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Fig 1S: Optimized structures of 02-3, M2-3 and P2,3.
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Table 1: Total energy and significant H bonds length of 02-3, M2-3 and P2,3 (in A)

b

Structure Total energy” (H—bonds) I'H..0
02 -3380.195640 Ip O17—06*H47— O 1.637
lp 019—>6*H28—N27 1.674
lp O3—>G*H3|*O30 1.885
03 —3380.188915 Ip O49—06*Hps—Ny3 1.969
lp 042—>0*H25—N23 1.583
M2 ~3380.198430 Ip O4—c*HyOs  1.683
lp 041—>0*H24*N23 2.147
lp O42—>G*H45—N23 1.629
M3 —3380.196964 Ip O40—0*H47—O46 1.670
lp O42—>6*H24*N23 1.587
P2 —3380.192291 Ip O40—0*Hs7—046 1.759
lp O41—>6*H24*N23 1.849
lp 042—>G*H25—N23 1.870
P3 —3380.186811 Ip O4,—06*Ha7—O46 1.723
lp O41—>G*H24*N23 1.575

@The total energies are reported in atomic unit. ? r ¢ is the length of

H bonds that are reported in A.
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-1.67605700
-0.29175100
-1.72590200
-2.81391200
-1.29646200
-1.23092000
-0.08022600
0.04412100
-1.96371100
-1.38672400
0.62707800
-2.96086900
-1.91303000
0.14083500
0.63564900
0.44440700
-1.32707800
0.88897200
0.48602000
0.60868000
1.63334700
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6.68765800
6.02440700
5.40490800
7.57209400
7.17182200

-0.65590000
0.47803400
1.07191000

-0.04930000

-1.67575000

0.78689000
1.72642800
1.23166000
-0.19711400
1.69901100
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5.46854400
5.22781900
3.77102100
5.20165700
6.38268200
4.93733300
4.93500700
3.38301700
6.20967400
7.26593300
6.11578100
3.50491100
4.68098200
1.76557300
1.01870900
1.89214600
1.32145400
2.13382800
1.10492200
0.12134300
-0.05359500
0.28794800
-1.15321500
-1.36965900
-1.04847200
-2.34990700
-2.41779400
-2.13138200
-3.58661000
-5.52171300
-4.35936600
-3.86908300
-4.83359100
-5.33609000
-3.28886800
-5.01418000
-1.67519100
-0.48045800
-0.57061900
-2.87122300
-1.71598900
-1.20096400
-4.16247700
-5.90778700

-2.46772900
-1.50836700
-0.70143000
-2.19709500
-0.30259100
-1.19179300
-1.88736900
0.41960300
0.84987800
1.85672900
-0.01019400
-0.40287800
1.48637000
1.27639900
0.51621300
1.90683500
2.12667800
2.78997600
1.48040300
3.03445300
3.70309600
3.64828400
2.27784600
1.66002600
1.54623000
3.15006900
3.89848000
3.65564700
2.29730300
0.32542300
2.07872600
1.59328100
0.59184400
1.09140900
1.77186100
-0.01441600
-0.99340700
-2.04924700
-2.83547800
-1.82401300
-0.08457500
-0.28611200
2.64159100
0.87841600

2.41991500
1.34802700
1.48681900
-0.17347600
1.25926700
-1.48110400
-2.76297400
0.30952000
0.06247700
0.06651700
-1.36636200
-1.14163400
0.28953900
0.57186400
0.82240800
1.46102100
-0.63532400
-0.94878300
-1.49111200
-0.36200300
-1.20788100
0.52687000
-0.14360200
-0.95710500
0.59160100
0.17441800
-0.61666000
1.11665000
0.25298300
0.24757900
-0.89263800
1.42527100
1.42542800
-0.90046200
2.32405000
2.30340600
-0.29433100
-0.70041200
-0.14243800
-0.07132500
-1.46273300
0.93048600
-1.79903200
-1.79502500
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-6.50105200
-5.51414600
-4.57566500
-7.67119900
-6.62755500

