LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080217\

Data File : BF097287.D

Aca On : 2 Aug 2017 21:39 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22Ie : 14540-01 10X B

ALS Vial : 18 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:\HPCHEM1I\BNA F\METHODS\8270-BF072517.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

1.981 13 16 36 rvB2 76590 208958 21.61% 2.323%
4._.563 451 455 465 rBvV 51082 74022 7.66% 0.823%
550 rBvY 190374 307648 31.82% 3.421%
6.122 717 720 735 rBV 222996 293317 30.34% 3.261%
6.228 735 738 748 rVB 270143 296407 30.66% 3.296%
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6.445 772 775 788 rBV 661311 665285 68.81% 7.397%
6.604 799 802 812 rBV 277940 250767 25.94% 2.788%
880 rBvY 162574 175941 18.20% 1.956%
7.734 990 994 999 rBV 1153562 966871 100.00% 10.751%
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1 8.810 1173 1177 1183 rBV 412306 341713 35.34% 3.800%
11 9.210 1242 1245 1250 rBV 51754 43402 4._.49% 0.483%
12 9.475 1286 1290 1294 rBV2 1034996 960436 99.33% 10.679%
13 9.510 1294 1296 1299 rVB 38983 31833 3.29% 0.354%
14 9.686 1323 1326 1330 rBV 12018 11448 1.18% 0.127%
15 10.022 1380 1383 1388 rVB 26229 23608 2.44% 0.263%
16 10.263 1421 1424 1430 rBV 186860 167397 17.31% 1.861%
17 10.404 1442 1448 1454 rBV3 9396 15695 1.62% 0.175%
18 10.810 1515 1517 1520 rBV2 13231 13085 1.35% 0.145%
19 10.845 1520 1523 1526 rVB3 18381 19649 2.03% 0.218%

20 10.951 1537 1541 1543 rBV 835129 772935 79.94% 8.594%

21 10.975 1543 1545 1549 rVV 253743 207236 21.43% 2.304%

22 11.027 1549 1554 1559 rVB 61099 60918 6.30% 0.677%
23 11.192 1576 1582 1590 rBV3 20797 47970 4._.96% 0.533%
24 11.451 1621 1626 1628 rBV 35325 32405 3.35% 0.360%
25 11.480 1628 1631 1634 rVV 45435 43603 4_.51% 0.485%
26 11.527 1637 1639 1642 rVV 22208 22539 2.33% 0.251%
27 11.557 1642 1644 1647 rVV 48067 52019 5.38% 0.578%
28 11.580 1647 1648 1651 rVB2 18839 14197 1.47% 0.158%
29 11.745 1673 1676 1679 rVvV 16145 13876 1.44% 0.154%
30 11.780 1679 1682 1687 rVB6 10793 13581 1.40% 0.151%
31 11.998 1716 1719 1721 rBV 20307 17588 1.82% 0.196%
32 12.027 1721 1724 1728 rVV5 22040 38333 3.96% 0.426%
33 12.092 1732 1735 1738 rVB3 14354 16872 1.75% 0.188%

34 12.151 1742 1745 1750 rBV 290269 284112 29.38% 3.159%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080217\

Data File : BF097287.D

Aca On : 2 Aug 2017 21:39 Instrument :

Operator : SJ/JU EﬁAfs el
- _ lentosampleld :

