LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\
Data File : BG033913.D

Aca On : 21 Apr 2018 9:28

Operator : SJ/JU

Sample : J2473-16

Misc :

ALS Vial : 32 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-BG041918.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

4.991 285 290 298 rVB 56222 78765 1.27% 0.360%
5.437 359 366 376 rBV 396867 618298 9.93% 2.829%
rBv 249134 427611 6.87% 1.957%
7.365 686 694 705 rBV 720483 1194305 19.19%% 5.465%
7.829 763 773 780 rBV 218490 369438 5.94% 1.691%
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8.146 819 827 838 rVB 858328 1501502 24.12% 6.871%
8.980 960 969 977 rBV 762171 1319805 21.21% 6.039%
10.614 1239 1247 1256 rVB 301956 525251 8.44% 2.404%
13.087 1660 1668 1675 rBVY 2019035 3141692 50.48% 14.376%
14.462 1894 1902 1911 rBV2 481092 766831 12.32% 3.509%

=
QO ~NO®

11 15.949 2149 2155 2166 rBV 1183287 1780248 28.60% 8.146%
12 17.212 2360 2370 2380 rBV 680420 1048175 16.84% 4._.796%
13 18.128 2521 2526 2534 rBV3 38275 63218 1.02% 0.289%
14 19.856 2813 2820 2830 rBV 4564533 6223950 100.00% 28.481%
15 21.472 3087 3095 3103 rBvV 907929 1418619 22.79%% 6.492%

16 24.527 3603 3615 3626 rBv2 500072 1375419 22.10% 6.294%

Sum of corrected areas: 21853127
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\
Data File : BG033913.D

Aca On : 21 Apr 2018 9:28

Operator : SJ/JU

Sample : J2473-16

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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: BG033913.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\
Data File : BG033913.D

Aca On : 21 Apr 2018 9:28

Operator : SJ/JU

Sample : J2473-16

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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.

4.99 4.26 ng 78765 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Propane. 2-ethoxvy-2-methvl- 102 C6H140 000637-92-3 23
5 Acetamide 59 C2H5NO 000060-35-5 9

Abundance Scan 290 (4.991 min): BG033913.D (-285) (-) m/z 43.00 100.00%
43
59
5000
| 7 e 1‘|’1 460 480 500 520 540
0'”I””P'”P'Mm”'P”W'”W”'W””I””P'”P”'P”W'”W“'W m/z 59.00 56.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SRR R UL LR
460 4.80 5.00 5.20 5.40
m/z 101.00 16.15%
31 83 g3 101
O P T e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 540
5000 m/z 58.00 14.62%
31 45
0 15 77 98 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester A B e
59 460 4.80 5.00 5.20 5.40
m/z 40.95 8.61%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\
Data File : BG033913.D

Aca On : 21 Apr 2018 9:28

Operator : SJ/JU

Sample : J2473-16

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 unknown7.36 Concentration Rank 2

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

7.36 64 .66 ng 1194310 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 693 (7.359 min): BG033913.D (-686) (-) m/z 131.90 100.00%
32
5000 68
54 ‘ 75 % 700 7.20 740 7.60
103 . : . .
o..,....,....,...:','!.‘.‘.7," Sk, '.|....,..5??,..!'.,.':..,.1.1.5.,....,'...,.. m/z 68.00 46.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 UL S UL L
7.00 7.20 7.40 7.60
3 78 m/z 133.90 33.10%
13g ‘
0'W'”'P'”I”J“'h'P'”I”'h'“'P”'P'“I”'W'”'P'“I“"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
700 7.20 740 7.60
5000 m/z 66.00 30.32%
33 44 g7 105

70 78
51 60 86 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole P e
132 7.00 7.20 7.40 7.60

m/z 69.00 18.38%

5000
104
51 66 77
14 27 37 44> 58 | ' 89 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042018\
Data File : BG033913.D

Acq On = 21 Apr 2018 9:28

Operator : SJ/JU

Sample : J2473-16

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG041918_.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... 4.99 4.3 ng 78765 1 7.83 369438 20.0
unknown? .36 7.36 64.7 ng 1194310 1 7.83 369438 20.0
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