LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062918\
Data File : BG035533.D

Aca On : 30 Jun 2018 9:00

Operator : JU/SJ

Sample : PB110708BL

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-BG060718 .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

5.175 316 321 328 rBvV2 36468 59944 2.23% 0.571%
5.639 394 400 409 rBV 426015 688098 25.58% 6.549%
rBv 455596 764482 28.41% 7.276%
7.595 725 733 745 rBV 413022 721352 26.81% 6.866%
8.065 805 813 820 rVB 83667 142889 5.31% 1.360%
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8.388 861 868 876 rBV 312938 535653 19.91% 5.098%
9.222 1001 1010 1020 rBV 255617 456907 16.98% 4._.349%
10.867 1283 1290 1300 rVB 106561 186402 6.93% 1.774%
13.305 1699 1705 1713 rBVY 779443 1205951 44.82% 11.478%
14.685 1933 1940 1950 rBV2 186343 314824 11.70% 2.997%

=
QO ~NO®

11 16.166 2186 2192 2201 rBV 668041 1036286 38.52% 9.864%
12 17.423 2400 2406 2416 rBv2 317831 480508 17.86% 4._.574%
13 20.031 2842 2850 2856 rBV 2001098 2690491 100.00% 25.609%
14 21.687 3124 3132 3139 rBV2 394195 650120 24.16% 6.188%
15 24.913 3671 3681 3693 rBv2 207937 572321 21.27% 5.447%

Sum of corrected areas: 10506228
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062918\
Data File : BG035533.D

Aca On : 30 Jun 2018 9:00

Operator : JU/SJ

Sample : PB110708BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance :
2000000 TIC: BG035533.D

1500000
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500000 5.64 7.22 759
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10.87
517 8.06
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2000000 TIC: BG035533.D 203
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13.30
16.17
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17.42
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Time--> 13.50 14.00 14.50 15.00 1550 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: BG035533.D

1500000
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24.91
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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:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062918\
Data File : BG035533.D

Aca On : 30 Jun 2018 9:00

Operator : JU/SJ

Sample : PB110708BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 8.39 ng 59944 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 39
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 1.2-Butanediol 90 C4H1002 000584-03-2 23
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 320 (5.169 min): BG035533.D (-316) (-) m/z 43.15 100.00%
43.1
59.1
5000
101.2
480 5.00 5.20 5.40 5.60
SRRV A Y B NN X B oy - - S 1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA I LI I
59.0 480 500 520 540 5.60
0
150 ‘ 1010 m/z 101.15 29.60%
'“'|'Wh“ﬂ"‘l"“%%q'“J"“l""l“"l"'w""l'“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
480 5.00 520 540 5.60
5000 m/z 58.10 18.25%
101.0
15.0
60.0 84.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #2294: 1,2-Butanediol
31.0 54.0 480 5.00 5.20 5.40 5.60
m/z 41.15 9.93%
5000
15.0
Ml M ee0
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062918\
Data File : BG035533.D

Aca On : 30 Jun 2018 9:00

Operator : JU/SJ

Sample : PB110708BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 unknown7.59 Concentration Rank 1

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

7.59 100.97 ng 721352 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 22
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 1H-Indazole, 3-methyl- 132 C8H8N2 1000316-00-2 12

Abundance Scan 732 (7.589 min): BG035533.D (-725) (-) m/z 132.15 100.00%
13%.2
5000 68.2 j\
w01 \ %2 750 Th 150 150 500
1 521 : : : : :
..,....,....,....,".'...,::..,.-.'~.'.|,..':.,??.9,..I'.,."PZ,O....,...., R m/z 68.15  48.12%
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 RS AR
7.20 7.40 7.60 7.80 8.00
310 510 ‘ m/z 66.15 31.58%
‘ 1 H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
720 740 7.60 7.80 8.00
5000 m/z 134.15 29.65%
92.0
270 390 51.0 %20 770 1050 4,5
memmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14502: 1H-Benzimidazole, 2-methyl- R B A
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.15 19.93%
5000
15.0 27.0 39.0 520 6?‘? 77.0 9%0 104.0 447 9 \
m/z--> 10 20 30 Jo 55 60 70 éo 90 100 110 120 130 140 720 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062918\
Data File : BG035533.D

Acq On : 30 Jun 2018 9:00

Operator : JU/SJ

Sample : PB110708BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718_-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 8.4 ng 59944 1 8.06 142889 20.0
unknown? .59 7.59 101.0 ng 721352 1 8.06 142889 20.0
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