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Table S1. Crystallographic Data Table.

Compound reference
Chemical formula

Formula Mass

Crystal system

alA

bIA

c/A

al®

pre

°

Unit cell volume/A®
Temperature/K

Space group

No. of formula units per unit cell, Z
No. of reflections measured
No. of independent reflections
Rim

Final R, values (I > 2a(1))
Final wR(F") values (I > 20(I))
Final R; values (all data)
Final wR(F®) values (all data)
CCDC number

3a
C5,Hy;ClIrP
686.28
Monoclinic
9.1087(2)
16.9206(4)
17.9178(4)
90.00
99.2830(10)
90.00
2725.41(11)
100(2)
P2(1)/n

4

41084
15990
0.0283
0.0300
0.0786
0.0347
0.0811

744632

3b
C35HyoCIIrOP
744.36
Triclinic
9.7647(2)
9.8404(2)
16.6899(3)
97.4660(10)
99.5490(10)
99.5550(10)
1538.96(5)
100(2)

P1

2

36021
15721
0.0258
0.0221
0.0555
0.0232
0.0559

744633

3c

C;6Hs, ClIrO;P
790.39
Monoclinic
16.0447(10)
11.3273(8)
17.9788(11)
90.00
94.018(3)
90.00
3259.5(4)
100(2)
P2(1)/c

4

68232
18378
0.0430
0.0336
0.0826
0.0463
0.0897

744634

3d
C4Hg,ClIrP
812.52
Monoclinic
18.787(2)
9.3296(11)
22.156(3)
90.00
108.885(4)
90.00
3674.4(7)
100(2)
P2(1)/c

4

63414
16312
0.0657
0.0707
0.1608
0.0870
0.1681

744635

4a
Cy6H3,ClIrO,P
634.13
Triclinic
9.155(4)
10.415(3)
13.757(5)
75.18(2)
89.99(2)
73.371(16)
1211.4(7)
93(2)

P1

2

5198
3253
0.0511
0.0328
0.0859
0.0341
0.0868

746738

4b
C,7H3;ClIrO,P
648.15
Triclinic
9.031(3)
10.767(3)
13.915(4)
75.225(14)
88.737(15)
71.842(14)
1240.8(6)
100(2)

P1

2
29133
12731
0.0373
0.0338
0.0759
0.0531
0.0829

744636

4c
Cy3H35ClIrO4P
694.18
Monoclinic
8.631(3)
20.819(6)
15.561(4)
90.00
91.350(8)
90.00
2795.2(14)
93(2)

Pn

4

17374
8741
0.0864
0.0531
0.0920
0.0657
0.0981

746738

4d
C;35HyoClIrO,P
760.36
Monoclinic
10.8222(9)
28.978(2)
10.5824(9)
90.00
92.147(2)
90.00
3316.4(5)
100(2)
P2(1)/c

4

42834
15183
0.0458
0.0436
0.0918
0.0576
0.0964

744637

4g
C,oHp,ClIrO,P
558.04
Monoclinic
11.050(3)
14.534(4)
13.029(3)
90.00
92.005(7)
90.00
2091.1(8)
93(2)
P2(1)/n

4

12847
3786
0.0959
0.0423
0.1086
0.0476
0.1335

802800
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Table S2. %V, calculated using shortest Ir-P and experimentally determined Ir-P distances.

Complex Ligand %Vbur at 2.334 A % Vbur exp Ir-P distance
3a 2a 35.0 34.6
3b 2b 34.1 33.6
3c 2c 30.0 30.0
3d 2d 30.2 30.0
4a 2a 338 33.0
4b 2b 344 339
4c 2c 31.6 30.7
4d 2d 324 31.7
4g 2g 30.6 29.9

Data calculated using ref 1. All values calculated keeping default values except for Ir-L distance.
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% Vur Data Output'

