LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG092117\

Data File : BG028870.D

Aca On : 21 Sep 2017 23:03 Instrument :

Operator : SJ/JU (B.‘,'I\!A_(tSS el
- _ lentosampleld :

3?22'6 : 15331-03 HR-05-92017-A

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 G\METHODS\8270-BG091217.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

5.392 300 307 317 rBV 190424 297117 7.12% 1.762%
5.862 379 387 397 rBV 716731 1212112 29.06% 7.190%
rBv 647095 1194470 28.64% 7.086%
7.824 712 721 733 rBV 720815 1281608 30.73% 7.602%
8.288 790 800 808 rBvV 119844 219228 5.26% 1.300%
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8.612 847 855 869 rBvV 547707 992100 23.79% 5.885%
9.458 991 999 1015 rBV 441190 835304 20.03% 4 _955%
11.109 1272 1280 1287 rBV 144267 284070 6.81% 1.685%
13.523 1684 1691 1701 rBV 1325633 2111318 50.62% 12.524%
14.904 1920 1926 1936 rBV2 244801 428942 10.28% 2.544%

=
QO ~NO®

11 16.397 2173 2180 2194 rBV 1021616 1774285 42.54% 10.525%
12 17.660 2387 2395 2408 rBV 376816 626917 15.03% 3.719%
13 20.245 2829 2835 2848 rBV 3073839 4171042 100.00% 24.743%
14 21.984 3124 3131 3143 rBV2 389199 760245 18.23% 4_.510%
15 25.451 3709 3721 3749 rBV2 165048 669010 16.04% 3.969%

Sum of corrected areas: 16857768
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG092117\
Data File : BG028870.D

Aca On : 21 Sep 2017 23:03

Operator : SJ/JU

Sample : 15331-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG028870.D
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2000000
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500000 9.46
5.39 8.29 11.11
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Abundance TIC: BG028870.D
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Time--> 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
Abundance TIC: BG028870.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG092117\
Data File : BG028870.D

Aca On : 21 Sep 2017 23:03

Operator : SJ/JU

Sample : 15331-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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.

5.39 27.11 ng 297117 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Guanidine 59 CH5N3 000113-00-8 38
3 Dimethadione 129 C5H7NO3 000695-53-4 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28

Abundance Scan 307 (5.392 min): BG028870.D (-300) (-) m/z 43.10 100.00%
431
5000
o 500 520 540 550 850
,....,...-.~,I...1‘.‘7,-?...,2.2.1-.0.,....,....,....,....,.4.7?-.9 m/z 59.10 68.86%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-

43.0

5000 RN R me = E o
5.00 5.20 5.40 5.60 5.80

m/z 101.10 19.85%

‘ 101.0

T o e L T e

miz--> 0 50 100 150 200 250 300 350 400 450

Abundance

59.0
e e
5.00 5.20 5.40 5.60 5.80
5000{ 18.0 m/z 58.10 19.50%

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #12814: Dimethadione B AR B e
43.0 5.00 5.20 5.40 5.60 5.80
m/z 41.10 9.14%
5000
129.0
L ‘ 86.0
T L B e B B R s e
m/z--> 0 50 100 150 200 250 300 350 400 450 5.00 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG092117\
Data File : BG028870.D

Aca On : 21 Sep 2017 23:03

Operator : SJ/JU

Sample : 15331-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG091217 .M
Quant Title : 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 2 unknown7.82 Concentration Rank 1

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

7.82 116.92 ng 1281610 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 720 (7.818 min): BG028870.D (-712) (-) m/z 132.10 100.00%
132.1
5000 68.1 /\
| . 7.40 7.60 7.80 8.00 8.20
g Tm/z 68.10 46.12%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
5000 AR RN MRS R
7.40 7.60 7.80 8.00 8.20
m/z 134.10 33.40%
31.0
'Jwﬁ“w'IL"W""I”"I"'W""I”"I"”I""P
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132.0
7.40 7.60 7.80 8.00 8.20
5000 m/z 66.10 33.14%
310 700
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #14144: 5-Fluoro-2-chloropyrimidine e
132.0 7.40 7.60 7.80 8.00 8.20
m/z 69.10 20.04%
5000
1,00 ]
il
m/z--> § 100 150 200 250 300 350 400 450 500 740 7.60 7.80 8.00 8.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG092117\
Data File : BG028870.D

Acq On : 21 Sep 2017 23:03

Operator : SJ/JU

Sample - 15331-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091217 .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... 5.39 27.1 ng 297117 1 8.29 219228 20.0
unknown? .82 7.82 116.9 ng 1281610 1 8.29 219228 20.0
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