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Welcome

The Spanish Royal Society of Chemistry (RSEQ) celebrates its XXXVI Biennial Meeting at the
Melia Hotel in Sitges (Barcelona), from 25" to 29" June 2017. The Department of Chemistry at
the Autonomous University of Barcelona assumes with enthusiasm its organization. "The
Biennial", as it is known this meeting by the Spanish Chemical community, is the forum which
shows the vitality and the vigor of the Spanish chemistry. In this edition we hope to overcome the
1000 participants.

According to the format established in the last Biennals, the meeting is organized in specialized
symposia (24), which constitute a broad range of the most active fields of current chemical
research. Presents a high level of internationalization and a list of plenary (5) and invited (more
than 100) prestigious speakers. The scientific program also includes a very large number of oral
presentations as well as poster sessions.

Sitges offers an incomparable setting for the Biennial. It combines an extraordinary historical and
cultural legacy with a privileged situation in the Mediterranean coast and a marked cosmopolitan
character. It is located 35 Km south of Barcelona and well connected to the Barcelona
International airport and Barcelona Sants train station. Let the Biennial be the great feast of the
Spanish chemistry. We look forward to seeing you in Sitges.

On behalf of the Local Scientific Committee,

Agusti Lledés
Mariona Sodupe

Committees
Scientific Committee

Antonio M. Echavarren, Il nstitut Catal”™ délnvestigaci
Jesus Jiménez Barbero, CIC-bioGUNE, Bilbao

Joan Bosch, Universitat de Barcelona

José Manuel Gonzalez Diaz, Universidad de Oviedo

Narcis Homs, Institut de Recerca en Energia de Catalunya, Universitat de Barcelona
Agusti Lledés, Universitat Autobnoma de Barcelona

Sonsoles Martin Santamaria, Centro de Investigaciones Biologicas i CSIC, Madrid

José Manuel Pingarrén, Universidad Complutense de Madrid

Concepcié Rovira, Institut de Ciéncies de Materials de Barcelona i CSIC

Mariona Sodupe, Universitat Autbnoma de Barcelona
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Local Organizing Committee

Agusti Lledds, Universitat Autonoma de Barcelona

Mariona Sodupe, Universitat Autbonoma de Barcelona

Jordi Garcia-Antén Aviiid, Universitat Autonoma de Barcelona
Jordi Hernando Campos, Universitat Autonoma de Barcelona
Rosa Maria Ortuiio Mingarro, Universitat Autbnoma de Barcelona
Maria Isabel Pividori Gurgo, Universitat Autbonoma de Barcelona
Luis Rodriguez Santiago, Universitat Autbonoma de Barcelona
Rosa Maria Sebastian Pérez, Universitat Autbnoma de Barcelona
Gregori Ujaque Pérez, Universitat Autonoma de Barcelona
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Meeting at a glance

16:00- 17:00 S
Registration
17:00- 18:00 Assembly RSEQ
Sunday, - - -
June 28 | 18:00-19:15 Opening Ceremony / Lilly Awards session
19:15-20:00 PL1. Daniel G. Nocera. "FUELS TO FOOD FROM SUNLIGHT, AIR AND WATER"
20:00 Welcome Cocktail
Room Auditorio
8:30-9:15 PL2. José Luis Mascarefias. "TRANSITION METAL COMPLEXES IN CATALYSIS AND CHEMICAL
Room Tramuntana 1 Garbi 1 Auditorio Garbil 2 Tramuntana 2 | Tramuntana 3
9:30-11:00 | S1. Graphene S5. NatProd S9. Crystal S13. SpectdMat| S17. Forensic | S21. NanoCat
11:00- 11:30 Coffes Break(Hall Auditorio and Tramuntana)
Monday 11:30-13:00 | S1. Graphene‘ S5. NatProd ‘ S9. Crystal | S13. Spect4Mat‘ S17. Forensic ‘ S21. NanoCat
June26n 13:00- 15:00 Lunch
15:00-16:30 | S1. Graphene‘ S5.NatProd ‘ S9. Crystal | S13. Spect4Mat‘ S18. Biosens ‘ S21. NanoCat
16:30- 17:30 Coffee Break + Poster Sessié&rfHall Auditorio androyersTramuntana)
17:30-19:00 | S1. Graphene‘ S5. NatProd ‘ S10. OrganoCa{ S13. Spect4Mat‘ S18. Biosens ‘ S22. Divulga
19:00- 20:00 Poster SessioA (Hall Auditorio and-oyersTramuntana)
Room Auditorio
8:30-9:15 PL3. Pedro J. Pérez. "THE FUNCTIONALIZATION OF METHANE: STRATEGY AND UNDERSTAN
Room Tramuntana 1 Garbil Auditorio Garbi 2 Tramuntana 2 | Tramuntana 3
9:30-11:00 | S2. MatOptEn S6. MolRec S10. OrganoCa{ S14. Prebiotic | S19. Organomet| S22. Divulga
11:00- 11:30 Coffee Break(Hall Auditorio and Tramuntana)
Tuesday 11:30-13:00 | S2. MatOptEn | S6. MolRec | Sl0.0rganoCat| S14. Prebiotic | S109. Organomet| S22. Divulga
June27h 13:00- 15:00 Lunch
15:00-16:30 | S2. MatOptEn ‘ S6. MolRec S14. Prebiotic | S19. Organomet‘ S22. Divulga
16:30- 17:30 Coffee Break + Poster SessiBitHall Auditorio androyersTramuntana)
17:30-19:00 | S2. MatOptEn ‘ S6. MolRec S14. Prebiotic | S109. Organomet‘ S22. Divulga
19:00- 20:00 Poster SessioB (Hall Auditorio and-oyersTramuntana)
Room Auditorio
8:30-9:15 PL4. Alanna Schepartz . "GAINING CHEMICAL CONTROL OVER ENDOCYTOSIS"
Room Garbi 1 Tramuntana 2 | Tramuntana 3
9:30-11:00 S7. BiolChem sy BN = [6)11615(<1y)| S15. CO2 S19. Organomet|* Sz ile =)
11:00-11:30 Coffee Break(Hall Auditorio and Tramuntana)
11:30-13:00 S7. BiolChem S19. Organomet | sZefa (61|
Wednesday| 13:00- 15:00 Lunch
Junez8" 7 5 00- 16:30 AT Si2 OrgSyn S15.CO2  S20.TheorChem  S24. MOFs
16:30- 17:30 Coffee Break + Poster Sessi8ijHall Auditorio and-oyerslTramuntana)
17:30-19:00 S7. BiolChem S12. OrgSyn S15. CO2 S20. TheorChem  S24. MOFs
19:00- 20:00 Poster Sessio@(Hall Auditorio and-oyersTramuntana)
21:00 Banquet(Finca Mas Solers)
Room Auditorio
8:30-9:15 PL5. George C. Schatz . "A NEW DIRECTION IN MATERIALS ASSEMBLYNOBARTNAES AS ATOMS A
DNA AS. INKERS TO MAKE FUNCTIONAL MATERIALS
June2gh 9:30-11:00 [ESTMEIe]\o[=16S ‘ S7. BiolChem S12. OrgSyn S16. Raman = S20. TheorChem  S24. MOFs
11:00- 11:30 Coffe BreaKHall Auditorio and Tramuntana)
11:30- 13:00 |WESTIeI\n(EI6S ‘ S8. ThermProp ‘ S12. OrgSyn S16. Raman = S20. TheorChem  S24. MOFs
13:00- 14:30 |WESTEIe1\nEI6S ‘ S8. ThermProp ‘ S12. OrgSyn S16. Raman = S20. TheorChem  S24. MOFs
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Schedule

Registration: Hall Hotel Melia Sitges
Plenary Lectures: Auditorio
Opening Ceremony & Lilly Awards session: Auditorio

Banquet (Wednesday, 28" June): Finca Mas Solers

Sunday, June 25"

16:00 - 18:00 Registration

17:00 - 18:00 Assemby RSEQ
18:00 - 18:15 Opening Ceremony

18:15-19:15 Lilly Awards session N. Casanova Ph.D. Lilly Award
E. Lopez Ph.D. Lilly Award
E. Serrano Ph.D. Lilly Award

R. Vicente Arroyo 2017 RSEQ Lilly Young Research Award
IR0l PL1 Daniel G. Nocera "FUELS TO FOOD FROM SUNLIGHT, AIR AND WATER"

20:00 i Wel come C



8:30 - 9:15

9:30 - 10:00

10:00 - 10:30

10:30 - 11:00

11:00 - 11:30

11:30 - 12:00

12:00 - 12:30

12:30 - 13:00

13:00 - 15:00

Monday, June 26t
PL2 José Luis Mascarefias "TRANSITION METAL COMPLEXES IN CATALYSIS AND CHEMICAL BIOLOGY"

Tramuntana 1
S1. Graphene
ILO1 L. K. Ping

ILO2 A. Hirsch

OCO1 E. Orti

OC02 M.A. Herranz

Coffe Break
S1. Graphene
ILO3 B. Lotsch

OCO03 A. Primo
Arnau
OC04 R. Caballero

OCO05 L. Martin-
Gomis
FPO1 J. Mata

FP0O2 L.M. Arellano
Castellanos
FPO3 A. Ferrer Ruiz

Assembly GE
NanoMatMol

IL=30 min

Garbi 1
S5. NatProd
ILO1 J. Piel

OCO01 J.F.Reyes
Benitez
0OC02 G. Tarazona

OC03 A. Hernandez
FPO1 C. Urda Prieto

FP02 M.A. Romero
FPO3 P. Lopez Rojas

S5. NatProd
ILO2 M. Norte
Martin
0OC04 M. Perez
Bosch
OC05 A.Gil
Escolano

REDPRONAT 2016
Research Awards

OC=15 min

Auditorio
S9. Crystal
ILO1 W. Leitner

OCO01 W. Qian
OC02 S. Reinoso

OCO03 T. Cordero-
Lanzac
0OC04 M.R. Axet

S9. Crystal
ILO2 A. Bacchi

OCO05 C. Heras
Paniagua

OC06 M. Leonardi

Xavier Solanso
Award

Lunch
FP=5 min

Garbi 2

S13. Spect4Mat

ILO1 B.M.
Weckhuysen

OCO01 K. Soulantika

OC02 C. Wittee

ILO2 A. Urakawa

S13. Spect4Mat
ILO3 M. Daturi

OC03 M. O.
Guerrero-Pérez
OC04 M.A. Banares

OCO5 A. Heras
Vidaurre
OCO06 L. F.Bobadilla

Tramuntana 2
S17. Forensic
OCO01 M. Calcerrada

ILO1 O. Delémont
ILO2 L. Bartolomé

OCO02 L.Ortiz Herrero

S17. Forensic
ILO3 E. Moyano
Morcillo
OCO03 P. Prego
Meleiro
OCO04 A. Sorribes
Soriano
OC05 M. Cosmi

OCO06 M. dela
Guardia Cirugeda

Tramuntana 3
S21. Nanocat

ILO1 A. Corma
OC01 M. Gémez
OCO02 E.J. Garcia-
Suarez
OCO03 J. Creus

FPO1 I. Esteve Adell

S21. Nanocat
[LO2 B. Chaudret

OC04 E. Garcia
Bordejé

OCO05 D. Curulla

OCO06 J. A. Delgado

FPO2 L. Moraes



15:00 - 15:30

15:30 - 16:00

16:00 - 16:30

16:30 - 17:30

17:30 - 18:00

18:00 - 18:30

18:30 - 19:00

19:00 - 20:00

Tramuntana 1
S1. Graphene
ILO4 N.Tagmatarchis

OCO06 R. Torres
Cavanillas
OCO07 E. Pérez

0OCO08 J. Lopez
Andarias
FPO4 T. Torroba

FPO5 P. Hayati

FPO6 Z. El Hachemi

Coffe
S1. Graphene
OCO09 C. Martin
Jiménez
OC10 N. Aliaga-
Alcalde
OC11 P. Cea
FPO7 A. Criado
FPO8 I.L. Herrer
Jiménez
FP09 J.M. Gonzélez

ILO5 D. Bassani

IL=30 min

Garbi 1
S5. NatProd
ILO3 J. Zhu

OCO06 J. A. Souto
Salgado

OCO07 L. Conesa
Milian

FP04 E. del Castillo
Fernandez

FPO5 A. Rivas

FP0O6 M.A. Gonzalez
Cardenete
FPO7 C. Are
FPO8 D. Lopez
Puertollano
FP0O9 P. Martin
Acosta
Poster Session A
S5. NatProd
ILO4 A. Francesch
Solloso

OC08 A.M. Costa
OC09 J.A. Gonzalez

Auditorio
S9. Crystal
ILO3 P. Raithby

OCO07 J. Conesa
Egea
OC08 M. Castifieira

OC09 J. Perles

OC10 A.GOmez
Palomino

S10. Organocat
ILO1  P. Melchiorre

OCo1
0C02
FPO1

V.J. Lillo
E. Reyes
M. Fianchini

A. Garcia
Romero
E. Matador

FP02

FPO3

FP0O4 A. Maestro

| Assembly GEPN

|FPO5 E. Diaz

Poster Session A
OC=15 min

FP=5 min

Garbi 2

S13. Spect4Mat
ILO4 P. Beato
OCO07 J.M. Coronado
OC08 D. Ruano

ILO5 G. Mestl

S13. Spect4Mat
ILO6 V. Perez-
Dieste

OCO09 V. Verdugo?

a) 30 min; b) 15 min

Tramuntana 2

S18. Biosens

ILO1 S.Wachsmann-
Hogiu

ILO2 R. Alvarez-
Puebla®

ILO3 J.M. Pingarréon®

OC01 M.J. Bafuls
FPO1 E. Benito
FP0O2 A. Saini

FPO3 S. Lima Moura

S18. Biosens
ILO4 S. Daunert

F. Andrade®
S. Deo
N. Vollmer

ILO5
0C02
0OCO03
FP04 S. Morais

D. Gimenez-

Romero
E. Sanchez

FPO5

FPO6

Tramuntana 3
S21. Nanocat

ILO3  J. Dupont
OCO07 P. Witte
OC08 P. Serp
OC09 M. A. Rivero

FP0O3 M. Tejeda

S22. Divulga
I[LO1 N. Martin

ILO2 P. Goya

OCO01 G. Pinto

FPO1 M. Martin-
Sanchez

FP02 G. Guillena

FP0O3 C. Guillén



8:30 - 9:15

9:30 - 10:00

10:00 - 10:30

10:30 - 11:00

11:00 - 11:30

11:30 - 12:00

12:00 - 12:30

12:30 - 13:00

13:00 - 15:00

Tuesday, June 27t
PL3 Pedro J. Pérez "THE FUNCTIONALIZATION OF METHANE: STRATEGY AND UNDERSTANDING"

Tramuntana 1
S2. MatOptEn
ILO1 E. Palomares

OCO01 A. Llobet
OCO02 M. Bernechea

ILO2 H. Miguez

Coffe Break
S2. MatOptEn
ILO3 J. Nelson

0OCO03
0OCo04
OCO05

F. Langa
G. Bottari
L. Lueer

FPO1 R. Sandoval

FPO2
FPO3

M.J. Mayoral
H. Barbero

Lunch
IL=30 min

Garbi 1
S6. MolRec
ILO1 O. Llorca

OCO01 A. Hierro®

OC02 M. Ramirez
Escudero

OC03 C. Fernandez
-Tornero

S6. MolRec
ILO2 A. P. Davis

OC04 M.J. Sanchez?®
OCO05 J. Sola

OCO06 I.F. Céspedes
-Camacho

OC=15 min

Auditorio
S10. Organocat

ILO2 S.B. Tsogoeva

OCO03 J. Aleman

OCO04 A.Landa

FPO6
FPO7
FPO8

FPO9
FP10

F. Auria-Luna
M. Agirre
H. Carneros

I. Urruzuno
|. Bastida

S10. Organocat
ILO3 P.M. Pihko

OCO05 C. Jimeno

OCO06 F.V. Gonzélez

FP11

FP12

FP13
FP14

FP15

E. Garcia-
Verdugo
M. Valle

S. Cuadros
S. Cainiellas

L. Clot-

Almenara

FP=5 min

Garbi 2
S14. Prebiotic
ILO1 J. Cernicharo

ILO2 E. Herbst

OCO01 D. Skouteris

FPO1 N. Marcelino

FPO2
FPO3

N. Balucani
A. Zanchet

S14. Prebiotic
ILO3 N. Watanabe

OCO02 E. Jiménez

OCO03 E. Cocinero

0OC04 G.M. Mufioz
Caro

FP04 A.J. Ocaifia

FPO5 G. Molpeceres

FPO6 J. Enrique-
Romero

a) 30 min

Tramuntana 2
S19. Organomet

ILO1 D.G. Gusev
ILO2 M.H. Pérez-
Temprano

OC01 A. Olmos
Vergé

OC02 X. Solans-
Monfort

S19. Organomet
ILO3  A. Miller

0OCO03
0Co04
OCO05

M. Costas
R. Peloso
C. Silva
Lépez

OC06 N. Mézailles

Tramuntana 3
S22. Divulga

OCO02 J. Quilez
OCO03 A. dela Fuente
OCO04 B. Altava

OCO05 I. Funes
Ardoiz
ILO3 A. Caamaiio

S22. Divulga

OC06 M. A. Calvo
OCO07 J. M. Arsuaga
OCO08 A. Marchal
OCO09 |I. Pell6n

ILO4 C. Mans



15:00 - 15:30

15:30 - 16:00

16:00 - 16:30

16:30-17:30

17:30 - 18:00

18:00 - 18:30

18:30 - 19:00

19:00 - 20:00

Tramuntana 1
S2. MatOptEn
ILO4 P. Bauerle

OCO06 V. Gonzalez
Pedro

OCO07 A. Molina

Ontoria

J. Avila

Gomez

J. Urieta Mora

FPO4

FPO5

FPO6
FPO7

M. Liras

D. Mateo
Mateo

C.J. Garcia
Uceda
FPO9 S. Ferrero
Coffe Break

S2. MatOptEn
OCO08 A. Sastre-

FPO8

Santos
OCO09 Y. Yamamoto
ILO5 M. K.