3a

SambVeca & MoLNaC
Resulis page

samsvea

surisd volow in salsrno

L. cavallo et al. em3il: loavallogumisa.it

wannnnaaneannannnn

: nooa
Molecule from input @ B 1
. R
‘molecule £rom input o c 1.8
- 34 w 1m
" am
a  am
smsbar of atoms : o Lo
atom that is coordinated 22 ey
atoms that define the axis El F-
1D of thess atoms : 1 a3 s . aes
of sphers : azeo
Distance from sphere (angs) - 3.334
Meah stap (ANGS) o_em0
u atoms cmatesd in the w_ber calcviation
e
e
H
e
e
e
Cartesiam coordinates c
from input @ <
cartesian coordinates Erom ingur : : e
e s.18900 —33_12100 H e
= Zalse30s “a3 1n00e H alxmaae
= 23 zea0s e
2 =2 7eens e
= a1lssu0s H
e -3.15700 -34.I3100 e -
e -2W_TTIGE  -4.T2I00 3433000 < 1-83433 —3.24033 -1.m8jae
5 elawsr _almss  ceasne
= ooses s_ocase  o_smaos
lof3 124610 245 AM
2of3 110 B4 AN
SambVea @hal NnalC sl ..

Hesults ; Volumes im Angs~3
resules : volmmes in anga-a

® of vomals sxamined
womsl

1s38z77
volum of ..

wmrisd v emotal v Exact
882 17, 178504

wemur 8 Totizx
32008 se7

The W Bur of your molecule isi 35.0

303 124610 245 A0
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3b

SambVea@MoLNnaC

SambVea@MoLNnaC filed/L

SambVca @ MoLNaC
Results page

sAaMBVCA
Buried Volume in Salerno
https//wew.molnac.unisa. it/OM-tools/Sambvca

L. Cavallo et al. emaili lcavallofunisa.it

Molecule from input :
Molecule from nput s

+/temp/9152163785ab43144£70b8 febSeb3cd. c3d1

Number of atoms

ID of these at 107 13
Radius of sphere (Angs) © o 3.500
Distance from sphere (Angs) 1  2.334
Mesh step (Ange '

)
toms omitted in the V_bur calculation

Cartesian coordinates from input :

Cartesian coordinates from input 1
20.51100 -29.23800 27.01600
21.08600 -30.51000 26.37200
20.28700 -31.74000 26.82300
20.25100 -31.85800 28.34800
19.73500 -30.56900 28.98900
20.56800 -29.36600 28.54600
22.87100 -27.37500 27.12900

-28.56900 27.07200

25.23500 -28.15300 27.51600

25.21500 -27.54400 28.92000

24.23000 -26.38400 29.00100

22.82400 -26.78400 28.54700

21.50700 -27.84300 24.59500

22.73100 -27.39000 24.07000

23.00300 -27.39200 22.70700

22.04500 -27.84400 21.81900

aancnncnanncnann

Tof4 wamusram 2o

SambVea@MoLNnaC filein
el 2.05
Br 2
Coordinates scaled to put the metal at the origin

Coordinates scaled to put the metal at the origin

c 0.79759 -3.36165  0.09886
c 1.37259 -4.63365 -0.54514
c 0.57359 -5.86365 -0.03414
c 0.53759 -5.98165  1.43086
c 0.02159 -4.69265  2.07186
c 0.85459 -3.48965  1.62886
c 3.15759 -1.49865 0.21186
c 4.11359 -2.69265  0.15486
c 5.52159 -2.27665  0.59886
c 5.50159 -1.66765  2.00286
c 4.51659 -0.50765  2.08386
c 3.11059 -0.90765  1.62986
c 1.79359 -1.96665 -2.32214
c 3.01759 -1.51365 -2.84714
c 3.28959 -1.51565 -4.21014
c 2.33159 -1.96765 -5.09814
c 1.12059 -2.43665 -4.60914
c 0.82759 -2.44765 -3.23914
c ~0.51641 -2.96765 -2.85514
c -0.50341 -4.28165 -3.19814
c -2.17841 -4.71465 -2.83314
c -3.07241 -3.88065 -2.16914
c ~2.69641 -2.57565 -1.86314
c ~1.42741 -2.12965 -2.20914
c 0.00259 -5.24465 -3.94314
" -0.17541 -3.35765 -0.13414
B 3.58659 -0.79265 -0.35314
H 3.68159 -1.19565 -2.24814
H 4.13059 -1.20765 -4.52914
H 2.49959 -1.95865 -6.03214
" 0.47159 -2.76065 -5.22114
" -2.44241 -5.60365 -3.04214
B -3.93341 -4.19965 -1.92614
H -3.30441 -1.99465 -1.42014
H -1.17441 -1.23665 -2.00314
H 6.40859 -1.32665  2.23586
" 5.24559 -2.36365  2.65886
B 4.47559 -0.18065  3.01686
H 4.84159  0.23535  1.51486
H 2.73659 -1.57665  2.25686
H 2.52059 -0.11265  1.63986
" -0.13241 -5.14065 -4.90814
" 0.93659 -5.05165 -3.72114
B -0.21241 -6.16365 -3.68014
H 2.32159 -4.74065 -0.28314
H 1.33159 -4.55565 -1.53114
u 0.98459 -6.67865 -0.47514
" -0.35241 -5.79865 -0.43914
B 1.44759 -6.17365  1.76686

