LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092118\

Data File : BG036899.D

Aca On > 22 Sep 2018 18:08 Instrument :
Operator : JU/SJ BNA_G

Sample - J5019-04 ClientSampleld :
Misc - 091918-DBRI-E-U-B
ALS Vial : 36 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-BG092018 .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 5.152 312 317 326 rVB 27396 45172 1.22% 0.326%
2 5.616 391 396 412 rBV 160909 315587 8.50% 2.277%
3 7.208 661 667 679 rBV 98812 237567 6.40% 1.714%
4 7.578 723 730 753 rBV 334542 661137 17.80% 4_.770%
5 8.048 803 810 826 rBV 112530 225981 6.09% 1.631%

8.371 856 865 876 rBvV 485813 933454 25.14% 6.735%
9.206 998 1007 1031 rBV 415132 883674 23.80% 6.376%
10.851 1278 1287 1299 rBV 162143 335544 9.04% 2.421%
13.295 1696 1703 1724 rBV 1306765 2225377 59.93% 16.057%
14.123 1838 1844 1853 rBV 32414 56340 1.52% 0.407%

=
QO ~NO®

11 14.670 1930 1937 1949 rBV2 302579 533444 14_.37% 3.849%
12 16.156 2184 2190 2205 rBV 677266 1166317 31.41% 8.416%
13 17.420 2396 2405 2419 rBV 420322 717026 19.31% 5.174%
14 20.022 2842 2848 2860 rBV 2734876 3713493 100.00% 26.795%
15 21.679 3124 3130 3144 rVB2 467479 823904 22.19%% 5.945%

16 23.354 3409 3415 3423 rVB2 32267 64249 1.73% 0.464%

17 23.959 3513 3518 3525 rVB 20571 41743 1.12% 0.301%

18 24.887 3666 3676 3690 rBV2 274259 829972 22.35% 5.989%

19 26.021 3863 3869 3880 rBV4 17451 48965 1.32% 0.353%
Sum of corrected areas: 13858946
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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\HPCHEM1\BNA G\DATA\BG092118\
BG036899.D

22 Sep 2018 18:08

Ju/sJ

J5019-04

36 Sample Multiplier: 1
= Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

LSCINT.P

091918-DBRI-E-U-B

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG036899.D

8.37
7.58

5.62 7.21

5.15 8.05

10.85

Time--> 3.50

A R e e B E UMMM SR AS S S A S

400 450 5.00 550 6.00 650 7.00 750 8.00 8.50

9.00 9.50 1000 10.50 1100 1150 1200 12.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG036899.D

13.29

16.16

17.42
14.67

14.12

20,02

21.68

Time-->

ol
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

2500000

2000000

1500000

1000000

500000

23.35

TIC: BG036899.D

24.89

23.96 26.02

Ol

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\HPCHEMI1\BNA G\DATA\BG092118\

Data File : BG036899.D

Aca On : 22 Sep 2018 18:08

Operator : JU/SJ

ﬁ?ggle i J5019-04 091918-DBRI-E-U-B
ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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.

5.15 4.00 ng 45172 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
4 Butanoic acid. 3-hvdroxvy-3-methvl- 118 C5H1003 000625-08-1 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 317 (5.152 min): BG036899.D (-312) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1 SRR R RN
480 5.00 5.20 5.40
ot B8 200 s 8910 54.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L N R UL L
59.0 480 500 520 540
0
150 1010 m/z 101.10 16.38%
0 Wl 830 |
AL S IR SURLLEL SURLIL DAL DL BN L L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8346: 2-Hexanol, 2-methyl-
59.0
480 500 520 540
5000 m/z 58.10 15.55%
101.0
41.0
0..1.5.'?.‘.”..\“.‘..‘l“i..‘..8|3‘..(.)..|....|....l....l....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
59.0 480 5.00 5.20 5.40
m/z 41.10 8.81%
41.0
5000
86.0
0"”I"”Ih'WW'N”IJ'”I"”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092118\

Data File : BG036899.D

Aca On : 22 Sep 2018 18:08

Operator : JU/SJ

ﬁ?ggle i J5019-04 091918-DBRI-E-U-B
ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 unknown7.58 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.58 58.51 ng 661137 1,4-Dichlorobenzene-d4 8.05
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 16
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
Abundance Scan 730 (7.578 min): BG036899.D (-723) (-) m/z 132.10 100.00%

132.1
5000 68.1
96.1

400 541 ‘ 7.20 7.40 7.60 7.80 8.00
Il

85.0
o..,....,....,....,".'...,.!..,....|,..':.,....,...|.,.'!~..,....,....,'...,.. m/z 68.10 48.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LA LI L L L L L L LB L L B

7.20 7.40 7.60 7.80 8.00
m/z 134.10 34.16%

31.0 51.0

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
 EEmEs e ERRRERT
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 31.70%
ol 150 280 39.0 520 30 770 900 1040 .,
R A L ans o o L e A RARRE R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine AR mmad T
132.0 720 740 760 780 800

m/z 69.10 19.88%

5000
33.0 44.0 0.0 105.0
| 560, 1 860 | “ ‘
SN R VOO 1 S N P AN N N ENN— N

|
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG092118\

Data File : BG036899.D

Acq On : 22 Sep 2018 18:08

Operator : JU/SJ

ﬁ?ggle i J5019-04 091918-DBRI-E-U-B
ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092018_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... 5.15 4.0 ng 45172 1 8.05 225981 20.0
unknown7 .58 7.58 58.5 ng 661137 1 8.05 225981 20.0
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