LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098697.D
Aca On : 22 Sep 2017 13:57 Instrument :
Operator : SJ/JU E?Afs el

- _ lentosampleld :
3?22'6 : 15293-10 5X SP-B-R-SIDE-COMP
ALS Vial : 14 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-BF092117.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 5.139 516 519 526 rBV 95857 93008 7.70% 0.746%
2 5.534 582 586 589 rBV 669175 597345 49.44% 4._.789%
3 6.533 752 756 760 rBV 784929 612304 50.67% 4.908%
4 6.686 778 782 786 rBV 753676 629149 52.07% 5.043%
5 6.928 819 823 826 rBVY 1146339 909369 75.26% 7.290%
6 7.080 845 849 853 rVB 600701 467857 38.72% 3.751%
7 7.480 913 917 920 rBV 447838 335984 27.81% 2.693%
8 8.210 1037 1041 1044 rBV 1449969 1208328 100.00% 9.686%
9 9.280 1219 1223 1226 rBVY 875590 670967 55.53% 5.379%
10 9.357 1233 1236 1239 rBV3 15012 14143 1.17% 0.113%
11 9.669 1287 1289 1293 rBV 69172 55965 4.63% 0.449%
12 9.821 1311 1315 1319 rBV 12809 14235 1.18% 0.114%
13 9.886 1322 1326 1329 rVB3 13848 15702 1.30% 0.126%
14 9.963 1335 1339 1343 rBV 1441405 1191119 98.58% 9.548%
15 9.992 1343 1344 1347 rVB 27994 20858 1.73% 0.167%
16 10.163 1368 1373 1377 rVB 16568 16201 1.34% 0.130%
17 10.386 1409 1411 1415 rVB 18642 14182 1.17% 0.114%
18 10.510 1428 1432 1435 rBvV2 16092 15539 1.29% 0.125%
19 10.745 1468 1472 1477 rBV 352810 273382 22.62% 2.192%
20 10.857 1488 1491 1492 rBV 21254 16597 1.37% 0.133%
21 11.021 1515 1519 1521 rBV 37435 30667 2.54% 0.246%
22 11.221 1548 1553 1555 rBV2 22503 25510 2.11% 0.204%
23 11.339 1569 1573 1576 rVB2 15422 17980 1.49% 0.144%
24 11.398 1579 1583 1585 rBV2 18695 19811 1.64% 0.159%

25 11.451 1588 1592 1594 rVV 1170773 1006909 83.33% 8.072%

26 11.468 1594 1595 1598 rVvVv 147254 106042 8.78% 0.850%

27 11.521 1602 1604 1607 rVB 36042 26177 2.17% 0.210%
28 11.733 1637 1640 1645 rVB3 14043 15909 1.32% 0.128%
29 11.945 1674 1676 1679 rBV2 18145 22588 1.87% 0.181%
30 11.974 1679 1681 1685 rVB 30676 25995 2.15% 0.208%
31 12.063 1692 1696 1698 rBV2 34130 41140 3.40% 0.330%
32 12.080 1698 1699 1702 rVB 20551 14607 1.21% 0.117%
33 12.139 1706 1709 1714 rVB3 13595 15109 1.25% 0.121%
34 12.245 1724 1727 1728 rBV2 21521 17391 1.44% 0.139%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098697.D
Aca On : 22 Sep 2017 13:57 Instrument :
Operator : SJ/JU EﬁAfs el

- _ lentosampleld :
3?22'6 : 15293-10 5X SP-B-R-SIDE-COMP
ALS Vial : 14 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-BF092117 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.268 1728 1731 1737 rVB6 11333 17526 1.45% 0.140%
36 12.498 1767 1770 1772 rBV 20953 21539 1.78% 0.173%
37 12.527 1772 1775 1778 rVV4 19956 22083 1.83% 0.177%
38 12.580 1781 1784 1790 rVB3 17944 16573 1.37% 0.133%
39 12.657 1794 1797 1801 rBV 289514 264333 21.88% 2.119%
40 12.698 1802 1804 1807 rBV2 21652 20445 1.69% 0.164%

41 12.886 1830 1836 1841 rBV 270823 305654 25.30% 2.450%
42 13.027 1857 1860 1868 rVB 593672 482873 39.96% 3.871%