3of4 AN IISTAM gy

Buch

20.83400 -28.31300 22.30800
20.54100 -28.32400 23.67800
19.19700 -28.84400 24.06200
18.81000 -30.15800 23.71900
17.53500 -30.59100 24.08400
16.64100 -29.75700 24.74800
17.01700 - 25.05400
18.28600 -28.00600 24.70800
19.71600 -31.12100 22.97400
19.53800 -29.23400 26.78300
23.30000 -26.66900 26.56400
23.39500 -27.07200 24.66900
23.84400 -27.08400 22.38800
22.21300 -27.83500 20.88500
20.18500 -28.63700 21.69600
17.27100
5.78000
6.40900
18.53900 -27.11300 24.91400
26.12200 -27.22300 29.15300
24.95900 -28.24000 29.57600
24.18900 -26.05700 29.93400
24.55500
22.45000
22.23400
19.58100
20.65000
19.50100
22.03500
21.04500
20.69800
19.36100
21.16100
19.66300
19.77600
18.79000
20.21500
21.50700
23.49300
23.86300
25.60000
25.83000
21.18000 -27.61800 26.40400

WEmEEEEE EEEEI IEEEI IEEEIIEEEEIEEEEZ000000000

Atoms and radius in the parameter file
Atoms and radius in the parameter file

"
c2 1.9
€3 1.99
c 1.99
N2 1.81
3 1.81

wwomozz
@

-0.05041 -6.73565  1.68786
0106259 -4.77565  3.05686

—0.s1314
0.00000 0.00000

Results : Volumes in Angs"3

Results 1 Volumes in Angs™d

N of voxels examined 1 1436277
Volume of voxel . 0.1258-03

B2 V Buried V Total V Exact
118.387  61.148 179,535  179.594

S Free  SVBur 3 Tot/Ex
65:941 347059 99.967

The %V_Bur of your molecule is: 34.1

JA/CIF irdium(.

124711 11:37 AM

1241 1137 AM
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SambVca@MoLNnaC

fileI

TF iridium(...

1of3

SambVea@MoLNnaC

SambVca @ MoLNaC

Results page

L.

sAamBvCaA

Buried Volume in Salerno

Cavallo et al. email: lcavallofunisa.it

http://www.molnac.uniza.it/OM-tools/SambVca

Molecule from input :

carte:
from

aacanan

Molecule £rom input :

~/temp. 724, 13.c3d1
Number of atoms 29
Atom that is coordinated 29
Atoms that define the axis 3
ID of these atoms 115
Radius of sphere (Angs) 3.500
Distance from sphere (Angs) 21334
Mesh step (Angs) 0.050
H atoms omitted in the V_bur calculation

Cartesian c

19.841

sian coordinates
input :

cordinates from input :

28.01900 51.75400
00 28.32800 53.01900

19.50800 27.69800 54.21700
18.49200 26.75300 54.21300

17846
18.197
17.421

00 26.44900 53.02300
00 27.04700 51.80200
00 26.55100 50.62800

12/6/10 8:50 AM

CIF iridium(.

filein
Results : Volumes in Angs~3
Results : Volumes in Angs"3
N of voxels examined 1436277
Volume of voxel : 0.125E-03
V Buried V Total V Exact
125.601  53.934  179.535  179.594
W Free  S.Bur % Tot/Ex
69959 30041  99.967
The %V_Bur of your molecule is: 30.0

12/6/10 8:50 AM

‘SambVea@Mol NoaC

2013

1997000

Atoms and radius in the
parameter file

"
e 18
1l
c 1l
w1l
m 1
N 18
o 1
P 1n
si 2145
p 21
s 210
e 2005

16.16500 27.08300 0.

2901000 0.

