LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122916\
Data File : BF092017.D

Aca On : 29 Dec 2016 11:33

Operator : UM/SJ

Sample - PB95654BL

Misc :

ALS Vial : 3 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 4.853 239 242 251 rBVY 1618340 2450295 39.44% 5.027%
2 5.310 279 282 285 rBY 4558704 4548517 73.21% 9.332%
3 6.362 371 374 376 rBVY 4320625 4671344 75.18% 9.584%
4 6.464 381 383 386 rBVY 3921946 4114299 66.22% 8.441%
5 6.693 400 403 405 rBV 1227139 1087669 17.51% 2.232%

6.853 414 417 419 rBV 2893211 3527650 56.78% 7.238%
7.265 450 453 455 rBV 2618598 3066490 49.35% 6.291%
7.973 513 515 518 rBV 1251025 1406564 22.64% 2.886%
9.059 607 610 612 rBVY 5132030 5178148 83.34% 10.624%
9.733 666 669 671 rBV 1504395 1944619 31.30% 3.990%

=
QO ~NO®

11 10.522 735 738 740 rBV 3670090 4035047 64.94% 8.279%
12 11.208 795 798 801 rBV 2412073 2119185 34.11% 4.348%
13 12.797 934 937 940 rBV 5376076 6213278 100.00% 12.748%
14 13.837 1026 1028 1031 rBV 1869634 1866271 30.04% 3.829%
15 14.922 1121 1123 1125 rBV 56904 65746 1.06% 0.135%

16 15.037 1131 1133 1140 rVB2 28375 76391 1.23% 0.157%
17 15.220 1146 1149 1152 rBV 1343716 1813300 29.18% 3.720%
18 15.265 1152 1153 1159 rVB2 93218 146287 2.35% 0.300%
19 15.540 1173 1177 1181 rBV6 16869 66276 1.07% 0.136%
20 15.643 1183 1186 1189 rVB 58497 110969 1.79% 0.228%

21 16.088 1222 1225 1229 rBV 56504 94278 1.52% 0.193%

22 16.603 1267 1270 1276 rVB 31802 73349 1.18% 0.150%

23 17.220 1320 1324 1329 rVB 26100 64496 1.04% 0.132%
Sum of corrected areas: 48740468
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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\BF122916\

BF092017.D

29 Dec 2016 11:33

UM/SsJ

PB95654BL

3 Sample Multiplier: 1

Z:\HPCHEM1\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\BF122916\
Data File : BF092017.D

Aca On : 29 Dec 2016 11:33

Operator : UM/SJ

Sample - PB95654BL

Misc :

ALS Vial : 3 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.

4.85 45.06 ng 2450300 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 242 (4.853 min): BF092017.D (-239) (-) m/z 43.00 100.00%
43.0
59.1
5000
1011 R RS L SN
| 83.0 | 2070 4.60 4.80 5.00 5.20
SRS SE) R MY N ——LT £ § m/z 59.10 59.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R R R
59.0 460 480 500 520
m/z 101.10 19.58%
27\\'\9 i i ‘ 83.0 10:‘I"0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
460 4.80 500 520
5000 m/z 58.10 15.33%
41.0
101.0
26.0 86.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester A mEREE TR
59.0 4.60 4.80 5.00 5.20
m/z 41.10 9.23%
5000 41.0
'|""”m"dw"' '|""|""}%9941%q" [rrrrprrrrprre R AR AR SRR A
m/z--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122916\
Data File : BF092017.D

Aca On : 29 Dec 2016 11:33

Operator : UM/SJ

Sample - PB95654BL

Misc :

ALS Vial : 3 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 unknown6.46 Concentration Rank 1

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

6.46 75.65 ng 4114300 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 383 (6.464 min): BF092017.D (-381) (-) m/z 132.00 100.00%
13R.0
5000 68.1
200 ®o TT550 640 650 680
D 29 "m/z 68.10  49.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
5000 T
6.20 6.40 6.60 6.80
33.0 105.0 m/z 134.00 32.43%
] ...‘.,.?%IQQ‘T?LQ‘F§]Q JI'M A SRR LA BRI S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132.0
620 640 6.60 6.80
5000 m/z 66.10 31.05%
104.0
27.0 50,0 06.0 88.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48639: Tranylcypromine-propionyl e
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 19.81%
74.0
5000 98.0 116.0
||||||||||||‘|‘|‘|‘||‘|M|||“|||‘H“||‘|“|||‘H||||]|-5|8|.9||||1|8|9.|0|||||| R AL REEREEEEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122916\
Data File : BF092017.D

Acq On : 29 Dec 2016 11:33

Operator : UM/SJ

Sample - PB95654BL

Misc :

ALS Vial : 3 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... 4.85 45.1 ng 2450300 1 6.69 1087670 20.0
unknown6 .46 6.46 75.7 ng 4114300 1 6.69 1087670 20.0
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