LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110248.D

Aca On : 27 Oct 2018 8:43

Operator : JU/SJ

Sample : PB114167BL

Misc :

ALS Vial : 41 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-BF102318.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

2.369 44 48 57 rvB 26306 43465 1.44% 0.232%
5.210 526 531 542 rBV 266244 338854 11.26% 1.809%
rBvV 1817489 1766223 58.69% 9.427%
6.587 760 765 768 rBV 1896832 1714966 56.98% 9.153%
6.610 768 769 783 rVB 68249 67297 2.24% 0.359%
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6.734 786 790 793 rBvV 2182807 1841639 61.19% 9.829%
6.963 826 829 833 rBV 661669 565606 18.79% 3.019%
7.122 852 856 860 rBV 2455406 2182058 72.50% 11.646%
7.528 920 925 928 rBV 1622216 1638320 54.44% 8.744%
8.251 1043 1048 1064 rBvV 699194 741930 24.65% 3.960%

=
QO ~NO®

11 9.322 1225 1230 1245 rBV 3155135 3009596 100.00% 16.063%
12 10.010 1343 1347 1359 rVB 760683 709474 23.57% 3.787%
13 10.798 1477 1481 1500 rBV 787318 786007 26.12% 4_.195%
14 11.498 1597 1600 1608 rBV 592733 583086 19.37% 3.112%
15 13.086 1866 1870 1873 rBV 2336657 1963903 65.25% 10.482%

16 14.151 2047 2051 2059 rBV 464409 458167 15.22% 2.445%
17 15.674 2305 2310 2321 rBvV2 230378 325751 10.82% 1.739%

Sum of corrected areas: 18736342
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110248.D

Aca On : 27 Oct 2018 8:43

Operator : JU/SJ

Sample : PB114167BL

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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: BF110248.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110248.D

Aca On : 27 Oct 2018 8:43

Operator : JU/SJ

Sample : PB114167BL

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 11.98 ng 338854 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 531 (5.210 min): BF110248.D (-526) (-) m/z 43.00 100.00%
43
59
5000
101 SRS S LR
51 | 83 | 480 5.00 520 5.40 5.60
N R S — m/z 59.00 58.55%
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 SRS S LR
480 5.00 520 5.40 5.60
59 101 m/z 101.00 19.53%
2134l 51.|| 67 83 91
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime
43
480 500 520 540 5.60
5000 m/z 58.00 15.61%
101
15 31 [ 50% 69 g6
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T e
59 480 5.00 520 5.40 5.60
m/z 41.00 8.70%
5000 41
68
"'|“"|'“'l"”HlL'ﬁq'dli“"l'“'l"“l"'w""v"'lE%§|'“'%4?'w SN SRR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110248.D

Aca On : 27 Oct 2018 8:43

Operator : JU/SJ

Sample : PB114167BL

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 unknown6.73 Concentration Rank 2

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

6.73 65.12 ng 1841640 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 789 (6.728 min): BF110248.D (-786) (-) m/z 132.00 100.00%
132
5000 68
96 SRR SRS SRR
40 54 28 06 6.40 6.60 6.80 7.00
I B e B B m/z 68.10 43.42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 RSN AR
6.40 6.60 6.80 7.00
m/z 134.00 31.99%
31 51
'"|'J'M!'“'l'!'j?”"l""l"“l""l"”l""
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
6.40 6.60 6.80 7.00
5000 m/z 66.00 27 .14%
104
66
14 27 30 50 07T g | us ‘
miz--> 20 40 60 80 100 120 140 160 180 I
Abundance #52379: Tranylcypromine-propiony! A R EAmEEE s
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 16.81%
5000 98 116
e el rmhl‘ﬁll 158 ..,.1??. SN | S 1 G
m/z--> 20 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\HPCHEMI1\BNA_F\DATA\BF102618\
Data File : BF110248.D

Acq On : 27 Oct 2018 8:43

Operator : JU/SJ

Sample : PB114167BL

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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... 5.21 12.0 ng 338854 1 6.96 565606 20.0
unknown6.73 6.73 65.1 ng 1841640 1 6.96 565606 20.0
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