Nazeeruddin

OC10 A. Mateo-
Alonso
FP10 A.B. Buades

FP11 M. Privado
FP12 F. Garcia

Poster Session B
IL=30 min

Garbi 1
S6. MolRec
ILO3  J.A. Marquez

Auditorio
S11. FlowChem
ILO1 |.R. Baxendale

OCO07 E.J. Cocinero® 1L02 C. Rodriguez-
Escrich

OC08 M. Amorin ILO3 R. Luque

OC09 M. Sanchez-
Martinez

Poster Session B

S6. MolRec S11. FlowChem

ILO4 S. Matthews ILO4 P. Lo6b

OC10 B. Altava ILO5 S.V. Luis

OC11 L. Alonso-

Cotchico

OC12 A. Albert ILO6 C. Oliver
Kappe

| Assembly GEQB |

OC=15 min FP=5 min

Garbi 2
S14. Prebiotic
ILO4 A. Lazcano

OCO05 J. M. Trigo-
Rodriguez
OC06 J.F.Lambert

OCO07 P. Ugliengo

FPO7 D. Mufioz-

Santiburcio
FPO8 S. Pantaleone

S14. Prebiotic

Tramuntana 2

S19. Organomet
ILO4 P. Crochet
OC07 M. Diéguez
0OC08 A.M. Geer
OC09 M.C. Nicasio

OC10 A. Prades

S19. Organomet

Tramuntana 3
S22. Divulga

OC10 M.l. Gutiérrez
OC11 J. Perles
OC12 S. Simon

ILO5 B. Herradon

S22. Divulga

ILO5 J. Sutherland ILO5 A. Rodriguez ILO6 J. Corominas
ILO6 J. M Ribo OC11 F.J.Fernandez OC13 E. Jiménez
OC12 B. Martin Vaca 0OC14 J.l. Garcia
Laureiro
OC08 A.dela 0OC13 J. Iglesias- OC15 C. Pérez-
Escosura Siglienza Rafols
FP0O9 A. Moyano FP0O4 V.A.dela
Pefia O'Shea
FP10 J. Poater FPO5 J. Klett
| Assembly GEIQ Assembly GEQO Assembly GE3C |

a) 30 min



Wednesday, June 28"
PL4 Alanna Schepartz "GAINING CHEMICAL CONTROL OVER ENDOCYTOSIS"

8:30 - 9:15

9:30 - 10:00

10:00 - 10:30

10:30 - 11:00

11:00 - 11:30

11:30 - 12:00
12:00 - 12:30

12:30 - 13:00

13:00 - 15:00

Tramuntana 1
S3. MatStoEn
ILO1  J.Irvine

OCO01 X. Martinez
de Irujo Labalde
0OC02 V.M. Ortiz

ILO2 F. Garcia-
Alvarado

Coffe Break

S3. MatStoEn

ILO3 P. Adelhelm

OCO03 A. Benitez
de la Torre

OC04 |. Sobrados

OC05 C. Berlanga

OCO06 J. Rodriguez-

Carvajal

Lunch
IL=30 min

Garbi 1 Auditorio Garbi 2

S7. BiolChem S11. FlowChem S15. CO2

ILO1 M. Reza ILO7 T.F.Jamison® ILO1 P. Styring
Ghadiri

ILO2 I. Alfonso® ILO8 J. Alcazar? OCO01 J. Solla-Gullén

ILO3 N.-C. OCO02 A. del Castillo
Reichardt?

OCO01 J.C. Morales IL09 J.A.Rincon® OCO03 F. Martinez

Navarro

FPO1 V. Garcia OCO04 I. Merino-
Vegas Garcia

FP0O2 J. Guzman-
Caldentey

FP0O3 E. Pazos

S7. BiolChem S12. OrgSyn S15. CO2
ILO4 M.P. Murphy® ILO1 S. Clark ILO2 E.A. Quadrelli

ILO5 A.G. Quiroga® OCO01 F. Miloserdov OCO05 V.A. de la

FP0O4 O.Vazquez Pefia O'Shea
FPO5 R. Ruiz OCO02 A. Pinto OCO06 P. Bosch-
Gonzalez Jiménez

Janssen Lecture OCO03 B. Bradshaw OCO07 R. Blasco-

Gomez
FPO1 S. Ferrer FPO1 C. Jiménez
Izquierdo
FP0O2 I. Giménez FP0O2 A. Marcos
FPO3 C. Vila FP0O3 J. Martinez
OC=15 min FP=5 min

Tramuntana 2
S19. Organomet
ILO6 A. Macchioni

ILO7 C. Tejel

OC14 D. Balcells

OC15 A. Cornejo
Ibergallartu

S19. Organomet
ILO8 A. Weller
OC16 M. Besora

OC17 V. Passarelli

0OC18 A. Company

Concluding Remarks

a) 15 min; b) 35 min; ¢) 40 min; ¢) 25 min

Tramuntana 3

Round Table

ILO1 C. Nevado

ILO2 M. J. Vicent
FPO1 A. Pascual
Escudero
FP0O2 S. Martinez
de Salinas Uzquiza
FP0O3 A. Odriozola
FP04 M.V. Palomo

FPO5 F. Morales

FP0O6 C. Borras
FPO7 F. Aparicio
FP0O8 E.M. Guillamoén
FP0O9 M. Lledo6s



Tramuntana 1 Garbi 1 Auditorio Garbi 2 Tramuntana 2 Tramuntana 3
'S3.MatStoEn ~ S7. BiolChem S12. OrgSyn S20. TheorChem S24. MOFs
15:00 - 15:30 OCO07 P. Lavela ILO6 M. Morris OCO04 R. Dorel ILO3 P. Castafio ILO1 B. Mennucci ILO1 S. Chong
OCO08 J. Santos OCO05 D J. Cardenas OCO08 A. Kleij
15:30- 16:00 OC09 X. Sala ILO7 E. Pérez- OC06 M. Fafanas OC09 F. lvars OC01 C.D. Navo OCO01 X. Ribas?
Inestrosa? Mastral Najera®
OC10 D. Arenas OCO02 D. Sampedro OCO07 C. Arroniz OC10 J. A.Castro- 0OC02 M. Alcami OC02 A.Carné®
Osma
16:00- 16:30 1L04 E. Goikolea  OCO03 P. Gamez FPO4 M.E.de Orbe 0OC11 A.Urakawa OCO03 E. Ruiz OC03 A. Mateo-
Alonso®
FPO7 G.M. FPO5 P. Fernandez FPO1 R. Martinez
Rodriguez-Mudiz FPO06 L. Alonso FP02 J.Rodriguez-
FPO8 N. de La Cruz Guerra
FP09 1. Louzao FPO7 A.Pla

FPO8 N. Martinez
FP09 A. Tortajada

16:30 - 17:30

S4. Polymers S7. BiolChem S12. OrgSyn S20. TheorChem S24. MOFs
17:30-18:00 ILO1 M. A. R.Meier IL08 R. Eritja GEQOR Awards ILO4 M.D. ILO2 F. Gervasio ILO2 B. Lotsch

Hernandez Alonso
18:00 - 18:30 OCO01 J.C. Morales- IL09 R. Martinez ILO2 J. M. Lassaletta OC12 A. M. OCO04 L. Unione® OCO05 O. Castillo®?
Huerta Maiez? Lépez-Periago FPO1 C. Montoro

OC02 A. Moreno OC04 O. Zagorodko OC13 E. Santos OCO05 J.J. Carbé FP02 J. Lopez

18:30- 19:00 OCO03 J. San Roman FP10 E.C. Ant6n ILO3  A. Mourifio OC14 M. Montalban OCO06 J. Ribas FP0O3 N. Portolés-
Gil
OCO04 I. Rivilla FP11 R. Sol6rzano FP0O4 P. Castafio FP0O3 A. Cebrian FPO0O4 S.Pérez-Yanez
FP12 J.M. Priegue FPO5 M. Alvarez- FP04 J.A Martinez-
Guerra Gonzalez

FP13 A. Pérez
Sanchez

FP14 A. Diez-Varga

FP15 J.A. Olivares

19:00 - 20:00 [ Poster Session G Assembly GEES |

21:00 Banquet: AFinca




Thursday, June 29"

SRSV WIGE PL5 George C. Schatz oA NEW DIRECTION IN MATERIALS ASSEMBLY: USING NANOPARTICLES AS ATOMS AND DNA AS

LINKERS TO MAKE FUNCTIONAL MATERIALSO

Tramuntana 1

Garbi 1

S4. Polymers S7. BiolChem

9:30 - 10:00
10:00 - 10:30

ILO2 A. Dufresne
OCO05 S. Roig

OCO06 P. Villanueva
10:30-11:00 0OCO07 C. Domingo

OC08 R.M.
Sebastian

11:00 - 11:30 | Coffe Break

IL10 H. Bayley
IL11 E. Fernandez-
Megia?

FP16 G. Cabré
FP17 L. Mendive
IL12 O. Boutureira®

Poster Awards

Assembly GECAT
S8. ThermProp

Auditorio Garbi 2

S12. OrgSyn S16. Raman

ILO4 I. Marek ILO1  P. Matousek

OC08 Z.Wang OCO01 J.M.
Madariaga

OCO09 J. Carreras 0OCO02 S. Grenet

FP10 J-A. Garcia- OCO03 A. Lobato
Lépez

FP11 S. Mata FPO1 |I. Torre

FP12 Y.Wu FP0O2 P. Ruiz

FP13 M. Frutos FPO3 I. Arrechea

FP14 E. Tan

FP15 A. Cabré

Tramuntana 2 Tramuntana 3

S20. TheorChem S24. MOFs
ILO3 A. Pabis ILO3 J. Gascon
OCO07 L. Pérez- OCO06 E. Pardo
Regidor? Marin®
OC08 A. OC07 R. Mas-
Gonzéalez-Lafont Ballesté ®)
OCO09 J. M. Luis OC08 P. Garcia
Garcia®

FPO5 B. Wang

FP0O6 A. Romero

S4. Polymers
ILO3 V. Langlois

11:30 - 12:00
12:00-12:30 OCO09 A. Garcés
OC10 J.Garcia Calvo

12:30 - 13:00 OC11 J. Santos

OC12 |I. Fuentes

IL=30 min

ILO1 N. Shirrazzuoli

OCO01 M.
Fernandez-Garcia

OC02 M.L. Cerrada

0OCO03 J.J. Parajé
OCO04 N. Ferrer

OC=15 min

S12. OrgSyn S16. Raman

ILOS5 J. Cossy ILO2 J.C. Otero
Fernandez de Molina

OC10 J.I. Padrén OC04 M. Lafuente

OC11 A. Shafir OC05 M. Moreno

FP16 M.S. Garre

FP17 B. Cendodn OC06 M.C. Ruiz

FP18 A. Rebolledo OCO07 P. Mayorga

FP19 T. Duhamel

FP20 B. Garcia

FP21 L. Ortiz

FP=5 min a) 15 min; b) 20 min

S20. TheorChem S24. MOFs

ILO4 J. Contreras- [L04 D. Fairén-
Garcia Jiménez
OC10 I. Funes OC09 F. Gandara®
Ardoiz?
OC11 M. Sola FPO5 E. L6épez-Maya
FP0O6 B. Zornoza
OC12 M. Yafez FPO7 F. Maya
FPO7 J.M. Oliva- FP0O8 C. Palomino
Enrich
FPO8 E. Cuéllar FP0O9 E. Caballero
FP10 S.M.F. Vilela
FP11 V. Rubio
FP12 S. Rojas



]
Garbi 1
S8. ThermProp

Tramuntana 1 Auditorio

Garbi 2

Tramuntana 2 Tramuntana 3

ILO4 A Eceiza

13:00 - 13:30 ILO2 J.-L. Garden ILO6 A. Rodriguez
de Lera
13:30- 14:00 OC13 H. Sardon OCO05 J. Rafols-Ribé OC12 Y. Diaz
OC14 B. Fernandez- OCO06 M. Gonzalez- OC13 A. Martinez-
D'arlas Silveira Cuezva
14:00 - 14:30 OC15 E. Rodriguez OC07 A.M Manich FP22 A. Saura
FPO1 M. Cot FP23 R. Diaz-Torres
FP02 G. Mijas FP24 A. Granados
FP0O3 D. Cayuela FP25 M. Ibafiez
FP26 E. Petit
FP27 J.E. Gbmez

S16. Raman
ILO3 J. Gonzalez

OC08 M. Pefia
Alvarez
FPO4 S.
Fernandez-Palacios
FPO5 A. Andrada
FP0O6 A. Harbuzaru

FPO7 R.C.
Gonzalez-Cano
FP0O8 I|. Badia
FP0O9 J.L. Zafra
FP10 S.Géamez
FP11 G. Lopez
Espejo

S20. TheorChem S24. MOFs

I LOS Z 1LO5 P. Horcajada
ILO6 A. Comas- OC10 E. Barea?®
Vives
OCl1ll1 C.Marti?
OC13 V. Polo OC12 J. Giner
Planas?®
FP0O9 L.C.de

Vicente Poutas
FP10 L. Estévez
FP11 D. Skouteris

IL=30 min OC=15 min FP=5 min

a) 20 min



Plenary lectures

Sunday, June 25" room: Auditorio

19:15-20:00 PL1 Daniel G. Nocera, Harvard University
Fuels to food from sunlight, air and water

Chair: Concepcid Rovira, Instituto de Ciencia de Materiales de Barcelona-CSIC

Monday, June 26t room: Auditorio

8:30-9:15 PL2 José Luis Mascarefias, CiQUS-Universidad de Santiago de Compostela
Transition metal complexes in catalysis and chemical biology

2015 RSEQ Gold Medal
Chair: Jesus Jiménez-Barbero, CIC bioGUNE

Tuesday, June 27t room: Auditorio

8:30-9:15 PL3 Pedro J. Pérez, CIQSO-Universidad de Huelva
The functionalization of methane: strategy and understanding

2016 RSEQ Gold Medal

Chair: Antonio M. Echavarren, Instituto Catalan de Investigacion Quimica

Wednesday, June 28" room: Auditorio

8:30-9:15 PL4 Alanna Schepartz, Yale University
Imaging organelle dynamics in live cells for (almost) forever at super-
resolution

Chair: Sonsoles Martin-Santamaria, Centro de Investigaciones Biologicas-CSIC

Thursday, June 29t room: Auditorio

8:30-9:15 PL5 George C. Schatz, Northwestern University
A new direction in materials assembly: using nanopatrticles as atoms and DNA
as linkers to make functional materials

Chair: Luis M. Liz-Marzan, CIC biomaGUNE




Lilly Awards session o

Sunday, June 25" room: Auditorio

18:15-19:15

18:15-18:25

18:25-18:35

18:35-18:45

18:45-19:05

19:05-19:15

Chair: José Manuel Gonzélez Diaz, Universidad de Oviedo

Noelia Casanova, CiQUS-Universidad de Santiago de Compostela (2017 Lilly
Thesis Award)
Transition metal catalyzed oxidative annulations of o-alkenylphenols

Enol Lépez, Universidad de Oviedo (2017 Lilly Thesis Award)
Carbene-based methodologies for the functionalization of metallocenes and the
synthesis of functionalized cyclopentenoids

Eloisa Serrano, Institute of Chemical Research of Catalonia (2017 Lilly Thesis
Award)
Nickel-catalyzed reductive amidations with isocyanates

Rubén Vicente Arroyo, Universidad de Oviedo (2017 Lilly Young Researcher
Award)
Generation of zinc carbene intermediates: from stoichiometric reactions to
catalysis

Lilly Awards ceremony




Symposia

S1. Graphene and other 2D materials (Graphene)

Monday, June 26t

Organizers: Fernando Langa, Universidad de Castilla-La Mancha
Angela Sastre-Santos, Universidad Miguel Hernandez
Alicia Forment, Universidad de Valencia

room: Tramuntana 1

9:30-11:00 Chair: Fernando Langa, Universidad de Castilla la Mancha

9:30-10:00 S1-1L01 Loh Kian Ping, National University of Singapur
Graphene oxide as carbocatalysts

10:00-10:30 S1-ILO2  Andreas Hirsch, University of Erlangen
Functionalization of synthetic carbon allotropes

10:30-10:45 S1-OC01 Enrique Orti, ICMol-Universidad de Valencia
Theoretical insights on the supramolecular recognition of graphene by
mono/tripodal pyrene-based hosts

10:45-11:00 S1-OC02 Maria Angeles Herranz, Universidad Complutense de Madrid
Carbon-based fluorescent nanodots: structural, chiroptical and electronic
properties

11:30-13:00 Chair: Alicia Forment, Universidad de Valencia

11:30-12:00 S1-1LO3 Bettina Lotsch, Max Planck Institute for Solid State Research
2D or not 2D? Two-dimensional nanostructures for sensing and energy
conversion

12:00-12:15 S1-OC03 Ana Primo Arnau, ITQ-Universidad Politécnica de Valencia-CSIC
Graphenes as metal-free catalysts with engineered active sites

12:15-12:30 S1-OC04 Ruben Caballero, INAMOL-Universidad de Castilla-La Mancha
Graphene-fullerene hexakis-adduct carrying ten porphyrins

12:30-12:45 S1-OCO05 Luis Martin-Gomis, Universidad Miguel Hernandez
Perylene-graphene hybrids as sensitizers for DSSC devices

12:45-12:50 S1-FP01 Jose Mata, Universitat Jaume |
Controlled doping of graphene by non-covalent interactions using organometallic
complexes for catalytic applications

12:50-12:55 S1-FP02 L. Miguel Arellano Castellanos, University of Castilla-La Mancha
New nanoarchitectures based on graphene

