LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041618\
Data File : BG033826.D

Aca On : 16 Apr 2018 21:15

Operator : SJ/JU

Sample : PB108262BL

Misc :

ALS Vial : 19 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-BG031918.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

5.757 416 420 432 rBV2 39115 84478 2.16% 0.633%
6.286 504 510 530 rBV 167238 598681 15.31% 4._.489%
rBv3 131297 622828 15.93% 4._.670%
8.371 858 865 885 rBv2 198855 691785 17.69% 5.187%
8.859 940 948 956 rBV3 44320 133081 3.40% 0.998%
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9.182 994 1003 1022 rBV 353687 905297 23.15% 6.787%
10.058 1144 1152 1168 rBV2 170797 616736 15.77% 4.624%
11.738 1430 1438 1457 rBV 80256 254580 6.51% 1.909%
14.094 1831 1839 1860 rBV 852072 1839006 47.03% 13.788%
15.469 2066 2073 2085 rBV2 190233 399084 10.21% 2.992%
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11 16.944 2318 2324 2348 rBV 492935 1109399 28.37% 8.318%
12 18.201 2532 2538 2551 rBV2 280864 585188 14.97% 4_387%
13 20.722 2961 2967 2984 rBV 2688021 3909878 100.00% 29.314%
14 22.549 3270 3278 3297 rBV 392700 827087 21.15% 6.201%
15 26.315 3907 3919 3938 rBvV2 206352 760685 19.46% 5.703%

Sum of corrected areas: 13337793
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041618\
Data File : BG033826.D

Aca On : 16 Apr 2018 21:15

Operator : SJ/JU

Sample : PB108262BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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: BG033826.D
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500000 9.18

6.29 8.37 10.06
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Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 7.50 8.00 850 9.00 950 1000 1050 1100 1150 1200 12.50
Abundance TIC: BG033826.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: BG033826.D
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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\BG041618\
Data File : BG033826.D

Aca On : 16 Apr 2018 21:15

Operator : SJ/JU

Sample : PB108262BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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.

5.76 12.70 ng 84478 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 36
3 3-0ctanol 130 C8H180 000589-98-0 33
4 Butane 58 C4H10 000106-97-8 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 421 (5.763 min): BG033826.D (-416) (-) m/z 42.95 100.00%
43
59
o W—/\“\
1o 540 560 580 6.00
53 : : : :
0 ...,....,....,....-,'::..,.~.~:-!i....,....,??..,...:,'....,...., m/z 59.00 54.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 5.40 5.60 5.80 6.00
m/z 101.00 17.15%
15 31 101
0 | 257 371, 53 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110 |
Abundance
43
57 540 560 5.80 6.00
5000 m/z 58.00 11.88%
29 101
0 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 80 90 100 110 |
Abundance #13627: 3-Octanol  RE e L
59 5.40 560 5.80 6.00
m/z 41.00 9.30%
83
5000 41
29 101
0 ...,.1.4..,....,....,....,?...,....7,0....,....,....,....11.2...,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041618\
Data File : BG033826.D

Aca On : 16 Apr 2018 21:15

Operator : SJ/JU

Sample : PB108262BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknown8.37 Concentration Rank 2

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

8.37 103.97 ng 691785 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 14
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 12
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 12

Abundance Scan 865 (8.371 min): BG033826.D (-858) (-) m/z 132.00 100.00%
132
5000 68
96 LTI L S e o
40 l 479 8.00 8.20 8.40 8.60 8.80
Ol lh o 4 % m/z 68.00 49.26%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
5000
8.00 8.20 8.40 8.60 8.80
. m/z 66.00 36.43%
104
}§ﬁ?WW“w”"'|"'w""|'”'|"'w'"'l”"l"”
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
132
104 8.00 8.20 8.40 8.60 8.80
5000 m/z 134.00 34 .68%
51 77
L L L W L UL S WL S
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #14144: 5-Fluoro-2-chloropyrimidine  EE ERAmoa RS SR
132 8.00 8.20 8.40 8.60 8.80
m/z 69.00 21.99%
5000
33 105
‘ b \7\0J ‘ L
L L L W L UL LI WL S
miz--> 0 50 100 150 200 250 300 350 400 450 8.00 8.20 8.40 8.60 8.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041618\
Data File : BG033826.D

Acq On : 16 Apr 2018 21:15

Operator : SJ/JU

Sample : PB108262BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_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... 5.76 12.7 ng 84478 1 8.86 133081 20.0
unknown8 .37 8.37 104.0 ng 691785 1 8.86 133081 20.0
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