LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091418\
Data File : BF109014.D

Aca On : 15 Sep 2018 00:02

Operator : JU/SJ

Sample = J4906-32

Misc :

ALS Vial : 23 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-BF091418 .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 2.607 42 46 54 rvVB 46844 62514 1.54% 0.198%
2 4.919 435 439 443 rBV 186490 227261 5.61% 0.719%
3 5.337 505 510 513 rBVY 2982105 2907136 71.73% 9.200%
4 6.354 678 683 686 rBY 2795407 2744293 67.71% 8.684%
5 6.489 701 706 709 rBVY 3414278 3304362 81.53% 10.457%
6 6.719 742 745 749 rVB 1085200 873252 21.55% 2.763%
7 6.878 768 772 775 rBVY 3251580 2733444 67 .45% 8.650%
8 7.278 835 840 843 rBVY 2205959 2244887 55.39% 7.104%
9 8.001 959 963 965 rBVY 1364719 1135269 28.01% 3.593%
10 8.019 965 966 970 rVB 218394 133554 3.30% 0.423%
11 8.713 1080 1084 1087 rBV 63375 49833 1.23% 0.158%

12 9.078 1141 1146 1149 rBV 4547163 4052781 100.00% 12.825%
13 9.748 1256 1260 1264 rBV2 1551284 1270884 31.36% 4.022%
14 10.530 1389 1393 1397 rBV 2436325 2504715 61.80% 7.926%
15 11.224 1507 1511 1514 rBV 1591206 1306569 32.24% 4_.135%

16 12.813 1776 1781 1784 rBV 3910385 3875936 95.64% 12.265%
17 13.848 1953 1957 1961 rBV 1204145 1033529 25.50% 3.271%

18 14.954 2141 2145 2150 rBvV 38827 44106 1.09% 0.140%

19 15.248 2190 2195 2201 rBvV 812222 980843 24.20% 3.104%

20 15.307 2201 2205 2210 rVB 44657 55472 1.37% 0.176%

21 15.712 2268 2274 2282 rVB2 36714 59857 1.48% 0.189%
Sum of corrected areas: 31600497
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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 F\DATA\BF091418\

BF109014.D

15 Sep 2018 00:02

JussJ

J4906-32

23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091418\
Data File : BF109014.D

Aca On : 15 Sep 2018 00:02

Operator : JU/SJ

Sample : J4906-32

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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.

4.92 5.20 ng 227261 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 439 (4.919 min): BF109014.D (-435) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 DR SAREE RN AR SR
| 83.1 | 4.60 4.80 5.00 5.20
O e e e e e e m/z 59.10 55.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LB AR L L A
59.0 460 480 500 520
0
150 41, 1010 m/z 101.10 18.43%
: 83.0
0 1| N . .
R I AN RS UL AL I IR UL RIS SRR LRSS RS SRS BARR
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
59.0
460 480 500 520
5000 410 m/z 58.00 15.65%
o | T A Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime B e Ry
43.0 4.60 4.80 5.00 5.20
m/z 41.00 8.57%
5000
101.0
oL 150 310 | 80690 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091418\
Data File : BF109014.D

Aca On : 15 Sep 2018 00:02

Operator : JU/SJ

Sample : J4906-32

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknown6.49 Concentration Rank 1

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

6.49 75.68 ng 3304360 1,4-Dichlorobenzene-d4 6.72
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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 706 (6.489 min): BF109014.D (-701) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 IRPUAAEPE ARSI NAREE SRR
40.0 54 J 6.20 6.40 6.60 6.80
0 A0 A m/z 68.10 44._79%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 UL R R A
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.91%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 TS50 ok ko ko
5000 ggo 1160 m/z 66.00 28.11%
oL IIIIIII‘I\I\I\IIwI‘MI ||“|||‘H“||‘|“|||‘H||||EI-5|8|.0|||||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #14144: 5-Fluoro-2-chloropyrimidine e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.18%
5000
0 "'M .-?ﬁp-lw7%?-ﬁ8§9--‘uﬂ“- ORI DAL DAL UL USRI R R A
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF091418\
Data File : BF109014.D

Acq On : 15 Sep 2018 00:02

Operator : JU/SJ

Sample - J4906-32

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091418_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... 4.92 5.2 ng 227261 1 6.72 873252 20.0
unknown6 .49 6.49 75.7 ng 3304360 1 6.72 873252 20.0
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