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Human AI Interaction
Want to establish an initial framework 

• Given the 3D molecular space


• We want to present a full surround knowledge and immersive experience for 
users who are within pharmaceuticals to design and deploy novel drug 
discoveries 


• Givne rapid combinationa nd adnvancemment for new pharmaceuticals



Improting from NCBI

• NCBi tabled out instructions for viewing the 3D molecular viewing model


• File formats are in mmCIF, which showcase the binary output fo rthe protein 
molecular structure 



Unreal Engine Framework

• Unreal vs Unity


• Unreal has show for intuitive nature and high fidelity to be able to take on the 
file formats when improtingin them


• There has been lattes work outside of Unreal with other VR devices, but 
sticking with mainstream conventions—Oculus is the go to for VR deployment


• Given mainstream appeal



Deploying for the oculus

• Challenges one would need to face


• The file formatting


• The 3D viewing of the molecular structure


• Since PDB already pushes for a 3D moelulcar star uteri


• Question===How can we improve the experience to help users understand 
the structure


• Can be utilized for education and research for further drug discoveries



VR Framework









Understanding further prediction to be set in place

• There must be a library set in place to allow users to collect from protein data 
bank 


• And recall from the other


• There is currently a 1 way method


• Improting the geometry of the PDB file and then have further augmentation in 
Blender to Unreal Engine 



Technical Challenges

• Updates


• The following updates we faced issues r=eprtained to Android SDK 
deployment and Oculus integration


• Unity and Oculus have had further partnership for hand tracking on the inside


• Coloration and segmentation of such protein formats to know when the 
structure is organized in what fashion


• Smoothing of the files


• Size augmentation





DEMO 