Atoms and radius in the parameter file
1.29

annaenaonaannonan

2.

ot

2l

=

Y

4.
sl
ol

6.

s

22

]

il

el
N
EX

=

ER

73864

77468

"y

12/6/10 8:50 AM.
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SambVea@MoLNnaC file//Userslgefortman/Desktop/Nolan/It Buchwald/ CIF iridium(.

SambVca @ MoLNaC
Results page

SambVea@MoLNmC SleUsersgefortman DeskiopNolan' BuchwalCT iridium.

sAMBVCA

49.72400 26.35600  7.85400

Buried Volume in Salerno
Bttps//wew.molnac.unisa. it/OM-tools/Sambvea

L. Cavallo et al. emaili lcavallofunisa.it

Molecule from input
Molecule £rom input +

+/temp/9152163785ab4314c4£70b8FebS6b3cd . c3d1

Number of atons A
Atom that is coordinated 1 83
Aeoms that define the axis 1 3
I of these atoms iz
Radivs of sphere (ngs) 1 3.500
Distance From sphore. (hnge) 1 2.394 u
Mouh step (Ange) . H
¥ atoms mtteed in the V_bur caleuiation H
Cartesian coordinates from input : i
Cartesian coordinates from input 1 H
c 56.79600 28.37500  8.90300 =
© So.20500 28.45300 ©.98800 "
©  Solota00 27.33%00 o.64500 u
© se.47500 26.17400  5.29500 H
©  57.08700 26.05000 8.27000 u
c 56.22400 27.11600 8.56300 H
c 54.75700 26.74600  8.46900 :
c  saloe300 26,5050 7.25300 H
© S2l7ce00 se.d0m00 711900 H
C 5213400 25.73500  8.16300 H
G 5283600 25.56500 5.35400 H
c 54.14000 26.04100 9.52800 =
c  sal7a000 27.56000 6.04300 B
©  Ssiaar00 26.47600  5.13800 H
© S3islo00 28.46200 5.23400 H
©  50.711%0 25.20300 8.02600 H
B e SiSaen 3ieeees
lof5 1/24/11 11:47 AM 20f5 124011 11:47 AM
SambVes@MoLNIC fieUsrsgcfortman/DesktopNolanT BuchswaldCTF iidinm.
® 5162200 32.00300  5.46500
¥ o1la000 30.55400 1.82700
® 5372700 3131400  3.56400
¥ 53lai00 31iesto0  7.99300
P Selocooo 30101300  9.33000

Atoms and radius in the parameter file

Mtomn ot 2atinn in the paramoton £ile [— [T ———
P

@ 1l .
S il ¢
FH H
o oia H
w e ¢
vooim H
o 1.78 N
F 1.72 H
FREWH

e

T

& 3ls

e

Coordinates scaled to put the metal at the origin

Coordinates scaled to put the metal at the origin

gressmszzasssszsssizsssssEssaEEsssEsEEs EsSEEEEsIaEs

c 0.12752 -2.24973 -2.59566

c 1.53652 -2.17173 -2.54066

c 2037352 -3.22073 -2.85366

c 1.80652 -4.45073 -3.20366

c 0.41852 -4.57473 -3.22866

c -0.42448 -3.50873 -2.93566

P C1.91148 -3.87873 -3.02966

c 2060548 -3.71573 -4.24566

c -3.30288 -4.22073 —4.37966

c ~al53148 -4.88973 -3.32966

c -3.83288 -5.05573 -2.14466

c 2052848 -4.58373 -1.97066

c 1092848 -3.06473 -5.44966

c -1.32188 -4.14873 —6.36066

c 2085848 -2.16273 -6.26466

c -5.94988 -5.42173 -3.47266

c 6.94448 -4.26873 -3.64466

c ~6.06988 -6.44673 —4.61266

P 1.79448 —4.50573 -0.66566

c 1137088 -6.38173 -0.64166

c —2.64148 -4.61173  0.58534

c ~0.06248  0.54927 -3.51966 §
c 1.81352  0.97127 -3.46566 S
c 1.61652  2.20027 -4.37566 0:00000 0:00000 0.00000
c 1.23052  1.86227 -5.81866

3ofs AN IATAM s 2011 1247 axe

StbVes@MaLNC et Desiop Nobal Bkl CI .

