LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG110417\
Data File : BG030702.D

Aca On : 3 Nov 2017 16:28

Operator : SJ/JU

Sample : PB103948BL

Misc :

ALS Vial : 6 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:\HPCHEM1\BNA G\METHODS\8270-BG101617.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

5.233 325 331 340 rVB 131444 202878 4._.85% 0.968%
5.708 405 412 428 rVB 787236 1258817 30.11% 6.007%
rBv 806971 1397082 33.41% 6.667%
7.683 741 748 760 rBV 795275 1363549 32.61% 6.507%
8.153 821 828 835 rBV 217625 366372 8.76% 1.748%
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8.476 876 883 892 rVB 583925 1049858 25.11% 5.010%
9.316 1018 1026 1038 rBV 454936 839989 20.09% 4.008%
10.967 1299 1307 1321 rBV 310736 573906 13.73% 2.739%
13.394 1713 1720 1733 rBV 1574001 2463015 58.91% 11.753%
14.768 1946 1954 1968 rBV2 577829 952207 22.77% 4.544%

=
QO ~NO®

11 16.249 2200 2206 2222 rBV 1257410 2011998 48.12% 9.601%
12 17.506 2413 2420 2432 rBV 812781 1264328 30.24% 6.033%
13 20.097 2855 2861 2875 rBV 3102956 4181138 100.00% 19.952%
14 21.778 3140 3147 3156 rBV 891090 1511666 36.15% 7.213%
15 25.080 3698 3709 3721 rBV2 534057 1519679 36.35% 7.252%

Sum of corrected areas: 20956482
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG110417\
Data File : BG030702.D

Aca On : 3 Nov 2017 16:28

Operator : SJ/JU

Sample : PB103948BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG101617.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: BG030702.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG110417\
Data File : BG030702.D

Aca On : 3 Nov 2017 16:28

Operator : SJ/JU

Sample : PB103948BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.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.

5.23 11.08 ng 202878 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 Propane, 2-methoxy- 74 C4H100 000598-53-8 9

Abundance Scan 331 (5.233 min): BG030702.D (-325) (-) m/z 43.00 100.00%
43.0
59.0
5000
100 480 500 520 540 560
83.0 : : : : :
o...,....,....,....',':...,..~.-!,....,7.3-.°..,.~...,...:,|....,. m/z 59.00 56.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 NI LS UL UL I
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.00 18.21%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
480 500 520 5.40 560
5000 m/z 58.00 15.35%
101.0
150 310 58.0 490 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
54.0 480 5.00 520 5.40 5.60
m/z 41.00 8.48%
5000
41.0
29.0 101.0
0 ‘\‘\ | \‘\50'0‘\ 1 73.0 86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG110417\
Data File : BG030702.D

Aca On : 3 Nov 2017 16:28

Operator : SJ/JU

Sample : PB103948BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.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 unknown7.68 Concentration Rank 1

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

7.68 74.44 ng 1363550 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 30
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 748 (7.683 min): BG030702.D (-741) (-) m/z 132.00 100.00%
13%.0
5000 68.0
00 510 || go 5800 T Th 7k 8
o ' IS 1 O 1. M £ S | N m/z 68.00 40.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 i T T T e
10 550 %0 70 m/z 134.00 33.37%
‘ 79.0 :
0 |||||||||||||||||‘||‘||||‘||‘||||‘|‘=l‘|||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘... -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 1000 7o 70 780 8b0
5000 ' m/z 66.00 26.81%
31.0 51.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LI L L I L B L  BLL
132.0 7.40 7.60 7.80 8.00
m/z 69.00 16.40%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG110417\
Data File : BG030702.D

Acq On : 3 Nov 2017 16:28

Operator : SJ/JU

Sample : PB103948BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG101617 .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... 5.23 11.1 ng 202878 1 8.15 366372 20.0
unknown7 .68 7.68 74_.4 ng 1363550 1 8.15 366372 20.0
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