3?22Ie : 14540-01 10X B

ALS Vial : 18 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:\HPCHEMI\BNA F\METHODS\8270-BF072517 .M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.304 1768 1771 1775 rVB2 15477 18025 1.86% 0.200%
36 12.374 1779 1783 1787 rVV 254877 282540 29.22% 3.142%
37 12.433 1791 1793 1796 rVVv2 16951 13144 1.36% 0.146%
38 12.527 1806 1809 1817 rVB 254387 242686 25.10% 2.698%
39 12.604 1819 1822 1825 rVV3 11218 16380 1.69% 0.182%
40 12.710 1837 1840 1844 rVB2 32284 37073 3.83% 0.412%
41 12.774 1848 1851 1855 rBV3 26068 34231 3.54% 0.381%
42 12.816 1855 1858 1862 rBV2 24584 31895 3.30% 0.355%
43 12.904 1870 1873 1876 rBVY 13099 14871 1.54% 0.165%
44 12.939 1876 1879 1881 rBV3 13628 13223 1.37% 0.147%
45 13.127 1908 1911 1918 rVB5 20003 31141 3.22% 0.346%
46 13.280 1935 1937 1941 rVB5 14285 12649 1.31% 0.141%
47 13.327 1942 1945 1947 rBVY 17562 20263 2.10% 0.225%
48 13.374 1951 1953 1955 rBVY 12765 12200 1.26% 0.136%
49 13.451 1964 1966 1970 rVB 27576 27182 2.81% 0.302%
50 13.574 1980 1987 1989 rBV2 645577 744728 T77.02% 8.281%
51 13.598 1989 1991 1996 rVB 108595 102986 10.65% 1.145%
52 13.674 2002 2004 2008 rVvB2 20335 22654 2.34% 0.252%
53 14.568 2152 2156 2164 rBvVY 99519 166165 17.19% 1.848%
54 14.815 2195 2198 2201 rVB 46966 49317 5.10% 0.548%
55 14.863 2203 2206 2210 rVB 91507 93548 9.68% 1.040%
56 14.915 2211 2215 2219 rBvVY 436694 462231 47.81% 5.140%
57 16.486 2479 2482 2487 rBV2 21555 38666 4_.00% 0.430%

Sum of corrected areas: 8993464
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080217\
Data File : BF097287.D

Aca On : 2 Aug 2017 21:39

Operator : SJ/JU

Sample = 14540-01 10X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF097287.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080217\
Data File : BF097287.D

Aca On : 2 Aug 2017 21:39

Operator : SJ/JU

Sample = 14540-01 10X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4._.56 2.23 ng 74022 1,4-Dichlorobenzene-d4 6.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 2-Heptanone, 7,7-dichloro- 182 C7H12CI120 066241-43-8 9

Abundance Scan 454 (4.557 min): BF097287.D (-451) (-) m/z 43.00 100.00%
43.0
5000 59.1 A\V\_
0o 60 101.0 420 440 460 480
S | P o U | NS . S EN— m/z 59.10 47.03%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I R L B
59.0 420 440 460 480
m/z 41.10 10.40%
T "'?ﬁlq S S S S S "|8?'q '|9?'0'%?1l?' N
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
420 4.40 4.60 4.80
5000 m/z 58.10 10.32%
29.0 55.0 83.0 98.0
mz-> 20 30 40 50 60 70 8 90 100 110
Abundance #4023: Diacetamide s e e R
43.0 420 4.40 4.60 4.80
m/z 101.00 9.90%
5000 59.0
73.0
101.0
28.0 1l 510 86.0
mz-> 20 30 40 50 60 70 8 90 100 110 420 440 460 480
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080217\
Data File : BF097287.D

Aca On : 2 Aug 2017 21:39

Operator : SJ/JU

Sample = 14540-01 10X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 3 unknown6.23 Concentration Rank 1

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

6.23 8.91 ng 296407 1,4-Dichlorobenzene-d4 6.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 738 (6.228 min): BF097287.D (-735) (-) m/z 132.00 100.00%
132.0
5000 681
400 540 | %.1 J 580 6.00 620 6.40 6.60
el e L m/z 68.10 35.67%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SAESERRARE SUASE RARSE R
5.80 6.00 6.20 6.40 6.60
310 510 m/z 134.00 32.39%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
580 6.00 620 6.40 6.60
5000 67.0 m/z 66.10 21.99%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180 k
Abundance #52379: Tranylcypromine-propiony! s o e
57.0 132.0 5.80 6.00 6.20 6.40 6.60
m/z 96.10 13.47%
74.0
5000 9go 1160
SN | ST ﬂ“,. A rm‘--‘jw i 1980 %8?|0l SRS § MR
m/z--> 40 60 80 100 120 140 160 180 580 6.00 6.0 640 6.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080217\
Data File : BF097287.D

Acq On : 2 Aug 2017 21:39

Operator : SJ/JU

Sample = 14540-01 10X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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... 4.56 2.2 ng 74022 1 6.45 665285 20.0
unknown6 .23 6.23 8.9 ng 296407 1 6.45 665285 20.0
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