LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100917\
Data File : BF099289.D

Acq On : 10 Oct 2017 4:34

Operator : SJ/JU

Sample : PB103201TB

Misc :

ALS Vial : 30 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 5.104 509 513 524 rBVY 284309 388245 13.30% 1.754%
2 5.493 574 579 583 rBV 2274449 2396801 82.08% 10.827%
3 6.498 744 750 753 rBV 2250318 2317540 79.37% 10.469%
4 6.634 768 773 776 rBV 2579460 2488815 85.24% 11.242%
5 6.863 808 812 815 rBV 744557 597633 20.47% 2.700%

7.016 834 838 842 rBV 2018314 2007109 68.74% 9.066%
7.428 903 908 911 rBV 1553842 1517661 51.98% 6.855%
8.145 1025 1030 1033 rBvV 915032 820701 28.11% 3.707%
2783913 2919935 100.00% 13.190%
9.898 1323 1328 1341 rBB2 1008059 893651 30.61% 4_.037%
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11 10.692 1458 1463 1483 rBV 1390316 1422389 48.71% 6.425%
12 11.386 1577 1581 1584 rBV 1001386 827252 28.33% 3.737%
13 12.969 1845 1850 1853 rBV 2430810 2276501 77.96% 10.283%
14 14.027 2026 2030 2038 rBV 603536 560057 19.18% 2.530%
15 15.498 2275 2280 2289 rBV 402295 547359 18.75% 2.472%

16 15.927 2348 2353 2360 rBVY 26161 40478 1.39% 0.183%

17 16.433 2433 2439 2445 rBV2 24243 41702 1.43% 0.188%

18 17.027 2533 2540 2545 rBV4 17691 38961 1.33% 0.176%

19 17.727 2650 2659 2665 rBV3 13873 35191 1.21% 0.159%
Sum of corrected areas: 22137981

8270-BF092317.M Tue Oct 31 18:22:53 2017 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100917\
Data File : BF099289.D

Acq On : 10 Oct 2017 4:34

Operator : SJ/JU

Sample : PB103201TB

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF099289.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100917\
Data File : BF099289.D

Acq On : 10 Oct 2017 4:34

Operator : SJ/JU

Sample : PB103201TB

Misc :

ALS Vial : 30 Sample Multiplier: 1

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

5.10 12.99 ng 388245 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 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 512 (5.099 min): BF099289.D (-509) (-) m/z 43.00 100.00%
43
59
5000
T Tk 5bo 520 a0
83 : : : :
0....,....',':..-!l,....,-....-,|....,....,....,....,....,2.0.7.. m/z 59.00 59.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U L UL
4.80 5.00 5.20 5.40
59 m/z 101.10 20.48%
2\7\ Il H 70 83 i
e S L I I B WL B L S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
480 500 520 540
5000 M m/z 58.00 15.69%
o 73 126 142
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4030: 2,3-Butanedione, monooxime R m  aa e
43 4.80 5.00 5.20 5.40
m/z 41.10 8.44%
5000
101
15 31 | g 86
miz--> 20 40 60 80 100 120 140 160 180 200 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100917\
Data File : BF099289.D

Acq On : 10 Oct 2017 4:34

Operator : SJ/JU

Sample : PB103201TB

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 83.29 ng 2488820 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 25
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 772 (6.628 min): BF099289.D (-768) (-) m/z 132.00 100.00%
5000 68
© st |l 7o Togss | o0 o abo Gy 70
Ol bl 7 87 L 3OO1S L m/z 68.10 37.77%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 RS R SRS UL R
6.20 6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 31.59%
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 23.55%
41 97
53
79 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl S
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 14.72%
5000 og 0
I L 8 I‘;ﬂm,\,\‘l,,m, s 8 S | | S
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\BF100917\
Data File : BF099289.D

Acq On : 10 Oct 2017 4:34

Operator : SJ/JU

Sample : PB103201TB

Misc :

ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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... 5.10 13.0 ng 388245 1 6.86 597633 20.0
unknown6 .63 6.63 83.3 ng 2488820 1 6.86 597633 20.0
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