12:55-13:00 S1-FP03 Andrés Ferrer Ruiz, Universidad Complutense de Madrid
Chemical functionalization of low-dimensional carbon allotropes with molecular
heptamethine cyanines

13:00-15:00 Assembly of iGrupo Especializado de Nanociencia y Materiales

Moleculareso




15:00-16:30 Chair: Angela Sastre-Santos, Universidad Miguel Hernandez de Elche
15:00-15:30 S1-1L04 Nikos Tagmatarchis, National Hellenic Research Foundation
Chemical functionalization of graphene and layered transition metal
dichalcogenides
15:30-15:45 S1-OC06 Ramén Torres Cavanillas, Universidad de Valencia
Grafting of spin crossover nanoparticles onto MoS» nanosheets
15:45-16:00 S1-OCO07 Emilio Pérez, IMDEA Nanociencia
Interfacing molecules and nanomaterials: the mechanical bond and beyond
16:00-16:15 S1-OC08 Javier L6opez Andarias, Université de Geneve
Bio-inspired organization of supramolecular architectures based on carbon
nanotubes
16:15-16:20 S1-FP04 Tomas Torroba Pérez, Universidad de Burgos
Surface coating by gold nanoparticles on functional polymers
16:20-16:25 S1-FP0O5 Payam Hayati, Catalan Institute of Nanoscience and Nanotechnology
Sonochemical synthesis of new 2D coordination polymer compounds
16:25-16:30 S1-FP06 Zoubir EI Hachemi, Universitat de Barcelona
Evolution of a 2D self-assembly sheet of amphiphilic porphyrins towards
nanoparticles of different morphology
17:30-19:00 Chair: M@ Angeles Herranz Astudillo, Universidad Complutense de Madrid
17:30-17:45 S1-OC09 Cristina Martin Jiménez, Universidad de Castilla-La Mancha
A hybrid graphene hydrogel as a scaffold for neuronal growth
17:45-18:00 S1-OC10 Nuria Aliaga-Alcalde, ICREA-Insitut de Ciencia de Materials de Barcelona-CSIC
Two-terminal nanodevices based on few-layer graphene containing curcuminoid
molecules at room temperature
18:00-18:15 S1-OC11 Pilar Cea, University of Zaragoza
All-carbon electrode molecular electronic devices based on Langmuiri Blodgett
monolayers
18:15-18:20 S1-FP0O7 Alejandro Criado Fernandez, CIChiomaGUNE
Covalent functionalization of graphene on surfaces for biomedical applications
18:20-18:25 S1-FP08 I. Lucia Herrer Jiménez, Instituto de Nanociencia de Aragon-Univ. de Zaragoza
Hacia la obtencion de dispositivos moleculares: desarrollo y caracterizacion
18:25-18:30 S1-FP09 Jose Miguel Gonzalez Dominguez, Universidad de Castilla-La Mancha
Stimuli-response graphene-polyacrylamide hydrogels
18:30-19:00 S1-IL0O5 Dario Bassani, University of Bordeaux

Reversible covalent approach towards the exfoliation of graphite and chemical
modification of graphene




S2. Optoelectronic organic materials for energy conversion (MatOptEn)

Tuesday, June 27"

Organizers: Nazario Martin, Universidad Complutense de Madrid
Emilio Palomares, Instituto Catalan de Investigacion Quimica
Agustin Molina, IMDEA Nanociencia

room: Tramuntana 1

9:30-11:00

9:30-10:00 S2-1L01

10:00-10:15 S2-OCO01

10:15-10:30 S2-OC02

10:30-11:00 S2-IL02

Chair: Agustin Molina, IMDEA Nanociencia

Emilio Palomares, Institut Catala d'Investigacio Quimica
Celdas solares de perovskita: cargas y recombinacion en las interfases

Antoni Llobet Dalmases, Institut Catala d'Investigacio Quimica
Rational design of efficient and robust molecular WOCs for solar energy conversion

Maria Bernechea, Cardiff University
Colloidal AgBiS; nanocrystals: synthesis and use in environmentally friendly solar
cells

Hernan Miguez, Instituto de Ciencia de Materiales de Sevilla-CSIC
Solution processed optical materials for optoelectronic devices

11:30-13:00

11:30-12:00 S2-1L03

12:00-12:15 S2-0OCO03

12:15-12:30 S2-OC04

12:30-12:45 S2-OCO05

12:45-12:50 S2-FPO1

12:50-12:55 S2-FP02

12:55-13:00 S2-FPO03

Chair: Victoria Gonzéalez Pedro, Universidad Politécnica de Valencia

Jenny Nelson, Imperial College London
Relating structure to electrical transport in molecular electronic materials

Fernando Langa, INAMOL-Universidad de Castilla-La Mancha
Molecular design of porphyrins for highly efficient BHJ solar cells

Giovanni Bottari, Universidad Autonoma de Madrid
Phthalocyanine- and subphthalocyanine-based donor-acceptor ensembles:
synthesis, structure, and physicochemical properties

Larry Lueer, IMDEA Nanociencia
Charge generation and recombination in rhodanine based organic solar cells

Rafael Sandoval Torrientes, IMDEA Nanociencia
Efficient benzodithiophene/benzodithiazole-based n-channel charge transporters

Maria José Mayoral, Universidad Autonoma de Madrid
Dual self-assembly of discotic subphthalocyanines

Héctor Barbero San Juan, Universidad de Valladolid
Light-gated corannulene tweezers and affinity modulation towards fullerenes

15:00-16:30

15:00-15:30 S2-IL04

15:30-15:45 S2-OCO06

15:45-16:00 S2-OCO07

16:00-16:05 S2-FP04

Chair: Aurelio Mateo Alonso, POLYMAT

Peter Bauerle, University of Ulm
Thiophene-based nanomaterials for organic electronics

Victoria Gonzalez Pedro, Universitat Politécnica de Valéncia
Efficient luminescence from silane encapsulated CsPbBr; perovskite nanoparticles

Agustin Molina Ontoria, IMDEA Nanoscience
High-efficiency perovskite solar cells using heterocyclic hole-transporting materials:
influence of heteroatom on power conversion efficiency

Jorge Avila Gémez, ICMol-Universidad de Valencia
Monolithic perovskite-perovskite tandem solar cells




16:05-16:10 S2-FP05

16:10-16:15 S2-FP06

16:15-16:20 S2-FPO7

16:20-16:25 S2-FP08

16:25-16:30 S2-FP09

Javier Urieta Mora, IMDEA Nanociencia
Tailoring sulfur-rich polycyclic aromatic compounds as hole-transporting materials
for high-efficiency perovskites cells

Marta Liras, IMDEA Energia
Organic-inorganic hybrid materials and their use as photocatalyst in artificial
photosynthesis

Diego Mateo Mateo, ITQ-Universidad Politécnica de Valencia-CSIC
111 Oriented gold nanoplatelets supported on few-layers graphene as efficient
visible light photocatalyst for overall water splitting

Carlos Javier Garcia Uceda Serrano, Universidad de Castilla-La Mancha
4-(dicianometileno)-2-metil-6-(p-dimetilaminosteril)-4H-pirano interaccionando con
MCM-41: estudio espectroscépico y dinamico

Sergio Ferrero Martin, Universidad de Valladolid
Estudio de la interaccion supramolecular entre porfirinas meso-sustituidas
conteniendo coranuleno con fulerenos

17:30-19:00

17:30-17:45 S2-OCO08

17:45-18:00 S2-OC09

18:00-18:30 S2-IL05

18:30-18:45 S2-OC10

18:45-18:50 S2-FP10

18:50-18:55 S2-FP11

18:55-19:00 S2-FP12

Chair: Maria Bernechea, Cardiff University

Angela Sastre-Santos, Universidad Miguel Hernandez de Elche
Multichromophoric donor-acceptor ensembles as light harvesting systems and as
components in solar cells

Yohei Yamamoto, University of Tsukuba
Whispering gallery mode lasing from self-assembled conjugated polymer
microsphere resonators

Mohammad K. Nazeeruddin, Ecole Polytechnique Fédérale de Lausanne
Stable perovskite solar cells by compositional and interface engineering

Aurelio Mateo-Alonso, POLYMAT
Piling up polycyclic aromatic hydrocarbons: stacks, foldamers and supramolecular
polymers with enhanced conductances

Ana Begofia Buades Martin, Institut de Ciencia de Materials de Barcelona-CSIC
Boron cluster compounds for molecular electronics

Maria Privado Urda, INAMOL-Universidad de Castilla-La Mancha
Simple non-fullerene acceptor for highly efficient BHJ solar cells

Fernando Garcia Guijarro, INAMOL-Universidad de Castilla-La Mancha
N-t y p -€onjugated oligomers based on thiophene-S,S-dioxidevinylene




S3. Materials for energy generation and storage (MatStoEn)

Organizers: Tedfilo Rojo, CIC energiGUNE
Susana Garcia Martin, Universidad Complutense de Madrid
Alois Karl Kuhn, Universidad San Pablo-CEU

Wednesday, June 28t room: Tramuntana 1

9:30-11:00

9:30-10:00 S3-1LO1

10:00-10:15 S3-0OCO01

10:15-10:30 S3-OCO02

10:30-11:00 S3-ILO2

Chair: Susana Garcia Martin, Universidad Complutense de Madrid

John Irvine, University of St Andrews
New materials, structures and concepts for solid oxide cells

Xabier Martinez de Irujo Labalde, Universidad Complutense de Madrid
Nuevos 6xidos de Fe con estructura compleja derivada de la perovskita como
nuevos electrodos en IT-SOFC

Victor Manuel Ortiz Martinez, Universidad Politécnica de Cartagena
Evaluacion de éxidos con estructura espinela para produccién de bioenergia y
tratamiento de aguas residuales en pilas de combustible microbianas

Flaviano Garcia-Alvarado, Universidad San Pablo CEU
New chemistries for lithium batteries: fluorides and oxyfluorides

11:30-13:00

11:30-12:00 S3-ILO3

12:00-12:15 S3-OCO03

12:15-12:30 S3-0OC04

12:30-12:45 S3-OCO05

12:45-13:00 S3-OC06

Chair: Teé6filo Rojo, CIC energiGUNE

Philipp Adelhelm, Jena University
Materials aspects of new battery concepts: sodium vs. lithium

Almudena Benitez de la Torre, Universidad de Cérdoba
Almacenamiento de energia en baterias litio-azufre con electrodos basados en
grafenos tridimensionales

Isabel Sobrados, Instituto de Ciencia de Materiales de Madrid-CSIC
Elucidaciéon del mecanismo de insercion de Li en Na;TigO13 mediante estudio
combinado estructural y espectroscépico

Carlos Berlanga, CIC energiGUNE
Sintesis facil y econémica de NaFePO4 olivino como electrodo positivo en baterias
de ion sodio

Juan Rodriguez-Carvajal, Institut Laue-Langevin
Bond-valence energy landscapes: a simple computing tool for assessing ionic
conductivity in battery materials

15:00-16:30

15:00-15:15 S3-OCO07

15:15-15:30 S3-0OCO08

15:30-15:45 S3-OC09

15:45-16:00 S3-OC10

Chair: Alois Kuhn, Universidad CEU San Pablo

Pedro Lavela Cabello, Universidad de Cérdoba
Agentes recubridores de particulas de NazV2(PO.)s para optimizar su
rendimientomiento como electrodo positivo en baterias de i6n sodio

Jesus Santos Pena, Université de Tours
Estudios sobre la interface electrodo/electrolito en baterias ion sodio

Xavier Sala Roman, Universitat Autbnoma de Barcelona
From molecular to nano(hybrid) electrode materials for water splitting

Daniel Arenas Esteban, Universidad Complutense de Madrid

Composite material based on nickelocene-derived carbon and NiO nanoparticles
with improved electrochemical performance as electrode material for
supercapacitors




16:00-16:30 S3-1L04 Eider Goikolea, CIC energiGUNE
High power and energy density supercapacitors using olive pit derived carbon
materials




S4. Polymers for a sustainable development (Polymers)

Organizers: Virginia Cadiz, Universidad Rovira i Virgili

Sebastian Mufioz Guerra, Universidad Politécnica de Cataluia
Jose Alberto Méndez, Universidad de Girona

Wednesday, June 28t

room: Tramuntana 1

17:30-19:00

17:30-18:00 S4-1L01

18:00-18:15 S4-0OC01

18:15-18:30 S4-OC02

18:30-18:45 S4-OCO03

18:45-19:00 S4-OC04

Chair: Virginia Cadiz, Universitat Rovira i Virgili

Michael A. R. Meier, Karlsruhe Institute of Technology
Sustainable approaches to monomers and polymers from renewable resources

Juan Carlos Morales-Huerta, Universidad Politécnica de Catalunya
Furan-based copolyesters by ring opening polymerization

Adrian Moreno Guerra, Universitat Rovira i Virgili
Upgrading polyacetals: synthesis from renewable resources and post-
polymerization modification

Julio San Roman, Instituto de Ciencia y Tecnologia de Polimeros-CSIC
Self-assembling nanoparticles as bioactive carriers in regenerative medicicine

Ivan Rivilla De La Cruz, Universidad del Pais Vasco
Enantioselective ring-opening polymerization of rac-lactide dictated by densely
substituted aminoacids

Thursday, June 29t

room: Tramuntana 1

9:30-11:00

9:30-10:00 S4-1L02

10:00-10:15 S4-OCO05

10:15-10:30 S4-OCO06

10:30-10:45 S4-OCO07

10:45-11:00 S4-OCO08

Chair: José Alberto Méndez, Universitat de Girona

Alain Dufresne, Grenoble INP
Renewable nanomaterials and polymer nanocomposites

Soledad Roig Sanchez, Insitut de Ciencia de Materials de Barcelona-CSIC
Engineering bacterial cellulose

Pilar Villanueva Reddn, AIMPLAS-Instituto Tecnoldgico del Plastico
Valorizacién de residuos agroalimentarios para la sintesis y modificacion de
biopolimeros

Concepcion Domingo, Insitut de Ciéncia de Materials de Barcelona-CSIC
Synthesis, modification and functionalization of ZIF-8 in supercritical CO;

Rosa Maria Sebastian Pérez, Universitat Autbnoma de Barcelona
Frustrated Lewis pair for controlled living anionic polymerization of cyanoacrylates

11:30-13:00

11:30-12:00 S4-IL03

12:00-12:15 S4-OC09

12:15-12:30 S4-OC10

Chair: José Alberto Méndez, Universitat de Girona

Valérie Langlois, Université Paris Est Créteil
Renewable biodegradable copolyesters based on poly(3-hydroxyalkanoates)

Andrés Garcés Osado, Universidad Rey Juan Carlos
Studies on multinuclear magnesium tert-butyl heteroscorpionates: synthesis,
coordination ability and heteroselective ROP of rac-lactide

José Garcia Calvo, Universidad de Burgos
A smart material for detection of mercury in fish




12:30-12:45 S4-OC11

12:45-13:00 S4-0OC12

Jenifer Santos Garcia, Universidad de Sevilla
Development of ecological emulsions containing a triblock copolymer and a
coconut oil derived surfactant

Isabel Fuentes, Insitut de Ciéncia de Materials de Barcelona-CSIC
Polymeric materials doped with cobaltacarboranes in bio-electronic applications

13:00-14:15

13:00-13:30 S4-IL04

13:30-13:45 S4-OC13

13:45-14:00 S4-OC14

14:00-14:15 S4-0OC15

Chair: Sebastian Mufioz Guerra, Universidad Politécnica de Catalufia

Arantxa Eceiza, Universidad del Pais Vasco
Poliuretanos en base a polioles de origen renovable

Haritz Sardon, University of Basque Country
Synthesis of functional polyurethanes using organocatalysis

Borja Fernandez-d'Arlas Bidegain, INAMAT-Universidad Publica de Navarra
Fenomends especificos "ion-macromolécula” estudiados con un poliuretano
modelo

Elena Rodriguez Saez, Universidad del Pais Vasco
Reciclado del liquido de pirdlisis de neumaticos mediante su craqueo catalitico con
catalizadores de FCC




S5. Natural products, molecular probes with privileged structures

(NatProd)

Monday, June 26t

Organizers: Carlos Jiménez Gonzélez, Universidade da Corufia
Mercedes Alvarez Domingo, Instituto de Recerca Biomédica
Mercedes Amat Tusén, Universidad de Barcelona

room: Garbi 1

9:30-11:00

9:30-10:00 S5-1L01

10:00-10:15 S5-0OCO01

10:15-10:30 S5-OC02

10:30-10:45 S5-OCO03

10:45-10:50 S5-FPO1

10:50-10:55 S5-FP02

10:55-11:00 S5-FPO03

Chair: Miguel Carda, Universidad Jaume |

Jorn Piel, ETH Zurich
Mining (meta)genomes for new peptide modifications

José Fernando Reyes Benitez, Fundacion MEDINA
High throughput screening (HTS) of a collection of microbial natural extracts as
source of new antiplasmodial compounds

Guillermo Tarazona Ramos, PharmaMar S.A.

