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Supporting information

ADUNOC

Reference:

Formuia:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%a):

tBu

Cl

£¥4

o<

I

tBu

Burello and Rothenberg

M.vamada, K.Abe, K. Toyota, M. Woshifuji (2002)
Organic Leffers 4,588

Ty Hgg Cla Pa Pdy, 3Ty Hy Cly)

Dichloro-( 8, 8-bis(( 2,4, B-tns(t-butyl )phenyl )phosphinidens)
bicyela[5. 2. 0lnona-1(7 )-ene-P,P")-palladiumdii) chloroform solvate

P21 Cell: a 10.341{1) b 20237(8) ¢ 15.07D2)
4 (A=) o 90.00 B108.710) v S0.00
573 Temperature{f): 288 Density{gion3):  1.241
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Supporting information S3 Burello and Rothenberg

AHAJEY

Referenoe” FLAFingels, L H.Gade {2003} J Chem Soc Dalon Trans. |
g5z

Formuias Ty Hegg T Py Py 515,240 Hy Shad

Compoury Mame: (2= 3-Trirnethyisiyiprog-2-ynyl - 2-methyiprooane=1, 3-dhi-
bis{ clphamyiphasahingi-dicrioro-naliadiom chiarodomn sobwabe

Epaos Groun: FZiic Gl a 1EETAOF B 10163 o 14.00000
Epaoe Groun No: 4 A= o S0.0a B szi7iy v 9000
ReFaror (T 4.50 Temperamwre(il: 173 Densayigaom?l 1515
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Supporting information A Burello and Rothenberg

BAGHIB
Reference: A M_Z Slawin, M. Wainwright, J.D.Woollins {2002}
J.Chem. Soc., Dalton Trans. 513
Formula: Cag Hag Clo No Oy Po Pdy
Compound Name: cis-Dichlora-bis(1,.2-bis(diphenylphosphita -1, 2-diethylhydrazine-P . P)-
palladium{ii}
Space Group: P21in Call: a 2228%(0) b SHDB{0) o 3J2.043(0)
Space Group No.: 14 A% o 90.00 B 105.81 Y 90.00
R-Factor (%): 448 Temperaturefi): 283 Densityjgiom3):  1.530
Et Et
Fh Fh
M M
O 0

Ph Fh
Fd



Supporting information s5 Burello and Rothenberg

BAMOQIP

Refiprenge: WV.Eee, A D Dpen, H.FRelmung, PG Fringie, R_LPugh
(1555 Cnem Commun. 201

Formoia: Sy Hyp Og O #3 Poy

Easdu il N SHTRIEAE- 1, 301 3 8. T e Ty-§ . 1 3igede SRR Ee S A A Y 2
FERSEINE =R ST 1)

Spaee Croup’ Blig Ceil a 1340308 & TN ¢ 141803
Space Croup e 14 ol 5 o 80,00 Prodady oy 000
B-Eapios 41 8- Temperaturefl, 172 DeseripiamT): 1.683

Hﬁ\(\Kc”i ﬁ*m/c.-u
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Supporting information

BICLOO
Reference:

Formula:

Compound Name:

Space Group:

Space Group No_:

R-Factor (%)

s6 Burello and Rothenberg

V. Gramilich, G.Consiglic (1878} Helv.Chim.Acfz 62,1018
34 Hao Cla O5 P Pd;y

Dichlora-{(-)-2,2-dimethyl-4, 8-bis{diphenylphosphinomethyl - 1,3-
dioxolane-P,P'}-palladium

F1 Cell: a 10.245(5) b 11.144(5) ¢ 14.854(5)
1 {4,%) o S5.03 B 5542 ¥ 11818
4.50 Temperature(i): 285 Densityjgiem3): 1.522

CHs

P 2 CHa

FPh



Supporting information

DAMJAC

Reference:

Formula:

Compound Name:

Space Group:

Space Group No.:

R-Factar {%):

S/

Burello and Rothenberg

AE.5.Gelpke, H.¥ooijman, &.L Spek, H.Hiemstra {1928)
Chem.-Eur.J. 52472

Cag Hag Cla Op Po Pdy

Dichioro-2,2-bis(diphenylphosphanyl}-1, 1'-bidibenzofuranyl-palladium

P

3.80

Cell: a 12.118(1)
{A.") oL 103.256(1)
Temperature{K):

e

S7

12.726{1) o 15.314(2)
B110.83(1) Yy 93.3401)

Density{gfemd): 1.277

Fh

Cl




Supporting information S8 Burello and Rothenberg

DCPEPD10

Reference: J.aA Mokoolu, D.5. Payne, J.C.Speakman {1273}
J.Chem.Soc,Dalton Trans. 1443

Formula: Cog Hag Cla Ny P Pdy

Compound Name: Dichloro{bis{diphenylphasphino}ethylamine) palladiumin)

Space Group: Pbeca Cell: a 20.900(40) b 17.800{40) ¢ 13.B70(40)
Space Group No.: &1 {A.") o 90.00 B ©0.00 Y 90.00
R-Factaor {%): 10.80 Temperature{K): 285 Density{g/em3): 1.533

Et

Ph N /F’h
F’\

Ph

Ph P

NS

Cl Cl



Supporting information 9 Burello and Rothenberg

DEPWLQ

Refarence: .5 Holt, J. H.Nelson, P.Savignac, N.W.Alcock (1385)
JAm. Chem. Soc. 107 ,6328

Formula: Cag Hag Cla Pz Pdy,Cq He Cla

Compound Name: Dichloro-{5-diphenylphosphing-2, 3-dimethyl-7 -
phenylphosphabicyelo{2.2. 1 )hept-2-ene-P P'-palladiumi(i)
dichloromethane solvate

Space Group: P21in Cell: a 11.18B44) b 10872(5) ¢ 23.351(8)
Space Group No.: 14 {A,%) o 90.00 B 103.17(3) W B0.00
R-Factor %) 5.60 Temperature(f{): 205 Density{gientd):  1.578
Cl
pd—C

Ph
"\
HaC P——Ph

Fh

HsC

—fal,



Supporting information s10 Burello and Rothenberg

DEQBAC

Reference: J.C Kane, E H.Wong, G.P.A Yap, AL Rheingold (1239)
Paiyhedron (18,1183

Formula: Cap Hzp Ty Ny P Pdy

Compowund Name: cis-Dichlono-{1,5-dibenzyl-3, 7-diphenyl-1,5-diaza-3, 7-diphosphacyclo-
octane|-palladium

Space Group: C2c Ceili: a 228528(6) b TEHT2Z) ¢ 15.839(5)
Space Group No.: 15 (A, o 90.00 B 28.52(2) v B0.00
R-Factor (%a): 3.87 Temperature(f): 2085 Density{gfentd): 1.558
Fh
M
Ph————pP \ = Ph
M
Ph

