LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050218\
Data File : BG034140.D
Aca On > 3 May 2018 7:36 Instrument :
Operator : SJ/JU ?:II\!A_?S el
- _ lentosampleld :
3?22'6 : J2652-24 AMENDED-COMPOSITE-P5-WC
ALS Vial : 21 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:\HPCHEM1\BNA G\METHODS\8270-BG050118.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 5.174 312 321 328 rVB 383915 574066 5.95% 1.367%
2 5.633 392 399 409 rVB 1777188 2746246 28.47% 6.541%
3 7.219 661 669 677 rVB 1696930 2846025 29.51% 6.779%
4 7.601 726 734 743 rBVY 1825350 3135641 32.51% 7.469%
5 8.071 805 814 820 rBV 315683 545061 5.65% 1.298%

8.394 861 869 876 rBV 1325148 2322614 24.08% 5.532%
9.234 1003 1012 1019 rVB 1233050 2168941 22.49% 5.166%
10.885 1283 1293 1298 rBV 420026 763053 7.91% 1.818%
10.932 1298 1301 1309 rVB 134150 219881 2.28% 0.524%
12.542 1566 1575 1582 rVB 65125 108855 1.13% 0.259%

=
QO ~NO®

11 13.341 1703 1711 1719 rVB 3098929 4926294 51.07% 11.734%
12 14.710 1937 1944 1952 rBVv3 707017 1149254 11.91% 2.737%
13 16.203 2191 2198 2207 rBV2 3263883 4954881 51.37% 11.802%
14 17.466 2406 2413 2418 rBV 1168050 1752672 18.17% 4._.175%
15 18.365 2559 2566 2573 rBV5 64990 123985 1.29% 0.295%

16 20.086 2852 2859 2867 rBV 7348622 9645574 100.00% 22.975%
17 21.755 3136 3143 3151 rBV 1268650 2105211 21.83% 5.014%
18 25.045 3692 3703 3715 rBV3 628054 1895386 19.65% 4_.515%

Sum of corrected areas: 41983640
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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:\HPCHEM1I\BNA G\DATA\BG050218\

BG034140.D

3 May 2018 7:36

SJ/Ju

J2652-24

21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

AMENDED-COMPOSITE-P5-WC

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BG034140.D

5.63 7.22 7.60

8.39

5.17 8.07

10.89

19.93 12.54
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Time--> 3.50
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I I I I
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7000000

6000000

5000000
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3000000
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1000000

0

13.34

TIC: BG034140.D

16.20

17.47
14.71

18.36

20109

21.75

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
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7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BG034140.D

25.05

Ol

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:\HPCHEM1\BNA G\DATA\BG050218\
Data File : BG034140.D

Aca On : 3 May 2018 7:36

Operator : SJ/JU

Sample : J2652-24

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050118_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.

5.17 21.06 ng 574066 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 33
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Silane. trimethvl- 74 C3H10Si 000993-07-7 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 320 (5.169 min): BG034140.D (-312) (-) m/z 43.10 100.00%
43
5000
101 e e R
4.80 500 5.20 5.40 5.60
A0S 128 160192 230 276 331 390 431 473 930 "m/z 59.05  65.36%
mz-> 0 50 100 150 200 250 300 350 400 450 500

Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LA L L L L L LB L
4.80 5.00 520 5.40 5.60
m/z 101.10 21.43%
‘ 101
S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
R e N NS SR
4.80 5.00 5.20 5.40 5.60
5000 101 m/z 58.05 15.58%
29
T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4030: 2,3-Butanedione, monooxime R e e  Rama
43 4.80 5.00 520 5.40 5.60
m/z 41.05 8.11%
5000
101
e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050218\

Data File : BG034140.D

Aca On : 3 May 2018 7:36

Operator : SJ/JU

ﬁ?ggle : J2652-24 AMENDED-COMPOSITE-P5-WC
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050118_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 unknown7.60 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.60 115.06 ng 3135640 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
Abundance Scan 734 (7.601 min): BG034140.D (-726) (-) m/z 132.00 100.00%
132
68
5000
o 150 TR 7e0 7k 550
0 L..I,l.. 8207 24 8 3 B4 'm/z 68.05 65.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R LR IR A

7.20 7.40 7.60 7.80 8.00
m/z 66.10 48.51%

31
‘H\“ \‘ ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance
132
A e
7.20 7.40 7.60 7.80 8.00
5000 m/z 134.00 32.23%
og 63 104
TR B o e e I B o e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile T REa o b
132 720 7.40 7.60 7.80 8.00
m/z 69.10 31.24%
5000
65 92
,”.triﬁl,” T T T R A R AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 720 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050218\

Data File : BG034140.D

Acq On : 3 May 2018 7:36

Operator : SJ/JU

ﬁ?ggle : J2652-24 AMENDED-COMPOSITE-P5-WC
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050118_.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... 5.17 21.1 ng 574066 1 8.07 545061 20.0
unknown? .60 7.60 115.1 ng 3135640 1 8.07 545061 20.0
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