LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110818\
Data File : BF110613.D

Aca On > 9 Nov 2018 4:59

Operator : JU/SJ

Sample : PB114627BL

Misc :

ALS Vial : 29 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-BF110818 .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 5.187 523 527 537 rBV 70795 97170 3.72% 0.615%
2 5.569 588 592 612 rBY 1624068 1533330 58.65% 9.702%
3 6.569 757 762 782 rBVY 1613216 1542850 59.02% 9.763%
4 6.710 782 786 790 rBVY 1697525 1605116 61.40% 10.157%
5 6.945 822 826 836 rBB 482408 450329 17.23% 2.850%

7.098 848 852 856 rBV 1975830 1821662 69.68% 11.527%
7.510 917 922 925 rBV 1458271 1399475 53.53% 8.855%
8.222 1039 1043 1061 rBV 547815 597210 22.84% 3.779%
9.298 1221 1226 1229 rBV 2819573 2614248 100.00% 16.542%
9.986 1338 1343 1354 rBV 594697 588370 22.51% 3.723%

=
QO ~NO®

11 10.775 1473 1477 1490 rBV 753507 701091 26.82% 4._.436%
12 11.475 1593 1596 1614 rBB 443039 474054 18.13% 3.000%
13 13.057 1861 1865 1869 rBV 1632307 1558146 59.60% 9.859%
14 14.127 2043 2047 2057 rBV 456814 431796 16.52% 2.732%

15 15.227 2227 2234 2242 rBV2 18758 29990 1.15% 0.190%

16 15.651 2302 2306 2314 rVB 248989 328693 12.57% 2.080%

17 16.074 2373 2378 2383 rVB2 19896 30114 1.15% 0.191%
Sum of corrected areas: 15803644
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110818\
Data File : BF110613.D

Aca On > 9 Nov 2018 4:59

Operator : JU/SJ

Sample : PB114627BL

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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: BF110613.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110818\
Data File : BF110613.D

Aca On > 9 Nov 2018 4:59

Operator : JU/SJ

Sample : PB114627BL

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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.

5.19 4.32 ng 97170 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 528 (5.193 min): BF110613.D (-523) (-) m/z 43.00 100.00%
43.0
59.0
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101.0
| 83.0 | 480 5.00 520 5.40 5.60
SRS S NSNS NSNS & N m/z 59.00 58.92%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I LS I I
59.0 480 500 520 540 560
0
150 a0 1010 m/z 101.00 18.97%
1 I' i , 83.0 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
480 500 520 540 560
5000 m/z 58.00 15.59%
101.0
150 310 || %80 69,0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4—methy|— LI L L L L BB B
43.0 480 5.00 520 5.40 5.60
m/z 41.00 10.50%
5000
101.0
15.0 270 6.0 71.0
"w"'w"HM'"w“l'w"{'w"'h"'wgqgw"'W"'w S RS LR L L
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110818\
Data File : BF110613.D

Aca On > 9 Nov 2018 4:59

Operator : JU/SJ

Sample : PB114627BL

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknown6.71 Concentration Rank 2

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

6.71 71.29 ng 1605120 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 786 (6.710 min): BF110613.D (-782) (-) m/z 132.00 100.00%
132.0
5000 68.1
%0 540 0 "ok 68 ok 700
- B o m/z 68.10 41 .11%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 IEBEARARE AP SRR SRR/
6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 32.16%
I'J”%!'“'I'!”L""IJ'”I"I'I"”I""I"”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 "ok ok ok 760
5000 980 1160 m/z 66.00 26.79%
|||||||||‘|‘|‘|‘||‘|‘M|||“|||‘H“||‘|“|||‘H||||:|I-5|8|.0|||||]|-8|9.|0|
m/z--> 20 40 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R R
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.82%
117.0
5000
91.0
39.0 65.0 ‘ ‘ ‘
IN"ﬂf'“M'NH"NW'“*'VM"MI'P"I""I""I"" IREE S LR AN R
m/z--> 20 40 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\BF110818\
Data File : BF110613.D

Acq On : 9 Nov 2018 4:59

Operator : JU/SJ

Sample : PB114627BL

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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... 5.19 4.3 ng 97170 1 6.95 450329 20.0
unknown6.71 6.71 71.3 ng 1605120 1 6.95 450329 20.0
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