Tentative Schedule for the
Telluride Workshop on Many-Body Interactions:
From Quantum Mechanics to Force Fields

Organizers: Kenneth Jordan and Jean Philip Piquemal 
TSRC Hosts: Mark Kozak
Dates: July 12-15, 2016
Meeting Venue: Telluride Elementary School 447 West Columbia Ave 

There will be a reception Monday 6-8 PM under the tent beside the Elementary School
Tuesday Morning, July 12th
7:30-8:00AM
Breakfast at TSRC
8:00-8:10AM
Opening Remarks 
8:10-8:50AM
F1

Teresa Head-Gordon
Advanced Potential Energy Surfaces for Condensed Phase Simulation
8:50-9:30AM

F2
Jiali Gao

Interaction Energy Components from Multistate Density Functional Theory.
9:30-9:50AM

S1
Caitlin Breshnahan
Developing Force Fields for Water Clusters with the Presence of Acid Defects
9:50-10:10AM     Coffee Break
10:10-10:50AM
F3
Robert DiStasio
The Dipole Polarizability of a Condensed-Phase Water Molecule
10:50-11:30AM
F4
Marcus Meuwly
Application of Multipolar Force Fields to Spectroscopic and Thermodynamic Problems

11:30-11:50AM
S2
Mary van Vleet
Unlocking New Potentials: Incorporating Anisotropy into Simple Intermolecular Force Fields
11:50AM-12:10PM
S3
Max Veit
Building an Ab Initio Force Field for Liquid Hydrocarbons Using Machine Learning
Tuesday Evening, July 12th
6:00-7:00PM
Town Talk
Wednesday Morning, July 13th
7:30-8:00AM
Breakfast at TSRC
8:00-8:40AM
F5
Lasse Jensen
Atomistic Polarization Models for Plasmonic Systems
8:40-9:20AM
F6
Feng Wang
Post Hartree-Fock Free Energies through Adaptive Force Matching:  Recent Progresses on Salt and CO2

9:20-9:40AM
S4
Karl Debiec
The AMBER ff15ipq Force Field for Proteins
9:40-10:00AM
Coffee Break
10:00-10:40AM
F7
Andres Cisneros
Advances in Multipolar/Polarizable and Density-Based Potential Development for Ionic Liquids and Water 
10:40-11:20AM
F8
Jean-Philip Piquemal
Tinker-HP a Massively Parallel Package for Polarizable Molecular Dynamics
11:20AM-12:00PM
F9
Ken Jordan
Quantum Drude Oscillators for Modeling Dispersion
Wednesday Evening, July 13th
6:00-9:00PM
TSRC Picnic @ Telluride Intermediate/High School Soccer Field

Thursday Morning, July 14th
7:30-8:00AM
Breakfast at TSRC
8:00-8:40AM

F10
Christine Aikens
DFT-Based ReaxFF Parameterization for Gold-Thiolate and Gold-Chloride Nanoparticle Simulations
8:40-9:20AM

F11
Richard Wheatley
Promise and Pitfalls in Interpolating Many-Body Potentials
9:20-9:40AM

S5
Steven Vandenbrande
Constructing Complete Non-Covalent Force Fields Based on Ab Initio Monomer Densities
9:40-10:00AM
Coffee Break
10:00-10:40AM

F12
Greg Beran
Predicting Molecular Crystal Structures and Properties at Finite Temperatures
10:40-11:00AM
S6

Alexander Donchev
      Quantum Energy Components for Torsion Profiles
11:00-11:20PM

S7
Balaj Pushp
Toward Chemical Accuracy in the Description of Ion-Water Interactions in the Gas Phase and the Condensed Phase, Through a Many-Body Representation

11:20-12:00PM

F14
Nohad Gresh
Developments, Validations and Applications of Quantum-Chemistry Grounded Molecular Mechanics Potentials

Thursday Evening, July 13th
5:00-7:00PM
Workshop Dinner
7:10-7:50PM
F15
Toon Verstraelen
Polarizable Force Fields with Atomic Multipoles and Conjugate Potential Variables
7:50-8:10PM
S8
Jan Hermann
First-Principles Approaches to van der Waals Interactions:  Force-Field Perspective

Friday Morning, July 14th

7:30-8:00AM
Breakfast at TSRC 
8:00-8:40AM
 
F16
Igor Kurnikov
Damping Atomic Polarizabilities in Modeling Ion interactions
8:40-9:20AM

F17
Pengyu Ren
Modeling Intermolecular Forces with Classical Force Fields
9:20-9:40AM

S9
Marc Riera-Riambau
Unraveling Ion Hydration in Ionic Solutions Using Many-Body Molecular Dynamics
9:40-10:00AM 
Coffee Break
10:00-10:40AM

F18

Louis Lagardere

A New Efficient Strategy for Solving the
Polarization Energy in Molecular Dynamics.

10:40-11:20AM

F19
Julia Rice
Nucleotide Binding from the Gas Phase to the Condensed Phase
11:20-12:00PM

F20
Bill Swope
Have we Solved the Fixed Charge Modeling Strategy?
Friday Afternoon, July 14th
1:30-2:10PM 

F21
Alston Misquitta
Intermolecular Potentials prom the Iterated Stockholder Atoms Approach
2:10-2:30PM
S10

Cory Hargus
Applying modern methods for global optimization to fitting high-accuracy electrostatic models
2:30-2:50PM

S11
Leonid Pereyaslavets 

Nuclear Quantum Effect in Liquid Phase
2:50-3:10
Coffee Break
3:10-4:00
Open Discussion