Results ! Volumes in Angs~3
Resslte 1 Volumes in angsd

W woms sz

The V_Bur of your molecule is: 30.2

sats o 1 4

S27



4a

SambVca@Mol NnaC fileit TF iridinm(...
c —44.96400 23.72500  1.22400
c ~43.93800 23.93100  0.09900
c 42132700 23.14300 -1.12400
SambVea@MoL NnaC SlesI TF iridium(. c ~44.54700 21.64800 -0.82100
c -45.53700 21.43500  0.32700
c 83195000 22.54400  4.46800
c -45.43400 22.78600  5.77900
c —3159400 23.39400  §.70600
c —43.28300 23.74100  6.40700
c 42180200 23.46300  5.13700
c —43.62100 22.89400  4.20400
c -46.79500 22.37900  6.27100
SambVeca @ MoLNaC c -47.17200 21.05600  6.36300
c -48.39500 20.69900  6.91300
Results page c 49125600 21.67600  7.35600
c -48.88900 23.01600  7.26700
c 47066400 23.35400  6.74500
® —45.95400 21.78800  3.12300

samMBVCaA Atoms and radius in the

parameter file
Buried Volume in Salerno

heep:// 1 {sa.it/oMA Atoms and radius in the parameter file
1.2
L. cavallo et al. email: lcavallofunisa.it cz 1.9
€3 199
c 1.99
N2 1.8
N3 1.81
N 181
0 1.78
¥ 1.72
: si 245
Molecule from imput : s >
. s 2.10
Molecule from input : S oe
. /temp/a32d7ba686£72d21855 aadba0d5ecd13 . c3d1
Number of atoms 25
Atom that is coordinated 25
Atoms that define the axis 3
D of these atoms 107 13
Radius of sphere (Angs) 3.500 c 1.15652  2.75665 -1.77038
Distance from sphere (Angs) 20334 c 1.25552  4.24665 -2.10538
Mesh step (Angs) 050 c 228152  4.45265 -3.23038
H atoms omitted in the V_bur calculation c 1.89252  3.66465 —4.45338
< 1.67252  2.16965 -4.15038
c 068252 1.95665 -3.00238
c 1.26952 3.06565 1.13862
e 078552  3.30765  2.44962
c 1.62552  3.91565 3.37662
c 293652  4.26265 3.07762
. s c 3.41752  3.98465  1.80762
Cartesian coordinates . 31ses  olsvdez
from input : c 2.90065  2.94162
Cartesian coordinates from input : < 1ioaves  3-pa3ez
c -47.62000 22.57700  3.16400 b T
C 48146500 22.22700 1.92700 - -
C -49090200 22.66900  2.15700 € 3.53765  3.53762
¢ 50001900 2413800  2.45900 < 3.87565  3.41%62
c -49.10600 24.53200  3.62900 P 2.30965 -0.20638
C Z47.66300 24.08500  3.39300 xx 0.00000  0.00000  0.00000
€ -45.06300 22.23500 1.55300
20f3 12/6/10 8:51 AM
1of3 12/6/10 8:51 AM

SambVea@MoLNnaC
Results : Volumes in Angs~3
Results : Volumes in Angs"3
N of voxels exanined : 1436277
Volune of voxel : 0.1256-03
V Pree V Buried V Total v Bxact
118.866  60.669 179.535  179.594
W_Free  W.Bur % Tot/Ex
66.208 330792 99.967
The %V_Bur of your molecule is: 33.8
30f3 12/6/10 8:51 AM

S28
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SambVea@Mol NnaC

SambVca @ MoLNaC

Results page

Cavallo

SAMB

veca

Buried Volume in Salernc

http://www.molnac.unisa.it/OM-tools/Sambvca

et al. emails lcavallofunisa.it

Molecule from input @

Molecule from input 1

«/temp/9152163785ab4314c4£70bBfebS6b3cd.c3dl

Number of atoms

Atom that is coordinated
Atoms that define the axis

ID of these

atoms

Radius of sphere (Angs
Distance from sphere (Angs) &
Mesh step (Angs)
H atoms omitted in the V_bur calculation

59

59
3
114
3.500
2.334
0.050

Cartesian coordinates from input :

