LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\

Data File : BF096305.D

Aca On : 29 Jun 2017 21:30 Instrument :
Operator : SJ/MA Bl 1P _
Sample  : 13882-04 5X St
Misc : G46-1.5-3

ALS Vial : 11 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-BF062717 .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 4.951 484 487 495 rVB 134702 137939 9.50% 1.178%
2 5.375 555 559 563 rBV 867315 712021 49.04% 6.082%
3 6.392 728 732 739 rBV 914653 721375 49.68% 6.162%
4 6.534 752 756 760 rBV 873635 715607 49.28% 6.113%
5 6.769 792 796 800 rBY 1302218 1116064 76.86% 9.533%
6 6.928 819 823 826 rBV 630642 518732 35.72% 4_.431%
7 7.322 886 890 894 rBV 508086 403805 27.81% 3.449%
8 8.051 1010 1014 1018 rBV 1655287 1452059 100.00% 12.403%
9 8.757 1130 1134 1137 rVB 35597 34889 2.40% 0.298%
10 9.127 1193 1197 1200 rBV 854920 678777 46.75% 5.798%
11 9.222 1208 1213 1217 rBV3 21422 27440 1.89% 0.234%
12 9.469 1248 1255 1257 rBV7 10876 16737 1.15% 0.143%
13 9.522 1261 1264 1266 rBV 94006 83151 5.73% 0.710%
14 9.639 1278 1284 1288 rBv4 11564 23503 1.62% 0.201%
15 9.692 1290 1293 1297 rvv4 16538 25204 1.74% 0.215%
16 9.751 1300 1303 1307 rvVvB2 27402 29427 2.03% 0.251%
17 9.804 1307 1312 1316 rBVvV2 1466117 1263864 87.04% 10.796%
18 10.080 1354 1359 1362 rBVv4 12880 17859 1.23% 0.153%
19 10.251 1384 1388 1390 rVB 22574 19666 1.35% 0.168%
20 10.469 1422 1425 1428 rVB 25891 25427 1.75% 0.217%
21 10.586 1441 1445 1448 rBV 355537 292285 20.13% 2.497%
22 10.722 1465 1468 1469 rBV 34861 33038 2.28% 0.282%
23 10.733 1469 1470 1476 rVB 53762 41684 2.87% 0.356%
24 11.169 1540 1544 1547 rBV3 22723 27350 1.88% 0.234%
25 11.198 1547 1549 1553 rVB 28792 26216 1.81% 0.224%
26 11.286 1560 1564 1567 rBV 1111948 971767 66.92% 8.301%
27 11.357 1571 1576 1579 rBvV4 13179 18222 1.25% 0.156%
28 11.816 1651 1654 1658 rBV 40032 34247 2.36% 0.293%
29 12.492 1766 1769 1774 rVB 82585 71256 4.91% 0.609%
30 12.721 1805 1808 1810 rVB 61744 48323 3.33% 0.413%

31 12.868 1829 1833 1836 rBV 485051 443997 30.58% 3.793%
32 13.915 2007 2011 2014 rBV 1094645 986916 67.97% 8.430%
33 15.345 2250 2254 2257 rVB 586730 688171 47.39%% 5.878%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096305.D

Aca On 29 Jun 2017 21:30

Operator : SJ/MA

Sample : 13882-04 5X

Misc :

ALS Vial : 11 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 11707018
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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:\HPCHEMI\BNA F\DATA\BF062917\

BF096305.D

29 Jun 2017 21:30

SJ/MA

13882-04 5X

11 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF062717 .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:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096305.D

Aca On 29 Jun 2017 21:30

Operator : SJ/MA

Sample : 13882-04 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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.

4.95 2.47 ng 137939 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 2-Propanone. 1-(1l-methvlethoxv)- 116 C6H1202 042781-12-4 9
5 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 9

Abundance Scan 487 (4.951 min): BF096305.D (-484) (-) m/z 42.95 100.00%
43.0
5000 59.0
| mo T k0 sbo 550
ARSI 1 ¥ RSMIRUGSN T RS ESSLccttRMR HE— m/z 59.00 51.90%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR I R I L
59.0 460 480 500 520
0
150 a0 1010 m/z 101.10 15.62%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 4.80 500 520
5000 41.0 m/z 58.00 13.62%
31.0
69.0 870
15.0 50.0 98.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime B B A
43.0 4.60 4.80 5.00 5.20
m/z 41.00 9.20%
5000
101.0
150 310 || %80 69,0 86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096305.D

Aca On 29 Jun 2017 21:30

Operator : SJ/MA

Sample : 13882-04 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 unknown6.53 Concentration Rank 1

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

6.53 12.82 ng 715607 1,4-Dichlorobenzene-d4 6.77
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 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 755 (6.528 min): BF096305.D (-752) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 s || % | 55 ok ok |
1S S | IO .S IS | N m/z 68.10 41.16%
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 IBENARSE SRR AR LA
6.20 6.40 6.60 6.80
310 510 ‘ m/z 134.00 30.61%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80
5000 67.0 m/z 66.00 27.96%
41.0 97.0
53.0
79.0 117.0
wwmw@wmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole T[T T T IA| T
132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.98%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062917\
Data File : BF096305.D

Acq On 29 Jun 2017 21:30

Operator : SJ/MA

Sample - 13882-04 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF062717 .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... 4.95 2.5 ng 137939 1 6.77 1116060 20.0
unknown6 .53 6.53 12.8 ng 715607 1 6.77 1116060 20.0
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