LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091216\
Data File : BF090070.D

Acq On : 12 Sep 2016 18:25

Operator : UM/SJ

Sample : PB93311BL

Misc :

ALS Vial : 16 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-BF083116.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 1.713 9 11 57 rvB 2285337 5991815 100.00% 12.222%
2 4._707 270 273 285 rBVY 718590 1243541 20.75% 2.536%
3 5.164 309 313 315 rBV 3489376 5189460 86.61% 10.585%
4 6.227 403 406 409 rBvV 3417288 4856580 81.05% 9.906%
5 6.342 414 416 419 rBV 4000522 4665993 77.87% 9.517%

6.570 434 436 439 rBvV 860168 1142677 19.07% 2.331%
6.730 447 450 453 rBV 3758657 3692196 61.62% 7.531%
483 486 489 rBV 2113718 2901724 48.43% 5.919%
7.862 546 549 551 rBV 1686892 1507873 25.17% 3.076%
8.948 640 644 646 rBV 4390126 5514077 92.03% 11.247%

=
QOO ~NO®
\l
=
N
N

11 9.611 699 702 704 rBV 1234068 1490010 24.87% 3.039%
12 10.033 736 739 742 rBV 44805 77503 1.29% 0.158%
13 10.388 767 770 773 rBV 2351464 2496509 41.67% 5.092%
14 11.074 828 830 833 rBV 1305674 1293611 21.59% 2.639%
15 12.502 953 955 958 rBv2 127816 141743 2.37% 0.289%

16 12.662 966 969 971 rBV 4237001 4361859 72.80% 8.897%
17 13.211 1014 1017 1019 rBV 88408 96645 1.61% 0.197%

18 13.691 1056 1059 1070 rBV 1185459 1458863 24.35% 2.976%
19 15.028 1173 1176 1180 rBV 704580 903250 15.07% 1.842%

Sum of corrected areas: 49025929
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA_F\DATA\BF091216\

BF090070.D

12 Sep 2016 18:25

UmM/sJ

PB93311BL

16 Sample Multiplier: 1

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091216\
Data File : BF090070.D

Acq On : 12 Sep 2016 18:25

Operator : UM/SJ

Sample : PB93311BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.71 21.77 ng 1243540 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 273 (4.707 min): BF090070.D (-270) (-) m/z 43.05 100.00%
a3
5000 %9 K
o | & s “l’l 4.40 460 480 500
SMBSNNNBBIMBIMSBNSN | A2 S | SRS S m/z 59.10 51.48%
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 IEAREDE SR SULAE SRR
440 4.60 4.80 5.00
59 101 m/z 101.10 16.45%
s | s | s 8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
4.40 460 480 500
5000 M m/z 58.10 14 .26%
68
50 126 142
WWWWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3686: 1-Propen-2-ol, acetate R R RS e
43 440 4.60 4.80 5.00
m/z 41.05 9.13%
5000
15 > 72
"w"“'v'%Zl“"m*“'|"'w""ﬂ"'l“"l'“%??'“l"'w""v"'l“"l ISR AAREE R S '|'7¥37
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091216\
Data File : BF090070.D

Acq On : 12 Sep 2016 18:25

Operator : UM/SJ

Sample : PB93311BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 3 unknown6.34 Concentration Rank 2

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

6.34 81.67 ng 4665990 1,4-Dichlorobenzene-d4 6.58
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 1-Aminoindan 133 C9H11N 034698-41-4 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 416 (6.342 min): BF090070.D (-414) (-) m/z 132.05 100.00%
132
5000 68
96 rrrrrTTyTTTTyTTT T T T T
40 g4 J 6.00 6.20 6.40 6.60
0 g8 laswr o "h/z 68.10 43.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRS AR SR
6.00 6.20 6.40 6.60
m/z 134.10 32.49%
31 51
"'I"tmllw'l'l'j?"”l""l"‘W""I""P"'
m/z--> 20 40 6 80 100 120 140 160 180
Abundance
132
600 620 640 6.60
5000 m/z 66.05 27 .59%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propionyl EREmEE B e AR
57 132 6.00 6.20 6.40 6.60
24 m/z 69.10 17.35%
5000 og 116
e el rmhl‘ﬁll 158 ..,.1??.
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091216\
Data File : BF090070.D

Acq On : 12 Sep 2016 18:25

Operator : UM/SJ

Sample : PB93311BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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... 4.71 21.8 ng 1243540 1 6.58 1142680 20.0
unknown6 .34 6.34 81.7 ng 4665990 1 6.58 1142680 20.0
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