LSC Area Percent Report

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

Data File : BM016702.D

Aca On : 07 Sep 2018 01:36 Instrument :

Operator : SJ/JU gmgﬁgamleM'

agmple : J4798-18 OMM1&ﬂPgE4LM
isc :

ALS Vial : 18 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 5.516 374 379 388 rBV 289653 526711 4_.93% 1.808%
2 7.146 651 656 674 rBV2 169022 346145 3.24% 1.188%
3 7.487 709 714 731 rBV 746274 1345554 12.59% 4.619%
4 7.963 789 795 807 rBV 229089 429055 4_.01% 1.473%
5 8.275 841 848 859 rBVY 1427522 2324716 21.75% 7.980%

9.146 990 996 1013 rBV 821525 1415513 13.24% 4 _.859%
10.763 1265 1271 1287 rBV2 227365 444048 4._.15% 1.524%
13.216 1682 1688 1705 rBVY 3207365 4233934 39.61% 14.534%
14.604 1915 1924 1933 rBV2 368112 596348 5.58% 2.047%
16.098 2172 2178 2192 rBV 2086242 3036580 28.41% 10.424%

=
QO ~NO®

11 17.345 2385 2390 2404 rBvV 546868 847856 7.93% 2.910%
12 18.198 2529 2535 2542 rBV4 76087 114888 1.07% 0.394%
13 19.939 2825 2831 2839 rBVY 10073332 10689213 100.00% 36.693%
14 21.498 3091 3096 3102 rBV 971195 1331067 12.45% 4 _.569%
15 23.756 3475 3480 3494 rVB2 695824 1449869 13.56% 4.977%

Sum of corrected areas: 29131497
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM090618\
Data File : BM016702.D

Aca On : 07 Sep 2018 01:36

Operator : SJ/JU

Sample : J4798-18

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library 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 : BM016702.D

Aca On : 07 Sep 2018 01:36

Operator : SJ/JU

Sample : J4798-18

Misc :

ALS Vial : 18 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 1 unknown7.49 Concentration Rank 2

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

7.49 62.72 ng 1345550 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-1-vne. (2)- 66 C5H6 001574-40-9 27
2 1H-Indene. 3a.4.7.7a-tetrahvdro- 120 C9H12 003048-65-5 27
3 3a.4.5.6.7.7a-Hexahvdro-4.7-meth... 134 C10H14 004488-57-7 25
4 1H-Tetrazaborole. 5-chloro-4.5-d... 132 C2H6BCIN4 021960-49-6 22
5 3-Hexenedinitrile 106 C6H6N2 001119-85-3 16

Abundance Scan 715 (7.493 min): BM016702.D (-709) (-) m/z 132.10 100.00%
13p.1
66.1
5000
401 541 ‘71 9.0 7.20 7.40 7.60 7.80
6.1 : : : :
0 .,....,...~.|!'.|..-.i!J..,'!'I".,.':ﬁ':,.8.5.-.9,..I-.,H?'.'.,....,....,~ lerre | m/z 66.10 60.57%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #363: 3-Penten-1-yne, (2)-
68.0
5000 390

7.20 7.40 7.60 7.80
m/z 68.10 45.83%

27.0 51.0
0 1y || 1l NInIn
R L R I o B B e RE RS B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9144: 1H-Indene, 3a,4,7,7a-tetrahydro-
66.0
= e
7.20 7.40 7.60 7.80
5000 m/z 134.00 34.26%
120.0
79.0
270 39 s10 X 9#0 105.0
O R N B B ARRR R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14419: 3a,4,5,6,7,7a-Hexahydro-4,7-methanoindene I EE R ERRRE R
66.0 7.20 7.40 7.60 7.80
m/z 69.10 28.33%
5000
91.0 134.0
77.0
28.0 390 g | ‘ | 1050 1190
N N Y U I N SN PR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 740 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM090618\
Data File : BM016702.D

Aca On : 07 Sep 2018 01:36

Operator : SJ/JU

Sample : J4798-18

Misc :

ALS Vial : 18 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 3 Tridecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.20 2.71 ng 114888 Phenanthrene-d10 17.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 52
2 Anthranilic acid. N-(o-fluorophe... 231 C13H10FNO2 000054-58-0 27
3 .alpha.-D-Galactopvranoside. met... 334 C17H3406 1000157-55-9 25
4 Diethvlbis(tetramethyvlene)disilo... 242 C12H260Si2 018035-51-3 25
5 6H-Indolo[3,2,1-de][1,5]naphthyr... 256 C15H16N202 050630-67-6 16
Abundance Scan 2535 (18.198 min): BM016702.D (-2529) (-) m/z 213.20 100.00%
21B.2
5000
256.4
281.9 355.0 17.80 18.00 18.20 18.40 18.60
0 m/z 41.10 60.78%
m/z--> 50 100 150 200 250 300 350
Abundance #65565: Tridecanoic acid
73.0
43.0
5000 129.0
171.0 17.80 18.00 18.20 18.40 18.60
214.0 m/z 72.95 56.64%
990| ‘
o! :l".‘l.lf‘l. .'.l. I|.III ——— e
m/z--> 50 100 150 200 250 300 350
Abundance #76811: Anthranilic acid, N-(o-fluorophenyl)-
218.0
17,80 18.00 18.20 18.40 18.60
5000 185.0 m/z 55.10 54 _29%
92.0
39.0 q h 157.0
oL ‘LML\M J*,‘;.B.ll'?,'.‘..“.,...‘.,.... e
m/z--> 100 150 200 250 300 350
Abundance #134601: .alpha.-D-Galactopyranoside, methyl-4-O-decyl-
213.0 17.80 18.00 18.20 18.40 18.60
43.0 439 m/z 129.00 47 .22%
5000
9.0 1290 175.0
04 ‘ H \ \L n H \H A 245'0271'0 303'0 334'0
m/z--> 50 100 250 %o 350 ﬂmmmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM090618\
Data File : BM016702.D

Acq On : 07 Sep 2018 01:36

Operator : SJ/JU

Sample : J4798-18

Misc :

ALS Vial : 18 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown? .49 7.49 62.7 ng 1345550 1 7.96 429055 20.0
Tridecanoic acid 18.20 2.7 ng 114888 4 17.34 847856 20.0
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