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Figure S1 'H-NMR spectrum and (left) and '*C-NMR spectrum (right) of 31Bz
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Figure S2 FT-IR spectra of 31Bz with bisphenol A (molar ratio 2:1) after heating

at elevated temperatures.

Polymerization kinetics calculation

The apparent activation energy (E,) of 31HBz polymerization is calculated based on
Kissinger method, which assumes that the maximum conversion rate takes place at the

temperature of curing peak (T,):
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where T, represents the absolute curing peak temperature (K), B is the heating rate

(°C/min), A is the pre-exponential factor and R is the universal gas constant. E, is
calculated from the slope of In(f/T,?) versus 1/T,,.
Friedman method is used to determine the kinetic model of the polymerization, which

can be expressed as:

ln(ﬂ) = lnﬁ% = In[Af (a)]

a
dt RT



where 7 is the time, f is the heating rate, f{a) is a function related to o and reaction order.
In[Af(a)] can be obtained from In(da/dt) and E.,/RT. The activation energy here is
selected from the results of Kissinger method.

Reaction order is analyzed based on the Crane equation, which can be expressed as:
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where #n is the reaction order, which can be calculated by linear fitting of Inf3 versus
1/T,. The activation energy here is selected from the results of Kissinger method.

The Tps of the DSC thermograms are summarized in Table S1:

Table S1 Ts of the DSC thermograms of 31HBz

Heating rate Curing peak temperature

(B, °C/min) (Tp, °C)
5 212.9
10 227.4
15 235.1
20 244.7

Cartesian coordinates of optimized 31HBz and 31Bz molecular structures

31HBz-O type (O...HO)

C -2.116478 2.545291 0.202903
C -1.390832 1.622505 0.938396
C -1.391716 0.269488 0.578798
C -2.106791  -0.138749  -0.558079

C -2.849333 0.800023  -1.273208
C -2.861302 2.136516  -0.902014
H -2.109275 3.589316 0.497969
H -0.832205 1.941201 1.810729
H -3.406337 0.478695  -2.149751

H -3.436633 2.856596  -1.473215
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31HBz-N type (N...HO)

C

C
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