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Supporting Information

Table S1  Bond distances, angles and torsions (A, ©) for 7-methylnanacosane from the single-
crystal study.

Cl1—C2 1.513 (5) C15—C16 1.524 (4)
C2—C3 1.510 (5) C16—C17 1519 (4)
C3—C4 1.536 (5) C17—C18 1522 (4)
C4—C5 1.522 (5) C18—C19 1518 (4)
C5—C6 1.519 (5) C19—C20 1.525 (4)
C6—C7 1.523 (5) c20—C21 1522 (4)
c7—C8 1.531 (5) C21—C22 1528 (4)
C7—C30 1.521 (4) C22—C23 1.520 (5)
C8—C9 1.526 (5) C23—C24 1.528 (5)
C9—C10 1.520 (5) C24—C25 1522 (4)
C10—C11 1.519 (4) C25—C26 1522 (5)
Cl11-—C12 1.516 (4) C26—C27 1522 (4)
C12—C13 1.527 (4) C27—C28 1.527 (5)
C13—C14 1.528 (4) C28—C29 1.516 (5)
Cl4—C15 1.525 (4)

Cl—C2—C3 114.1 (3) Cl4—C15—C16 113.9 (3)
C2—C3—C4 112.9 (3) C15—C16—C17 114.2 (3)
C3—C4—C5 1153 (3) C16—C17—C18 114.4 (3)
C4—C5—C6 113.0 (3) C17—C18—C19 114.4 (3)
C5—C6—C7 117.4 (3) C18—C19—C20 113.9 (3)
C6—C7—C8 110.3 (3) C19—C20—C21 114.1 (3)
C6—C7—C30 111.9 (3) C20—C21—C22 114.0 (3)
C8—C7—C30 112.0 (3) C21—C22—C23 113.9 (3)
C7—C8—C9 115.4 (3) C22—C23—C24 113.9 (3)
C8—C9—C10 114.6 (3) C23—C24—C25 114.0 (3)

C9—C10—C11 113.4 (3) C24—C25—C26 114.4 (3)
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C10—C11—C12
C11—C12—C13
C12—C13—C14
C13—C14—C15

Cl1—C2—C3—-C4
C2—C3—C4—C5
C3—C4—C5—C6
C4—C5—C6—C7
C5—C6—Cr7—C8
C6—C7—C8—C9
Cr—C8—C9—C10
C8—C9—C10—C11
C9—C10—C11—C12
C10—C11—C12—C13
C11—C12—C13—C14
C12—C13—C14—C15
C13—C14—C15—C16
C14—C15—C16—C17

114.9 (3)
113.3 (3)
114.1 (3)
113.8 (3)

178.9 (3)
-177.9 (3)
173.8 (3)
-174.0 (3)
170.8 (3)
-175.4 (3)
177.1 (3)
176.3 (3)
-178.4 (3)
178.7 (3)
-179.6 (3)
-179.5 (3)
-179.8 (3)
180.0 (3)

C25—C26—C27
C26—C27—C28
C27—C28—C29

C15—C16—C17—C18
C16—C1/—C18—C19
C17—C18—C19—C20
C18—C19—C20—C21
C19—C20—C21—C22
C20—C21—C22—C23
C21—C22—C23—C24
C22—C23—C24—C25
C23—C24—C25—C26
C24—C25—C26—C27
C25—C26—C27—C28
C26—C27—C28—C29
C5—C6—C7—C30

C30—C7—C8—C9

Supporting information, sup-2

114.0 (3)
113.8 (3)
113.5 (3)

179.7 (3)
-179.8 (3)
-179.9 (3)
179.9 (3)
179.4 (3)
-179.8 (3)
-179.9 (3)
180.0 (3)
-178.6 (3)
179.3 (3)
-179.0 (3)
179.1 (3)
-63.8 (5)

59.3 (5)
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Table S2  Overlay in Mercury of the single-crystal and the DFT-optimised 7-Me-CzsHs9 molecules

