LSC Area Percent Report

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

Data File : BM016690.D

Aca On : 06 Sep 2018 18:23 Instrument :
Operator : SJ/JU gmgﬁgamleM'
3?22 le J4798-06 090418-SIDIF-)E-D-M
ALS Vial : 6 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 5.516 373 379 395 rBV 357654 658004 5.42% 1.921%
2 7.146 652 656 673 rBV 191351 395894 3.26% 1.156%
3 7.493 709 715 728 rBV 889211 1539174 12.69% 4.494%
4 7.963 787 795 810 rBV2 284772 516446 4.26% 1.508%
5 8.275 841 848 859 rBVY 1674207 2728622 22 .50% 7.966%

9.145 990 996 1011 rBV 942893 1644383 13.56% 4_.801%
10.763 1265 1271 1283 rBV2 282458 521708 4_30% 1.523%
13.216 1681 1688 1697 rBVY 3678366 5155507 42.50% 15.051%
14.069 1827 1833 1842 rBVY 171602 268389 2.21% 0.784%
14.604 1917 1924 1932 rVB2 449305 704502 5.81% 2.057%

=
QO ~NO®

11 16.098 2172 2178 2194 rBV 2599233 3651904 30.11% 10.662%
12 17.351 2386 2391 2401 rBV 689960 1055101 8.70% 3.080%
13 18.204 2532 2536 2544 rBV2 100639 149675 1.23% 0.437%
14 19.945 2826 2832 2838 rBV 10512559 12129490 100.00% 35.412%
15 21.498 3092 3096 3106 rBV 1285677 1613382 13.30% 4_.710%

16 23.762 3476 3481 3490 rVB 778950 1520657 12.54% 4._.440%

Sum of corrected areas: 34252838
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LSC Report - Integrated Chromatogram

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

Data File : BM016690.D

Aca On : 06 Sep 2018 18:23

Operator : SJ/JU

ﬁ?ggle i J4798-06 090418-SIDI-E-D-M
ALS Vial : 6 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 : BM016690.D

Aca On : 06 Sep 2018 18:23

Operator : SJ/JU

ﬁ?ggle i J4798-06 090418-SIDI-E-D-M
ALS Vial : 6 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 59.61 ng 1539170 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Penten-3-vne 66 C5H6 000646-05-9 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 25
3 Tricvclol8.2.1.0(2.91trideca-5.... 188 C13H160 1000163-11-3 17
4 Tricvclol4.2.1.0<2.5>1Tnon-3-ene 120 C9H12 007078-40-2 16
5 Bicyclo[2.2.1]hept-5-ene-2-aceti... 180 C11H1602 074876-17-8 16

Abundance Scan 715 (7.493 min): BM016690.D (-709) (-) m/z 132.00 100.00%
132.0
66.1
5000
40.1 96.1 U IR L R IR
7.20 7.40 7.60 7.80
0 ,...I-,'!'-.l?“?-?.. a2 m/z 66.10  60. 75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #360: 1-Penten-3-yne
66.0
39.0
5000

7.20 7.40 7.60 7.80
m/z 68.10 45.72%

ol SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14006: 5-Aminoindole
132.0
R
7.20 7.40 7.60 7.80
5000 m/z 134.00 35.45%
104.0
66.0
ol 270 500 /" 880 | ‘\
e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48066: Tricyclo[8.2.1.0(2,9)]trideca-5,11-dien-3-one T
66.0 720 740 760 780
m/z 69.10 28.61%
5000
123.0
39.0 91.0 188.0
ok .,.‘...L‘..n“.,.”a.ﬂw‘..h‘.f.? POl 220 1700 |
m/z--> 20 40 60 80 100 120 140 160 180 200 720 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 : BM016690.D

Aca On : 06 Sep 2018 18:23

Operator : SJ/JU

Sample : J4798-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

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

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 6H-Indolo[3,2,1-de][1,5]nap--- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.20 2.84 ng 149675 Phenanthrene-d10 17.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6H-Indolol3.2.1-delll.51naphthvr... 256 C15H16N202 050630-67-6 52
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 46
3 Tridecanoic acid 214 C13H2602 000638-53-9 38
4 Carbamic acid. (4-chlorophenvl)-... 213 C10H12CINO2 002239-92-1 27
5 Tetradecanoic acid 228 C14H2802 000544-63-8 22

Abundance Scan 2535 (18.198 min): BM016690.D (-2532) (-) m/z 73.05 100.00%
. 213.2
256.2
5000
282.0 3410 | | 1780 18.00 18,20 18.40 18.60
0! m/z 55.10 97 .59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #92080: 6H-Indolo[3,2,1-de][1,5]naphthyridin-6-one, 1,2,3,...
218.0
256.0
5000
184.0 17.80 18.00 18.20 18.40 18.60
m/z 213.20 88.19%
O R A A E
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #92227: n-Hexadecanoic acid
43.0
17.80 18.00 18.20 18.40 18.60
5000 730 m/z 60.00 83.83%
miz--> z'd"Ab"é'd"é'd"iéb’ 50 '1'46 % '1'86 200 'z'zb' 240 'z'eb' 280 300 320 340
Abundance #65565: Tridecanoic acid
73.0 17.80 18.00 18.20 18.40 18.60
43.0 m/z 43.05 63.11%
5000 129.0
171.0
99.0 214.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 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 : BM016690.D

Acq On : 06 Sep 2018 18:23

Operator : SJ/JU

ﬁ?ggle i J4798-06 090418-SIDI-E-D-M
ALS Vial : 6 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:\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 59.6 ng 1539170 1 7.96 516446 20.0
6H-Indolo[3,2,1-d... 18.20 2.8 ng 149675 4 17.35 1055100 20.0
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