LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092017\
Data File : BG028830.D

Aca On : 20 Sep 2017 13:57

Operator : SJ/JU

Sample : PB102449BL

Misc :

ALS Vial : 8 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-BG091217.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

5.391 301 307 314 rBV3 78637 125613 4._.25% 0.998%
5.855 379 386 398 rBV 522469 881814 29.85% 7.005%
rBv 517958 926774 31.37% 7.362%
7.818 713 720 732 rBV 497004 897320 30.37% 7.128%
8.288 793 800 809 rBvV 99469 169363 5.73% 1.345%
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8.611 846 855 864 rBvV 374356 679145 22.99% 5.395%
9.457 990 999 1010 rBV 295984 555685 18.81% 4.414%
11.108 1271 1280 1293 rBV 127433 247329 8.37% 1.965%
13.523 1683 1691 1704 rBV 904581 1464216 49.56% 11.631%
14.904 1920 1926 1936 rBvV2 221083 382355 12.94% 3.037%

=
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11 16.396 2173 2180 2201 rBV 828819 1377387 46.62% 10.942%
12 17.659 2388 2395 2405 rBV 379723 597385 20.22% 4.745%
13 20.250 2829 2836 2845 rBV 2139452 2954560 100.00% 23.470%
14 21.984 3124 3131 3146 rBV 392081 704608 23.85% 5.597%
15 25.456 3711 3722 3735 rBV 189008 624944 21.15% 4.964%

Sum of corrected areas: 12588498
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092017\
Data File : BG028830.D

Aca On : 20 Sep 2017 13:57

Operator : SJ/JU

Sample : PB102449BL

Misc :

ALS Vvial : 8 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG091217 .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: BG028830.D
2000000

1500000

1000000

5.86 7.44 7.82

500000
8.61 9.46

5.39 8.29 11.11

o

T T T
Time--> 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG028830.D

2000000

2025

1500000

1000000{ 13 52 t6a0

500000 17,66 21.98

14.90

O B e LA B o o o o L s o o LA

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: BG028830.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092017\
Data File : BG028830.D

Aca On : 20 Sep 2017 13:57

Operator : SJ/JU

Sample : PB102449BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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.

5.39 14.83 ng 125613 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
3 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
5 5-Hexen-2-one 98 C6H100 000109-49-9 10

Abundance Scan 307 (5.391 min): BG028830.D (-301) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1 AR SRR LARRE R R
| 831 | 5.00 5.20 5.40 5.60 5.80
o T 1 e e o m/z 59.10 68.63%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN SRR RS RN
5.00 5.20 5.40 5.60 5.80
59.0 m/z 101.10 16.70%
27.0 ‘ 83.0 10:‘['0
il LU L L L
mz-> 0 20 40 60 80 100 120 140 160
Abundance
59.0
5.00 520 540 560 580
5000 m/z 58.10 16.20%
43.0
830 980 1230 141.0 159.0
mz-> 0 20 40 60 80 100 120 140 160
Abundance #4484: Propane, 1-ethoxy-2-methyl-
59.0 5.00 5.20 5.40 5.60 5.80
31.0 m/z 41.10 8.15%
5000
15.0 4.0 73.0 102.0
.2,-9...,....j....,....,?7;0..,.'...,....,....,..
m/z--> 0 20 0 80 100 120 140 160 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092017\
Data File : BG028830.D

Aca On : 20 Sep 2017 13:57

Operator : SJ/JU

Sample : PB102449BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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 unknown7.82 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.82 105.96 ng 897320 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
Abundance Scan 720 (7.818 min): BG028830.D (-713) (-) m/z 132.10 100.00%

13p.1
5000 68.1

II 740 760 780 800 820

e 223 m/z 68.10  49.05%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
5000 [rrrr[rrrrprrrrprrrrrr
7.40 7.60 7.80 8.00 8.20
m/z 134.10 34.73%
31.0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
132.0
A e e e
7.40 7.60 7.80 8.00 8.20
5000 m/z 66.10 33.84%
63.0
15.0
N B L o o I L B e e e o o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14144: 5-Fluoro-2-chloropyrimidine ....,.... P T
132.0 7.40 7.60 7.80 800 820

m/z 69.10 20.79%

5000
78.0
: ]l

m/z--> 0 50 100 150 200 250 300 350 400 450 740 7.60 780 8.00 8.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092017\
Data File : BG028830.D

Acq On : 20 Sep 2017 13:57

Operator : SJ/JU

Sample : PB102449BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091217 .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... 5.39 14.8 ng 125613 1 8.29 169363 20.0
unknown? .82 7.82 106.0 ng 897320 1 8.29 169363 20.0
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