LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032717\
Data File : BF093957.D

Aca On : 27 Mar 2017 22:18

Operator : SJ/MA

Sample = 12409-03

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-BF032217.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 4.069 366 371 376 rBV 196634 221844 4.26% 0.641%
2 4.463 434 438 442 rBV 2215686 2093995 40.25% 6.052%
3 5.528 613 619 622 rBY 1530918 1383900 26.60% 4 _000%
4 5.681 639 645 648 rBY 3488160 3597687 69.16% 10.398%
5 5.934 684 688 692 rBV 955827 920078 17.69% 2.659%

6.116 714 719 723 rBV 3165748 3279305 63.04% 9.478%
6.587 792 799 802 rBV 2381853 2820424 54.22% 8.152%
7.439 938 944 948 rBV 1238076 1262201 24.26% 3.648%
8.769 1163 1170 1173 rBV 4399063 5201887 100.00% 15.035%
9.257 1250 1253 1260 rVB 81775 79310 1.52% 0.229%

=
QO ~NO®

11 9.586 1301 1309 1313 rVB 1306899 1416888 27.24% 4 _.095%
12 10.133 1397 1402 1405 rVB 106107 95088 1.83% 0.275%
13 10.563 1467 1475 1478 rBV 2505411 3043668 58.51% 8.797%
14 11.410 1613 1619 1623 rBV 1443993 1426023 27.41% 4.122%
15 13.392 1949 1956 1960 rBV 3663716 4946525 95.09% 14.297%

16 14.545 2148 2152 2159 rBV 67960 88439 1.70% 0.256%
17 14.663 2167 2172 2176 rBV 1263754 1351820 25.99% 3.907%
18 16.292 2444 2449 2455 rBV 886284 1076872 20.70% 3.112%

19 16.415 2466 2470 2474 rVB2 53807 62697 1.21% 0.181%

20 16.827 2536 2540 2550 rBV 51597 80676 1.55% 0.233%

21 17.304 2615 2621 2630 rVB 49212 87724 1.69% 0.254%

22 17.845 2708 2713 2720 rBV3 30395 61507 1.18% 0.178%
Sum of corrected areas: 34598558
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF032717\
Data File : BF093957.D

Aca On - 27 Mar 2017 22:18

Operator : SJ/MA

Sample : 12409-03

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF032217 .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: BF093957.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032717\
Data File : BF093957.D

Aca On : 27 Mar 2017 22:18

Operator : SJ/MA

Sample = 12409-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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._.07 4.82 ng 221844 1,4-Dichlorobenzene-d4 5.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 3-Hexanol 102 C6H140 000623-37-0 33
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 371 (4.069 min): BF093957.D (-366) (-) m/z 43.00 100.00%
43.0
59.0
5000
100 380 4.00 420 440
83.1 : : : :
o..“...“...“..nﬁ:.?ﬁ94!“...“...“n..“...i...“ m/z 59.00 57.35%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RSN LR S U
3.80 4.00 4.20 4.40
59.0 1010 m/z 101.00 18.21%
0 21.0 350, | 510 ‘ 67.0 830 91.0 | |
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
380 4.00 420 440
5000 41.0 m/z 58.00 14.21%
31.0
69.0 87.0
15.0 51.0 98.0
S UL S I IS UL UL UL SULILIS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4323: 3-Hexanol LI L L B LB L L BB
59.0 3.80 4.00 4.20 4.40
m/z 41.10 8.95%
5000 310 430 73.0
0 ﬂj \“H 51.0/ |/, 84.0 101.0
m/z--> 10 20 30 40 50 60 70 8 9 100 110 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032717\
Data File : BF093957.D

Aca On : 27 Mar 2017 22:18

Operator : SJ/MA

Sample = 12409-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 unknown5.68 Concentration Rank 1

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

5.68 78.20 ng 3597690 1,4-Dichlorobenzene-d4 5.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 645 (5.681 min): BF093957.D (-639) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 R UL A R R
401 540 540 560 5.80 6.00
o et 1 PN =X 1A B | m/z 68.10 38.88%
m/z--> 10 20 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 U U A R R
540 560 5.80 6.00
2.0 510 m/z 134.00 33.32%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
540 560 580 6.00
5000 67.0 m/z 66.10 23.58%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole R B
132.0 540 560 5.80 6.00
m/z 69.10 15.44%
5000
104.0
ol 140 270 390 510 000770 g90 || uso
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 540 560 5.80 6.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF032717\
Data File : BF093957.D

Acq On : 27 Mar 2017 22:18

Operator : SJ/MA

Sample - 12409-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .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... 4.07 4.8 ng 221844 1 5.93 920078 20.0
unknown5.68 5.68 78.2 ng 3597690 1 5.93 920078 20.0
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