
Compound numbering in the supplementary data. 
 
The following table gives the three digit numbers �X-Y-X� that are used throughout the data 
section instead of the 8{T,H,B,T} numbers, that were used in the publication (e.g. compound 
1-1-1 corresponds to 8{3,2,5,3}). 
 
supplement publication 

1-1-1 8{3,2,5,3} 

1-1-2 8{3,2,5,1} 

1-1-3 8{3,2,5,2} 

1-1-7 8{3,2,5,4} 

1-1-8 8{3,2,5,5} 

2-1-1 8{1,2,5,3} 

2-1-2 8{1,2,5,1} 

2-1-3 8{1,2,5,2} 

2-1-7 8{1,2,5,4} 

2-1-8 8{1,2,5,5} 

3-1-1 8{2,2,5,3} 

3-1-2 8{2,2,5,1} 

3-1-3 8{2,2,5,2} 

3-1-7 8{2,2,5,4} 

3-1-8 8{2,2,5,5} 

7-1-1 8{4,2,5,3} 

7-1-2 8{4,2,5,1} 

7-1-3 8{4,2,5,2} 

7-1-7 8{4,2,5,4} 

7-1-8 8{4,2,5,5} 

8-1-1 8{5,2,5,3} 

8-1-2 8{5,2,5,1} 

8-1-3 8{5,2,5,2} 

8-1-7 8{5,2,5,4} 

8-1-8 8{5,2,5,5} 

1-2-1 8{3,1,5,3} 

1-2-2 8{3,1,5,1} 

1-2-3 8{3,1,5,2} 

1-2-7 8{3,1,5,4} 

1-2-8 8{3,1,5,5} 

2-2-1 8{1,1,5,3} 

2-2-2 8{1,1,5,1} 

2-2-3 8{1,1,5,2} 

2-2-7 8{1,1,5,4} 

2-2-8 8{1,1,5,5} 

3-2-1 8{2,1,5,3} 

3-2-2 8{2,1,5,1} 

3-2-3 8{2,1,5,2} 

3-2-7 8{2,1,5,4} 

3-2-8 8{2,1,5,5} 

7-2-1 8{4,1,5,3} 

7-2-2 8{4,1,5,1} 

7-2-3 8{4,1,5,2} 

7-2-7 8{4,1,5,4} 

7-2-8 8{4,1,5,5} 
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8-2-1 8{5,1,5,3} 

8-2-2 8{5,1,5,1} 

8-2-3 8{5,1,5,2} 

8-2-7 8{5,1,5,4} 

8-2-8 8{5,1,5,5} 

1-3-1 8{3,1,1,3} 

1-3-2 8{3,1,1,1} 

1-3-7 8{3,1,1,4} 

2-3-2 8{1,1,1,1} 

2-3-3 8{1,1,1,2} 

2-3-7 8{1,1,1,4} 

3-3-1 8{2,1,1,3} 

3-3-3 8{2,1,1,2} 

3-3-8 8{2,1,1,5} 

7-3-3 8{4,1,1,2} 

7-3-7 8{4,1,1,4} 

7-3-8 8{4,1,1,5} 

8-3-1 8{5,1,1,3} 

8-3-2 8{5,1,1,1} 

8-3-8 8{5,1,1,5} 

1-4-1 8{3,3,2,3} 

1-4-2 8{3,3,2,1} 

1-4-7 8{3,3,2,4} 

2-4-2 8{1,3,2,1} 

2-4-3 8{1,3,2,2} 

2-4-7 8{1,3,2,4} 

3-4-1 8{2,3,2,3} 

3-4-3 8{2,3,2,2} 

3-4-8 8{2,3,2,5} 

7-4-3 8{4,3,2,2} 

7-4-7 8{4,3,2,4} 

7-4-8 8{4,3,2,5} 

8-4-1 8{5,3,2,3} 

8-4-2 8{5,3,2,1} 

8-4-8 8{5,3,2,5} 

1-5-1 8{3,2,1,3} 

1-5-2 8{3,2,1,1} 

1-5-3 8{3,2,1,2} 

1-5-7 8{3,2,1,4} 

1-5-8 8{3,2,1,5} 

2-5-1 8{1,2,1,3} 

2-5-2 8{1,2,1,1} 

2-5-3 8{1,2,1,2} 

2-5-7 8{1,2,1,4} 

2-5-8 8{1,2,1,5} 
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3-5-1 8{2,2,1,3}

