LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021119\
Data File : BM018763.D

Aca On : 11 Feb 2019 18:29

Operator : JU/SJ

Sample : K1404-01

Misc :

ALS Vial : 13 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 M\METHODS\8270-BM021119.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 5.304 371 377 395 rBVY 2330769 3405375 14.49% 3.495%
2 6.887 639 646 658 rBY 1259475 2051423 8.73% 2.106%
3 7.245 700 707 726 rBVY 4895139 7640214 32.52% 7.842%
4 7.716 780 787 793 rBVY 1090590 1747389 7.44% 1.793%
5 8.028 833 840 854 rBVY 4526259 7259625 30.90% 7.451%

8.881 977 985 1001 rBV 3656009 5955065 25.35% 6.112%
10.504 1253 1261 1272 rBV 1326816 2300429 9.79% 2.361%
12.980 1674 1682 1699 rBV 9419317 13637263 58.04% 13.997%
14.363 1906 1917 1934 rBV2 2004127 3108877 13.23% 3.191%
15.857 2164 2171 2194 rBV 7622680 10956158 46.63% 11.245%

=
QO ~NO®

11 17.115 2378 2385 2398 rBV2 2672193 3884357 16.53% 3.987%
12 19.751 2826 2833 2838 rBV 18754501 23495145 100.00% 24.115%
13 20.374 2935 2939 2943 rBV 469235 499478 2.13% 0.513%
14 21.303 3092 3097 3104 rBV 4185727 5002626 21.29% 5.135%
15 22.345 3270 3274 3280 rVB 278172 371358 1.58% 0.381%

16 22.850 3356 3360 3367 rVB 314379 455650 1.94% 0.468%
17 23.421 3453 3457 3464 rVB 302701 469748 2.00% 0.482%

18 23.568 3475 3482 3492 rVB2 2431778 4770595 20.30% 4_.896%
19 24.074 3564 3568 3575 rvB2 227921 419232 1.78% 0.430%

Sum of corrected areas: 97430007
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021119\

BM018763.D

11 Feb 2019 18:29

JussJ

K1404-01

13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM021119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM018763.D
1.5e+07
1le+07
5000000 7.25 8.03
8.88
5.30
6.89 7.72 10.50
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM018763.D
19.75
1.5e+07
1e+07 12.98
15.86
5000000
14.36 1712
20.37
r -\ ——/—r—"—r——"r———r' e e e
Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM018763.D
1.5e+07
1le+07
5000000 21.30
23.57
22.34 22}\.85 23&1‘A 24.07
O i B e e e L N B A L o e e T L A e e e B B I AL A B o B S
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021119\
Data File : BM018763.D

Aca On : 11 Feb 2019 18:29

Operator : JU/SJ

Sample : K1404-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.25 Concentration Rank 1

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

7.25 87.45 ng 7640210 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 2-Cvclohexen-1-one 96 C6H80 000930-68-7 11
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 708 (7.251 min): BM018763.D (-700) (-) m/z 132.00 100.00%
5000
7.00 720 7.40 7.60
o} m/z 68.10 49 _75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U NSRRI L L L
7.00 7.20 7.40 7.60
31 51 m/z 134.00 33.69%
0 ...,..|.."-,!.|!.,.!.-.|,....,....,.. e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
7.00 720 7.40 7.60
5000 m/z 66.10 31.81%
33 105
NI
0'“|“'w'“'ﬁ'““““|ﬂ'w'”"“'w'“ ALY AR SRASE BARAN BARAN BN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2744: 2-Cyclohexen-1-one  ERmuREmE
68 7.00 7.20 7.40 7.60
m/z 69.10 20.69%
5000
96
O.H,HHW”N.w.?%.w”.w”..”..”” e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.00 7.20 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM021119\
Data File : BM018763.D

Acq On : 11 Feb 2019 18:29

Operator : JU/SJ

Sample - K1404-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]

unknown7 .25 7.25 87.5 ng 7640210 1 7.72 1747390 20.0
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