LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG112818\
Data File : BG038220.D

Aca On : 29 Nov 2018 4:26

Operator : JU/SJ

Sample : PB115103BL

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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG111318.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

5.165 314 319 329 rVB 36843 58231 2.34% 0.512%
5.629 391 398 407 rBV 429267 721814 28.97% 6.341%
rBv 448616 797465 32.01% 7.006%
7.610 728 735 744 rBV 421734 760620 30.53% 6.682%
8.085 809 816 825 rBV 114041 201077 8.07% 1.766%
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8.409 859 871 880 rBvV 455155 833951 33.48% 7.326%
9.261 1008 1016 1028 rBV 398517 740683 29.73% 6.507%
10.906 1288 1296 1303 rVB 157868 302891 12.16% 2.661%
13.338 1703 1710 1724 rBV 1093394 1756318 70.50% 15.429%
14.719 1939 1945 1955 rBV2 262182 444419 17.84% 3.904%

=
QO ~NO®

11 16.205 2191 2198 2218 rBV2 397369 696279 27.95% 6.117%
12 17.469 2406 2413 2422 rBV2 346387 537873 21.59% 4._.725%
13 20.066 2849 2855 2866 rBV 1871146 2491190 100.00% 21.885%
14 21.752 3133 3142 3157 rBV2 316615 601643 24.15% 5.285%
15 25.083 3696 3709 3721 rBV 126036 438494 17.60% 3.852%

Sum of corrected areas: 11382948
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG112818\
Data File : BG038220.D

Aca On - 29 Nov 2018 4:26

Operator : JU/SJ

Sample : PB115103BL

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG111318.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: BG038220.D
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Abundance TIC: BG038220.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: BG038220.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112818\
Data File : BG038220.D

Aca On : 29 Nov 2018 4:26

Operator : JU/SJ

Sample : PB115103BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 5.79 ng 58231 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 50
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 320 (5.171 min): BG038220.D (-314) (-) m/z 43.00 100.00%
43.0
5000 59.0
101.0 A R L IR
| 83.1 | 480 5.00 520 5.40 5.60
ot bl e e e m/z 59.00 50.61%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A RS L IR
480 5.00 520 5.40 5.60
59.0 1010 m/z 101.00 17.82%
0 210 | 510 69.0 830910 | |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8387: 2-Pentanol, 2,4-dimethyl-
59.0
480 500 520 540 560
5000 m/z 57.95 14.69%
43.0 101.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3152: 5-Hexen-2-one LI L L L L L L B B
43.0 480 5.00 520 5.40 5.60
m/z 41.00 7.09%
5000
27.0 55.0
B e e RO 710 830 980
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112818\
Data File : BG038220.D

Aca On : 29 Nov 2018 4:26

Operator : JU/SJ

Sample : PB115103BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 unknown7.61 Concentration Rank 2

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

7.61 75.65 ng 760620 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 735 (7.610 min): BG038220.D (-728) (-) m/z 131.90 100.00%
131.9
5000 68.0 ]\
400 540 ‘ 9.0 720 7.40 7.60 7.80 8.00
0 ..,....,....,....I'!...,!!..,::.I.' 89 |y 148 N Tn/z 68.00  43.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR LA AR AR
7.20 7.40 7.60 7.80 8.00
2.0 510 m/z 133.90 32 .44%
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.00 29 .34%
150 280 39.0 520 30 770 900 1040 .,
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine e e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 17.26%
5000
33.0 44.0 0.0 105.0
0"I“"P"W"”I'”'Iﬁqph'“l:“llﬁqﬂ"il'ihl“"P"' T R I I L
m/z--> 10 20 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\BG112818\
Data File : BG038220.D

Acq On > 29 Nov 2018 4:26

Operator : JU/SJ

Sample : PB115103BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG111318_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 5.8 ng 58231 1 8.09 201077 20.0
unknown7 .61 7.61 75.7 ng 760620 1 8.09 201077 20.0
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