LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM090418\

Data File : BM016665.D

Aca On : 05 Sep 2018 05:54 Instrument :

Operator : SJ/JU gmgﬁgamleM'

agmple : J4759-08 o&m1aoséipue
isc :

ALS Vial : 22 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 5.546 379 384 402 rBV 261011 523636 5.68% 1.831%
2 7.181 656 662 678 rBV 143345 326548 3.54% 1.142%
3 7.522 714 720 739 rBV 735823 1337704 14.51% 4_.679%
4 7.992 795 800 821 rVB 232419 466913 5.07% 1.633%
5 8.304 847 853 874 rBV 1441667 2465653 26.75% 8.624%

9.181 995 1002 1019 rBV 788013 1447555 15.71% 5.063%
10.798 1271 1277 1295 rBV 248733 487836 5.29% 1.706%
13.251 1687 1694 1709 rBV 3088494 4430887 48.07% 15.497%
14.104 1835 1839 1848 rBV2 78420 141394 1.53% 0.495%
14.633 1921 1929 1945 rBV2 386814 659593 7.16% 2.307%

=
QO ~NO®

11 16.127 2178 2183 2197 rBV 1625986 2668884 28.96% 9.335%
12 17.380 2391 2396 2411 rVB 574582 959923 10.41% 3.357%
13 18.233 2535 2541 2545 rBV7 89724 141747 1.54% 0.496%
14 19.968 2830 2836 2848 rBV 8091683 9217080 100.00% 32.237%
15 21.527 3096 3101 3113 rBV 1141010 1635667 17.75% 5.721%

16 23.803 3482 3488 3496 rBV 775397 1680252 18.23% 5.877%

Sum of corrected areas: 28591272
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM090418\

Data File : BM016665.D

Aca On : 05 Sep 2018 05:54

Operator : SJ/JU

ﬁ?ggle i J4759-08 083018-DBRI-F-U-B
ALS Vial :© 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\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

Abundance TIC: BM016665.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM090418\

Data File : BM016665.D

Aca On : 05 Sep 2018 05:54

Operator : SJ/JU

ﬁ?ggle i J4759-08 083018-DBRI-F-U-B
ALS Vial : 22 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 unknown7.52 Concentration Rank 2

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

7.52 57.30 ng 1337700 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-1-vne. (E)- 66 C5H6 002004-69-5 30
2 1H-Tetrazaborole. 5-chloro-4.5-d... 132 C2H6BCIN4 021960-49-6 22
3 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 18
4 1.4.4a.8a-Tetrahvdro-1.4-methano... 174 C11H1002 001200-89-1 16
5 Bicyclo[3.2.0]hept-2-ene, cis- 94 C7H10 1000155-54-0 16

Abundance Scan 720 (7.522 min): BM016665.D (-714) (-) m/z 132.00 100.00%
132.0
66.1
5000
40.1 ) L R UL L UL
541 | ‘ M0 g0 |10T 1114 o 720 7.40 7.60 7.80
0 Wy el m/z 66.10 55.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #366: 3-Penten-1-yne, (E)-
66.0
39.0
5000
7.20 7.40 7.60 7.80
m/z 68.10 47 .02%
27.0 51.0
o 14.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13657: 1H-Tetrazaborole, 5-chloro-4,5-dihydro-1,4-dimethyl-
132.0
7.20 7.40 7.60 7.80
5000 6.0 76.0 m/z 134.00 31.68%
89.0
15.0 ‘ km 61"0 | ‘ 1030 ‘
0|||||‘|‘||||||‘M||‘|‘l‘|l|‘HH£‘|||‘|‘HH|‘:|l||‘l ”Ill\”” m"l""l""l ‘n:l::
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13915: Benzene, 1,2,4-trifluoro- L L L L L |
132.0 7.20 7.40 7.60 7.80
m/z 69.10 28.90%
5000
63.0 810
3]\-0 50.0 \‘ | ‘ 101. 011\20
O e e
m/z--> fo ﬁo §o 45 55 eb 76 85 95 160 1i0 150 1§0 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM090418\

Data File : BM016665.D

Aca On : 05 Sep 2018 05:54

Operator : SJ/JU

ﬁ?ggle i J4759-08 083018-DBRI-F-U-B
ALS Vial : 22 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library

TIC Integratio

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

C:\DATABASENNISTO2.L
LSCINT.P

n 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 unknownl8.23 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.23 2.95 ng 141747 Phenanthrene-d10 17.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lumiflavine 256 C13H12N402 001088-56-8 49
2 Thiazolol4.5-dIpvrimidin-7(4H)-one 213 C7H7N30S2 1000153-89-3 43
1-(7-Methvl-6H-imidazoll.2-alpvr... 213 C12H11N30 1000147-75-1 35
4 Coumarine-3-carbonitrile. 4-(2-h... 213 C12H7NO3 1000270-09-9 35
5 6-1sopropyl-3-phenoxytropolone 256 C16H1603 002904-79-2 35
Abundance Scan 2540 (18.227 min): BM016665D(2535)() m/z 73.05 100.00%
. 21
431 256.2
5000 1852
950 3409 ' 18.00 18.20 18.40 18.60
o} m/z 213.05 95.46%
m/z--> 50 100 150 200 250 300 350
Abundance #91811: Lumiflavine
256.0
5000 213.0
18.00 18.20 18.40 18.60
185.0 m/z 60.00 82.40%
390 77.0103.0131.0158.0
o N N Y R E
m/z--> 50 100 150 200 250 300 350
Abundance #65122: Thiazolo[4,5-d]pyrimidin-7(4H)-one
218.0
180.0 ' 18.00 18.20 18.40 18.60
5000 m/z 55.10 80.72%
28.0 \
71.0
99.0 53.0
ol Ly L1 1260\1 |
m/z--> 50 100 150 200 250 300 350
Abundance #64941: 1-(7-Methyl-6H-imidazo[1,2-a]pyrrolo[3,2-E]pyridin... L i
218.0 18.00 18.20 18.40 18.60
m/z 256.20 72 .80%
5000
170.0
890 1200 | ‘
Ouuuluuuu‘l‘u“uui|||‘|h|||||||||||||||
m/z--> 50 100 150 200 250 300 350 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\BM090418\

Data File : BM016665.D

Acq On : 05 Sep 2018 05:54

Operator : SJ/JU

ﬁ?ggle i J4759-08 083018-DBRI-F-U-B
ALS Vial : 22 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? .52 7.52 57.3 ng 1337700 1 8.00 466913 20.0
unknown18.23 18.23 3.0 ng 141747 4 17.38 959923 20.0
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