LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF085978.D

Aca On : 1 Apr 2016 23:12

Operator : UM/SJ

Sample : PB89315BL

Misc :

ALS Vial : 16 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 4.967 250 252 267 rBV 33201 67686 2.09% 0.279%
2 5.367 285 287 290 rBVY 1630630 2322236 71.55% 9.589%
3 6.418 376 379 381 rBVY 1832191 2455898 75.66% 10.141%
4 6.544 387 390 392 rBVY 2226281 2624685 80.86% 10.838%
5 6.773 408 410 421 rvVB 669478 607239 18.71% 2.508%

6.921 421 423 426 rBV 1614785 2009614 61.91% 8.298%
7.344 457 460 462 rBV 1260058 1641846 50.58% 6.780%
8.053 520 522 525 rBV 726450 793644 24 _.45% 3.277%
9.139 614 617 619 rBV 2173100 3062168 94.34% 12.645%
9.802 673 675 678 rBvV 669947 882410 27.19%% 3.644%

=
QO ~NO®

11 10.602 742 745 747 rBV2 1425531 1873350 57.72% 7.736%
12 11.288 803 805 808 rBV 1032388 949133 29.24% 3.919%
13 12.876 941 944 946 rBV 3368998 3245832 100.00% 13.403%
14 13.928 1034 1036 1038 rBV 814868 904724 27.87% 3.736%
15 15.334 1156 1159 1166 rBV 564492 776393 23.92% 3.206%

Sum of corrected areas: 24216858
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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\

BF085978.D

1 Apr 2016 23:12

UM/SsJ

PB89315BL

16 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 : BF085978.D

Aca On : 1 Apr 2016 23:12

Operator : UM/SJ

Sample : PB89315BL

Misc :

ALS Vial : 16 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 2.23 ng 67686 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 56
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 7

Abundance Scan 252 (4.967 min): BF085978.D (-250) (-) m/z 43.10 100.00%
431
59.1
5000
101.1
| 831 | 4.60 4.80 5.00 5.20 5.40
oY 17 PEEBESSESOY P 1SS SRS M m/z 59.10 56.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA R RS S
4.60 4.80 5.00 5.20 5.40
59.0 1010 m/z 101.10 19.70%
0 270 | 510 ‘ 6900 830910 ]
miz--> 1 % % 4 % 6 70 s % 100 10
Abundance
43.0
460 480 500 5.20 5.40
5000 m/z 58.10 18.19%
27.0 55.0
150 10 830 980
S I UL I SIS UL IR UL SULIL L WL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- e A R m
59.0 460 480 500 520 540
m/z 41.10 9.03%
5000 41.0
31.0
69.0 870
wo W il sl | %50
0'”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I”"P I R R I
m/z--> 10 20 60 70 80 90 100 110 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF085978.D

Aca On : 1 Apr 2016 23:12

Operator : UM/SJ

Sample : PB89315BL

Misc :

ALS Vial : 16 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 86.45 ng 2624690 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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Xenon 132 Xe 007440-63-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 390 (6.544 min): BF085978.D (-387) (-) m/z 132.10 100.00%
13R.1
5000
68.1
96.1 T T T T
40.0 54.1 ‘ 6.20 6.40 6.60 6.80
bt :|-.|.'.8,1-.1. TR | — m/z 134.10 33.81%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 USSR AR SR A

6.20 6.40 6.60 6.80
m/z 68.10 32 .55%

31.0 51.0
0 ‘ ] H {1 Y L 1
e
miz--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
A
74.0 6.20 6.40 6.60 6.80
5000 ggo 1160 m/z 66.10 20.82%
158.0 189.0
O e T o S e o St R anct
miz--> 40 60 80 100 120 140 160 180 i}
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal e e
132.0 6.20 6.40 6.60 6.80
m/z 96.10 14 .33%
5000 67.0
41.0 97.0
‘ ‘ 117.0
miz--> 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\BF040216\
Data File : BF085978.D

Acq On 1 Apr 2016 23:12

Operator : UM/SJ

Sample - PB89315BL

Misc :

ALS Vial : 16 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 2.2 ng 67686 1 6.77 607239 20.0
unknown6 .54 6.54 86.5 ng 2624690 1 6.77 607239 20.0
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