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| Success was facilitated by a scientifically
diverse team with many contributors

Team:

Mark Rodriguez — Project Coordinator

John Krukar — Lead Virtual Reality Programmer i
Zach Harris — Support Virtual Reality Programmer

Nichole Valdez — Crystallography & CIF Support

Kathryn Perkins — PZT Materials Subject Matter Expert

Chris DiAntonio — Funding support & PZT Subject Matter Expert

Pin Yang — PZT Subject Matter Expert

[ Mark’s contribution ]

%

“If you're referring to the incident with
the Dragon, | was barely involved. All | did
was give your uncle a little nudge out of
the door.”— J.R.R. Tolkien

The Fellowship of the Ring
Peter Jackson Director

Center 1800: Material, Physical and Chemical Sciences



‘ We wanted to build a Virtual Reality tool to
enable intuitive evaluation of crystal structures
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P (kbar) 0 L7 2.1 6.2 ]mport ]t ]nto a
a (A) 5.84858(7) 5.84513(6) 5.8440(4)  5.8383(13) . .
c(A) 14.4230(3) 14.4074(3)  14.400(1) 14.368(6) 3 D V] rtual rea l] ty?
z(Pb) 0.2825(2)  0.2819(1)  0.2815(5) 0.273(3)
Uy, (Pb)(A?) 0.0193(6)  0.0173(5) 0.0173(—) 0.0173(—)
Us3(Pb)(A2) 0.0084(8)  0.0082(7) 0.0082(—) 0.0082(—)
2(Zr/Ti) 0.0128(2)  0.0125(2)  0.0129(6) 0.036(3)
Uso(Zr/Ti)(A%)  0.0061(3)  0.0068(3)  0.0068(—)  0.0068(—)
x(0) 0.1426(3)  0.1408(3)  0.1483(12)  0.172(5)
¥(0) 0.3473(3)  0.3473(3)  0.3573(10) 0.389(4) I
Up(0)(A?) 0.0188(10)  0.0182(9) 0.0182(—) 0.0182(—)
Un(0)(A?) 0.0105(8)  0.0112(8) 0.0112(—) 0.0112(—)
Us3(0)(A2) 0.020(1) 0.021(1)  0.021(—)  0.021(—) I
U,(0)(A?) 0.0049(11)  0.0062(10)  0.0062(—)  0.0062(—)
U(0)(A?)  -0.0015(10) -0.0011(9) -0.0011(—) -0.0011(—)
U(0)(A?) -0.0063(6) —-0.0056(6) —0.0056(—) —0.0056(—)
R, (%) 3.94 3.57 333 4.01
Ryp (%) 6.65 5.81 5.13 6.45 CIF file OpenBa bel
X 1.52 1.53 236 1.49

CIF reader
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.1John Krukar and Zach Harris will give us
a tour of the new CrystalVR Visualization tool

CAD2VR

CrystalVR
Plugin

Sandia Mational Laboratories is a multimission laboratory managed and operated by @Sandia [T ppr—

National Technology & Engineering Solutions of Sandia, LLC, a wholly owned subsidiary of
Honeywell International Inc., for the U.S. Department of Energy’s National Nuclear Security UNCLASSIFIED UNLIMITED RELEASE

Administration under contract DE-NAOO03525. SAND2022-9285V

\\snl\collaborative\Xraydata\PZT_visualization




Thank you!

Questions?

https://CAD2VR.sandia.gov
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