LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091418\
Data File : BG036735.D

Aca On : 15 Sep 2018 11:03

Operator : JU/SJ

Sample : J4873-06

Misc :

ALS Vial : 25 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-BG082318 .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

5.158 308 318 325 rBV2 148457 256534 6.15% 1.256%
5.622 388 397 408 rBV 927565 1434493 34.41% 7.023%
rBv 827796 1412693 33.89%% 6.916%
7.579 723 730 741 rBV 927473 1601684 38.42% 7.842%
8.049 804 810 818 rVB 211788 356879 8.56% 1.747%
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8.372 857 865 875 rBvV 660109 1152987 27.66% 5.645%
9.212 999 1008 1019 rBV 592346 1075510 25.80% 5.266%
10.852 1279 1287 1294 rBV 271544 508633 12.20% 2.490%
13.296 1694 1703 1711 rBV 1563978 2412041 57.86% 11.809%
14.671 1931 1937 1945 rBV2 442083 724608 17.38% 3.548%

=
QO ~NO®

11 16.157 2184 2190 2213 rBV 1281142 1981377 47.53% 9.701%
12 17.414 2398 2404 2410 rBV 627756 948979 22.76% 4.646%
13 20.023 2842 2848 2856 rBV 3211906 4168652 100.00% 20.409%
14 21.680 3123 3130 3138 rBV 685183 1099747 26.38% 5.384%
15 23.167 3377 3383 3389 rBV3 45586 87611 2.10% 0.429%

16 23.971 3513 3520 3527 rVB2 43814 92136 2.21% 0.451%
17 24.888 3665 3676 3688 rVB 362680 1110612 26.64% 5.437%

Sum of corrected areas: 20425176
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Tit

TIC Libra
TIC Integ

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091418\
BG0O36735.D

15 Sep 2018 11:03

Ju/sJ

J4873-06

25 Sample Multiplier: 1
Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

le

ry C:\Database\NIST11.L
ration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG036735.D

5.62

10.85
5.16

0
Time-->

350 400 450 500 550 6.00 6.50

7.00 750 8.00 8.50

9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

13.30

TIC: BG036735.D

20,02

16.16

17.41 2168

14.67

0
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

3000000

2500000

2000000

1500000

1000000

500000

23.17
| S— N

TIC: BG036735.D

24.89
23.97

0
Time--> 23.00 2350 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\BG091418\
Data File : BG036735.D

Aca On : 15 Sep 2018 11:03

Operator : JU/SJ

Sample : J4873-06

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 Diacetamide Concentration Rank 3

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

5.16 14.38 ng 256534 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diacetamide 101 C4H7NO2 000625-77-4 59
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
3 Formamide. N-formvl-N-methvl- 87 C3H5NO2 018197-25-6 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Acetamide, N-(aminocarbonyl)- 102 C3H6N202 000591-07-1 9

Abundance Scan 318 (5.158 min): BG036735.D (-308) (-) m/z 43.10 100.00%
31
5000 01 731
101.1 SARRE SRS SRR AR
4.80 5.00 520 5.40
Ob el SO 88t | Tm/z 59.10  49.89%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4023: Diacetamide
43.0
5000 59.0 A AN RRRRE AR
73.0 4.80 5.00 5.20 5.40
0,
1010 m/z 73.10 42 .84%
0 28.0 [}, 51.0 || 86.0
mz-> 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
4.80 5.00 5.20 5.40
5000 m/z 101.10 13.86%
59.0
101.0
o 21.0 350 | 510 ‘ 67.0 830 910 | |
mz-> 20 30 40 50 60 70 8 90 100 110
Abundance #1848: Formamide, N-formyl-N-methyl- R e B o
30.0 59.0 4.80 5.00 520 5.40
' m/z 58.10 13.19%
5000
42.0
0 | il 87.0
m/z--> 20 30 40 50 60 70 80 9 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091418\
Data File : BG036735.D

Aca On : 15 Sep 2018 11:03

Operator : JU/SJ

Sample : J4873-06

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 unknown7.58 Concentration Rank 1

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

7.58 89.76 ng 1601680 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 730 (7.579 min): BG036735.D (-723) (-) m/z 132.05 100.00%
132.1
5000
UM UL UL I
40.0 541 ‘ 9.1 7.20 7.40 7.60 7.80 8.00
0....,...!,“.'...-,.'.' .'..,..7.7.1,.?7.?..].,1.9“?.1,1.1.?.1,...., L m/z 68.10 46.81%
m/z--> 30 50 90 100 110 120 130 140
Abundance #14144. 5 FIuoro 2-chloropyrimidine
132.0
5000 L IR LU LI
7.20 7.40 7.60 7.80 8.00
33.0 44.0 0.0 105.0 m/z 134.10 32.37%
. 9070 g0 | Jiuso |
miz--> % H % e o 80 % w0 1o 1 1o 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
690 - 750 740 760 780 800
5000 ' m/z 66.10 32.29%
31.0 51.0 78.0
0 ‘ [, | ‘ | 1
L UL VLIS IS VLIS LIS VLIS I B UL SRS SR B
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14770: Cyclopropanamine, 1-phenyl- P e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.66%
104.0
5000
510 77.0
39.0 65.0 ‘ 010 115.0
0'”'P'”M”'WIL'PM”I”lH'”'N'”I”MW'ihﬁ'”lM'W" LI UL UL I
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG091418\
Data File : BG036735.D

Acq On : 15 Sep 2018 11:03

Operator : JU/SJ

Sample - J4873-06

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_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]
Diacetamide 5.16 14.4 ng 256534 1 8.05 356879 20.0
unknown7 .58 7.58 89.8 ng 1601680 1 8.05 356879 20.0
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