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e Experimental details and characterization data (PDF)
* FAIR data, including the primary NMR FID files, for compounds 1-10 (ZIP)
e FAIR data, including the primary NMR FID files, for compounds 11-17, $3, S5, and S8 (ZIP)
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Table 1. NMR Spectroscopic Data (500 MHz, CD;OD, o in
ppm) for Compounds 1—3 Obtained Using Capillary NMR
1 2 3
position A’ A O LR A" On
I 614 CH 376s 619 392s 60.0° 4.02s
2 337CH.nso  2.34s 334 239brs 243 brs
CH.,, 1945 202s 2.29-231brs
3 64.3 CH 508,s 638 5.10s 625 <14-
4 323CHiue 2.38brs 319 243 brs
CH,, 2.14s 222s
5 66.9 CH 363s 674 379s 66.0°
6 76.5 CH 564s 748 562s T8.0°
7 342CH,.» 283brs 343 288s
CH.» 238 brs 236 brs 6H
8 390CH;:N 277s 385 288s 385
9 165.5” qC 165.5”
10 112.4CH 605s 1123 6.05s 119.5°
11 160.5° qC 160.7¢ 154.0°
12 659CH; 410s 658 4.11s 174.0°
OH 333s 3.36s
13 14.6 CH; 211s 147 211s 14.6°
9 167.4°qC 166.3" 178.5¢
10 127.3° qC/CH 1148 5.74s 115.5¢
11”7 139.0CH/qC 6.19s 159.3° 157.0%¢
12 194 CH; 191s 193 219s 19.0°
13 26.1 CH; 20ls 263 195s 26.2¢
“ Based on HSQC. ? Based on standard C NMR spec
CDCls for the isomer mixture (isomer subfraction). © Bas

Ha udtn J/ﬂ"

e (1): color-
(log €) 220
92.4; EIMS
8 (12), 122
/7 256 (62),
'z 338.1973
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How can specialized databases find relevant data?
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Tool facilitating harvesting in database using OAI-PMH

The Open Archives
Initiative Protocol

for Metadata
Harvesting
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Document Version 2015-01-08
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CHEMeDATA <€
JSON-LD

1) Define chemistry objects

2) Find them in repositories (to visualize...)

3) Convert them into open formats

4) Registry of chemistry data
5) Web platform for crowd-sourced
generation and curation of chemistry
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