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Table S1 Nozzle-to-film distances / mm, weighting points / nm ', scale factors,
correlation parameters and electron wavelengths / pm used in the electron diffraction
study of closo-9,12-(SH),-1,2-C,BoH .

Nozzle-to- Scale Correlation  Electron
film distance Smin  SWESW2 - Smax g oor? parameter wavelength”
252.2 1 20 40 129 150 0.808(7) 0.486 6.18

92.3 2 80 100 276 320 0.859(15) 0.465 6.18

“ Determined by reference to the scattering pattern of benzene. ” Values in parentheses
are the estimated standard deviations.

Model description

The model consisted of 20 refinable parameters: eleven distances, seven angles and
two torsions. The heavy atom structure was modelled using eleven parameters: three
angles and eight distances which were used to define the lengths of the eight unique
heavy atom to heavy atom bond lengths, namely: C(1)—C(2), C(1)-B(3), B(5)—B(9),
B(3)-B(4), B(4)-B(8), B(9)-B(12), B(8)-B(9) and B-S, see Figure 1 for atom
numbering. This was done by taking the weighted average and defining seven

differences; the formal definitions of p;-ps are as follows:

pi=  A[C)=C2)] +4[C(1)-B3)] + 4[B(5)-B(9)] + 4[B()-B(4)] + 4[B(4)~B(8)]
+[B(9)-B(12)] + 4[B(8)~B(9)] + 2[B-S]}/24

p2= [B=S] = {[C()-C2)] + 4[C(D-BEB)] + 4[BG)-BO)] + 4[BG)-B#H] +
4[B(4)-B(8)] + [B(9)-B(12)] + 4[B(8)-B(9)]}/22

p3=  [C(1) —C2)] — 4[C(1)~BB)] + 4[B(5)~B(9)] + 4[B(3)-B(4)] + 4[B(4)~B(8)]
+ [B(9)-B(12)] + 4[B(8)-B(9)]}/21
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ps= [C(1)-B(3)] — {4[B(5)-B(9)] + 4[B(3)-B(4)] + 4[B(4)-B(8)] +[B(9)-B(12)]
+ 4[B(8)-B(9)]}/17

ps= [BOY-B(12)] — {4[B(5)-BO)] + 4[B(3)-B4)] + 4[B(4)-B(@®)] +
A[B(8)-B(9)]}/16

pe=A{[B(5)-BO)] + [B3)-B(4)]}/2 — {[B(4)-B(8)] +4[B(8)-B(9)]}/2

pr=[B(5)-B(9)] — [B(3)-B(4)]

ps= [B(4)-B(8)] — [B(8)-B(9)]

The eight bond lengths were then defined using p;-ps:
C(1)—C(2)=p1—p/12 + 21p5/22

C(1)-B@B) =p1 —p2/12 — p3/22 + 17p4/21

B(5)-B(9) = p1 — p2/12 — p3/22 — 4p4/21 — ps/17 + pe/2 + p7/2
B(3)-B(4) =p1 —p2/12 — p3/22 — 4p4/21 — ps/17 + pe/2 — p7/2
B(4)-B(8) = p1 — p2/12 — p3/22 — 4p4/21 — ps/17 — pe/2 + ps/2
B(9)-B(12) = p1 —p2/12 — p3/22 — 4p4/21+ 16ps/17
B(8)-B(9) = p1 — p2/12 — p3/22 — 4p4/21 — ps/17 — pe/2 — ps/2
B-S=p; + 11py/12

To complete the cage structure the angle B(12)—B(9)—B(5) was also used.

The sulfur atoms on B(9) and B(12) were positioned using the angles
B(12)—B(9)—S(13) and B(9)—B(12)—S(14) respectively. A single S—H distance was
used as the MP2/6-311++G(3df,3pd) calculations showed that the distances differed
by less than 0.3 pm. The hydrogens on S(13) and S(14) were positioned using the
angles  B(12)-S(14)-H(14) and B(9)-S(13)-H(13) and the torsions
B(9)-B(12)—S(14)—H(14) and B(12)—B(9)—S(13)—H(13).