Combinacion de los métodos JBCA y de Marfey para la determinacion de la
estereoquimica en aminodacidos. Aplicacion en los ciclopéptidos de origen natural
Gunungamide Ay Stellatolide A

Antonio Herndndez Daranas, Instituto de Productos Naturales y Agrobiologia-
CSIC, IUBAG-Universidad de La Laguna

Dragmacidins | and J, bioactive bis(indole) alkaloids from the sponge Dragmacidon
sp. Isolation and mechanism of action

Carlos Urda Prieto, PharmaMar S.A.
Protoxenicin Ay B, nuevos xenicanos citotoxicos esterificados con un acido graso
saturado

Miguel Angel Romero Carrasco, Universidad de Huelva
Delivery of terpenic natural products by means of supramolecular chemistry in
water

Priscila Lopez Rojas, IUBO-Universidad de la Laguna
Design and synthesis of selective estrogen receptor modulators (SERMs) based on
aurone scaffold

11:30-13:00

11:30-12:00 S5-IL02

12:00-12:15 S5-OC04

12:15-12:30 S5-0OCO05

12:30-13:00

Chair: Isidro Gonzalez, Universidad de Cadiz

Manuel Norte Martin, IUBO-Universidad de la Laguna
Poliéteres de origen marino. Un caso de diversidad estructural

Maria Pérez Bosch, Universidad de Barcelona
Enantioselective synthesis of oxindole alkaloids

Alejandro Gil Escolano, Universitat de Barcelona
The end of the road in the total synthesis of phormidolides B and C

REDPRONAT 2016 Research Awards

15:00-16:30

15:00-15:30 S5-IL03

15:30-15:45 S5-OC06

Chair: Rosario Hernandez, Universidad de Céadiz

Jieping Zhu, Ecole Polytechnique Fédérale de Lausanne
Polycyclization in natural product synthesis

Jose Antonio Souto Salgado, Universidade de Vigo
Combined batch and continuous flow synthesis of novel epigenetic modulators
based on the structure of natural product purpurogallin




15:45-16:00 S5-OCO07

16:00-16:05 S5-FP04

16:05-16:10 S5-FP05

16:10-16:15 S5-FP06

16:15-16:20 S5-FPO7

16:20-16:25 S5-FPO08

16:25-16:30 S5-FP09

Laura Conesa Milian, Universidad Jaume |
Synthesis and biological evaluation of novel anticancer drugs

Estefania del Castillo Fernandez, Instituto Catalan de Investigacion Quimica
Application of Hofmann-Loffler reaction in enantioselective synthesis of pyridine-
containing natural products

Aurea Rivas Landin, CINBIO-Universidad de Vigo
Synthesis of aurochrome

Miguel Angel Gonzéalez Cardenete, ITQ-Universidad Politécnica de Valencia-
CsiIC
Antiviral activity of semisynthetic abietane diterpenoids against Zika virus

Celeste Are, University of Barcelona
Towards the enantioselective collective synthesis of madangamine alkaloids

Daniel Lopez Puertollano, Universidad de Valencia
Synthesis of new haptens of the mycotoxin ochratoxin-A, bioconjugation and
antibody generation

Pedro Martin Acosta, IUBO-Universidad de la Laguna
Multicomponent synthesis of dihydropyridin and pyridin embelin derivatives

17:30-18:30

17:30-18:00 S5-IL04

18:00-18:15 S5-OC08

18:15-18:30 S5-OC09

Chair: Javier Fernandez, Universidad de La Laguna

Andrés Francesch Solloso, PharmaMar S.A.
Sintesis de farmacos de origen marino

Anna M. Costa, University of Oxford
Synthesis of amphidinolide E

José Antonio Gonzalez Delgado, Universidad de Huelva
Unexpected cyclisation towards highly substituted cyclohexenes. Applications in
the asymmetric synthesis of tectoionol B

18:30-19:00

Assembly of fiGrupo Especializado de Productos Naturaleso




S6. Structural determinants of the molecular recognition processes in
biological molecules (MolRec)

Tuesday, June 27"

Organizers: Oscar Millet, CIC bioGUNE
Armando Albert, Insituto de Quimica Fisica Rocasolano-CSIC
Francisco Corzana, Universidad de La Rioja

room: Garbi 1

9:30-11:00

9:30-10:00 S6-1L01

10:00-10:30 S6-OCO01

10:30-10:45 S6-OCO02

10:45-11:00 S6-OCO03

Chair: Maria José Sanchez-Barrena, Instituto de Quimica Fisica Rocasolano-
CsIC

Oscar Llorca, Centro de Investigaciones Biolégicas-CSIC
Defining protein-protein interactions in flexible macromolecular complexes at high-
resolution using cryo-electron microscopy (cryo-EM)

Aitor Hierro, CIC bioGUNE
A mechanism for cargo recognition in endosomal transport

Mercedes Ramirez Escudero, Instituto de Quimica Fisica Rocasolano-CSIC
A n o v e |-glyeddiBasebexibits permuted domain topology and a broad
molecular recognition pattern

Carlos Fernandez-Tornero, Centro de Investigaciones Bioldgicas-CSIC
Structural basis of RNA polymerase | activation

11:30-13:00

11:30-12:00 S6-1L02

12:00-12:30 S6-OC04

12:30-12:45 S6-OCO05

12:45-13:00 S6-OC06

Chair: Francisco Corzana, Universidad de La Rioja

Anthony P. Davis, University of Bristol
Biomimetic carbohydrate recognition: the host-guest chemistry of carbohydrates in
water

Maria José Sanchez Barrena, Instituto de Quimica Fisica Rocasolano-CSIC
Interference of the complex between NCS-1 and Ric8a with phenothiazines
regulates synaptic function in fragile X syndrome

Jordi Sola, Institute of Advanced Chemistry of Catalonia-CSIC
Dynamic pseudopeptides: structural diversity, response to stimuli, recognition and
sensing in agueous media

Isaac F. Céspedes-Camacho, Tecnoldgico de Costa Rica
The chemical importance of the hyperpolarization methods: the photo-CIDNP MAS
NMR effect

15:00-16:30

15:00-15:30 S6-IL03

15:30-16:00 S6-OCO7

16:00-16:15 S6-OCO08

16:15-16:30 S6-OCO09

Chair: Armando Albert, Instituto de Quimica Fisica Rocasolano-CSIC

José A. Marquez, European Molecular Biology Laboratory
Natural and engineered small molecule protein interactions through the use of
automated X-ray crystallography pipelines

Emilio J. Cocinero, Universidad del Pais Vasco
Spectroscopy of biomolecules in modern chemistry

Manuel Amorin, Universdade de Santiago de Compostela
Recent advances in the a,gcyclic peptides: ion channels, Venturi-like nanotubes
and capsules

Melchor Sdnchez-Martinez, Mind the Byte
New SHMT1/SHMT2 inhibitors revealed by molecular modelling and simulation
techniques




17:30-18:45

17:30-18:00 S6-IL04

18:00-18:15 S6-OC10

18:15-18:30 S6-OC11

18:30-18:45 S6-OC12

Chair: Aitor Hierro, CIC bioGUNE

Steve Matthews, Imperial College of London
Structural and functional insights into pseudomonas amyloid biogenesis

Belén Altava, Universitat Jaume |
Self-assembly of C2 open chain pseudopeptides

Lur Alonso-Cotchico, Universitat Autonoma de Barcelona
In-silico rational design of a novel enantioselective artificial metallohydratase

Armando Albert, Instituto de Quimica Fisica Rocasolano-CSIC
Reconocimiento y regulacién del canal de potasio AKT1 mediada por la quinasa
CIPK23




S7. Chemistry at the frontier with Biology (BiolChem)

Tuesday, June 27"

Organizers: M. Eugenio Vazquez, Universidade de Santiago de Compostela
Miriam Royo Expésito, Parc Cientific de Barcelona

room: Garbi 1

19:00-20:00

Assembly of fiGrupo Especializado en Quimica Biol6gicao

Wednesday, June 28"

room: Garbi 1

9:30-11:00

9:30-10:00 S7-1LO1

10:00-10:15 S7-IL02

10:15-10:30 S7-ILO3

10:30-10:45 S7-OCO01

10:45-10:50 S7-FPO1

10:50-10:55 S7-FP02

10:55-11:00 S7-FPO0O3

Chair: Juan Granja, Universidad de Santiago de Compostela

M. Reza Ghadiri, The Scripps Research Institute
Novel therapeutics via remodeling of gut microbiome

Ignacio Alfonso, Institute of Advanced Chemistry of Catalonia-CSIC
On the road from supramolecular to biological chemistry

Niels-Christian Reichardt, CIC biomaGUNE
Synthesis and biomedical applications of parasite glycans

Juan Carlos Morales, Instituto de Parasitologia y Biomedicina Lopez Neyra-CSIC
A sweet approach to a new target for cancer therapy: DNA G-quadruplexes

Verénica Garcia Vegas, Universidad Autbnoma de Madrid
Copper (I)-thymine coordination polymer nanoribbons as potential oligonucleotide
nanocarriers

Juan Guzmén-Caldentey, Centro de Investigaciones Bioldgicas-CSIC
Pattern recognition receptors: galectins and Toll-like receptors. Computational
chemistry for drug design

Elena Pazos, Centre Tecnologic de la Quimica de Catalunya
Nucleation and growth of ordered arrays of silver nanoparticles on peptide
nanofibers: hybrid nanostructures with antimicrobial properties

11:30-13:00

11:30-12:05 S7-IL04

12:05-12:20 S7-1L0S

12:20-12:25 S7-FP04

12:25-12:30 S7-FPO05

12:30-13:00

Chair: Concepcion Gonzélez-Bello, Universidad de Santiago de Compostela

Michael P. Murphy, MRC-Mitochondrial Biology Unit
Modulating and reporting on mitochondria using targeted molecules

Adoracion G. Quiroga, Universidad Autonoma de Madrid
Design of emerging metallodrugs with activating aproaches

Olalla Vazquez, Philipps-Universitat Marburg
Optoepigenetic modulation of methyltransferase activity

Rubén Ruiz Gonzalez, Insituto Quimico de Sarria-Universitat Ramon Llull
Photodynamic synergistic effect of pheophorbide a and doxorubicin in combined
treatment against tumoral cells

Janssen Lecture




15:00-16:30 Chair: Santi Nonell Marrugat, Insituto Quimico de Sarria-Universitat Ramon Llull
15:00-15:30 S7-1L06 May Morris, University of Montpellier
Fluorescent peptide biosensors for probing kinase activities : new tools for cancer
diagnostics and drug discovery
15:30-15:45 S7-1LO7 Ezequiel Pérez-Inestrosa, Universidad de Malaga
Managing with (fluorescent)-biomimetic dendrimers
15:45-16:00 S7-OC02 Diego Sampedro Ruiz, Universidad de La Rioja
Design and synthesis of photoactive biocompatible compounds
16:00-16:15 S7-OC03 Patrick Gamez, ICREA-Universitat de Barcelona
Photoactivatable platinum drugs through light-driven modification of the ligand
16:15-16:20 S7-FP07 Gemma Maria Rodriguez-Mufiiz, ITQ-Universidad Politécnica de Valencia-CSIC
iSnorkellingd vs fAidivingd in mixed mi
bathymeter
16:20-16:25 S7-FP08 Noelia de la Cruz, Instituto de Investigaciones Quimicas-CSIC
Preparation of polymeric multivalent glyconanogels and evaluation of their antiviral
activity
16:25-16:30 S7-FP09 Iria Louzao, Universidad de Santiago de Compostela
Hydrazone-modulated peptides for efficient DNA transfection
17:30-19:00 Chair: Sonsoles Martin-Santamaria, Centro de Investigaciones Biolégicas-CSIC
17:30-18:00 S7-IL08 Ramon Eritja, Institute of Advanced Chemistry of Catalonia-CSIC, CIBER-BBN
DNA-nanostructures as source of inspiration for novel potential applications
18:00-18:15 S7-IL09 Ramdén Martinez Méfiez, Universitat Politecnica de Valéncia
Gated materials for advanced biomedical and sensing applications
18:15-18:30 S7-OC04 Oleksandr Zagorodko, Centro de Investigacion Principe Felipe
Novel star-shaped polypeptides with controlled self-assembly
18:30-18:35 S7-FP10 Eva Clara Anton Garcia, Universidad de Burgos
Development of new sensors for fluorogenic recognition of Cu(ll) in biological media
18:35-18:40 S7-FP11 Rubén Sol6rzano, Universitat Autonoma de Barcelona
Coordination polymer particles as nanoplatforms for HIV antiretroviral drug release
18:40-18:45 S7-FP12 Juan Manuel Priegue Caamafio, CiQUS-Universidad de Santiago de Compostela
Dynamic polymer for siRNA delivery in HeLa cells
18:45-18:50 S7-FP13 Alfonso Pérez Sanchez, Universidad Complutense de Madrid
Carbon nanostructures for biological applications
18:50-18:55 S7-FP14 Alberto Diez-Varga, Universidad de Burgos
Development of functionalized CNTSs like fluorogenic markers
18:55-19:00 S7-FP15 José Antonio Olivares, Universitat Autonoma de Barcelona

Synthesis and biological evaluation of hybrid peptides as new cell penetrating agents

Thursday, June 29t

room: Garbi 1

9:30-11:00

9:30-10:00

10:00-10:15

S7-1L10

S7-1L11

Chair: Jesus Jiménez Barbero, CIC bioGUNE

Hagan Bayley, University of Oxford
Synthetic tissues from printed droplet networks

Eduardo Fernandez-Megia, CiQUS-Universidad de Santiago de Compostela
Dendritic nanostructures for biomedical applications




10:15-10:20 S7-FP16

10:20-10:25 S7-FP17

10:25-10:45 S7-IL12

10:45-11:00

Gisela Cabré Segura, Universitat Autbnoma de Barcelona
New azobenzene derivatives for light-induced control of neuronal signalling

Lorena Mendive Tapia, Universitat de Barcelona
A novel Trp-BODIPY fluorogen for peptide-based imaging probes

Omar Boutureira, Universitat Rovira i Virgili (National Award of AiGrupo
Especializado en Quimica Biolégicad)
Chemical tools for selective protein modification

Poster Awards




S8. Thermal properties of matter: New developments in theoretical and
experimental thermal analysis (ThermProp)

Organizers: Joan Josep Sufiol Martinez, Universidad de Girona

Thursday, June 29t

Marta Fernandez-Garcia, Instituto de Ciencia y Tecnologia de Polimeros-CSIC

room: Garbi 1

11:00-11:30

Assembly of fiGrupo Especializado de Calorimetria y Analisis Térmicoo

11:30-13:00

11:30-12:00 S8-IL01

12:00-12:15 S8-OCO01

12:15-12:30 S8-OCO02

12:30-12:45 S8-OCO03

12:45-13:00 S8-OC04

Chair: Joan Josep Sufiol, Universidad de Girona

Nicolas Shirrazzuoli, University of Nice Sophia Antipolis
Advanced thermoanalytical analysis for the characterization of a promising new
biobased polyester

Marta Fernandez-Garcia, Instituto de Ciencia y Tecnologia de Polimeros-CSIC
Synthesis and thermal behavior of hema and thiazole based methacrylate
copolymers

Maria Luisa Cerrada, Instituto de Ciencia y Tecnologia de Polimeros-CSIC
Evaluacion de poli(fluoruro de vinilideno) mediante calorimetria diferencial de
barrido ultrarrapida

Juan José Paraj6 Vieito, Universidad de Santiago de Compostela
Caracterizacion térmica y calorimétrica de liquidos iénicos puros y dopados para
dispositivos electroquimicos

Nabi Ferrer Enriquez, Institut Quimic de Sarria-Universitat Ramon Llull
Kinetic study of the synthesis of macrolactones

13:00-14:30

13:00-13:30 S8-IL02

13:30-13:45 S8-OCO05

13:45-14:00 S8-OCO06

14:00-14:15 S8-OCO07

14:15-14:20 S8-FPO1

14:20-14:25 S8-FP02

14:25-14:30 S8-FPO03

Chair: Marta Fernandez-Garcia, Instituto de Ciencia y Tecnologia de Polimeros-
CsiC

Jean-Luc Garden, Institut Néel-CNRS
Thermal effects on the PVAc glass transition studied by highly sensitive AC-
nanocalorimetry

Joan Rafols-Ribé, Universitat Autbnoma de Barcelona
Substrate temperature as a key element in tailoring thermal stability and thermal
conductivity in amorphous organic semiconductors

Marta Gonzélez-Silveira, Universitat Autbnoma de Barcelona
Heterogeneous vs. homogeneous transformation in stable glasses or how to
extract valuable information from your calorimetric data

Albert M. Manich Bou, Instituto de Quimica Avanzada de Catalufia-CSIC
Termoporometria y termogravimetria aplicadas a la caracterizaciéon de la
porosidad de la fibra de cafiamo

Maria Cot del Valle, Universitat Politecnica de Catalunya
Influence in non-isothermic crystallization and UV protection of the crystalline form
and the size and concentration of TiO2 in PET mixtures

Gabriela Mijas Vélez, Universitat Politecnica de Catalunya
Influencia de la presencia de particulas cerdmicas en la degradacion de hilos de
poli(etilentereftalato)

Diana Cayuela, Institut d'Investigacio Textil de Terrassai UPC

Efecto de la forma cristalina, del tamafio y de la concentracion de TiO; en las
transiciones térmicas de compuestos de PET/TiO,, determinadas mediante TMA y
DSC




S9. Chemical reactivity through structure (Crystal)

Monday, June 26t

Organizers: Laura Bayés Garcia, Universitat de Barcelona
Begofia Bazan Blau, Universidad del Pais Vasco
Pilar Garcia Ordufia, CSIC-Universidad de Zaragoza

room: Auditorio

9:30-11:00

9:30-10:00 S9-1L01

10:00-10:15 S9-0OCO01

10:15-10:30 S9-OCO02

10:30-10:45 S9-OCO03

10:45-11:00 S9-OCO04

Chair: Fernando J. Lahoz Diaz, ISQCH, CSIC-Universidad de Zaragoza

Walter Leitner, RWTH Aachen University
From molecular control to a systems approach in organometallic catalysis

Wenjie Qian, Institut de Ciencia de Materials de Barcelona-CSIC
Influence of supramolecular organization on energy transfer properties in
chiral/non-chiral acetate-based Zn(Il)-porphyrins assemblies

Santiago Reinoso, INAMat-Universidad Publica de Navarra
Polioxometalatos tipo Keggin como pilares para el ensamblaje de entidades metal-
organicas basadas en cationes alcalinotérreos y metaloligandos neutros

