
S1 

 

Crystallographic and NMR Investigation on Ergometrine and 

Methylergometrine, Two Alkaloids from Claviceps purpurea 

 

Fiorella Meneghetti 1, Patrizia Ferraboschi 2, Paride Grisenti 3, Shahrzad Reza Elahi 2, Matteo Mori 1 and Samuele 

Ciceri 2,* 

1 Department of Pharmaceutical Sciences “Pietro Pratesi”, University of Milan, via L. Mangiagalli, 25 - 20133 Milano 

Italy; fiorella.meneghetti@unimi.it (F.M.); matteo.mori@unimi.it (M.M.) 
2 Department of Medical Biotechnology and Translational Medicine, University of Milan, Via Saldini 50, 20133 Milano, 

Italy; shahrzad.rezaelahi@gmail.com (S.R.); patrizia.ferraboschi@unimi.it (P.F.) 
3 Chemical-Pharmaceutical Consulting and IP Management, Viale Giovanni da Cermenate 58, 20141 Milano, Italy; 

grisenti.paride60@gmail.com (P.G.) 

* Correspondence: samuele.ciceri@guest.unimi.it (S.C.) 

 

 

 

 

 

 

 
 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

mailto:fiorella.meneghetti@unimi.it
mailto:matteo.mori@unimi.it
mailto:shahrzad.rezaelahi@gmail.com
mailto:patrizia.ferraboschi@unimi.it
mailto:grisenti.paride60@gmail.com
mailto:samuele.ciceri@guest.unimi.it


S2 

 

Supplementary data contents 
 

S3 1H NMR of ergometrine maleate 6 

S4 13C NMR of ergometrine maleate 6 

S5 COSY of ergometrine maleate 6 

S6 HSQC of ergometrine maleate 6 

S7 1H-13C HMBC of ergometrine maleate 6 

S8 NOESY of ergometrine maleate 6 

S9 1H-15N HMBC of ergometrine maleate 6 

S10 1H NMR of methylergometrine maleate 7 

S11 13C NMR of methylergometrine maleate 7 

S12 COSY of methylergometrine maleate 7 

S13 HSQC of methylergometrine maleate 7 

S14 1H-13C HMBC of methylergometrine maleate 7 

S15 NOESY of methylergometrine maleate 7 

S16 1H-15N HMBC of methylergometrine maleate 7 

S17 1H NMR of ergometrine 4 

S18 13C NMR of ergometrine 4 

S19 COSY of ergometrine 4 

S20 HSQC of ergometrine 4 

S21 1H-13C HMBC of ergometrine 4 

S22 NOESY of ergometrine 4 

S23 NOESY of ergometrine 4 (expansion of the 2.3  3.6 ppm region) 

S24 1H-15N HMBC of ergometrine 4 

S25 1H NMR of methylergometrine 5 

S26 13C NMR of methylergometrine 5 

S27 COSY of methylergometrine 5 

S28 HSQC of methylergometrine 5 

S29 1H-13C HMBC of methylergometrine 5 

S30 NOESY of methylergometrine 5 

S31 NOESY of methylergometrine 5 (expansion of the 2.3  3.6 ppm region) 

S32 1H-15N HMBC of methylergometrine 5 

 

 

 

 

 

 



S3 
 

 



S4 
 

 



S5 
 

 



S6 
 

 



S7 
 

 



S8 
 

 



S9 
 

 



S10 
 

 



S11 
 

 



S12 
 

 



S13 
 

 



S14 
 

 



S15 
 

 



S16 
 

 



S17 
 

 



S18 
 

 



S19 
 

 



S20 
 

 



S21 
 

 



S22 
 

 



S23 
 

 



S24 
 

 



S25 
 

 



S26 
 

 



S27 
 

 



S28 
 

 



S29 
 

 



S30 
 

 



S31 
 

 



S32 
 

 


