LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG061517\
Data File : BG027456.D
Acq On : 16 Jun 2017 00:22 Instrument :
Operator : SJ/MA (B.‘,'I\!A_(tSS ol

- _ lentosampleld :
a?ch:le - 13661-01 FT-265434-265578-COMP
ALS Vial : 6 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_G\METHODS\8270-BG061417 .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 height area % max. total

6.098 404 410 418 rBvV 38084 66962 6.18% 1.143%
7.649 667 674 682 rVB 22690 43087 3.98% 0.735%
rvB 72225 133621 12.34% 2.280%
8.518 814 822 832 rVB 126627 228569 21.10% 3.900%
8.847 871 878 885 rvB 70373 130021 12.00% 2.219%
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9.682 1012 1020 1027 rBV 58178 107897 9.96% 1.841%
11.339 1293 1302 1310 rBV 184968 350183 32.33% 5.975%
13.730 1702 1709 1716 rBV 197444 311994 28.80% 5.324%
15.105 1936 1943 1952 rVB2 316622 529502 48.89% 9.035%
16.585 2189 2195 2204 rBV 178138 282319 26.06% 4.817%

=
QO ~NO®

11 17.854 2402 2411 2421 rBV2 558835 886665 81.86% 15.129%
12 19.494 2685 2690 2694 rBV3 7788 11977 1.11% 0.204%
13 20.434 2843 2850 2858 rBV 472880 660779 61.01% 11.275%
14 22.232 3148 3156 3166 rVB 582238 1083142 100.00% 18.481%
15 25.886 3765 3778 3792 rBV2 312497 1033974 95.46% 17.643%

Sum of corrected areas: 5860692
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_G\DATA\BG061517\

BG027456.D

16 Jun 2017 00:22

SJI/MA

13661-01 FT-265434-265578-COMP
6 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061417 .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_ G\DATA\BG061517\

Data File : BG027456.D

Acq On : 16 Jun 2017 00:22

Operator : SJ/MA

3?22 le - 13661-01 FT-265434-265578-COMP
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown8.05 Concentration Rank 1

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

8.05 11.69 ng 133621 1,4-Dichlorobenzene-d4 8.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 27
2 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 12
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
4 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 742 (8.048 min): BG027456.D (-736) (-) m/z 132.00 100.00%
32
68
5000
96 RN LR S IR
40 54 | B 104 7.80 8.00 8.20 8.40
N SO N O PR A S | R m/z 68.00 54_15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
5000 R LR S IR
7.80 8.00 8.20 8.40
o 104 m/z 66.00 36.61%
14 27 37445158 O 7T g9 g7 115
s 30 B % A B 6 T 8 % 100 10 156 10 14
Abundance
56 132
A
7.80 8.00 8.20 8.40
5000 m/z 134.00 30.98%
64
15 2 g 2 76 91 99
wmmwrﬁmwwmﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine L L s ma
132 7.80 8.00 8.20 8.40
m/z 69.00 20.60%
5000
33 44 o g7 105
78
"'l"“|""vk"|'“'?%"?ﬁ"'l“'ll'?ﬁl"ﬂ'l“khl}}ﬁl""|"' T R LU S IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.80 8.00 8.20 8.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG061517\

Data File : BG027456.D

Acq On : 16 Jun 2017 00:22

Operator : SJ/MA

3?22 le - 13661-01 FT-265434-265578-COMP
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061417 .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]

unknown8.05 8.05 11.7 ng 133621 1 8.52 228569 20.0
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