43 13.110 1869 1874 1877 rBV5 22378 37803 3.13% 0.303%
44 13.198 1885 1889 1890 rBV4 16009 21894 1.81% 0.176%
45 13.215 1890 1892 1896 rVB 33801 31892 2.64% 0.256%
46 13.280 1901 1903 1905 rVvv2 22783 17429 1.44% 0.140%
47 13.321 1907 1910 1912 rVVv2 27447 26436 2.19% 0.212%
48 13.721 1975 1978 1982 rVB 25940 29754 2.46% 0.239%
49 13.862 2000 2002 2004 rBV 24254 18779 1.55% 0.151%
50 13.886 2004 2006 2009 rBV2 18771 22716 1.88% 0.182%
51 14.086 2033 2040 2043 rBV 1090923 1114575 92.24% 8.935%
52 14.109 2043 2044 2050 rVB 136787 96058 7.95% 0.770%
53 15.133 2215 2218 2222 rBV 108117 174475 14.44% 1.399%
54 15.445 2269 2271 2278 rVB 55486 69437 5.75% 0.557%

55 15.509 2279 2282 2286 rVV 85499 103997 8.61% 0.834%

56 15.580 2289 2294 2305 rVB 731595 1000158 82.77% 8.018%

Sum of corrected areas: 12474498
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\

Data File : BF098697.D

Aca On : 22 Sep 2017 13:57

Operator : SJ/JU

ﬁ?ggle i 15293-10 5X SP-B-R-SIDE-COMP
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF098697.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\

Data File : BF098697.D

Aca On : 22 Sep 2017 13:57

Operator : SJ/JU

ﬁ?ggle i 15293-10 5X SP-B-R-SIDE-COMP
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092117 .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.

5.14 2.05 ng 93008 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 38
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 22
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 10

Abundance Scan 519 (5.139 min): BF098697.D (-516) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 DR NARAE SRS RN RS
| 83.0 | 4.80 500 520 5.40
o) SR 7 M SSUOY 1SS e MU NS m/z 59.00 52.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 BN AR LARAN AR R
59.0 480 500 520 540
0
150 a0 1010 m/z 58.00 18.67%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
480 500 520 540
5000 41.0 m/z 101.00 17.48%
31.0
69.0 87.0
15.0 50.0 98.0
e S I S SULIURS SURILL IS IULIULS SULILS UL I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester E Emma s e aa
43.0 4.80 500 520 5.40
m/z 41.10 9.28%
5000 57.0
29.0
101.0
0"'l""|""|""|""|"''|""|"7'E';'?""|""|""|'
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\

Data File : BF098697.D

Aca On : 22 Sep 2017 13:57

Operator : SJ/JU

ﬁ?ggle i 15293-10 5X SP-B-R-SIDE-COMP
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092117 .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 unknown6.69 Concentration Rank 1

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

6.69 13.84 ng 629149 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvopromine-propionvl 189 C12H15NO 1000123-86-3 10
2 Benzeneethanamine. .alpha.-methv... 223 C16H17N 002980-02-1 10
3 N-(-phenvlisopropvl)benzaldimine 223 C16H17N 1000379-01-3 10
4 Amphetaminil 250 C17H18N2 017590-01-1 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 783 (6.692 min): BF098697.D (-778) (-) m/z 132.00 100.00%
13p.0
5000
68.0
40.0 9.0 J 640 6.60 6.80 7.00
0 e R i e SO m/z 68.00 34.56%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #52379: Tranylcypromine-propiony!
57.0 132.0
74.0
5000 98.0 116.0 S RS RS s
6.40 6.60 6.80 7.00
m/z 134.00 32.85%
0: T I‘I\I\I\I ""hl : Iw‘l : Iw‘l“l |‘|“| : I‘HI = |:!-5|8|9| — |1|8|9|0| R
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132.0
640 6.60 6.80 7.00
5000 m/z 66.00 22.75%
105.0
o 5.0 770 149.0165.0180.0  206.0 223.0
m/z--> 46 éo 85 160 150 150 160 1éo 260 220
Abundance #80319: N-(-phenylisopropyl)benzaldimine R s B
132.0 6.40 6.60 6.80 7.00
m/z 69.10 13.29%
5000
105.0
o 510, 7o 165.0180.0  208.0
m/z--> 4'0 6|O 8|0 1(')0 150 14'10 160 15';0 2(')0 250 6.|40 6.|60 6.|80 7.'00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF092217\

Data File : BF098697.D

Acq On : 22 Sep 2017 13:57

Operator : SJ/JU

ﬁ?ggle i 15293-10 5X SP-B-R-SIDE-COMP
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092117 .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... 5.14 2.0 ng 93008 1 6.93 909369 20.0
unknown6 .69 6.69 13.8 ng 629149 1 6.93 909369 20.0
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