LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\

Data File : BF101509.D

Acq On : 19 Dec 2017 5:38 Instrument :
Operator : SJ/JU BNA_F

Sample - 16910-01 ClientSampleld :
Misc - 121317-DBRI-E-D-M
ALS Vial : 36 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 5.022 496 499 510 rBv 55614 81953 2.62% 0.416%
2 5.434 566 569 585 rBY 815506 1053706 33.64% 5.353%
3 6.457 740 743 761 rBV2 488436 733510 23.42% 3.726%
4 6.581 761 764 783 rVB 1870463 1904923 60.82% 9.677%
5 6.810 799 803 811 rBVY 845738 756866 24.17% 3.845%
6 6.963 825 829 846 rBV 2621876 2614221 83.47% 13.280%
7 7.381 895 900 916 rBV 1998174 2021919 64.56% 10.272%
8 8.092 1017 1021 1037 rBV 936340 904249 28.87%  4.594%
9 9.169 1199 1204 1207 rBV 3277319 3132014 100.00% 15.911%
10 9.563 1268 1271 1277 rBV 83346 71700 2.29% 0.364%

11 9.845 1316 1319 1324 rVB 723122 696681 22.24% 3.539%
12 10.645 1451 1455 1468 rBV 996968 1034949 33.04% 5.258%
13 11.339 1570 1573 1582 rBV 698220 683331 21.82% 3.471%
14 11.851 1657 1660 1664 rBV 44817 53551 1.71% 0.272%
15 12.563 1778 1781 1789 rBV2 25233 38897 1.24% 0.198%

16 12.921 1838 1842 1846 rBV 2498590 2339199 74.69% 11.883%
17 13.804 1989 1992 1998 rBV3 51743 56463 1.80% 0.287%

18 13.992 2020 2024 2033 rVB 804360 792606 25.31% 4.027%
19 15.462 2269 2274 2281 rVB 528548 713950 22.80% 3.627%

Sum of corrected areas: 19684688
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121817\

Data File : BF101509.D

Acqg On : 19 Dec 2017 5:38

Operator : SJ/JU

ﬁ?ggle i 16910-01 121317-DBRI-E-D-M
ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEMAI\BNA_F\METHODS\8270-BF121417 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF101509.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\

Data File : BF101509.D

Acq On : 19 Dec 2017 5:38

Operator : SJ/JU

Sample - 16910-01 121317-DBRI-E-D-M
Misc :

ALS Vial : 36 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.02 2.17 ng 81953 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 499 (5.022 min): BF101509.D (-496) (-) m/z 43.00 100.00%
a3
59
5000
101
| 83 | 460 4.80 5.00 520 5.40
A U m/z 59.00 56.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SR SR RS SR
460 4.80 5.00 520 5.40
m/z 101.10 18.09%
3} 83 g3 101
L R AR AR RS RARAS RN RERAN RRRAN SRS AL BARAN SRR SRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 460 480 500 520 540
5000 m/z 58.00 15.01%
29 101
o 2 73 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T ERaan RELLE L
59 460 4.80 5.00 520 5.40
m/z 41.00 8.26%
5000 41
68
0 || s0, 126 142
m/z--> 10 20 30 4'0 5'0 6|O 70 80 90 100 110 120 13'0 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\

Data File : BF101509.D

Acq On : 19 Dec 2017 5:38

Operator : SJ/JU

Sample - 16910-01 121317-DBRI-E-D-M
Misc :

ALS Vial : 36 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 unknown6.58 Concentration Rank 2

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

6.58 50.34 ng 1904920 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 764 (6.581 min): BF101509.D (-761) (-) m/z 132.00 100.00%
132
5000 68
96 SRR ARERE N SR R
40 5y 28 06 6.20 6.40 6.60 6.80 7.00
01 e B m/z 68.10 41 .33%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR RN RS AL R
6.20 6.40 6.60 6.80 7.00
31 51 m/z 134.00 32.58%
0'"|"Lﬂﬁlw'l'l”j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.00 26.31%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 16.61%
5000 og 116
| I ”qu .JM Ll |m“-‘f| 198 ..,.1??.
m/z--> 20 40 100 120 140 160 180 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\BF121817\

Data File : BF101509.D

Acq On : 19 Dec 2017 5:38

Operator : SJ/JU

Sample - 16910-01 121317-DBRI-E-D-M
Misc :

ALS Vial : 36 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... 5.02 2.2 ng 81953 1 6.81 756866 20.0
unknown6 .58 6.58 50.3 ng 1904920 1 6.81 756866 20.0
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