LSC Area Percent Report

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

Data File : BM016689.D

Aca On : 06 Sep 2018 17:47 Instrument :
Operator : SJ/JU gmgﬁgamleM'
3?22 le J4798-05 090418-SIDIF-)E-D-B
ALS Vial : 5 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 5.516 374 379 396 rBV 375887 690287 3.98% 1.588%
2 7.145 651 656 671 rBV 232782 459589 2.65% 1.058%
3 7.492 709 715 729 rBV 960893 1670906 9.63% 3.845%
4 7.963 789 795 810 rBV 291602 522363 3.01% 1.202%
5 8.275 841 848 861 rBY 1807419 2879462 16.60% 6.626%

9.145 990 996 1010 rBV 989309 1752623 10.10% 4_.033%
10.763 1265 1271 1286 rBVY 306113 562897 3.24% 1.295%
13.221 1682 1689 1698 rBV 4196951 5768139 33.25% 13.273%
14.068 1826 1833 1839 rBV 190341 282937 1.63% 0.651%
14.604 1917 1924 1940 rVB2 484209 815176 4._.70% 1.876%

=
QO ~NO®

11 16.098 2171 2178 2191 rBV 3312960 4478811 25.82% 10.307%
12 17.351 2385 2391 2402 rBV2 854746 1311103 7.56% 3.017%
13 18.209 2530 2537 2543 rBV 264975 401683 2.32% 0.924%
14 19.474 2746 2752 2758 rBV2 254256 369538 2.13% 0.850%
15 19.944 2825 2832 2842 rBV 16206246 17347333 100.00% 39.919%

16 21.497 3092 3096 3106 rBV 1782200 2168162 12.50% 4._.989%
17 23.762 3475 3481 3490 rBV2 985694 1975090 11.39% 4.545%

Sum of corrected areas: 43456099
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LSC Report - Integrated Chromatogram

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

Data File : BM016689.D

Aca On : 06 Sep 2018 17:47

Operator : SJ/JU

ﬁ?ggle i J4798-05 090418-SIDI-E-D-B
ALS Vvial : 5 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: BM016689.D
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Library Search Compound Report

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

Data File : BM016689.D

Aca On : 06 Sep 2018 17:47

Operator : SJ/JU

ﬁ?ggle i J4798-05 090418-SIDI-E-D-B
ALS Vial : 5 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 63.97 ng 1670910 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentadiene 66 C5H6 000542-92-7 27
2 1-Penten-3-vne 66 C5H6 000646-05-9 27
3 1.4.4a.8a-Tetrahvdro-1.4-methano... 174 C11H1002 001200-89-1 16
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 14
5 3-Penten-1-yne, (E)- 66 C5H6 002004-69-5 12

Abundance Scan 715 (7.492 min): BM016689.D ( 709) (-) m/z 132.00 100.00%

5000

192.8 7.20 7.40 7.60 7.80
N — m/z 66.10 54.22%

0!
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #361: 1,3-Cyclopentadiene
66.0
5000
39.0 7.20 7.40 7.60 7.80
m/z 68.10 39.37%
15.0
orrﬁ77+%ﬂ..u.ﬂﬂ..,.”.,...w....,”..,.”.,...w
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #359: 1-Penten-3-yne
66.0
R R RAREsmma
39.0 7.20 7.40 7.60 7.80
5000 m/z 134.00 32.62%

?4Q||||||||| }k
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38589: 1,4,4a,8a-Tetrahydro-1,4-methanonaphthalene-5,8-dione A R EE e
66.0 720 740 760 780
m/z 69.10 26.47%

o

5000
108.0

39.0
82.0

0 ‘M \“ HH‘ H A 131.0146.0 174.0
L L

m/z--> 20 40 60 80 100 120 140 160 180 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 : BM016689.D

Aca On : 06 Sep 2018 17:47

Operator : SJ/JU

Sample : J4798-05

Misc :

ALS Vial : 5 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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.21 6.13 ng 401683 Phenanthrene-d10 17.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
2 Lumiflavine 256 C13H12N402 001088-56-8 38
3 n-Decanoic acid 172 C10H2002 000334-48-5 38
4 2H-Indol-2-one. 1.3-dihvdro-3-(5... 213 C12H7NO3 013191-62-3 22
5 Pentadecanoic acid 242 C15H3002 001002-84-2 22

Abundance Scan 2537 (18.209 min): BM016689.D (-2530) (-) m/z 73.10 100.00%

741 213.1

5000

17.80 18.00 18.20 18.40 18.60

0 m/z 60.10 93.83%
m/z--> 50 100 150 200 250 300 350
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 | SLNLINLINL LI L L L LN A L
17.80 18.00 18.20 18.40 18.60
m/z 213.10 91.75%
1010100 1710 2130 2200
0 L B e e B e S A ML I e e o
m/z--> 50 100 150 200 250 300 350
Abundance #91811: Lumiflavine
256.0
A B L REa
17.80 18.00 18.20 18.40 18.60
5000 213.0 m/z 55.10 60.67%
185.0
b b
m/z--> 50 100 150 200 250 300 350
Abundance #37193: n-Decanoic acid
60.0 17.80 18.00 18.20 18.40 18.60
m/z 41.10 60.22%
5000 129.0
29.0 ‘ 87.0
o Ay 0
m/z--> 50 100 150 200 250 300 350 17.80 18.00 18.20 18.40 18.60
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Library Search Compound Report

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

Data File : BM016689.D

Aca On : 06 Sep 2018 17:47

Operator : SJ/JU

ﬁ?ggle i J4798-05 090418-SIDI-E-D-B
ALS Vial : 5 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 4 Octadecanoic acid, 2-(2-hyd... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.47 3.41 ng 369538 Chrysene-di12 21.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 53
2 Octadecanoic acid 284 C18H3602 000057-11-4 52
3 Pentadecanoic acid 242 C15H3002 001002-84-2 46
4 Undecanoic acid 186 C11H2202 000112-37-8 38
5 Tetradecanoic acid 228 C14H2802 000544-63-8 38

Abundance Scan 2751 (19.468 min): BM016689.D (-2746) (-) m/z 73.05 100.00%

73.0 241.1

5000 284.2
3411 4011 19.20 19.40 19.60 19.80
o b m/z 241.10 96.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43.0
73.0 A
5000 LA L L L L L B L L L
284.0 19.20 19.40 19.60 19.80
129.0 m/z 60.10 71.74%
185.0 2410
o Al ' 372.0
it
m/z--> 50 100 150 200 250 300 350 400
Abundance #108843: Octadecanoic acid
43.0 73.0
19.20 19.40 19.60 19.80
5000 129.0 m/z 284.20 50.45%
1850  p4 5 2840
ol
m/z--> 50 100 150 200 250 300 350 400
Abundance #83683: Pentadecanoic acid
43.0 ,73.0 19.20 19.40 19.60 19.80
m/z 43.05 50.38%
5000
129.0 242.0
‘ V ‘ 199.0
0...LH”h:“ﬂﬂhu.ﬂ@ﬁQM{.... .
m/z--> 50 100 150 200 250 300 350 400 19.20 19.40 19.60 19.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM090618\

Data File : BM016689.D

Acq On : 06 Sep 2018 17:47

Operator : SJ/JU

ﬁ?ggle i J4798-05 090418-SIDI-E-D-B
ALS Vial : 5 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 64.0 ng 1670910 1 7.96 522363 20.0
n-Hexadecanoic acid 18.21 6.1 ng 401683 4 17.35 1311100 20.0
Octadecanoic acid... 19.47 3.4 ng 369538 5 21.50 2168160 20.0
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