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Table S1. Crystallographic data and structure refinement details.
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Compounds P-Ester
Empirical Formula Cis His Os
M, 312.31

Crystal size, mm?

0.12x0.11x0.03

Crystal system monoclinic
Space group Cc
a, A 34.531(3)
b, A 7.3710(7)
c, A 11.7082(9)
a, © 90
B,° 100.238(9)
v, ° 90
Cell volume, A3 2932.6(5)
7.7 8:2
T,K 100(1)
Radiation type ; wavelength A MoKa ; 0.71073
Fooo 1304
w, mm™! 0.104
Hrange, ° 2.397-23.392
Reflection collected 41501
Reflections unique 4252
Rint 0.0721
GOF 1.071
Refl. obs. (I>20(1)) 3592
Parameters 421
wRo (all data) 0.1523
R value (I>20(1)) 0.0619
Largest diff. peak and hole (e-.A) 0.443 ;-0.368
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NMR spectra

= Tilansse = DFE_Eaxtwr_FROTON-7.3dE
= o | Author = ECS400
- ~ Exparizant = mingls_pmiss. sz
Sample_Td = DFS_Ester
Salvant = CHLOGOTORS-D
Actusl_Start Tims = &-AFR-JOIT 1B:1
Q_ Ravisicn Tims = 13-FER-2018 10:1
6
/B\
o o Dats_Format = 10 COMPLEX
Dim Size = 13107
- = Dim Title =- 1R
= = o 1 g:::nn:t- - |I:mr--l
- naicona -
i ™o ~ H siee = ECS 409
g Spactrometar = JHM-ECE4DD
= Tisld Strsngts = 9.32FTEE[T] [400 [MEz] )
X_Kog_ Durmtios = 1. 4BAFTTEZ[m]
I_Domain - 18
= 399, 7BILEEIE [MHz]
= 3 = 9.0[ppm]
wi fa = 18384
= -1
= = 0.$71801631Hz]
= 11.0035F11% [kHz]
= 3 | - 18
- = 339, 7BILEEIE M)
= a[pem]
- 1H
- Tri_Frag = 339 TEIUEEYE [MHx]
=< = Tri_Offast = = [pem]
= Clippad = FALSE
- Scans = 32
Toktal_Scana = 32
?:' Seluxstion Delsy = 1[a]
Recvr_Gain - 50
= 19.8[4C]
= 10. 8% [me)
= ! i : = 1.191184280a]
=4 = &3 [dmg]
= = 1[e&]
o = 5_423[un]
'_:' - Off
5.1 l_,.u J e - o
£= = FALSE
- T T T T T T T Initisl Wait = 1[x]
10.0 9.0 20 50 4.0 10 1.0 0 Repstitico Tims = 2.1311842&(x]
.I\.
I A
o — & B r- =
— = o =
A i3l = E= & =
% 90 B0 e = =
] B Filename = DPB_Ester PROTON-7.jdf
o =3 o "
9 [o) (o] A Author = ECS400
| | o Experiment = single_pulse.ex2
> Sample_Id = DPB_Ester
= = o
4 1 . Solvent = CHLOROFORM-D
] H |nset Actual_Start_Time = 6-APR-2017 18:11:29
~ o ’ Revision_Time = 13-FEB-2018 10:18:46
o o~
Data_Format = 1D COMPLEX
1 o Dim_Size = 13107
] Dim_Title =1x
Dim Units = [ppm]
Dimensions =X
] ite = ECS 400
= - Spectrometer = JNM-ECS400
=4 2N
] - Field Strength 9.389766[T] (400 [MHz])
X_Acq_Duration 1.48897792[s]
] X_Domain 1H
1 399.78219838 [MHz]
9.0[ppm]
16384
1 1

0.67160163 [Hz]
11.00352113 [kHz]

1H
399.78219838 [MHz]
5[ppm]

Initial _Wait

S
w4 >
e
] o 399.78219838 [MHz]
1] 5 [ppm]
FALSE
32
Total_Scans 32
] Relaxation Delay = 1[s]
1 Recvr_Gain =50
Temp_Get = 19.8[dC]
3] X_90_Width = 10.85[us]
g g X_Acq_Time = 1.19116416[s]
\ = X_Angle = 45[degq]
1 - X_Atn = 1[dB]
X_Pulse = 5.425[us]
] Irr_Mode = Off
] Tri_Mode = Off
Dante_Presat = FALSE

1.00

2.19116416(s]

abundance

85 84 83 82 81 80O 79 78 77 76 75 74 713 72 71 70 69 68 67 66 65 64

N o— ) e =2"e) N <t — >~ ol N o
— QN O\ 0 —— [ =] vl <
8= S daadq Ss 3
o0 6 o6 o6 ~o o ~oe o NS

X : parts per Million : 1H




1 s Lomam » DFECates LIEONON-1 pdd
1 - -
[ 5 nmngle puise e
- Emmpdie Id » DFECases
— = AOETONE -DE
- - @ Q h_.l._l_i_'l'_ = 13-EF-JELT AN EEdT
- /B_\ hll-_'ll- = 13-TER-JULE 33,10 4E
1 o” "o llB
] P
_ AT T U .
= o
; | |
- '
a1 ___._.-'"‘
== .
]

Supporting Information

10

X : pants per Melillion : 1 1B

0w — =

A A0 ==

-1l

-ai




Supporting Information

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 <t> =0.19 ns at 430 nm
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P-Ester in the powder state <t> = 2.41 ns at 450 nm
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Fluorescence excitation spectra

P-Ester As Isolated powder :
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