LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108691.D

Aca On : 31 Aug 2018 16:13

Operator : JU/SJ

Sample : J4712-09

Misc :

ALS Vial : 6 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-BF083018 .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 5.254 492 496 506 rBV 35558 56000 2.58% 0.317%
2 5.642 559 562 599 rBV 542937 1588489 73.18% 8.996%
3 6.636 728 731 751 rBV 685373 1682946 77.53% 9.531%
4 6.772 751 754 780 rVB 1158865 2068777 95.30% 11.716%
5 7.007 790 794 815 rVB 209121 479342 22.08% 2.715%

7.154 815 819 845 rBV 1152679 1551259 71.46% 8.785%
7.566 886 889 923 rBV 549531 1297118 59.75% 7.346%
306330 591525 27.25% 3.350%
9.354 1189 1193 1225 rBV 1616142 2170771 100.00% 12.294%
9.748 1256 1260 1276 rBV 150485 216389 9.97% 1.225%
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11 10.042 1306 1310 1330 rBV 473767 607028 27.96% 3.438%
12 10.442 1374 1378 1382 rBV 24136 24993 1.15% 0.142%
13 10.836 1441 1445 1465 rBV 752849 1286708 59.27% 7.287%
14 11.542 1561 1565 1577 rBV 391949 629341 28.99% 3.564%

15 12.042 1647 1650 1653 rBv4 29354 39077 1.80% 0.221%
16 12.766 1770 1773 1774 rBV 53262 60502 2.79% 0.343%
17 13.124 1830 1834 1840 rBV 1799056 1969542 90.73% 11.154%
18 13.665 1924 1926 1928 rBV 83009 54567 2.51% 0.309%

19 14.195 2012 2016 2023 rVB 560307 728808 33.57% 4.127%
20 15.754 2278 2281 2292 rVB2 297009 554312 25.54% 3.139%

Sum of corrected areas: 17657494
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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\HPCHEM1I\BNA F\DATA\BF083118\

BF108691.D

31 Aug 2018 16:13

Jus/sJ

J4712-09

6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF083018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108691.D

Aca On : 31 Aug 2018 16:13

Operator : JU/SJ

Sample : J4712-09

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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.

5.25 2.34 ng 56000 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Oxirane. [(1-methvlethoxy)methvll- 116 C6H1202 004016-14-2 40
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 1.2-Butanediol 90 C4H1002 000584-03-2 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 495 (5.248 min): BF108691.D (-492) (-) m/z 43.00 100.00%
43.0
5000
| ma P 500 520 540 50
| A | HNSSOT| NS & & NS ENN—— m/z 59.10 52.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 5.00 5.20 5.40 5.60
0
150 a0 1010 m/z 101.00 15.47%
83.0
0 1 | n . .
L S I S SIS IV UL I I IS SRS B W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8193: Oxirane, [(1-methylethoxy)methyl]-
43.0
290 %90 Sk 550 5k 5k
5000 m/z 57.95 14.12%
101.0
15.0 73.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8344: 3-Hexanol, 4-methyl-  BREaE BaE
59.0 5.00 5.20 5.40 5.60
m/z 41.00 10.82%
5000 41.0
31.0
69.0 870
0 15.0 \‘ 500\@ 98.0
m/z--> 10 20 30 40 50 60 7'0 80 90 100 110 120 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108691.D

Aca On : 31 Aug 2018 16:13

Operator : JU/SJ

Sample : J4712-09

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 unknown6.77 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.77 86.32 ng 2068780 1,4-Dichlorobenzene-d4 7.01
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 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,2,3-Trifluorobenzene 132 C6H3F3 001489-53-8 9
Abundance Scan 754 (6.772 min): BF108691.D (-751) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 a0 [ o0 % ok b0 60 760 720
Obr et el f80 L3080 Wl "m/z 68.10  46.85%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR SRR RN SRR N

6.40 660 6.80 7.00 7.20
m/z 134.00 32.11%

31.0 51.0
0 TR 750 .
B o e e B e REAREEESEE R EEEE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
B N  RARmEE
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 29.78%
33.0 44.0 0.0 105.0
| 90 a0 | luso |
O e e e e e e T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132.0 6.40 6.60 6.80 7.00 7.20

m/z 69.10 18.75%

5000
92.0
65.0
o70 390 510 7 7o | 180,,, ] AJ

o) R RN T RSN VRN RN ML 3 S| | N e e S iiBsanas

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00 7.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF083118\
Data File : BF108691.D

Acq On : 31 Aug 2018 16:13

Operator : JU/SJ

Sample : J4712-09

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083018_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... 5.25 2.3 ng 56000 1 7.01 479342 20.0
unknown6 .77 6.77 86.3 ng 2068780 1 7.01 479342 20.0
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