LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111419\
Data File : BG043631.D

Aca On : 14 Nov 2019 13:22

Operator :© JU

Sample : PB124780BL

Misc :

ALS Vial : 4 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-BG102119.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

5.099 336 342 355 rBV 110163 172956 5.21% 1.294%
5.592 419 426 440 rBvV 542011 932945 28.09% 6.982%
rBv 550958 1044331 31.44% 7.815%
7.543 750 758 774 rBV 584000 1047509 31.54% 7.839%
7.996 828 835 844 rBV 88019 152037 4._.58% 1.138%
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8.319 882 890 904 rBV 452792 807993 24.33% 6.047%
9.159 1025 1033 1052 rBvV 302815 618221 18.61% 4.626%
10.804 1305 1313 1324 rBV 84901 190022 5.72% 1.422%
13.248 1722 1729 1742 rBVY 986634 1642810 49.46% 12.294%
14.629 1958 1964 1979 rBV 184020 320915 9.66% 2.402%

=
QO ~NO®

11 16.121 2211 2218 2239 rBV 856207 1522919 45.85% 11.397%
12 17.373 2425 2431 2447 rBV 228730 424370 12.78% 3.176%
13 19.987 2869 2876 2888 rBV 2357651 3321321 100.00% 24.855%
14 21.638 3149 3157 3176 rBV 280022 574074 17.28% 4._.296%
15 24.823 3689 3699 3716 rBv2 182052 590202 17.77% 4.417%

Sum of corrected areas: 13362625
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111419\
Data File : BG043631.D

Aca On : 14 Nov 2019 13:22

Operator : JU

Sample : PB124780BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG102119.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: BG043631.D
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Time--> 3.50 4.00 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 11.50 1200 1250
Abundance TIC: BG043631.D
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Abundance TIC: BG043631.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111419\
Data File : BG043631.D

Aca On : 14 Nov 2019 13:22

Operator :© JU

Sample : PB124780BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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.

5.10 22.75 ng 172956 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 42
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 40
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 16

Abundance Scan 342 (5.099 min): BG043631.D (-336) (-) m/z 43.10 100.00%
43
59
5000
101 S 5 U
480 500 520 5.40
83
e Sl 8L & | w/z 59.10  66.56%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A L UL R
4.80 5.00 5.20 5.40
59 m/z 101.10 25.00%
21 37| 53 | 67 77 83 o1 ,1?1
R N N S~ N N I S
Abundance #8387: 2-Pentanol, 2,4-dimethyl-
50
480 500 520 540
5000 m/z 58.10 15.16%
43 101
31
s Al sllen B |
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8358: 2-Hexanol, 2-methyl-
50 4.80 5.00 5.20 5.40
m/z 41.10 11.88%
5000
31 101
15 Ll “\ 53, ©9 8
"I"'W""P"'I'”'I"”I""P"'I'”'I"”I""P

m/z--> 10 20 30 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111419\
Data File : BG043631.D

Aca On : 14 Nov 2019 13:22

Operator :© JU

Sample : PB124780BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 unknown7.54 Concentration Rank 1

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

7.54 137.80 ng 1047510 1,4-Dichlorobenzene-d4 8.00
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 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 757 (7.537 min): BG043631.D (-750) (-) m/z 132.10 100.00%
13
5000 68 K
0 s 75 %6 7.20 7.40 7.60 7.80
103 . . . .
LA &7 s m/z 68.10 41.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
7.20 7.40 7.60 7.80
0
31,5 51 78 m/z 66.10 31.48%
”I“'W'”'l'”HJ'W'”'P'JI“'W'”'P'”I“'W'”'P'”I“'W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
7.20 7.40 7.60 7.80
5000 m/z 134.00 31.10%
15 28 % 52 G 77 0 108 g5 |
iz 1 % 30 4 w8 o B 8 100 110 130 130 150
Abundance #14144: 5-Fluoro-2-chloropyrimidine e e e
132 7.20 7.40 7.60 7.80
m/z 69.10 19.34%
5000
33 44 o g7 105
"I"”I""I"'W""?%"éﬁ"'l"TFI'ﬁql"'Ll"J' }}ﬁl""l"" T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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\BG111419\
Data File : BG043631.D

Acq On : 14 Nov 2019 13:22

Operator : JU

Sample : PB124780BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119_.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... 5.10 22.8 ng 172956 1 8.00 152037 20.0
unknown? .54 7.54 137.8 ng 1047510 1 8.00 152037 20.0
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