
    ϭϭaŵ-ϭϮƉŵ 

April ϵƚh         
Via ZŽŽŵ 

CHEMISTRY 
SPRING ϮϬϮϭ 
SEMINAR SERIES 

Department of Molecular Biology and Biophysics                   
University of Connecticut Health Center 

NMRbŽǆ iƐ aŶ eǀŽůǀiŶg cŽŵƉƵƚaƟŽŶaů ƉůaƞŽƌŵ͕ ǁiƚh ŶeaƌůǇ ϯ͕ϬϬϬ ƌegiƐƚeƌed ƵƐeƌƐ͕ fŽƌ NMR 
daƚa ƉƌŽceƐƐiŶg aŶd aŶaůǇƐiƐ ǁiƚh ϮϬϬн ƐŽftǁaƌe ƉackageƐ acƌŽƐƐ aůů aƌeaƐ Žf NMR aŶd 
ƌeůaƚed fieůdƐ͘ NMRbŽǆ ƐiŵƉůifieƐ diƐcŽǀeƌǇ Žf NMR ƐŽftǁaƌe aŶd ƉƌŽǀideƐ Ŷeaƌ ǌeƌŽ-
cŽŶfigƵƌaƟŽŶ acceƐƐ͕ ƚhƌŽƵgh a ůighƚǁeighƚ VNC cůieŶƚ͕ ƚŽ ƚhe ƐŽftǁaƌe aŶd cŽŵƉƵƚe 
ƌeƐŽƵƌceƐ͘ AcceƐƐ iƐ ŽƉeŶ fŽƌ acadeŵic aŶd ŶŽŶ-ƉƌŽfiƚ ƵƐe fŽƌ FREE͘ CŽŵƉƵƚe ƌeƐŽƵƌceƐ aƌe 
eǆƉaŶdiŶg aŶd ǁiůů ƐŽŽŶ iŶcůƵde iŶ eǆceƐƐ Žf Ϯ͕ϬϬϬ CPU cŽƌeƐ͕ ϭϭн TB RAM͕ aŶd ϭϱϬ͕ϬϬϬн 
CUDA cŽƌeƐ͘ NMRbŽǆ fŽƐƚeƌƐ ƌeƉƌŽdƵcibůe ƌeƐeaƌch bǇ ƉƌŽǀidiŶg ƉeƌƐiƐƚeŶƚ acceƐƐ ƚŽ Ɖƌe-
cŽŶfigƵƌed ƐŽftǁaƌe͕ ƚŽŽůƐ fŽƌ ŵaŶagiŶg ƚhe ŵeƚadaƚa aƐƐŽciaƚed ǁiƚh ƉƌŽceƐƐiŶg 
ǁŽƌkflŽǁƐ͕ aŶd ƚŽŽůƐ fŽƌ adǀaŶced BaǇeƐiaŶ aŶaůǇƟcƐ͘ 

“NMR iŶ ƚhe CůŽƵd͗  NMRbŽǆ ReƐŽƵƌceƐ fŽƌ                
MŽǀiŶg NMR Daƚa PƌŽceƐƐiŶg aŶd AŶaůǇƐiƐ OŶůiŶe” 
“Revolutionizing Biomolecular Studies with 
POKY: A Fully Integrated NMR Platform with 

Cutting-Edge Technologies”

We develop the POKY suite which is the revolutionized platform with boundless possibilities for
advancing research and technology development in biomolecular studies. POKY serves as the core of the
Integrative NMR platform, providing a fully integrated, professional-grade cyberinfrastructure. Our full-
stack development approach employs cutting-edge technologies such as artificial intelligence (AI),
machine learning (ML), and computer vision (CV) to enable the next level of automation and
visualization, maximizing the quality of user experience and productivity. POKY is capable of routine
automated studies on well-behaving proteins, as well as keeping up with recent advances in the field,
such as 13C-detected solution NMR for intrinsically disordered proteins (IDPs) and 1H/13C/19F detected
solid-state NMR for large, insoluble, and membrane proteins. To cater to different level users, we offer
various interface tools, including step-by-step guided automations (POKY Automation Guide), high-level
push buttons (POKY Extensions), intermediate-level Jupyter notebooks (POKY Notebooks), and low-level
customizable scripts (POKY Notepad). In this presentation, we will demonstrate how POKY makes NMR-
based structural studies more accessible and automated with practical examples.
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