LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042518\
Data File : BG033999.D

Aca On : 25 Apr 2018 22:56

Operator : SJ/JU

Sample : PB108595BL

Misc :

ALS Vial : 16 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 G\METHODS\8270-BG041918.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 4.983 283 288 297 rVB 48359 74125 1.36% 0.308%
2 5.436 358 365 379 rVB 1034718 1615935 29.71% 6.712%
3 6.998 623 631 643 rBY 1079657 1781799 32.76% 7.401%
4 7.363 685 693 702 rVB 1048560 1720855 31.64% 7.148%
5 7.827 764 772 779 rBV 203673 337035 6.20% 1.400%

8.144 815 826 835 rBV 716852 1222225 22.47% 5.077%
8.973 959 967 977 rBV 602713 1051907 19.34% 4 _.369%
10.612 1238 1246 1256 rVB 290994 533346 9.81% 2.215%
13.080 1657 1666 1676 rBY 1859466 2842574 52.26% 11.807%
14.460 1892 1901 1913 rBV2 505788 829330 15.25% 3.445%

=
QO ~NO®

11 15.947 2147 2154 2168 rBV2 1566516 2424699 44.58% 10.071%
12 17.210 2362 2369 2382 rVB 810494 1187254 21.83% 4_.931%
13 19.842 2811 2817 2823 rBV 4018838 5439387 100.00% 22.593%
14 21.464 3086 3093 3100 rBV 1028299 1549294 28.48% 6.435%
15 24.525 3602 3614 3625 rBV2 549294 1466270 26.96% 6.090%

Sum of corrected areas: 24076035
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042518\
Data File : BG033999.D

Aca On - 25 Apr 2018 22:56

Operator : SJ/JU

Sample : PB108595BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG041918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance : .
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042518\
Data File : BG033999.D

Aca On : 25 Apr 2018 22:56

Operator : SJ/JU

Sample : PB108595BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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.

4.98 4.40 ng 74125 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Diacetamide 101 C4H7NO2 000625-77-4 38
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
5 Acetamide, N-(aminocarbonyl)- 102 C3H6N202 000591-07-1 9

Abundance Scan 287 (4.977 min): BG033999.D (-283) (-) m/z 42.95 100.00%
43
5000
Jl 101 280 460 480 500 520 540
ot m/z 59.00 48_.04%
m/z--> 0 50 100 150 200 250 300 350
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R S TR L
460 4.80 500 5.20 5.40
m/z 57.95 15.26%
15 101
0 J.Mﬂ,k. "¢""|' HELERSY UL UL UL UL
m/z--> 0 50 100 150 200 250 300 350
Abundance
43
460 480 500 520 540
5000 m/z 101.00 14 _76%
73
101
L S (L L L UL B
m'z--> 0 50 100 150 200 250 300 350
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester s e R R e
43 460 4.80 500 5.20 5.40
m/z 41.00 7.74%
5000
101
0 1\5 'l l l 73 ‘
m'z--> 0 50 100 150 200 250 300 350 ' 460 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042518\
Data File : BG033999.D

Aca On : 25 Apr 2018 22:56

Operator : SJ/JU

Sample : PB108595BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 unknown7.36 Concentration Rank 1

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

7.36 102.12 ng 1720860 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 Cl10H12 028749-81-7 9
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 693 (7.363 min): BG033999.D (-685) (-) m/z 131.90 100.00%
5000 68
96 R S UL U
40 g4 28 | 106 J 7.00 7.20 7.40 7.60
0 AN N - | R m/z 68.00 42.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
5000 R S UL U
7.00 7.20 7.40 7.60
104 m/z 133.90 32.94%
ol 14 27 39 1 %7 g | us ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 700 720 7.40 7.60
5000 gg 116 m/z 66.00 28.09%
158 189
R S B S S UL W BRI
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R B REEEE
132 7.00 7.20 7.40 7.60
m/z 69.00 18.05%
117
5000
39 91
27 51 65 77 105 ‘
0'"|'“"P'w'rm'”m'“"ﬂﬂ”lu'“"l”"l""w"' R S UL U
m/z--> 20 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042518\
Data File : BG033999.D

Acq On : 25 Apr 2018 22:56

Operator : SJ/JU

Sample : PB108595BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG041918_.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... 4.98 4.4 ng 74125 1 7.83 337035 20.0
unknown? .36 7.36 102.1 ng 1720860 1 7.83 337035 20.0
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