LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF085973.D

Aca On : 1 Apr 2016 20:46

Operator : UM/SJ

Sample - PB89334BL

Misc :

ALS Vial : 11 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

4._.967 250 252 264 rBV 41808 75302 2.37% 0.303%
5.367 285 287 290 rBV 1891973 2285801 72.01% 9.193%
rBv 2017691 2584962 81.43% 10.397%
6.544 387 390 392 rBV 2263050 2654464 83.62% 10.676%
6.773 408 410 416 rBvV 717342 654946 20.63% 2.634%
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6.922 421 423 426 rBV 1486254 2073762 65.33% 8.341%
7.344 457 460 462 rBV 1367606 1699677 53.54% 6.836%
8.053 520 522 525 rBV 791314 830461 26.16% 3.340%
9.139 614 617 619 rBV 2306343 3143890 99.04% 12.645%
9.802 673 675 678 rBvV 639639 905924 28.54% 3.644%

=
QO ~NO®

11 10.602 742 745 747 rBV 1764827 1987553 62.61% 7.994%
12 11.288 803 805 808 rBV 1085557 988451 31.14% 3.976%
13 12.694 927 928 930 rBB 35457 39141 1.23% 0.157%
14 12.876 941 944 946 rBV 3381199 3174417 100.00% 12.767%
15 13.928 1033 1036 1038 rBV 903965 951982 29.99% 3.829%

16 15.334 1156 1159 1167 rVB 568919 812655 25.60% 3.268%

Sum of corrected areas: 24863388
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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:\HPCHEM1I\BNA F\DATA\BF040216\

BF085973.D

1 Apr 2016 20:46

UM/SsJ

PB89334BL

11 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\BF040216\
Data File : BF085973.D

Aca On : 1 Apr 2016 20:46

Operator : UM/SJ

Sample - PB89334BL

Misc :

ALS Vial : 11 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.97 2.30 ng 75302 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 2-Nonanone 142 C9H180 000821-55-6 12
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 12

Abundance Scan 252 (4.967 min): BF085973.D (-250) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 — TP
| 83.0 4.60 4.80 5.00 5.20 5.40
S S 1 m/z 59.10 57.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L SRABARARRERRRRS RARSE
59.0 4.60 4.80 5.00 520 5.40
0
150 4, 1010 m/z 101.10 21.70%
0 Tl Ly ‘ 83.0 . ‘
LR A AR RS SRS RARLA RS NARS RARLS RS SARAS LS LA SARS SARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
o 250 450 500 520 540
5000 m/z 58.10 17.73%
20.0 101.0
ol 20 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R e R R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 10.16%
5000 41.0
o T O =Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF085973.D

Aca On : 1 Apr 2016 20:46

Operator : UM/SJ

Sample - PB89334BL

Misc :

ALS Vial : 11 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 unknown6.54 Concentration Rank 1

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

6.54 81.06 ng 2654460 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 390 (6.544 min): BF085973.D (-387) (-) m/z 132.10 100.00%
132.
5000
68.1
96.1 T T T T T
400 541 6.20 6.40 6.60 6.80
o....,....,....,..-..,..I-.',..7.5?,1....,..!.,?1??.01.1.“?.1,....,-'...,.. m/z 134.10 33.19%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 BESSEBE AR SR SRR
6.20 6.40 6.60 6.80
210 510 m/z 68.10 32.24%
0'“'J“Jhwl'WH'“l'“llh?ﬁq'“l'“'l“"w"w"“ T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
SRR RSN LSRR
6.20 6.40 6.60 6.80
5000 67.0 m/z 66.10 20.38%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine R ma s AREEEEEES L
132.0 6.20 6.40 6.60 6.80
m/z 96.10 14 .44%
5000
33.0 44.0 0.0 105.0
0'"W'L"I”"“'”éﬁ?”'l"”?9'”I"ﬂ'P'M'ﬁ%§9I”" T USSR AR SR A
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040216\
Data File : BF085973.D

Acq On 1 Apr 2016 20:46

Operator : UM/SJ

Sample - PB89334BL

Misc :

ALS Vial : 11 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_97 2.3 ng 75302 1 6.77 654946 20.0
unknown6 .54 6.54 81.1 ng 2654460 1 6.77 654946 20.0
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