-1.18081000
-2.09892900
-2.05968200
-0.95665200
-1.72397600

0.14139800
-0.74973100
-0.43681200
-0.68732500

1.48562800
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-4.96066300
-5.05534100
-3.57470500
-5.83982500
-5.88834400
-6.00907600
-6.70848800
-3.55650700
-6.06042500
-6.80027700
-6.77057200
-4.45758700
-4.50332200
-1.87141100
-2.01729400
-1.34367100
-1.02811600
-0.78792600
-1.59537400
0.26662200
0.79997400
0.07230900
1.19004900
1.53120100
0.64742100
2.39032500
2.08501600
2.59083000
3.58623200
5.53449200
3.69805400
4.52480500
5.51034600
4.66499500
4.45656800
6.21676500
1.94268700
0.91862500
0.96533100
1.30166400
1.98893700
3.20960200
3.00012900
4.72122500

-2.56175000
-1.50156300
-0.91809500
-1.96731100
-0.15382500
-0.83279100
-1.33471100
0.29531200
1.12200900
2.24887200
0.46817600
-0.29973600
1.51369900
0.88326000
1.66925200
0.06190500
1.39878700
0.56278900
2.13254900
2.03537500
1.34172900
2.97223800
2.34174400
1.39244500
2.78520600
3.22171200
3.88283300
3.82908500
2.37940900
0.47305200
1.79065200
2.07515200
1.12581100
0.81849800
2.54494900
0.85582800
-1.23027300
-2.23201100
-3.10705900
-0.90666300
-0.06010100
-1.97532200
2.04623200
0.29958000

-2.09684500
-1.09996900
-0.59418600
0.30051100
-1.63621900
1.51408200
2.69148900
0.55651300
-0.57275100
-1.13159400
0.79035600
1.83323900
-0.10710700
1.03617800
1.78725700
1.53142700
-0.14427700
-0.80565400
-0.72989800
0.35598000
1.00488800
0.88393100
-0.79592500
-1.17257800
-1.53796900
-0.45891800
0.35353800
-1.34195800
-0.10831000
0.36196500
1.15324500
-1.10002100
-0.86792300
1.38967100
-2.07529200
-1.64291800
-0.64440400
-1.46043500
-1.04874000
0.64001700
-1.57457500
-0.53720700
1.94266700
2.33775600
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6.59567900
5.91514000
4.92697000
6.42517600
7.91728200

-0.96799600
-1.98045600
-2.01072900
-1.44948300
-0.68923800

0.56499400
-0.48793400
-0.40485700
1.92798200
0.03325800
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mv2-2 1HNMA in CDC13 at 238 K 90/7/4
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Current Data Parameters

NAME guest
EXPND 15
PADCND 1

F2 - Acgquisition Parameters
Date_ 20110926

Time 10.51
INSTRUM spect
PROBHD 5 mm GNP 1H/13
PULPADG 930

0 32768
SOLYENT coc13

NS 1

0s 0

SWH 10330.578 Hz
FIDAES 0.315264 Hz
AG 1, 5860696 sec
AG 40.3

oW 48,400 usec
DE 6.50 usec
TE 298.0 K
m 1.00000000 sec
MCAEST 0.00000000 Sec
MO HRE 0.01500000 sec

smzmmmss CHANMEL f1 sss=zs==

NUC1 iH

P 10.50 vsec
PLY -3.00 d8
SFO1 500.1330885 MHz
F2 - Processing parameters
51 32768

SF 500. 1300254 MHZ
WIW EM

S58 [

La 0.30 Hz
GB 0

PC 1.00

10 NMR plot parameters

Ccx 20.00 cm
CY B8.97 cm
FiP 10.405 ppm
Fi 5203.68 Hz
Fap 0.519 ppm
F2 258,43 Hz
PRMCM 0.49430 ppm/cm
HICM 247.21262 Hz/cm

Fig 2S: 'HNMR of the ethyl-(3-phenylpropionate)
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ppm
4.16281
4. 14856
1.34436
1.33806

315892

30202
1.28755
0.94256
0.92898
0.91485

2.32454
2.30958

2.29442
1.65400

NN

e

2.000
2.392
22.678
3.761

2.003 —

Integral

__.__.___.___..1_.4_J__.__.___.___.__._q_______.___.___.._._“_._________._________..._._—..__—._.__—__.__q__

Current Data Parameters

NAME guest
EXPNO 88
PROCNO 1

F2 - Acquisition Parameters
Date_ 20120908
Time 16.09
INSTRUM Spect
PROBHD 5 mm ONP 1H/13
PULPROG 2930

