LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM090618\

Data File : BM016698.D

Aca On : 06 Sep 2018 23:12 Instrument :

Operator : SJ/JU BNA_M

Sample  : J4798-14 UGl

o : 090418-DBRI-E-U-B
isc :

ALS Vial : 14 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 M\METHODS\8270-BM082118 .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 5.516 374 379 391 rBV 291667 560387 5.16% 1.770%
2 7.145 652 656 665 rBV 195410 364817 3.36% 1.153%
3 7.487 709 714 732 rBV 775661 1409638 12.97% 4._.453%
4 7.963 789 795 806 rBV2 266675 483287 4 _.45% 1.527%
5 8.275 841 848 866 rBY 1434660 2354036 21.66% 7.437%

9.145 990 996 1018 rBV 792837 1427500 13.14% 4_.510%
10.763 1265 1271 1281 rBV2 282780 522034 4._80% 1.649%
13.216 1681 1688 1699 rBV 3328447 4466760 41.10% 14.112%
14.069 1827 1833 1842 rBV2 201000 307152 2.83% 0.970%
14.604 1917 1924 1934 rVB3 433191 709771 6.53% 2.242%

=
QO ~NO®

11 16.098 2172 2178 2195 rBV 2337100 3287974 30.26% 10.387%
12 17.345 2383 2390 2403 rBvV 702949 1091323 10.04% 3.448%
13 18.204 2531 2536 2544 rBV2 132658 182701 1.68% 0.577%
14 19.939 2826 2831 2842 rBV 10394135 10866990 100.00% 34.331%
15 21.174 3036 3041 3045 rBVS8 76281 138666 1.28% 0.438%

16 21.497 3091 3096 3103 rBV 1272036 1699750 15.64% 5.370%
17 23.756 3474 3480 3492 rBV 859357 1780445 16.38% 5.625%

Sum of corrected areas: 31653231
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM090618\

Data File : BM016698.D

Aca On : 06 Sep 2018 23:12

Operator : SJ/JU

ﬁ?ggle i J4798-14 090418-DBRI-E-U-B
ALS Vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

= Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM090618\
Data File : BM016698.D

Aca On : 06 Sep 2018 23:12

Operator : SJ/JU

Sample : J4798-14

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_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 unknown7.49 Concentration Rank 2

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

7.49 58.34 ng 1409640 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-1-vne. (E)- 66 C5H6 002004-69-5 30
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 27
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 22
4 Tricvclol4.2.1.0<2.5>1Tnon-3-ene 120 C9H12 007078-40-2 16
5 Acetic acid, 2-benzimidazol-2-yl- 176 C9H8N202 013570-08-6 16

Abundance Scan 715 (7.492 min): BM016698.D (-709) (-) m/z 132.00 100.00%
132.0
66.1
5000
40.1 103.0 ‘ LRI AL SRR L I
7.20 7.40 7.60 7.80
ol 850 | bl 1989 66 10 56.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #364: 3-Penten-1-yne, (E)-
66.0
39.0
5000
7.20 7.40 7.60 7.80
m/z 68.10 43.18%
15.0
0 IR SRR WAL AL IR S S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14015: 1H-Benzimidazole, 2-methyl-
132.0
720 7.40 7.60 7.80
5000 m/z 134.00 33.12%
63.0
39.0 90.0
0,,,,II‘,,,MN,,‘1,I‘HH,,;HI,,m,}9@,9,I,,m,llmllmllmlu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine R R b R
132.0 7.20 7.40 7.60 7.80
m/z 69.10 29.95%
97.0
5000
70.0
31.0
51.0
0'”'I'A'ILH'P”“JI“'”I”Q?P”"I”"I”"I”"I”
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM090618\

Data File : BM016698.D

Aca On : 06 Sep 2018 23:12

Operator : SJ/JU

ﬁ?ggle i J4798-14 090418-DBRI-E-U-B
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 Tridecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.20 3.35 ng 182701 Phenanthrene-d10 17.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 74
2 5-n-Butvl-2.4-diamino-6-Ip-tolvl... 256 C15H20N4 274679-66-2 38
3 .alpha.-D-Galactopvranoside. met... 334 C17H3406 1000157-55-9 32
4 _alpha.-D-Glucopvranoside. methv... 334 C17H3406 1000157-24-7 32
5 Coumarine-3-carbonitrile, 4-(2-h... 213 C12H7NO3 1000270-09-9 27
Abundance Scan 2535 (18.198 min): BM016698.D (-2531) (-) m/z 73.05 100.00%
73.0 213.1

5000

17.80 18.00 18.20 18.40 18.60

0 m/z 213.10 90.69%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #65562: Tridecanoic acid
73.0
5000 | SIS BLENL L B L NI BL
29. 17.80 18.00 18.20 18.40 18.60
1290 _ 2140 m/z 60.10  64.52%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #92096: 5-n-Butyl-2,4-diamino-6-[p-tolyl|pyrimidine
213.0
AN A a ma T
17.80 18.00 18.20 18.40 18.60
5000 m/z 55.10 58.85%
256.0

43.0 99.0 17}0

) O ———
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #134601: .alpha.-D-Galactopyranoside, methyl-4-O-decyl-
213.0 17.80 18.00 18.20 18.40 18.60
43.0 m/z 69.10 41.75%
5000 50
' 129.0 175.0
o 256.0 303.0

m/z--> 50 100 150 200 250 300 350 400 450 500 17.80 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM090618\

Data File : BM016698.D

Acq On : 06 Sep 2018 23:12

Operator : SJ/JU

ﬁ?ggle i J4798-14 090418-DBRI-E-U-B
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082118_M
Quant Title : 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]
unknown? .49 7.49 58.3 ng 1409640 1 7.96 483287 20.0
Tridecanoic acid 18.20 3.4 ng 182701 4 17.34 1091320 20.0
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