LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG040218\
Data File : BG033496.D

Aca On : 2 Apr 2018 20:39

Operator : SJ/JU

Sample : PB107833BL

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:\HPCHEM1I\BNA G\METHODS\8270-BG031918.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 3.473 26 31 40 rBV3 17514 33922 1.11% 0.257%
2 5.770 416 422 432 rBV 108902 182473 5.95% 1.383%
3 6.299 506 512 528 rVB 286159 605143 19.72% 4 .588%
4 7.979 791 798 824 rBV 309091 760495 24.78% 5.766%
5 8.379 858 866 882 rBV 305115 682202 22.23% 5.172%

8.866 942 949 963 rBV3 82101 203151 6.62% 1.540%
9.195 995 1005 1020 rBV 366273 770705 25.11% 5.843%
10.065 1144 1153 1172 rBV 265802 661172 21.54% 5.013%
11.745 1431 1439 1456 rBVY 138470 311804 10.16% 2.364%
14.107 1834 1841 1860 rBV 1042629 1785972 58.20% 13.540%

=
QO ~NO®

11 15.482 2067 2075 2088 rBvV2 303220 540760 17.62% 4._.100%
12 16.951 2318 2325 2340 rBV2 581206 1048130 34.15% 7.946%
13 18.208 2533 2539 2554 rBV 437841 775926 25.28% 5.883%
14 20.729 2962 2968 2978 rBV 2273539 3068938 100.00% 23.267%
15 22.556 3272 3279 3292 rBV2 445354 916170 29.85% 6.946%

16 26.322 3908 3920 3941 rBvV2 235072 842990 27.47% 6.391%

Sum of corrected areas: 13189953
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG040218\
Data File : BG033496.D

Aca On 2 Apr 2018 20:39

Operator : SJ/JU

Sample : PB107833BL

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG031918.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: BG033496.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG040218\
Data File : BG033496.D

Aca On : 2 Apr 2018 20:39

Operator : SJ/JU

Sample : PB107833BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.77 17.96 ng 182473 1,4-Dichlorobenzene-d4 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 3-0Octanol 130 C8H180 000589-98-0 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 422 (5.770 min): BG033496.D (-416) (-) m/z 43.00 100.00%
43
59
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1o P g
Otk 88 @215 S 5500 53.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 UMM RARAE SRS SRRRE
540 5.60 580 6.00 6.20
m/z 101.00 17.44%
15 4 ‘ 101
O.HL,HM.?.”:,.”.?i.u,”..,”..,”..,”..,”..,”..“
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
59
83 540 560 580 6.00 6.20
5000 a1 m/z 58.00 14_.03%
29 101
14 70 112
e R I UL UL WL W L B B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8358: 2-Hexanol, 2-methyl-
59 540 5.60 580 6.00 6.20
m/z 41.00 9.44%
5000
a1 2B oy 101
0"}?PWMJML'Wi'Y%I"'W""P'"I”"I'”'I"”I"'W'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 540 5.60 580 6.00 6.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG040218\
Data File : BG033496.D

Aca On : 2 Apr 2018 20:39

Operator : SJ/JU

Sample : PB107833BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 3 unknown8.38 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
8.38 67.16 ng 682202 1,4-Dichlorobenzene-d4 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 22
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 866 (8.379 min): BG033496.D (-858) (-) m/z 132.00 100.00%
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Abundance #14503: 1H-Benzimidazole, 2-methyl- /L
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Abundance
132
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51 7
39 65 91 | 117
Ottt e N e ey
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine T

132 8.00 820 8.40 8.60 8.80
m/z 69.00 21.81%
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG040218\
Data File : BG033496.D

Acq On 2 Apr 2018 20:39

Operator : SJ/JU

Sample : PB107833BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_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... 5.77 18.0 ng 182473 1 8.87 203151 20.0
unknown8 .38 8.38 67.2 ng 682202 1 8.87 203151 20.0
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