LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF092518\

Data File : BF109298.D

Aca On : 25 Sep 2018 20:49 Instrument :
Operator : JU/SJ gﬁgiéamlem'
3?22'6 i J5070-12 C&RBRQO&RS
ALS Vial : 18 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF092218 .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
1 4.910 476 480 490 rBV 176310 243519 7.83% 1.035%
2 5.328 546 551 555 rBY 2319143 2444255 78.60% 10.390%
3 6.351 720 725 728 rBVY 2434625 2307390 74.19% 9.808%
4 6.481 743 747 750 rBVY 2843017 2770191 89.08% 11.775%
5 6.710 782 786 789 rBV 904596 687589 22.11% 2.923%

6.869 809 813 816 rBV 2693310 2250625 72.37% 9.567%
7.269 876 881 884 rBV 1762391 1786189 57.44% 7.592%
992861 851755 27.39% 3.620%
8.010 1006 1007 1011 rVB 112737 68306 2.20% 0.290%
9.069 1182 1187 1190 rBV 3672073 3109916 100.00% 13.219%
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11 9.739 1297 1301 1305 rBV2 1038268 847754 27.26% 3.603%
12 10.522 1430 1434 1452 rBV 1513150 1529639 49.19% 6.502%
13 11.216 1548 1552 1556 rBV 911952 747890 24 .05% 3.179%
14 12.798 1817 1821 1825 rBV 2671582 2628181 84.51% 11.171%
15 13.845 1995 1999 2002 rBV 810273 732966 23.57% 3.116%

16 15.245 2233 2237 2242 rBV 467624 519792 16.71% 2.209%

Sum of corrected areas: 23525957

8270-BF092218_.M Wed Sep 26 16:10:36 2018 Page: 1



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\

BF109298.D

25 Sep 2018 20:49

JussJ

J5070-12

18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\
Data File : BF109298.D

Aca On = 25 Sep 2018 20:49

Operator : JU/SJ

Sample : J5070-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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.

4.91 7.08 ng 243519 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 480 (4.910 min): BF109298.D (-476) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 IR AR LR RN SRR
| 83.1 4.60 4.80 5.00 5.20
o} NS RSO | NS m/z 59.10 58.18%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR LR LN AR
4.60 4.80 5.00 5.20
59.0 m/z 101.10 20.24%
27.0 700 83.0 101.0
Ot e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
460 4.80 5.00 520
5000 m/z 58.10 14.78%
41.0
29.0 101.0
O'W'”MM”JJ“'P“MV'”?%Q'ﬁqp'“ﬂt”'P“'P'”l“”l”'W
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester N e ERmaa
59.0 4.60 4.80 5.00 5.20
m/z 41.10 9.75%
5000 41.0
0 A A =X 1260 1420
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 4.60 4.80 5.00 5.20

8270-BF092218_.M Wed Sep 26 16:10:37 2018 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\
Data File : BF109298.D

Aca On = 25 Sep 2018 20:49

Operator : JU/SJ

Sample : J5070-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 2 unknown6.48 Concentration Rank 1

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

6.48 80.58 ng 2770190 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Bicvclol4.2.0locta-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 747 (6.481 min): BF109298.D (-743) (-) m/z 132.00 100.00%
132.0
5000 68.1
%0 S J "% ok ok 6k
o} B e T m/z 68.10 44 _27%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
5000 S A AR LRSS AR
6.20 6.40 6.60 6.80
104.0 m/z 134.00 32.97%
510 66.0
ol 27.0 89.0 I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 o5 ok o oh0
5000 9go 1160 m/z 66.10 28.38%
0 ||||||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.q||||]:8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.12%
5000 67.0
41.0 97.0
‘ ‘ 117.0
o---.----“a“--“-“-.“-‘w‘-‘ﬁ.?'-o-w‘e.----“.--“- e e
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092518\
Data File : BF109298.D

Acq On = 25 Sep 2018 20:49

Operator : JU/SJ

Sample - J5070-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 4.91 7.1 ng 243519 1 6.71 687589 20.0
unknown6 .48 6.48 80.6 ng 2770190 1 6.71 687589 20.0
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