10 32768
SOLVENT coci3

NS i

DS 0
S+ 10330.578 Hz
FIDAES 0.315264 Hz
AQ 1.5860636 sec
RG 128

DW 48400 usec
DE 6.50 wsec
TE 298.0 K
0 1.00000000 sec
MCREST 0.00000000 sec
MCWRE 0.01500000 sec

sxmmmam= CHANNEL [{ =ssmsmss

NUCH 1H

P1 10.50 usec
AL -3.00 B
SFO1 500.1330885 MHz
F2 - Processing parameters
sI 32768

SF 500.1300000 MHz
WO EM

ss8 o

LB 0.30 Hz
GB 0

PC 1.00

10 NMA plot parameters

CxX 20.00 cm
cY B.82 cm
FiP 10.455 ppm
Fi 5229.08 Hz
Fap 0.314 ppm
F2 156.86 Hz
PPMCM 0.50709 ppm/cm
HZCM 253.61104 Hz/cm

248

Fig 3S 'THNMR of the ethyl laurate



Current Data Paramseters

VP = b s NAME guest
MW WM MWD T = O ~ XPND 8
SEHLRCUONSRENERINERE O .
S EICUSARBIBCRARRREESS
- B T I I I e e e - F2 - Acquisition Parameters
é %[%— \ N\ Date_ 20120208
Time 16.12
INSTRUM spect
PROBHD 5 mm GNP 1H/13
PULPROG 2930
m 32768
SOLVENT CDC13
NS 1
i1 o
SHH 10330.578 Hz
FIDRES 0.315264 Hz
Al 1.5860696 sec
AG 40.3
] 4B_400 usec
DE 5.50 usec
TE 298.0 K
D1 1.00000000 sec
MCREST 0.00000000 sec
MOWRK 0.01500000 sec
mezzemes CHANMEL f] sssssses
NUCH 1M
P 10.50 usec
PL1 -3.00 oB
SFDY 500. 1330885 MHz
F2 - Processing parameters
51 32768
5F 500 . 1300000 MHz
WOW EM
558 4]
LB 0.30 Hz
ca o
PC 1.00
L TL | 10 NMA plat parameters
Cx 20.00 cm
CY 27.20 cm
] " Fip mmmmmmm__ pom
=2 o === Fi B Hz
4 2 P b EH IR Fap 0.337 ppm
- ou oy ouff e~ =3 ] F2 168.49 Hz
A PPNCM ©.51058 ppn/ca
HICM 295. 39609 Hz/cm
JI_...._.,___.._q___.._._.\.._._._.....___._.._q_._._ +J..._._n_...._q_...__.__.___._._..__.__._.._._______d-dd_.q__.
ppm 10 8 B 4 2
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Fig 4S: 'THNMR of the ethyl palmitate



vi4
Current Data Parameters
NAME guest
- OO OMUDOoN——HMNDT OWNn EXPND 85
~ ~FRS -0 OO~ O@D-MNOMAONIDO®
= o CwWURR MOMDO—-M~WOMN-TWo~N PROCNO 1
= o BONOM M-mcCcoWLWDMUSO~TM=O
~ TTTT ANNQU oo o - -0 F2 - Acquisition Parameters
Date_ 20120903
Time 10.07
INSTRUM spect
PROBHD 5 mm GNP 1H/13
PULPROG 2930
0 32768
SOLVENT CDOC13
NS 1
DS 0
SWH 10330.578 Hz
FIDRES 0.315264 Hz
AG 1.5860696 sec
RG 50.8
oW 48.400 usec
DE 6.50 usec
TE 298.0 K
D1 1.00000000 sec
MCREST 0.00000000 sec
MCHRK 0.01500000 sec
======== CHANNEL fl ========
NUC1 1H
P1 10.50 usec
PLY -3.00 dB
SFO1 500.1330885 MHz
F2 - Processing parameters
SI 32768
5F 500. 1300000 MHz
WOW EM
558 0
LB 0.30 Hz
6B 0
PC 1.00
L 10 NMR plot parameters
cx 20.00 cm
cY 12.37 cm
! F1P 11.293 ppm
- =1 3 2la(¥(8 Fi 5647.88 Hz
& o o Sje|mie F2p 0.197 ppm
2 o a aufriaffm F2 98.69 Hz
- PPMCM 0.55478 ppm/cm
HZCM 277.45981 Hz/cm
jn.qq-_—-______—.____n.__-_—qq___..._—__a-.____.__-._..___.___.44_—__-___.__—______.u__—u____q_._____._qqu.-..__———..
ppm 10 8 6 4 2
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Fig 5S: 'THNMR of the ethyl stearate



