LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019957.D

Aca On : 18 Apr 2019 17:16

Operator : JU/SJ

Sample : PB118968BL

Misc :

ALS Vial : 5 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 M\METHODS\8270-BM041519 .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

4.687 285 289 305 rvB 67265 109243 2.90% 0.546%
5.128 358 364 377 rBV 813766 1388890 36.88% 6.939%
rBv 667538 1355242 35.99% 6.771%
7.051 684 691 705 rBvV 901669 1516530 40.27% 7.577%
7.510 763 769 783 rBV 308648 492513 13.08% 2.461%
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7.822 815 822 834 rBV 1077423 1746941 46.39%% 8.728%
8.686 962 969 987 rBV 556496 1231690 32.71% 6.154%
10.292 1236 1242 1261 rBVY 261342 584648 15.53% 2.921%
12.786 1659 1666 1687 rBV 1641383 2755872 73.19% 13.769%
14.180 1897 1903 1917 rVB2 411498 740799 19.67% 3.701%

=
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11 15.698 2154 2161 2179 rBV 725744 1333100 35.40% 6.661%
12 16.951 2368 2374 2396 rBV2 464022 847747 22.51% 4._.236%
13 19.592 2817 2823 2838 rBV 2994071 3765558 100.00% 18.814%
14 21.162 3086 3090 3104 rBV2 649298 1046799 27.80% 5.230%
15 23.350 3457 3462 3480 rVB2 509643 1099261 29.19% 5.492%

Sum of corrected areas: 20014833
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019957.D

Aca On : 18 Apr 2019 17:16

Operator : JU/SJ

Sample : PB118968BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance : .
3000000 TIC: BM019957.D
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Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance : .
3000000 TIC: BM019957.D

19,59
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Time--> 12.00 12.50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance : .
3000000 TIC: BM019957.D

2500000
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1500000
1000000 1 16 23.35
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Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019957.D

Aca On : 18 Apr 2019 17:16

Operator : JU/SJ

Sample : PB118968BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

4.69 4_.44 ng 109243 1,4-Dichlorobenzene-d4 7.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Guanidine 59 CH5N3 000113-00-8 50
3 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 36
4 Dimethadione 129 C5H7NO3 000695-53-4 36
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 35

Abundance Scan 290 (4.693 min): BM019957.D (-285) (-) m/z 43.00 100.00%
43 59
5000
101
83 440 4.60 4.80 5.00
Obr il 23 8 v m/Zz 59.00 80.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR I L R I
59 440 460 480 5.00
m/z 101.00 32.05%
o 25 3 37 , 83 g3 1o
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #248: Guanidine
43 59
440 460 480 500
5000 18 m/z 58.00 18.29%
28
0 12 I Jo | 1IN .
R I SO SUIL UL SO SULIL SO SURILR IV S R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8042: Hydrazine, 1,1-bis(1-methylethyl)- R e EREEE R
59 4.40 4.60 4.80 5.00
m/z 41.00 9.73%
5000 101
27 42 116
0"'l“"w'jM“'““HL'|“lwh"wT?“|?ﬂ'l“"H"w"“l'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019957.D

Aca On : 18 Apr 2019 17:16

Operator : JU/SJ

Sample : PB118968BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.05 Concentration Rank 2

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

7.05 61.58 ng 1516530 1,4-Dichlorobenzene-d4 7.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 27
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 691 (7.051 min): BM019957.D (-684) (-) m/z 132.00 100.00%
132
5000 68 j\\
40 54 o6 680 7.00 7.20 7.40
0 & el m/z 68.10  49.90%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000

6.80 7.00 7.20 7.40
70 m/z 66.00 33.15%

31
0 I 86 116
A IIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69

104 6.80 7.00 7.20 7.40
5000 m/z 134.00 32.97%

31
0 ‘H\\H Il ‘ ‘ 1
,,,,,, B B
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #14006: 5-Aminoindole e RRRREEmms

132 6.80 7.00 7.20 7.40
m/z 69.00 21.24%

5000
104
66
ol 14 27 39 51 7 T g9 |15 |

m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041819\
Data File : BM019957.D

Acq On : 18 Apr 2019 17:16

Operator : JU/SJ

Sample : PB118968BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.69 4.4 ng 109243 1 7.51 492513 20.0
unknown? .05 7.05 61.6 ng 1516530 1 7.51 492513 20.0
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