3-5-2 8{2,2,1,1}

3-5-3 8{2,2,1,2}

3-5-7 8{2,2,1,4}

3-5-8 8{2,2,1,5}

7-5-1 8{4,2,1,3}

7-5-2 8{4,2,1,1}

7-5-3 8{4,2,1,2}

7-5-7 8{4,2,1,4}

7-5-8 8{4,2,1,5}

8-5-1 8{5,2,1,3}

8-5-2 8{5,2,1,1}

8-5-3 8{5,2,1,2}

8-5-7 8{5,2,1,4}

8-5-8 8{5,2,1,5}

1-6-1 8{3,2,2,3}

1-6-2 8{3,2,2,1}

1-6-3 8{3,2,2,2}

1-6-7 8{3,2,2,4}

1-6-8 8{3,2,2,5}

2-6-1 8{1,2,2,3}

2-6-2 8{1,2,2,1}

2-6-3 8{1,2,2,2}

2-6-7 8{1,2,2,4}

2-6-8 8{1,2,2,5}

3-6-1 8{2,2,2,3}

3-6-2 8{2,2,2,1}

3-6-3 8{2,2,2,2}

3-6-7 8{2,2,2,4}

3-6-8 8{2,2,2,5}

7-6-1 8{4,2,2,3}

7-6-2 8{4,2,2,1}

7-6-3 8{4,2,2,2}

7-6-7 8{4,2,2,4}

7-6-8 8{4,2,2,5}

8-6-1 8{5,2,2,3}

8-6-2 8{5,2,2,1}

8-6-3 8{5,2,2,2}

8-6-7 8{5,2,2,4}

8-6-8 8{5,2,2,5}

1-7-1 8{3,1,2,3}

1-7-2 8{3,1,2,1}

1-7-3 8{3,1,2,2}

1-7-7 8{3,1,2,4}

1-7-8 8{3,1,2,5}
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2-7-1 8{1,1,2,3} 

