LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF081917\

Data File : BF097890.D

Aca On : 19 Aug 2017 20:32 Instrument :

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

3?22Ie : 14847-01 5X e et

ALS Vial : 20 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-BF081517.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 4.940 482 485 494 rVB 123770 124142 9.64% 0.927%
2 5.357 552 556 560 rVB 863065 734935 57.07% 5.490%
3 6.381 726 730 739 rVB 923129 813567 63.17% 6.078%
4 6.522 750 754 758 rBV 994253 818608 63.56% 6.115%
5 6.757 790 794 798 rBVY 1059237 981295 76.20% 7 .330%
6 6.916 817 821 824 rBV 684587 575927 44.72% 4.302%
7 7.316 882 889 893 rBV 542901 491644 38.18% 3.673%
8 7.363 893 897 900 rVB2 12406 16164 1.26% 0.121%
9 8.045 1008 1013 1016 rBvV 1519203 1287856 100.00% 9.621%
10 9.116 1191 1195 1201 rBVY 1044544 809935 62.89% 6.050%
11 9.204 1204 1210 1215 rBvV2 26129 31690 2.46% 0.237%
12 9.451 1250 1252 1255 rBvV2 19433 19505 1.51% 0.146%
13 9.510 1259 1262 1266 rVV 116568 99261 7.71% 0.741%
14 9.733 1298 1300 1304 rVB 30311 22724 1.76% 0.170%
15 9.792 1304 1310 1314 rBvV 1306632 1244449 96.63% 9.296%
16 9.828 1314 1316 1319 rVB 24076 21259 1.65% 0.159%
17 9.998 1342 1345 1347 rVB3 21753 19809 1.54% 0.148%
18 10.233 1381 1385 1387 rvB2 30444 27574 2.14% 0.206%
19 10.339 1400 1403 1409 rvB2 27432 29609 2.30% 0.221%
20 10.451 1419 1422 1424 rBV 26860 23603 1.83% 0.176%
21 10.575 1439 1443 1448 rBV 413563 366096 28.43% 2.735%
22 10.704 1462 1465 1472 rVB2 53485 65108 5.06% 0.486%
23 10.886 1492 1496 1499 rBvV4 12142 17848 1.39% 0.133%
24 11.151 1539 1541 1543 rBV 36611 26535 2.06% 0.198%
25 11.180 1543 1546 1551 rVB2 22814 27630 2.15% 0.206%

26 11.275 1558 1562 1565 rBV 1222291 1090579 84.68% 8.147%
27 11.298 1565 1566 1569 rVvVv 207872 108652 8.44% 0.812%

28 11.345 1569 1574 1578 rVB 48046 52618 4._.09% 0.393%
29 11.504 1596 1601 1603 rBV2 18696 20696 1.61% 0.155%
30 11.575 1608 1613 1616 rVV 26069 24140 1.87% 0.180%
31 11.775 1644 1647 1649 rBvV 33501 27086 2.10% 0.202%
32 11.804 1649 1652 1656 rVvVv 48346 40682 3.16% 0.304%
33 11.845 1656 1659 1662 rVV3 15334 18700 1.45% 0.140%
34 11.886 1662 1666 1668 rVV 51710 56129 4_36% 0.419%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF081917\

Data File : BF097890.D

Aca On : 19 Aug 2017 20:32 Instrument :

