LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041618\

Data File : BG033837.D

Aca On - 17 Apr 2018 5:25 Instrument :
Operator : SJ/JU ?:II\:gﬁ(t;Sam ol
3?22'6 J2391-13 041218-SIDIF-)E-D-M
ALS Vial : 28 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-BG031918.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 3.464 25 30 40 rVB2 53495 106488 2.99% 0.921%
2 6.302 506 513 530 rBvV4 31290 153726 4.32% 1.330%
3 8.018 797 805 808 rBV5 15743 40916 1.15% 0.354%
4 8.376 858 866 882 rBV2 110365 412265 11.59% 3.566%
5 8.858 942 948 960 rBV4 35021 122989 3.46% 1.064%

9.181 994 1003 1020 rBV 279201 742414 20.87% 6.423%
10.062 1146 1153 1184 rBV 139046 634369 17.83% 5.488%
11.737 1432 1438 1448 rBV2 64626 195389 5.49% 1.690%
14.099 1833 1840 1861 rBV 796577 1815007 51.01% 15.702%
14.892 1968 1975 1984 rBV3 20812 48837 1.37% 0.422%

=
QO ~NO®

11 15.468 2067 2073 2089 rBv2 198982 422275 11.87% 3.653%
12 16.948 2317 2325 2344 rBV 496880 1174507 33.01% 10.161%
13 17.083 2344 2348 2358 rVB3 27472 57952 1.63% 0.501%
14 18.206 2530 2539 2552 rBV 294185 643850 18.10% 5.570%
15 20.720 2961 2967 2981 rBV 2410385 3558023 100.00% 30.780%

16 22.548 3271 3278 3290 rBvV2 357687 757627 21.29% 6.554%
17 26.314 3909 3919 3933 rBV2 196036 672804 18.91% 5.820%

Sum of corrected areas: 11559438
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041618\

Data File : BG033837.D

Aca On - 17 Apr 2018 5:25

Operator : SJ/JU

ﬁ?ggle i J2391-13 041218-SIDI-E-D-M
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG031918.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: BG033837.D
2000000
1500000
1000000
500000
9.18
10.06
. 3.46 6.30 .02 8&8 86 11/14
Lo e e S e e e S
Time-->  3.50 4.00 450 500 550 6.00 6.50 7.00 750 800 850 9.00 9.50 1000 1050 1100 11.50 1200 1250
Abundance TIC: BG033837.D
20/72
2000000
1500000
1000000
14.10
500000 16.95 2255
18.21 1
15.47
14.89 7.08
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: BG033837.D
2000000
1500000
1000000
500000
26.31
O i e e T B e A e e S
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\BG041618\

Data File : BG033837.D

Aca On - 17 Apr 2018 5:25

Operator : SJ/JU

ﬁ?ggle i J2391-13 041218-SIDI-E-D-M
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknown8.38 Concentration Rank 2

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

8.38 67.04 ng 412265 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Aminoindole 132 C8H8N2 005192-03-0 16

Abundance Scan 867 (8.382 min): BG033837.D (-858) (-) m/z 132.00 100.00%
132
5000 68
96 SRS SRR SR R
40 245 8.00 8.20 8.40 8.60 8.80
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000
8.00 8.20 8.40 8.60 8.80
33 105 m/z 134.00 38.83%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
132
9 8.00 820 8.40 860 8.80
5000 m/z 66.00 36.00%
31 51
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132 8.00 8.20 8.40 8.60 8.80
m/z 69.00 23.73%
5000
69
39 89
0 6
WWWTWWWW
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 8.00 8.20 8.40 8.60 8.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041618\

Data File : BG033837.D

Acq On = 17 Apr 2018 5:25

Operator : SJ/JU

ﬁ?ggle i J2391-13 041218-SIDI-E-D-M
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_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]

unknown8.38 8.38 67.0 ng 412265 1 8.86 122989 20.0
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