LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081017\
Data File : BF097562.D

Aca On : 10 Aug 2017 17:12

Operator : SJ/JU

Sample : PB101375BL

Misc :

ALS Vial : 4 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-BF072517.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 4.534 480 484 508 rBV 147473 301495 10.11% 1.287%
2 4.987 558 561 589 rBY 2101194 2982379 100.00% 12.731%
3 6.069 741 745 758 rBVY 2325007 2723257 91.31% 11.625%
4 6.163 758 761 776 rVB 2467716 2622105 87.92% 11.193%
5 6.387 796 799 810 rBV 547543 566521 19.00% 2.418%

6.545 822 826 839 rBV 1944134 1907705 63.97% 8.144%
6.963 893 897 919 rBV 1591152 1726743 57.90% 7.371%
800439 833044 27.93% 3.556%
8.751 1196 1201 1212 rBV 2611350 2755015 92.38% 11.761%
9.416 1310 1314 1326 rVB 949530 897801 30.10% 3.833%
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11 10.204 1444 1448 1460 rBV 1359546 1508548 50.58% 6.440%
12 10.892 1561 1565 1573 rVB 833382 767488 25.73% 3.276%
13 11.451 1654 1660 1668 rBV3 32020 55055 1.85% 0.235%
14 12.227 1787 1792 1800 rBV3 32388 47661 1.60% 0.203%
15 12.480 1830 1835 1838 rBV 2144416 2408722 80.77% 10.282%

16 13.515 2008 2011 2021 rVB 729119 707002 23.71% 3.018%
17 14.857 2235 2239 2250 rBV 474965 585049 19.62% 2.497%
18 15.227 2299 2302 2307 rVB6 22093 29871 1.00% 0.128%

Sum of corrected areas: 23425461
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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\BF081017\
BF097562.D

10 Aug 2017 17:12

SJ/JuU

PB101375BL

4 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF072517 .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\BF081017\
Data File : BF097562.D

Aca On : 10 Aug 2017 17:12

Operator : SJ/JU

Sample : PB101375BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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.

4.53 10.64 ng 301495 1,4-Dichlorobenzene-d4 6.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 483 (4.528 min): BF097562.D (-480) (-) m/z 43.00 100.00%
43.0
5000 59.0
| mo M PLAPIPIS I
o) SEEESEEEESESEISR ¥ HIMESSOOY | PRMSERMSSIS.  SMEMESMUS WIS m/z 59.00 51.78%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 Tk 4k 4k 4k
0
150 a0 1010 m/z 58.00 14 .72%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
420 4.40 460 4.80
5000 m/z 101.10 13.34%
41.0
29.0 101.0
0 50.0 73.0  86.0
LR UL SR SR SR UL FULRLEL IR SO S UL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- O EAmEE e
59.0 420 4.40 4.60 4.80
m/z 41.00 9.50%
5000
410 101.0
oL 150 30 Tls00, | 690 830
m/z--> 10 20 30 40 50 60 70 8 90 100 110 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081017\
Data File : BF097562.D

Aca On : 10 Aug 2017 17:12

Operator : SJ/JU

Sample : PB101375BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknown6.16 Concentration Rank 1

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

6.16 92.57 ng 2622110 1,4-Dichlorobenzene-d4 6.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 760 (6.157 min): BF097562.D (-758) (-) m/z 132.00 100.00%
132.0
5000 68.1
©0 s || %0 SEo b0 600 6a0
Obrrrrrrrrrrrr e et b el e 849w 1149 WL Tm/z 68.10  44.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 R R U L
5.80 6.00 6.20 6.40
310 510 m/z 134.00 31.36%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
580 6.00 6.0 640
5000 m/z 65.95 29.92%
33.0 44.0 105.0

70.0
56.0 86.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 /L
Abundance #14491: 5-Aminoindole R e

132.0 5.80 6.00 6.20 6.40
m/z 69.10 17.71%

5000

104.0
66.0
140 27.0 390 510 NT 770 g9 | 1350 ||

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081017\
Data File : BF097562.D

Acq On : 10 Aug 2017 17:12

Operator : SJ/JU

Sample : PB101375BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .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... 4.53 10.6 ng 301495 1 6.39 566521 20.0
unknown6.16 6.16 92.6 ng 2622110 1 6.39 566521 20.0
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