LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\

Data File : BF106495.D

Aca On : 15 Jun 2018 16:47 Instrument :

Operator : JU/SJ gﬁA{s el
- _ lentosampleld :

3?22'6 : J3467-14 C-MW-06-061218

ALS Vial : 10 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-BF061118.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

5.190 482 485 495 rVB 92336 101584 3.12% 0.453%
5.607 5563 556 568 rvB 1292557 1389360 42.73% 6.193%
rBv 981830 880651 27.09% 3.926%
6.742 745 749 753 rBV 2598130 2389773 73.50% 10.653%
6.966 783 787 790 rBV 954668 772127 23.75% 3.442%
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7.125 809 814 817 rBV 2511860 2356493 72.48% 10.504%
7.531 877 883 886 rBvV 2082970 2037089 62.66% 9.081%
8.248 1001 1005 1008 rBV 1110954 926482 28.50% 4_.130%
9.325 1183 1188 1191 rBV 3398019 3251273 100.00% 14.493%
10.007 1300 1304 1311 rVB 1063658 944181 29.04% 4_.209%

=
QO ~NO®

11 10.801 1434 1439 1442 rBV 1926257 1772761 54.53% 7.902%
12 10.895 1452 1455 1464 rVB2 31206 41005 1.26% 0.183%
13 11.495 1554 1557 1561 rBV 889671 817340 25.14% 3.643%
14 13.083 1823 1827 1831 rBV 3024124 2950797 90.76% 13.154%
15 13.971 1975 1978 1981 rBV2 29382 32541 1.00% 0.145%

16 14.154 2005 2009 2012 rBV 1063445 938973 28.88% 4.186%
17 15.701 2266 2272 2279 rBV 630242 831105 25.56% 3.705%

Sum of corrected areas: 22433535
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061518\

Data File : BF106495.D

Aca On : 15 Jun 2018 16:47

Operator : JU/SJ

ﬁ?ggle i J3467-14 C-MW-06-061218
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF106495.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061518\

Data File : BF106495.D

Aca On : 15 Jun 2018 16:47

Operator : JU/SJ

3?22 le J3467-14 C-MW-06-061218
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.19 2.63 ng 101584 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 23
5 Acetamide, N-(aminocarbonyl)- 102 C3H6N202 000591-07-1 9

Abundance Scan 485 (5.190 min): BF106495.D (-482) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0
| 83.0 | 480 5.00 5.20 5.40 5.60
o} O | A A NS m/z 59.00 53.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRR RS UL S
4.80 5.00 5.20 5.40 5.60
59.0 m/z 101.00 18.12%
270 ‘ oo 830 1010
0"'I""I''N"I"'"‘I‘l*"I""'I""I.'"'I""'I"'al""l""l""I""I""I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
480 500 520 540 5.60
5000 m/z 58.00 14.98%
101.0
150 310 58.0 690  86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester A L R
59.0 480 5.00 5.20 5.40 5.60
m/z 41.00 9.45%
5000 41.0
0 I 730 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

8270-BF061118.M Mon Jun 18 11:51:27 2018

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061518\

Data File : BF106495.D

Aca On : 15 Jun 2018 16:47

Operator : JU/SJ

3?22 le J3467-14 C-MW-06-061218
ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061118_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 unknown6.74 Concentration Rank 1

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

6.74 61.90 ng 2389770 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
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 749 (6.742 min): BF106495.D (-745) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 SRR SARE SRR AR
40.0 54.0 J 6.40 6.60 6.80 7.00
ol 4820 | Me0 m/z 68.10 43.23%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR S S LR
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.12%
0 ‘ L1 H 1 ‘ “ !
RN S UL AL AL UARLALEL SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 Tk 5k ok by
5000 9go 1160 m/z 66.00 27 .57%
158.0 189.0
L S B L U UL ML WL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.60%
117.0
5000
91.0
39.0 65.0 ‘ ‘
0 I'h"u'“M'Fm"mi'“*'lw"lu'P"I""I""I"" IR S S AR
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF061518\

Data File : BF106495.D

Acq On : 15 Jun 2018 16:47

Operator : JU/SJ

3?22 le J3467-14 C-MW-06-061218
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061118_M
Quant Title : 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... 5.19 2.6 ng 101584 1 6.97 772127 20.0
unknown6 .74 6.74 61.9 ng 2389770 1 6.97 772127 20.0
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