LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\
Data File : BF099153.D

Acq On : 6 Oct 2017 17:56

Operator : SJ/JU

Sample : PB102940BL

Misc :

ALS Vial : 7 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:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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 5.104 509 513 523 rBY 413714 573256 16.03% 2.032%
2 5.492 574 579 582 rBV 2810296 3045962 85.18% 10.797%
3 6.498 744 750 753 rBvV 2760354 2921673 81.71% 10.356%
4 6.634 768 773 777 rBV 2985618 3094614 86.54% 10.969%
5 6.863 808 812 815 rBVY 976181 771103 21.56% 2.733%

7.022 834 839 842 rBV 2639755 2468805 69.04% 8.751%
7.428 902 908 911 rBV 1901464 1952988 54.62% 6.922%
8.145 1025 1030 1033 rBV 1108323 1051737 29.41% 3.728%
9.222 1207 1213 1216 rBV 3289790 3575873 100.00% 12.675%
9.898 1323 1328 1332 rBV 1274863 1134138 31.72% 4._.020%

=
QO ~NO®

11 10.686 1457 1462 1475 rBV 1821874 1871046 52.32% 6.632%
12 11.386 1577 1581 1584 rBV 1281711 1106472 30.94% 3.922%
13 12.974 1845 1851 1854 rBV 2921240 3156255 88.27% 11.188%
14 14.021 2025 2029 2033 rBV 925777 837800 23.43% 2.970%
15 15.498 2274 2280 2292 rBV 501797 650518 18.19% 2.306%

Sum of corrected areas: 28212240
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF100617\

BF099153.D

6 Oct 2017 17:56

SJ/Ju

PB102940BL

7 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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:\HPCHEM1\BNA_F\DATA\BF100617\
Data File : BF099153.D

Acq On : 6 Oct 2017 17:56

Operator : SJ/JU

Sample : PB102940BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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.

5.10 14.87 ng 573256 1,4-Dichlorobenzene-d4 6.86
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, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butane, l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 512 (5.098 min): BF099153.D (-509) (-) m/z 43.00 100.00%
a3
59
5000
ae 480 500 520 540
o...,....,....,....-,':'...‘??.:I,...‘??....,E.‘~.3..,...:,|....,....,....,....,...., m/z 59.00 57.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 HBE RS LR I
480 5.00 5.20 5.40
59 101 m/z 101.00 19.42%
0 s s | e 8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.00 16.27%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3152: 5-Hexen-2-one N R e AR
43 480 5.00 5.20 5.40
m/z 41.10 8.80%
5000
55
o T | esm 8 o8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\
Data File : BF099153.D

Acq On : 6 Oct 2017 17:56

Operator : SJ/JU

Sample : PB102940BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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 unknown6.63 Concentration Rank 1

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

6.63 80.26 ng 3094610 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 772 (6.628 min): BF099153.D (-768) (-) m/z 132.00 100.00%
5000 68
40 | %6 J 620 6.40 6.60 6.80 7.00
ol Ml 7787 | qoeus Y 0/ 68.10  39.5%%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 RS R AR UL R
6.20 6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 31.85%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.00 25.13%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 15.38%
5000 og 0
ol L ‘L!JD.Z‘.\‘”\H. s 189 RN |
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\
Data File : BF099153.D

Acq On : 6 Oct 2017 17:56

Operator : SJ/JU

Sample : PB102940BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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... 5.10 14.9 ng 573256 1 6.86 771103 20.0
unknown6 .63 6.63 80.3 ng 3094610 1 6.86 771103 20.0
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