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Table S12. Atomic Parameters x,y,z and Biso for [(2,4,6-(i-
Pr),;C¢H,) SCH,CH=PMes* ] PdMeCl 1l0a.

E.S.Ds. refer to the last digit printed.

X y z Biso

Pdl 0.811831(14) 0.826918( 8) 0.172434(17) 1.611( 8)
Cl1 0.73033 ( 6) 0.77091 ( 3) 0.02808 ( 7) 3.06 ( 3)
Pl 0.88236 ( 5) 0.87524 ( 3) 0.31837 ( 6) 1.488(23)
S1 0.67155 ( 5) 0.82211 ( 3) 0.27967 ( 6) 1.709(23)
C1 0.9387 ( 3) 0.83103 (12) = 0.0922 ( 3) 2.81 (12)
c2 0.80376 (19) 0.88964 (11) 0.41070 (22) 1.89 (10)
c3 0.69406 (20) 0.87208 (13) 0.39005 (24) 2.35 (12)
C4 1.01406 (18) 0.89760 (10) 0.36675 (22) 1.44 ( 9)
C5 1.08683 (18) 0.86492 (10) 0.43508 (23) 1.68 (10)
cé 1.18908 (20) 0.88128 (11) 0.4605 ( 3) 2.12 (11)
c7 1.22253 (19) 0.92698 (11) 0.4235 ( 3) 2.00 (11)
c8 1.14984 (19) 0.95809 (10) 0.35953 (25) 1.91 (10)
Cc9 1.04559 (18) 0.94550 (10) 0.32809 (22) 1.57 ( 9)
C10 1.06258 (20) 0.81276 (11) 0.4861 ( 3) 1.96 (10)
C11 0.9874 ( 3) 0.81828 (13) 0.5733 ( 3) 3.34 (14)
C12 1.0247 ( 3) 0.77482 (12) 0.3883 ( 3) 3.36 (14)
C13 1.15989 (23) 0.78811 (13) ~0.5578 ( 3) 2.92 (13)
Cl4 1.33620 (20) 0.94286 (12) 0.4516 ( 3) 2.63 (13)
C15 1.4047 ( 3) 0.90445 (18) 0.5187 ( 7) 9.2 ( 4)
Cleé6 1.3755 {( 3) *0.95199 (22) 0.3351 ( 4) 6.14 (25)
c17 1.34385 (24) 0.99193 (15) 0.5182 ( 3) 3.92 (16)
c18 0.97373 (20) 0.98555 (11) 0.25800 (25) 2.06 (10)
C19 1.03451 (25) 1.03060 (13) 0.2211 ( 3) 3.54 (15)
Cc20 0.9008 ( 3) 1.00743 (13) 0.3354 ( 3) 3.42 (15)
c21 0.91158 (25) 0.96457 (13) 0.1439 ( 3) 2.99 (13)
c22 0.54642 (19) 0.83753 (10) 0.19956 (22) 1.60 ( 9)
c23 0.46545 (19) 0.80514 (11) 0.21664 (23) 1.80 (10)
C24 0.36700 (20) 0.81511 (12) 0.1534 ( 3) 2.21 (11)
Cc25 0.34836 (20) 0.85507 (12) 0.0752 ( 3) 2.36 (11)
Cc26 0.42977 (21) 0.88619 (11) 0.06093 (25) "2.26 (11)
c27 0.53008 (20) 0.87847 (11) 0.12147 (23) 1.84 (10)
c28 0.48089 (22) 0.75966 (13) 0.2978 ( 3) 2.84 (12)
C29 0.4911 ( 4) 0.71269 (16) 0.2283 ( 4) 5.91 (24)
C30 0.3946 ( 4) 0.75365 (18) 0.3691 ( 4) 5.42 (22)
Cc31 0.23922 (24) 0.86465 (13) 0.0092 ( 3) 3.46 (14)
C32 0.2370 ( 3) 0.87336 (21) -0.1217 ( 4) 6.75 (23)
Cc33 0.1895 ( 3) 0.90801 (19). 0.0614 ( 3) 4.66 (20)
C34 0.61450 (21) 0.91448 (11) 0.0995 ( 3) 2.22 (11)
C35 0.6286 ( 3) 0.91309 (14) -0.0296 ( 3) 3.60 (15)
C36 0.5939 ( 3) 0.96841 (13) 0.1378 ( 3) 3.08 (13)
C41 0.7980 ( 4) 0.67892 (18) 0.2674 ( 4) 5.22 (24)
Cc42 0.7562 ( 3) 0.63172 (17) 0.2230 ( 3) 3.91 (18)
N43 0.7254 ( 4) 0.59468 (18) 0.1872 ( 4) 6.8 ( 3)
Hla 0.927 : 0.812 0.021 3.7

