LSC Area Percent Report

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

Data File : BM016658.D

Aca On : 04 Sep 2018 22:19 Instrument :
Operator : SJ/JU gmgﬁgamleM'
3?22 le J4759-04 083018-SIDIF-)E-U-S
ALS Vial : 17 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 5.546 379 384 401 rBV 291230 593227 7.16% 2.055%
2 7.181 657 662 674 rBV 171591 370605 4_47% 1.284%
3 7.522 713 720 732 rBV2 811330 1428397 17.25% 4.948%
4 7.998 795 801 815 rBV2 285450 526943 6.36% 1.825%
5 8.310 847 854 869 rBY 1616424 2662375 32.15% 9.223%

9.181 996 1002 1025 rBV 861070 1587170 19.16% 5.498%
10.798 1272 1277 1293 rBVY 292121 549837 6.64% 1.905%
13.251 1688 1694 1710 rBVY 3577982 4893791 59.09% 16.953%
68132 113071 1.37% 0.392%
14.639 1922 1930 1938 rBV3 435090 722943 8.73% 2.504%
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11 16.133 2178 2184 2199 rBV 1719822 2760152 33.33% 9.561%
12 17.380 2391 2396 2408 rBV 623207 960183 11.59% 3.326%
13 18.233 2536 2541 2551 rBV4 72501 105323 1.27% 0.365%
14 19.968 2831 2836 2845 rBV 7591394 8282223 100.00% 28.691%
15 21.527 3096 3101 3112 rBV 1069717 1518115 18.33% 5.259%

16 23.803 3482 3488 3496 rBV 850334 1793037 21.65% 6.211%

Sum of corrected areas: 28867392
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LSC Report - Integrated Chromatogram

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

Data File : BM016658.D

Aca On : 04 Sep 2018 22:19

Operator : SJ/JU

ﬁ?ggle i J4759-04 083018-SIDI-E-U-S
ALS Vial : 17 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

Abundance TIC: BM016658.D
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Library Search Compound Report

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

Data File : BM016658.D

Aca On : 04 Sep 2018 22:19

Operator : SJ/JU

ﬁ?ggle i J4759-04 083018-SIDI-E-U-S
ALS Vial : 17 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 54.21 ng 1428400 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Pvrazolol4.3-E11.2.4-triazine... 151 C5H5N50 037526-53-7 16
2 1.4.4a.8a-Tetrahvdro-1.4-methano... 174 C11H1002 001200-89-1 16
3 3-Penten-1-vne. (B)- 66 C5H6 002004-69-5 16
4 1.3-Cvclopentadiene 66 C5H6 000542-92-7 16
5 1-Penten-3-yne 66 C5H6 000646-05-9 16

Abundance Scan 720 (7.522 min): BM016658.D (-713) (-) m/z 132.00 100.00%
13p.
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o! }-?..I-,lh-.l?‘?-?.u.,....,....,....,297.-.1. m/z 66.10 57.87%
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Abundance #23574: 1H-Pyrazolo[4,3-E]1,2,4-triazine, 3-methoxy-
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Abundance #38589: 1,4,4a,8a-Tetrahydro-1,4-methanonaphthalene-5,8-dione
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Library Search Compound Report

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

Data File : BM016658.D

Aca On : 04 Sep 2018 22:19

Operator : SJ/JU

ﬁ?ggle i J4759-04 083018-SIDI-E-U-S
ALS Vial : 17 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 Dodecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.23 2.19 ng 105323 Phenanthrene-d10 17.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 64
2 2H-Pvran-2-one. 6-I2-E-(3-ethvlp... 256 C16H1603 1000159-82-7 46
3 Resorufin 213 C12H7NO3 000635-78-9 14
4 Tetradecanoic acid 228 C14H2802 000544-63-8 14
5 Cyclopropane-1,2,3-tricarboxylic... 258 C12H1806 013949-99-0 14
Abundance Scan 2540 (18.227 min): BM016658.D (-2536) (-) m/z 73.05 100.00%
73.0 213.2
5000 41.1
"' 18.00 1820 18.40 18.60
0! m/z 213.20 89.58%
m/z--> 50 100 150 200 250 300 350
Abundance #56046: Dodecanoic acid
6d.0
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29.0 87.0 m/z 60.10 59.19%
I \ 200.0
0 '*"dl"l"l""l UL FUNLELEN U
m/z--> 50 100 150 200 250 300 350
Abundance #92177: 2H-Pyran-2-one, 6-[2-E-(3-ethylphenyl)ethenyl]-4-m...
256.0
A fy \
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Abundance #64956: Resorufin
185.0218.0 18.00 18.20 18.40 18.60
m/z 256.20 51.09%
5000
63.0
28.0 102.0129,0156.0
0..‘.‘.‘i“.‘“."‘.."l\..".. ‘HIIIIIIIII ——— T S | —
m/z--> 50 100 150 200 250 300 350 18.00 18.20 18.40 18.60
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\SVOASRV\HPCHEM1I\BNA_M\DATA\BM090418\

BM016658.D

04 Sep 2018 22:19

SJ/JU

J4759-04 083018-SIDI-E-U-S
17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082118_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]

unknown7 .52
Dodecanoic aci

d

7.52 54.2 ng 1428400 1 7.99 526943 20.0
18.23 2.2 ng 105323 4 17.38 960183 20.0
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