LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\
Data File : BF086037.D

Aca On : 4 Apr 2016 14:35

Operator : UM/SJ

Sample = PB89407BL

Misc :

ALS Vial : 3 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._.956 249 251 258 rBV 55803 105050 3.03% 0.386%
5.367 284 287 289 rBV 2176514 2661659 76.83% 9.776%
rBV 2452537 2723367 78.61% 10.003%
6.533 386 389 391 rBV 2568184 2846750 82.18% 10.456%
6.762 407 409 417 rBvV 774980 711764 20.55% 2.614%
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6.910 420 422 425 rBV 1711630 2199477 63.49% 8.079%
7.333 456 459 461 rBV 1644460 1878007 54.21% 6.898%
8.042 519 521 524 rBV 765661 910453 26.28% 3.344%
9.128 613 616 618 rBVY 2869941 3407849 98.37% 12.517%
9.802 672 675 677 rBV 788613 1031828 29.79%% 3.790%

=
QO ~NO®

11 10.591 741 744 746 rBV 1975096 2128054 61.43% 7.816%
12 11.276 802 804 807 rBV 1061370 1108646 32.00% 4.072%
13 12.865 940 943 945 rBV 3461843 3464232 100.00% 12.724%
14 13.917 1032 1035 1037 rBV 1015380 1087620 31.40% 3.995%
15 15.311 1155 1157 1167 rBV 610580 917691 26.49% 3.371%

16 15.608 1177 1183 1191 rBV3 8915 43839 1.27% 0.161%

Sum of corrected areas: 27226286
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\
Data File : BF086037.D

Aca On 4 Apr 2016 14:35

Operator : UM/SJ

Sample : PB89407BL

Misc :

ALS Vvial : 3 Sample Multiplier: 1

Z:\HPCHEMI\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

Abundance TIC: BF086037.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\
Data File : BF086037.D

Aca On : 4 Apr 2016 14:35

Operator : UM/SJ

Sample = PB89407BL

Misc :

ALS Vial : 3 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.

4.96 2.95 ng 105050 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 251 (4.956 min): BFO86037.D (-249) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1
83.0 4.60 4.80 5.00 5.20
oY X 1 FEBEBSCSESOY 1SS SRS VS m/z 59.10 56.73%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AN UL UL R
4.60 4.80 5.00 5.20
59.0 m/z 101.10 20.20%
0 20 | 510 | es0  830g19 0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
460 480 500 520
5000 m/z 58.10 17.11%
101.0
o150 31.0 58.0 490 86.0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- E RAa R
59.0 4.60 4.80 5.00 5.20

m/z 41.10 9.53%

5000 41.0
31.0

69.0 87.0
15.0 “\ L] 51-9\\\ ‘ 98.0

T MM MMM R i S

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\
Data File : BF086037.D

Aca On : 4 Apr 2016 14:35

Operator : UM/SJ

Sample = PB89407BL

Misc :

ALS Vial : 3 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 unknown6.53 Concentration Rank 1

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

6.53 79.99 ng 2846750 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 389 (6.533 min): BF086037.D (-386) (-) m/z 132.10 100.00%
13R.1
5000
68.1
96.1 USRS A
401 541 6.20 6.40 6.60 6.80
bt :|-.|.'.8,1-.1. TR | — m/z 134.10 34.21%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 USRS AR
6.20 6.40 6.60 6.80
310 5L0 m/z 68.10 33.96%
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
AR AR AR AR
74.0 6.20 6.40 6.60 6.80
5000 ggo 1160 m/z 66.10 21.51%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal A mammn e e
132.0 6.20 6.40 6.60 6.80
m/z 96.10 14 .84%
5000 67.0
41.0 97.0
‘ ‘ 117.0
oL ...“i“. .%1’.0"‘.“‘.‘.%?‘".0.‘.‘a|....“|..H.|....|....|.... 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:\HPCHEM1\BNA_F\DATA\BF040416\
Data File : BF086037.D

Acq On 4 Apr 2016 14:35

Operator : UM/SJ

Sample - PB89407BL

Misc :

ALS Vial : 3 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... 4.96 3.0 ng 105050 1 6.76 711764 20.0
unknown6 .53 6.53 80.0 ng 2846750 1 6.76 711764 20.0
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