Hlb 0.951 0.866 0.074. 3.7

Hlc 0.997 0:.818 0.144 3.7

H2 0.829 0.909 0.479 2.7

H3a 0.677 0.860 0.463 3.2

H3b 0.650 0.900 0.363 3.2

Hé6 1.239 0.860 0.506 2.9

H8 1.172 0.990 0.335 2.7
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Hlla 1.015 0.842 0.633 4,2
H1llb 0.922 0.830 0.533 4.2
Hllc 0.979 0.786 0.609 4.2
Hl2a 0.964 0.788 0.340 4.0
H12b 1.077 0.769 0.341 4.0
Hl2c 1.009 0.743 0.422 4.0
Hl3a 1.211 0.783 0.508 3.6 .
H13b 1.187 0.810 0.622 3.6
Hl3c 1.142 0.756 0.588 . 3.6
HilSa 1.381 0.898 0.592 9.5
H15b 1.402 0.874 0.475 9.5
H1l5¢ 1.474 0.917 0.534 9.5
Hl6a 1.372 0.921 0.291 7.1
H16b 1.333 0.977 0.290 7.1
Hl6cC 1.445 0.964 0.351 7.1
Hl7a 1.300 1.016 0.473 4.7
H17b 1.322 0.987 0.593 4.7
Hl7c 1.414 1.004 0.531 4.7
H1%9a 1.081 -1.019 0.172 4.3
H19b 0.988 1.054 0.178 4.3
H1l9c 1.073 1.047 0.290 4.3
H20a 0.941 1.021 0.406 4.3
H20b 0.860 1.034 0.294 4.3
H20c 0.856 0.981 0.354 4.3
H21la 0.872 0.936 0.162 3.7 g
H21b 0.866 0.990 0.106 3.7
H21lc - 0.958 0.954 0.093 3.7
H24 0.311 0.793 0.164 2.9
H26 0.417 0.914 0.007 3.0
H28 0.544 0.764 0.352 3.5
H29a 0.546 0.717 0.184 6.8
H29b 0.506 0.684 0.280 6.8
H29¢ 0.428 1 0.707 0.175 6.8
H30a 0.389 0.784 0.414 6.4
H30b 0.331 0.748 0.317 6.4
H30c 0.409 0.725 0.421 6.4
H31 0.199 0.835 0.017 4.0
H32a 0.268 0.845 -0.155 7.1
H32b 0.167 0.877 -0.161 7.1
H32c 0.275 0.903 -0.131 7.1
H33a 0.190 0.902 0.144 5.4
H33b 0.228 0.938 0.052 5.4
H33c 0.120 0.912 0.022 5.4
H34 0.678 0.904 0.146 3.0
H35a 0.642 0.879 -0.051 4.5
H35b 0.567 0.925 -0.078 4.5
H35c 0.686 0.934 -0.040 4.5
H36a 0.586 0.968 0.219 3.8
H36b 0.651 .0.990 0.128 3.8
H36cC 0.532 0.981 0.090 3.8
H4la 0.787 0.683 0.347 6.1
H41lb 0.871 0.680 0.265 6.1
H4lc 0.764 . 0.706 0.219 6.1

