LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100856.D

Aca On : 23 Nov 2017 6:42

Operator : SJ/JU

Sample : PB104490BL

Misc :

ALS Vial : 27 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:\HPCHEM1I\BNA F\METHODS\8270-BF110817.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 5.092 506 511 522 rBV 280245 376982 15.97% 2.513%
2 5.487 573 578 581 rBVY 1429511 1274745 54.01% 8.498%
3 6.486 743 748 751 rBVY 1273696 1284867 54.44% 8.566%
4 6.628 768 772 775 rBVY 1508604 1342742 56.89% 8.952%
5 6.857 807 811 815 rBB 539647 431471 18.28% 2.876%

7.016 833 838 841 rBV 1741732 1557972 66.01% 10.386%
7.422 901 907 910 rBV 1113112 1231798 52.19% 8.212%
650892 565857 23.97% 3.772%
9.216 1206 1212 1215 rBV 2245530 2360291 100.00% 15.735%
9.898 1323 1328 1331 rBV 707407 613356 25.99% 4._.089%
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11 10.686 1457 1462 1465 rBV 940682 852230 36.11% 5.681%
12 11.386 1576 1581 1584 rBV 610862 566827 24.02% 3.779%
13 12.968 1846 1850 1854 rBV 1799279 1729723 73.28% 11.531%
14 14.021 2026 2029 2033 rBV 469113 387382 16.41% 2.583%
15 15.492 2274 2279 2286 rBV 328132 423913 17.96% 2.826%

Sum of corrected areas: 15000156
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA F\DATA\BF112217\

BF100856.D

23 Nov 2017 6:42

SJ/JuU

PB104490BL

27 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF110817.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100856.D

Aca On : 23 Nov 2017 6:42

Operator : SJ/JU

Sample : PB104490BL

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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.

5.09 17.47 ng 376982 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 511 (5.092 min): BF100856.D (-506) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1
| 83.1 | 4.80 5.00 5.20 5.40
R MBSO P | FREEScs GMSE MEMS m/z 59.10 57.67%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L LI LS I
59.0 480 500 520 5.40
0
150 a0 1010 m/z 101.10 19.38%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
480 5.00 520 540
5000 m/z 58.00 14.02%
41.0
29.0 101.0
O --§9'9--- N 7?3q '|'§§'9|" T T
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R R e
43.0 4.80 5.00 520 5.40
m/z 41.10 9.11%
5000
101.0
150 310 | %80 g9 g0
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:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100856.D

Aca On : 23 Nov 2017 6:42

Operator : SJ/JU

Sample : PB104490BL

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.63 Concentration Rank 2

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

6.63 62.24 ng 1342740 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 772 (6.628 min): BF100856.D (-768) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 500 || o ®' . 1iso 520 o) Gbo 680 700
o} SN PR A NN P2 NN BN | R m/z 68.10 40.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 A UL R I
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.79%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.10 24.80%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole | BSELLN BLALELELE LE  ILL BLLE
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.45%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.0 640 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112217\
Data File : BF100856.D

Acq On : 23 Nov 2017 6:42

Operator : SJ/JU

Sample : PB104490BL

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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... 5.09 17.5 ng 376982 1 6.86 431471 20.0
unknown6 .63 6.63 62.2 ng 1342740 1 6.86 431471 20.0
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