A single B-H distance was used, as the MP2(full)/6-311++G(3df,3pd) calculations
showed that the distances differed by less than 0.5 pm. The B-H and C—H distances
were described using two parameters, a weighted average and a difference, defined as:
po = {2[C—H] + 8[B—H]}/10

pio=[B-H] - [C-H]

The bond lengths were then defined in terms of these parameters as:

B—H = py + p10/5

C—H = po — 4p10/5
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The hydrogens on C(1) and C(2) were positioned using the angle C—C—H and the
hydrogens on B(4), B(5), B(7) and B(11) were positioned using the angles B(4)—B(5)
—H and X—B(5)—H where X is defined as the centre of B(4), B(5), B(7) and B(11).

Table S2 Experimental and theoretical geometric parameters for c/oso-9,12-(SH),-

1,2-C,BoH .

Parameter  Description GED value  Restraint ~ MP2(full)/
(rn1) uncertainty 6-311++G(3df,3pd)
Independent
pi rCC/rBC/rBB/rBS average 177.8(2) — 176.6
D2 rCC/rBC/rBB/rBS diff 1 7.4(7) 2.0 8.8
D3 rCC/rBC/rBB/rBS diff 2 —14.3(5) 0.5 -14.4
D4 rCC/rBC/rBB/rBS diff 3 -8.1(5) 23 -93
Ds rCC/rBC/rBB/rBS diff 4 2.2(6) 1.1 1.1
D6 rCC/rBC/rBB/rBS diff 5 2.1(5) 0.8 0.8
p7 rCC/rBC/rBB/rBS diff 6 0.4(6) 0.6 0.6
s rCC/rBC/rBB/rBS diff 7 1.3(11) 1.1 2.0
Po rBH/rCH average 118.2(6) 1.2 116.0
Plo rBH/rCH diff 9.9(3) 0.3 9.9
pii rSH 135.7(13) 1.9 133.8
P12 ZB(12)B(9)B(5) 107.6(2) 0.3 107.3
P13 ZB(9)B(12)S(14) 122.5(6) 0.6 121.9
P4 ZB(12)B(9)S(13) 126.3(8) 1.4 123.1
Pis /BSH 95.4(14) 1.4 94.7
Pis ZCCH 116.3(6) 0.6 116.1
P17 /BBH 119.6(4) 0.4 119.5
J4H ZXBH* 7.2(7) 0.7 8.0
P19 ¢B(9)B(12)S(14)H(14) 86.1(189)  18.7 81.5
P20 #B(12)B(9)S(13)H(13) 6.2(104) 103 7.7
Dependent
d rC(1)C(2) 163.6(5) — 162.1
d> rC(1)B(4) 171.3(5) — 169.0
ds rB(5)B(9) 178.4(5) — 178.1
ds rB(3)B(4) 178.0(4) — 177.6
ds rB(4)B(8) 179.5(5) — 177.6
ds rB(9)B(12) 181.4(7) — 179.3
d7 rB(8)B(9) 181.0(6) — 180.0
dsg rB(9)S(13) 184.5(6) — 184.3
dy rC(1)H(1) 110.2(6) — 108.0
dio rB(3)H(3) 120.6(6) — 117.8
di rS(13)H(13) 135.7(13) — 134.0

“ All distances in picometres, angles in degrees. See Figure 1 for atom numbering. ”
Restraint uncertainties derived from the degree of convergence of calculations are
shown in parentheses. “ X refers to the midpoint of B(4), B(5), B(7) and B(11).
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Table S3 Interatomic distances (7, / pm), refined and calculated amplitudes of
vibration (uy; / pm) and perpendicular corrections (k; / pm) for the SARACEN-
restrained GED structure of closo-9,12-(SH),-1,2-C,B;oH .

