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Figure S1. 1H NMR spectrum of 2 in CDCls.
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Figure S2. 13C NMR spectrum of 2 in CDCls.
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Figure S3. 1H NMR spectrum of 3 in CDCls.
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Figure S4. 13C NMR spectrum of 3 in CDCls.
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Figure S5. 1H NMR spectrum of 4 in CDCls.
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Figure S6. 13C NMR spectrum of 4 in CDCls.
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Figure S7. 1H NMR spectrum of 5 in CDCls.
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Figure S8. 13C NMR spectrum of 5 in CDCls.
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Figure S9. ESI-MS(-) spectra of the (BusN)2[CO3{Cun(OH)n(pz)nx(4-Mepz)x}] (n = 27, 29,
30, 31) nanojar mixtures obtained using 0-5 mol% 4-MepzH.
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Figure S10. ESI-MS(-) spectra of the (BusN)2[CO3{Cun(OH)n(pz)nx(4-Mepz)x}] (n =27, 29,
30, 31) nanojar mixtures obtained using 6-10 mol% 4-MepzH.

S7



VL(11)047-071A(002)_020_5PERC_NEG_CONT 19 (0.340) TOF MS ES-
100+

VL(1)047-071A(002)_017_4PERC_NEG_CONT 27 (0.476) TOF MS ES-
749
100

2018.8 |l 2031.9

1 % 1

O,

VL(1)047-071A(002)_D11_2PERG_NEG_CONT 10 (0.187) TOF MS ES-

100 785
i 23157 2318.7

2314.792319.8

VL(11)047-071A(002)_008_1PERG_NEG_CONT 7 (0.136) TOF MS ES-
100 2316.7 1.38e3

L B B B NN LN B
VL(I047-071A(002)_005_OPERC_NEG_CONT 9 (0.170) TOF MS ES-

100~ 2316.7 1.47e3

2314.7)12318.7

23132123202

“‘|‘*“#|‘ et m/z

2000 2050 2100 2150 2200 2250 2300 2350

Figure S11. Zoomed portion of the ESI-MS(-) spectra of the (BuaN)2[CO3={Cun(OH)n(pz)n-x
(4-Mepz)x}] (n =27, 29, 30, 31) nanojar mixtures obtained using 0-5 mol% 4-MepzH.
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Figure S12. Zoomed portion of the ESI-MS(-) spectra of the (BusN)2[CO3c={Cun(OH)n(pz)n-
x(4-Mepz)x}] (n = 27, 29, 30, 31) nanojar mixtures obtained using 6-10 mol% 4-MepzH.
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Figure S13. Zoomed portion of the ESI-MS(-) spectra of the (BusN)2[CO3c{Cun(OH)n(pz)n-
x(4-Mepz)x}] (n = 27, 29, 30, 31) nanojar mixtures obtained using 0-10 mol% 4-MepzH.
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Figure S14. Zoomed portion of the ESI-MS(-) spectra of the (BusN)2[CO3{Cun(OH)n(pz)n-
x(4-Mepz)x}] (n = 27, 29, 30, 31) nanojar mixtures obtained using 0-10 mol% 4-MepzH..
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Figure S15. Zoomed portion of the ESI-MS(-) spectra of the (BuaN)2[CO3={Cun(OH)n(pZz)n-
x(4-Mepz)x}] (n = 27, 29, 30, 31) nanojar mixtures obtained using 0-10 mol% 4-MepzH..

S12



z:Mepz =90:10
Cus, 29:2 28:3 =

30:1 265 0

Z9i2

20:1

31:0 30:1

31:0

31:0

:Mepz =99:1

o
N

31:0

pz:Mepz =100:0

T MiZ
2360 2370

T

B T

2310 2320 2330 2340 2350

Figure S16. Zoomed portion of the ESI-MS(-) spectra of the (BusN)2[CO3={Cun(OH)n(pz)n-

x(4-Mepz)x}] (n = 27, 29, 30, 31) nanojar mixtures obtained using 0-10 mol% 4-MepzH.

S13



045 | 045 |

0.40 Cuy, 0.40 Cu,,
0.35 3 0.35 L
0.30 RSS=3.8x1073 030 RSS =1.6 x 102
&, 0.25 0.25
al 0.20 - 0.20 u
0.15 x 0.15 x
0.10 - 0.10 .
0.05 x 0.05
0.00 0.00
0 1 2 3 4 5 6 7 0 1 2 3 4 5 6 7
0.50 050 |
0.45 Cu,, 045 % Cu,,
0.40 < 040 §
_ P r
0.35 RSS =1.7 x 102 0.35 RSS =4.3 x 103
. 030 0.30
2} 0.25 0.25
0.20 = 0.20 -
0.15 x 0.15 =
0.10 . 0.10
0.05 x 0.05 ~
0.00 0.00
0 1 2 3 4 5 6 7 0 1 2 3 4 5 6 7
X X

Figure S17. Plots of binomial (red), Poisson (green) and experimental (blue) distributions
for different sized nanojars with 97:3 pz:4-Mepz ligand mixture.
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Figure S18. Plots of binomial (red), Poisson (green) and experimental (blue) distributions
for different sized nanojars with 95:5 pz:4-Mepz ligand mixture.
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Figure S19. Plots of binomial (red), Poisson (green) and experimental (blue) distributions
for different sized nanojars with 93:7 pz:4-Mepz ligand mixture.
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Figure S20. Plots of binomial (red), Poisson (green) and experimental (blue) distributions
using jaq for different sized nanojars with 97:3 pz:4-Mepz ligand mixture.
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Figure S21. Plots of binomial (red), Poisson (green) and experimental (blue) distributions
using jad for different sized nanojars with 95:5 pz:4-Mepz ligand mixture.
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Figure S22. Plots of binomial (red), Poisson (green) and experimental (blue) distributions
using jaq for different sized nanojars with 93:7 pz:4-Mepz ligand mixture.
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