LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110718\
Data File : BG037875.D

Aca On : 7 Nov 2018 21:57

Operator : JU/SJ

Sample : PB114524BL

Misc :

ALS Vial : 17 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 G\METHODS\8270-BG101818.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

5.171 315 320 330 rVvB 92472 151308 4._80% 0.894%
5.635 392 399 414 rVB 788257 1310904 41.58% 7.743%
rBv 852521 1506265 47.77% 8.896%
7.621 729 737 747 rBV 790947 1412907 44.81% 8.345%
8.091 809 817 825 rBV 156551 280328 8.89% 1.656%
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8.414 864 872 884 rVB 585134 1057982 33.56% 6.249%
9.272 1008 1018 1027 rBV 491123 927091 29.40% 5.476%
10.911 1290 1297 1307 rVB 232218 437887 13.89%% 2.586%
13.350 1704 1712 1723 rBV 1468064 2355276 74.70% 13.911%
14.724 1939 1946 1955 rBV2 386185 656063 20.81% 3.875%

=
QO ~NO®

11 16.217 2192 2200 2219 rBV 947838 1542523 48.92% 9.111%
12 17.474 2405 2414 2426 rBV 498156 769181 24.40% 4.543%
13 20.071 2850 2856 2873 rBV 2236074 3152967 100.00% 18.622%
14 21.757 3136 3143 3158 rBV 422335 773287 24.53% 4_.567%
15 25.089 3698 3710 3726 rBV3 163119 597107 18.94% 3.527%

Sum of corrected areas: 16931076
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA G\DATA\BG110718\

- BG037875.D

: 7 Nov 2018 21:57

: Ju/sd

: PB114524BL

- 17 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG101818.M

- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\Database\NIST11.L

LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BG037875.D

7.24

5.64 7.62

8.41
9.27

10.91
5.17 8.09

OF
Time-->

350 4.00 450 500 550 600 650

950 1000 1050 1100 1150 1200 1250

7.50 8.00 8.50 900

700

Abundance

2000000

1500000

1000000

500000

13.35

TIC: BG037875.D
20107

16.22

17.47 21.76

14.72

Ot~
Time-->

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance

2000000

1500000

1000000

500000

TIC: BG037875.D

25.09

07
Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110718\
Data File : BG037875.D

Aca On : 7 Nov 2018 21:57

Operator : JU/SJ

Sample : PB114524BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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.

5.17 10.80 ng 151308 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
3 3-0ctanol 130 C8H180 000589-98-0 33
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 32
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 320 (5.171 min): BG037875.D (-315) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 SRR SRREE LR AR
| 83.0 | 480 500 520 5.40 5.60
N NN 1SS s NP EEHR U m/z 59.00 62.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 480 500 520 540 560
0
150 4, 1010 m/z 58.00 18.26%
: 83.0
0 Tl N . .
LS IR IR UL SULER NS UL IR LR LSS SN BRARE LRSS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8346: 2-Hexanol, 2-methyl-
59.0
480 500 520 540 560
5000 m/z 101.00 17.73%
410 101.0
0 15.0 27\9 \‘H TR Zl'o 83\0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13639: 3-Octanol R
59.0 480 500 520 5.40 5.60
m/z 41.00 8.40%
5000 29.0 410 83.0
101.0
0 ‘ ‘ LJM yl, 70.0 ‘ ‘ 1120 129.0
m/z--> 0 20 30 40 50 60 70 8 90 100 110 120 130 4.80 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110718\
Data File : BG037875.D

Aca On : 7 Nov 2018 21:57

Operator : JU/SJ

Sample : PB114524BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 unknown7.62 Concentration Rank 1

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

7.62 100.80 ng 1412910 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 737 (7.621 min): BG037875.D (-729) (-) m/z 131.90 100.00%
131.9
5000 68.0
%00 S J 50 7h ko 780 8bo
o} L e e S m/z 68.00 44 _41%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
5000 R A AR AR LA
7.20 7.40 7.60 7.80 8.00
104.0 m/z 133.90 34 .33%
510 66.0
ol 27.0 89.0 I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
720 7.40 7.60 7.80 8.00
5000 67.0 m/z 66.00 28.63%
41.0 97.0
‘ ‘ 117.0
Ouuuluuuu‘l‘.... "azol||Illll“lllHll||||||||||||||
m/z--> 20 80 100 120 140 160 180
Abundance #52379 Tranylcypromine-propionyl T Eaar mEEEE L )
57.0 132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 15.77%
74.0
5000 98.0 116.0
0 |||||||||||||‘|‘|‘|||‘h|||“|||‘l“||‘u‘| |‘H||||:!-5|8|.0|||||]:8|9.|0|
m/z--> 20 40 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG110718\
Data File : BG037875.D

Acq On : 7 Nov 2018 21:57

Operator : JU/SJ

Sample : PB114524BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_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... 5.17 10.8 ng 151308 1 8.09 280328 20.0
unknown7 .62 7.62 100.8 ng 1412910 1 8.09 280328 20.0
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