Atom pair a un (GED)© ki Un1
w C(D)-H(1) 109.8(6)  9.1(tiedto us) 0.4 7.5
w  BQR)-HQ) 119.8(6)  9.9(tied to us) 0.4 8.2
us  B(8)-H(8) 119.8(6)  10.0(tied to u3) 0.4 8.2
ws  B(7)-H(7) 119.8(6)  9.9(7) 0.4 8.2
us  S(14)-H(14)  1355(13) 7.7(8) 0.3 8.4
us  S(13)-H(13)  135.6(13) 74(tiedtous) 0.3 8.1
w  C(1)-CQ) 163.4(5)  7.8(tiedtous) 0.2 7.1
us  C(1)-B(4) 1712(5)  78(tiedtous) 0.2 7.1
w  C(2)-BQ3) 171.6(5)  8.0(2) 0.3 73
wo  B(6)-B(10)  177.4(14) 77(tedtous) 0.3 7.0
w1 B(3)-B(7) 178.0(4)  7.6(tiedtous) 0.4 7.0
ws  B(5)-B(9) 1783(5)  7.9(tiedtous) 0.3 7.2
up  B(10)}-B(11)  179.4(5)  7.8(tiedtows) 0.3 7.1
we  B(4)-B(5) 1797(7)  77(tiedtous) 0.3 7.1
ws  B(8)-B(12)  180.8(6) S8.I(tiedtous) 0.2 7.4
ws  BO-B(12)  1813(7)  8.0(tiedtous) 0.2 7.4
wr  B(9)-S(13)  184.6(6)  65(tiedtous) 0.2 5.9
ws  B(12)-S(14)  184.6(6)  6.5(tiedtows) 0.3 6.0
ws  CQ)HB) 230209  9.9(9) 04 125
we  CQ)--H(1)  233.5(10)  9.(tiedtouss) 03 115
uy B(9)-H(13)  2392(26)  11.4(tied to uzs) 0.6 14.4
wo  BGB)-H(Q2)  2407(8)  9.5(tiedtomss) 03 120
up  B(12)--H(14) 242.126) 12.1(tied to uzs) 3.6 15.3
uyy,  B(@)--H(1)  247.009)  93(tiedtous) 03 118
ws  HQR)--H(3)  247.009)  19.4(fixed) 03 194

wy  C(1)H@)  2512(10) 9.8(tiedtouss) -0.4 12.4
ue  B(6)-H(11) 2583(10) 10.2(tied to ups) -0.3 12.9
up  H()H@2)  259.521)  17.9(fixed) 0.3 17.9
ws  B(11)--H(7) 259.8(10) 10.2(tied to ups) -0.4 12.8
wy;  B(6)-H(10)  261.7(13)  10.1(tied to ups) -0.4 12.8
uzo  B@)-H®)  263.109)  10.2(tied to ups) -0.4 12.8
usi  B(12)---H(10) 264.1(9)  10.1(tied to ups) -0.4 12.8
up  B(11)H(6) 265.8(8)  9.9(tied to ups)  -0.3 12.4
usa  B(9)-HG)  267.9(11)  14.9(tied to us;) 0.4 12.4
w3 B®)H(7)  2683(9)  14.9(tied tous;) -0.4 12.4

uss  C(1)BO)  275.7(7)  8.5(tiedtous;) 0.0 7.1
ue  C(1)B(7)  276.8(7)  9.1(tiedtous;) 0.1 7.5
uy;  C()B®)  277.4(10) 8.5(3) 0.1 7.1
uss  B(10)---H(6) 285.0(14) 14.5(tied to us;) -0.4 12.1
wo  H()-HG)  285.4(15)  19.1(fixed) 0.4 19.1
wn  B(6)-B(12)  288.09)  9.0(tied to us;) 0.1 7.5
w;  BQR)B(6)  288.9(13) 10.2(tied tous;) 0.2 8.5
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Ua4
Ug1
U43
U4s
U4
Uso
Usg
Usa
Usi
Use
Us3
Usq
Ug9
Uso
1223
Usy
Up2
Uo7
Ue0
Up3
Uss
Ues
U9
Ues
U7
Uee
Uss
U7
u73
Ups
U74
[24p)
uss
ugs
U6
U7
uzs
uss
U7
Uga
Ugo
Usgo
Usgi
us3
Uos
U93

B(11)
B(7)
B(12)
‘B(10)
B(8) - -B(10)
H(7)---H(11)
H(10)---H(14)
B(12)---H(13)
H(5)---H(6)
B(7)--S(14)
B(10)---H(14)
H(4)---H(8)
S(14)--H(13)
B(8) --S(13)
B(12)-S(13)
B(8) --S(14)
B(11)---H(14)
H(11)--H(14)
C(1)--B(12)
H(13)--H(14)
B(9) --S(14)
B(8) --H(13)
H(8)--H(13)
B(5)-B(7)
B(10)--H(13)
B(6)B(8)
H(6)---H(10)
H(8)---S(13)
H(7)-S(14)
H(8)---S(14)
H(10)---H(13)
H(4)--S(13)
B(9)--H(14)
B(3)---H(6)
B(11)---H(1)
B(10)---H(1)
B(9)---H(1)
B(7)---H(14)
C(2)--H(4)
B(11)---H(3)
C(1)---H(8)
B(4)---H(13)
S(13)---S(14)
B(3)--H(11)
S(13)--H(14)
B(5) --H(13)

