LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122716\
Data File : BF091989.D

Aca On : 28 Dec 2016 3:11

Operator : UM/SJ

Sample : PB95631BL

Misc :

ALS Vial : 30 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

2.167 5 7 25 rvB2 28068 140779 2.03% 0.281%
4.887 243 245 248 rBV 1201122 1615975 23.28% 3.230%
rBvV 2922390 3509441 50.55% 7.016%
6.396 374 377 384 rBV 3820213 3728854 53.71% 7.454%
6.499 384 386 389 rBV 2594927 3624059 52.20% 7.245%
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6.727 403 406 408 rBV 1641552 1528534 22.02% 3.056%
6.887 417 420 422 rBV 4190923 5056928 72.84% 10.109%
7.299 453 456 458 rBV 3718582 4068135 58.60% 8.132%
8.019 516 519 521 rBV 1721834 1969007 28.36% 3.936%
9.093 610 613 616 rBY 5113016 6942790 100.00% 13.879%

=
QO ~NO®

11 9.768 669 672 675 rBVY 2804860 2649293 38.16% 5.296%
12 10.556 739 741 744 rBV2 2097368 2412085 34.74% 4.822%
13 11.254 799 802 804 rBV 2762572 2553565 36.78% 5.105%
14 12.842 938 941 944 rBV 5986734 6695619 96.44% 13.385%
15 13.882 1030 1032 1035 rBV 1388240 1952740 28.13% 3.904%

16 15.288 1152 1155 1158 rBV 1251976 1575555 22.69% 3.150%

Sum of corrected areas: 50023359
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122716\
Data File : BF091989.D

Aca On - 28 Dec 2016 3:11

Operator : UM/SJ

Sample : PB95631BL

Misc :

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1I\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

Abundance TIC: BF091989.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122716\
Data File : BF091989.D

Aca On : 28 Dec 2016 3:11

Operator : UM/SJ

Sample : PB95631BL

Misc :

ALS Vial : 30 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.

4.89 21.14 ng 1615980 1,4-Dichlorobenzene-d4 6.73
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 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 245 (4.887 min): BF091989.D (-243) (-) m/z 43.05 100.00%
43.0
59.1
5000
1o 460 4.80 500 520
o...,....,....,....','.-.~..,...'!,....7,1-.0...?.37:0..,...:,|....,. m/z 59.10 57.54%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R L I L
59.0 460 480 500 5.20
0
150 a0 1010 m/z 101.10 18.83%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 460 4.80 500 520
5000 m/z 58.10 14 .90%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl-
54.0 460 4.80 5.00 5.20
m/z 41.10 9.34%
5000 41.0
31.0
69.0 87.0
0 15.0 ““ ‘m‘ SOQ“‘ . . 98.0 Ja
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122716\
Data File : BF091989.D

Aca On : 28 Dec 2016 3:11

Operator : UM/SJ

Sample : PB95631BL

Misc :

ALS Vial : 30 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 unknown6.50 Concentration Rank 2

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

6.50 47 .42 ng 3624060 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 386 (6.499 min): BF091989.D (-384) (-) m/z 132.00 100.00%
132.0
5000 68.1
620 640 6.60 6.80
0 B m/z 68.10 51.86%
mz-> 20 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
5000 A NS RS BRSNS
6.20 6.40 6.60 6.80
33.0 105.0 m/z 66.10 31.93%
51.0 70.0 86.0 ‘ ‘ ‘
OI'"'I“””k”'hﬂi"”l'h"l"‘W""I""P"'
m/z-> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 "oB0 o0 ok oo
5000 ggo 11690 m/z 134.00 31.71%
158.0 189.0
R L L L UL UL B UL B
mz-> 20 40 60 80 100 120 140 160 180
Abundance #2743: 2-Cyclohexen-1-one e B )
68.0 6.20 6.40 6.60 6.80
m/z 69.10 20.77%
5000
96.0
40.0
oLl 0 | s20
LR U UL SUELELELAS UUNLELEL UURLELEL SARLELEL SR UL ISR AR SR R
m/z-> 20 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\BF122716\
Data File : BF091989.D

Acq On - 28 Dec 2016 3:11

Operator : UM/SJ

Sample : PB95631BL

Misc :

ALS Vial =: 30 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... 4.89 21.1 ng 1615980 1 6.73 1528530 20.0
unknown6 .50 6.50 47.4 ng 3624060 1 6.73 1528530 20.0
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