LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112719\

Data File : BF118055.D

Aca On - 27 Nov 2019 21:51 Instrument :
Operator : JU BNA_F

Sample 1 K5999-06 5X ClientSampleld :
Misc - IDLEWILD-BH-04A
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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF111319.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 5.075 504 508 515 rBV 350158 321061 28.50% 3.202%
2 5.487 575 578 589 rBV 219568 211714 18.79% 2.112%
3 6.504 747 751 763 rBV 651530 601287 53.38% 5.997%
4 6.645 772 775 779 rBV 508062 441372 39.18% 4.402%
5 6.881 812 815 819 rBV 926447 767968 68.17% 7.660%

6 7.040 838 842 846 rBV 707053 543645 48.26% 5.422%
7 7.440 907 910 921 rBV 449112 410388 36.43% 4_.093%
8 8.169 1031 1034 1038 rBV 1156938 997794 88.57% 9.952%
9 9.245 1214 1217 1221 rBV 923916 788703 70.01% 7.867%
10 9.639 1281 1284 1289 rBV 98027 82222 7.30% 0.820%
11 9.933 1330 1334 1338 rBV 1401632 1126528 100.00% 11.236%
12 10.304 1394 1397 1400 rBV 21861 19165 1.70% 0.191%
13 10.722 1465 1468 1474 rBV 107640 96683 8.58% 0.964%
14 11.427 1584 1588 1594 rBV 1222496 1007119 89.40% 10.045%
15 11.945 1673 1676 1681 rBV 58690 70414 6.25% 0.702%
16 12.510 1770 1772 1777 rVB6 13724 15768 1.40% 0.157%
17 12.739 1808 1811 1813 rBvV4 24154 27419 2.43% 0.273%
18 12.886 1830 1836 1838 rBV2 25677 51227 4 _55% 0.511%
19 13.016 1854 1858 1867 rBV 810051 679563 60.32% 6.778%
20 13.404 1921 1924 1926 rBV 40255 41080 3.65% 0.410%

21 14.080 2035 2039 2044 rBV 1017441 900835 79.97% 8.985%
22 15.586 2290 2295 2303 rBV 603116 823802 73.13% 8.217%

Sum of corrected areas: 10025757
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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:\SVOASRVA\HPCHEMI\BNA F\DATA\BF112719\

BF118055.D

27 Nov 2019 21:51

Ju

K5999-06 5X

20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF111319._.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:\SVOASRV\HPCHEMI\BNA F\DATA\BF112719\
Data File : BF118055.D

Aca On : 27 Nov 2019 21:51

Operator :© JU

Sample : K5999-06 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.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.

5.07 8.36 ng 321061 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 507 (5.069 min): BF118055.D (-504) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 S b G ——
| 83.0 480 500 520 5.40
o) BT S| R A P m/z 59.00 62.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A L UL UL UL
59.0 480 500 520 540
m/z 101.00 22 .98%
31.0 g3 1010
0'”P”W'”ﬁh'¢h”l”“P'”P”'H”W'“Wh'W”'W”“P'”P“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
480 500 520 540
5000 41.0 m/z 58.00 13.95%
o | T A Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime A e R ma
43.0 4.80 500 520 5.40
m/z 41.00 9.06%
5000
101.0
15.0 0
20 | g0 a0 | A
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112719\
Data File : BF118055.D

Aca On : 27 Nov 2019 21:51

Operator :© JU

Sample : K5999-06 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.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 unknown6.65 Concentration Rank 2

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

6.65 11.49 ng 441372 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 776 (6.651 min): BF118055.D (-772) (-) m/z 132.00 100.00%
132.0
5000
68.1
IR IS U R
400 540 | 780 97'0 106.0 ‘ 6.40 6.60 6.80 7.00
) ANRRECSNIMEPVITINSMPROASRPATA 1NN £ BN 1 MBI || S m/z 134.00 33.82%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 i el b o b
4o o a0 m/z 68.10 33.07%
0 .|....|....||‘.|...il....|‘.'.|ll| .I.I.l;'....‘|..I:.|.1.0.7.'0...l.'|....| P
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0
117.0 " 640 6.60 6.80 7.00
5000 m/z 66.00 21.94%
39.0 910
o | S0 @o 7o | wmo || |
o) |||‘| -t ||||‘|‘||| |l|| PPN TR I\I\II |||l . M
mz> 20 % 40 50 60 70 80 0 100 110 10 130 140
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine R T N Atay
132.0 6.40 6.60 6.80 7.00
m/z 96.00 14.10%
5000
104.0
10 S0 TP 78O0 w10 | 4y7g
OIIIIIIIII IIII‘IIIII‘IIIIIIIIIIIIIIIIIIIIIIIIIII ||||| T —o T T —T T
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF112719\
Data File : BF118055.D

Acq On 27 Nov 2019 21:51

Operator : JU

Sample - K5999-06 5X

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319.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... 5.07 8.4 ng 321061 1 6.88 767968 20.0
unknown6 .65 6.65 11.5 ng 441372 1 6.88 767968 20.0
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