289.0(7)
289.5(15)
290.3(8)
291.2(6)
293.2(16)
295.6(17)
299.4(106)
302.1(38)
307.9(13)
310.9(10)
312.4(57)
314.3(12)
314.6(47)
318.6(4)
320.2(8)
320.2(5)
322.2(194)
324.8(328)
325.1(6)
325.7(425)
325.9(12)
331.9(109)
332.2(180)
340.7(13)
340.8(112)
340.9(12)
343.7(15)
343.8(6)
343.8(21)
346.5(8)
350.3(181)
351.5(17)
353.9(186)
365.7(15)
368.9(10)
374.2(11)
375.6(10)
376.8(144)
379.2(11)
380.5(10)
385.3(11)
388.1(68)
388.1(19)
390.0(10)
391.4(357)
394.2(53)

9.5(tied to u37)
9.0(tied to u3z7)
9.2(tied to u37)
9.3(tied to u37)
9.3(tied to u37)
20.7(fixed)
47.0(fixed)
30.9(tied to u37)
20.3(fixed)
IOO(tled to u59)
27.6(tied to usg)
20.1(fixed)
330(tled to u59)
9.5(4)

9.1(tied to us9)
10.1(tied to usg)
377(t16d to u59)
68.4(fixed)
63(t1€d to u59)
77.1(fixed)
9.2(tied to uso)
31.0(tied to usy)
55 4(fixed)
8.4(6)

40.1(tied to ues)
6.6(tied to uso)
19.6(fixed)

22 .4(tied to ugs)
22.4(tied to ues)
233(tled to u65)
55.7(fixed)
22.2(tied to ugs)
503(t1€d to u65)
12.6(fixed)
11.6(tied to ug)
11.2(tied to ug;)
1 IO(tled to ugl)
35.3(tied to ug;)
12.2(tied to ug;)
12.4(tied to ug)
1 17(tled to ugl)
23 3(tied to ug)
20.1(7)
126(t16d to ugl)
83.6(tied to ug;)
21.2(tied to ug;)

0.2
0.2
0.1
0.1
0.2
-0.5
29.2
9.6
-0.4
-0.3
17.8
-0.5
20.6
-0.3
-0.4
-0.3
9.7
11.4
-0.1
14.9
-0.4
23
2.6
0.1
0.5
0.1
-0.5
-0.5
-0.4
-0.5
-0.4
-0.4
0.7
-0.8
-0.8
-0.8
-0.9
-5.8
-0.9
-0.8
-0.9
-5.6
-0.7
-0.9
-4.3
-6.3

7.9

7.5

7.7

7.8

7.7

20.7
47.0
25.7
20.3
11.5
31.8
20.1
38.0
10.9
10.5
11.6
43.5
68.4
7.3

77.1
10.6
35.8
554
7.7

36.5
7.7

19.6
20.4
20.4
21.3
55.7
20.3
45.8
12.6
11.2
10.8
10.7
342
11.8
12.0
11.4
22.6
19.5
12.2
80.9
20.6
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Use

ugy

usgs

U9

Ug4

Ug2

U9l

Uiz
Ug7

Uge

U100
U9

U107
Uog

U106
Ui0s
U102
U103
U108
Uin
U101
U104
Uiz
Uiio
U109
Uile
Uiis
Uiz
Ui4
Ui21
Uris
U120
Ui
U122
Uizs
U123
U126
Ui24
Uizs
U129
U127
Uiz
U131
U134
U133
U130

B(7)---H(4)
B(11)---H(8)
B(10)---H(7)
B(10)---H(8)
B(8)---H(14)
B(12)---H(5)
B(12)---H(6)
H(3)---H(6)
H(7)---H(14)
B(12)---H(1)
H(4)---H(13)
C(2)--S(14)
H(8)---H(14)
C(1)-+-S(13)
H(5)--H(13)
B(8) - -H(6)
B(3)--S(14)
B(6)---H(14)
B(7)---H(13)
B(7)--S(13)
H(2)---H(4)
B(7)---H(5)
B(11)---H(13)
B(6) - -H(8)
B(4)---S(14)
H(3)---H(11)
B(5)---H(14)
C(2)--H(14)
H(1)---H(10)
B(3)--H(13)
H(4)--H(7)
H(8)---H(10)
H(7)---H(10)
B(6)---H(13)
C(1)--H(13)
C(1)---S(14)
B(4)---H(14)
C(2)-+-S(13)
B(3)---H(14)
H(2)---S(14)
H(1)---S(13)
C(2)---H(13)
H(7)--H(13)
C(1)---H(14)
H(11)
H(6)---H(14)