S10



SQupporting information s11 Burello and Rothenberg

DODLOX

Referance: F.Mercier, F_.Mathey, J Fischer, J.H.MNelson {1285)
Inorg. Chem. 24,4141

Formula: Cag Hag Tls P2 Pdy

Compound NMame: Dichloro-{2.2"-bis| 1-phenyl-3,4-dimethyl-Z_S-dihydre- 1 H-phosphole -
palladium(i)

Space Group: P21in Cell: a 15188(2) b 17.844{4) ¢ B.8O0(2)
Space Group No.: 14 (4,2 o 20.00 [ = o e v 80.00
R-Factor (%a): 5.80 Temperature(i): 285 Densifyfgiem?): 1528
H:C CHs HaC CHs

PU/P\Ph

Cl Cl

Ph

S11



Supporting information

DPEPDC
Refarance:

Formula:

Compound Name:

Space Group:
Space Group No.:

R-Factor {%):

Ph\

Ph

s12 Burello and Rothenberg

WL Steffen, G.J.Palenik (1978) fnorg. Chem. 15,2432
Cag Hay Cla Po PdyCy Ha Tl

Dichloroibis(diphenylphosghinojethane) palladium(ii) dichloromethans
salvate

P21/c Cell: a 12.200(8) b 15485(8) ¢ 15403(12)
14 (A% ot 20.00 B 104.70(5) ¥ 90.00
4.70 Temperature{iX): 285 Densityjgiemd): 1547

Ph
=

_—
o \
I/ \C Ph
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Supporting information

DPMCPD
Reference:

Formula:

Compound Name:

Space Group:

Space Group No.:

R-Factor {%a):

Ph

Ph

s13

WL Steffen, G.J Palenik (1878) inorg. Chem. 15,2432
Cag Hap Clz P Pd,

Dichloro{bis({diphenylphosphino)methane) palladiumdii)

Burello and Rothenberg

P21in Cell: a 11.3723) b 1223733 ¢ 17408(8)
14 {4, o 90.00 B 100.27(2) ¥ ©0.00
2.40 Temperatura(f): 205 Density{g/iontd):  1.553

)
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7N\
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SQupporting information s14 Burello and Rothenberg

DPFFPDC
Refarance: W.L Steffen, G.J.Palenik (1978) norg. Cherm. 15,2432
Formuwla: Car Hyg Clp Py Py

Compoond Name: Dichloroi 1,3-bis{diphenylphosphina)propans) palladiumii

Space Group: P-1 Cali: a 10833(3) b 11.525(2) c 14.461(5)
Space Group No.: 2 A, o B5.9T(2) B o@1.3103) Y 124.80(1)
R-Factor (%) 270 Temperature{K): 255 Densityfgicmd):  1.684

Ph— |/\| ______—Ph

=
/
Pd
\ Ph
Cl

Ph

S14



SQupporting information s15 Burello and Rothenberg

EBUPUM
Reference: & Karacar, M.Freytag, P.G.Jones, R.Bartsch,
R.Schmutzler (2001} Z Anorg.Alig. Chem. 627,167 1
Formula: Cqg Hyg Cla O P5 Pdy
Compound Name: Dichbora-1.8-bis{{dimethoxy jphosphinonaghthalene-palladiumii)
Space Group: P21ie Cell- a 88310} b 20275(2) ¢ 10771}
Space Group No.: 14 ] o 20.00 B 1094400 v 80.00
R-Factor {%a): 2.88 Temperature(i): 143 Densityjgiem?):  1.520
Me O\ OMe
=3
Cl
Pd
Cl
/ |
Mz0O OMe

S15



Supporting information s16 Burello and Rothenberg

ECEHUFP

Referance: . amamoto, voFukui, K.Matsubara, H. Takeshima,
F.Miyauchi. T.Tanase, G.vVamamaoto (2001)
J.Chem. Soc.,Daffon Trare. 1773

Formula: C35 Hap Cly P2 Pdy.Cy Hy Cla

Compound Name: cis-Dichloro-(1.8-bis{{diphenylphosphineimethyl inaphthalens}-palladium
dichloromethans solvate

Space Group: F21in Ceil: a 14414(2) b  DETNZ) o 24.786(£)
Space Group No.: 14 A" ot 80.00 B 101.87(1) Y 80,00
R-Factor (%a): T.10 Temperature(iK): 284 Densityfgfom?): 1514
CHa CHaz
Fh Fh

S16



Supporting information

FACHOG

Reference:

Formuila:

Compound Name:

Space Group:

Space Group No.:

R-Factor {%a):

Ph

\/

s17 Burello and Rothenberg

5.-E.Bouaowd, P.Braunstein, D.Grandjean, D.Matt,
D.Mobel (1886) nong. Chem. 25 3765

a3 Hag Clp O Py Pdy

cis-Dichloro-{1,2-bis{diphenylphosphing }-2-pheny!- 3-oxa-propene-P_P')-
palladium

P21ic Ceili: a 10802E) b 19.85803(4) o 14.821(9)
14 A=) o 90.00 B o7.27(3) vy ©0.00
380 Temperature{f): 205 Density{glentd): 1474

Ph

Ph

S17



Supporting information s18 Burello and Rothenberg

FANSOC
Refarence: W.E.Hill. J.G.Tayler, C.P.Falshaw, T.J.King. B.Beagley,
D.M.Tonge. R.G.Pritchard, C_& McAulffe (1528)
J.Chem.Soc.,Dalton Trans. 2280
Formula: Cag Hzz ©lp 05 Po Pdy
Compound Name: cis-[Dichloro-{1,8-kis{diphenylphosohing }-2,8-dicxaoctane-F, P} -
palladiummii)
Space Group: P21ic Cell: a 11.087(8) b 12.380(4) o 21.458(18)
Space Group No.: 14 {4, o 20.00 B 102.96(7) ¥ 20.00
R-Factor (%a): 3.22 Temperature(i): 285 Densityfgiem?):  1.541

Pd

\

Cl

S18



Supporting information

FAWWAA

Refarance:

Formula:

Compouwnd Name:

Space Group:
Space Group No.:

R-Factor (%):

Ph

Ph

s19

Chung-Li Lee, YWe-Fing Yang. 5.J.Rettig, 3.R.James,

DA Melson, M_A Lilga

Caog Hay Cl; P, Pdy

{1888) Organometailice 5,2220

Dichloro-{1,1-biz{diphenylphosphino l-ethane-P,P'-palladiumii)

P-1 Cell: a 14.547(3) b 195215} ¢ 8.788(3)
2 {A4,%) ot 103.80(1) [ 108.34{1) T 91.88(2)
2.80 Temperature{i): 285 Densityjo/cmd):  1.501

CHs

/
N\

%
/N

Pd

/

C

S

S19

Burello and Rothenberg



Supporting information

FOMLOI

Reference:

Formula:

Compound Name:

Space Group:
Space Group No.:

R-Faclor (%):

s20 Burello and Rothenberg

F.Braunstein, D.Matt, D.Nobel, J.Fischer (1987)
Chem.Commun. ,1530

Cag Haa Cla Nq O4 P2 Pdq 1*.Cl4 1-.C4 Ha Clo

Dichloro-( 1-diphenylphasphino-2-((2-(dimethylammonio)methylphenyl)
phenylphosphineoxy)-2-phenylethene-P, P)-palladium chloride

dichloromethane solvate

P21/n Cell: a 16.192(4) b 15.191(4)
14 (A,?) o 9000 B 9156(2)
270 Temperature{K): 295 Density({g/cm3):
THS
NH"
\"‘CHg

Ph

o P Ph
P Pd Cl
Ph
cl

S20

c 14.960(4)



Supporting information s21 Burello and Rothenberg

FOQYAL
Referance: A M_Z Slawin, M. Wainwright, J.D. Weoollins (2000}
New J Chem. (Nowv J Chim.} (24 G5
Formula: Ca7 Hag Cla Mo Oy P2 Pdy
Compound Name: dichigro-({M, N -dimethyl-MN,N'-bis(diphenylphosphino ure a-P,P')-
palladium
Space Group: P21ie Cell: a 88080 b 14700(0) ¢ 18.051(0)
Space Group No.: 14 (4,7} o 50.00 B 10170 v 80.00
R-Factor (%a): 2.63 Temperature(i): 285 Densityfgiem3):  1.548
8]
Hac\ /u\ / CHa
N M
FPh Ph
P P
Fh \ / Ph
/ Pd\
Cl Cl

S21



Supporting information

HAFEL

Reference:

Formula:

Compound Name:

Space Growp:

Space Group No.:

R-Factor (%a):

S22 Burello and Rothenberg

F.Ozawa, A .Kubo, ¥ _Matsumoto, T.Hayashi. E_Mishioka,
K W anagi, K.Moriguchi (1893} Organometzlics 12,4188

Caa H3z Cip P Pdy
{R-2,2"-bis{Diphenylphosphino -1, 1"-binaphthyl}-dichloro-palladium

P41 Ceill: a 11.781(1) & 11.751(1) e 28.528(3)
76 (A2 o 90.00 B ©0.00 Y 8000
J.60 Temperature(f): 295 Density{g/ionrd):  1.450

Fh
Fh

E Cl

s Cl

Ph

Fh

S22



Supporting information s23 Burello and Rothenberg

HATTEB
Reference: S.Ganguly, J.T.Mague, D.M.Roundhill {1584)

Acta Crystallogr., Secf. G-Cryat. Struct. Commun. 50,217
Formula: Cag Hag Cls Po Pdy
Compournd Name: cis-Dichloro-{ 1.2-bis{dicyclohexylphosphing jethane -palladiumiin
Space Group: P1 Cell: a T.388(0) b 9.433(1) e 10.825(1)
Space Group No.: 1 (A, o 93.23(0) B 107.93(0) ¥ RS20
R-Factor {%): 220 Temperature(K): 285 Densityfgfemd): 1417

%ﬂ%
i/x\x

S23



Supporting information S24 Burello and Rothenberg

HUYBIM

Reference: G Malaise, L Barloy, J.A.Osbom. M. Kyritsakas (2002)
C.R.Chim. 5,288

Formuila: Cyg Hog Clz P2 Pdy,Cq Hz Clz

Compound Name: Dichloro-{benzene-1.2-bis(2_ 5-dimethyl- 1-phospholane ) }-palladiumiii)
dichloromethane solvate

Space Group: P212121  Celi: a D070 b 1341800 e 18.081(0)
Space Group No.: 18 A, =) o 90.00 B 20.00 ¥ B0.00
R-Factor (%a): 2.50 Temperature(iK): 173 Density{giem3): 1.588

g @ B
Pd HaC

Cl cl —ta ]2

S24



Supporting information s25 Burello and Rothenberg

IGUCES

Reference: A Bayer, P.Murszat, U Thewalt, B Rieger (2002)
Eur.Jinorg. Chem. 2814

Formula: Tz Hag Cla Oy Py Pdy

Compound Name: Dichioro-1,2-bis((25,35 .45 553 4-dihydroxy-2, 5-dimethyl-
phospholanylbenzene)-palladivmiii)

Space Group: P3121 Cell: a 10.554(0) b 10.854(0) ¢ 17.B78(1)
Space Group No.: 152 {A.%) o 20.00 B 80.00 Y 120.00
R-Factor (%): 202 Temperafure(i): 203 Density{giom3): 1.552
OH
Cl
HaC
/Fd
ol OH
P
CHsz
CH3
P
OH
HiC
aH

S25
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JEHY AW

Faraiaia’

COMOeLAT MamE:

Spaed Groue

Spaee Crove MO,

HzO

Ph

S26 Burello and Rothenberg

& Schmidpeter, E Sirrmuller, WS SReigeick (1288
= Angeg Aig Crer. BT, 158
g Hap O Mz Pg Py Hz Oy

D= a4 b6 L Basasneny-1 . B 208 D08 68 T Bl E-
dasahrcantonnornale-® P s aliadum menshadrate

B = 2 11254y b WIITE) o TRFVRE]

5] 4.m o B0D B ®0.00 ¥ #000

.30 TFemperaturefil); 258 Dengimpigiant’l; 1,354
Ph

\\\ Ph

Ph

Fd Ph
Ph

Cl

S26
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JONCEU
Reference: C_5. Browning, D.H.Farrar, D.C.Frankel {1882)
Acta Cryetallogr., Sect. C:Cryet Struct Commun. 48,806
Formula: Cas Haz Cla My Pa Pdy
Compound Name: bis{Tiphenylphosphinajmethylamine-dichloro-palladium
Space Group: F21in Cell: a 82021}y b 13.814{1) e 18420(1)
Space Group No.: 14 rA,"J o 90.00 B 024503 v B0.00
R-Factor (%a): 2.80 Temperature(i): 285 Densityfgfemd): 1.553
:h\ |
/ | CI
; q\ |
/ P CI
Ph Fh

S27



Supporting information S28 Burello and Rothenberg

KEQHUJ

Reference: R.Wursche, M.Klinga, B.Rieger (18849)
FPrvafe Communication ,

Formuia: Cag Hyg Cla Po Pdy 2{C5 Hy My)

Compound Name: Dichloro-{1,2-bis{bis{2-isoprogylphenyljphosphino jethane j-palladiumdii)
acetonitrile solvate

Space Group: P21/n Cail: a 12844(3) b 13.036(3) e 24.775(5)
Space Group No.: 14 {4, =) o S0.00 B oo93.42(2) F  80.00
R-Factor (%a): T7.55 Temperature{f): 193 Density{giond):  1.215
iPr
iPr