Tomas Cordero-Lanzac, Universidad del Pais Vasco
Comparacion de la zeolita HZSM-5 con los SAPOs (-18 y -34) en la transformacion
de DME a olefinas

M. Rosa Axet, CNRS
Ruthenium nanoparticles assemblies with fullerene, to well-defined structures and
interactions

11:30-13:00

11:30-12:00 S9-IL02

12:00-12:15 S9-OCO05

12:15-12:30 S9-OCO06

12:30-13:00

Chair: Catalina Ruiz Pérez, Universidad de La Laguna

Alessia Bacchi, University of Parma
Structural modifications of MOFs in response to external stimuli

Carlos Heras Paniagua, Universitat de Barcelona
Descubrimiento del caracter paramagnético en moléculas organicas de gran
interés bioldgico y farmacéutico, con un mismo patron estructural

Marco Leonardi, Universidad Complutense de Madrid
Diversity-oriented synthesis of pyrrolo[2,1-a)isoquinoline-related frameworks

2007n Xavier Solanso Award

15:00-16:30

15:00-15:30 S9-ILO3

15:30-15:45 S9-OCO07

15:45-16:00 S9-OCO08

16:00-16:15 S9-OC09

16:15-16:30 S9-OC10

Chair: Pilar Gomez Sal, Universidad de Alcala de Henares

Paul Raithby, University of Bath
Colour changing complexes: structural manipulations with external media

Javier Conesa Egea, Universidad Autonoma de Madrid
Stimuli-responsive materials based on the flexibility of the copper-halide chain

Marta Castifieira Reis, Universidad de Vigo
Exploring the limits of concertness: an orchestra of terpenoid carbocations

Josefina Perles Hern&ez, Universidad Autonoma de Madrid
Transformacién espontanea entre complejos de cobre y acido 2,4-
piridindicarboxilico

Alejandro Gémez Palomino, Universitat de Barcelona
New diastereoselective reactions taking advantage of the biradical character of
titanium enolates




Tuesday, June 27" room: Tramuntana 3

19:00-20:00 Assembly of iGrupo Especializado de Cristalografiay Crecimiento
Cristalinoo




S10. Asymmetric Organocatalysis (OrganoCat)

Monday, June 26t

Organizers: Claudio Palomo, Universidad del Pais Vasco
Mikel Oiarbide, Universidad del Pais Vasco

room: Auditorio

17:30-18:55

17:30-18:00 S10-ILO1

18:00-18:15 S10-OCO01

18:15-18:30 S10-OCO02

18:30-18:35 S10-FPO1

18:35-18:40 S10-FP02

18:40-18:45 S10-FPO3

18:45-18:50 S10-FPO4

18:50-18:55 S10-FP0O5

Chair: Claudio Palomo, Universidad del Pais Vasco

Paolo Melchiorre, Institute of Chemical Research of Catalonia
Enantioselective photo-organocatalysis

Victor Javier Lillo Dangla, Universidad de las Islas Baleares
Towards enzyme-like, sustainable catalysis: what organocatalysts displaying a
network of cooperative hydrogen bonds can do

Efraim Reyes, Universidad del Pais Vasco
Catalytic enantioselective dipolar cycloaddition reactions

Mauro Fianchini, Institute of Chemical Research of Catalonia
New computational insights in classic Wittig olefination

Alvaro Garcia Romero, Universidad de Valladolid
Interruptor molecular con motivo quiral

Esteban Matador Martinez, Universidad de Sevilla
Asymmetric functionalization of simple aldehydes: dual activation by squaramide
organocatalyst

Aitor Maestro Burzaco, Universidad del Pais Vasco
Enantioselective aminophosphonate functionalization of indole ring

Estibaliz Diaz, Universidad del Pais Vasco
Asymmet ri c un eunctionairation af aldehydes

Tuesday, June 27"

room: Auditorio

9:30-10:55

9:30-10:00 S10-ILO2

10:00-10:15 S10-OCO03

10:15-10:30 S10-OC04

10:30-10:35 S10-FPO6

10:35-10:40 S10-FPO7

10:40-10:45 S10-FPO8

Chair: Rosario Fernandez, Universidad de Sevilla

Svetlana B. Tsogoeva, Friedrich-Alexander University of Erlangen-Nurnberg
Facile access to novel antimalarial and antiviral agents via organocatalytic multi-
step domino reactions

José Aleman, Universidad Autonoma de Madrid
From mono- to bi-functional catalytic systems for the synthesis of organic molecules

Aitor Landa, Universidad del Pais Vasco
Base-promoted asymmetric ai functionalization of new pronucleophiles leading to
quaternary stereocenters

Fernando Auria-Luna, ISQCH-Universidad de Zaragoza-CSIC
Organocatalytic synthesis of chiral 1,4-dihydropyridines

Maddalen Agirre, Universidad del Pais Vasco

New organocatalytic approach to tetrahidropyran skeletons: Michael-Henry-
acetalization reaction catalyzed by densely substituted unnatural pyrrolidine based
gdipeptides

Héctor Carneros Garcia, Universitat de Barcelona
New insights into proline-catalyzed nitro-Michael reaction




10:45-10:50 S10-FP09

10:50-10:55 S10-FP10

IAaki Urruzuno Guiu, Universidad del Pais Vasco
Bifunctional Brgnsted base catalysed regio-, diastereo-, and enantioselective
al ky !l attetralonesof b

Ifaki Bastida, Universidad del Pais Vasco
Stereoselective Brgnsted base-catalyzed Mannich reaction of azaaryl N-oxide
acetates

11:30-12:55

11:30-12:00 S10-ILO3

12:00-12:15 S10-OCO05

12:15-12:30 S10-OCO06

12:30-12:35 S10-FP11

12:35-12:40 S10-FP12

12:40-12:45 S10-FP13

12:45-12:50 S10-FP14

12:50-12:55 S10-FP15

Chair: José Aleman, Universidad Autbnoma de Madrid

Petri M. Pihko, Universidad de Jyvaskyla
Can we design organocatalysts?

Ciril Jimeno, Institut de Quimica Avancada de Catalunya-CSIC
Emergence of cooperativity in metal-templated, dynamic organocatalytic systems

Florenci V. Gonzélez, Universitat Jaume |
Catalytic enantioselective epoxidation of nitroalkenes

Eduardo Garcia-Verdugo, Universidad Jaume |
Desarrollo de a-b-amino-amidas derivadas de (L)-prolina como
organocatalizadores eficientes para la sintesis de aminas quirales

Maria Valle Alvarez, CINQUIMA-Universidad de Valladolid
Application of new supported bifunctional thioureas and squaramides in tandem
reactions

Sara Cuadros Huertas, Instituto Catalan de Investigacion Quimica
Light-driven organocatalytic desymmetrization of 2,2-disubstituted cyclopentane-
1,3-diones via an aldol process

Santiago Caifiellas, Instituto Catalan de Investigacién Quimica
Highly efficient asymmetric Robinson annulations in continuous flow

Lidia Clot-Almenara, Instituto Catalan de Investigacion Quimica
Polystyrene-supported trip: a highly recyclable catalyst for batch and flow
enantioselective allylation of aldehydes




S11. Flow chemistry (FlowChem)

Organizers: Miquel A. Pericas, Instituto Catalan de Investigacion Quimica
Esther Alza, Instituto Catalan de Investigacion Quimica

Tuesday, June 27" room: Auditorio

15:00-16:30 Chair: Miquel A. Pericas, Instituto Catalan de Investigacion Quimica

15:00-15:30 S11-1L01 lan R. Baxendale, Durham University
Flow approaches to multi-step molecule assembly

15:30-16:00 S11-1L02 Carles Rodriguez-Escrich, Instituto Catalan de Investigacion Quimica
Solid-supported chiral Brgnsted acids for enantioselective catalysis in flow

16:00-16:30 S11-IL03 Rafael Luque, Universidad de Cérdoba

Continuous flow conversion of biomass-derived compounds: towards valuable
chemicals and fuels

17:30-19:00 Chair: Carles Rodriguez-Escrich, Instituto Catalan de Investigacion Quimica
17:30-18:00 S11-1L04 Patrick Lob, Fraunhofer ICT-IMM
New microreactor concepts for organic synthesis

18:00-18:30 S11-ILO5 Santiago V. Luis, University Jaume |
Flow catalytic processes based on supported ionic liquid-like phases (SILLPS)

18:30-19:00 S11-IL0O6 C. Oliver Kappe, University of Graz
The use of gases in flow chemistry

Wednesday, June 28t room: Auditorio

9:30-11:00 Chair: Esther Alza, Instituto Catalan de Investigacién Quimica
9:30-10:10 S11-ILO7 Timothy F. Jamison, Massachusetts Institute of Technology
Synthesis design through the lens of flow chemistry

10:10-10:35 S11-1L08 Jesus Alcéazar, Janssen Research & Development, Janssen-Cilag, S.A.
Flow chemistry as a tool for drug discovery

10:35-11:00 S11-1L09 Juan A. Rincén, Eli Lilly and Company
Flow chemistry applications: transforming the drug discovery process




S12. Target-oriented synthesis and new synthetic methods (OrgSyn)

Wednesday, June 28"

Organizers: Joan Bosch, Universidad de Barcelona
Kilian Mufiiz, Instituto Catalan de Investigacion Quimica

room: Auditorio

11:30-13:00 Chair: José Manuel Gonzalez, Universidad de Oviedo
11:30-12:00 S12-IL01 Stephen Clark, University of Glasgow
Total synthesis of marine diterpene natural products
12:00-12:15 S12-0OCO01 Fedor Miloserdov, Institute of Chemical Research of Catalonia
Total synthesis of grandilodines and lapidilectines
12:15-12:30 S12-OC02 Alexandre Pinto, Universitat de Barcelona
Enantioselective total synthesis of complex decahydroquinoline alkaloids
12:30-12:45 S12-OC03 Ben Bradshaw, University of Barcelona
A radical departure: from natural product synthesis to new hydrogen atom transfer
based C-C coupling methodology
12:45-12:50 S12-FP01 Sofia Ferrer Cabrera, Institut Catala d'Investigacié Quimica
Gold (I)-catalysis towards the synthesis of repraesentin F
12:50-12:55 S12-FP02 Irene Giménez Nueno, Universitat Rovira i Virgili
lodine-(11l) mediated diene aziridination/ring-opening. A general strategy for the
synthesis of SK1 inhibitors
12:55-13:00 S12-FP03 Carlos Vila, Universitat de Valéncia
Catalytic enantioselective Reformatsky reaction with six and seven membered
cyclic imines
15:00-16:30 Chair: Rosario Fernandez, Universidad de Sevilla
15:00-15:15 S12-0OC04 Ruth Dorel, Institute of Chemical Research of Catalonia
Golden avenues to higher acenes
15:15-15:30 S12-OCO05 Diego J. Cardenas, Universidad Autbnoma de Madrid
Synthetically useful first-row transition metal catalyzed reactions
15:30-15:45 S12-OC06 Martin Fafianas Mastral, CiQUS-Universidad de Santiago de Compostela
Regio- and stereoselective synthesis of borylated skipped dienes by synergistic
Cu/Pd catalysis
15:45-16:00 S12-OCO07 Carlos Arroniz, University of Oxford
Dual palladium-catalyzed sequential isomerizations in the synthesis of furans
16:00-16:05 S12-FP04 M. Elena de Orbe, Institute of Chemical Research of Catalonia
Vinyl cyclobutenes by gold(l)-catalyzed [2+2] cycloaddition: synthesis and
applications
16:05-16:10 S12-FP05 Paula Fernandez Canelas, Universidad de Oviedo
Gold(l)-catalyzed reactions of iodoalkynes: application to the synthesis of
benzofurans
16:10-16:15 S12-FP06 Lorena Alonso Marafién, Universidad de A Corufia
Synthesis of benzo[b]furans by indium-catalyzed intramolecular hydroalcoxylation
16:15-16:20 S12-FP07 Anna Pla Quintana, Universitat de Girona

[2+2+2] cycloaddition reactions involving allenes: from chiral induction to the
synthesis of naphthyridine scaffolds




16:20-16:25 S12-FP08

16:25-16:30 S12-FP09

Nuria Martinez Yafiez, CiQUS-Universidad de Santiago de Compostela
Rh(lll)-catalyzed [5+2] oxidative annulation of aryl guanidines with alkynes: a new
entry to 1,3-benzodiazepines

Andreu Tortajada Navarro, Institut Catala d'Investigacio Quimica
Ni-catalyzed carboxylation of unsaturated bonds with CO»

17:30-19:00

17:30-18:00
18:00-18:30 S12-I1L02

18:30-19:00 S12-IL03

Chair: Jesus Jiménez-Barbero, CIC bioGUNE

GEQOR Awards

José M. Lassaletta, Instituto de Investigaciones Quimicas-CSIC-Universidad de
Sevilla (2017 Ignacio Ribas Medal)

Dynamic kinetic resolution strategies for the atroposelective synthesis of

axially chiral heterobiaryls

Antonio Mourifio, Universidad de Santiago de Compostela (2017 Félix Serratosa
Medal)
A convergent and flexible approach to vitamin D metabolites and analogues

Thursday, June 29t

room: Auditorio

9:30-11:00

9:30-10:00 S12-IL04

10:00-10:15 S12-OCO08

10:15-10:30 S12-OC09

10:30-10:35 S12-FP10

10:35-10:40 S12-FP11

10:40-10:45 S12-FP12

10:45-10:50 S12-FP13

10:50-10:55 S12-FP14

10:55-11:00 S12-FP15

Chair: Antonio Echavarren, Institute of Chemical Research of Catalonia

Ilan Marek, Technion-Israel Institute of Technology
Remote functionalization

Zhaofeng Wang, Institute of Chemical Research of Catalonia
Direct diazomethylation of aromatic C-H bonds via photoredox catalysis

Javier Carreras, Universidad de Huelva
Enantio-, and diastereoselective synthesis of 1,2,3-substituted borocyclopropanes

José-Antonio Garcia-Lépez, Universidad de Murcia
Synthesis of spiro-oxoindoles through Pd-catalyzed remote Ci H alkylation

Sergio Mata Garcia, Universidad de Oviedo
Zinc-catalyzed selective heterocoupling reactions involving two different carbene
precursors

Yichen Wu, Institute of Chemical Research of Catalonia
Regioselective Arl C-H benzylation via hypervalent iodine

Maria Frutos, Universidad Complutense de Madrid
Mesoionic carbenes having enantiopure chiral sulfoxides: synthesis, catalysis and
reactivity

Eric Tan, Institute of Chemical Research of Catalonia
Alkynylation of aromatic C-H bonds directed by weak coordination

Albert Cabré, Institut de Recerca Biomedica Barcelona
Iridium-catalyzed isomerization of N-tosylaziridines to allyl amines

11:30-13:00

11:30-12:00 S12-ILO5

12:00-12:15 S12-OC10

Chair: Mercedes Amat, Universidad de Barcelona

Janine Cossy, ESPCI Paris
Synthesis of macrocycles: how to avoid high dilution

Juan |. Padrén, Instituto de Productos Naturales y Agrobiologia-CSIC
Synthesis of medium-size oxacycles under the paradigm of sustainable metal
catalysis




12:15-12:30 S12-OC11 Alexandr Shafir, Institute of Chemical Research of Catalonia
High valent iodine as directing group in aromatic C-H functionalization
12:30-12:35 S12-FP16 Maria Soledad Garre Hernandez, Universidad de Alcala
Synthesis of cyclobutane-fused heterocycles by cyclization of alkynylcyclobutanes
12:35-12:40 S12-FP17 Borja Cenddn Marifio, CiQUS-Universidad de Santiago de Compostela
Palladium catalyzed formal (5+2) annulation between o-alkenylanilides and allenes
12:40-12:45 S12-FP18 Ane Rebolledo Azcargorta, Universidad del Pais Vasco
Generation of tertiary and quaternary stereocenters via palladium catalyzed
intramolecular Heck reactions. Access to pyrroloisoquinoline core
12:45-12:50 S12-FP19 Thomas Duhamel, Institute of Chemical Research of Catalonia
Photoredox-based iodine-catalyzed Hofmann-L&ffler-type cyclization
12:50-12:55 S12-FP20 Belén Garcia, Institute of Chemical Research of Catalonia
Dioxoiodane compounds as versatile sources for iodine(l)
12:55-13:00 S12-FP21 Laura Ortiz Rojano, Universidad Autonoma de Madrid
Transition metal-catalyzed domino reaction of phenyl pyruvic acids and
naphthoquinones: synthesis of naphthofuran-2(3H)-one derivatives
13:00-14:30 Chair: Mar Gémez Gallego, Universidad Complutense de Madrid
13:00-13:30 S12-IL06 Angel Rodriguez de Lera, Universidade de Vigo
Synthesis of (and from) polyene natural products
13:30-13:45 S12-OC12 Yolanda Diaz, Universitat Rovira i Virgili
Metal-free and solvent-free glycosylation in supercritical carbon dioxide from
glycosyl halides
13:45-14:00 S12-0OC13 Alberto Martinez-Cuezva, Universidad de Murcia
Stereocontrolled f or mat rlactamsavithin hydrogen-bonded rotaxanes
14:00-14:05 S12-FP22 Adrian Saura Sanmartin, Universidad de Murcia
Action of a switchable interlocked catalyst in a C-C bond forming reaction
14:05-14:10 S12-FP23 Raul Diaz-Torres, Institut de Ciéncia de Materials de Barcelona - CSIC
Novel family of fluorescence curcuminoids: a comparative study on surface,
solution and solid state
14:10-14:15 S12-FP24 Albert Granados Toda, Universitat Autonoma de Barcelona
Straightforward synthesis of new fluorescent (E)-stilbenes derivatives for
application on high added value paper
14:15-14:20 S12-FP25 Marcos Ibéfez Lorente, Universidad de Burgos
Synthesis of selective fluorogenic sensors based on PMI
14:20-14:25 S12-FP26 Elena Petit, Universitat de Barcelona
Bioconjugation of polymeric compounds with antiviral agents
14:25-14:30 S12-FP27 José Enrique Gomez, Institute of Chemical Research of Catalonia

