LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121517\
Data File : BF101460.D

Acq On : 15 Dec 2017 23:02

Operator : SJ/JU

Sample - 16888-01

Misc :

ALS Vial : 23 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:\HPCHEMI1\BNA_F\METHODS\8270-BF121417 .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 height area % max. total
1 5.034 498 501 520 rBV 397754 639755 18.25% 2.084%
2 5.440 566 570 593 rBV 2964095 3337079 95.22% 10.869%
3 5.781 626 628 636 rBV 22447 41906 1.20% 0.136%
4 6.457 739 743 761 rBV 2952626 3504609 100.00% 11.415%
5 6.587 761 765 772 rVV 3252732 3124255 89.15% 10.176%
6 6.816 800 804 811 rBV 1176715 1033652 29.49% 3.367%
7 6.969 826 830 846 rvB 2603353 2607866 74.41% 8.494%
8 7.387 896 901 916 rBV 1828349 2117284 60.41% 6.896%
9 8.098 1018 1022 1042 rVB 1299835 1361613 38.85%  4.435%
10 9.175 1200 1205 1214 rBV 3475755 3451051 98.47% 11.241%
11 9.569 1266 1272 1278 rBV 224304 237838 6.79% 0.775%
12 9.775 1303 1307 1310 rBvV 49738 46673 1.33% 0.152%
13 9.851 1317 1320 1333 rVB 1315067 1348906 38.49%  4.394%
14 10.269 1389 1391 1395 rVB 53211 41532 1.19% 0.135%
15 10.569 1439 1442 1447 rBV 40893 43324 1.24% 0.141%
16 10.651 1452 1456 1469 rBV 1456037 1651241 47.12% 5.378%
17 10.745 1469 1472 1477 rVB 40389 51766 1.48% 0.169%
18 11.345 1570 1574 1583 rBV 1228238 1277188 36.44%  4.160%
19 11.857 1657 1661 1664 rBV3 33284 47463 1.35% 0.155%

20 12.563 1778 1781 1787 rBV 170705 167239 4.77% 0.545%

21 12.798 1815 1821 1827 rBV 146301 192023 5.48% 0.625%
22 12.927 1839 1843 1847 rBV 2430259 2412671 68.84% 7.858%
23 13.816 1991 1994 1998 rBV2 84408 96341 2.75% 0.314%
24 13.951 2014 2017 2020 rBV 84394 65088 1.86% 0.212%
25 13.998 2020 2025 2028 rBV 945368 1008736 28.78% 3.286%

26 15.039 2200 2202 2205 rBV 68085 95853 2.74% 0.312%
27 15.468 2271 2275 2280 rVB 550450 698568 19.93% 2.275%

Sum of corrected areas: 30701520

8270-BF121417 .M Mon Dec 18 10:57:33 2017 Page: 1



Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF121517\

BF101460.D

15 Dec 2017 23:02

SJ/Ju

16888-01

23 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121517\
Data File : BF101460.D

Acq On : 15 Dec 2017 23:02

Operator : SJ/JU

Sample - 16888-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.03 12.38 ng 639755 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-0Octanol 130 C8H180 000589-98-0 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33

Abundance Scan 500 (5.028 min): BF101460.D (-498) (-) m/z 43.00 100.00%
43
59
5000
o | e 1‘|’1 460 480 500 520 540
NN N M 1 MDA/ MRS UL m/z 59.10 55.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.60 4.80 5.00 5.20 5.40
m/z 101.10 14 _.69%
15 31 101
0 ‘ Tl i 50 \‘ 83
LR AR IS LS RS RS IS I I R SIS RS LS A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59
460 480 500 520 540
m/z 58.00 13.86%
5000 29 4 83 1
101
0 51 69 91 112 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8346: 2-Hexanol, 2-methyl-
59 460 4.80 500 520 5.40
m/z 41.10 8.89%
5000
a1 101
0 15 \3\1 \‘HS]'H\ 69 83
m/z--> 10 20 30 40 50 60 7'0 8|0 90 100 110 120 130 460 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121517\
Data File : BF101460.D

Acq On : 15 Dec 2017 23:02

Operator : SJ/JU

Sample - 16888-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 unknown6.59 Concentration Rank 1

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

6.59 60.45 ng 3124260 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
2 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
3 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
4 1-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-59-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 766 (6.592 min): BF101460.D (-761) (-) m/z 132.00 100.00%
5000 68
40 % J 620 640 6.60 6.80 7.00
54 : : : : -
o qrer | apsus | m/z 68.10  36.95%
miz-> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony!
57 132
74
5000 g MO SRS ARES RS SRR
620 640 6.60 6.80 7.00
m/z 134.00 33.91%
I ,tw“‘,,uhl,éﬂ IIﬂQ7 ‘ S 1m8 189
miz-> 20 40 60 80 100 120 140 160 180
Abundance
132
117 620 640 6.60 6.80 7.00
5000 m/z 66.00 23.71%
39 91
27 5165 77 105
L S B L L UL S L WL B
miz-> 20 40 60 80 100 120 140 160 180 A
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine R e RRRER
132 6.20 6.40 6.60 6.80 7.00
o7 m/z 69.10 14 .29%
5000 0
31 52
0 .| 61 |, 8 | 106116
mz-> 20 40 60 éo 160 150 140 160 180 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121517\
Data File : BF101460.D

Acq On : 15 Dec 2017 23:02

Operator : SJ/JU

Sample - 16888-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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... 5.03 12.4 ng 639755 1 6.82 1033650 20.0
unknown6 .59 6.59 60.5 ng 3124260 1 6.82 1033650 20.0
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