LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG112117\
Data File : BG031160.D

Aca On : 21 Nov 2017 19:50

Operator : SJ/JU

Sample : 16501-08

Misc :

ALS Vial : 10 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-BG111017.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

5.209 322 327 336 rBV 40276 62903 1.15% 0.300%
5.697 403 410 421 rBV 439446 761876 13.93% 3.639%
rBv 277713 513016 9.38% 2.451%
7.671 736 746 760 rBV 771920 1398362 25.56% 6.680%
8.135 817 825 834 rBV 178053 301909 5.52% 1.442%
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8.464 872 881 893 rBvV 726276 1313431 24.01% 6.274%
9.305 1016 1024 1039 rBV 533344 1022491 18.69% 4._.884%
10.950 1297 1304 1325 rBV 208416 459823 8.41% 2.197%
13.382 1710 1718 1738 rBV 1788996 2946605 53.86% 14.076%
14.763 1946 1953 1965 rBV2 387242 709407 12.97% 3.389%

=
QO ~NO®

11 16.244 2198 2205 2224 rBV 1378131 2277046 41.62% 10.877%
12 17.501 2412 2419 2432 rBV2 634165 1008647 18.44% 4.818%
13 20.098 2854 2861 2871 rBV 3973387 5470714 100.00% 26.133%
14 21.778 3140 3147 3159 rBvV 775729 1378425 25.20% 6.585%
15 25.098 3700 3712 3724 rBV3 424210 1309626 23.94% 6.256%

Sum of corrected areas: 20934281
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG112117\
Data File : BG031160.D

Aca On : 21 Nov 2017 19:50

Operator : SJ/JU

Sample : 16501-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG111017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG031160.D
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Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG031160.D
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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: BG031160.D
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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:\HPCHEM1\BNA G\DATA\BG112117\
Data File : BG031160.D

Aca On : 21 Nov 2017 19:50

Operator : SJ/JU

Sample : 16501-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG111017 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.21 4_.17 ng 62903 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 25
4 Propane. l-ethoxvy-2-methvl- 102 C6H140 000627-02-1 17
5 Ethanone, 1-(2-methylcyclopropyl)- 98 C6H100 000930-56-3 9

Abundance Scan 327 (5.209 min): BG031160.D (-322) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 SRR SRR NRARE SARRE RN
| 83.0 | 4.80 500 520 5.40 5.60
o S | .- N m/z 59.00 57.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L UL IR
59.0 480 500 520 540 560
m/z 101.00 20.64%
31.0 g30 1010
O T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43.0
o 250 5b0 520 540 560
5000 m/z 58.00 17.08%
29.0 101.0
0 15.0 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14316: 1,3-Dioxolane-2-methanol, 2,4-dimethyl-
43.0 480 5.00 5.20 5.40 5.60
m/z 41.10 10.42%
5000
101.0
31.0 58.0
ol 380 gl L 730 870 117.0 1300
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG112117\
Data File : BG031160.D

Aca On : 21 Nov 2017 19:50

Operator : SJ/JU

Sample : 16501-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA G\METHODS\8270-BG111017.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 unknown7.67 Concentration Rank 1

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

7.67 92.63 ng 1398360 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 746 (7.671 min): BG031160.D (-736) (-) m/z 132.00 100.00%
132.0
5000 68.0 [\
96.0 ISR AAREARRRRE SARNE SR
40.0 54.0 7.40 7.60 7.80 8.00
0 gL0 e — m/z 68.00 36.48%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R L UL AR LR
7.40 7.60 7.80 8.00
310 5L0 m/z 134.00 31.86%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
740 7.60 7.80 8.00
5000 67.0 m/z 66.00 23.38%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e A RRRRSEEAE A
57.0 132.0 740 7.60 7.80 8.00
m/z 69.10 15.81%
74.0
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l
m/z--> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG112117\
Data File : BG031160.D

Acq On : 21 Nov 2017 19:50

Operator : SJ/JU

Sample - 16501-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017 .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]
2-Pentanone, 4-hy... 5.21 4.2 ng 62903 1 8.14 301909 20.0
unknown? .67 7.67 92.6 ng 1398360 1 8.14 301909 20.0
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