LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\
Data File : BF086140.D

Aca On : 7 Apr 2016 20:05

Operator : UM/SJ

Sample : H2230-08

Misc :

ALS Vial : 19 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:\HPCHEM1I\BNA F\METHODS\8270-BF040216.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 4.339 195 197 204 rvVB 47788 65403 1.80% 0.279%
2 4.899 243 246 258 rBV 84873 147248 4 .05% 0.629%
3 5.333 282 284 305 rBV 969290 1461440 40.22% 6.241%
4 6.373 373 375 384 rBV 685142 933315 25.69% 3.986%
5 6.499 384 386 389 rBVY 2101426 2355888 64.84% 10.060%

6.739 404 407 409 rBvV 443202 616985 16.98% 2.635%
6.887 418 420 423 rBV 2284166 2182051 60.06% 9.318%
7.310 454 457 459 rBV 1727498 2118178 58.30% 9.045%
8.019 517 519 522 rBV 926807 842401 23.19% 3.597%
9.105 611 614 616 rBV 2487906 3633316 100.00% 15.516%

=
QO ~NO®

11 9.768 670 672 675 rBV 842916 909039 25.02% 3.882%
12 10.568 739 742 744 rBV 2103565 2311238 63.61% 9.870%

13 10.682 750 752 758 rVB 29041 41226 1.13% 0.176%
14 11.254 800 802 805 rBV 1151904 982904 27.05% 4._.197%
15 12.568 916 917 923 rBV2 30917 49587 1.36% 0.212%

16 12.842 938 941 943 rBV 3421801 3359594 92.47% 14.347%
17 13.894 1030 1033 1035 rBV 757066 840807 23.14% 3.591%
18 15.288 1152 1155 1163 rVB 472579 566705 15.60% 2.420%

Sum of corrected areas: 23417325
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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:\HPCHEMI\BNA F\DATA\BF040716\

BF086140.D

7 Apr 2016 20:05

UM/SsJ

H2230-08

19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\
Data File : BF086140.D

Aca On : 7 Apr 2016 20:05

Operator : UM/SJ

Sample : H2230-08

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.90 4.77 ng 147248 1,4-Dichlorobenzene-d4 6.74
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-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Acetone 58 C3H60 000067-64-1 10
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 246 (4.899 min): BF086140.D (-243) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 RSN .S
| 83.0 4.60 4.80 5.00 5.20
Obrrr e el e m/z 59.10 63.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L UL L RS UL
59.0 460 480 500 520
m/z 101.10 26 .05%
?1‘.0 L1 L 83.0 10%.0
G R R R SR AN ARAR RRARA RARSA RARAN LARAN LALASALRS SRS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520
5000 410 m/z 58.10 17.41%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3950: 2,3-Butanedione, monooxime e s e S
43.0 4.60 4.80 5.00 5.20
m/z 41.10 9.25%
5000
101.0
15.0 0
oo | Vg0 a0 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\
Data File : BF086140.D

Aca On : 7 Apr 2016 20:05

Operator : UM/SJ

Sample : H2230-08

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 3 unknown6.50 Concentration Rank 1

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

6.50 76.37 ng 2355890 1,4-Dichlorobenzene-d4 6.74
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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 386 (6.499 min): BF086140.D (-384) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 R AN LR S
40.1 541 | | 811 1150 6.20 6.40 6.60 6.80
L m/z 68.10 44 _08%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 DR LR SR R
6.20 6.40 6.60 6.80
310 5L0 m/z 134.10 32.43%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 "oB0 om0 ok oo
5000 9go 1160 m/z 66.10 27 .97%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine B R WA a s
132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.81%
5000
s Mo | ||
0'"'I'“W'k”'h'u""I'h"l""I""I""I""
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:\HPCHEM1\BNA_F\DATA\BF040716\
Data File : BF086140.D

Acq On > 7 Apr 2016 20:05

Operator : UM/SJ

Sample : H2230-08

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040216_.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]
2-Pentanone, 4-hy... 4.90 4.8 ng 147248 1 6.74 616985 20.0
unknown6 .50 6.50 76.4 ng 2355890 1 6.74 616985 20.0
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