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Section 1: Crystallographic data for 1
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Formula
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Crystal system

space group

al[A]

b/[A]

c/[A]

Al

A

Volume/[A%)]

Calculated bulk density/[g €m ]
Absorption coefficient/[mm 1]
F(000)

Limiting index

Theta range of data collection
Limiting index

Reflections collected/unique
Data/restraints/parameters
Goodness-of-fit on F2

Final R indices [l > 26(1)]

R indices (all data)

C28H42M0sN20Ni2025P2S4
1846.05

Monoclinic

C2/c

30.575(7)

13.276(3)

17.009(4)

113.837(5)
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6315(3)

1.940

1.814

3632

—20<h<36, —15<k<15, —20<I<19
1.70 to 25.00°

—20<h<36, —15<k<15, —20<I<19
15775/5569 [R(int) = 0.0686]
5569/0/385

1.054

R1 =0.1755, wR, = 0.3979
R1 =0.2297, wR, = 0.4257

Largest diff. peak and hole/[e A®] 4.763, —4.493
Section 2. The related equations.
Removal efficiency (%) = 22t D
0
qe — (CO_VCII/E)XV (2)

where Cy and C; are the dyes concentration (mg/L) at initiation and the time t. Ag and A; are the
dye absorbance at initiation and the time t. w and V is the dosage of the adsorbent (mg) and the
amount of dye (mL), respectively.

log(q. — q;) = log q. — k4t A3)
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where g is the adsorption capacity of MB at time t. ki is the rate constant of pseudo-first-order, k2
is the rate constant of pseudo-second-order.
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lgqe = lgK; + (3) 1gC. (6)

where gm and Ce are the maximum adsorption capacity and equilibrium concentration of MB in
the solution, respectively. K. is the Langmuir constant. Kg is the Freundlich constant. n is the
adsorption strength.

Section 3: Thermogravimetric analyses of 1, Fes04@1 and Fe3Oa.

Thermogravimetric analyses of 1, Fe;0.@1 and Fe304 were performed under a nitrogen flow
(Figure. S1). It turns out that the weight ratio of 1 in Fe304@1 is 89.57%. It should be noted that
the loss of Fes04 might be attributed to its surfactant attached during the synthesis process.
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Figure S1. Thermogravimetric analyses of 1, Fes04@1 and FezOa.

Section 4: Adsorption activity comparison of 1, FesO.@1 and Fe3Oa.
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Figure S2. Adsorption activity comparison of 1, Fes0s@1 and Fe3O4. (MB: 15 mg/L, 10 mL;
room temperature)