2-7-2 8{1,1,2,1} 

2-7-3 8{1,1,2,2} 

2-7-7 8{1,1,2,4} 

2-7-8 8{1,1,2,5} 

3-7-1 8{2,1,2,3} 

3-7-2 8{2,1,2,1} 

3-7-3 8{2,1,2,2} 

3-7-7 8{2,1,2,4} 

3-7-8 8{2,1,2,5} 

7-7-1 8{4,1,2,3} 

7-7-2 8{4,1,2,1} 

7-7-3 8{4,1,2,2} 

7-7-7 8{4,1,2,4} 

7-7-8 8{4,1,2,5} 

8-7-1 8{5,1,2,3} 

8-7-2 8{5,1,2,1} 

8-7-3 8{5,1,2,2} 

8-7-7 8{5,1,2,4} 

8-7-8 8{5,1,2,5} 

1-8-1 8{3,3,5,3} 

1-8-2 8{3,3,5,1} 

1-8-3 8{3,3,5,2} 

1-8-7 8{3,3,5,4} 

1-8-8 8{3,3,5,5} 

2-8-1 8{1,3,5,3} 

2-8-2 8{1,3,5,1} 

2-8-3 8{1,3,5,2} 

2-8-7 8{1,3,5,4} 

2-8-8 8{1,3,5,5} 

3-8-1 8{2,3,5,3} 

3-8-2 8{2,3,5,1} 

3-8-3 8{2,3,5,2} 

3-8-7 8{2,3,5,4} 

3-8-8 8{2,3,5,5} 

7-8-1 8{4,3,5,3} 

7-8-2 8{4,3,5,1} 

7-8-3 8{4,3,5,2} 

7-8-7 8{4,3,5,4} 

7-8-8 8{4,3,5,5} 

8-8-1 8{5,3,5,3} 

8-8-2 8{5,3,5,1} 

8-8-3 8{5,3,5,2} 

8-8-7 8{5,3,5,4} 

8-8-8 8{5,3,5,5} 
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1-9-1 8{3,4,5,3}

1-9-2 8{3,4,5,1}

1-9-3 8{3,4,5,2}

1-9-7 8{3,4,5,4}

1-9-8 8{3,4,5,5}

2-9-1 8{1,4,5,3}

2-9-2 8{1,4,5,1}

2-9-3 8{1,4,5,2}

2-9-7 8{1,4,5,4}

2-9-8 8{1,4,5,5}

7-9-1 8{4,4,5,3}

7-9-2 8{4,4,5,1}

7-9-3 8{4,4,5,2}

7-9-7 8{4,4,5,4}

7-9-8 8{4,4,5,5}

1-10-1 8{3,4,2,3}

1-10-2 8{3,4,2,1}

1-10-3 8{3,4,2,2}

1-10-7 8{3,4,2,4}

1-10-8 8{3,4,2,5}

2-10-1 8{1,4,2,3}

2-10-2 8{1,4,2,1}

2-10-3 8{1,4,2,2}

2-10-7 8{1,4,2,4}

2-10-8 8{1,4,2,5}

7-10-1 8{4,4,2,3}

7-10-2 8{4,4,2,1}

7-10-3 8{4,4,2,2}

7-10-7 8{4,4,2,4}

7-10-8 8{4,4,2,5}

1-11-1 8{3,4,1,3}

1-11-2 8{3,4,1,1}

1-11-3 8{3,4,1,2}

1-11-7 8{3,4,1,4}

1-11-8 8{3,4,1,5}

2-11-1 8{1,4,1,3}

2-11-2 8{1,4,1,1}

2-11-3 8{1,4,1,2}

2-11-7 8{1,4,1,4}

2-11-8 8{1,4,1,5}

7-11-1 8{4,4,1,3}

7-11-2 8{4,4,1,1}

7-11-3 8{4,4,1,2}

7-11-7 8{4,4,1,4}

7-11-8 8{4,4,1,5}













































































 



Blank-chromatogram
sample: 20 µL pure dichloromethane
eluent: hexane/dichloromethane 99 : 1 isocratic : 2ml/min
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null1 98 (1.822) 1: Scan AP+ 
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null1 349 (6.424) 1: Scan AP+ 
7.10e3214.4

647.8219.5
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null1 2: Diode Array 
TIC

3.31e6
Area%
100.00

Area
654615.94

Height
3285423

Time
1.80

1.80

null1 1: Scan AP+ 
TIC

1.60e6
Area%

3.32
96.68

Area
3967.84

115458.43

Height
32909

1554518

Time
1.57
1.82

1.82

1.57

The peak at 1.80 min. in the UV-trace and the peaks m/z = 214 and 648 in the mass-spectrum, which show up systematically  in the data of the library-
characterization, are not due to impurities of the analyzed library member. They are intrinsic to the used HPLC-MS system.
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111-99 775 (13.032) 2: Diode Array 
4.81e5288

480

200 250 300 350 400 450 500 550 600
m/z0

100

%

111-99 710 (13.054) 1: Scan AP+ 
2.62e3480

478

464224
209

448421301281248 278 383304 331
360 393 509496

575512 544 586

462

250 260 270 280 290 300 310 320 330 340 350
nm0

100

%

112-99 924 (15.515) 2: Diode Array 
3.02e5287
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112-99 845 (15.525) 1: Scan AP+ 
700462