[ %) Structure Overday &Ig

Select pairs of atoms in any two orystal structures,

Atoml Atom2 Distance -

1 [peleteflcr Jex 0.053
2 [Delete]c2  |c2 0.062
3 [Delete]cs  |c3 0.028
4 [Delete]ca |c4 0.021
5  [Delete]/cs Cs 0.044
6 [Delete]cs s 0.009
7 |[Dekte|c7  |c7 0.018
8 |[Delete]cs ca 0.025
9 [Delete | co ca 0.008
10 [Delete]cio |cio 0.013
11 [pelete|c11  |c11 0.005
12 |Delete|ciz  |c12 0.014
13 |[Delete|Cc13  |C13 0.017
14 [Delete]cis |c14 0.020
15 [Delete]lc1s  |cis 0.022
16 [Delete|cis  [cis 0.017
17 [Delete]c17  |c17 0.020
18 [Delete|c1z  |ci8 0.013
19 [Delete]cis  |c19 0.015
20 [Delete]c20 |c2o 0.014
21 [Delete]c2t  |c21 0.011
22 [Delete]c2z  |c22 0.016
23 [Delete]c23 |23 0.012
24 [Delete]c24  |c24 0.018
25 [Delete]c2s  |c2s 0.017
2% [Delete]c2s  |c2s 0.023
27 [Delete|c27  |c27 0.018
28 |(Delete|c2s |c28 0.026
29 [Delete|c2a  |c2g 0.030
30 [Delete|c3o  |c30 0.04
RMS: 0.0256
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Figure S1 Observed (points), calculated (red line) and difference profiles for the powder diffraction
patterns for the eight samples after a final rigid body fit of the molecules obtained from the DFT-D
optimisation. Note the square-root counts scale.

o
N
a
(=
(=)
L
L

N
o
o
o
(=]
L
L

N
N
(9]
(o]
o
L
L

-
o
o
o
(=]
L]
L

N

A

o

o
L

L |

O 1 00100 0000 00 00 0 00O 0 N A A N
J]L ' : ' T 'I A'h'_‘_‘v L IL-"*«'-_— 1 1 1 -"—vl

5 10 15 20 25 30 35 40

20/°

13-MeC29H59



IUCrJ (2015). 2, doi:10.1107/S2052252515010271

360000

250000

160000

90000

Counts

40000

10000

90000

62500

40000

22500

Counts

10000

2500

Supporting information, sup-5

bt L |

I ANeetoacai,
ol

n

10

15

20

11-MeC27HSS5

25

30

35

40
20/°

11-MeC29H59

i [ (10 0000000 O 00 ) A A A O A A |
h.‘_ " g Jl"""A F "o

10 15 20 25 30 35 40

20/°




IUCrJ (2015). 2, doi:10.1107/S2052252515010271

Supporting information, sup-6

40000

22500

10000

Counts

2500

0001000010 Y00 00 A R O I
.
Lt Lt ' Twer?

PR

v |
Ndoriapf

v,
y g eyl

T

90000

62500

40000

22500

Counts

10000

2500

40
20/°

5 10 15 20 25 30 35

9-MeC25H51

5 10 15 20 25
9-MeC27H55

30

35

40
20/°



IUCrJ (2015). 2, doi:10.1107/S2052252515010271 Supporting information, sup-7

40000} .
22500} .
§ 10000} .
Q
2500} | \ .
[
0 | [ U0 0 H0 U EEA L OO AN 0 U0 A T T A A I |
_{ an n - I‘#r1; "!r" y l___j‘r L'L_'
5 10 15 20 25 30 35 40
20/°
7-MeC29H59
62500} .
40000} .
_ 22500} .
g
Q
© 10000} .
2500} | “ I I*“h | ‘ i iﬂ .
or | C1 00100000 0NN OO0 1 00 0 A I O O |
1 PR Y| Al 't "y " A PR |
bkt | N TV e
5 10 15 20 25 30 35 40
20/°

9-MeC31H63



IUCrJ (2015). 2, doi:10.1107/S2052252515010271 Supporting information, sup-8

40000
22500F
% 10000}
O
2500F
¥
0-I 0000 100 U0 AT 0O T A A I
1 el hl o W YR G
.1 i Lada A W oy
5 10 15 20 25 30 35 40

20/°
7-MeC29H59




IUCrJ (2015). 2, doi:10.1107/S2052252515010271 Supporting information, sup-9

Figure S2 The DFT-minimised structures viewed along the b axis. Grey and green molecules are
related by a 2; screw axis.
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9-M€C27H55
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9-MeCygHs5g
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9-MeCs1Hs3
7-M€C29H59
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7-MeCaoHse with the unit cell transformed viaa’ = @ — &, followed by a

translation of the molecules by ¥%a¢.



