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Codice PDB: 1E33
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Purificazione: Cristallizzazione

Solvente: Etanolo

Aspetto: Solido giallo

Resa: 23%

Punto di fusione: 232 °C

Peso molecolare: 202.65 g/mol

1H NMR (400 MHz, CDCl3 ) δ 5.33 (s, 1H, CH), 6.78-6.82 (t, H, CHbenz) J =1.6 Hz,

6.89-6.91 (d, 1H, CHbenz) J = 1.2Hz, 7.35-7.39 (t, 1H, CHbenz) J = 7.2Hz,

7.76-7.79  (d, H, CHbenz) J = 1.6Hz , 12.12(OH)

Analisi elementari

C (65.35%), H (2.99%), O (31.66%)

C11H6O4
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Purificazione: Cristallizzazione

Solvente:Etanolo

Aspetto: Cristallo giallo

Resa: 58%

Punto di fusione: 167-169°C

Peso molecolare: 326.30 g/mol

1H NMR (400 MHz, DMSO-d6) : δH 7.43-7.51 (m, 2H, 2×CH), 7.65-7.71 (m, 1H,

CH), 7.91-7.96 (m, 2H, 2×CH), 8.06-8.09 (m, 1H, CH), 8.14-8.18 (m, 1H, CH),

8.43-8.46 (d, 1H, CH, J= 8.3 Hz), 8.51-8.54 (d, 1H, CH, J = 8.5 Hz), 8.84 (d, 1H,

CH, J = 8.8 Hz).

13CNMR (100 MHz, DMSO-d6) : δC 116.6, 117.0, 119.0, 124.6, 124.8, 126.3, 126.4,

127.0,131.2, 132.0, 132.6, 134.0, 134.7, 134.8, 135.3, 138.7, 140.6, 151.7, 156.7,

180.8, 183.1.
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ENTRY:  1e2s

ECRD

RCRD

RCCD

ENTRY: 1auk

ENTRY:1elz

ENTRY:1e3c

ENTRY:1n2k

ENTRY1n21

Programma di Docking ECRD RCRD

Autodock 1.276 1.139

Autodock Vina 0.595 0.605

Plants 1.140 1.095

Surflex 0.862 1.303

Paradocks 0.952 0.818

Docking 

Program CODICI ENTRY IN PDB

1AUK 1E1Z 1E33 1E3C 1N2K 1N2L

Autodock 1.071 1.289 0.996 0.823 2.380 3.005

Autodock Vina 0.818 3.019 2.632 2.701 5.725 5.193

Plants 0.867 1.132 1.809 1.172 7.956 7.024

Surflex 2.927 2.909 1.903 2.640 4.431 5.075

Paradocks 1.035 0.763 0.621 1.314 3.095 2.475



22


