LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062121\
Data File : BF124388.D

Acqg On : 21 Jun 2021 12:01
Operator : JU/CG

Sample : PB137220BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124388.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.028 497 500 507 rBv2 15131 22341 1.29% 0.228%
2 5.422 563 567 576 rBV 1473336 1323415 76.23% 13.483%
3 6.434 735 739 742 rBV 1178679 1250588 72.03% 12.741%
4 6.786 795 799 802 rBV 296235 250469 14.43%  2.552%
5 7.357 891 896 898 rBV 832922 867065 49.94%  8.834%

.069 1013 1017 1020 rBV 382657 309640 17.84%  3.155%
.151 1195 1201 1203 rBV 1928810 1736108 100.00% 17.688%
.822 1312 1315 1319 rBV 450188 385058 22.18%  3.923%
10.616 1446 1450 1463 rBV 1105496 1102369 63.50% 11.231%
10 11.310 1565 1568 1575 rBV 433746 383460 22.09% 3.907%

O O 0

11 12.904 1834 1839 1842 rBV 2014797 1674233 96.44% 17.058%

12 13.957 2015 2018 2022 rBV 288580 257279 14.82% 2.621%

13 15.415 2262 2266 2274 rVB 162156 209976 12.09% 2.139%

14 16.345 2419 2424 2429 rBV5 11438 21450 1.24% 0.219%

15 16.915 2518 2521 2528 rVB6 10420 21770 1.25% 0.222%
Sum of corrected areas: 9815221
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LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062121\

BF124388.D
: 21 Jun 2021 12:01
Ju/CG
: PB137220BL
Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance : . .
a0 TIC: BF124388.D\data.ms
1500000 5.422
6.434
1000000
7.357
500000
6.786
0 5.028
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF124388.D\data.ms
2000000 9.151 12.904
1500000
10.616
1000000
500000 8.069 9.822 11.310
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance : . .
a0 TIC: BF124388.D\data.ms
1500000
1000000
500000
13.957
15.415
0 16.345 16.915
T ‘ T T ‘ T T ‘ T T ‘ T T T ‘ T T ‘ T T T T T T T T T ‘ T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062121\
Data File : BF124388.D

Acqg On : 21 Jun 2021 12:01
Operator : JU/CG

Sample : PB137220BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 wunknownl6.345 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.345 2.04 ng 21450 Perylene-di2 15.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
15,5,7,7-Tetraethylundecane 268 C19H40 1000360-42-0 47
2 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 47
3 Hentriacontane 437 C31H64 000630-04-6 47
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 40
5 Tetracontane 563 C40H82 004181-95-7 40

Abundance Scan 2424 (16.345 min): BF124388.D\data.ms (-2419) (- m/z 57.05 100.00%
57.0

5000
1111
‘ “ H | 1612 2208 282.0 16.00 16.50
om‘“H|‘_‘HH‘_‘HW1m_‘u“_”wHH_M m/z 71.10  75.26%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117656: 5,5,7,7-Tetraethylundecane
57.0
5000
1270 16.00 16.50
' m/z 85.00 40.34%
239.0
O\\\““ |{l830
m/z--> 50 100 150 200 250 300 350 400
Abundance #185101: 1-Octadecanesulphonyl chloride
57.0
16.00 16.50
5000 m/z 42.90 35.72%
DlWToae0 a0
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane — e
57.0 16.00 16.50
m/z 111.10 31.70%
5000
0 uhl \}\ i h‘ \f | \6? \0 L 2\2\5 0 309.0 365.0 437.1
T R B RN
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062121\
Data File : BF124388.D

Acqg On : 21 Jun 2021 12:01
Operator : JU/CG

Sample : PB137220BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 unknownl6.915 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.915 2.07 ng 21770 Perylene-di2 15.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-d-Lyxofuranoside, thio-he... 264 C12H2404S 1000154-40-4 17
2 Nonane, 1-iodo- 254 C9H191 004282-42-2 14
3 Tetracosane, 1l-decyl- 479 C34H70 055429-84-0 12
4 Hexadecane, 8-hexyl-8-pentyl- 380 C27H56 055282-29-6 10
5 Tetratetracontane 619 C44H90 007098-22-8 10
Abundance Scan 2521 (16.915 min): BF124388.D\data.ms (-2518) (1 m/z 57.00 100.00%
1.0
133.3 206.9
5000
355.0
281.1 ——
L]
ot m/z 70.75 88.70%
mlz--> 50 100 150 200 250 300 350 400
Abundance #113567: .beta.-d-Lyxofuranoside, thio-heptyl-
73.0
17.00
29. Tss.o m/z 43.10 84.52%
0 \m T ‘Nl‘ ““\‘“‘\ Ly“\”\ M \“ !‘:!-8\7\‘0\ T \2‘6\4\(\)\ {LINLIN L
m/z--> 50 100 150 200 250 300 350 400
Abundance #106031: Nonane, 1-iodo-
43.0
7
17.00
5000 m/z 55.10 81.23%
127.0
oLyl | 11830 2540
— -
miz--> 50 100 150 200 250 300 350 400
Abundance #232379: Tetracosane, 11-decyl- e
57.0 17.00
m/z 72.90 76.96%
5000
13.0
0 ‘L‘ |30 1690 2250 2810 3270 3030
B e B e e S e
m/z--> 50 100 150 200 250 300 350 400 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062121\
Data File : BF124388.D

Acqg On : 21 Jun 2021 12:01
Operator : JU/CG

Sample : PB137220BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown16. 345 16.345 2.0 ng 21450 6 15.415 209976 20.0
unknown16.915 16.915 2.1 ng 21770 6 15.415 209976 20.0
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