.570%
33 12.813 1778 1781 1783 rVB 106407 90452 3.10% 0.274%

34 13.007 1808 1814 1819 rBV2 240409 314005 10.78% 0.952%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080918\
Data File : BF108047.D

Aca On : 9 Aug 2018 12:45

Operator : JU/SJ

Sample : J4275-05 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.142 1833 1837 1840 rBV 2907933 2379316 81.66% 7.214%

36 13.330 1867 1869 1871 rBV3 45160 36958 1.27% 0.112%
37 13.360 1871 1874 1876 rVV 94612 70905 2.43% 0.215%
38 13.701 1930 1932 1935 rBV 98990 90369 3.10% 0.274%

39 14.036 1986 1989 1996 rBV3 123102 231100 7.93% 0.701%
40 14.213 2014 2019 2022 rBV 2343885 2366239 81.22% 7.175%

41 14.354 2040 2043 2046 rBV2 121537 129450 4.44% 0.392%
42 14.660 2093 2095 2099 rVB 148301 118610 4_.07% 0.360%

43 15.360 2212 2214 2220 rVB 179440 193208 6.63% 0.586%
44 15.777 2279 2285 2291 rVB 1408118 2017389 69.24% 6.117%

Sum of corrected areas: 32981035
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080918\

BF108047.D
9 Aug 2018 12:45
JussJ
J4275-05 2X
9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080918\
Data File : BF108047.D

Aca On : 9 Aug 2018 12:45

Operator : JU/SJ

Sample : J4275-05 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

5.24 3.79 ng 356175 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 Butane 58 C4H10 000106-97-8 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 494 (5.243 min): BF108047.D (-489) (-) m/z 43.10 100.00%
43.1
5000 591
1011 a0 520 840 550
83.0 : : : :
SR ..:~|,....,~....',|....,....,....,....,....,297.-9. m/z 59.10 50.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 N L UL UL I
59.0 500 520 540 560
m/z 58.10 18.42%
270 .| g3.0 1010
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #4030: 2,3-Butanedione, monooxime
43.0
" '5.00 520 540 560
5000 m/z 101.10 16.79%
101.0
15.0 | 600 840
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3686: l—Propen—Z—oI, acetate LI B B L BB B
43.0 5.00 5.20 5.40 5.60
m/z 41.05 9.23%
5000
15.0 ‘ 720 100.0
| ) I | |
miz--> 20 40 60 80 100 120 140 160 180 200 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080918\
Data File : BF108047.D

Aca On : 9 Aug 2018 12:45

Operator : JU/SJ

Sample : J4275-05 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 2 unknown6.78 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.78 22.04 ng 2074090 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 755 (6.778 min): BF108047.D (-751) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.1 T T T o T
40.0 54 J 6.40 6.60 6.80 7.00 7.20
agri | guso oo m/z 68.05 44._72%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 UL LA UL L
6.40 6.60 6.80 7.00 7.20
310 510 m/z 134.00 32.93%
iy "'I'!"I""I""I"'W""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 29.68%
o qse e | [
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R e
57.0 132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 17.26%
74.0
5000 98.0 116.0
SN | ST ﬂ“,. A rm‘--‘jw i 1980 %8?|0l S A Y | G
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF080918\
Data File : BF108047.D

Acq On : 9 Aug 2018 12:45

Operator : JU/SJ

Sample : J4275-05 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.24 3.8 ng 356175 1 7.01 1881770 20.0
unknown6.78 6.78 22.0 ng 2074090 1 7.01 1881770 20.0
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