Biso is the Mean of the Principal Axes of the Thermal Ellipsoid’
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Table S813. u(i,j) or U values*100 for [(2,4,6-(i-Pr);C¢H ;) SCH,CH=PMes*]PdMeCl 10a .
E.S.Ds. refer to the last digit printed

ull (U) uz2 u33l ul2 ul3 u23

pd1 1.919(10) 2.153(12) 2.004(11) -0.102¢( 8) 0.210( 7) -0.378( 8)
Ccl1 4.87 ( 4) 3.80 ( 5) 2.74 ( 4) -1.11 ( 4) 0.02 ( 3) -1.08 ( 3)
Pl 1.32 ( 3) 2.26 ( 4) 2.05 ( 3) -0.160(25) 0.212(23) -0.34 ( 3)
S1 1.54 ( 3) 2.59 ( 4) 2.21 ( 3) -0.274(25) -0.106(22) 0.41 ( 3)
C1 3.81 (16) 3.59 (19) 3.72 (17) . -0.35 (14) 1.89 (14) -1.17 (14)
c2 1.84 (11) 3.31 (16) 1.94 (13) -0.07 (11) 0.09 ( 9) -0.55 (11)
Cc3 1.78 (12) 5.17 (20) 2.02 (14) -0.25 (12) 0.43 (10)  -0.59 (13)
Cc4 1.35 (10) 1.97 (13) 2.15 (12) -0.09 ( 9) 0.28 ( 9) -0.45 (10)
Cs 1.64 (11) 2.06 (14) 2.62 (13) 0.08 (10) 0.23 (10) -0.20 (11)
Ce6 1.74 (12) 2.25 (15) 3.87 (16) 0.08 {(11) -0.12 (11) -0.29 (12)
Cc7 1.47 (11) 2.21 (14) 3.84 (16) -0.16 (10) 0.27 (10) -0.52 (12)
Cc8 1.97 (12) 2.00 (14) 3.36 (15) -0.29 (10) 0.70 (11) -0.31 (11)
Cc9 1.77 (11) 2.09 (14) 2.13 (13) 0.07 (10) 0.35 ( 9) -0.32 (10)
C10 1.92 (12) 2.16 (14) 3.24 (15) -0.24 (10) 0.14 (11) 0.35 (11)
Cci1 3.84 (17) 4.15 (21) 5.07 (21) 0.76 (15) 1.79 (16) 1.74 (16)
Cc12 5.67 (21) 2.09 (16) 4.47 (20) -0.47 (15) -0.63 (16) 0.26 (14)
Cc13 2.83 (15) 3.28 (18) 4.73 (19) 0.28 (13) -0.10 (13) 1.33 (15)
Cl4 1.48 (12) 2.80 (17) 5.63 (20) -0.43 (11) 0.36 (12) -0.91 (14)
C1s5 2.05 (18) 4.9 (3) 26.0 (8 -0.79 (18) -3.1 ( 3) 3.8 ( 4)
Cl6 2.82 (18) 13.4 {( 5) 7.6 (3) -3.18 (23) 2.25 (19) -5.2 ( 3)
c17 2.59 (15) 5.83 (25) 6.41 (24) -1.35 (16) 0.61 (15) =-2.97 (20)
C1s8 2.25 (12) 2.40 (15) 3.15 (15) 0.10 (11) 0.38 (11) 0.34 (12)
C19 3.51 (17) 3.19 (19) 6.44 (24) -0.17 (14) -0.01 (16) 1.71 (17)
C20 4.84 (20) 3.23 (19) 5.08 (21) 1.82 (15) 1.30 6) 0.35 (16) .
c21 3.94 (17) 3.71 (19) 3.41 (17) 0.08 {(14) -0.26 ( 3) 0.82 (14) !
Cc22 1.67 (11) 2.48 (15) 1.80 (12) -0.21 (10) -0.04 ( 9) -0.03 (10)
c23 1.92 (12) 2.71 (15) 2.09 (13) -0.58 (11) 0.02 (10) -0.13 (11)
Cc24 1.84 (12) 3.15 (16) 3.16 (16) -0.45 (11) -0.25 ( 1) -0.43 (12)
Cc25 2.14 (13) 3.13 (17) 3.28 (16) 0.23 (12) -0.68 1) -0.55 (13)
Cc26 2.73 (13) 2.77 (16) 2.76 {(14) 0.60 (12) -0.44 (11) 0.26 (12)
c27 2.18 (12) 2.61 (15) 2.11 (13) 0.25 (11) 0.13 (10) 0.08 (11)
c28 2.67 (14) 3.94 (19) 3.69 (17) -1.69 (13) -0.86 (12) 1.28 (14)
c29 1.1 ( 4) 3.89 (25) 7.8 ( 3) 2.9 ( 3) 2.6 ( 3) 1.80 (23)
C30 8.7 ( 3) 5.8 ( 3) 6.9 (3) -1.24 (25) 3.77 (25) 1.90 (24)
C31 2.76 (15) 3.68 (19) 5.87 (22) 0.00 (14) ~-1.67 (15) -0.09 (16)
c32 6.6 (3) 11.7 ( 4) 5.5 ( 3) 5.4 { 3) -4.18 (21) -3.9 ( 3)
C33 2.90 (17) 9.4 ( 4) 5.12 (23) 2.19- (19) -0.01 (15) =-0.51 (22)
C34 2.63 (13) 2.62 (16) 3.13 (15) 0.21 (11) 0.36 (11) 0.89 (12)
C35 5.40 (21) 4.61 (22) 4.23 (20) 0.24 (17) 2.38 (17) 1.17 (16)
C36 4.24 (18) 3.12 (18) 4.26 (19) -0.55 (14) 0.45 -(14) 0.38 (14)
ca1l 9.4 ( 3) 6.5 ( 3) 4.29 (23) -0.1 ( 3) 2.42 (23) -0.22 (21)
ca2 7.2 ( 3) 4.9 ( 3) 3.03 (19) 1.79 (21) 1.78 (17) 0.21 (17)
N43 13.5 ( 4) 6.6 ( 3) 6.3 ( 3) 0.5 ( 3) 2.6 ( 3) -1.14 (23)
Hia 4.7

