LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111187.D

Aca On : 7 Dec 2018 15:21

Operator : JU/SJ

Sample : PB115194BL

Misc :

ALS Vial : 11 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 F\METHODS\8270-BF120518.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 2.175 12 15 24 rVB2 155318 228249 1.82% 0.223%
2 5.040 493 502 510 rBvY 477303 653802 5.20% 0.639%
3 5.434 563 569 572 rBVY 10349832 11134782 88.63% 10.883%
4 6.440 733 740 742 rBVY 10193503 11500180 91.54% 11.240%
5 6.575 758 763 767 rBVY 10534546 11391693 90.68% 11.134%
6 6.804 798 802 806 rBY 3609349 2942817 23.42% 2.876%
7 6.963 824 829 832 rBVY 9468564 8813894 70.16% 8.614%
8 7.363 891 897 900 rBY 6907016 7703042 61.31% 7.529%
9 8.087 1014 1020 1023 rBVY 4278925 3901113 31.05% 3.813%
10 9.169 1197 1204 1207 rBVY 11277201 12563132 100.00% 12.279%
11 9.839 1312 1318 1322 rBY 4663358 4242226 33.77% 4.146%
12 10.628 1445 1452 1455 rBV 7692893 7184939 57.19% 7.022%
13 11.322 1564 1570 1574 rBV 4779493 4053716 32.27% 3.962%
14 12.916 1835 1841 1844 rBV 10240961 10665352 84.89% 10.424%
15 13.957 2014 2018 2021 rBVY 3720275 3163563 25.18% 3.092%
16 15.392 2257 2262 2267 rBV 1795433 2173870 17.30% 2.125%

Sum of corrected areas: 102316370
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
BF111187.D
7 Dec 2018 15:21

PB115194BL

- JU/SJ

11

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111187.D

Aca On : 7 Dec 2018 15:21

Operator : JU/SJ

Sample : PB115194BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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.

5.04 4_.44 ng 653802 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
3 5-Oxohexanenitrile 111 C6HONO 010412-98-3 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 N,N"-Bis(2-methyl-2-nitrosopenta... 258 C12H22N204 094514-30-4 9

Abundance Scan 502 (5.040 min): BF111187.D (-493) (-) m/z 43.00 100.00%
43.0
5000 59.1
101.1 R RAARERAREE RS AR
480 500 520 5.40
bt 80 2000 sz 59.10  49.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A UL LS UL UL
59.0 480 500 520 5.40
0
150 1010 m/z 101.10 15.48%
0 wl ol 830
AL S IR SURLLEL SURLIL DAL DL BN L L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4030: 2,3-Butanedione, monooxime
43.0
480 500 520 5.40
5000 m/z 58.05 13.95%
101.0
o180 | 600 840
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #6108: 5-Oxohexanenitrile R N I o e R
43.0 4.80 500 520 5.40
m/z 41.05 8.22%
5000
L s L EETX )
mz-> 20 40 60 80 100 120 140 160 180 200 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111187.D

Aca On : 7 Dec 2018 15:21

Operator : JU/SJ

Sample : PB115194BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 unknown6.57 Concentration Rank 1

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

6.57 77.42 ng 11391700 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
4 Xenon 132 Xe 007440-63-3 9
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9

Abundance Scan 762 (6.569 min): BF111187.D (-758) (-) m/z 131.95 100.00%
131.9
5000 68.1
400 540 ‘ sl 620 640 6.60 6.80 7.00
0 .,....,....'!'!..:,!!..,::.'.|,..7.E.‘,1....,..J.,%??.?.l.l.??....,".'..,.. m/z 68.10 44.66%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 A
620 640 6.60 6.80 7.00
33.0 44.0 0.0 105.0 m/z 134.00 33.60%
0 |00 " s0 | | uso
JUNBIUNEEEE UL UL L IR N RS SRS BRASE SERRS SARE B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.10 29.11%
92.0
65.0
oL 270 390 510 | 7700 1059 117.0
O S 0 N L R N S
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl- R
132.0 6.20 6.40 6.60 6.80 7.00

m/z 69.05 18.57%

5000
67.0
80.0 91.0

42, 540m [T H\‘ !l }9\601170 .
o} S PO N PR R S ¥ | PR SESEEY & S §

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF120718\
Data File : BF111187.D

Acq On : 7 Dec 2018 15:21

Operator : JU/SJ

Sample : PB115194BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120518_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... 5.04 4.4 ng 653802 1 6.80 2942820 20.0
unknown6 .57 6.57 77.4 ng 11391700 1 6.80 2942820 20.0
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