461

421
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218 280227
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113-99 940 (15.782) 2: Diode Array 
4.14e5284
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113-99 863 (15.853) 1: Scan AP+ 
916480

479
450

438396214 239 281258 317313 334 376358 418
465 482
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574567512 588
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117-99 584 (9.850) 2: Diode Array 
3.23e5286
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117-99 533 (9.810) 1: Scan AP+ 
292499496

253
239

208 213
278

265

455
415361282

325313 335
409379 424

468

486 514 525 599545 564

498

250 260 270 280 290 300 310 320 330 340 350
nm0

100

%

118-99 879 (14.767) 2: Diode Array 
3.21e5276
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118-99 799 (14.683) 1: Scan AP+ 
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111-99 2: Diode Array 
TIC

2.37e7
Area

Area%
100.00

Area
11991202.00

Height
23861820

Time
13.05

13.05
11991202

112-99 2: Diode Array 
TIC

1.48e7
Area

Area%
100.00

Area
8423944.00

Height
14944598

Time
15.52

15.52
8423944

113-99 2: Diode Array 
TIC

2.05e7
Area

Area%
100.00

Area
12036907.00

Height
20584668

Time
15.82

15.82
12036907

117-99 2: Diode Array 
TIC

1.62e7
Area

Area%
100.00

Area
6994559.00

Height
16262776

Time
9.87

9.87
6994559

118-99 2: Diode Array 
TIC

1.59e7
Area

Area%
100.00

Area
8875201.00

Height
15858167

Time
14.73

14.73
8875201
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250 260 270 280 290 300 310 320 330 340 350
nm0

100

%

121-99 845 (14.193) 2: Diode Array 
1.66e6293

462

200 250 300 350 400 450 500 550 600
m/z0
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%

121-99 780 (14.329) 1: Scan AP+ 
5.57e3462
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419
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377280246240 264 338282 334
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395397

460421

422
433
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464

489
492 529 563555 568 594
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122-99 1015 (17.032) 2: Diode Array 
1.69e6292
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200 250 300 350 400 450 500 550 600
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100

%

122-99 931 (17.099) 1: Scan AP+ 
2.20e4444
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123-99 1019 (17.103) 2: Diode Array 
1.12e6289
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200 250 300 350 400 450 500 550 600
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%

123-99 930 (17.078) 1: Scan AP+ 
6.91e3462
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417

381

461

460422

433

463

464
486

465 516 542 570 595

480

250 260 270 280 290 300 310 320 330 340 350
nm0

100

%

127-99 646 (10.892) 2: Diode Array 
2.74e6290
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127-99 595 (10.939) 1: Scan AP+ 
1.45e4480

478

438
437

397395377264237220 282298 323 338 435

440
451
451

481

482
505508 561525 595564 599
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128-99 970 (16.278) 2: Diode Array 
7.46e5288

480

200 250 300 350 400 450 500 550 600
m/z0

100

%

128-99 891 (16.367) 1: Scan AP+ 
1.57e3480
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212 240 283280 332328 376
397 408
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537 567 597
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121-99 2: Diode Array 
TIC

8.18e7
Area

Area%
100.00

Area
44978732.00

Height
80328880

Time
14.23

14.23
44978732

122-99 2: Diode Array 
TIC

8.17e7
Area

Area%
100.00

Area
53167728.00

Height
81228040

Time
17.02

17.02
53167728

123-99 2: Diode Array 
TIC

5.39e7
Area

Area%
100.00

Area
31460932.00

Height
52692188

Time
17.15

17.15
31460932

127-99 2: Diode Array 
TIC

1.53e8
Area

Area%
100.00

Area
76473152.00

Height
152336464

Time
10.86

10.86
76473152

128-99 2: Diode Array 
TIC

3.55e7
Area

Area%
100.00

Area
21436014.00

Height
35367204

Time
16.26

16.26
21436014
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1-3-1 696 (11.713) 2: Diode Array 
9.85e4300
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200 250 300 350 400 450 500 550 600
m/z0
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%

