LSC Area Percent Report

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

Data File : BM016696.D

Aca On : 06 Sep 2018 22:00 Instrument :

Operator : SJ/JU BNA_M

Sample  : J4798-12 UG el

o : 090418-DBRI-E-D-M
isc :

ALS Vial : 12 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 5.516 374 379 397 rBV2 280223 551042 4 .58% 1.648%
2 7.146 651 656 669 rBV 163874 331032 2.75% 0.990%
3 7.493 708 715 733 rBV 804728 1415899 11.76% 4.234%
4 7.963 788 795 807 rBV 293414 503606 4.18% 1.506%
5 8.275 841 848 864 rBY 1477594 2422852 20.13% 7.246%

9.146 989 996 1010 rBV 859196 1512632 12.57% 4.524%
10.763 1265 1271 1283 rBVY 286575 532438 4.42% 1.592%
13.216 1679 1688 1700 rBV 3451449 4708857 39.13% 14.082%
14.069 1828 1833 1844 rBVY 165620 251956 2.09% 0.754%
14.604 1915 1924 1934 rVB2 462519 751727 6.25% 2.248%

=
QO ~NO®

11 16.098 2172 2178 2194 rBV 2610188 3618669 30.07% 10.822%
12 17.345 2383 2390 2403 rBvV 723313 1130485 9.39% 3.381%
13 18.204 2531 2536 2542 rBV2 102786 147316 1.22% 0.441%
14 19.939 2825 2831 2839 rBV 11098188 12034906 100.00% 35.992%
15 21.498 3091 3096 3103 rBV 1294129 1807275 15.02% 5.405%

16 23.756 3474 3480 3489 rBvV 832224 1717376 14.27% 5.136%

Sum of corrected areas: 33438068
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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:\SVOASRV\HPCHEMI\BNA M\DATA\BMO090618\

BM016696 .D

06 Sep 2018 22:00

SJ3/JU

J4798-12 090418-DBRI-E-D-M
12 Sample Multiplier: 1

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 : BM016696.D

Aca On : 06 Sep 2018 22:00

Operator : SJ/JU

ﬁ?ggle i J4798-12 090418-DBRI-E-D-M
ALS Vial : 12 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 56.23 ng 1415900 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentadiene 66 C5H6 000542-92-7 35
2 1.4.4a.8a-Tetrahvdro-1.4-methano... 174 C11H1002 001200-89-1 25
3 (3a.alpha..4.alpha..7.alpha..7a.... 164 C9H803 000129-64-6 25
4 1-Buten-3-vne. 2-methvl- 66 C5H6 000078-80-8 17
5 3-Penten-1-yne, (E)- 66 C5H6 002004-69-5 17

Abundance Scan 715 (7.493 min): BM016696.D (-708) (-) m/z 132.00 100.00%
132.0
66.1
5000
720 740 7.60 7.80
0 m/z 66.10 57.19%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #362: 1,3-Cyclopentadiene
66.0
5000
39.0 7.20 7.40 7.60 7.80
m/z 68.10 43.24%
ol 26.0 52.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #38589: 1,4,4a,8a-Tetrahydro-1,4-methanonaphthalene-5,8-dione
66.0
720 740 7.60 7.80
5000 30,0 m/z 134.10 34.18%
108.0
26.0
82.0
o bl APl ] 13101460 1740
mz-> 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170 180
Abundance #324609: (3a_a|pha.,4.a|pha.,7.a|pha.,7a.a|pha.)—3a,4,7,7a—... LI B B L I
66.0 720 7.0 7.60 7.80
m/z 69.10 27 .37%
5000
91.0
39.0
o 1,520 10501190 136.0 164.0
m/z--> 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170 180 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 : BM016696.D

Aca On : 06 Sep 2018 22:00

Operator : SJ/JU

ﬁ?ggle i J4798-12 090418-DBRI-E-D-M
ALS Vial : 12 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 Tetradecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.20 2.61 ng 147316 Phenanthrene-d10 17.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 92
2 Tridecanoic acid 214 C13H2602 000638-53-9 84
3 6H-Indolol3.2.1-dell1.5Tnaphthvr... 256 C15H16N202 050630-67-6 50
4 Lumiflavine 256 C13H12N402 001088-56-8 38
5 Undecanoic acid 186 C11H2202 000112-37-8 25
Abundance Scan 2535 (18.198 min): BM016696.D (-2531) (-) m/z 73.05 100.00%
73.0
11 213.1
5000
17.80 18.00 18.20 18.40 18.60
0 m/z 213.10 76.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75070: Tetradecanoic acid
43.0 , 73.0
5000 SRR SRR BARR B
129.0 1780 18,00 18.20 18.40 18.60
185.0 m/z 60.10 73.65%
97.0 228.0
o 18.0 157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65565: Tridecanoic acid
73.0
T e
43.0 17.80 18.00 18.20 18.40 18.60
5000 129.0 m/z 41.10 71.44%
171.0
97.0 214.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92080: 6H-Indolo[3,2,1-de][1,5]naphthyridin-6-one, 1,2,3,...
218.0 17.80 18.00 18.20 18.40 18.60
256.0 m/z 256.30 63.59%
5000 184.0
0"|""|""|""|""|""|""""""""""""'""|""|"' — |A|||A|||| —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1780 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 : BM016696.D

Acq On : 06 Sep 2018 22:00

Operator : SJ/JU

ﬁ?ggle i J4798-12 090418-DBRI-E-D-M
ALS Vial : 12 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 56.2 ng 1415900 1 7.96 503606 20.0
Tetradecanoic acid 18.20 2.6 ng 147316 4 17.34 1130490 20.0
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