Cartesian coordinates from input
400

c 33.05200 47.41900
c 32.32700 17.95100 46.96600
c 31.09000 17.64600 47.46800
c 30.52800 18.42800 48.45300
e 31.21600 19.52800 48.91000
c 32.45900 19.86500 48.40800
c 33.05300 21.11200 48.94200
[ 33.38900 21.24000 50.30100
c 33.88800 22.45800 50.74200
c 34.01500 23.52500 43.88300
c 33.65700 23.40600 48.55600
e 33.17600 22.19800 48.09400
c 33.22000 20.16300 51.31300
c 35.84700 19.83400 47.95500
e 37.28800 19.92300 47.45900
c 38.13700 20.60600 48.52300
1of4
SambVea@MoLNnaC
a1 2.0
Br 2016

3of4

Coordinates scaled to put the metal at the origin

M zEEEEEENEEIEEEEEIEEEEE000000NANNNNNNG0000A0ARA0

Coordinates scaled to put the metal at the origin

-1.52126 -2.10260

2006174 -6.45360

—0.a1287

124/11 11:47 AM

SambVes@MaLNaC

a0t

IF iridium...

SambVea@MoLNnaC

38.07700

38.57000

n
2

c

x2

m s
N m
o 1m
P2
s 2.5
» 2
s 2

1/24/11 11:47 AM sofa

" 2061571 433760 —1.74307
H 1l53671 2,308

B Calsssze a.2e4s0  2.05813
B _ale9726 2.94660 3.73413
" 042726 1.39840  6.57313
H O.0aTi -1l75260  1.83913

Results : Volumes in Angs*3
Results + Voluses in Angs"3

N of voxels examined 1436277
olume of voxe B 0.1252-03

107,735 61,795 179535 175,594

S pree  Wsr b To/ex
6sisTe a1 99,967

The %V_Bur of your molecule is: 34.4

15.84700

45.84000

Sl sersipcfortman Desktop/NolaaTe Buchwald CTF idium(

124 11247 A0

fles/Usersfgefortman/DesktopNolawTe Buchwald/CIF irdfum(

124011 11:47 AM
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SambVea@Mol NnaC

Lof3

‘SambVea@MoLNnaC

3of3

fledi TF iridinm(.
SambVea @ MoLNaC
Results page
| |
| samBvca |
I I
1 Buried Volume in Salerno 1
| |
| http:// 1 isa.it/OM- |
| |
| L. Cavallo et al. email: lcavallo@unisa.it |
I I
Molecule from input :
Molecule from input :
./temp/a32d7b4686£72d21855aadba0d5ecd13.c3dl
Number of atoms 29
Atom that is coordinated 29
Atoms that define the axis 3
ID of these atoms 1 7 13
Radius of sphere (Angs) 3.500
Distance from sphere (Angs) 2033
Mesh step (Angs) ~0s0
H atoms omitted in the V_bur calculation
Cartesian coordinates
from input :
Cartesian coordinates from input :
c 62.68400 20.19600 14.41400
c 62.22600 19.39600 15.63500
c 60.88600 19.90500 16.11000
c 60093300 21.37600 16.47000
c 61.42700 22121700 15.26000
c 62.79400 21.71000 14.74300
c 64044500 20.55000 12.08600
12/6/10 8:51 AM
Results : Volumes in Angs3
Results : Volumes in Angs"3
N of voxels examined : 1836277
Volune of voxel 0.1258-03
v Free v Buried VTotal VE
122803 S6.732 179.535  179.594
% Free  %VBur % Tot/Ex
68401 310595 99.967
The V_Bur of your molecule is: 31.6
12/6/10 8:51 AM

SambVea@MoLNnaC

20f3

63.08700 20.72600 11.30600
10200400

5.11700
9.90700
1116800
1383300
14289900
16200700
17.16300
1705900
15.96300
13.78400
13.76800
12.73100
11.78800
11.79200
1282900
5300
11,8500
1.79600
1294800
64.23000 1954400 13.62000

woonannnnnnonnnnan00a0

Atoms and radius in the
parameter file

Atoms and radius in the parameter

caannnnannaaanann

file:///Users/gefortman/Desktop/Nolan/I Buchwald/CIF iridium(.

f£ile

19145
16655
‘88755

0.
1.
1.
1
2.
EN
2.
1.
1
2.
2.

3.27882
3 45482
1 19882
3.55082
3.33182
2053382
2 64182
3 64382
3077182
2.91882
1.89182
1074882
1.60782
5.92382
6.81482
6.42982
5.18282

-1.00364
-1.78364

“1.29764

12/6/108:51 AM
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SambVei@MoLNaaC e Uses/gefonaman/DesktopNotan/ Buchwald CTF idiun(.

