LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041318\
Data File : BF104491.D
Aca On : 13 Apr 2018 20:55 Instrument :
Operator : JU/SJ EﬁAfs el

- _ lentosampleld :
3?2?:'6 - J2314-01 CA-AQIDWO01-20180409
ALS Vial : 20 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-BF040618.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 5.010 493 497 503 rVvB 67442 72650 2.19% 0.348%
2 5.422 563 567 571 rBVY 1330163 1251252 37.70% 6.001%
3 6.440 736 740 752 rBV 916687 801563 24.15% 3.844%
4 6.581 759 764 767 rBVY 2641976 2371806 71.47% 11.375%
5 6.810 799 803 806 rBV 880770 679792 20.48% 3.260%
6 6.969 825 830 833 rBVY 2758717 2431210 73.26% 11.660%
7 7.375 894 899 902 rBY 1780444 1892339 57.02% 9.076%
8 8.092 1017 1021 1024 rBVY 1111644 882361 26.59% 4.232%
9 9.169 1199 1204 1207 rBV 3348843 3318749 100.00% 15.917%
10 9.563 1267 1271 1274 rBV 143813 119674 3.61% 0.574%
11 9.775 1304 1307 1310 rBV 54687 39103 1.18% 0.188%
12 9.851 1316 1320 1329 rVB 1049538 906168 27 .30% 4 .346%
13 10.275 1389 1392 1395 rvB2 65608 51876 1.56% 0.249%
14 10.639 1450 1454 1458 rBVY 1575767 1556371 46.90% 7.464%
15 10.751 1470 1473 1475 rBvV 57118 53703 1.62% 0.258%
16 10.775 1475 1477 1482 rVB 46117 46011 1.39% 0.221%

17 11.339 1569 1573 1576 rBV 959738 766316 23.09% 3.675%
18 12.927 1839 1843 1847 rBV 2491073 2431634 73.27% 11.662%
19 13.980 2019 2022 2026 rVB 643229 601988 18.14% 2.887%
20 15.451 2267 2272 2282 rVB 425109 575896 17.35% 2.762%

Sum of corrected areas: 20850462
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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\BF041318\

BF104491.D

13 Apr 2018 20:55

JU/SJ

J2314-01 CA-AQIDWO01-20180409
20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041318\

Data File : BF104491.D

Aca On : 13 Apr 2018 20:55

Operator : JU/SJ

ﬁ?ggle ; J2314-01 CA-AQIDWO01-20180409
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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.

5.01 2.14 ng 72650 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 38
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
4 3-Pentanol 88 C5H120 000584-02-1 23
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 16

Abundance Scan 497 (5.010 min): BF104491.D (-493) (-) m/z 43.00 100.00%
43
59
5000
101 I A S
53 83 4.60 4.80 5.00 5.20 5.40
| A | U Y| . AN N m/z 59.00 59.50%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 I LR UL L I
4.60 4.80 5.00 5.20 5.40
m/z 101.00 23.45%
o 25 31 37 83 o3 '
miz--> A S N R AT
Abundance
43
460 480 500 520 5.40
5000 m/z 58.00 14 .52%
101
15 58
0 28 37 51 69 84
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8358: 2-Hexanol, 2-methy!l- T Eamaa B
50 4.60 4.80 5.00 5.20 5.40
m/z 41.00 10.29%
5000
31 101
o 15 1] \“\ 53, 09 & A
”'I'”'I'”'I'”'I'”'I'”'I"”I"”I"”I"”I"”I'
m/z--> 10 20 30 50 60 70 80 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041318\

Data File : BF104491.D

Aca On : 13 Apr 2018 20:55

Operator : JU/SJ

ﬁ?ggle ; J2314-01 CA-AQIDWO01-20180409
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 unknown6.58 Concentration Rank 2

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

6.58 69.78 ng 2371810 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 764 (6.581 min): BF104491.D (-759) (-) m/z 132.00 100.00%
132
5000 68
40 % 620 640 6.60 6.80 7.00
54 . . : . .
0 T our N | m/z 68.10 40.05%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
5000 SRR AR N SR
6.20 6.40 6.60 6.80 7.00
104 m/z 134.00 33.03%
ol 14 27 39 1 %7 g | us ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 6.60 6.80 7.00
5000 og 116 m/z 66.00 25.60%
158 189
R S B S S UL W BRI
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine R e R e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.29%
97
5000
70
31
O '|""'|ﬁ4'H'i?'”"‘|§§' T '}%ﬁ L RS SR R LA ARER N SR
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF041318\

Data File : BF104491.D

Acq On : 13 Apr 2018 20:55

Operator : JU/SJ

ﬁ?ggle ; J2314-01 CA-AQIDWO01-20180409
ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.01 2.1 ng 72650 1 6.81 679792 20.0
unknown6 .58 6.58 69.8 ng 2371810 1 6.81 679792 20.0
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