LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107576.D

Aca On 21 Jul 2018 15:08

Operator : JU/SJ

Sample : PB111309BL

Misc :

ALS Vial : 48 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-BF072018 .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 4.143 302 307 316 rBV 74382 119136 1.63% 0.234%
2 5.213 486 489 501 rBV 268751 352487 4.83% 0.692%
3 5.607 552 556 578 rBY 3683439 4612523 63.17% 9.058%
4 6.601 720 725 745 rBVY 3428859 4629121 63.40% 9.090%
5 6.742 745 749 766 rVB 4387410 4739153 64.91% 9.306%

6.972 784 788 810 rVB 1585444 1843332 25.25% 3.620%
7.131 810 815 836 rBV 4957889 5584017 76.48% 10.965%
3739429 4488325 61.47% 8.814%
8.254 1002 1006 1024 rBV 1983369 2247635 30.78% 4.414%
9.330 1183 1189 1205 rBV 6849236 7301592 100.00% 14.338%
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11 10.013 1301 1305 1318 rBV 1957339 2054212 28.13% 4._.034%
12 10.807 1436 1440 1455 rBV 2436326 2535585 34.73% 4_.979%
13 11.507 1555 1559 1579 rBV 1645520 1826832 25.02% 3.587%
14 12.895 1792 1795 1801 rVB2 88235 75797 1.04% 0.149%
15 13.095 1825 1829 1840 rBV 5281063 5113340 70.03% 10.041%

16 14.160 2006 2010 2020 rBV 1948806 1870600 25.62% 3.673%
17 15.695 2265 2271 2282 rVB2 1003719 1530303 20.96% 3.005%

Sum of corrected areas: 50923990
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107576.D

Aca On : 21 Jul 2018 15:08

Operator : JU/SJ

Sample : PB111309BL

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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: BF107576.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107576.D

Aca On : 21 Jul 2018 15:08

Operator : JU/SJ

Sample : PB111309BL

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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.

5.21 3.82 ng 352487 1,4-Dichlorobenzene-d4 6.97
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 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 25

Abundance Scan 488 (5.207 min): BF107576.D (-486) (-) m/z 43.00 100.00%
43.0 P
59.0
5000
| 650 1°|“ 480 500 520 540 560
o SN EPYSHBSSSSUOY 11 PHEBESSSESESER v S NS m/z 59.00 55.24%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AL LRI LS UL
59.0 480 500 520 540 5.60
m/z 58.00 16.31%
31.0 830 93.0 10‘1.0
O T T T e I e e B e R
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
480 500 520 540 560
5000 m/z 101.10 16.18%
41.0
29.0 101.0
0 50.0 73.0  86.0
L UL SU BRI SURLELEL IR SRR UELEL UL SURBLELS SURILELE I B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R ERame pE o R
59.0 480 5.00 520 5.40 5.60
m/z 41.00 9.47%
5000 41.0
31.0
69.0 87.0
0 15.0 “‘H ‘m‘ 510“‘ . 98.0
m/z--> 10 20 30 40 50 60 70 8 9 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107576.D

Aca On : 21 Jul 2018 15:08

Operator : JU/SJ

Sample : PB111309BL

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 unknown6.74 Concentration Rank 2

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

6.74 51.42 ng 4739150 1,4-Dichlorobenzene-d4 6.97

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10

5 Bicyclo[4.2.0]Jocta-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 749 (6.742 min): BF107576.D (-745) (-) m/z 132.00 100.00%
132.0 q
5000 68.0
40.0 540 | 85.0 9.0 1151 6.40 6.60 6.80 7.00
1 e IR S S | N m/z 68.00 40.41%
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
6.40 6.60 6.80 7.00
0
310 51.0 ‘ m/z 134.00 33.92%
0 1 H Il !
R R S R o O o RN RRRRA R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 27.73%
41.0 53.0 97.0 1170
79.0 '
01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.90%
5000
104.0
66.0
ol 140 270 390 510 770 890 || 1150 ||
T T e T e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072018\
Data File : BF107576.D

Acq On 21 Jul 2018 15:08

Operator : JU/SJ

Sample : PB111309BL

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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... 5.21 3.8 ng 352487 1 6.97 1843330 20.0
unknown6 .74 6.74 51.4 ng 4739150 1 6.97 1843330 20.0
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