LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122116\
Data File : BF091870.D

Aca On : 22 Dec 2016 8:01

Operator : UM/SJ

Sample : H6156-16

Misc :

ALS Vial : 40 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

4.910 245 247 254 rBV 834885 1084782 11.20% 1.734%
5.356 283 286 288 rBV 3066082 3799206 39.23% 6.072%
rBv 1728171 2411791 24.90% 3.855%
6.522 385 388 390 rBV 5699551 7238528 T74.74% 11.569%
6.739 405 407 410 rBV 1375107 1820802 18.80% 2.910%
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6.899 418 421 424 rVB 5283557 6294676 64.99% 10.061%
7.310 454 457 460 rBV 4022075 5706906 58.92% 9.121%
8.030 517 520 530 rVB 2567916 2600287 26.85% 4._.156%
9.116 611 615 617 rBVY 6698630 9685038 100.00% 15.479%
9.505 647 649 654 rvVB 117423 112060 1.16% 0.179%

=
QO ~NO®

11 9.779 670 673 676 rBVY 2596998 2670883 27.58% 4._.269%
12 10.568 739 742 745 rBV2 3587556 5528936 57.09% 8.837%
13 11.265 800 803 805 rBV 2894301 2712827 28.01% 4 _.336%
14 12.854 939 942 944 rBV 6449670 6847465 70.70% 10.944%
15 13.894 1030 1033 1036 rBV 2191110 2118606 21.88% 3.386%

16 15.288 1152 1155 1158 rBV 1292923 1822737 18.82% 2.913%
17 16.180 1230 1233 1239 rBV 58654 111497 1.15% 0.178%

Sum of corrected areas: 62567027
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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\BF122116\

BF091870.D

22 Dec 2016 8:01

UmM/sJ

H6156-16

40 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF122116.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\BF122116\
Data File : BF091870.D

Aca On : 22 Dec 2016 8:01

Operator : UM/SJ

Sample : H6156-16

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11.92 ng 1084780 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 247 (4.910 min): BF091870.D (-245) (-) m/z 43.10 100.00%
43.1
59.1
5000
o 460 480 500 520
...,....,....,....-,'::..,..:!,...7.,1;9..??:9.,....~,|....,....,....,....,...., m/z 59.10 57.20%
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 19.01%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”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 58.00 15.00%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3602: 1-Propen-2-ol, acetate
43.0 4.60 4.80 5.00 5.20
m/z 41.05 8.89%
5000
58.0
15‘.0 27\.0 | ‘\ 72‘.0 109.0
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\BF122116\
Data File : BF091870.D

Aca On : 22 Dec 2016 8:01

Operator : UM/SJ

Sample : H6156-16

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 79.51 ng 7238530 1,4-Dichlorobenzene-d4 6.75
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 16
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 388 (6.522 min): BF091870.D (-385) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 SRR L
40.0 540 J 6.20 6.40 6.60 6.80
i :|'.|.'.8,1-9. Aguso g m/z 68.10 37.02%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR SRR R LR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 34 .68%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 680
5000 67.0 m/z 66.10 22.52%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! R ARRAREEESEE e
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.05 14_.17%
74.0
5000 9go 1160
T II‘I\I\I\I ""“l : Iw‘l : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| A REams e
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122116\
Data File : BF091870.D

Acq On : 22 Dec 2016 8:01

Operator : UM/SJ

Sample : H6156-16

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEMI\BNA_F\METHODS\8270-BF122116.M
Quant Title : 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 11.9 ng 1084780 1 6.75 1820800 20.0
unknown6 .52 6.52 79.5 ng 7238530 1 6.75 1820800 20.0
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