(P
Y

HaC———CN

S28



Supporting information S29 Burello and Rothenberg

KEKTEZ
Refarance: Shiuh-Tzung Liu, Jwu-Ting Chen, Shie-Ming Peng,
“u-Ling Hzizo, Ming-Chu Cheng (1880) Inorg. Shem. 29, 1168

Formula: Cqg Hag Cla Pa Pdy
Compound Name: Dichioro-{o-phenylene-bis{di-iscorooylphosphineg) -palladiumii)
Space Group: P21/c Call: a B3362) b 12.80X2) < 1848703
Space Group No.: 14 A, o 80.00 B 104.80(1) Y 80.00
R-Factor (%a): 3.00 Temperature(iK): 285 Densityjg/om3):  1.817

iIPr

/lpr

FI-

Cl
Pd

Cl

F‘\
iPr

iPr

S29



Supporting information S30 Burello and Rothenberg

KOWHE.J
Reference: F.Bachechi, L.Zambonelli {1882}
Acta Crystallogr., Sect. C:Cryef Struct Commun. 48,785
Formula: Cag Hay Cla Pa Pdy
Compound Name: {2.11-bis{ Diethylphosphinomethylibenzo{ciphenanthrens-dichloro-
palladiumii)
Space Group: Pbcn Cell: a 16258(%) b 16.847(3) ¢ B.B442)
Space Group No_: g0 (A, o 80.00 B 20.00 v B0.00
R-Factor (%a): 4.10 Temperature(i): 285 Densityfgiem?):  1.502

Cl

S30



Supporting information

LISCAR

Reference:

Formuila:

Compound Name:

Space Group:

Space Group No.:

R-Factor {%a):

Et

31

Burello and Rothenberg

E_Lindmer, M.Schmid, P.\Wegner, C.Machtigal
B Steimann, F.Fawzi (1988) inorg. Chim_ Acts 296,103

Cyg Hyo ©ls Oy Po Pdy

Dichloro-{1,3-bis{bis{ 2-ethaxyethyl jphosphinojoropane-P,P')-
palladiumii)

P21ie
14

4.18

Celi: a
(A, o 90.00
Temperature{f):
=
Fd
CI

S31

5.805(4)

b Z2805(17) o 12.763(5)
B @310{2) v S0.00

173 Density{giom3): 1477

Et

0
=

o
Cl Et



Supporting information

LUGTAI

Reference:

Formula:

Compound Name:

Space Group:
Space Group No.:

R-Factor {%):

S32

M.Rodriguez i Zubdri, A.M.Z.Slawin, M.\Waimaright,
J.D.Woollins (2002) Polyhedron ;21,1729

Cag Haog Clgy Mo Po Pdy

cis-Dichloro-{N N'-bis{diphenylphosphinajpiperazine-P P'-palladium

P21/ Cell: a 11.223(1) b 27.882(3) ¢ 17.938(1)
14 (A, o 20.00 B 88.85(0) Y 20.00
5.00 Temperaturefi): 2ZB3 Densityigiom3): 1.508
Cl
Ph \
F’\
Ph
M F"\ FPh

S32

Burello and Rothenberg



Supporting information S33 Burello and Rothenberg

MAXCIX

Reference: I.LR.Butler, P.Licence, 5.J. Coles, M.B Hursthouse (2000)
J..Organomet. Chem. 598,103

Formuia: Z24 Hag Cla Mz Po Pdy.Z4 Ha Cla

Compowund Name: Dichloro-{meso-1, 2-bis{phenyl 2-pyridyl johosphino jethane -pal ladiumdii)
dichliocromethane solvate

Space Growup: P21ic Ceill: a 11.8514) b 15722(3) ¢ 15.202(2)
Space Group No.: 14 {A,%) o 90.00 B 106.22(2) T B0.00
R-Factor (%a): 5.68 Temperature(fK): 150 Density{giem3):  1.818

&} M

/N

/ Pd\ —+tal],

Cl Cl

S33



Supporting information S34 Burello and Rothenberg

MAYSIO

Reference: R.Ficker, W_Hiller, K.Baba. P.Hofmann (2000) Theasis,

Formula: Cy7 Hzg Cly Py Pdy 0.75(HL O4)

Compound Name: cis-Dichloro-(bis{di-t-butylphosphino imethane-P P -palladium{ii)
hydrate

Space Group: 141/a Cell: a 20470(2) b 20470(2) e 27.304(3)

Space Group No.: g8 (4,2 o 50.00 B 20,00 v 80.00

R-Factor (%a): 4.54 Temperature(i): 216 Densityfgiem3):  1.148

1Bu 1Bu

Fd

S34



Supporting information S35 Burello and Rothenberg

MIKLOH

Reference: Wee-Chuan Yeo, J.JVittal, A.J.P Whiwe, D.J.Wiliams,
Pak-Hing Leung (2001) Organometallics 20,2187

Formula: Cag Hag Cla &4 Pa Pdy

Compound Name: [SP-4-2-[[1on4a, Sce{R)[]-dichloro-[4,5-bis{diphenylphosphing -7 -
oxabicycio[2.2.1]hept-2-ene]-palladiumii)

Space Group: PZ12121  Cell: a 10.0683(0) b 15887{1) ¢ 17.088(1)

Space Group No.: 8 (A=) o 20.00 B a0.00 Y ©0.00

R-Factor {%): 4.03 Temperafure{K): 283 Densityfgiom3): 1.57%
Ph

Cl

\/

Fd

Ph Ph

S35



Supporting information S36 Burello and Rothenberg

MILWULZ

Referance: 5. Doherty. E.G Robins, J.G Knight, C.R.MNewman,
8.Rhodes, P.A Chamgkin, W.Clegg (2001) J. Organomet. Them. G40,
182

Formla: C34 Hap Cly P5 Pdy.3(C4 Hy Cl3)

Compound Nanmre: Dichloro-{trans-11,12-bis((2, 3,4, S-tetrameathylphospholyl jrmethyl -9, 10-
dihydro-8, 10-ethancanthracene-P,P')-gall adiumdii} chloroform solvate

Space Group: F21in Cell: a 1122100 & 17.880) ¢ Z22.286(00
Space Group No.: 14 (A% ot §0.00 B 93.74(0) Y ©90.00
R-Factor (%a): 8.74 Temperature(iK): 180 Densityjaicny?):  1.560

Cl Cl
\ / - 5
HaC CHsz

s

CHa

CH;
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Supporting information S37 Burello and Rothenberg

MILXAG

Refarence: 5.Doherty, E.G.Robins, J.G.Knight. C.R.Mewman,
B.Rhodes, P_A . Champkin, W.Clegg (2001) J. Organomef. Chem. 640,
182

