LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121518\
Data File : BG038601.D

Aca On : 15 Dec 2018 12:53

Operator : JU/SJ

Sample : PB115709BL

Misc :

ALS Vial : 3 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-BG121218 .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

5.144 344 350 356 rvB 17569 30227 1.72% 0.380%
5.608 422 429 441 rVB 356845 599090 34.10% 7.525%
rBv 360714 645130 36.72% 8.103%
7.588 758 766 776 rVB 339262 610888 34.77% 7.673%
8.058 840 846 853 rVB 76169 136198 7.75% 1.711%
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8.382 893 901 912 rVB 268495 477821 27.20% 6.001%
9.234 1039 1046 1059 rBvV 211798 402270 22.90% 5.052%
10.879 1319 1326 1339 rVB 93038 179468 10.21% 2.254%
13.317 1732 1741 1754 rBV 561350 935824 53.26% 11.754%
14.698 1969 1976 1986 rBvV2 151399 263950 15.02% 3.315%

=
QO ~NO®

11 16.184 2222 2229 2246 rBV2 435928 705594 40.16% 8.862%
12 17.442 2436 2443 2455 rBV2 224678 356342 20.28% 4._.476%
13 20.044 2880 2886 2896 rBV 1342298 1756994 100.00% 22.068%
14 21.719 3164 3171 3182 rVB 263590 445679 25.37% 5.598%
15 25.015 3721 3732 3745 rVB2 138703 416382 23.70% 5.230%

Sum of corrected areas: 7961857
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121518\
Data File : BG038601.D

Aca On : 15 Dec 2018 12:53

Operator : JU/SJ

Sample : PB115709BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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: BG038601.D

1200000
1000000
800000
600000

400000 5.61 7.21 759

9.23
8.06 10.88

200000
5.14

Time--> 350 4.00 450 500 550 6.00 6.50 7.00 7.50 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG038601.D
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Time--> 13.00 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: BG038601.D

1200000

1000000

800000

600000
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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\BG121518\
Data File : BG038601.D

Aca On : 15 Dec 2018 12:53

Operator : JU/SJ

Sample : PB115709BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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.

5.14 4_.44 ng 30227 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Ethanone. 1-(2-methvilcvclopropvIl)- 98 C6H100 000930-56-3 9
3 3-0Octanol 130 C8H180 000589-98-0 9
4 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 9
5 Acetone 58 C3H60 000067-64-1 7

Abundance Scan 349 (5.138 min): BG038601.D (-344) (-) m/z 43.00 100.00%
43.0
59.0
5000
mo 70 500 550 540
N Y X OO | M. AN NN m/z 59.00  56.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LB UL UL LN I
59.0 480 500 520 540
0
150 a0 1010 m/z 101.00 16.29%
: 83.0
0 1 | T . .
S UL UL SURIL UL UL UL SULIL UL SULE S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3278: Ethanone, 1-(2-methylcyclopropyl)-
43.0
550 7o 500 550 50
5000 m/z 58.00 11.77%
27.0 83.0
150
‘ ‘ ‘\ 11 ‘\ I 650 980
0"W"”I'”'I”"P"W"”I'”'I”"P"W'”'I”"P"W
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #13640: 3-Octanol
59.0 480 5.00 5.20 5.40
m/z 41.00 8.15%
5000 41.0 83.0
31.0
101.0
S SNSSS AN . s a8
m/z--> 10 20 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121518\
Data File : BG038601.D

Aca On : 15 Dec 2018 12:53

Operator : JU/SJ

Sample : PB115709BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 unknown7.59 Concentration Rank 1

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

7.59 89.71 ng 610888 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16

Abundance Scan 766 (7.588 min): BG038601.D (-758) (-) m/z 132.00 100.00%
132.0
40.0 9.0 J 720 7.40 7.60 7.80 8.00
o} o m/z 68.00 39.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
5000 AUSARRA MRS AR RARREN
7.20 7.40 7.60 7.80 8.00
104.0 m/z 133.90 33.42%
510 66.0
ol 27.0 89.0 I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 720 7.40 7.60 7.80 8.00
5000 980 1160 m/z 66.00 32.03%
0 ||||||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.q||||]:8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14503: 1H-Benzimidazole, 2-methyl- R R EE L
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 17.75%
5000
15.0 " 3?9 I 6:7\\\0 7§'O I 10ﬁ.0 |
m/z--> 20 40 60 80 100 120 140 160 180 720 7.0 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG121518\
Data File : BG038601.D

Acq On : 15 Dec 2018 12:53

Operator : JU/SJ

Sample : PB115709BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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... 5.14 4.4 ng 30227 1 8.06 136198 20.0
unknown? .59 7.59 89.7 ng 610888 1 8.06 136198 20.0
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