Copper-catalyzed asymmetric synthesis of gamma-amino acids using modular

ethynyl lactones




S13. Spectroscopy in situ: progress in the study of functional materials
(Spect4Mat)

Monday, June 26t

Organizers: Miguel A. Bafiares, Instituto de Catalisis y Petroleoquimica-CSIC
M. Olga Guerrero-Pérez, Universidad de Malaga

room: Garbi 2

9:30-11:00

9:30-10:00 S13-ILO1

10:00-10:15 S13-0OCO01

10:15-10:30 S13-0OCO02

10:30-11:00 S13-ILO2

Chair: Miguel A. Bafiares, Instituto de Catalisis y Petroleoquimica-CSIC

Bert M. Weckhuysen, Utrecht University
Operando micro-spectroscopy of solid catalysts: new insights in reaction and
deactivation mechanisms

Katerina Soulantika, Institut Nationale des Sciences Apliquées Tolouse
The growth of cobalt nanorod mesocrystals as revealed by in situ tandem SAXS-
XAS studies

Christian Wittee, ITQ-Univ. Politécnica de Valencia-CSIC, Capes Foundation
Insights on formationfedispersion of Ag nanoparticles ocludded within smallpore
zeolites studied by XAS

Atsushi Urakawa, Institut Catala d'Investigacié Quimica
Space- and time-resolved operando spectroscopic studies of heterogeneous
catalysts under unsteady-state operations

11:30-13:00

11:30-12:00 S13-ILO3

12:00-12:15 S13-OC03

12:15-12:30 S13-0C04

12:30-12:45 S13-OCO05

12:45-13:00 S13-OCO06

Chair: Aranzazu Heras Vidaurre, Universidad de Burgos

Marco Daturi, University of Caen-CNRS
IR methods for qualifying and designing materials for environmental catalysis,
absorption and separation

M. Olga Guerrero-Pérez, Universidad de Malaga
Unraveling the propane ODH mechanism by simultaneous FTIR-Raman operando
studies over VOx/ZrO, catalysts

Miguel A. Bafares, Instituto de Catalisis y Petroleoquimica-CSIC
Operando Raman-FTIR study of gold catalysts supported on titania and ceria for
VOC elimination

Aranzazu Heras Vidaurre, Universidad de Burgos
Espectroelectroquimica bipolar: técnica operando para controlar la modificacion de
electrodos

Luis F. Bobadilla, Instituto de Ciencia de Materiales de Sevilla-CSIC-Universidad
de Sevilla

New insights on the reaction mechanism of model biogas reforming by operando
DRIFTS measurements

15:00-16:30

15:00-15:30 S13-1L04

15:30-15:45 S13-0CO07

Chair: Atsushi Urakawa, Institut Catala d'Investigacié Quimica

Pablo Beato, Haldor Topsge A/S
Structural dynamics in catalysts for sulfur chemistry

Juan M. Coronado, IMDEA Energia
In situ studies of redox cycles on manganese oxides for high temperature heat
storage




15:45-16:00 S13-OCO08

16:00-16:30 S13-ILOS

Daniel Ruano Sanchez, ITQ-Universidad Politécnica de Valencia-CSIC
AP-XPS in situ studies on CuPd/ZrO2 catalysts

Gerhard Mestl, Clariant AG
Reaction requirements for in situ and operando studies, a perspective from industry

17:30-18:30

17:30-18:00 S13-IL06

18:00-18:30 S13-OC09

Chair: M. Olga Guerrero-Pérez, Universidad de Malaga

Virginia Perez-Dieste, ALBA
Ambient pressure XPS at the ALBA light source

Veronica Verdugo Andrés, Universistat Autonoma de Barcelona
Sb(lll) and Sb(V) adsorption mechanims on Metalzorb® sponge and SPION-
Metalzorb® system




S14. Prebiotic chemistry in space and earth (Prebiotic)

Tuesday, June 27"

Organizers: Albert Rimola, Universitat Autonoma de Barcelona
Marcelino Agundez, Instituto de Ciencia de Materiales de Madrid-CSIC

room: Garbi 2

9:30-11:00

9:30-10:00 S14-ILO1

10:00-10:30 S14-IL02

10:30-10:45 S14-0OC01

10:45-10:50 S14-FPO1

10:50-10:55 S14-FP02

10:55-11:00 S14-FP0O3

Chair: Marcelino Agundez, Instituto de Ciencia de Materiales de Madrid-CSIC

José Cernicharo, Instituto de Ciencia de Materiales de Madrid-CSIC
Molecules and dust across the life cycle of stars

Eric Herbst, University of Virginia
The formation of large molecules in star-forming regions

Dimitrios Skouteris, Scuola Normale Superiore di Pisa
New quantum chemical computations of formamide deuteration support a gas
phase formation of this prebiotic molecule

Nuria Marcelino, Instituto de Ciencia de Materiales de Madrid-CSIC
Chemical inventory of the dense cores B1-b and TMC-1

Nadia Balucani, University of Perugia
The reactions of electronically excited atomic nitrogen, N(?D), with small aromatic
compounds and their relevance in the prebiotic chemistry of Titan

Alexandre Zanchet, Instituto de Fisica Fundamental-CSIC
Theoretical insights on complex organic molecules cold chemistry: the reactions of
methanol+OH and formaldehyde+OH in gas phase

11:30-13:00

11:30-12:00 S14-1L03

12:00-12:15 S14-0CO02

12:15-12:30 S14-0OCO03

12:30-12:45 S14-0C04

12:45-12:50 S14-FP04

12:50-12:55 S14-FP05

12:55-13:00 S14-FP06

Chair: José Cernicharo, Instituto de Ciencia de Materiales de Madrid-CSIC

Naoki Watanabe, Hokkaido University
Ortho-to-para nuclear spin conversion of Hz on ice: a key to chemical evolution in
space

Elena Jiménez, University of Castilla-La Mancha
Laboratory gas-phase chemistry at interstellar temperatures

Emilio J. Cocinero, Universidad del Pais Vasco
Structures of biomolecules by microwave and laser spectroscopies

Guillermo M. Mufioz Caro, Centro de Astrobiologia-INTA-CSIC
Chemical processes on interstellar ices

Antonio Jesus Ocafia Fernandez, Universidad de Castilla-La Mancha
Gas phase kinetics of CHsCH,OH + OH radical at temperatures of the interstellar
medium (T = 22-107 K)

German Molpeceres de Diego, Instituto de Estructura de la Materia-CSIC
Quantum chemical study of the formation of interstellar water over dust grain surfaces

Joan Enrique-Romero, Universitat Autbnoma de Barcelona
Theoretical insights on astrochemical reactions catalyzed by interstellar dust grain
surfaces

15:00-16:25

15:00-15:30 S14-1L04

Chair: Albert Rimola, Universitat Autonoma de Barcelona

Antonio Lazcano, Universidad Nacional Autonoma de México
Prebiotic chemistry and the origins of life: did it all start in a warm little pond?




15:30-15:45 S14-OCO05

15:45-16:00 S14-OCO06

16:00-16:15 S14-OCO07

16:15-16:20 S14-FPO7

16:20-16:25 S14-FP08

Josep M. Trigo-Rodriguez, Institut de Ciéncies de I'Espai-CSIC
Carbonaceous chondrites in presence of water and formamide as source of
prebiotic chemistry

Jean-Francois Lambert, Université Pierre et Marie Curie
Biopolymers formation on mineral surfaces

Piero Ugliengo, University of Torino
Amide bond formation by condensation between unactivated reagents at silica
surfaces: role in prebiotic chemistry

Daniel Mufioz-Santiburcio, Ruhr-Universitat Bochum
Prebiotic chemistry in nanoconfined water

Stefano Pantaleone, Universitat Autonoma de Barcelona
Conformational exploration of adsorbed amino acids on the TiO, (101) anatase
surface

17:30-18:55

17:30-18:00 S14-IL0S

18:00-18:30 S14-IL06

18:30-18:45 S14-OCO08

18:45-18:50 S14-FP09

18:55-19:00 S14-FP10

Chair: Piero Ugliengo, University of Torino

John Sutherland, MRC Laboratory of Molecular Biology
Origins of life systems chemistry

Josep M. Ribg, University of Barcelona
Symmetry breaking in chemical reactions and the prebiotic origin of biological
homochirality: concepts and models

Andrés de la Escosura Navazo, Universidad Auténoma de Madrid
Chemical roots of biological evolution: the origin of life as a process of
development of autonomous functional systems

Albert Moyano, Universitat de Barcelona
Absolute asymmetric catalysis: chirality relay from a supramolecular system to the
molecular level

Jordi Poater, Universitat de Barcelona
B-DNA stability and replication in non-terran bio-solvents




S15. Sustainable chemical utilisation of CO2: challenges and
opportunities (CO2)

Organizers: Jonathan Albo, Universidad de Cantabria
Manuel Alvarez-Guerra, Universidad de Cantabria

Tuesday, June 27" room: Garbi 2
19:00-20:00 Assembly of fiGrupo Especializado en Ingenieria Quimicao

Wednesday, June 28" room: Garbi 2
9:30-11:00 Chair: Angel Irabien Gulias, Universidad de Cantabria

9:30-10:00 S15-IL01 Peter Styring, The University of Sheffield
Engineering the elements: the case for carbon dioxide utilisation

10:00-10:15 S15-OCO01 José Solla-Gullén, Instituto de Electroquimica-Universidad de Alicante
Reduccion electroquimica de CO- a formiato en electrodos nanoparticulados de
bismuto

10:15-10:30 S15-OC02 Andrés del Castillo Martin, Universidad de Cantabria
CO; conversion to formate: zero-gap electrochemical reactor

10:30-10:45 S15-OC03 Fabiola Martinez Navarro, Universidad de Castilla-La Mancha
Sintesis de catalizadores avanzados en medio supercritico para la reduccion
electrocatalitica de CO>

10:45-11:00 S15-0OC04 Ivan Merino-Garcia, University of Cantabria
Copper/gold-based hollow fibre electrodes for the electrochemical reduction of CO»
to hydrocarbons

11:30-13:00 Chair: Jose Solla Gullon, Universidad de Alicante

11:30-12:00 S15-1L02 E. Alessandra Quadrelli, CNRS-CPE Lyon
Carbon dioxide utilisation en route to a close carbon cycle via photo or electro
catalysis. Some MOF-based examples

12:00-12:15 S15-0OCO05 Victor Antonio de la Pefia O'Shea, IMDEA Energia
Hacia la produccién eficiente de combustibles solares por fotorreduccién de CO.

12:15-12:30 S15-0OC06 Pau Bosch-Jimenez, LEITAT Technological Center
Exploiting biogas residual CO; and renewable energies excess for biomethane
generation through electromethanogenesis

12:30-12:45 S15-0OC07 Ramiro Blasco-Gémez, Universitat de Girona
Bioelectroconversién de diéxido de carbono a bioproductos

12:45-12:50 S15-FP01 Carlos Jiménez Izquierdo, Universidad de Castilla-La Mancha
Reduccion fotocatalitica de CO2 mediante distintos catalizadores de TiO;
sintetizados con fluidos supercriticos

12:50-12:55 S15-FP02 Aitor Marcos Madrazo, Universidad de Cantabria
Highly ion-exchange membranes for electrochemical reduction of CO,

12:55-13:00 S15-FP03 Javier Martinez Martinez, Universidad de Castilla-La Mancha
Synthesis of cyclic carbonates catalised by one-component aluminium complexes




15:00-16:30

15:00-15:30 S15-ILO3

15:30-15:45 S15-OC08

15:45-16:00 S15-OC09

16:00-16:15 S15-0C10

16:15-16:30 S15-OC11

Chair: Victor de la Pefia O'Shea, IMDEA Energia

Pedro Castafio, University of the Basque Country
Challenges for converting CO: into dimethyl ether (DME) from the catalytic, kinetic
and deactivation point of view

Arjan Kleij, Institut Catala d'Investigacido Quimica
Carbon dioxide: a source of renewable carbon in fine-chemical synthesis

Francisco Ivars Barceld, Fritz-Haber-Institut der MPG
Low-temperature water-induced transformation of carbon dioxide on magnetite iron
oxide

José Antonio Castro-Osma, Universidad de Castilla-La Mancha
An efficient and versatile catalyst for carbon dioxide fixation into cyclic carbonates

Atsushi Urakawa, Institut Catala d'Investigacié Quimica
Continuous synthesis of DMC from CO; and methanol over CeO, using 2-
cyanopyridine as dehydrating agent

17:30-18:55

17:30-18:00 S15-1L04

18:00-18:15 S15-0OC12

18:15-18:30 S15-0OC13

18:30-18:45 S15-0C14

18:45-18:50 S15-FP04

18:50-18:55 S15-FP05

Chair: Jonathan Albo, Universidad de Cantabria

Maria Dolores Hernandez Alonso, Centro de Tecnologia REPSOL
CO; chemical valorization perspectives: a renewable source of carbon for industry

Ana M. Lopez-Periago, Instituto de Ciencia de Materiales de Barcelona-CSIC
Reactive precipitation of crystalline organometallic complexes using compressed
CO;

Esther Santos, Universidad de Cantabria
CO; capture by accelerated carbonation of MSWI fly ashes

Mercedes G. Montalbén, Universidad de Murcia
Lipase-catalyzed kinetic resolution of rac-2-pentanol using ionic liquids and
supercritical carbon dioxide

Pedro Castafio, University of the Basque Country
Efecto de la alimentacién en el coque depositado sobre un catalizador core-shell
en la sintesis de DME

Manuel Alvarez-Guerra, Universidad de Cantabria
The coordinated project
process devel opment -2047

ACarbon di oxi
integrationo




S16. Applications of Raman spectroscopy to modern chemistry
(Raman)

Organizers: Juan Teodomiro Lopez Navarrete, Universidad de Malaga
Valentin Garcia Baonza, Universidad Complutense de Madrid

Thursday, June 29t room: Garbi 2

9:30-11:00 Chair: Valentin Garcia Baonza, Universidad Complutense de Madrid

9:30-10:00 S16-IL01 Pavel Matousek, STFC Rutherford Appleton Laboratory
Exploring deeper into matter with spatially offset Raman spectroscopy

10:00-10:15 S16-OCO01 Juan Manuel Madariaga, University of the Basque Country
Past and future applications of Raman spectroscopy in cultural heritage

10:15-10:30 S16-OC02 Sandrine Grenet, M.T. Brandao Espafia
The latest advances in Raman imaging

10:30-10:45 S16-0OC03 Alvaro Lobato Fernandez, Universidad Complutense de Madrid
Spectral analysis based on 2D Raman correlation spectroscopy

10:45-10:50 S16-FP0O1 Imanol Torre, University of the Basque Country
Novel calibration functions to quantify forsterite and fayalite in olivine minerals by
Raman spectroscopy

10:50-10:55 S16-FP02 Patricia Ruiz, University of the Basque Country
Raman spectroscopic analysis of the bulk and weathered mineral phases of a
potential submarine volcan Mars analog

10:55-11:00 S16-FP03 Iratxe Arrechea Marcos, Universidad de Mélaga
Del estudio de la molécula al dispositivo

11:30-13:00 Chair: Juan Teodomiro Lépez Navarrete, Universidad de Malaga

11:30-12:00 S16-IL02 Juan Carlos Otero Fernandez de Molina, Universidad de Malaga
Raman spectroscopy, surface-enhanced Raman scattering and molecular
electronics

12:00-12:15 S16-0OC04 Marta Lafuente Adiego, Instituto de Nanociencia de Aragon-Univ. de Zaragoza
Deteccion de agentes neurotdxicos en fase gas a niveles traza mediante SERS

12:15-12:30 S16-OC05 Maria Moreno Oliva, University of Malaga
Transient absorption and Raman spectroscopies in organic electronics

12:30-12:45 S16-OC06 M. Carmen Ruiz Delgado, Universidad de Malaga
Molecular and electronic structure investigation of encapsulated polythiophenes

12:45-13:00 S16-OC07 Paula Mayorga Burrezo, Institute of Material Science of Barcelona-CSIC
Vinylene-bridged oligomers analysed by Raman spectroscopy: how is p-
conjugation affected by the rigidification degree and functionalization?