1-3-1 573 (11.764) 1: Scan AP+ 
2.30e4427.5

214.3 385.4
215.3

343.5257.4 281.2 384.5
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428.5

429.5
453.6 559.9523.5 586.3
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1-3-2 916 (15.368) 2: Diode Array 
1.30e5300
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%

1-3-2 836 (15.353) 1: Scan AP+ 
6.04e4409.5

408.5

367.5
214.4 325.4221.4 260.6 366.5 407.5

410.6

411.5 441.7 493.8 579.0537.1 599.0
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1-3-7 451 (7.627) 2: Diode Array 
3.05e5300

444

200 250 300 350 400 450 500 550 600
m/z0

100

%

1-3-7 417 (7.671) 1: Scan AP+ 
7.48e4445.5

403.5
214.4 361.4221.5 263.3 285.4 402.6 404.5

446.5

447.6 484.6 535.8 545.3 591.8

390

250 260 270 280 290 300 310 320 330 340 350
nm0
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%

2-3-2 1174 (19.672) 2: Diode Array 
1.10e5299

390

200 250 300 350 400 450 500 550 600
m/z0

100

%

2-3-2 1089 (19.991) 1: Scan AP+ 
4.20e4391.6

390.6

214.4 349.5
307.5253.6

392.6

419.7 530.9475.7 562.8 591.8
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%

2-3-3 986 (16.535) 2: Diode Array 
1.79e5297
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%

2-3-3 902 (16.563) 1: Scan AP+ 
1.33e5409.6

408.5
367.5

214.4 325.5233.5 257.5

410.6

411.6 530.8475.7 591.8547.1
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1-3-1 2: Diode Array 
TIC

4.80e6
Area%
100.00

Area
2914931.00

Height
4790762

Time
11.71

11.71

1-3-2 2: Diode Array 
TIC

6.50e6
Area%
100.00

Area
4297827.50

Height
6478474

Time
15.34

15.34

1-3-7 2: Diode Array 
TIC

1.53e7
Area%
100.00

Area
5454959.00

Height
15192519

Time
7.66

7.66

2-3-2 2: Diode Array 
TIC

5.60e6
Area%
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Time
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2-3-3 2: Diode Array 
TIC

8.78e6
Area%
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Area
5855595.00
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Time
16.50
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1-4-1 446 (7.535) 2: Diode Array 
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1-4-1 412 (7.579) 1: Scan AP+ 
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463.5

464.5
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1-4-2 555 (9.350) 2: Diode Array 
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1-4-7 330 (5.613) 2: Diode Array 
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2-4-2 702 (11.802) 2: Diode Array 
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2-4-3 719 (12.085) 2: Diode Array 
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1-4-1 2: Diode Array 
TIC

2.04e7
Area%
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Time
7.54

7.54

1-4-2 2: Diode Array 
TIC
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Area%
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Area
2256398.75

Height
5213189

Time
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9.35

1-4-7 2: Diode Array 
TIC

2.68e7
Area%
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Area
8901583.00

Height
26202106

Time
5.61

5.61

2-4-2 2: Diode Array 
TIC

9.13e6
Area%
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Area
4084475.00

Height
8706005

Time
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2-4-3 2: Diode Array 
TIC
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Area
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1-5-1 506 (8.533) 2: Diode Array 
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1-5-2 676 (11.367) 2: Diode Array 
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1-5-3 573 (9.663) 2: Diode Array 
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1-5-7 347 (5.893) 2: Diode Array 
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1-5-8 509 (8.597) 2: Diode Array 
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1-5-1 2: Diode Array 
TIC
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Area%
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4457298

