LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG032018\
Data File : BG033289.D

Aca On : 21 Mar 2018 5:50

Operator : SJ/JU

Sample : PB107504BL

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:\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

5.796 420 427 433 rBvY 32958 57366 1.41% 0.331%
6.307 507 514 535 rBV 649971 1320450 32.44% 7.625%
rBv 660398 1479270 36.34% 8.543%
8.399 864 870 895 rBvV 616547 1359866 33.41% 7.853%
8.893 947 954 966 rBV2 86691 211196 5.19% 1.220%
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9.228 1001 1011 1030 rBV 471622 1004341 24.67% 5.800%
10.091 1151 1158 1187 rBV 358475 870205 21.38% 5.025%
11.777 1438 1445 1461 rBV2 135330 315230 7.74% 1.820%
14.139 1840 1847 1863 rBV 1235466 2211518 54.33% 12.771%
15.508 2072 2080 2092 rBV3 293051 515626 12.67% 2.978%

=
QO ~NO®

11 16.983 2324 2331 2352 rBV 757371 1424522 35.00% 8.226%
12 18.240 2539 2545 2559 rBV 440309 747193 18.36% 4_.315%
13 20.761 2968 2974 2987 rBV 3065825 4070340 100.00% 23.506%
14 22.594 3279 3286 3297 rBV2 438855 884376 21.73% 5.107%
15 26.396 3921 3933 3950 rBvV2 239570 844957 20.76% 4 _880%

Sum of corrected areas: 17316456
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG032018\
Data File : BG033289.D

Aca On : 21 Mar 2018 5:50

Operator : SJ/JU

Sample : PB107504BL

Misc :

ALS Vial : 25 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: BG033289.D
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Abundance TIC: BG033289.D
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Abundance TIC: BG033289.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG032018\
Data File : BG033289.D

Aca On : 21 Mar 2018 5:50

Operator : SJ/JU

Sample : PB107504BL

Misc :

ALS Vial : 25 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.

5.80 5.43 ng 57366 1,4-Dichlorobenzene-d4 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 1.3.4-Oxadiazole. 2-(acetvloxv)-... 172 C7H12N203 066398-57-0 9
5 3-Pentanol 88 C5H120 000584-02-1 9

Abundance Scan 428 (5.802 min): BG033289.D (-420) (-) m/z 43.00 100.00%
43
59
5000
101 USRS SR RS
| | 83 | 540 5.60 5.80 6.00 6.20
R e o o o N m/z 59.00 65.06%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRS S R
59 5.40 5.60 5.80 6.00 6.20
m/z 101.00 19.96%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
AR RS RARRS RAS
540 5.60 5.80 6.00 6.20
5000 m/z 57.95 16 .54%
101
o 15 25 31 37 51 %8 g 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3158: 5-Hexen-2-one
43 540 5.60 5.80 6.00 6.20
m/z 41.00 12.98%
5000
55
o 1 |, 37, 49| &3 7177 88 98
m/z--> 10 20 30 40 50 60 70 8 90 100 110 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG032018\
Data File : BG033289.D

Aca On : 21 Mar 2018 5:50

Operator : SJ/JU

Sample : PB107504BL

Misc :

ALS Vial : 25 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 unknown8.40 Concentration Rank 1

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

8.40 128.78 ng 1359870 1,4-Dichlorobenzene-d4 8.89
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 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 870 (8.399 min): BG033289.D (-864) (-) m/z 132.00 100.00%
132
5000 68 /\\\_
96 RS NERE ARERE R
40 007 437 800 820 840 8.60 8.80
0 b e m/z 67.95 51.35%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97

5000 e | T
8.00 8.0 8.40 8.60 8.80

70 ‘ m/z 66.00 34 .03%
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Abundance
132 ]\\
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5000 m/z 134.00  31.80%

31
L
mz-—-> 0 50 100 150 200 250 300 350 400

Abundance #14502: 1H-Benzimidazole, 2-methy!- R mma e R
132 8.00 8.0 8.40 8.60 8.80

m/z 69.00 22 .10%

5000
63
39 92
015 PN |
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m/z--> 0 50 100 150 200 250 300 350 400 8.00 8.20 8.40 8.60 8.80
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG032018\
Data File : BG033289.D

Acq On : 21 Mar 2018 5:50

Operator : SJ/JU

Sample : PB107504BL

Misc :

ALS Vial : 25 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... 5.80 5.4 ng 57366 1 8.89 211196 20.0
unknown8 .40 8.40 128.8 ng 1359870 1 8.89 211196 20.0
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