LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO71718\
Data File : BG035717.D

Aca On 18 Jul 2018 14:16

Operator : JU/SJ

Sample : PB111100TB

Misc :

ALS Vial : 36 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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG071218 .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

5.146 310 316 324 rBV 111653 173298 3.57% 0.872%
5.622 388 397 412 rBV 879973 1457871 30.01% 7.335%
rBv 901698 1549883 31.91% 7.798%
7.573 719 729 742 rBV 883903 1511633 31.12% 7.605%
8.037 801 808 816 rBv2 153359 268687 5.53% 1.352%
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8.360 856 863 872 rBV 662332 1149539 23.66% 5.783%
9.200 998 1006 1021 rBV 509746 940398 19.36% 4.731%
10.845 1278 1286 1293 rBV 172510 330483 6.80% 1.663%
13.282 1694 1701 1713 rBV 1446490 2306581 47.48% 11.605%
14.663 1929 1936 1948 rBV2 312128 511458 10.53% 2.573%

=
QO ~NO®

11 16.149 2182 2189 2208 rBV 1261836 1990293 40.97% 10.013%
12 17.406 2397 2403 2411 rBV2 507062 793064 16.33% 3.990%
13 20.015 2840 2847 2859 rBV 3698653 4857779 100.00% 24.440%
14 21.671 3122 3129 3140 rBV 607009 1057080 21.76% 5.318%
15 24.879 3664 3675 3688 rBV2 336556 978387 20.14% 4.922%

Sum of corrected areas: 19876434
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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:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71718\

BG035717.D

18 Jul 2018 14:16

JussJ

PB111100TB

36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71718\
Data File : BG035717.D

Aca On 18 Jul 2018 14:16

Operator : JU/SJ

Sample : PB111100TB

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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.

5.15 12.90 ng 173298 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Dimethadione 129 C5H7NO3 000695-53-4 33
3 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 33
4 5-Hexen-2-one 98 C6H100 000109-49-9 10
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 317 (5.152 min): BG035717.D (-310) (-) m/z 43.15 100.00%
43.1
5000
101.2

480 5.00 5.20 5.40
e e e oot 4258 4898 sz 59.15  67.49%

O —

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI L L L L L L L L L L L

480 5.00 520 5.40
m/z 101.15 25.65%

‘ 101.0
B B B e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43.0
T
480 5.00 5.20 5.40
5000 m/z 58.15 15.25%
129.0
86.0
L L B e B o I SLE s o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #122483: Succinic acid, heptyl 2-methoxyethy! ester
59.0 480 5.00 5.20 5.40
m/z 41.25 9.41%
5000 101.0
159.0
ettt
m/z--> 0 50 100 150 200 250 300 350 400 450 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71718\
Data File : BG035717.D

Aca On 18 Jul 2018 14:16

Operator : JU/SJ

Sample : PB111100TB

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 unknown7.57 Concentration Rank 1

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

7.57 112.52 ng 1511630 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 729 (7.573 min): BG035717.D (-719) (-) m/z 132.15 100.00%
13p.2
5000 68.2 A
401 %62 720 740 7.60 7.80 8.00
' 207.1 2099 "myz 68.15  47.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
5000 ARRBASRRASS NSRS RERRS
7.20 7.40 7.60 7.80 8.00
m/z 66.15 33.10%
150 3%0\\ 63‘\0 I \\10‘40 ‘
m/z--> ﬁo 45 60 85 160 120 140 160 180 200 220 250 2éo
Abundance
132.0
0 750 740 760 70 860
5000 ’ m/z 134.15 32.22%
31.0
m‘mﬁwﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14491: 5-Aminoindole S
132.0 7m'mo7m'm08m

m/z 69.25 23.38%

5000
104.0
66.0
140 440 |, h |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 7.20 7.40 760 7.80 800
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO71718\
Data File : BG035717.D

Acq On 18 Jul 2018 14:16

Operator : JU/SJ

Sample : PB111100TB

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.15 12.9 ng 173298 1 8.04 268687 20.0
unknown? .57 7.57 112.5 ng 1511630 1 8.04 268687 20.0
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