LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG120418\
Data File : BG038350.D

Aca On : 5 Dec 2018 8:26

Operator : JU/SJ

Sample : PB115253BL

Misc :

ALS Vial : 17 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-BG120418 .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 5.151 312 317 323 rBV 23929 36005 1.49% 0.342%
2 5.615 389 396 410 rVB 473965 789268 32.73% 7.493%
3 7.219 662 669 679 rBV 444310 785633 32.58% 7.458%
4 7.595 726 733 743 rBV 419750 739481 30.66% 7.020%
5 8.071 806 814 823 rBV 114114 204782 8.49% 1.944%

8.395 860 869 879 rvB 311211 570915 23.67% 5.420%
9.246 1004 1014 1024 rBV 261090 493171 20.45% 4.682%
183148 360453 14.95% 3.422%
13.330 1700 1709 1721 rBV 703604 1159807 48.09% 11.011%
14.711 1936 1944 1955 rBV3 212888 373742 15.50% 3.548%
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11 16.197 2190 2197 2212 rBV2 587874 925562 38.38% 8.787%
12 17.454 2403 2411 2420 rBV 319927 521018 21.60% 4.946%
13 20.057 2847 2854 2862 rBV 1734241 2411621 100.00% 22.895%
14 21.738 3130 3140 3151 rBV 347666 596123 24.72% 5.659%
15 25.051 3693 3704 3715 rVvB2 187278 566033 23.47% 5.374%

Sum of corrected areas: 10533614
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG120418\
Data File : BG038350.D

Aca On : 5 Dec 2018 8:26

Operator : JU/SJ

Sample : PB115253BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG120418 .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: BG038350.D
1500000
1000000
500000 5.62 7.22 760
8.39 9.95
10.89
8.07
o 5.15
e o e B e B e
Time-->  3.50 4.00 450 500 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG038350.D
20L06
1500000
1000000
13.33
16.20
500000
17.45 21.74
14.71
O T e e o L e
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: BG038350.D
1500000
1000000
500000
25.05
O B B e e e B B e R
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\HPCHEMI\BNA G\DATA\BG120418\
Data File : BG038350.D

Aca On : 5 Dec 2018 8:26

Operator : JU/SJ

Sample : PB115253BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG120418_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.15 3.52 ng 36005 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
3 Hexanamide 115 C6H13NO 000628-02-4 9
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 9
5 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 9

Abundance Scan 317 (5.151 min): BG038350.D (-312) (-) m/z 43.00 100.00%
a3
59
5000
o | o e 480 500 520 540
B i e e L e e m/z 59.00 57 .42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 59 480 500 520 540
m/z 101.00 13.66%
15 31 101
25,71 37, 53, 83 ,
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
59
a 480 500 520 540
5000 m/z 57.95 12.96%
86
51 rmn (?\9 ‘ 101
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7790: Hexanamide B B R L O e
59 480 500 520 5.40
m/z 41.00 7.55%
5000
44
72 86
15 27\ M‘ L . | 99 116
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG120418\
Data File : BG038350.D

Aca On : 5 Dec 2018 8:26

Operator : JU/SJ

Sample : PB115253BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG120418_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 unknown7.60 Concentration Rank 1

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

7.60 72.22 ng 739481 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 734 (7.601 min): BG038350.D (-726) (-) m/z 131.85 100.00%
132
5000 68
5 .
75 104 7.20 7.40 7.60 7.80 8.00
..,....,....,...:','!.‘.‘.7 o 61"'| SR -1 A W N m/z 68.00 40.29%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
5000 fr

7.20 7.40 7.60 7.80 8.00
m/z 133.90 32.92%

15 28 39 52 B 77 0 104

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
R S s s R
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.00 29.95%
3B 44 o g7 105
78
st P Pes | | us
T T e e e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole AR e AEamE
132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 17.61%
5000
104
66
14 27 37445158 0 7T g9 g7 M 115
T T T R e T e RS s s e
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\BG120418\
Data File : BG038350.D

Acq On : 5 Dec 2018 8:26

Operator : JU/SJ

Sample : PB115253BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG120418_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... 5.15 3.5 ng 36005 1 8.07 204782 20.0
unknown? .60 7.60 72.2 ng 739481 1 8.07 204782 20.0
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