396.7(16)
397.4(8)
398.6(9)
399.1(16)
399.3(60)
401.9(12)
402.7(11)
413.5(18)
415.2(221)
433.7(10)
439.5(97)
439.8(10)
442.6(94)
443.8(8)
448.6(71)
450.0(13)
452.9(9)
453.6(81)
454.4(54)
457.3(6)
458.4(16)
458.8(15)
459.0(65)
459.6(13)
460.2(8)
466.2(13)
468.1(100)
472.9(149)
473.0(13)
491.5(80)
494.6(20)
494.9(19)
495.5(13)
499.0(74)
508.4(28)
508.5(4)
508.7(100)
508.8(4)
517.2(54)
526.1(16)
531.7(12)
538.8(32)
538.9(69)
540.4(36)
545.3(85)
554.1(118)

12.1(tied to ug;)
12.2(tied to ug;)
122(t16d to ugl)
12.2(tied to ug)
19.0(tied to us;)
1 19(tled to ugl)
11.7(tied to ug)
17.4(fixed)
54.0(fixed)
125(t16d to uloz)
33.2(fixed)

1 l6(tled to uloz)
27.8(fixed)
11.8(tied to u;¢2)
29.6(fixed)
13.4(tied to u102)
12.6(3)
330(t1€d to uj02)
328(t1€d to uloz)
1 18(tled to uloz)
15.8(fixed)
13.4(tied to uj02)
346(t1€d to uloz)
13.4(tied to u;02)
12.6(tied to uj02)
16.7(fixed)
430(tled to uloz)
41.2(tied to uy¢2)
15.1(fixed)
308(t16d to u123)
16.0(fixed)
16.0(fixed)
16.0(fixed)
300(t16d to u123)
18.0(tied to u;23)
9.1(4)

31 4(tled to u123)
9.1(tied to u;23)
20.4(tied to u123)
13.9(fixed)
157(tled to u123)
21.6(tied to u123)
33.1(fixed)
219(t16d to u123)
35.1(fixed)
33.5(fixed)

-0.9
-0.9
-0.9
-0.9
-8.9
-1.0
-1.0
-1.7
-11.2
-1.1
-9.2
-0.7
-15.5
-0.7
-10.2
-1.1
-0.7
11.6
4.6
-0.8
-1.7
-1.1
3.7
-1.1
-0.8
-1.8
6.9
1.0
-1.8
-2.1
-1.9
-2.0
-1.9
-3.1
-5.6
-1.0
-4.0
-0.9
-6.9
-1.6
-1.5
-0.8
5.6
1.4
4.3
13.8

11.7
11.8
11.8
11.8
18.3
11.5
11.4
17.4
54.0
10.2
33.2
9.4

27.8
9.6

29.6
10.9
10.3
26.9
26.8
9.7

15.8
10.9
28.2
10.9
10.3
16.7
35.0
33.6
15.1
27.7
16.0
16.0
16.0
26.9
16.1
8.2

28.2
8.1

18.3
13.9
14.1
19.4
33.1
19.6
35.1
33.5
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ugo  HQ)H(14)  555.8(204) 44.9(fixed) 0.7 449
us  H(S)-H(14)  557.4(141) 45.1(fixed) 7.6 45.1
uie  H(7)-S(13)  557.5(11)  17.2(11) 1.9 14.5

uizs  HG)-S(14)  560.4(12)  18.1(tied to u1ze) -1.7 15.2
wy,  H@)-S(14)  561.6(12)  18.0(tied to uy30) -1.8 15.1
uize  HG)-S(13)  562.9(10)  17.8(tied to u1z0) -1.7 14.9

