LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122818\
Data File : BF111801.D

Aca On : 28 Dec 2018 20:56

Operator : JU/SJ

Sample : PB116072BL

Misc :

ALS Vial : 17 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF121918.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 5.134 513 518 528 rVB 154840 196101 5.02% 0.677%
2 5.545 583 588 591 rBY 3521354 3278836 83.91% 11.323%
3 6.545 753 758 761 rBVY 3210153 3439355 88.02% 11.877%
4 6.681 776 781 784 rBVY 3981559 3468839 88.77% 11.979%
5 6.904 815 819 822 rBVY 1050016 820794 21.01% 2.834%

7.063 842 846 849 rBV 3230129 2745548 70.26% 9.481%
7.463 908 914 917 rBV 2368062 2155943 55.17% 7.445%
8.186 1033 1037 1040 rBV 1194923 979919 25.08% 3.384%
9.257 1214 1219 1223 rBV 4246193 3907486 100.00% 13.494%
9.939 1331 1335 1347 rVB2 1158956 989235 25.32% 3.416%

=
QO ~NO®

11 10.727 1465 1469 1473 rBV 2048140 1873091 47.94% 6.468%
12 11.427 1584 1588 1591 rBV 951825 775233 19.84% 2.677%
13 13.010 1853 1857 1860 rBV 3457785 2905887 74.37% 10.035%
14 14.068 2033 2037 2040 rBvV 822711 814395 20.84% 2.812%
15 15.557 2285 2290 2298 rVB 439084 606823 15.53% 2.096%

Sum of corrected areas: 28957485
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF122818\
Data File : BF111801.D

Aca On : 28 Dec 2018 20:56

Operator : JU/SJ

Sample : PB116072BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF121918 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF111801.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122818\
Data File : BF111801.D

Aca On : 28 Dec 2018 20:56

Operator : JU/SJ

Sample : PB116072BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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.

5.13 4.78 ng 196101 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Allyl acetate 100 C5H802 000591-87-7 9

Abundance Scan 517 (5.128 min): BF111801.D (-513) (-) m/z 43.00 100.00%
43.0
59.1
5000
| g T 5bo 5k sh0
Obrrr el e e m/z 59.10 55.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RIS UL UL AL
59.0 480 500 520 540
0
150 4, 1010 m/z 101.10 15.57%
' 83.0
0 1| N . .
R I AN RS UL AL I IR UL RIS SRR LRSS RS SRS BARR
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
59.0
480 500 520 540
5000 41.0 m/z 58.10 11.91%
o | T A Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime O EAm T e AR
43.0 480 5.00 5.20 5.40
m/z 41.10 9.30%
5000
101.0
oL 150 310 | 80690 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122818\
Data File : BF111801.D

Aca On : 28 Dec 2018 20:56

Operator : JU/SJ

Sample : PB116072BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 unknown6.68 Concentration Rank 1

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

6.68 84 .52 ng 3468840 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 781 (6.681 min): BF111801.D (-776) (-) m/z 132.00 100.00%
13%.0
5000 68.1
01 51 96.1 J o0 6k 680 700
ol 72 N | m/z 68.10 43.65%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 NSRS U A
6.40 6.60 6.80 7.00
33.0 105.0 m/z 134.00 32.95%
51.0 70.0 86.0
01 T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 "o oho ko 7ho
5000 980 1160 m/z 66.10 29.15%
0 ||||||||||‘|‘|‘||‘|‘M|||‘|||‘H“||‘|“|||‘ ||||:|I-5|8|.0|||||]|-8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile R o e e R
132.0 6.40 6.60 6.80 7.00
m/z 69.10 18.22%
5000
65.0 92.0
Unn "%%9 “W'Ihm"'ul"h '%qqq T "I"' N UL S UL A L R
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF122818\
Data File : BF111801.D

Acq On : 28 Dec 2018 20:56

Operator : JU/SJ

Sample : PB116072BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.13 4.8 ng 196101 1 6.90 820794 20.0
unknown6 .68 6.68 84.5 ng 3468840 1 6.90 820794 20.0
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