LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\

Data File : BF098624.D

Aca On : 19 Sep 2017 2:12 Instrument :
Operator : SJ/JU gﬁgiéamlem'
a?zgle i 15260-05 ogmlrﬂogfiym
ALS Vial : 28 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 F\METHODS\8270-BF091117.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 4.804 459 462 474 rBV 143846 178792 4.83% 0.855%
2 5.245 533 537 552 rBV 970644 1159854 31.34% 5.549%
3 6.286 711 714 729 rBV 702043 754890 20.40% 3.612%
4 6.404 731 734 750 rVB 2242650 2042750 55.19% 9.774%
5 6.633 769 773 779 rBV 762712 646066 17 .46% 3.091%
6 6.792 795 800 803 rBVY 2649310 2416299 65.28% 11.561%
7 7.204 866 870 873 rBVY 1898175 2000231 54.04% 9.570%
8 7.916 988 991 998 rBVY 1112458 965339 26.08% 4.619%
9 8.998 1170 1175 1178 rBV 4228609 3701250 100.00% 17.709%
10 9.392 1239 1242 1245 rBV 50397 40436 1.09% 0.193%

11 9.669 1285 1289 1293 rBV 1164304 995517 26.90% 4._.763%
12 10.457 1419 1423 1432 rBV 1152209 1003687 27.12% 4.802%
13 11.151 1537 1541 1544 rBV 870275 744573 20.12% 3.562%
14 12.733 1806 1810 1813 rBV 3136344 2719674 73.48% 13.012%
15 13.786 1985 1989 1995 rVB 709515 715998 19.34% 3.426%

16 15.180 2222 2226 2235 rVB 560423 680211 18.38% 3.255%

17 15.580 2290 2294 2299 rBV3 28226 41363 1.12% 0.198%

18 16.021 2365 2369 2377 rVB2 31846 50524 1.37% 0.242%

19 16.545 2453 2458 2466 rVB4 25426 43076 1.16% 0.206%
Sum of corrected areas: 20900530
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098624.D

Aca On : 19 Sep 2017 2:12

Operator : SJ/JU

Sample : 15260-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF091117.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: BF098624.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098624.D

Aca On : 19 Sep 2017 2:12

Operator : SJ/JU

Sample : 15260-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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.

4.80 5.53 ng 178792 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 40
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 3-Hexanol 102 C6H140 000623-37-0 33
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33

Abundance Scan 461 (4.798 min): BF098624.D (-459) (-) m/z 43.00 100.00%
43.0
59.0
5000
| mo 450 450 40 500 550
SR ¥ PUCHBSSRYY | PHSESESSESESE i ENME Y MM m/z 59.00 57.25%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R R L
59.0 440 460 480 500 5.20
m/z 58.00 16.94%
e e 830 030 0
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
440 4.60 4.80 5.00 5.20
5000 m/z 101.00 16.29%
410 101.0
15.0 310 77 510 69.0 83.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- e
59.0 440 4.60 4.80 5.00 5.20
m/z 41.00 9.41%
5000 41.0
31.0
69.0 87.0
15.0 ‘J LI stop ] ‘ 98.0
m/z--> 10 20 30 40 50 60 70 8 9 100 110 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098624.D

Aca On : 19 Sep 2017 2:12

Operator : SJ/JU

Sample : 15260-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 unknown6.40 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.40 63.24 ng 2042750 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
Abundance Scan 733 (6.398 min): BF098624.D (-731) (-) m/z 132.00 100.00%
132.0
5000 68.0

6.00 6.20 6.40 6.60 6.80
m/z 68.00 47 .43%

m/z--> 10 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 IIII|IIIIIIIIIIII|II
6.00 6.20 6.40 6.60 6.80
0
310 510 m/z 65.95 32.13%
SN RN (NSRS NOU NSNS | SRR |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
UMY S | VNSNS N
6.00 6.20 6.40 6.60 6.80
5000 m/z 134.00 31.49%
104.0
66.0
140 27.0 39.0 510 7.0 890 115.0
wwwmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine e
132.0 6.00 6.20 6.40 6.60 6.80
m/z 68.95 18.88%
5000
33.0 44.0 00 105.0
560 | | 860 ‘ !
Rl BRa s B B e L R A RARSARRRSS BESEE S R P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 600 6.20 640 660 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091817\
Data File : BF098624.D

Acq On : 19 Sep 2017 2:12

Operator : SJ/JU

Sample - 15260-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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... 4.80 5.5 ng 178792 1 6.63 646066 20.0
unknown6 .40 6.40 63.2 ng 2042750 1 6.63 646066 20.0
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