LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092534.D

Aca On : 26 Jan 2017 19:36

Operator : SJ/MA

Sample - PB96342BL

Misc :

ALS Vial : 23 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-BF012417 .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 4.830 239 240 249 rVB 26823 51359 1.02% 0.120%
2 5.173 267 270 277 rBV 1139867 1837578 36.51% 4.296%
3 5.573 302 305 308 rBY 3817211 4138493 82.22% 9.675%
4 6.601 391 395 397 rBVY 3429222 4821676 95.79% 11.272%
5 6.739 404 407 409 rBV 4341207 4341423 86.25% 10.149%

6.967 425 427 430 rVB 1119856 1053231 20.92% 2.462%
7.127 438 441 444 rBV 3432867 3234718 64.26% 7.562%
2694854 3040014 60.40% 7.107%
8.259 538 540 543 rBV 1224933 1370562 27.23% 3.204%
9.345 632 635 638 rBY 3848088 4786427 95.09% 11.190%
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11 9.928 683 686 692 rVB 48873 95425 1.90% 0.223%
12 10.030 692 695 697 rBV 1707905 1650369 32.79% 3.858%
13 10.819 761 764 767 rBV 2565918 2773978 55.11% 6.485%
14 11.516 823 825 828 rBV 1868175 1619657 32.18% 3.786%
15 13.105 961 964 967 rBV 3685937 5033510 100.00% 11.767%

16 14.157 1054 1056 1059 rBV 1720089 1576983 31.33% 3.687%
17 15.642 1183 1186 1188 rBV 1057639 1350053 26.82% 3.156%

Sum of corrected areas: 42775456
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092534.D

Aca On : 26 Jan 2017 19:36

Operator : SJ/MA

Sample : PB96342BL

Misc :

ALS Vial :© 23 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF012417 .M

Quant Method :
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF092534.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092534.D

Aca On : 26 Jan 2017 19:36

Operator : SJ/MA

Sample - PB96342BL

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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.

5.17 34.89 ng 1837580 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 270 (5.173 min): BF092534.D (-267) (-) m/z 43.10 100.00%
43
59
5000
1o 480 500 520 540 5.60
IR N P Y- . AN N B -y < T B A V1
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 GRS L LS SRR
480 5.00 5.20 5.40 5.60
m/z 101.10 17.87%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 480 500 520 540 5.60
5000 m/z 58.10 15.97%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R e R
59 480 5.00 5.20 5.40 5.60
m/z 41.05 8.70%
5000 41
31
| © g
0 ...,..15..,....,....,....,.5:.3..,....,....,....,...9.8,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092534.D

Aca On : 26 Jan 2017 19:36

Operator : SJ/MA

Sample - PB96342BL

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 2 unknown6.74 Concentration Rank 1

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

6.74 82.44 ng 4341420 1,4-Dichlorobenzene-d4 6.97
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 407 (6.739 min): BF092534.D (-404) (-) m/z 132.10 100.00%
5000 68
96 rryrrTTyTTTrTTTTTTT T
40 5y 6.40 6.60 6.80 7.00
0 g8 laswr o Th/z 68.10  42.04%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 AR U L SRR
6.40 6.60 6.80 7.00
2 51 m/z 134.10 33.08%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
640 6.60 680 7.00
5000 m/z 66.10 27 .45%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! R N EEEREmm
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 16.88%
5000 og 116
| ...,...‘n,m..u“,.uh.,Mh..h,..“‘.,...¥5§...., 189 SN I § GN——
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00

8270-BF012417 .M Fri

Jan 27 17:53:10 2017

Page: 4



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012617\
Data File : BF092534.D

Acq On : 26 Jan 2017 19:36

Operator : SJ/MA

Sample : PB96342BL

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .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... 5.17 34.9 ng 1837580 1 6.97 1053230 20.0
unknown6 .74 6.74 82.4 ng 4341420 1 6.97 1053230 20.0
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