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

a?ggle : 14847-01 5X e et

ALS Vial : 20 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-BF081517.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 11.910 1668 1670 1674 rVB2 24201 24506 1.90% 0.183%
36 11.980 1680 1682 1685 rBV2 18583 18451 1.43% 0.138%
37 12.069 1695 1697 1699 rBV 19533 16084 1.25% 0.120%
38 12.322 1737 1740 1743 rBV2 29847 29447 2.29% 0.220%
39 12.374 1743 1749 1752 rVV3 21177 35483 2.76% 0.265%
40 12.404 1752 1754 1759 rvv4 13229 15789 1.23% 0.118%
41 12.480 1764 1767 1771 rVvV 210021 182921 14.20% 1.366%
42 12.527 1773 1775 1782 rVB7 19326 23229 1.80% 0.174%
43 12.710 1800 1806 1809 rBV 188698 189025 14.68% 1.412%
44 12.827 1823 1826 1828 rBV2 12728 14534 1.13% 0.109%
45 12.857 1828 1831 1835 rVvVv 574555 482214 37.44% 3.602%
46 12.927 1839 1843 1848 rBV6 14986 29657 2.30% 0.222%
47 13.039 1860 1862 1866 rVB 28764 25403 1.97% 0.190%
48 13.104 1869 1873 1876 rVB2 28835 28490 2.21% 0.213%
49 13.139 1876 1879 1882 rBV2 24844 26210 2.04% 0.196%
50 13.233 1892 1895 1898 rBV2 18355 20506 1.59% 0.153%
51 13.439 1928 1930 1933 rVB3 17544 15017 1.17% 0.112%
52 13.651 1962 1966 1970 rBV3 25406 36833 2.86% 0.275%
53 13.763 1982 1985 1991 rVB4 43225 59692 4.63% 0.446%
54 13.904 2004 2009 2012 rBV 884007 878836 68.24% 6.565%
55 13.927 2012 2013 2020 rVB 84383 73469 5.70% 0.549%
56 14.010 2025 2027 2031 rBv4 13982 17550 1.36% 0.131%
57 14.392 2089 2092 2097 rBV7 23594 47839 3.71% 0.357%
58 14.921 2178 2182 2185 rBV 63911 100489 7 .80% 0.751%
59 15.204 2228 2230 2236 rVB 42588 50915 3.95% 0.380%
60 15.268 2237 2241 2245 rVB 49358 58431 4 .54% 0.436%
61 15.327 2247 2251 2257 rBV 533423 674561 52.38% 5.039%
62 15.792 2327 2330 2336 rBV3 26820 32410 2.52% 0.242%
63 16.274 2408 2412 2416 rBV3 25801 42472 3.30% 0.317%
Sum of corrected areas: 13386518
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF081917\

Data File : BF097890.D

Aca On : 19 Aug 2017 20:32

Operator : SJ/JU

a?ggle ; 14847-01 5X e et
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF097890.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF081917\

Data File : BF097890.D

Aca On : 19 Aug 2017 20:32

Operator : SJ/JU

a?ggle ; 14847-01 5X e et
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

4.94 2.53 ng 124142 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetone 58 C3H60 000067-64-1 10
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 485 (4.940 min): BF097890.D (-482) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 "w'“l“Jw'“'l“'w
| 83.0 | 460 4.80 5.00 5.20
oSN 1 1 FRHBERSSIN S AP M m/z 59.00 54.25%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L IR I L
59.0 460 480 500 520
0
150 a0 1010 m/z 101.00 19.76%
0 1 \. i . 83.0 . ‘
RIS L SO UL UL SURIL IUL IS UL UL UL L
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
460 480 500 520
5000 m/z 58.00 17.09%
101.0
. 150 310 %80 690 860
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance #214: Acetone LI BN L B L LB |
43.0 460 4.80 5.00 5.20
m/z 41.00 9.13%
5000
15.0
58.0
27.0
0"'%Q'W“L'I”HH"”Th"P'”I”"P'”I”"P'”I'”'P
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097890.D

Aca On 19 Aug 2017 20:32

Operator : SJ/JU

Sample : 14847-01 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.52 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.52 16.68 ng 818608 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
Abundance Scan 754 (6.522 min): BF097890.D (-750) (-) m/z 132.00 100.00%
132.0
5000 68.1

6.20 6.40 6.60 6.80

01 m/z 68.10 50.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
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5000 |||||||A||||||||||||||||
6.20 6.40 6.60 6.80
33.0 44.0 0.0 105.0 m/z 134.00 32.63%
560, | 860 “ |
Ot R T T T T T e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
R R S REEEEmm ey
6.20 6.40 6.60 6.80
5000 m/z 66.00 31.99%
104.0

66.0 77.0

14.0 27.0 39.0 °10 89.0 115.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14770: Cyclopropanamine, 1-phenyl- T B

132.0 6.20 6.40 6.60 6.80
m/z 69.10 20.47%

104.0
5000
51.0 7.0
39.0 ‘ 65.0 91.0 115.0

NN PN P (NN VN S | | S
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081917\

Data File : BF097890.D

Acq On 19 Aug 2017 20:32

Operator : SJ/JU

a?ggle ; 14847-01 5X e et
ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .M
Quant Title : 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... 4.94 2.5 ng 124142 1 6.76 981295 20.0
unknown6 .52 6.52 16.7 ng 818608 1 6.76 981295 20.0
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