Formuila: Gdz H3E G'z PE Pd, .2{':1_ H1 G'a}

Compournd Name: Dichloro-{cis-11,12-bis{{diphenylphosphino)methyl -9, 10-dibydre-9, 10-
ethancanthracenes-F P'-palladivmdii) chloroform schvate

Space Group: P21ic Celi: a 1260400 b 19.796(0) < 17.695(0)
Space Group No.: 14 {A,2) o 90.00 B 105.20(0) v B0.0D
R-Factor {%a): g.54 Temperatura(K): 180 Density{g/end):  1.580

S37



Supporting information S38 Burello and Rothenberg

MIMLID

Referance: C.G Arena, F.Faraone, C.Graiff, A Tiripicchio {2002)
Eur.J.inorg. Chem. 711

Formula: Cas Hap €l O5 Pp Pdy.Cq Hy Clz

Compound Name: Dichloro-{[diphenylphosphinomethyl )3, 3'-di-t-butyl-5 5-dimethoooy-1,1"-
biphenyl-2,2'-diyliphosphite-P.P'-palladium{ii) chloroform solvate

Space Group: P-1 Cell: a 134744) b 14.214(5) ¢ 10.424(3)

Space Group No.: 2 {4, o B3.78(3) B oa1.452) ¥ OETAT(E)

R-Factor (%a): 5.67 Temperature(i): 283 Densityfgiemd): 1512
el tBu

\VARVA

/ \ / 8
VA
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Supporting information S39 Burello and Rothenberg

MULYQOH

Aeferenpe SJE Dworran. VLA Elsepodd, M Smmm (2002)
M JOPEm Ly L O O 1400

Barauls’ Cog g Sl Ny By Ba, Sy S, Hy O3y

Comaaund Name: SR, e B S S P DS T - = )
preyamineP gl chioraiorm solvals

Spde Grosud Faig Tﬁ F tABEH1 B 1EEDy e ZZENE
Spaoe Groun Ne L i=% o F00] piczamm oy 9900
R-Faarar (S 53 Ternpevanwreiil: 150 Densenpreams’lc 1573

Vs —
¥ <

NN o
May — e,

i =h

2l
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Supporting information A0 Burello and Rothenberg

MUZHIY
Reference: F.Bergamini, ¥ Bertolasi. M.Cattabriga, . Ferreti,

U.Loprneno, M._Mantovani, L.Marvelli {2003} Eur.J Inorg. Chem. 513
Formula: Cag Hog Cly O P, Pd,y

Compound Name: Dichloro-{2,3-bis(diphenylphosphito jbutane }-palladiumiii)

Space Group: F21in Cell: a B.257(0) b 1540800 ¢ 18.728(0)

Space Group No_: 14 ] o 80.00 po80.28(0) v 80.00

R-Factor (%): 2147 Temperature(i): 205 Densityfgiemd):  1.501
Fh Fh

HiC 0—F

Cl

Pd

/\

Cl

HaC 0

Ph Ph
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SQupporting information Al Burello and Rothenberg

MAKKUF

Reference: T.2 Ly, AM.Z.5lawin, J.O Woollins (1827)
J.Chem.5oc, Daiton Trans. 1611

Formula: C31_ H23 C|2 Nz F'2 Pd1.C1 Hz E|2

Compound Name: {1-Methyl-3 4-bis|diphenylphosphincaming jbenzene )-cis-dichlora-
palladium dichloromethane solvate

Space Group: P21/n Cell: a 17.3B5(5) b B7403) e 25.288(2)
Space Group No.: 14 {A.%) o 80.00 B 102.88(1) Y 980.00
R-Factor {%): G600 Temperature{lK): 285 Density{gfem3d): 1.37%
Fh
/Ph
HaC MH P
\ / )
F'd\
/ )
MH P
Ph
Fh

Al



Supporting information A2 Burello and Rothenberg

NEBWIA

Reference: F.Mercier, F.Laporte, L. Ricard, F.Mathey, M.Schroder,
M.Regitz (1997) Angew.Chem., int.Ed.Engl. 36,2354

Formula: Csg Hyg Cly Py Pdy 5(Cg He)

Compound Name: Dichloro-{12, 2% 42 S5-tetraphenyl- 134,234 434 534 hexameathyl-1(1,5)
L2(2,1).401,5).5(2,1 -tetraphospholacycichexaphane)-palladium benzene
solvate

Space Group: C2ic Cell- a 21.233(2) b 19.523(2) c 20503(2)

Space Group No.: 15 {A,?) o 20.00 B 115.45(1) ¥ 80.00

R-Factor (%a): 12.70 Temperature{i): 123 Densityfgiem?): 1,160

HaC CHaC CH3
Fh Fh
P / P
< Cl Fd Cli >
= =
FPh Fh
HzC ClHzC CH3
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Supporting information A3 Burello and Rothenberg

NEDMEOC

Refarance: C.L.Thurmer, M.Barz, M.Spiegler, W.R. Thiel { 1888}
Acta Crystallogr., Sect C:Cryst. Struct Commun. 54 227

Formula: C3g Hap Cl; Oy Po Pdy

Compound Name: Dichioro-{( 5,5 -rans-diphenyl{| 2-dipheny! phosphinyl Jeycloheaxyl)
phosphinic acid ester-P,F)-palladiumiii)

Space Group: P21 Cell: a 14407(1) b B84251) ¢ 11.777(1)
Space Group No.: 4 A" ot 80.00 B 100.92(1)} Y 80,00
R-Factor (%a): 2.37 Temperature(iK): 285 Densityfgfom?): 16528

O

\ /
/\Pd/\
P N

A3



Supporting information A4 Burello and Rothenberg

NESMNAA
Reference: T.Benincori, E.Brenna, F.Sannicolo, L. Trimarco,
F.Antognazza, E.Cesaroti, F.Demartin, T.Filati, G_Zotti {1887)
JOrganomet Chem, 528 445
Formula: Cag Hog Cly My Ps Py
Compound Name: (2,2-biz{Diphenylphosphing)-1, 1'-bibenzimidazolyl i-dichloro-palladiumiii)
Space Group: P21e Cell: a 127312} b 20.741(2) e 14.178(2)
Space Group No.: 14 (A, o 50.00 B115.30 T 80.00
R-Factor (%a): 3.20 Temperature{i): 285 Densityjg/em?):  1.531

cl cl
Ph Fh
N YAV
e oy
HPh
%N

T
©




SQupporting information A5 Burello and Rothenberg

PAQBOY

Reference: Anming Liu, F.F Mok, Pak-Hing Leung {1287}
Chem. Commun. 2387

Formula: Ca1 Hay Cla P2 Pd;

Compound Name: 15,5 )-Dichlore-({2, 3-dimethyl-T-phenyl-7-phosphabicyclo(2.2. 1 hept-2-en-
G-yl imsthylohenylphosphine)-palladium