13:00-14:25 Chair: Mercedes Taravillo Corralo, Universidad Complutense de Madrid

13:00-13:30 S16-IL03 Jesus Gonzalez, Universidad de Cantabria
Raman spectroscopy of carbon materials

13:30-13:45 S16-0OC08 Miriam Pefia Alvarez, Universidad de Edimburgo
Compression as unique route towards tetramethyl-cyclobutadiene




13:45-13:50

13:50-13:55

13:55-14:00

14:00-14:05

14:05-14:10

14:10-14:15

14:15-14:20

14:20-14:25

S16-FP04

S16-FP05

S16-FP06

S16-FPO7

S16-FP08

S16-FP09

S16-FP10

S16-FP11

Sara Fernandez-Palacios Campos, Universidad de Malaga
Piezochromic properties of pyridil divinyl anthracene derivatives: a joint Raman and
DFT study

Adrian Andrada Chacon, Universidad Complutense de Madrid
1T-HfSe; Raman spectroscopy at high pressure

Alexandra Harbuzaru, Universidad de Malaga
Understanding polymer orientation at the interface by SERS

Rafael Carlos Gonzalez-Cano, Universidad de Méalaga
Caracterizacion electrénica y molecular de materiales organicos conjugados:
estudio experimental y tedrico

Irene Badia Dominguez, Universidad de Méalaga
Caracterizacién de sistemas basados en carbazol con transformacion reversible
entre birradical aislado y s-agregrados

José Luis Zafra Paredes, University of Malaga
Raman spectroscopy meets organic biradicals. Study of a new
diindeno[b,ilanthracene derivative

Sergio Gamez Valenzuela, Universidad de Malaga
Estudio del efecto fotocromico reversible de un sistema quinoide basado en
carbazol

Guzman Lépez Espejo, Universidad de Malaga
Thiophene-bridged bis-naphthalimides structures with n-type and ambipolar OFETs
applications




S17. Chemistry in forensic sciences (Forensic)

Monday, June 26t

Organizers: Miguel de la Guardia, Universidad de Valencia
Carmen Garcia Ruiz, Universidad de Alcala de Henares
Matias Calcerrada, Universidad de Alcala de Henares

room: Tramuntana 2

9:30-11:00

9:30-9:45 S17-0C01

9:45-10:15 S17-IL01

10:15-10:45 S17-1L02

10:45-11:00 S17-OCO02

Chair: Miguel de la Guardia, Universidad de Valencia

Matias Calcerrada, Universidad de Alcald de Henares
La quimica como herramienta transversal en ciencias forenses

Olivier Delémont, University of Lausanne
Contribution and challenges of analytical chemistry serving fire investigation: fire
debris analysis beyond its traditional barriers

Luis Bartolomé Moro, Universidad del Pais Vasco
Nuevas tendencias en la datacion de documentos

Laura Ortiz Herrero, Universidad del Pais Vasco
Desarrollo de metodologias de datacion por Py-GC/MS. Aplicacién a documentos
bajo custodia policial

11:30-13:00

11:30-12:00 S17-ILO3

12:00-12:15 S17-OCO03

12:15-12:30 S17-0C04

12:30-12:45 S17-OCO05

12:45-13:00 S17-OC06

Chair: Matias Calcerrada, Universidad de Alcala de Henares

Encarnacién Moyano Morcillo, Universidad de Barcelona
Papel de la espectrometria de masas en la quimica forense

Pablo Prego Meleiro, University of Alcala
Deteccion de téxicos en sangre mediante precipitacién de proteinas y HPLC-
MS/MS

Aitor Sorribes Soriano, Universitat de Valéncia
Andlisis de cocaina en saliva mediante polimeros de reconocimiento molecular

Marzia Cosmi, University of Trieste
Raman and infrared spectroscopy for the fast and non-destructive analysis of
marijuana and hashish

Miguel de la Guardia, Universitat de Valéencia
Evaluacion de la antigiiedad de manchas de sangre por espectrometria NIR




S18. Biosensing (Biosens)

Monday, June 26t

Organizers: Angel Maquieira, Universidad Politécnica de Valencia
M2 Cruz Moreno Bondi, Universidad Complutense de Madrid

room: Tramuntana 2

15:00-16:30

15:00-15:30 S18-ILO1

15:30-15:45 S18-I1L02

15:45-16:00 S18-IL03

16:00-16:15 S18-OCO01

16:15-16:20 S18-FPO1

16:20-16:25 S18-FP02

16:25-16:30 S18-FP0O3

Chair: Angel Maquieira, Universidad Politécnica de Valencia

Sebastian Wachsmann-Hogiu, McGill University
SERS-based bioanalytical sensing

Ramon Alvarez-Puebla, ICREA-Universitat Rovira i Virgili
Optical applications in chemical biology and clinical diagnosis

José Manuel Pingarrén, Universidad Complutense de Madrid
Electroanalytical bioplatforms for accurate, simple and rapid determination of early
diagnosis cancer biomarkers in solid and liquid biopsies

Maria Jose Bafiuls Polo, Universitat Politecnica de Valéncia
La modificacién quimica como herramienta de modulacién de propiedades
superficiales para la construccién de biosensores 6pticos de altas prestaciones

Elena Benito Pefia, Universidad Complutense de Madrid
Microarray-based immunoassay with synthetic mimotopes for the detection of
fumonisin B1

Abhishek Saini, Institut de Ciéncia de Materials de Barcelona-CSIC
Antibiotic detection in sea water by microsensors developed using ion pair
complexes

Silio Lima Moura, Universitat Autonoma de Barcelona
Electrochemical magneto-actuated platform for the detection of nanovesicles from
breast cancer cells

17:30-19:00

17:30-18:00 S18-1L04

18:00-18:15 S18-IL0S

18:15-18:30 S18-OC02

18:30-18:45 S18-OCO03

18:45-18:50 S18-FP04

18:50-18:55 S18-FP05

18:55-19:00 S18-FP06

Chair: M2 Cruz Moreno Bondi, Universidad Complutense de Madrid

Sylvia Daunert, University of Miami
Simplicity is the ultimate form of sophistication: enabling technologies for
environmental and biomedical sensing challenges

Francisco Andrade, Universitat Rovira i Virgili
New frontiers in electroanalytical chemistry: wearables, embeded and ultra-low
cost platforms for decentralized generation of chemical information

Sapna Deo, University of Miami
Nucleic acid detection technologies for pathogen monitoring

Nathalie Vollmer, HORIBA France
What SPRi brings to biomolecular interaction detection?

Sergi Morais Ezquerro, Universitat Politécnica de Valéncia
Chemical strategies for designing structurald e t e r mi n datctans alldrgy r

David Giménez-Romero, Universitat Politecnica de Valéncia
Why do we only measure concentrations when we also need establishing reaction
mechanisms?

Esther Sdnchez Tirado, Universidad Complutense de Madrid
Multiplexed detection of cytokines in saliva using DWCNTs/SPCEs-based
immunosensors

g




S19. Ligand design for bond-cleavage and bond forming reactions
(Organomet)

Organizers: Eduardo Peris Fajarnés, Universitat Jaume |
Eduardo Sola, ISQCH-Universidad de Zaragoza-CSIC
Zoraida Freixa, Universidad del Pais Vasco

Tuesday, June 27t

room: Tramuntana 2

9:30-11:00

9:30-10:00 S19-ILO1

10:00-10:30 S19-IL02

10:30-10:45 S19-0OCO01

10:45-11:00 S19-0OCO02

Chair: M. Carmen Nicasio, Universidad de Sevilla

Dmitri G. Gusev, Wilfrid Laurier University
Metal-ligand cooperation in ester and amide syntheses

Moénica H. Pérez-Temprano, Institute of Chemical Research of Catalonia
Investigation of the organometallic chemistry of cobalt complexes: an attractive
alternative to noble metals

Andrea Olmos Vergé, CIQSO - Universidad de Huelva
Modeling the relative reactivity of alkanes in carbene insertion reactions catalyzed
by rhodium and copper

Xavier Solans Monfort, Universitat Autbnoma de Barcelona
Understanding how trans influence increases the catalytic activity for olefin
metathesis of tungsten oxo alkylidene complexes

11:30-13:00

11:30-12:00 S19-ILO3

12:00-12:15 S19-OCO03

12:15-12:30 S19-0C04

12:30-12:45 S19-0OCO05

12:45-13:00 S19-0OCO06

Chair: Ménica H. Pérez-Temprano, Institute of Chemical Research of Catalonia

Alexander Miller, University of North Carolina at Chapel Hill
Tunable catalysts supported by ion-responsive pincer-crown ether ligands that gate
substrate binding

Miguel Costas, Universitat de Girona
Fe(V) complexes of relevance in small molecule activation reactions

Riccardo Peloso, Universidad de Sevilla
Metallacyclic complexes of platinum and palladium stabilized by sterically
demanding p-donor ligands

Carlos Silva Lopez, Universidad de Vigo
Transition metal catalysis without environment effects. What to expect

Nicolas Mézailles, Université Tolouse Ill Paul Sabatier-CNRS
Dinitrogen reduction at molybdenum center: mechanistic investigations and
catalysis

15:00-16:30

15:00-15:30 S19-1L04

15:30-15:45 S19-OCO07

15:45-16:00 S19-OCO08

16:00-16:15 S19-OC09

Chair: Cristina Tejel, ISQCH-Universidad de Zaragoza-CSIC

Pascale Crochet, Universidad de Oviedo
Development of catalytic systems for hydration/transfer hydrogenation tandem
processes

Montserrat Diéguez, Universitat Rovira i Virgili
Tailor-made chiral ligands for challenging metal-mediated C-X bond forming
reactions

Ana M. Geer, University of Nottingham
Iron(Il) catalysed hydrophosphination of isocyanates

M. Carmen Nicasio, Universidad de Sevilla
Palladium metallacycles with bulky phosphine ligands: efficient precatalysts for
Buchwald-Hartwig aminations




16:15-16:30 S19-OC10

Amparo Prades, Institut de Recerca Biomédica Barcelona
P-stereogenic bisphosphines with a hydrazine backbone. Synthesis,
atropoisomerism and catalysis

17:30-18:45

17:30-18:00 S19-ILOS

18:00-18:15 S19-OC11

18:15-18:30 S19-OC12

18:30-18:45 S19-OC13

Chair: Zoraida Freixa, Universidad del Pais Vasco

Maria Amor Rodriguez Iglesias, Instituto de Investigaciones Quimicas-CSIC
Catalytic reduction of CO2 using a PBP-supported nickel complex

Francisco José Fernandez Alvarez, ISQCH-Universidad de Zaragoza
Iridium complexes with monoanionic tridentate NSiN ligands. Their potential as
catalysts for CO,-reduction processes

Blanca Martin Vaca, Unversité de Toulouse
Efficient conversion of CO» to oxazolidinones using metal/ligand cooperative
catalysis

Javier Iglesias-Siglenza, Universidad de Sevilla
Synthesis and evaluation of electronic properties of ligands based on N-
heterocyclic carbenes: towards dicationic ligands

18:45-20:00 Assembly of AGrupo Especializado de Q
Wednesday, June 28t room: Tramuntana 2
9:30-11:00 Chair: Pascale Crochet, Universidad de Oviedo

9:30-10:00 S19-ILO6

10:00-10:30 S19-ILO7

10:30-10:45 S19-0C14

10:45-11:00 S19-0OC15

Alceo Macchioni, University of Perugia
Organoiridium catalysts relevant to artificial photosynthesis

Cristina Tejel, ISQCH-Universidad de Zaragoza-CSIC
Pathways from O-O bond cleavage to C-O bond formation mediated by Rh and Ir
complexes

David Balcells, University of Oslo
Challenging TD-DFT in catalyst design aimed at water splitting and carbon dioxide
reduction

Alfonso Cornejo Ibergallartu, INAMAT-Universidad Publica de Navarra
Unexpected findings about the Mizoroki-Heck mechanism for NHC-palladium
catalysts: experimental and theoretical data

11:30-13:00

11:30-12:00 S19-ILO8

12:00-12:15 S19-OC16

12:15-12:30 S19-OC17

12:30-12:45 S19-OC18

12:45-13:00

Chair: Amor Rodriguez, Instituto de Investigaciones Quimicas-CSIC

Andrew Weller, University of Oxford
Metal catalyzed aminei borane dehydropolymerisation. Control through catalyst
design

Maria Besora, Institut Catala d'Investigacié Quimica
Aromatic C-H bond functionalization: DFT beyond transition state theory

Vincenzo Passarelli, Centro Universitario de la Defensa
C-H oxidative addition vs. P-C bond formation in iridium(l) complexes with
aminophosphano ligands

Anna Company, Universitat de Girona
Characterization and reactivity studies on a terminal copper-nitrene species

Concluding remarks




S20. Progress in theoretical chemistry: biomolecules and materials
(TheorChem)

Organizers: Marcel Swart, ICREA-Universitat de Girona
Nuria Lopez, Institut Catala d'Investigacié Quimica
Gonzalo Jiménez-Osés, Universidad de La Rioja

Wednesday, June 28t room: Tramuntana 2

15:00-16:30 Chair: Gonzalo Jiménez-Osés, Universidad de La Rioja

15:00-15:30 S20-IL01 Benedetta Mennucci, University of Pisa
Photoinduced processes in embedded systems: the role of the environment

15:30-15:50 S20-OCO01 Claudio Daniel Navo N4jera, Universidad de La Rioja
Unusual reactivity patterns in unnatural amino acids derivatives explained by
quantum mechanics

15:50-16:05 S20-OC02 Manuel Alcami, Universidad Auténoma de Madrid
Key factors governing the relative stability of charged, endohedral and exohedral
fullerenes

16:05-16:20 S20-OCO03 Eliseo Ruiz, Universitat de Barcelona
Magnetoresistance at room temperature in single-molecule devices

16:20-16:25 S20-FP01 Rodrigo Martinez, Universidad de La Rioja
Cytosine self-aggregation in gas phase: a DFT and spectroscopic study

16:25-16:30 S20-FP02 Jaime Rodriguez-Guerra Pedregal, Universitat Autonoma de Barcelona
GaudiMM: a multi-objective optimization software for structural sketching of
chemobiological compounds

17:30-19:00 Chair: Nuria Lopez, Institut Catala d'Investigacié Quimica

17:30-18:00 S20-1L02 Francesco Gervasio, University College London
Investigating allosteric regulation and cryptic pocket formation through enhanced
sampling simulations

18:00-18:20 S20-OCO04 Luca Unione, CIC bioGUNE
The use of fluorine atoms as probes to analyze carbohydrates conformation and
dynamic behavior in solution

18:20-18:35 S20-OCO05 Jorge J. Carbo, Universitat Rovira i Virgili
Modelling dynamic properties of molecular oxides: interactions with biomolecules

18:35-18:50 S20-OC06 Jordi Ribas, Universitat de Barcelona
The complex mechanochemistry of disulfide bond reduction in alkaline solution

18:50-18:55 S20-FP03 Anna Cebrian, Universitat Autbnoma de Barcelona
Study of the reaction mechanism of arachidonic acid oxygenation catalyzed by
cyclooxygenase-2: a computational approach

18:55-19:00 S20-FP04 Jose A. Martinez-Gonzélez, University College Dublin
Understanding the interface between water and silicon materials: molecular
dynamics calculations for infrared spectra

Thursday, June 29t room: Tramuntana 2

9:30-11:00 Chair: Luca Unione, CIC bioGUNE

9:30-10:00 S20-ILO3  Anna Pabis, Uppsala University
Dynamics, flexibility, cooperativity and the evolution of enzyme function



10:00-10:20 S20-OCO7

10:20-10:35 S20-OCO08

10:35-10:50 S20-OC09

10:50-10:55 S20-FP05

10:55-11:00 S20-FPO0O6

Lucia Pérez-Regidor, Centro de Investigaciones Bioldgicas - CSIC
Computational investigations of molecular recognition in Toll-like receptor 4

Angels Gonzalez-Lafont, Universitat Autonoma de Barcelona

Understanding the molecular mechanism of the Ala-versus-Gly concept controling
the product specificity in reactions catalyzed by lipoxygenases: a combined
molecular dynamics and QM/MM study of coral 8R-lipoxygenase

Josep M. Luis, Universitat de Girona
Insertion vs. expansion in the functionalization of benzene by a Fe-carbene
complex. A mechanistic study

Binju Wang, University of Barcelona
Cytochrome c perooxidase catalysis: beyond the Poulos-Kraut mechanism

Adrian Romero Rivera, University of Girona
Computational exploration of metal-dependent enzymes

11:30-13:00

11:30-12:00 S20-1L04

12:00-12:20 S20-OC10

12:20-12:35 S20-0OC11

12:35-12:50 S20-0OC12

12:50-12:55 S20-FPO7

12:55-13:00 S20-FP08

Chair: Aleix Comas-Vives, ETH Zrich

Julia Contreras-Garcia, Sorbonne Universités-CNRS
Using bond analysis for the rational design of photoswitches...and it worked!

