LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082817\
Data File : BF098078.D

Aca On : 28 Aug 2017 20:51

Operator : SJ/JU

Sample : 14923-01

Misc :

ALS Vial : 9 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-BF081517.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 3.710 270 276 282 rVB 42653 61677 1.77% 0.274%
2 4.916 478 481 491 rVB 102946 113169 3.24% 0.503%
3 5.339 549 553 562 rBY 1031874 944651 27 .06% 4.202%
4 6.369 724 728 734 rVB 684119 583240 16.71% 2.594%
5 6.504 747 751 755 rBVY 1954853 1789160 51.26% 7.959%

6 6.739 787 791 794 rBV 928918 747870 21.43% 3.327%
7 6.898 813 818 821 rBV 2707493 2419905 69.33% 10.764%
8 7.304 882 887 890 rBV 1916964 2103257 60.26% 9.356%
9 8.022 1005 1009 1015 rBV 1118597 979720 28.07% 4 _.358%
10 9.104 1187 1193 1196 rBV 3329730 3490371 100.00% 15.526%
11 9.774 1302 1307 1315 rBV 1131068 1032104 29.57% 4_.591%
12 10.192 1373 1378 1381 rBV2 38142 42231 1.21% 0.188%
13 10.292 1390 1395 1398 rBV2 62362 55049 1.58% 0.245%
14 10.563 1436 1441 1453 rBV 1531804 1491120 42.72% 6.633%
15 10.668 1457 1459 1467 rVB3 28452 40967 1.17% 0.182%

16 11.257 1555 1559 1563 rBV 1269999 1097771 31.45% 4 _.883%
17 12.845 1824 1829 1833 rBV 3053200 3392662 97.20% 15.091%
18 13.739 1977 1981 1989 rBV2 55491 71862 2.06% 0.320%
19 13.892 2002 2007 2010 rBV 1199714 1087379 31.15% 4_.837%
20 15.309 2243 2248 2261 rBV 702968 936610 26.83% 4.166%

Sum of corrected areas: 22480775
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF082817\

BF098078.D

28 Aug 2017 20:51

SJ/Ju

14923-01

9 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF081517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082817\
Data File : BF098078.D

Aca On : 28 Aug 2017 20:51

Operator : SJ/JU

Sample : 14923-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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.

4.92 3.03 ng 113169 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 64
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 482 (4.922 min): BF098078.D (-478) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 IR AR R L
| 83.0 4.60 4.80 5.00 5.20
O et e e m/z 59.00 61.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SNBSS R AR
4.60 4.80 5.00 5.20
59.0 m/z 101.00 21.65%
270 ‘ oo 830 1010
e AR ARARA AR RARS AL RARLE ARARA RERLA AR SRS BAAA SARRSRARRE RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 460 4.80 500 520
5000 m/z 58.00 18.29%
20.0 101.0
ol 120 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e e
59.0 4.60 4.80 5.00 5.20
m/z 41.00 7.82%
5000 41.0
0 I 730 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082817\
Data File : BF098078.D

Aca On : 28 Aug 2017 20:51

Operator : SJ/JU

Sample : 14923-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.50 Concentration Rank 2

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

6.50 47.85 ng 1789160 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 750 (6.498 min): BF098078.D (-747) (-) m/z 132.00 100.00%
132.0
68.1
5000
0050 || B TSR ok ok ok
0 : : e m/z 68.10 53.65%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 B LR L S
6.20 6.40 6.60 6.80
310 510 m/z 66.00 33.71%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
.
6.20 6.40 6.60 6.80
5000 m/z 134.00 31.72%
51.0 70.0 86.0
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 22 .22%
74.0
5000 98.0 116.0
0 T II‘I\I\I\I ""Ml ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| R R R
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:\HPCHEM1\BNA_F\DATA\BF082817\
Data File : BF098078.D

Acq On : 28 Aug 2017 20:51

Operator : SJ/JU

Sample : 14923-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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... 4.92 3.0 ng 113169 1 6.74 747870 20.0
unknown6 .50 6.50 47.9 ng 1789160 1 6.74 747870 20.0
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