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Scheme S1. Synthesis of 1-(4-ethynylphenyl)-2,5,8,11,14,17,20-heptaoxahenicosane
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X-ray crystallographic Data of Compound 1a
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Figure. X-ray derived ORTEP representation of 1g

Crystal data and structure refinement for 1a (CCDC: 1441262)

Empirical formula
Formula weight
Temperature/K

Crystal system

Space group

a/A

b/A

c/A

a/°

pre

v/

Volume/A®

Z

pcalcg/ Cm3

wmm''

F(000)

Crystal size/mm’

20 range for data collection/°
Index ranges

Reflections collected
Independent reflections
Data/restraints/parameters
Goodness-of-fit on F>
Final R indexes [[>=2c (I)]
Final R indexes [all data]
Largest diff. peak/hole / e A~

Ci4H14N4O;

268.29

175(2)

orthorhombic

Pbca

11.4857(7)

6.9956(4)

33.950(3)

90

90

90

2727.3(3)

8

1.394

0.101

1200.0

0.5 x0.25x0.15

6.924 to 52.744
-13<h<14,-8<k<5,-18<1<42
7406

2788[R(int) =0.0226]
2788/0/199

1.165

R, =0.0487, wR, = 0.1321
R; =0.0596, wR, = 0.1368
0.37/-0.23
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X-ray crystallographic Data of Compound 1g
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Figure. X-ray derived ORTEP representation of 1g

Crystal data and structure refinement for 1g (CCDC: 1441261)

Empirical formula
Formula weight
Temperature/K

Crystal system

Space group

a/A

b/A

c/A

a/®

pr°

y/°

Volume/A*

Z

pcalcg/ Cm3

wmm’'

F(000)

Crystal size/mm’

20 range for data collection/°
Index ranges

Reflections collected
Independent reflections
Data/restraints/parameters
Goodness-of-fit on F
Final R indexes [[>=2c (I)]
Final R indexes [all data]
Largest diff. peak/hole / ¢ A

S5

Ci5H16N404

316.32

293(2)

monoclinic

P2,/c

17.5680(9)

9.9977(5)

8.8328(5)

90

104.264(6)

90

1503.55(15)

4

1.397

0.104

664.0

0.3 x0.25 x 0.08

7.114 to 52.74
-16<h<21,-12<k<12,-10<1< 11
6130

3071[R(int) =0.0229]
3071/0/218

1.051

R;=0.0518, wR,=0.1228
R;=0.0803, wR, =0.1418
0.23/-0.18



X-ray crystallographic Data of Compound 1h
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Figure. X-ray derived ORTEP representation of 1h

Crystal data and structure refinement for 1h (CCDC: 1441152)

Empirical formula
Formula weight
Temperature/K
Crystal system
Space group

a/A

b/A

c/A

o/°

pre

/e

Volume/A®

V4

pcalcg/ Cm3

wmm'!

F(000)

Crystal size/mm’

20 range for data collection/®
Index ranges

Reflections collected
Independent reflections
Data/restraints/parameters
Goodness-of-fit on F

Final R indexes [[>=2c (I)]
Final R indexes [all data]
Largest diff. peak/hole / e A~

S6

CisHi3F3N4O3

354.29

293(2)

monoclinic

C2/c

35.076(3)

10.0258(6)

8.8087(5)

90

94.027(6)

90

3090.1(4)

8

1.523

0.132

1456.0

0.3%x03x0.2

6.924 to 57.98
45<h<44,-11<k<13,-11<1<6
6266

3552[R(int) =0.0144]
3552/0/240

1.083

R, =0.0577, wR, = 0.1478
R; =0.0758, wR, = 0.1627
0.37/-0.39
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