Ignacio Funes Ardoiz, Institute of Chemical Research of Catalonia
Single electron transfer i water nucleophilic attack mechanism in water oxidation
reaction

Miquel Sola, Universitat de Girona
The Baird rule and the aromaticity of low-lying excited states

Manuel Yéafiez, Universidad Autonoma de Madrid
Enlaces de berilio. Produccion espontanea de radicales, generacién de esponjas
de aniones y fuertes enlaces Be-Be a un electron

Josep M Oliva-Enrich, Instituto de Quimica Fisica Rocasolano-CSIC
Heteroborane chemistry beyond frontiers: designing properties from electronic
structure computations

Elena Cuéllar Gonzélez, Universidad de Valladolid
Computational studies of the solid bonding situation of benzyl silanes: influence of
an intramolecular ammonium group

13:00-14:30

13:00-13:30 S20-ILO5

13:30-14:00 S20-ILO6

14:00-14:15 S20-0OC13

14:15-14:20 S20-FP09

14:20-14:25 S20-FP10

14:25-14:30 S20-FP11

Chair: Marcel Swart, ICREA-Universitat de Girona

Zbigni ew (FoldlzAcalemy of Sciences
New class of ionic conductors based on metal-boron-hydrogen compounds

Aleix Comas-Vives, ETH Zirich
Understanding the active sites in heterogeneous catalysts: an ab initio approach

Victor Polo Ortiz, Universidad de Zaragoza
Understanding the factors controlling the oxidative addition of ammonia N-H bond
to Ir(l) PXP pincer complexes

Luis Carlos de Vicente Poutas, Universidade de Vigo
Computational design of new catalysts for biomass valorization

Laura Estévez, Universidad de Vigo
Estudio DFT de transformaciones organometalicas elementales con complejos de
Au(l) y Au(lll) y andlisis del enlace quimico

Dimitrios Skouteris, Scuola Normale Superiore di Pisa
A study of the dynamics of the internal conversion of azulene using a Gaussian
MCTDH algorithm




S21. Nanocatalysis (NanoCat)

Monday, June 26t

Organizers: Carmen Claver, Universitat Rovira i Virgili
Cyril Godard, Universitat Rovira i Virgili

room: Tramuntana 3

9:30-10:50

9:30-10:00 S21-ILO1

10:00-10:15 S21-0OCO01

10:15-10:30 S21-OCO02

10:30-10:45 S21-OCO03

10:45-10:50 S21-FPO1

Chair: Carmen Claver, Universitat Rovira i Virgili

Avelino Corma, ITQ-Universitat Politecnica de Valéncia-CSIC
Catalysis in confined spaces: relevance of the dispersion forces and active site
nature

Montserrat Gdmez, Université de Toulouse Il Paul Sabatier
Metal-based nanoparticles in glycerol: from design to synthetic applications

Eduardo J. Garcia-Suarez, Technical University of Denmark
Methylpropionate synthesis from biomass-derived feedstocks with supported metal
oxide catalysts

Jordi Creus, Universitat Autonoma de Barcelona
Ru nanoparticles as highly active hydrogen evolution catalyst: influence of the
oxidation state & structure

Ivdn Esteve Adell, ITQ-Universitat Politecnica de Valéncia-CSIC
Oriented Pt nanoparticles supported on few-layers graphene as highly active
catalyst for agueous phase reforming of ethylene glycol

11:30-12:50

11:30-12:00 S21-1L02

12:00-12:15 S21-0C04

12:15-12:30 S21-OCO05

12:30-12:45 S21-0OCO06

12:45-12:50 S21-FP02

Chair: Sergio Castillon, Universitat Rovira i Virgili

Bruno Chaudret, Université Tolouse Il Paul Sabatier-CNRS
Iron carbides nanoparticles for magnetically induced CO, hydrogenation

Enrique Garcia Bordejé, Instituto de Carboquimica-CSIC
Nanoparticulas de rutenio soportadas para la hidrogenacion de CO, a CHa: efecto
del material de soporte y de la carga de metal

Daniel Curulla Ferré, Total Research & Technology Feluy
Design of novel core@shell nanocatalysts and application in Fischer-Tropsch

Jorge A. Delgado, Centre Tecnologic de la Quimica
Solvent effect in the Fischer-Tropsch synthesis catalyzed by colloidal cobalt
nanoparticles

Leonardo Moraes, Instituto de Investigaciones Quimicas-CSIC
Gold nanoparticles stabilized by heterocyclic thiourea ligands as new catalysts for
the reduction of aromatic nitrocompounds

15:00-16:20

15:00-15:30 S21-ILO3

15:30-15:45 S21-OCO07

15:45-16:00 S21-OCO08

Chair: Cyril Godard, Universitat Rovira i Virgili

Jairton Dupont, University of Nottingham
Supported ionic liquid phase nanoparticle catalysis

Peter Witte, BASF Nederland B.V.
The effect of the stabilizer on the p
catalysts

Philippe Serp, Toulouse University
From nano- to single atom-catalysis




16:00-16:15 S21-OC09 Miguel Angel Rivero Crespo, ITQ-Universitat Politécnica de Valéncia-CSIC
Hydrosilylation of alkynes catalyzed by platinum single atoms and clusters:
regioselectivity, active species and mechanistic studies

16:15-16:20 S21-FP03 Maria Tejeda Serrano, ITQ-Universitat Politécnica de Valéncia-CSIC
Chemoselective hydrogenation of alkynes to alkenes catalyzed by supported iron
oxide nanoparticles




S22. Symposium on teaching, history & outreach of chemistry (Divulga)

Monday, June 26t

Organizers: Ines Pellon, Universidad del Pais Vasco
Manuela Martin Sanchez, Universidad Complutense de Madrid

room: Tramuntana 3

17:30-19:00

17:30-18:00 S22-IL01

18:00-18:30 S22-IL02

18:30-18:45 S22-0OC01

18:45-18:50 S22-FPO1

18:50-18:55 S22-FP02

18:55-19:00 S22-FP03

Chair: Ines Pellé6n, Universidad del Pais Vasco

Nazario Martin, Universidad Complutense de Madrid
Una historia de la quimica actual: las nanoformas de carbono y Sir Harry W. Kroto

Pilar Goya, Instututo de Quimica Médica-CSIC
La lucha cotra la enfermedad: de la iatroquimica al disefio de farmacos

Gabriel Pinto Cafion, Universidad Politécnica de Madrid
Un espectro recorre Europa (en al ambito educativo): el espectro de las
competencias

Manuela Martin-Sanchez, Universidad Complutense de Madrid
Importancia del trabajo experimental

Gabriela Guillena Townley, Universidad de Alicante
Multilingual teaching for Spanish students in organic chemistry subjects. Effect and
consequences in the continuous assessment process

Carmen Guillén Miré, Escuela Europea de Bruselas I1I-MECD
La fisica y quimica en las escuelas europeas

Tuesday, June 27"

room: Tramuntana 3

9:30-11:00

9:30-9:45  S522-0C02

9:45-10:00 S22-OCO03

10:00-10:15 S22-0C04

10:15-10:30 S22-OCO05

10:30-11:00 S22-IL03

Chair: Ines Pell6n, Universidad del Pais Vasco

Juan Quilez Pardo, Universitat Jaume |
Estudio del principio de Le Chatelier como instrumento didactico en los libros
preuniveritarios de quimica actuales

Almudena de la Fuente, Colegio Ntra. Sra. de los Angeles
Relacién entre la ensefianza de la quimica en bachillerato y las pruebas de acceso
a la universidad

Belén Altava, Universitat Jaume |
Education in sustainable chemistry: the role of the Spanish network of sustainable
chemistry

Ignacio Funes Ardoiz, Institute of Chemical Research of Catalonia
Divulgar durante el doctorado, ¢ misién imposible?

Aureli Caamafio Ros, Centro Did4ctico de Ciencias Experimentales-CDL
La ensefianza del enlace quimico: de la regla del octeto a una modelizacién mas
coherente

11:30-13:00

11:30-11:45 S22-OCO06

11:45-12:00 S22-OCO07

Chair: Bernardo Herraddn, Instituto de Quimica Organica General-CSIC

M. Araceli Calvo Pascual, Universidad Auténoma de Madrid
Ferias y tiendas ecoldgicas. Un banco de recursos para una quimica critica en el
aula

Jesus Maria Arsuaga Ferreras, Universidad Rey Juan Carlos
Las teorias precuanticas del electrén y el enlace quimico: aspectos histéricos y
didacticos




12:00-12:15 S22-OC08

12:15-12:30 S22-0CO09

12:30-13:00 S22-1L04

Antonio Marchal Ingrain, Universidad de Jaén
Tras las huellas de San Alberto Magno. Una nueva propuesta de paseo cientifico
por el centro histérico de las ciudades

Inés Pellon, Universidad del Pais Vasco
El inicio de la ensefianza de la quimica organica en la Universidad de Barcelona
(1845): marco legal, y medios materiales y humanos

Claudi Mans Teixid6, Universidad de Barcelona
La quimica, del parvulario a ESO. ¢ Puede el Lego ser una herramienta?

15:00-16:15

15:00-15:15 S22-0OC10

15:15-15:30 S22-OC11

15:30-15:45 S22-OC12

15:45-16:15 S22-1L05

Chair: Manuela Martin Sanchez, Universidad Complutense de Madrid

Marta Isabel Gutiérrez Jiménez, Universidad de La Rioja
Metodologias activas en el aprendizaje de la quimica; gamificacion y aprendizaje
por descubrimiento

Josefina Perles Hernéez, Universidad Autbnoma de Madrid
Conciencia inclusiva: el uso de la cristalografia y el crecimiento cristalino en el
aprendizaje inclusivo

Silvia Simon, Universitat de Girona
Everyday analogies to understand difficult concepts: aromaticity

Bernardo Herraddn, Instituto de Quimica Orgéanica General-CSIC
Lavoisier ¢ padre de la quimica? La ilustracion y el origen de la ciencia moderna

17:30-19:00

17:30-18:00 S22-IL06

18:00-18:15 S22-0OC13

18:15-18:30 S22-0C14

18:30-18:45 S22-OC15

18:45-18:50 S22-FP04

18:50-18:55 S22-FP05

18:55-19:00

Chair: Manuela Martin Sanchez, Universidad Complutense de Madrid

Josep Corominas Vifas, Escola Pia de Sitges
Aplicacion en el aula de un proyecto de quimica en contexto

Elisa Jiménez Garcia, Universidad de Castilla-La Mancha
Quimioluminiscencia: un brillante recurso didactico para la ensefianza de la
guimica

José Ignacio Garcia Laureiro, ISQCH-Universidad de Zaragoza-CSIC
Hiscorescience, una app movil para aprender jugando

Clara Pérez-Rafols, Universitat de Barcelona
Uso de dispositivos moviles en el aula para favorecer el aprendizaje del alumno
con retroaccion global

Victor Antonio de la Pefia O'Shea, IMDEA Energia
Fotofuel: red de excelencia para abordar los nuevos desafios en la produccién de
combustibles solares

Javier Klett, Centro Nacional de Investigaciones Oncolégicas
fiBi ol ogical systems woriknbvaadk doceaot®@ ¢ as o

Concluding remarks




S23. Women in chemistry (WChem)

Organizers: Mariola Tortosa, Universidad Auténoma de Madrid
Pablo Mauleén, Universidad Autbnoma de Madrid

Wednesday, June 28" room: Tramuntana 3
9:30-11:00 Chair: Mariola Tortosa, Universidad Auténoma de Madrid
9:30-10:30 Roundtable discussion - Marina Villegas, Jesus Jiménez Barbero, Concepcio
Rovira
10:30-11:00 s23-1L01 Cristina Nevado, University of Zurich
Remote activation of unreactive bonds: challenges and opportunities
11:30-12:54 Chair: Gema de la Torre Ponce, Universidad Autébnoma de Madrid
11:30-12:00 S23-1L02 Maria J. Vicent, Centro de Investigacion Principe Felipe
Polyglutamates as versatile nanocarriers
12:00-12:06 S23-FP01 Ana Pascual Escudero, Universidad Autonoma de Madrid
Alkenylarenes as dipolarophiles in catalytic asymmetric 1,3-dipolar cycloaddition of
azomethine ylides
12:06-12:12 S23-FP02 Sara Martinez de Salinas Uzquiza, Instituto Catalan de Investigaciones Quimicas
Investigation of the synergistic cooperation between palladium and silver bimetallic
systems
12:12-12:18 S23-FP03 Amaiur Odriozola Nuin, Universidad del Pais Vasco
Catalytic conjugate addition of isocyanoacetates to vinyl ketones
12:18-12:24 S23-FP04 Maria del Valle Palomo Ruiz, Centro de Investigaciones Bioldgicas-CSIC
Subtly modulating glycogen synthase kinase 3 (gsk-3): allosteric inhibitors
development and their potential for the treatment of chronic diseases
12:24-12:30 S23-FP05 Fatima Morales, Universidad de Murcia
Studies on the ring rotational motion of novel hydrogen-bonded [2]rotaxanes by
dynamic NMR spectroscopy.
12:30-12:36 S23-FP06 Carlota Borras, Universitat Rovira i Virgili
New simple P-S ligands for asymmetric Ir-catalyzed hydrogenation:
characterization of reaction intermediates by in situ HP-NMR and DFT calculations
12:36-12:42 S23-FP0O7 Fatima Aparicio, Universidad Autonoma de Madrid
Tubular nanostructures self-assembled via orthogonal noncovalent interactions
12:42-12:48 S23-FP08 Eva M2 Guillamén Torres, Universitat Jaume |
Hidrogenacion directa de alquinos catalizada por clisteres sulfuro de molibdeno
12:48-12:54 S23-FP09 Marina Lledds, University of Bath

New multimodal systems for PET imaging




S24. Metal-Organic (MOFs) and Covalent Organic Frameworks (COFs)
(MOFs)

Organizers: Daniel Maspoch, Catalan Institute of Nanoscience and Nanotechnology
Félix Zamora, Universidad Autbnoma de Madrid
Jorge Rodriguez Navarro, Universidad de Granada

Wednesday, June 28" room: Tramuntana 3

15:00-16:30 Chair: Jorge Rodriguez Navarro, Universidad de Granada

15:00-15:30 S24-1L01 Sam Chong, University of Liverpool
Designing porous molecular crystals 'from scratch' using energyi structurei function
maps

15:30-15:50 S24-OC01 Xavi Ribas, Universitat de Girona
Fullerene purification by supramolecular nanosponges in the solid state

15:50-16:10 S24-OC02 Arnau Carné Sanchez, Catalan Institute of Nanoscience and Nanotechnology
Rhodium based metal-organic polyhedra as highly stable porous molecules

16:10-16:30 S24-OCO03 Aurelio Mateo-Alonso, POLYMAT
Twisted aromatic frameworks

17:30-18:40 Chair: Aurelio Mateo-Alonso, POLYMAT

17:30-18:00 S24-1L02 Bettina Lotsch, Max Planck Institute for Solid State Research
Two-dimensional frameworks for solar energy conversion

18:00-18:20 S24-0C05 Oscar Castillo, Universidad del Pais Vasco
Supramolecular metalior gani ¢ framewor ks ( SMOFs) :
stacking

18:20-18:25 S24-FP01 Carmen Montoro Cano, Universidad Autonoma de Madrid
Estudio de conductividad i6nica de COFs basados en iminas para su uso en pilas
de combustible de membrana polimérica

18:25-18:30 S24-FP02 Javier Lopez Cabrelles, ICMol-Universidad de Valencia
Surface tunability in magnetic layered MOFs

18:30-18:35 S24-FP03 Nduria Portolés-Gil, Institut de Ciéncia de Materials de Barcelona-CSIC
Curcumin MOF crystalized in supercritical CO»

18:35-18:40 S24-FP04 Sonia Pérez-Yanez, Universidad del Pais Vasco
Metal-organic gels and aerogels

19:00-20:00 Assembly of AGrupo QiimpgadeliEathdo 3cidbo d e
Thursday, June 29t room: Tramuntana 3
9:30-11:00 Chair: Daniel Maspoch, Catalan Institute of Nanoscience and Nanotechnology

9:30-10:00 S24-1L03 Jorge Gascon, Delft University of Technology
Towards new concepts in the design of heterogeneous catalysts. Opportunities for
MOFs and COFs

10:00-10:20 S24-OCO06 Emilio Pardo Marin, Universidad de Valencia
MOFi driven synthesis of ultrasmall metal nanoclusters and their unique catalytic
activity

10:20-10:40 S24-OC07 Rubén Mas-Ballesté, Universidad Auténoma de Madrid
Tailored catalytic materials inspired by homogeneous organocatalysts




10:40-11:00 S24-0OC08 Pilar Garcia Garcia, ITQ-Universitat Politécnica de Valéncia-CSIC
Metal-organic solid as supramolecular catalyst for a variety of organic reactions

11:30-13:00 Chair: Carlos Marti Gastaldo, ICMol-Universitat de Valencia

11:30-12:00 S24-IL04 David Fairén-Jiménez, University of Cambridge
Advances in metal-organic frameworks: from gas adsorption to drug delivery
applications

12:00-12:20 S24-OC09 Felipe Gandara, Instituto de Ciencia de Materiales de Madrid-CSIC
Realization of complex metal-organic frameworks with multiple cations

12:20-12:25 S24-FP0O5 Elena Lopez-Maya, Universidad de Granada
Redes metalorganicas como catalizadores heterogéneos en la formacion de
moléculas de interés farmacoldgico

12:25-12:30 S24-FP06 Beatriz Zornoza Encabo, Instituto de Nanociencia de Aragon-Univ. de Zaragoza
PBI mixed matrix membranes containing ZIFs for CO; capture

12:30-12:35 S24-FP07 Fernando Maya, Universitat de les llles Balears
Metal-organic framework/polymer hybrids based on the in situ conversion of metal
oxide precursors

12:35-12:40 S24-FP08 Carlos Palomino Cabello, Universitat de les llles Balears
Porous carbons derived from UiO-66 metal-organic frameworks for the enhanced
extraction of organic pollutants

12:40-12:45 S24-FP09 Elena Caballero Mancebo, Universidad de Castilla-La Mancha
Confinment effect on the photobehaviour of Nile Red within a mesoscopic metal-
organic structure

12:45-12:50 S24-FP10 Sérgio Manuel Felipe Vilela, IMDEA Energia
Novel functional 3D porous bismuth-organic framework based on a tetrapodal
carboxylate linker

12:50-12:55 S24-FP11 Victor Rubio Giménez, ICMol-Universitat de Valencia
High-quality ultrathin films of electrically conductive porous metal-organic
frameworks

12:55-13:00 S24-FP12 Sara Rojas, Institut Lavoisier Versailles-CNRS
Understanding of the drug encapsulation and release processes in metal organic
framework carriers

13:00-14:30 Chair: Emilio Pardo, ICMol-Universitat de Valéncia

13:00-13:30 S24-IL05 Patricia Horcajada, IMDEA Energy
Metal-organic frameworks as drug nanocarriers

13:30-13:50 S24-OC10 Elisa Barea Martinez, Universidad de Granada
Polimeros de coordinacién porosos para la liberacién controlada de monéxido de
carbono con fines terapéuticos

13:50-14:10 S24-OC11 Carlos Marti Gastaldo, ICMol-Universidad de Valencia
Peptide metal-organic frameworks for enantioselective separation of chiral drugs

14:10-14:30 S24-OC12 José Giner Planas, Institut de Ciéncia de Materials de Barcelona-CSIC
Switchable surface hydrophaobicity-hydrophilicity of a carborane based MOF

* The organization of this event has been supported by the European Research Council under the European Union's
Seventh Framework Programme (FP7/2007-2013) / ERC grant agreement n°615954




Poster sessions

Monday, June 26t

room: Hall Auditorio and Foyers Tramuntanas

16:30-17:30
& Poster session A
19:00-20:00

Tuesday, June 27t

room: Hall Auditorio and Foyers Tramuntanas

16:30-17:30
& Poster session B
19:00-20:00

Wednesday, June 28t

room: Hall Auditorio and Foyers Tramuntanas

16:30-17:30
& Poster session C
19:00-20:00
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