Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Intearation
Intearator:
Smoothing :
Sampling :
Start Thrs:
Stop Thrs :

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

LSC Area Percent Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO72718\

BG035940.D

27 Jul 2018 16:44
JuUssJ

J4192-03

12 Sample Multiplier: 1
Parameters: rteint.p
RTE

ON

1

0.2

0

Peak separation: 5

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

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
1 5.139 309 315 321 rBV2 53974 83754 4_.09% 0.791%
2 5.609 388 395 411 rBV 377050 646190 31.53% 6.100%
3 7.195 656 665 679 rBV 384657 741014 36.16% 6.995%
4 7 .559 719 727 743 rBV 385250 686635 33.50% 6.481%
5 8.023 800 806 814 rBV 120444 209465 10.22% 1.977%
6 8.346 854 861 869 rVB2 293696 529289 25.82% 4 .996%
7 9.186 994 1004 1017 rBV 215237 434671 21.21% 4.103%
8 10.831 1276 1284 1294 rBV 134644 269313 13.14% 2.542%
9 13.269 1692 1699 1715 rBV 664434 1116756 54.49% 10.541%
10 14.103 1837 1841 1850 rBvV2 29460 61898 3.02% 0.584%
11 14.650 1926 1934 1944 rBV2 262060 440359 21.49% 4_.157%
12 16.136 2180 2187 2201 rBV2 519526 894003 43.62% 8.439%
13 17.393 2394 2401 2413 rBvV 384411 643813 31.41% 6.077%
14 19.995 2838 2844 2854 rBVY 1539958 2049525 100.00% 19.346%
15 20.788 2975 2979 2983 rBvV3 18459 24339 1.19% 0.230%
16 21.293 3059 3065 3070 rBvV3 36545 60103 2.93% 0.567%
17 21.658 3119 3127 3140 rBvV 440460 773969 37.76% 7 .306%
18 21.840 3153 3158 3164 rvVB2 24861 34766 1.70% 0.328%
19 22.439 3253 3260 3265 rBv4 23857 42084 2.05% 0.397%
20 23.120 3371 3376 3381 rBV5 20886 34233 1.67% 0.323%
21 23.314 3404 3409 3415 rVB5 12149 26874 1.31% 0.254%
22 23.919 3506 3512 3519 rBvVS 18957 39906 1.95% 0.377%
23 24.853 3658 3671 3682 rBV 253778 751177 36.65% 7 .090%

Sum of corrected areas: 10594136
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Abundance
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LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO72718\

BG035940.D

27 Jul 2018 16:44

JussJ

J4192-03

12 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG071218 .M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

LSCINT.P

TIC: BG035940.D

5.61 7.19 7.56

8.02 10.83

5.14

0
Time-->
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13.27
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7. 50 8.00 8. 50
TIC: BG035940.D

6.00 6.50 700
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20,00

16.14
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14.65

1.84

22 44

20.79 21.29

14.10

13 50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

TIC: BG035940.D

24.85

23.32.31
| S, N

23.92

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO72718\
Data File : BG035940.D

Aca On 27 Jul 2018 16:44

Operator : JU/SJ

Sample : J4192-03

Misc :

ALS Vial : 12 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.

5.14 8.00 ng 83754 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 45
3 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 33
4 5-Hexen-2-one 98 C6H100 000109-49-9 10
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 315 (5.139 min): BG035940.D (-309) (-) m/z 43.15 100.00%
43.1
5000
101.2
4918 480 5.00 5.20 5.40
-t m/z 59.15 60.85%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 BN U RS IR

480 5.00 5.20 5.40
m/z 101.15 19.60%

101.0
]
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
lIIIIIIIIIIIIIAIIIIIIIIII
480 5.00 5.20 5.40
5000 m/z 58.15 14.00%
101.0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #8367: n-Propyl t-butyl ether
59.0 4.80 5.00 5.20 5.40
m/z 41.15 8.24%
5000 101.0
159 §
- e
m/z--> 0 50 100 150 200 250 300 350 400 450 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO72718\
Data File : BG035940.D

Aca On 27 Jul 2018 16:44

Operator : JU/SJ

Sample : J4192-03

Misc :

ALS Vial : 12 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 unknown7.56 Concentration Rank 1

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

7.56 65.56 ng 686635 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 12
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 727 (7.559 min): BG035940.D (-719) (-) m/z 132.15 100.00%
13p.2
5000 68.2 /\
96.2 B A S L A B
40.1 o6 0 7.20 7.40 7.60 7.80
ol 4.4 4 "m/z 68.15  47.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14491: 5-Aminoindole
13%.0
5000 A
7.20 7.40 7.60 7.80
o 104.0 m/z 66.15 32.75%
m/z--> 26 Jo eb éo 160 150 140 1é0 180 260 250 240 2éo 280 360
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
%90 ro 750 w0 760 Th0
5000 ' m/z 134.15 32.47%
31.0
O"'I"""I""'I'l"‘l'"'I""'I"'I""I"" I A B B B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14144: 5-Fluoro-2- Chloropyrlmldme LI L L L L L LB B
132.0 720 740 760 780

m/z 69.15 20.24%

5000
33.0 105.0
‘ e H ‘
L I
L L O O L R R R R R RR SRR R RR AR R

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 7.20 7.40 7.60 7.80

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO72718\
Data File : BG035940.D

Acq On 27 Jul 2018 16:44

Operator : JU/SJ

Sample : J4192-03

Misc :

ALS Vial : 12 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... 5.14 8.0 ng 83754 1 8.02 209465 20.0
unknown? .56 7.56 65.6 ng 686635 1 8.02 209465 20.0
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