wgp  HG)HE)  568.4(16)  13.4(fixed) 2.4 13.4
wa HG)-H(T)  576.4(18)  13.5(fixed) 2.5 13.5
wgs HG)H(13)  604.2(93)  34.7(fixed) 42 34.7
uas H(1)--H(13)  606.2(29)  18.1(fixed) 8.5 18.1
us  H@)-H(14)  611.8(139) 36.5(fixed) 7.8 36.5
uas  HG)H(13)  612.7(83)  33.3(fixed) 5.7 333
ue  H()--S(14)  616.7(8)  11.7(11) 2.1 10.9
we  HQ)-S(13)  617.3(8)  11.7(tied to uys) 2.1 10.9
ue  HEG)-H(14)  625.582)  23.1(fixed) 111 231
wsi  H()---H(14)  646.0(43)  21.5(fixed) 0.0 21.5
wso  HQ)H(13)  646.6(32) 21.0(fixed) 24 210

“ Estimated standard deviations, as obtained in the least-squares refinement, are given
in parentheses. ” See Figure 1 for atom numbering. ¢ Amplitudes not refined were
fixed at the values obtained using the force field calculated at the B3LYP/6-
311++G(d,p) level.

Table S4 Least-squares correlation matrix (x100) for the refinement of c/oso-9,12-
(SH),-1,2-C5B1oHj0.
P2 Ps  pn usg  k

P1 -57

2 100 -56

s 100 -59

D14 -70

U9y 53

“ Only elements with absolute values > 50% are shown. k; is a scale factor.
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Table S5 GED Cartesian coordinates (in pm) for closo-9,12-(SH),-1,2-C,BoH;0.”

Atom  Xx y z

C(1) 81.8 0.0 -131.5
C(2) -81.8 0.0 -131.5
B(3) 0.0 -1445 -87.9
B(4) 144.8 -89.8 0.0
B(5) 144.8 89.8 0.0
B(6) 0.0 144.5 -87.9
B(7) -144.8 -89.8 0.0
B(8) 0.0 -146.7 89.5
B(9) 90.7 0.0 144.4
B(10) 0.0 146.7 89.5
B(11) -144.8 89.8 0.0
B(12) -90.7 0.0 144.4
S(13) 189.9 0.0  300.0
S(14) -199.9 0.0 2932
H(1) 130.5 0.0 -230.3
H(2) -130.5 0.0 -2303
H(3) 0.0 -208.0 -189.9
H(4) 248.5 -148.7 -15.0
H(5) 248.5 148.7 -15.0
H(6) 0.0 2080 -189.9
H(7) -248.5  -148.7 -15.0
H(8) 0.0 -248.7 153.0
H(10) 0.0 2487 153.0
H(11) -248.5 148.7 -15.0
H(13) 83.5 -14.5 3829

H(14) -200.1 1347 308.8
“ Atom numbering corresponds to that in Figure 1.
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Table S6 Calculated Cartesian coordinates [MP2(full)/6-311++G(3df,3pd); pm] for
ClOS0-9,12-(SH)2-1 ,2-C2B10H10. “

Atom  x y z

C(1) —220.40 79.70 0.34
C(2) —219.87 —82.43 0.07
B(3) —-179.00 -1.63 —145.29
B4) —92.36 143.36 —-89.07
B(5) -91.72 142.84 89.82
B(6) —178.77 -2.25 145.58
B(7) -89.97 -144.07 —-89.39
B(8) —2.95 049 -145.03
B(9) 52.46 91.15 0.04
B(10) —2.72 —0.76 144.96
B(11) -90.31 -144.67 88.97
B(12) 53.96 —88.15 —0.04
S(13) 206.09 192.99 0.53
S(14) 211.73  -184.62 —7.55
H(1) -317.73 126.52 0.66
H(2) -316.65 —130.41 —0.10
H(3) —258.56 -1.74 -232.10

H4) —-109.47 24456 —147.14
H(5) —108.73 243.61 148.71

H(6)  -258.08  —2.53  232.64
H(7)  -104.62 24570 —147.39
H(8) 57.97 123 24623
H(10) 5834 039  246.14

H(11) —-104.94 -246.64 146.36

H(13) 286.47 87.21 -17.15

H(14) 23940 -174.82 122.75
Energy =—-1126.7116295 Hartrees (not corrected for ZPE)
“ Atom numbering corresponds to that in Figure 1.
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Figure S1 Experimental and weighted difference (experimental — theoretical)
molecular scattering intensities for c/oso-9,12-(SH),-1,2-C,BoH 0.
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