LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091363.D

Aca On : 30 Nov 2016 19:19

Operator : UM/SJ

Sample : H5779-03

Misc :

ALS Vial : 48 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-BF112916.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 5.041 238 241 243 rBV 382993 489631 8.71% 1.496%
2 5.453 275 277 280 rBVY 1360505 1373936 24.45% 4.197%
3 6.481 365 367 369 rBY 1218806 1078299 19.19% 3.294%
4 6.630 377 380 382 rBVY 2580882 2704424 48.13% 8.260%
5 6.859 398 400 403 rBVY 1040029 1100478 19.58% 3.361%

7.019 411 414 417 rVB 4058216 3909095 69.56% 11.940%
7.430 447 450 452 rBV 3512795 3923141 69.81% 11.983%
8.150 510 513 515 rBV 1635372 1511920 26.91% 4.618%
9.225 604 607 610 rBV 4974294 5619344 100.00% 17.164%
9.613 639 641 644 rBvV 70469 68250 1.21% 0.208%

=
QO ~NO®

11 9.899 664 666 669 rvVB 1812374 1517778 27.01% 4.636%
12 10.688 732 735 737 rBV 1785284 1905033 33.90% 5.819%

13 10.813 744 746 751 rVB 56800 65253 1.16% 0.199%
14 11.385 793 796 798 rBV 1291702 1283056 22.83% 3.919%
15 11.911 840 842 848 rBV 71226 93138 1.66% 0.284%
16 12.699 909 911 918 rBV 73790 92827 1.65% 0.284%

17 12.974 932 935 937 rBV 3171820 4032724 71.77% 12.318%
18 14.014 1023 1026 1028 rBV 1062704 1027488 18.28% 3.138%
19 15.442 1148 1151 1154 rBV 778292 943537 16.79% 2.882%

Sum of corrected areas: 32739352
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF113016\

BF091363.D

30 Nov 2016 19:19

UM/SsJ

H5779-03

48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091363.D

Aca On : 30 Nov 2016 19:19

Operator : UM/SJ

Sample : H5779-03

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 8.90 ng 489631 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 241 (5.041 min): BF091363.D (-238) (-) m/z 43.00 100.00%
43
59
5000
. s o 1‘|’1 480 500 520 540
R e o o L A R e m/z 59.00 53.52%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 58.00 15.59%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 480 500 520 540
5000 m/z 101.00 15.59%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- e s mum
50 4.80 500 5.20 5.40
m/z 41.10 7.87%
5000
a1 101
15 81 53 69 83
0"'l""|"""l"""l"'"'l"‘l“i""‘l""l""'|""|""|' IR NS SRS SR I
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091363.D

Aca On : 30 Nov 2016 19:19

Operator : UM/SJ

Sample : H5779-03

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.63 Concentration Rank 2

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

6.63 49.15 ng 2704420 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 380 (6.630 min): BF091363.D (-377) (-) m/z 132.00 100.00%
5000 68
0 s [l e Prosie 62 5x0 6k0 6By Tho
0 B E e m/z 68.10 37.81%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A I I L R
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 33.92%
0 ‘ L1 H (1A L 1
L L N L UL L SIS SRR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.00 25.58%
41 97
53
29 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 14 .64%
5000 98 116
o ,\MI ,89%‘@97,\,\",,“, s 8 S |
m/z--> 40 60 80 100 120 140 160 180 620 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF113016\
Data File : BF091363.D

Acq On : 30 Nov 2016 19:19

Operator : UM/SJ

Sample : H5779-03

Misc :

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 8.9 ng 489631 1 6.86 1100480 20.0
unknown6 .63 6.63 49.1 ng 2704420 1 6.86 1100480 20.0
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