Time
8.52

8.52

1-5-2 2: Diode Array 
TIC

2.60e6
Area%
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Area
933122.63

Height
2151111

Time
11.37

11.37

1-5-3 2: Diode Array 
TIC

1.40e7
Area%
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Area
5427114.00

Height
13623620

Time
9.65

9.65

1-5-7 2: Diode Array 
TIC

7.57e6
Area%
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Area
2634784.75

Height
7185392

Time
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1-5-8 2: Diode Array 
TIC

2.15e7
Area%
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Area
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Time
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1-6-1 400 (6.775) 2: Diode Array 
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1.55e5294.5

462

200 250 300 350 400 450 500 550 600
m/z0

100

%

1-6-3 489 (8.991) 1: Scan AP+ 
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2.87e4481.5

480.5

214.4
439.4215.4 279.4 391.7377.5287.3

482.5

483.5
509.7 551.4 591.7



1.00 2.00 3.00 4.00 5.00 6.00 7.00 8.00 9.00 10.00 11.00 12.00 13.00 14.00 15.00
Time-0

100

%

-0

100

%

-0

100

%

-0

100

%

-0

100

%

1.00 2.00 3.00 4.00 5.00 6.00 7.00 8.00 9.00 10.00 11.00 12.00 13.00 14.00 15.00
Time-0

100

%

-0

100

%

-0

100

%

-0

100

%

-0

100

%

1-6-1 2: Diode Array 
TIC

1.49e7
Area%
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Area
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Height
14550941

Time
6.76
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1-6-2 2: Diode Array 
TIC

6.42e6
Area%
100.00

Area
2065349.13

Height
5920003

Time
8.56

8.56

1-6-3 2: Diode Array 
TIC

8.41e6
Area%
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Area
2876950.25

Height
7911709

Time
8.93

8.93

1-6-7 2: Diode Array 
TIC

2.40e7
Area%
100.00

Area
6663369.00

Height
23378386

Time
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1-6-8 2: Diode Array 
TIC

1.78e7
Area%
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Area
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Time
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1-7-1 489 (8.252) 2: Diode Array 
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1-7-2 624 (10.500) 2: Diode Array 
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1-7-7 350 (5.948) 2: Diode Array 
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1-7-1 2: Diode Array 
TIC
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Area%
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Time
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1-7-2 2: Diode Array 
TIC

8.47e6
Area%
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Height
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Time
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1-7-3 2: Diode Array 
TIC

5.71e6
Area%
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Area
2137437.75

Height
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Time
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1-7-7 2: Diode Array 
TIC

1.51e7
Area%
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Area
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Height
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Time
5.93

5.93

1-7-8 2: Diode Array 
TIC

9.54e6
Area%
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Area
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Time
9.50

9.50
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1-8-1 408 (6.913) 2: Diode Array 
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1-8-2 471 (7.962) 2: Diode Array 
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1-8-7 314 (5.342) 2: Diode Array 
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1-8-8 461 (7.783) 2: Diode Array 
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1-8-1 2: Diode Array 
TIC
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1-8-2 2: Diode Array 
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1-8-3 2: Diode Array 
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1-8-7 2: Diode Array 
TIC
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Area%
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Area
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1-8-8 2: Diode Array 
TIC
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1.26e6288.9

498

200 250 300 350 400 450 500 550 600
m/z0

100

%
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1-9-1 2: Diode Array 
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1-9-2 2: Diode Array 
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1-9-3 2: Diode Array 
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1-9-7 2: Diode Array 
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1-9-8 2: Diode Array 
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8-5-1 2: Diode Array 
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8-5-2 2: Diode Array 
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8-5-3 2: Diode Array 
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8-5-7 2: Diode Array 
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8-6-1 2: Diode Array 
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8-6-3 2: Diode Array 
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8-6-7 2: Diode Array 
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8-7-7 2: Diode Array 
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8-8-8 2: Diode Array 
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