LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112580.D

Aca On : 15 Feb 2019 15:54

Operator : JU/SJ

Sample : PB117127BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

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-BF012519.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 5.063 503 506 516 rBvY 58434 80342 2.48% 0.353%
2 5.475 573 576 593 rBY 1729572 1788630 55.14% 7.864%
3 6.481 743 747 765 rBY 1765566 1906709 58.78% 8.383%
4 6.610 765 769 778 rVV 2335064 2059490 63.49% 9.055%
5 6.834 803 807 817 rBvV 648250 651437 20.08% 2.864%
6 6.987 829 833 851 rBvY 1715868 1632980 50.34% 7.180%
7 7.398 898 903 923 rBY 1066690 1257934 38.78% 5.531%
8 8.116 1020 1025 1041 rBV 821649 898716 27.71% 3.951%
9 9.192 1201 1208 1223 rBVY 2592470 2801920 86.38% 12.319%
10 9.875 1318 1324 1337 rBY 1111129 1119225 34.50% 4.921%
11 10.669 1455 1459 1483 rBV 1819444 1818100 56.05% 7.993%
12 11.363 1573 1577 1598 rVB 1190780 1248003 38.47% 5.487%
13 12.945 1842 1846 1850 rBVY 3276276 3243676 100.00% 14.261%
14 14.016 2024 2028 2036 rBVY 1131624 1128409 34.79% 4.961%
15 14.451 2099 2102 2106 rVB2 37127 33636 1.04% 0.148%
16 14.757 2151 2154 2159 rVB2 41985 44778 1.38% 0.197%
17 15.092 2207 2211 2215 rVB2 51758 63869 1.97% 0.281%
18 15.463 2271 2274 2275 rBVY 47909 47982 1.48% 0.211%
19 15.498 2275 2280 2289 rVB 584911 864531 26.65% 3.801%
20 15.892 2344 2347 2353 rVB 39669 54596 1.68% 0.240%

Sum of corrected areas: 22744963
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112580.D

Aca On : 15 Feb 2019 15:54

Operator : JU/SJ

Sample : PB117127BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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: BF112580.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112580.D

Aca On : 15 Feb 2019 15:54

Operator : JU/SJ

Sample : PB117127BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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.

5.06 2.47 ng 80342 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 505 (5.057 min): BF112580.D (-503) (-) m/z 42.95 100.00%
a3
59
5000
T "2ko 560 520 Sk
83 : : :
0...,....,....,....','!:.‘.1?..-!.';....,....,.--...,....,|....,. m/z 59.10 65.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 R R AR L
59 480 500 520 5.40
m/z 101.00 19.94%
o 25 3t 37 , 83 o3 M1
miz--> 0 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43
480 5.00 520 540
5000 m/z 58.10 13.39%
101
o 15 253137 | 51 % 69 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3152: 5-Hexen-2-one Y
43 4.80 5.00 5.20 5.40
m/z 41.10 9.74%
5000
55
0 |, 37, 49 | 65 71 77 83 98
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112580.D

Aca On : 15 Feb 2019 15:54

Operator : JU/SJ

Sample : PB117127BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 unknown6.61 Concentration Rank 1

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

6.61 63.23 ng 2059490 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 769 (6.610 min): BF112580.D (-765) (-) m/z 132.00 100.00%
5000 68
40 % J 620 640 6.60 6.80 7.00
54 : : : : :
o frer lasus o "m/z 68.10  38.62%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 R SRR AR R
6.0 6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.25%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.10 25.89%
97
‘ o ‘ 117
0....‘,‘..“.‘. s g0 |
m/z--> 60 80 100 120 140 160 180 %
Abundance #52379: Tranylcypromine-propiony! RS s e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 16.14%
5000 og M°
o -‘-“‘. 89 | dor M 18189
m/z--> 40 60 80 100 120 140 160 180 6.20 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\BF021519\
Data File : BF112580.D

Acq On : 15 Feb 2019 15:54

Operator : JU/SJ

Sample : PB117127BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_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... 5.06 2.5 ng 80342 1 6.83 651437 20.0
unknown6 .61 6.61 63.2 ng 2059490 1 6.83 651437 20.0
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