SambVca @ MoLNaC
Results page

[T PR —
—_ oDt Bk st
1 1 N Teltee st riades
w w € ARG }odmmone v
| | c e oo o
| Buricd Volume in aleeno | H
[JE S Joncrote/smives | H
[ ettt st s tnetntsmion | : Atoms and radius in the paramster file
| L. cavallo et al. emails lcavallo@unisa.it | H
! ! B Pt
c ]
Molecule from input : o oo
Holooute from input 1 B T e et F
/temp/5152163T85abATL ACAE OB SobS b c3a1 B i e aiihe ER"]
musbor of acons v om 3 Teilaes o s
Atomthat ls coordinated 1 82 PR
Aroms Thac defiee the axis 1 3 B oo aeses ipicanms
0 of these atoms vz R v e e 1
Radius of sphere (angs) 1 3.500 B moaen zmeee o Coordinates scaled to put the metal at the origin
Dittance from sphare (hage) 1 2.334 B it e it
Hosh step (aaca) L blese B it st aociea conrdianten scaled to put the nesal st the orisin
toms oaitred in the v_bur catovistion T i iune dvaae
3 Tisees ieeee iicasn ¢ o osws s
) . ) B T e i H ferer i
Cartesian coordinates from input : B Dl s Joas :
PR N T e e ¢
¢ Ceolssane B Dalba oo oama H et
F-E T et e e ¢
¢ manw B i e s <
& et I S e H
c 78133300 B Crenne 20,0100 07500 H it e
¢ i T e e inne H
& it - B A Getes s :
c  -75.00000 B 76.ou00 le.7ase0 570000 < 3i7asss 2460
¢ 161300 I Traisisen 2aasres i0.is00 H dfase 3aa0m0
c 77.03500 ® 77103200 -22.56100 -9.80200 < 4-s0785 113670
¢ 76.0000 L rlciaon aasiae 110300 H ol 13m0
¢ i LT St Dot H
¢ Criaome B i i niee c slecn e
¢ 73178000 15.72800 -3.65700 u 7a1a7a0 —26.o0c30 1006200 M s Tolssoro
Lots WA A s e 3ot vaun 1
SabeEMANaC [P ———

Results : Volumes in Angs"3

N — wiseam
Urree vmuried vomi v s
JE— S —— .
SEe W RNy
E The V_Bur of your molecule is: 32.4
aars. 12401 1148 AW A= ACBRLL ThNS AR

S31
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SambVea@MoLNnaC

SambVca @ MoLNaC

Results page

samBvca

Buried Volume in Salerno

httpt/ /snnw.molnac. unisa. it/OM-tools/SambVea

. Cavallo et al. emaili lcavalloBunisa.it

Molecule from input

Molecule from input 1

+/temp/40124¢17775a£e13906b0£84660282da. c341

Nunber of atoms
Atom that is
Atoms that define the
I of these atoms

Radius of sphere (Angs) '
rom sphere (Anga) 1

Distance
Mesh step (Angs)
B

coordinat

+ 0.050
s omitted in the V_bur calculation

Cartesian coordinates from input

Cartesian coordinates from input s
14.42400

24.05401

snnnnnnannannana

57,6500

20.30100

Lof3

& moe/me

10.35500

e sereloctman Deskop okl BuchwlCIF s

The %V_Bur of your molecule is: 30.6

References

1 Poater, A.; Cosenza, B

B

Correa, A

>

‘SambVea@MoLNnaC.
©  -56.37700 21.01600 10.73400
© 56143500 21.49900 12.21900
N 57.69000 22.98200 14.19200

12/6/109:47 AM

Giudice, S

2013

B

Atoms and radius in the parameter file

Atoms and radius in the paramcter file
u 25

1
2 1199
e 1l
P
w2 1e1
w1l
N 1
o 1m
PR
s 2.5
P 2w
s 20
e 2008
B 2016

Coordinates scaled to put the metal at the origin

Coordinates scaled to put the metal at the origin

o 1.40328  2.84529 -1.28513
c 231313
c ERCTH
c

c

c

o

c

c

c 1.29128  0.29029

N 0l03e2s  1.77329

xx 0100000 0.00000
Results : Volumes

Ragone, F.; Scarano, V

in Angs"3

B

126610 9:47 AM

Cavallo, L., Eur. J. Inorg. Chem. 2009, 1759-1766. (b)
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