Space Group: P21 Cell: a 11.080(2) b B57T5{1) e 12.080(3)
Space Group No.: 4 A, o 20.00 B 107.27(2) Y 20.00
R-Factor (%): 1.84 Temperaturefi): ZB5 Density{g/em3): 1.584
HaC
CHa
Fh
=]
Cl
Pd
=]
Cl
Ph
HaC
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Supporting information A6 Burello and Rothenberg

PDCPPE10
Reference: F.Bachechi, L. Zambonelli, L.M.\Venanzi (1977)
Helv.Chim.Acls 60,2818
Formula: Cgq Hag Clo P Pdy G5 Hg Ny
Compound Name: Dichloro-{2,11-bis{diphenylohosphinomethyllbenzof{clphenanthrene -
palladium benzonitrile solvate
Space Group: P-1 Cell: a 143815} b 12.044(7) e 11.867(4)
Space Group No.: 2 {4,?) o 105.87(4) B 100273} Y 84.78(3)
R-Factaor {%): 4 50 Temperafuref{K): 285 Densityfgiom3):  1.440
CHz THz
Ph p /P " T
Fd \ Ph
Fh FPh
Cl Cl
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SQupporting information A7 Burello and Rothenberg

QAQCOA
Reference: 5.Doherty, G.R.Eastham, R.P.Tooze. T.H.Scanlan,

D Wilkams, M.R.J.Elsegocd, W.Clegg (1989} Organomeialics 18,3553
Formula: Cag Hzz Cla Pa Pdy,Cq Hy Cl3
Compound Name: Dichloro-{bis{2,3.4 5-tetramethylphospholyl}-o-xylene}-palladium

chloroform solvate
Space Group: Cec Cell: a 218B5{(1) b 7407(0) ¢ 20220(1)
Space Group No.: = ] o 20.00 B112.84(0) T 80.00
R-Factor (#3): 3.78 Temperature{#): 150 Densityfgiem?): 1.508

CHz HaC
HaC CHs
CHz CHa

P P

Pd
HzC CHs
CHs HzC
Cl Cl

—fal,
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Supporting information A8 Burello and Rothenberg

QELSEF
Reference: M.Gul, J.H.Melson (2000) Crganomeialics 19,81
Formuila: Coz Hag Cly Po Pdy.Cy Ha Cla Ha Oy

Compound Name: Dichloro-(1.2-bis{diphenylphosghinojoropane-P P -palladium(ii)
dichlogromethane solvate monohydrate

Space Group: F21iz Cell: a 12437(2) b 15.80B{2) e 15.447(2)
Space Group No.: 14 (4,7 o 20.00 B 104.70{1) Y 50.00
R-Factor (%a): 7.54 Temperature(i): 285 Densityfgiem?): 1558
CHa
Fh | /
Ph———p Ph

\/
AN

Cl

—tal, H20
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Supporting information A9 Burello and Rothenberg

Qlapio
Reference: AMZ Slawin, J.OWoallins, Qingzhi Zhang (2001}
J.Chem Soc., Dalton Trans. 621
Formula: Cag Hay Cla My 02 P2 Pdy
Compound Name: cis-Dichloro-{{ 5)-M_MN-bis{diphenylphosphine)alanine methyl ester-P P")-
palladium
Space Group: P212121 Cell: a BETD) b 154800 ¢ 18.455(0)
Space Growup No.: 1@ A, =) o 90.00 B 20.00 f 80.00
R-Factor (%a): 1.58 Temperatura(f): 2085 Density{gfonyd):  1.581
F h

\/

Cl CHsz

Cl COOMe

/N\

P h
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Supporting information S50 Burello and Rothenberg

QONDAY
Refarence: MG Andersen, R.McDonald, B.A Keay (2001)
Tefrahedron:Asymm. 12,263
Formuia: Cag Hoy Clo Oy Po Pdy 2(Cy Hy Cl3)
Compournd Name: {+--Dichloro-(2,2'-bis{di-2-furylphosphino}- 1, 1'-binaphthy! -palladium
chloroform solvate
Space Group: P-1 Cell: a 11.248(00 & 11.8810) o 15.280(1)
Space Group No.: 2 A, =) o 91.83(0) B 91.87(0) T B1.840)
R-Factor {%a): 518 Temperature(f): 193 Density{giom3):  1.880

— o,
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SQupporting information s51 Burello and Rothenberg

QULMEP
Referense P Servingng, A sactenaniamn, M 1S Seile, A Casineras,

S arnng, MU Goarcia, F.J Saner (2000) Aot Cham 63,008
oz Cag Hyg Sig O Py PepSy Hg Oy

CamBaing MEme. b= L R e L g B ]
ARNER RIS AR T NP, P R AISIuML BEETRE S2IvEnE

Spoe Crowp: BIim T-l' 2 1082y b J2TE o TEBEBLT)
Spaoe Crolp Mo = 4y « $0.00 B %M1 ¥y 8000
R-Fapzor (5617 TT Tomperaureyi)l; 293 Densmynigiom?l; 1,281

HaC COMe

S51



Supporting information s52 Burello and Rothenberg

QUNXUS

Refarence: J.G. Knight. 5.0oherty, A Harriman, E.G.Robins
M.Betham, 5.R.Eastham, R.P.Tooze, M.RL.J.Elsegocd, P.Champkin,
W.Clegg (2000) Organometallice 19,4857

Formula: Caz Hyy Clp P Pdy Gy Hy Cly

Compound Name: {cis-1,2-bis{Cipheny! phosphinomethyl joyclohexane-P, P )-dichloro-
palladium chloroform sohate

Space Group: P21ic Ceall: a 17.3303) b BET41) e 20.038(3)

Space Group No.: 14 A, =) o 90.00 B 91.55(0) v 80.00

R-Factor (%4): 5.47 Temperature(f): 150 Density{gfond):  1.491

FPh Ph

N/

A
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Supporting information 53 Burello and Rothenberg

QUNYAZ

Refarance: J.G Knight, 5.Doherty, A.Harmiman, E.G_Robins,
M.Betham, G_R.Eastham, R.P.Toocze, M.R.J.Elsegood, P.Champkin,
W.Clegg (2000) Organometallics 19 4857

Formula: Ca3 Hyy €l Po Pdy

Compound Name: {2,3-ex0,endo-bis{[ Diphenylphosphino)methyllnorbormane-P,P')-dichlora-
palladium

Space Group: Cec Cell: a 12.835(2) b 15.201(4) ¢ 15.548(3)

Space Group No.: g (A, o 20.00 Bo82.38(1) Y 90.00

R-Factor (%a): 2.54 Temperature(i): 180 Densityfgiem?):  1.463

\/

\/

N
7\
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SQupporting information s54 Burello and Rothenberg

