LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\

Data File : BF098619.D

Aca On : 18 Sep 2017 23:17 Instrument :
Operator : SJ/JU gﬁgiéamlem'
3?22 le 15260-02 091317-SIDIF-)E-D-S
ALS Vial : 25 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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:\HPCHEM1I\BNA F\METHODS\8270-BF091117.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 heiaht area % max. total

4.804 460 462 474 rBvV 135826 175493 4_.03% 0.787%
5.245 533 537 551 rBV 994676 1058532 24.28% 4._.745%
rBv 668225 721736 16.55% 3.235%
6.410 731 735 743 rVB 1984071 1916991 43.97% 8.593%
6.634 769 773 781 rBV 875645 740562 16.99% 3.320%
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6.792 795 800 803 rBvV 2873337 2616477 60.01% 11.728%
7.210 866 871 874 rBV 2158656 2106631 48.32% 9.443%
7.916 988 991 998 rBV 1270581 1137687 26.10% 5.100%
8.998 1169 1175 1178 rBV 4758020 4359749 100.00% 19.543%
9.392 1239 1242 1250 rVB 114517 91095 2.09% 0.408%

=
QO ~NO®

11 9.669 1285 1289 1295 rBV 1348503 1121878 25.73% 5.029%
12 10.457 1419 1423 1434 rBV 1244129 1132216 25.97% 5.075%
13 11.151 1537 1541 1547 rBV 1073961 908694 20.84% 4.073%
14 12.733 1806 1810 1813 rBV 2998385 2722950 62.46% 12.206%
15 13.627 1959 1962 1968 rBV3 50197 65015 1.49% 0.291%

16 13.786 1985 1989 1994 rVB 770840 733131 16.82% 3.286%
17 15.180 2222 2226 2236 rBV 587399 699893 16.05% 3.137%

Sum of corrected areas: 22308730
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF091817\

BF098619.D

18 Sep 2017 23:17

SJ/JuU

15260-02

25 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF091117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

091317-SIDI-E-D-S
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\

Data File : BF098619.D

Aca On : 18 Sep 2017 23:17

Operator : SJ/JU

ﬁ?ggle i 15260-02 091317-SIDI-E-D-S
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.

4.80 4.74 ng 175493 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 461 (4.798 min): BF098619.D (-460) (-) m/z 43.00 100.00%
43.0
59.0
5000
| e 0 4k 450 50 850 520
eprere et oo e e || M/Z 5900 54.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 USRS S LR
440 4.60 4.80 5.00 5.20
59.0 1010 m/z 58.00 16.86%
”I""I'?T:?""I'"'I""I"quq"??:g'I'"'P:"I""I""I'”'I""I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
440 460 4.80 500 5.20
5000 41.0 m/z 101.00 12.82%
29.0
87.0
15.0 70.0 98.0
mmwmwwwwmmw
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 R B
59.0 440 4.60 4.80 5.00 5.20
m/z 41.00 8.73%
5000 41.0
oA 7RO 1260 ap0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\

Data File : BF098619.D

Aca On : 18 Sep 2017 23:17

Operator : SJ/JU

ﬁ?ggle i 15260-02 091317-SIDI-E-D-S
ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF091117 .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 2 unknown6.41 Concentration Rank 2

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

6.41 51.77 ng 1916990 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 735 (6.410 min): BF098619.D (-731) (-) m/z 132.00 100.00%
132.0
20 540 w0 ob0 650 a0 680 ¢ho
: B R R m/z 68.00 39.29%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0
5000 98.0 116.0 I A LR R
6.00 6.20 6.40 6.60 6.80
m/z 134.00 32.96%
|||||||||‘|‘|‘|‘|||‘M|||“|||H“||‘|“|||‘H||||:|I-5|8|.0|||||]|-8|9.|0|
m/z--> 20 40 60 100 120 140 160 180
Abundance
132.0
117.0 6.00 620 6.40 6.60 6.80
5000 m/z 66.00 26 .63%

91.0

39.0 65.0

mz-> 20 40 60 80 100 120 140 160 180

Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine AR RSN RS
132.0 6.00 6.20 6.40 6.60 6.80

m/z 68.95 15.82%

5000
104.0

37\0 \M‘\ \\H \H' I ‘ 118. O ‘

m/z--> 20 40 60 80 100 120 140 160 180 6. 00 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF091817\

Data File : BF098619.D

Acq On : 18 Sep 2017 23:17

Operator : SJ/JU

ﬁ?ggle i 15260-02 091317-SIDI-E-D-S
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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... 4.80 4.7 ng 175493 1 6.63 740562 20.0
unknown6 .41 6.41 51.8 ng 1916990 1 6.63 740562 20.0
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