LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\

Data File : BF096256.D

Aca On - 28 Jun 2017 18:24 Instrument :
Operator : SJ/MA BNA_F _
Sample  : 13852-09 5X Il
Misc i G-27-0-1.5

ALS Vial : 15 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 4.963 485 489 496 rBV 232717 229356 16.81% 1.503%
2 5.387 557 561 564 rBY 1257666 1062970 77.89% 6.966%
3 6.404 730 734 739 rBVY 1234824 1100405 80.63% 7.211%
4 6.545 754 758 762 rBVY 1325916 1077439 78.95% 7.061%
5 6.781 795 798 802 rVB 1273027 991211 72.63% 6.496%
6 6.940 821 825 828 rVB 940888 802354 58.79% 5.258%
7 7.334 888 892 895 rBV 855638 633276 46.40% 4 _.150%
8 7.745 959 962 966 rBV2 22607 21666 1.59% 0.142%
9 8.063 1012 1016 1019 rBvV 1712055 1364752 100.00% 8.944%
10 8.304 1054 1057 1061 rVB 42221 31131 2.28% 0.204%
11 9.139 1195 1199 1202 rVB 1244589 1085679 79.55% 7.115%
12 9.234 1212 1215 1218 rBV3 19278 21624 1.58% 0.142%
13 9.528 1262 1265 1268 rBV 142299 109736 8.04% 0.719%
14 9.757 1302 1304 1310 rBV 29477 24496 1.79% 0.161%
15 9.816 1310 1314 1317 rBvV 1589922 1325828 97.15% 8.688%
16 10.257 1386 1389 1392 rvB2 39509 29325 2.15% 0.192%
17 10.592 1443 1446 1450 rBvV 560120 473989 34.73% 3.106%
18 10.728 1466 1469 1476 rBvV2 47254 66576 4 .88% 0.436%
19 11.175 1537 1545 1549 rBV5 39346 69833 5.12% 0.458%
20 11.210 1549 1551 1556 rVB3 24876 23730 1.74% 0.156%
21 11.263 1556 1560 1562 rBV3 55807 55974 4_.10% 0.367%
22 11.292 1562 1565 1568 rVvVv2 1339196 1167517 85.55% 7.651%
23 11.316 1568 1569 1572 rVvV 114043 65692 4.81% 0.430%
24 11.363 1572 1577 1580 rvv4 31883 34726 2.54% 0.228%
25 11.604 1615 1618 1620 rBV 22337 20226 1.48% 0.133%
26 11.822 1652 1655 1659 rBV2 70299 73116 5.36% 0.479%
27 11.904 1666 1669 1671 rBV3 33036 35811 2.62% 0.235%
28 12.010 1685 1687 1690 rBV2 19939 19317 1.42% 0.127%
29 12.345 1741 1744 1748 rBV5 35019 34948 2.56% 0.229%

30 12.498 1767 1770 1773 rBV 144316 136130 9.97% 0.892%

31 12.610 1787 1789 1792 rBV3 29573 29987 2.20% 0.197%
32 12.727 1806 1809 1812 rVB 147092 120353 8.82% 0.789%
33 12.874 1831 1834 1838 rVB 992581 807927 59.20% 5.295%
34 13.739 1979 1981 1983 rBV 49249 33322 2.44% 0.218%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096256.D

Aca On : 28 Jun 2017 18:24

Operator : SJ/MA

Sample : 13852-09 5X

Misc :

ALS Vial : 15 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 > Z:\HPCHEM1I\BNA F\METHODS\8270-BF062717 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.774 1985 1987 1992 rVB2 83695 85350 6.25% 0.559%

36 13.921 2008 2012 2015 rBV 1178841 1080367 79.16% 7.080%
37 14.104 2041 2043 2046 rBvV 67747 54742 4.01% 0.359%
38 15.351 2251 2255 2260 rVB 741201 858709 62.92% 5.627%

Sum of corrected areas: 15259590
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF062817\

BF096256.D

28 Jun 2017 18:24

SJ/MA

13852-09 5X

15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096256.D

Aca On : 28 Jun 2017 18:24

Operator : SJ/MA

Sample : 13852-09 5X

Misc :

ALS Vial : 15 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.

4.96 4.63 ng 229356 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 1,2-Butanediol 90 C4H1002 000584-03-2 9

Abundance Scan 488 (4.957 min): BF096256.D (-485) (-) m/z 43.00 100.00%
43.0
5000 59.0
| e 25wk 5o 55
R e o o N B A e m/z 59.00 50.36%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R U A R
59.0 460 480 500 520
0
150 a0 1010 m/z 58.00 16.11%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 460 480 500 520
5000 m/z 101.10 13.00%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime e e
43.0 4.60 4.80 5.00 5.20
m/z 41.00 8.14%
5000
101.0
150 310 | %80 g9 g0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096256.D

Aca On : 28 Jun 2017 18:24

Operator : SJ/MA

Sample : 13852-09 5X

Misc :

ALS Vial : 15 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 unknown6.55 Concentration Rank 1

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

6.55 21.74 ng 1077440 1,4-Dichlorobenzene-d4 6.78
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 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Amphetaminil 250 C17H18N2 017590-01-1 10

Abundance Scan 759 (6.551 min): BF096256.D (-754) (-) m/z 132.00 100.00%
132.0
5000
68.1
00 540 o 5 Th o oo ok
Obrrprrrrprrrr e M e 849l Tm/z 68.10  33.29%
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 L L N I L
6.20 6.40 6.60 6.80
2.0 510 m/z 134.00 32.35%
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
'6.20 6.40 6.60 6.80
5000 67.0 m/z 66.00 21.81%
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 1
Abundance #14491: 5-Aminoindole T P

132.0 6.20 6.40 6.60 6.80
m/z 69.10 12 _.33%

5000

66.0 770

104.0
140 27.0 39.0 51.0 89.0 | 1150

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062817\
Data File : BF096256.D

Acq On : 28 Jun 2017 18:24

Operator : SJ/MA

Sample - 13852-09 5X

Misc :

ALS Vial : 15 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... 4.96 4.6 ng 229356 1 6.78 991211 20.0
unknown6 .55 6.55 21.7 ng 1077440 1 6.78 991211 20.0
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