LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1I\BNA F\DATA\BF101118\

Data File : BF109824.D

Aca On - 12 Oct 2018 9:28 Instrument :

Operator : JU/SJ BNA_F

Sample - J5296-16 ClientSampleld :

Vi _ 100418-DBRI-E-U-S
isc :

ALS Vial : 39 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 F\METHODS\8270-BF100818.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 4.875 471 474 483 rBY 41790 57916 2.56% 0.440%
2 5.310 545 548 572 rBvY 234378 434142 19.16% 3.296%
3 6.345 720 724 741 rBV 121123 319157 14.08% 2.423%
4 6.463 741 744 770 rVB 945579 1111814 49.07% 8.441%
5 6.692 780 783 806 rBvY 294707 445884 19.68% 3.385%
6 6.851 806 810 838 rVV 1577247 1615025 71.27% 12.261%
7 7.257 876 879 914 rBvV 904184 1320844 58.29% 10.028%
8 7.975 998 1001 1018 rBvV 380990 495411 21.86% 3.761%
9 9.051 1180 1184 1203 rBY 1817179 2155568 95.13% 16.365%
10 9.445 1247 1251 1268 rVB 75814 95857 4.23% 0.728%
11 9.722 1294 1298 1316 rBV 468390 493869 21.79% 3.749%
12 10.510 1428 1432 1451 rBV 481054 704282 31.08% 5.347%
13 11.198 1546 1549 1569 rBVY 315950 470928 20.78% 3.575%
14 12.780 1814 1818 1838 rBV 2223394 2265997 100.00% 17.203%
15 13.686 1969 1972 1984 rBV6 12771 33465 1.48% 0.254%
16 13.827 1992 1996 2009 rBVY 483292 607854 26.83% 4.615%
17 14.904 2172 2179 2186 rBVY 27985 34977 1.54% 0.266%
18 15.227 2229 2234 2250 rBVY 251263 439934 19.41% 3.340%
19 15.645 2300 2305 2312 rVB2 25224 36941 1.63% 0.280%
20 16.098 2378 2382 2390 rvVvB2 18766 32057 1.41% 0.243%

Sum of corrected areas: 13171922
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101118\

BF109824.D

12 Oct 2018 9:28

Jus/sJ

J5296-16

39 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF100818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

100418-DBRI-E-U-S
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101118\

Data File : BF109824.D

Aca On - 12 Oct 2018 9:28

Operator : JU/SJ

ﬁ?ggle i J5296-16 100418-DBRI-E-U-S
ALS Vial : 39 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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.

4._.87 2.60 ng 57916 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
3 Acetone 58 C3H60 000067-64-1 9
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 473 (4.869 min): BF109824.D (-471) (-) m/z 43.00 100.00%
43.0
5000 59.0 AMJ\MNK
| o O ik 4m0 50 550
o e RN | . ol NS, NN m/z 59.00 51.33%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A LA L UL A
4.60 4.80 5.00 5.20
59.0 m/z 58.10 16.99%
0 270, )| _es0  8300920°%°
miz--> 7 % 30 40 5o 60 7 8 90 100 110
Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
54.0
410 " 460 480 500 520
5000 m/z 101.10 14 _76%
86.0
o |, 00 | 990 | 1010
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance #214: Acetone i L maa
43.0 4.60 4.80 5.00 5.20
m/z 41.00 10.47%
5000
15.0
58.0
T T T T e R RS LS UL L
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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8270-BF100818.M Fri Oct

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101118\
Data File : BF109824.D

Aca On : 12 Oct 2018 9:28

Operator : JU/SJ

Sample : J5296-16

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 unknown6.46 Concentration Rank 2

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

6.46 49.87 ng 1111810 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 743 (6.457 min): BF109824.D (-741) (-) m/z 132.00 100.00%
132.0
5000 68.1 J\\
90 54 o1 ok ko ko ok
0 B E e m/z 68.10 49 .64%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 L L LR I R
6.20 6.40 6.60 6.80
310 510 m/z 66.00 31.66%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
620 640 6.60 6.80
5000 m/z 134.00 30.46%
s 0o | ||
0""l""'ﬁ"""""l"'"l""l""l""l""
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R L EARRN R RN v
57.0 132.0 620 6.40 6.60 6.80
m/z 69.05 20.77%
74.0
5000 98.0 116.0
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80

12 11:53:21 2018
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_ F\DATA\BF101118\

Data File : BF109824.D

Acq On : 12 Oct 2018 9:28

Operator : JU/SJ

ﬁ?ggle i J5296-16 100418-DBRI-E-U-S
ALS Vial : 39 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100818_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... 4.87 2.6 ng 57916 1 6.70 445884 20.0
unknown6 .46 6.46 49.9 ng 1111810 1 6.70 445884 20.0
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