Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Intearation
Intearator:
Smoothing :
Sampling :
Start Thrs:
Stop Thrs :

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

LSC Area Percent Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO72718\
BG035952.D
28 Jul 2018
Ju/sJ
PB111438BL

22

1:13

Sample Multiplier: 1

Parameters: rteint.p

RTE
ON
1
0.2
0

Peak separation: 5

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

Method = Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG071218 .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
1 5.133 310 314 322 rBV 76865 122597 3.25% 0.765%
2 5.603 388 394 412 rBV 630738 1066700 28.24% 6.654%
3 7.195 657 665 677 rBV 652515 1166186 30.87% 7.275%
4 7 .559 720 727 739 rBV 660072 1130053 29.91% 7 .050%
5 8.023 799 806 813 rBV 141280 234525 6.21% 1.463%
6 8.346 851 861 872 rVB 501800 863321 22.85% 5.386%
7 9.186 996 1004 1020 rBV 367513 705494 18.68% 4.401%
8 10.825 1276 1283 1294 rBV 156380 311683 8.25% 1.944%
9 13.269 1692 1699 1710 rBV 1145180 1877867 49.71% 11.715%
10 14.650 1927 1934 1948 rBV2 294435 529983 14.03% 3.306%
11 16.136 2180 2187 2205 rBvV 940418 1611947 42.67% 10.056%
12 17.393 2394 2401 2412 rBV2 501888 812123 21.50% 5.066%
13 20.001 2838 2845 2856 rBVY 2797158 3777630 100.00% 23.566%
14 21.652 3120 3126 3136 rBvV 554698 951902 25.20% 5.938%
15 24.853 3660 3671 3684 rBvV 283385 868201 22.98% 5.416%

Sum of corrected areas: 16030212
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO72718\
Data File : BG035952.D

Aca On 28 Jul 2018 1:13

Operator : JU/SJ

Sample : PB111438BL

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_M

Quant Title ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO72718\
Data File : BG035952.D

Aca On 28 Jul 2018 1:13

Operator : JU/SJ

Sample : PB111438BL

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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.

5.13 10.45 ng 122597 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 38
4 Dimethadione 129 C5H7NO3 000695-53-4 33
5 Succinic acid, heptyl 2-methoxye... 274 C14H2605 1000325-80-7 33

Abundance Scan 313 (5.127 min): BG035952.D (-310) (-) m/z 43.15 100.00%
431
59.1
5000
101.2
o T O Y ROV |t SN N m/z 59.10 73.41%
m/z--> 10 20 30 40 5 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A R LR
4.80 5.00 5.20 5.40
59.0 m/z 101.15 23.39%
0 210 | 510 690 830910 O}°
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8358: 2-Hexanol, 2-methyl-
59.0
480 500 520 540
5000 m/z 58.15 14.91%
43.0 101.0
31.0 -
50l ol seyl we k0 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0 4.80 5.00 5.20 5.40
m/z 41.15 10.26%
5000
101.0
o 180 30 || %80 690 86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO72718\
Data File : BG035952.D

Aca On 28 Jul 2018 1:13

Operator : JU/SJ

Sample : PB111438BL

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 unknown7.56 Concentration Rank 1

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

7.56 96.37 ng 1130050 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 727 (7.559 min): BG035952.D (-720) (-) m/z 132.15 100.00%
13.2
5000 68.2 A
N L UL I I
2411 486.1 7.20 7.40 7.60 7.80
o {WSE VRS A .S SN - 5 m/z 68.15 48.37%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
5000 P
7.20 7.40 7.60 7.80
70.0 m/z 134.15 32.32%
31.0
O"JJMwh“\”"I”"I'”'I'”'I"”I"”I"”I"'W
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
720 7.40 7.60 7.80
5000 m/z 66.15 31.29%
260 50 |
L S L UL B WL B B S
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0 7.20 7.40 7.60 7.80
69.0 m/z 69.15 22 .26%
5000
31.0 ‘ ‘
0 “me'b”l”"w""|”"|"”|'"'w"'l”"|"”|
0

50 100 150 200 250 300 350 400 450 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO72718\
Data File : BG035952.D

Acq On : 28 Jul 2018 1:13

Operator : JU/SJ

Sample : PB111438BL

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_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... 5.13 10.4 ng 122597 1 8.02 234525 20.0
unknown? .56 7.56 96.4 ng 1130050 1 8.02 234525 20.0
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