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X-ray structure of [{Ir(PPh;s),H},(u-H)s] [BArF4], 4d
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Figure S1.
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Solid state structure of the cationic portion of 4d.
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Table S2. Crystal data and structure refinement for 4d.

4d

Empirical formula
M/g mol-1

Crystal colour
Crystal size /mm
Crystal system
Space group

a/A

b/A

c/A

a/°

B/°

v/°
V/A3
Z

D¢ /g cm3
(Mo-K.,) /mm-1

F (000)

20 range/°
Collected data
Unique Data (I>201)
Refined parameter
min./max density /e A-3
R1“(I>201)

wR2 "’ (I>20])

GOF

Ci0sHgs sBCI3F24P4lIr,
2464.70

Pale yellow

0.38 x 0.2 x0.13
triclinic

P -1 (no.2)
14.0950(1)
18.4279(2)
22.3514(2)
67.904(1)
81.927(1)
80.160(1)
5281.51(8)

2

1.549

2.742

2435

9-60

92810

30494 (R(int) = 0.0416)
1384

-1.986 /2.132

0.0442
0.1158
1.053
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for 4d.

[A]

Bond lengths

Table S2.
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C(110)-C1(7) 1.750(10)
Cl(7)-C(110)#1 1.57(3)
C(120)-C(121) 1.29(13)
C(121)-C(122) 1.41(4)
C(122)-C(122) #2 1.21(5)

Symmetry transformations used to generate equivalent atoms:
#1 -x+2,-y+1,-z #2 -x,-y,-z+2
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for 4d.

[deg]

Bond angles

Table S3.
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Symmetry transformations used to generate equivalent atoms:
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