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Supplementary Information

SPINEVOLUTION File for 6Li{7Li}-REDOR Curve Simulation

skoskskoskok ok The System sk sk sk sk sk sk sk sk sk sfe sk sk sk sk sk skeoske sk skeoske sk skeoske sk skeosk sk skoskoskeskoskoskoskok

spectrometer(MHz) 500
spinning_freq(kHz) 25

channels Li6(73.599 1) Li7
nuclei Li6 Li7
atomic_coords  *

cs_isotropic 00
csa_parameters *

j_coupling Jiso2

quadrupole *

*

dip_switchboard

*

csa_switchboard
exchange nuclei *
bond len nuclei *
bond ang nuclei *
tors_ang nuclei *

groups_nuclei  *
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skoskoskeoskosk kosk Pulse Sequence sk sk 3k sk sk sk sk sk skeoske sk skosk sk skeosk sk sk sk skosko sk skok skeskok ok

CHN 1

timing(usec)  (40)128 38 2 40 (40)128
power(kHz) 0 0 250 0 0
phase(deg) 0 0 0 0 0

freq offs(kHz) 0 0 0 0 0

CHN 2

timing(usec)  (redor-9.pp) 18 2 20 redor-9.pp  (redor-9.pp)

power(kHz) * 0 2500 * *
phase(deg) * 00 O * *
freq offs(kHz) * 00 0 * *

skoskoskeoskosk kosk Variables sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk skosk sk skoskok skoskok skoskok

wr=25

spinning_freq=wr

tr=1000/wr

skoskeoskoskoskeoskok Options sk sk sk sk sk sk s sk sk sk sk st sfe sk ske sk sk sk sk ske st st sk sk sk skeoske sk sk skeoske skeskosk skosk sk
rho0 I1x

observables I1p

EulerAngles zcw987

n_gamma 10

line_broaden(Hz) *

zerofill *

FFT dimensions *

options -dw123 -re

sk st sk sk st sk sk sk ste st sk sk ske st sie sk sk sk sk sk sk sk ske sk sk sk sk sk sk sk sk sk sk sk sk stk sk skeoske skt sk skeosko stk sk skosk skeoskoskok
See another version of thhis input file in the
examples-new/dim-sections directory, and the

analytic mode version in examples-new/analyt
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REDOR

rotor iL : iL

Figure S1. Rotational Echo Double Resonance (REDOR) pulse sequence. I and § represent two different

spins, °Li and 'Li, respectively.
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2 Theta (0)

Figure S2.Powder X-ray diffraction patterns of ®’Li¢BaLa,Ta,0, and the corresponding Nb phase. *
represents an impurity phase.
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Figure §3. M2 calculations for the Ta and Nb electrolyte phases using Equation 5 for cases in which
only Li-2 is occupied, and cases in which Li-1 and Li-2 are occupied in the model structure.



