LSC Area Percent Report

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

Data File : BM016692.D

Aca On : 06 Sep 2018 19:35 Instrument :
Operator : SJ/JU gmgﬁgamleM'
3?22 le J4798-08 090418-SIDIF-)E-U-B
ALS Vial : 8 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 5.516 374 379 393 rBV2 305640 579795 4.18% 1.609%
2 7.146 651 656 671 rBV 199502 398854 2.88% 1.107%
3 7.493 709 715 734 rBV 809957 1436728 10.36% 3.987%
4 7.963 789 795 807 rBV2 259938 467841 3.37% 1.298%
5 8.275 841 848 864 rBVY 1525969 2470618 17.82% 6.856%

9.146 989 996 1013 rBV 869315 1512004 10.91% 4.196%
10.763 1264 1271 1284 rBV 270857 507214 3.66% 1.408%
13.216 1680 1688 1701 rBVY 3638286 4853693 35.01% 13.469%
164093 238871 1.72% 0.663%
14.604 1917 1924 1931 rBV2 428349 701485 5.06% 1.947%
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11 16.098 2172 2178 2193 rBV 2737147 3800327 27.41% 10.546%
12 17.345 2385 2390 2403 rVB 769924 1170699 8.44% 3.249%
13 18.204 2531 2536 2545 rBV3 149235 226445 1.63% 0.628%
14 19.939 2826 2831 2838 rBVY 12183971 13862656 100.00% 38.470%
15 21.498 3091 3096 3105 rBV 1611763 2016549 14.55% 5.596%

16 23.756 3475 3480 3491 rVB 867422 1791366 12.92% 4.971%

Sum of corrected areas: 36035145
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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\

BM016692 .D

06 Sep 2018 19:35

SJ3/JU

J4798-08 090418-SIDI-E-U-B
8 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 : BM016692.D

Aca On : 06 Sep 2018 19:35

Operator : SJ/JU

ﬁ?ggle i J4798-08 090418-SIDI-E-U-B
ALS Vial : 8 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 61.42 ng 1436730 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.7-Methano-1H-indene. 3a.4.7.7a... 132 C10H12 000077-73-6 38
2 1-Penten-3-vne 66 C5H6 000646-05-9 27
3 1H-Tetrazaborole. 5-chloro-4.5-d... 132 C2H6BCIN4 021960-49-6 22
4 3-Penten-1-vne. (E)- 66 C5H6 002004-69-5 16
5 3-Penten-1-yne, (2)- 66 C5H6 001574-40-9 16

Abundance Scan 715 (7.493 min): BM016692.D (-709) (-) m/z 132.00 100.00%
13p.0
66.1
5000
401 %.0 \ TR a0 1% T8
0 ,...I-,'!*fl.l?;f‘,..'.,....,....,....,297.-.2. m/z 66.10 52.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13637: 4,7-Methano-1H-indene, 3a,4,7,7a-tetrahydro-
66.0
5000
132.0 7.20 7.40 7.60 7.80
91.0 m/z 68.10 44 .05%
41.0 1150
0"''|'”'|"""|""|'I'"|"'|"'“"|""|""|""|""|""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #359: 1-Penten-3-yne
66.0
39.0 720 7.40 7.60 7.80
5000 m/z 134.00 33.13%
0”"Ph'M'M”NM"P"W"”I'”'I”"P"W"”I'”' Am
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13657: 1H-Tetrazaborole, 5-chloro-4,5-dihydro-1,4-dimethyl- L
13p.0 7.20 7.40 7.60 7.80
m/z 69.10 29.02%
5000 36.0 76.0
w0 s | o |
0...“.,.‘l“.‘.‘hl‘.‘”l”‘. |“NH‘| l:”lul‘uul”‘luuul : ‘|||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 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 : BM016692.D

Aca On : 06 Sep 2018 19:35

Operator : SJ/JU

ﬁ?ggle i J4798-08 090418-SIDI-E-U-B
ALS Vial : 8 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 unknownl18.20 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.20 3.87 ng 226445 Phenanthrene-d10 17.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 46
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 45
3 Undecanoic acid 186 C11H2202 000112-37-8 35
4 Lumiflavine 256 C13H12N402 001088-56-8 30
5 Tetradecanoic acid 228 C14H2802 000544-63-8 27

Abundance Scan 2535 (18.198 min): BM016692.D (-2531) (-) m/z 73.05 100.00%

5000

17.80 18.00 18.20 18.40 18.60
m/z 213.20 86.28%

04
m/z--> 50 100 150 200 250 300
Abundance #65565: Tridecanoic acid

A A
LI I B B L

17.80 18.00 18.20 18.40 18.60
m/z 60.10 71.91%

5000

04
m/z--> 50 100 150 200 250 300
Abundance #92228: n-Hexadecanoic acid
43.0 73.0
17.80 18.IOO 18.|20 18.I40 18.|60
5000 256.0 m/z 55.10 64 .50%
129.0
213.0
‘ “u 157 0 185 0 {
OI I‘I ‘;‘ 1111 H I‘ Itl“ T I‘I T T T T T T T T T
T T T T
m/z--> 50 150 200 250 300
Abundance #46616: Undecanoic acid
60.0 17.80 18.00 18.20 18.40 18.60
m/z 129.00 57 .80%
5000{ 290
870 129.0
I 157.0 186.0
0 |h""‘|" DN By B B B
m/z--> 50 100 150 200 250 300 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 : BM016692.D

Acq On : 06 Sep 2018 19:35

Operator : SJ/JU

ﬁ?ggle i J4798-08 090418-SIDI-E-U-B
ALS Vial : 8 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 61.4 ng 1436730 1 7.96 467841 20.0
unknown18.20 18.20 3.9 ng 226445 4 17.34 1170700 20.0
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