LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100418\
Data File : BG037134.D

Aca On : 3 Oct 2018 15:27

Operator : JU/SJ

Sample : PB113454BL

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-BG092018 .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 5.151 312 317 326 rVB 31813 57165 1.99% 0.358%
2 5.615 390 396 417 rBV 696620 1292645 44.99% 8.106%
3 7.202 659 666 688 rBV 683645 1393907 48.52% 8.741%
4 7.572 722 729 751 rBV 692239 1355159 47.17% 8.498%
5 8.042 802 809 822 rBV 156528 331442 11.54% 2.078%

8.359 856 863 877 rBvV 547347 1056610 36.78% 6.626%
9.199 999 1006 1026 rBV 397480 878579 30.58% 5.509%
10.844 1279 1286 1298 rBV 208230 443936 15.45% 2.784%
13.283 1694 1701 1721 rBV 1137523 1995810 69.47% 12.515%
14.663 1929 1936 1949 rBV2 356923 624016 21.72% 3.913%

=
QO ~NO®

11 16.150 2183 2189 2214 rBV 652027 1242994 43.27% 7.794%
12 17.407 2397 2403 2424 rBV 407725 753106 26.21% 4.722%
13 20.016 2841 2847 2866 rBV 1995742 2872919 100.00% 18.015%
14 21.673 3122 3129 3147 rBV2 429136 858031 29.87% 5.380%
15 24.881 3664 3675 3693 rBvV2 240810 791247 27 .54% 4.962%

Sum of corrected areas: 15947566
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG100418\
Data File : BG037134.D

Aca On : 3 Oct 2018 15:27

Operator : JU/SJ

Sample : PB113454BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092018.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: BG037134.D

1500000
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5.62 7.20 7.57
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2000000 TIC: BG037134.D »dlop
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13.28
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14.66 17.41

L0 o e L e e e e L o B B
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Abgndance TIC: BG037134.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100418\
Data File : BG037134.D

Aca On : 3 Oct 2018 15:27

Operator : JU/SJ

Sample : PB113454BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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.

5.15 3.45 ng 57165 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 317 (5.151 min): BG037134.D (-312) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1 B IR R I IURIL I
| 83.1 | 480 5.00 5.20 5.40
‘-t m/z 59.10 62.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 ARSI R
480 5.00 5.20 5.40
59.0 m/z 58.10 17.54%
0 210 | 510 690 830910 O}°
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
54.0
480 500 520 540
5000 m/z 101.10 16.93%
410 101.0
oL 150 310 ] g0, | 690 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime B B
43.0 480 5.00 5.20 5.40
m/z 56.10 6.08%
5000
101.0
o 180 30 || %80 69,0 86.0 R
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100418\
Data File : BG037134.D

Aca On : 3 Oct 2018 15:27

Operator : JU/SJ

Sample : PB113454BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 unknown7.57 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.57 81.77 ng 1355160 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 729 (7.572 min): BG037134.D (-722) (-) m/z 132.10 100.00%

13p.1
5000 68.1

96.1 IIIII L T IIIII
40.1 541 ‘| ?81 | 06.1 720 740 760 780 800
Obr bl bl 3L 8Ll Tm/z 68.10  46.91%
m/z--> 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 I|||||||IIIIIII|IIIII
7.20 7.40 7.60 7.80 8.00

m/z 134.10 32.68%

31.0 51.0 ‘
0.,....,|...'!-,.!..,”...,...!i...7P,(.)...,....,..I.,....,....,'...,...
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0

7.20 7.40 7.60 7.80 8.00

5000 m/z 66.10 32.20%
33.0 44.0 0.0 105.0
00" w0 | | uso
o) NS SRRSO PSS NS R N N N M
m/z--> 20 30 40 50 60 70 80 9 100 110 120 130 140 /\
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile e e

132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.05 19.65%

5000
92.0
65.0
390 105.0
| 20 20 510 B0 7o [ 1090, |
AR B L L R e e AR RAEARER)

m/z--> 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\HPCHEM1\BNA_G\DATA\BG100418\
Data File : BG037134.D

Acq On : 3 Oct 2018 15:27

Operator : JU/SJ

Sample : PB113454BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092018_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... 5.15 3.5 ng 57165 1 8.04 331442 20.0
unknown? .57 7.57 81.8 ng 1355160 1 8.04 331442 20.0
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