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Table S1. Crystallographic data and structure refinement details. 

 

Compounds P-Ester 

Empirical Formula C18 H15 O5 

Mr 312.31 

Crystal size, mm3 0.12 x 0.11 x 0.03 

Crystal system monoclinic 

Space group C c 

a, Å 34.531(3) 

b, Å 7.3710(7) 

c, Å 11.7082(9) 

α, ° 90 

β, ° 100.238(9) 

γ, ° 90 

Cell volume, Å3 2932.6(5) 

Z ; Z’ 8 ; 2 

T, K 100(1) 

Radiation type ; wavelength Å MoKα ; 0.71073 

F000 1304 

µ, mm–1 0.104 

 range, ° 2.397 - 23.392 

Reflection collected 41 501 

Reflections unique 4 252 

Rint 0.0721 

GOF 1.071 

Refl. obs. (I>2(I)) 3 592 

Parameters 421 

wR2 (all data) 0.1523 

R value (I>2(I)) 0.0619 

Largest diff. peak and hole (e-.Å-3) 0.443 ; -0.368 
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NMR spectra 
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Filename          = DPB_Ester_PROTON-7.jdf

Author            = ECS400

Experiment        = single_pulse.ex2

Sample_Id         = DPB_Ester

Solvent           = CHLOROFORM-D

Actual_Start_Time =  6-APR-2017 18:11:29

Revision_Time     = 13-FEB-2018 10:18:46

Data_Format       = 1D COMPLEX

Dim_Size          = 13107

Dim_Title         = 1H

Dim_Units         = [ppm]

Dimensions        = X

Site              = ECS 400

Spectrometer      = JNM-ECS400

Field_Strength    = 9.389766[T] (400[MHz])

X_Acq_Duration    = 1.48897792[s]

X_Domain          = 1H

X_Freq            = 399.78219838[MHz]

X_Offset          = 9.0[ppm]

X_Points          = 16384

X_Prescans        = 1

X_Resolution      = 0.67160163[Hz]

X_Sweep           = 11.00352113[kHz]

Irr_Domain        = 1H

Irr_Freq          = 399.78219838[MHz]

Irr_Offset        = 5[ppm]

Tri_Domain        = 1H

Tri_Freq          = 399.78219838[MHz]

Tri_Offset        = 5[ppm]

Clipped           = FALSE

Scans             = 32

Total_Scans       = 32

Relaxation_Delay  = 1[s]

Recvr_Gain        = 50

Temp_Get          = 19.8[dC]

X_90_Width        = 10.85[us]

X_Acq_Time        = 1.19116416[s]

X_Angle           = 45[deg]

X_Atn             = 1[dB]

X_Pulse           = 5.425[us]

Irr_Mode          = Off

Tri_Mode          = Off

Dante_Presat      = FALSE

Initial_Wait      = 1[s]

Repetition_Time   = 2.19116416[s]

1H 

1H, inset 
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Differential Scanning Calorimetry and Thermogravimetric Analysis 

 Differential scanning calorimetry and thermogravimetric analyses were performed on a Mettler 

Toledo TGA/DSC Star System, under air at 5 to 10°C / min. 
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Fluorescence decays 

P-Ester in THF solution <τ> = 0.19 ns at 430 nm 

 

DPB-Ester in THF solution <τ> = 0.92 ns at 440 nm 

 

file 1

time (ns)
6543210

6543210

e
m

is
s
io

n

1.00

10.00

100.00

1 000.00

10 000.00

la
m

p

1.00

10.00

100.00

1 000.00

10 000.00

R
e

s
id

u
e

s

2

0

-2

2

0

-2

file 1

time (ns)
876543210

876543210

e
m

is
s
io

n

1.00

10.00

100.00

1 000.00

10 000.00

la
m

p

1.00

10.00

100.00

1 000.00

10 000.00

R
e

s
id

u
e

s

0 0



Supporting Information 

8 

P-Ester in the powder state <τ> = 2.41 ns at 450 nm 

 

DPB-Ester in the powder state <τ> = 2.32 ns at 550 nm 
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Fluorescence excitation spectra 

 

 