RINZOD
Reference: W.D.Makhaev, Z.M.Dzhabieva, 5.V Konovalikhin,
2 A DM achenko, G.P.Belov (188G)
Foord Fhim. (FRuse )(Coord. Them.) 22 588
Formula: Cag Hag Clp Po Pdy

Compound Name: Dichloro-(1,4-bis{dipheny! phosghinobutane }-palladiumii)

Space Group: P-1 Cell: a 14.541(8) b BE3IGE) ¢ 10.67HE5)
Space Group No.: 2 A=) o T3.35(5) B ET.12(4) ¥ TE.20(5)
R-Factor (%8): 3.50 Temperature(f): 205 Density{gfom3): 1.580

L
NS
/N

Cl



SQupporting information S55 Burello and Rothenberg

RIVVAT
Reference: M. Gouygou, 2.Tissot, J.-Z.Daran, G.G.A Balavoineg
{1987} Organometaliics 16,1008
Formula: Ca4 Hay Cla Pa Pdy
Compound Name: Dichloro-{1, 1"-diphenyl-2,3' 4 4'-tetramethyl-2,2'-biphosphale)-
palladiumiii)
Space Group: C2ic Celi: a 13.23&(7) b 10.058{2) ¢ 17.882(5)
Space Group No.: 15 {A.=) o 20.00 B 102.13(3) Y 20.00
R-Factar (%): 2.30 Temperature{iK): 255 Density{giom3): 1.574
CHz Hal
HaC CHz

P

AN/
/N
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Supporting information s56 Burello and Rothenberg

RUNVUR

Refarance: Beng-Hwee Aw, T.5.A Hor, 5.53elvaratnam, LF. Mok,
AL PWhite, D.J.Williams, M.H.Rees, W.McFarane, Pak-Hing Leung
(1887) inorg. Ghem. 36,2138

Formula: Ca7 Hop Cla Po Pd,y

Compound Name: (1o e, B 5), 6ol 5), TR)-Dichlore-( 5-(dighenylphosphino}-2, 2, 8-trimethyl-
T-phenyl-T-phosphabicyclo(2.2.1 hept-2-ene j-palladiumii)

Space Group: P1 Cail: a BB843(3) b DD=46) e D.058(4)
Space Group No.: 1 (A7) ot T02.75(4) B 108.58(2) Y 97.82(3)
R-Factor (%a): 3.55 Temperature{i): 285 Densityfoicn?):  1.540
Cl
Cl

Fh

/

Pd

\P

Ph

CHa

\/

Ph

HaC

CHa
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SQupporting information s57 Burello and Rothenberg

TABZOL

Reference: A L.Balch, M.M.Cimstead. 5_.P.Rowley (1830)
Inorg. Chim.Acta , 168,255

Formula: C'I.‘.Z Hzg G'z N1 F'z F'd1.C-| Hz CI2

Compound Name: Dichloro-{bis{diphenyiphosphinomethyl -phenylamine-P_P'-palladium
dichloromethane solvate

Space Group: PZ21in Cell: a 253187T) b 13.453) e 9.7722)
Space Group No.: 14 A, =) o 90.00 B 84.72(1) T EB0.00
R-Factor {%8): 5.00 Temperature(K): 130 Density{g/erm3):  1.552
Fh Fh
F Cl
Ph M Fd
F ]
Fh Fh

——fal,
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Supporting information s58 Burello and Rothenberg

TIYPAS

Reference: 5.Selvaratnam, K.F Mok, Pak-Hing Leung, A.J.P.White,
D.J. Wiliams {19248) inorg. Chem. 35,4788

Formula: Cao Hay Cla Pa Pdy

Compound Name: (5P-4-3-{1e 40, 50 5), TR -Dichloro-{ 5-(ethenylphenylphasphing -2, 3-
dimeathyl-T-phenyl-T-phosphabicycle(2.2.1) hept-2-ene-Pl-palladiumiii)

Space Group: P212121  Cell: a T.ZBO(D b 15428(0) e 18.224(3)
Space Group No.: 18 (A=) o 90.00 B 80.00 Y 20.00
R-Factor (%): 283 Temperaturefi): 223 Density{giom3):  1.822
Ph
=]

Cl '
CHa

CHa
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s59 Burello and Rothenberg

TOLQAM
Reference: F.Bhattacharyya, AM.Z.Slawin, M.B.Smith, D.J.Wiliams,

J.0O Waellins {1828) J Chem.Soc. Dalfon Trans. 3847
Formuila: Caog Hop €ly Ny Oy P Pdy.Ha Oy
Compound Name: Dichlaro-{M.N'-bis{diphenylphosphinourea-palladium monohydrate
Space Group: F21in Cell: a 12.322(4) b 15.728(3) e 13.828(3)
Space Group No_: 14 {4, o 20.00 B 00.68(2) v 8000
R-Factor (%a): 5.30 Temperature(K): 285 Densifyfgfemd):  1.535

/ﬂ}\

H NH
Ph\ :
/ y
/ F P 2

Ph \ \

Fd

\
/

Cl Cl
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Supporting information s60 Burello and Rothenberg

TUHJIP

Referance: T.Benincori, E.Brenna. F.Sannicoéo, L. Trimarco,
P.Antognazza, E.Cesarotti, F.Demartin, T.Pilati {1888) J. Org.Chem. |
61,8244

Formiwla: Cya Hag Cla P; Pdy 55,C4 Ho Cly

Compaound Name: (2,2°-bis{ Diphenylphosphing)-4 4", 6,8 -tetramethyl-3.3'-bibenzothiophene)
-dichloro-palladiumiii) dichloromsethane solvate

Space Group: -4 Ceil: a 23.800(2) b 230002} o 14.865(1)
Space Group No.: 82 (A, o 80.00 p 90.00 ¥ 90.00
R-Factor {%a): 4.60 Temperature{iK): 205 Densityjocmd): 1481
Haz

HzC
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Supporting information s61 Burello and Rothenberg

TUHJOWV

Reference: T.Benincori, E.Brenna, F.Sannicolo, L. Trimarca,
P_Antognazza, E.Cesarotti, F.Demartin, T.Pilati (18968) J Qrg. Cham. |,
61,8244

Formula: Cag Hog Cla Po Pdy 55,05 Hy 04.0.5(C4 Hyg O4)

Compowund Name: {2, 2'-bis{ Diphenylphosphino}-3, 3-bibenzothiophene)-dichlono-
palladiumdii} acetone diethyl ether solvate

Space Group: P21ic Ceali: a 11.148{1) b 128B8(1) ¢ 31.179(4)

Space Group No.: 14 {A,2) o 90.00 B 25.08(1) T 80.00

R-Factor {%o): 3.60 Temperature(f{): 205 Density{g/omd):  1.250

5 Ph

/ p/Ph cl
N
AN

Ph

S Ph
H3C——COMe

Et Et

0
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Supporting information S62 Burello and Rothenberg

