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Table S1 X-ray crystallographic data of [(Na,bpdc)-H,O], (hyd-Na,bpdc) and [NaHbpdc], (NaHbpdc).

Compound [(Nazbpde)-H;01, [NaHbpdcl,
formula Na,C,4H,005 Na;C14HqO4
crystal system Monoclinic Triclinic
space group P21/ P-1

fw 304.21 264.21

a, A 27.720(6) 3.6550(7)
b, A 5.8060(12) 11.214(2)
c, A 7.5530(15) 12.985(3)
a, deg - 89.55(3)

p, deg 92.70(3) 84.39(3)

y, deg - 88.78(3)

v, A 1214.2(4) 529.54(18)
VA 4 2

Pratcas € €M™ 1.665 1.657

temp , K 95(2) 100(2)

A A 0.64999 0.69999

4 mm’ 0.185 0.156
goodness-of-fit (F°) 1.037 1.003
F(000) 616 272
reflections collected 16907 5662
independent reflections 5223 [R(int) = 0.0448] 2827 [R(int) = 0.0307]
completeness to 6,,.x, % 98.6 93.2
data/parameters/restraints 5223/190/0 2827/179/0
Orange for data collection, deg 3.28-33.36 1.55-29.55

diffraction limits (4, k, /)

refinement method

Ry, R [1>20(1)]

Ry, wR, (all data)
largest peak, hole, eA™

-42<h <41, -8<k < 8,-12<1< 12
Full-matrix least squares on F~
0.0351¢, 0.0996"
0.0375¢0.1011"

0.870, -0.363

-5<h <5, -15<k <15, -18<1 < 18
Full-matrix least squares on F?
0.0623?% 0.1720°

0.0748% 0.1859°

0.533, -0.887

R =Z||Fy| - |Fll/EIFy. "WR(F?) = [Ew(Fo- F)YEW(FG)”> where w = 1/[*(Fy’) + (0.0518P)+
(0.7461)P], P =(Fy™+ 2FZ)3.WR(F)) = [Ew(Fo- F) IEw(Fy’)]> where w = 1/[P(Fy’) + (0.1536P)+

5 (0.0000)P], P =(Fy’+ 2F)/3.
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Voltage / V vs. Na/Na*
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Fig. S1 Rate performance of NaHbpdc, hyd-Na,bpdc, and Nabpdc: voltage profiles of (a) NaHbpdc,
(b) hyd-Na,bpdc, and (c) Nazbpdc.
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Figure S2. Voltage profiles of super P carbon.
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Figure S3. XRD patterns of NaHbpdc powders after storage in electrolytes for 3, 5, and 10 days.



