LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082318\

Data File : BM016564.D

Aca On : 23 Aug 2018 22:34 Instrument :
Operator : SJ/JU BNA_M

Sample - J4610-01 ClientSampleld :
Misc - 082118-DBRI-F-D-B
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 5.557 381 386 397 rBV 479731 872778 4.08% 1.430%
2 7.186 658 663 675 rBV 321379 598601 2.80% 0.981%
3 7.539 716 723 739 rBVY 1333576 2369059 11.06% 3.882%
4 8.010 798 803 821 rBV 433143 803927 3.75% 1.317%
5 8.328 850 857 873 rBVY 2690345 4272486 19.95% 7.001%

9.198 998 1005 1021 rBV 1480684 2586754 12.08% 4_.239%
10.816 1275 1280 1295 rBV 478828 889801 4._.15% 1.458%
13.268 1690 1697 1710 rBV 7488352 9749401 45.52% 15.975%
14.115 1837 1841 1852 rBVY 138862 231888 1.08% 0.380%
14.651 1923 1932 1946 rBV3 891408 1443222 6.74% 2.365%

=
QO ~NO®

11 16.145 2180 2186 2202 rBV 4810279 6597933 30.81% 10.811%
12 17.392 2393 2398 2413 rBV 1473875 2177131 10.17% 3.567%
13 18.250 2539 2544 2550 rBV 168534 250919 1.17% 0.411%
14 19.986 2833 2839 2847 rBV 20131115 21416636 100.00% 35.093%
15 21.538 3098 3103 3112 rBV 2569944 3423342 15.98% 5.609%

16 23.821 3485 3491 3501 rVB 1694526 3344765 15.62% 5.481%

Sum of corrected areas: 61028643
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082318\

Data File : BM016564.D

Aca On : 23 Aug 2018 22:34

Operator : SJ/JU

ﬁ?ggle i J4610-01 082118-DBRI-F-D-B
ALS Vial : 6 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: BM016564.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082318\

Data File : BM016564.D

Aca On : 23 Aug 2018 22:34

Operator : SJ/JU

ﬁ?ggle i J4610-01 082118-DBRI-F-D-B
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 unknown7.54 Concentration Rank 2

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

7.54 58.94 ng 2369060 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 exo-Norbornanol. trifluoroacetat... 208 C9H11F302 1000245-87-9 37
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 17
4 3-Penten-1-vne. (E)- 66 C5H6 002004-69-5 17
5 Tricyclo[4.2.1.0<2,5>]non-3-ene 120 C9H12 007078-40-2 17

Abundance Scan 723 (7.539 min): BM016564.D (-716) (-) m/z 132.00 100.00%
132.0
5000 6e.1 jk
40.0 96.1 A U L L
7.20 7.40 7.60 7.80
0 e e e || m/z 66.10  51.69%

m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61953: exo-Norbornanol, trifluoroacetate (ester)

5000

7.20 7.40 7.60 7.80
m/z 68.10  41.22%

166.0

o 125.0 207.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38589: 1,4,4a,8a-Tetrahydro-1,4-methanonaphthalene-5,8-dione

-

66.0
7.20 7.40 7.60 7.80
5000 49, m/z 134.00 35.00%
’ 108.0
o 146.0 174.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #32469: (3a.alpha.,4.alpha.,7.alpha.,7a.alpha.)-3a,4,7,7a-...
66.0 7.20 7.40 7.60 7.80
m/z 69.10 26.84%
5000
91.0
39.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082318\

Data File : BM016564.D

Aca On : 23 Aug 2018 22:34

Operator : SJ/JU

ﬁ?ggle i J4610-01 082118-DBRI-F-D-B
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 3 unknownl8.25 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.25 2.31 ng 250919 Phenanthrene-d10 17.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lumiflavine 256 C13H12N402 001088-56-8 43
2 Thiazolol4.5-dlpvrimidin-7(4H)-one 213 C7H7N30S2 1000153-89-3 38
3 Resorufin 213 C12H7NO3 000635-78-9 30
4 2.6-Naphthalenedicarboxvlic acid... 244 C14H1204 000840-65-3 25
5 4-[3,4-Dichlorophenyl]-2H-1,3[3H... 257 C10H5CI2NO3 058755-80-9 22
Abundance Scan 2544 (18.250 min): BM016564.D (-2539) (-) m/z 213.20 100.00%
3.0 21B.2
185.2
5000 410 256.1
129.0957 1
141, \ 340.7 18.00 18.20 18.40 18.60
0! L e e S S m/z 73.00 78.75%
m/z--> 50 100 150 200 250 300 350
Abundance #91811: Lumiflavine
256.0
5000 213.0 e R R R
mmmmmmmm
]58J850 m/z 185.15 55.32%
39. 770 04 131.0
C...| I:I'q"II .'.'|....'|....|....|
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 60.00 52.35%
28.0
71.0
| | ] 29012600
0|||£A|‘||‘|‘“|J||‘|gllll“ll|‘I|||M||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance #64956: Resorufin
185.0213.0 18.00 18.20 18.40 18.60
m/z 41.00 51.93%
5000
63.0
28.0 102.0129,0156.0
Ollxlilwiwl\ml.i\I\Ilhl M.... 0 —— ;
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\BM082318\

Data File : BM016564.D

Acq On : 23 Aug 2018 22:34

Operator : SJ/JU

ﬁ?ggle i J4610-01 082118-DBRI-F-D-B
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? .54 7.54 58.9 ng 2369060 1 8.01 803927 20.0
unknown18.25 18.25 2.3 ng 250919 4 17.39 2177130 20.0
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