LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061418\
Data File : BF106439.D

Aca On : 14 Jun 2018 13:56

Operator : JU/SJ

Sample : PB110197BL

Misc :

ALS Vial : 5 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-BF061118.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 5.213 485 489 496 rVB 246307 292989 7.66% 1.014%
2 5.613 554 557 572 rBVY 2745260 3009459 78.64% 10.414%
3 6.607 722 726 739 rBVY 2746635 2947426 77.02% 10.200%
4 6.748 745 750 753 rBVY 3063836 2888391 75.48% 9.995%
5 6.966 783 787 790 rBV 847040 715841 18.71% 2.477%

7.119 809 813 817 rBV 2542475 2457254 64.21% 8.503%
7.525 877 882 885 rBV 1956253 2045570 53.45% 7.079%
8.248 1000 1005 1008 rBV 949031 901595 23.56% 3.120%
9.319 1182 1187 1191 rBV 3360591 3554742 92.89% 12.301%
9.913 1279 1288 1296 rBvV4 19592 44425 1.16% 0.154%

=
QO ~NO®

11 10.007 1299 1304 1308 rBV 1077311 1011277 26.43% 3.500%
12 10.801 1434 1439 1442 rBV 2367390 2243204 58.62% 7.763%
13 11.495 1553 1557 1561 rBV 1256294 1074895 28.09% 3.720%
14 13.089 1822 1828 1831 rBV 3536035 3826917 100.00% 13.243%
15 14.154 2005 2009 2013 rBV 1170805 1053172 27.52% 3.645%

16 15.707 2268 2273 2280 rBV 644011 830114 21.69% 2.873%

Sum of corrected areas: 28897271
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061418\
Data File : BF106439.D

Aca On : 14 Jun 2018 13:56

Operator : JU/SJ

Sample : PB110197BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF106439.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061418\
Data File : BF106439.D

Aca On : 14 Jun 2018 13:56

Operator : JU/SJ

Sample : PB110197BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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.

5.21 8.19 ng 292989 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 488 (5.207 min): BF106439.D (-485) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 SRS DS RS B
| 83.0 | 4.80 5.00 5.20 5.40 5.60
T N1 et S SR m/z 59.00 59.71%
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 SRS DS RS S
480 5.00 5.20 5.40 5.60
59.0 m/z 101.00 17.73%
270 ‘ oo 830 1010
0"'I""I"N"I"'"‘I‘l*"I""'I""I.'"'I""'I"'al""l""l""I""I""I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
o 450 500 520 540 560
5000 m/z 58.00 15.93%
20.0 101.0
ol 120 73.0 85.0
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 e
59.0 480 5.00 5.20 5.40 5.60
m/z 41.00 8.87%
5000 41.0
0 I 730 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061418\
Data File : BF106439.D

Aca On : 14 Jun 2018 13:56

Operator : JU/SJ

Sample : PB110197BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 unknown6.75 Concentration Rank 1

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

6.75 80.70 ng 2888390 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 750 (6.748 min): BF106439.D (-745) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 SRR SRS UL SRR
40.0 54.0 6.40 6.60 6.80 7.00
0 gL.0 S m/z 68.10 39.67%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 SR S UL SRR
6.40 6.60 6.80 7.00
310 510 m/z 134.00 34 .55%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.40 6.60 680 7.00
5000 67.0 m/z 66.00 25.50%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! I N RRmma
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.30%
74.0
5000 9go 1160
0 : IIIIIII‘I\I\I\I ""Ml ||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R EEE o RREE R
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF061418\
Data File : BF106439.D

Acq On : 14 Jun 2018 13:56

Operator : JU/SJ

Sample : PB110197BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061118_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... 5.21 8.2 ng 292989 1 6.97 715841 20.0
unknown6.75 6.75 80.7 ng 2888390 1 6.97 715841 20.0
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