LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA G\DATA\BG121217\

Data File : BG031520.D

Aca On - 13 Dec 2017 9:18 Instrument :
Operator : SJ/JU ?:II\:gﬁ(t;Sam ol
a?zgle i 16763-08 1ﬂE1%ﬂDg${}S
ALS Vial : 34 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-BG121117.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 5.181 315 322 331 rBV 52099 85700 1.53% 0.467%
2 5.669 398 405 418 rBV 266466 502674 8.96% 2.741%
3 7.285 673 680 692 rBV2 165751 342439 6.10% 1.867%
4 7.643 734 741 753 rBV 508574 940585 16.76% 5.128%
5 8.107 813 820 829 rBV 172066 300512 5.35% 1.639%

8.430 867 875 888 rBvV 689848 1256116 22.38% 6.849%
9.276 1011 1019 1033 rBvV 478928 945541 16.85% 5.155%
194582 441175 7.86% 2.405%
13.354 1706 1713 1734 rBV 1790367 2906970 51.80% 15.850%
14.735 1940 1948 1955 rBV2 414681 720417 12.84% 3.928%
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11 14.799 1955 1959 1966 rVB 34404 62949 1.12% 0.343%
12 16.227 2196 2202 2215 rBV 293393 607544 10.83% 3.313%
13 17.473 2408 2414 2430 rBV2 602612 994266 17.72% 5.421%
14 20.070 2849 2856 2865 rBV 4156251 5612317 100.00% 30.600%
15 21.744 3134 3141 3155 rBV 753154 1350717 24.07% 7.365%

16 25.029 3689 3700 3720 rBV2 409414 1270754 22.64% 6.929%

Sum of corrected areas: 18340676
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG121217\
Data File : BG031520.D

Aca On - 13 Dec 2017 9:18

Operator : SJ/JU

Sample : 16763-08

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEMI\BNA G\METHODS\8270-BG121117.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG031520.D
4000000

3000000
2000000

1000000
8.43
7.64 9.28

5.67
5.18 7.28 8.11 10.92

Time--> 350 4.00 450 500 550 600 650 700 750 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG031520.D

4000000 20,07

3000000
20000001 13 35

1000000 21.74

17.47
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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 TIC: BG031520.D
4000000

16.23

3000000

2000000

1000000
25.03

T T e e

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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121217\
Data File : BG031520.D

Aca On : 13 Dec 2017 9:18

Operator : SJ/JU

Sample : 16763-08

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG121117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown5.18 Concentration Rank 3

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

5.18 5.70 ng 85700 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 45
2 .alpha.-Hvdroxvisobutvric acid. ... 146 C6H1004 1000374-31-3 45
3 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
4 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 25
5 Propanoic acid, 2-hydroxy-2-meth... 132 C6H1203 000080-55-7 17

Abundance Scan 322 (5.181 min): BG031520.D (-315) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 ENARRARARRERARRERRREARE
| 83.1 | 4.80 500 520 540 5.60
ot e e e e e m/z 59.00 54 _32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
57.0
5000 SRR RN RN R L
480 5.00 5.20 5.40 5.60
20.0 101.0 m/z 101.00 20.77%
o B0 | | 730 850
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
43.0
480 5.00 520 540 5.60
5000 m/z 58.00 16.30%
59.0 101.0
0 15.0 31.0 72.0 87.0 129.0 145.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0 480 5.00 5.20 5.40 5.60
m/z 41.00 5.75%
5000 59.0
15.0 101.0
o sto 830
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121217\
Data File : BG031520.D

Aca On : 13 Dec 2017 9:18

Operator : SJ/JU

Sample : 16763-08

Misc :

ALS Vial : 34 Sample Multiplier: 1

> Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown7.64 Concentration Rank 2

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

7.64 62.60 ng 940585 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 25
2 N-(-phenvlisopropvD)benzaldimine 223 C16H17N 1000379-01-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 740 (7.637 min): BG031520.D (-734) (-) m/z 132.00 100.00%
13%.0
5000 68.1 /\
201 %20 TR 7ko 7k 60
o} R i e B e o m/z 68.10 36.43%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 i e e e e
41.0 or.0 m/z 134.00  29.96%
0 ...|.... [‘.“l‘.‘.“l‘. " ||1:|I-d|0| ‘. A e B T
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132.0
740 7.60 7.80 8.00
5000 m/z 66.00 25.54%
105.0
5.0 770 165.0181.0  208.0
m/z--> 45 eb éo 160 150 150 160 180 200 250
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 7.40 7.60 7.80 8.00
m/z 69.10 14 .80%
74.0
5000 98.0 116.0
Ol ..“‘ “ .st .,mt 'L| M 1580 .,%8?.9 SN .[\>.,.... Y
m/z--> 40 100 120 140 160 180 200 220 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\BG121217\
Data File : BG031520.D

Acq On : 13 Dec 2017 9:18

Operator : SJ/JU

Sample - 16763-08

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG121117 .M
Quant Title : 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]
unknown5.18 5.18 5.7 ng 85700 1 8.11 300512 20.0
unknown? .64 7.64 62.6 ng 940585 1 8.11 300512 20.0
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