LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122316\
Data File : BF091943.D

Aca On : 24 Dec 2016 1:30

Operator : UM/SJ

Sample = PB95595BL

Misc :

ALS Vial : 26 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-BF122116.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 4.910 244 247 250 rBVY 1168542 1879296 32.70% 4.317%
2 5.379 285 288 291 rBV 4441833 4629542 80.56% 10.636%
3 6.419 376 379 382 rBY 3468114 4989891 86.83% 11.463%
4 6.522 385 388 390 rBVY 5079580 4875906 84.85% 11.202%
5 6.739 404 407 409 rBV 1232312 1104741 19.22% 2.538%

6.899 418 421 423 rBV 3252187 4060645 70.66% 9.329%
7.310 453 457 459 rBV 2711743 3421932 59.55% 7.861%
1171386 1387721 24.15% 3.188%
9.105 610 614 616 rBVY 5526736 5746514 100.00% 13.202%
9.779 670 673 675 rBVY 1054216 1482596 25.80% 3.406%
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11 10.568 739 742 744 rBV 2606765 2737045 47.63% 6.288%
12 11.254 799 802 804 rBV 1482985 1316167 22.90% 3.024%
13 12.842 938 941 943 rBV 4152554 4030345 70.14% 9.259%
14 13.882 1030 1032 1035 rBV 1012260 959250 16.69% 2.204%
15 15.277 1151 1154 1157 rBV 729312 907143 15.79% 2.084%

Sum of corrected areas: 43528734
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF122316\
Data File : BF091943.D

Aca On - 24 Dec 2016 1:30

Operator : UM/SJ

Sample : PB95595BL

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF091943.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122316\
Data File : BF091943.D

Aca On : 24 Dec 2016 1:30

Operator : UM/SJ

Sample = PB95595BL

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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.

4.91 34.02 ng 1879300 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 247 (4.910 min): BF091943.D (-244) (-) m/z 43.10 100.00%
43.1
59.1
5000
1011 IR RN SR R LA
| 711 830 4.60 4.80 5.00 5.20
Obrrr e el e e m/z 59.10 58.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R I L
59.0 460 480 500 520
0
150 4, 1010 m/z 101.10 19.45%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520
5000 41.0 m/z 58.05 14.88%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4—methy|— LI L L L B B LA
43.0 4.60 4.80 5.00 5.20
m/z 41.10 9.34%
5000
101.0
15.0
27.0 56.0 71.0 ‘
0'”I””I”mw”””J”I”LI”'W”'Wﬁqg”'d”'W”'W”'W”'W“'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122316\
Data File : BF091943.D

Aca On : 24 Dec 2016 1:30

Operator : UM/SJ

Sample = PB95595BL

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknown6.52 Concentration Rank 1

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

6.52 88.27 ng 4875910 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 388 (6.522 min): BF091943.D (-385) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 L so J 620 640 660 650
01 et Al e e e m/z 68.10 46.78%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
5000 IBESARBE AR NN SRR
6.20 6.40 6.60 6.80
33.0 105.0 m/z 134.00 33.62%
10 a0 | |
0'"I""I'”'I”"'I"”I""I" N N SN SRR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80
5000 m/z 66.10 29.74%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl T ,A. R Rmmmane
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.05 19.13%
74.0
5000 98.0 116.0
0|||||||||||||‘|‘|‘|||‘h|||“|||‘l“||‘u‘| |‘H||||:!-5|8|.q||||]:8|9.|0| I AR RRLEE S
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122316\
Data File : BF091943.D

Acq On : 24 Dec 2016 1:30

Operator : UM/SJ

Sample - PB95595BL

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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... 4.91 34.0 ng 1879300 1 6.74 1104740 20.0
unknown6 .52 6.52 88.3 ng 4875910 1 6.74 1104740 20.0
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