TUHJUB

Reference: T.Benincori. E.Brenma, F.Sannicodo, L. Trimarco,
FP.Antognazza, E.Cesarciti, F.Demartin, T.Filati {1828) J Crg.Chem. |
61,6244

Formula: Cag Hog Cln 05 Py Pdy.Cy Ha Cly

Compound Name: (2,2%-bis{Dighenylphosphing)-3, 3'-bibenzofuran -dichloro-paladiemii)
dichigromethane solvate

Space Group: P-1 Cell: a 10.012(1) b 11.442{1) e 18.080(2)
Space Group No_: 2 {451 o 105.87(1) B 9g.08(1) T 103.81(1)
R-Factor (%a): 4.30 Temperature(i): 285 Densify{giemd): 1.530
0O Ph
Ph

/N

Ph

0 Ph

—fal,
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Supporting information S63 Burello and Rothenberg

TURSUU

Reference: R.Haid, R.Gutmann, G.Czemak. C.Langes,
W.Oberhauser, H . Kopacka, K.-H.Ongania, P.Bruggeller (2003}
Inorg. Chem Commun. 6,81

Formula: Cag Haz Clp Po Pdy

Compound Name: cis-Dichloro-{ 1.2-bis(diphenylphos phinojethylens-P, P )-palladiumiii)

Space Group: P21n Call: a B233(2) b 148243} o 10.570(4)
Space Group No.: 14 (A% o &0.00 B 90.79(3) Y S80.00
R-Factor (%a): 4.05 Temperature(i): 213 Densityjgicm?): 1584
Ph Ph
Ph P F Ph
Pd
Cl Cl
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Supporting information

UBOBAO

Reference:

Formula:

Compound Name:

Space Group:

Space Group No.:

R-Factor (%a):

pTol

tBu

S64 Burello and Rothenberg

M.Yamada, K.Toyota, M.Yoshifuji (2001} Chem.Leit. 248
Cga Hgg Cly Po Pd . 2{C4 Ha Clo)

{1.2-bis(4-p-Tolyl-n-outyl}-3,4-bis (2 £ G-ti-t-butylphenyljphosphinidene )
cyclobutens-P Pi-dichloro-palladium dichloromethane solvate

C2lc Cell: a 23821(1) b 11.208(0) c 28457(0)
15 (4,5 o 20.00 B 1028.45{0) v ED.00
.82 Temperature(i): 285 Densityfgiom?): 1232
Tol
1Bu tBu
P\ / i ™
Pd
1Bu / tBu
Ci Cl

—fal,
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Supporting information S65 Burello and Rothenberg

VOFYEU
Refarence: E.H.Wong, Xiacyong Sun, E.J.Gabe, F.L.Lee,
J-P.Charland {1881) Crgamometallics 10,3010
Formula: Czd HEE\ 'E-'z N-Ii Dd F"4 Pd,
Compound Name: Dichlorg-{1.2,5,7-tetrakis{di-isopropylamino teiraphosphoxane-P ' -
palladium
Space Group: C2ic Cell: a 18.8B0(5) b 11.085(1) e 17.834(8)
Space Group No_: 15 (4,2 o 20.00 B 112.0402) Y 80.00
R-Factor (%a): 5.10 Temperature(i): 285 Densifyfg/femd):  1.381

iPr

\T/”
' /\

%//\
(P

iPr |

e W
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WOPGA

Refarance: R.Wursche, T.Debaerdemasker, M.Klinga, B.Rieger
{2000} Ewur. Linorg. Chem. , 2083

Formiula: C25 H1.5 C|2 Fg F'z Pd1 .EIZCE H: C;_q_:l

Compound Name: Dichioro-{1,2-bis{bis{2 4-difluoroghenyl jphosphinc)ethane -palladiumiii)
1.1.2,2-tetrachloroethane solvate

Space Group: 12fa Cell: a 20855(2) b B8528(0) ¢ 23.200(2)
Space Group No.: 15 {A.%) o 20.00 B 104.28(1} ¥ 90.00
R-Factor (%a): 3.20 Temperature{iX): 285 Densityfg/end): 1752

P P
Fd
F F / \ F F
cl cl
ci cl

Cl Cl
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Supporting information s67 Burello and Rothenberg

WOSFUF

Feferenpe: B Broussler, £ Bertadet, Mialy, = Bicnaes, LG Mt ring,
Fhers, MvieaTey, B ek, B Sautters (2500
JOrpancemer Shem 412,77

Py Can Mg Ty By Py By 0y Wy Oy

LI 1 SO DMEINANE SO S

SDadE GO FEi2i27 C=ik & 120852 b T IEDRGT o 15.330T
Spaes Sroun o 15 .= o 000 g som ¥y S0.E0
A-F g 29T Temperanone(Kl: 255 Dersmgpiom?: 1528
e
!
F
4
1By Fi

—tc],

%

L= Cl
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Supporting information S68 Burello and Rothenberg

XATDEB

Reference: Shaw-Taco Lin, Hung-Sheng Choe, Lin-Shuh Liu,
Ju-Chun Wang (2000} J. Organomet Chem. ,610,1

Formula: Caz Hay Cla Mo 02 P2 Pd4,Ha Oy

Compound Name: Dhichloro-{3-(2-(diphenylphos phine jphenyl -4-(diphenylphosphing)
sydnone-P,P'-palladiumiii) monohydrate

Synanym: Dichioro-{5-ouy-3-(2-(diphenylphosphingjphenyl-4-(diphenylphosphing -
1.2, 3-cxadiazol-2-ium-P.F'-palladium{ii} monohydrate

Space Group: F212121  Cell: a 10.145(2) b 12.758{2) ¢ 28.174(2)
Space Group No.: 18 A, o 20.00 B 80.00 ¥ ©0.00
R-Factor {%): 5563 Temperature{K): 285 Density{g/em3): 1.322
Cl
Fh Fh

Cl

/
F'/Ph
\F'h

Had
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Supporting information S69 Burello and Rothenberg

KEQWIZ
Refarence: M.Ogasawara, K.Y oshida, T.Hayashi (2000)

Organometallics 19,1567
Formula: GE st c': PE Pdﬂ .C1 H1 Cia
Compound Name: Dichloro-( 2, 2'-bis{diphenyiphosphina)-1, 1'-biphenyl )-palladium chioroform

solvate
Space Group: P21in Celi: a 10.824(4) b 18.018(4) ¢ 19.080(4)
Space Group No.: 14 A, o 90.00 B 93.8a8(2) v B0.00
R-Factor (%o): 4.00 Temperatura(K): 205 Density{g/em3):  1.509

Ph / Fh
Pd
Ph Ph
i Cl

——fal,
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