Hlb 4.7

Hlc 4.7

H2 3.4

H3a 4.0

H3b 4.0

H6 3.6

H8 3.4

Hlla 5.4
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Hllb
Hllc
Hl2a
H1l2b
Hl2c
Hl3a
H13b
H1l3c
Hil5a
H15b
H15c
Hl6a
H16b
Hlé6c
Hl7a
H17b
H1l7c
Hl%a
H19b
H19c
H20a
H20b
H20c
H21a
H21Db
H21c
H24

H26

H28

H29a
H29%b
H29c
H30a
H30b
H30c¢
H31

H32a
H32b
H32c
H33a
H33b
H33c
H34

H35a
H35b
H35c¢
H36a
H36b
H36C
H4la
H41b
H41c

) el
NNNAR eV W OO DO OUIOOO®OOOEWWABAU UV WUOOONNDNDS DD GV O
@OWO®YVWWYWDIIIOOOOVDOWOWORFEFRPHOAOAONDROIITJI DD BB DD OOVYWOVWOWOOOARARNOGER B b

Anisotropic Temperature Factors are of the form
Temp=-2*Pi*Pi* (h*h*ull*astar*astar+---+2*h*k*ul2*astar*bstar+---)
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Table S14. Bond Lengths (A) and Angles (deg) for [(2,4,6-(i-
Pr);CgH;) SCH;CH=PMes* ] PdMeCl 10a

DISANG -- The NRCVAX Distance and Angle Program

The Space Group is P 21/C Centrosymmetric

The Equivalent Positions are:
1) X Y z 2) -x 1/2+y 1/2-z

The Lattice is Primitive. There are no Centering Vectors

PA(1)-C1(1) 2.3496(7) C(14)-C(16) 1.539(6)
PA(1)-P(1) 2.1920(7) C(14)-C(17) 1.506(5)
Pd(1)-S(1) 2.3965(7) C(18)-C(19) 1.538(4)
Pd(1)-C(1) 2.046(3) C(18)-C(20) 1.533(4)
. P(1)-C(2) 1.652(3) : C(18)-C(21) 1.532(4)
P(1)-C(4) 1.8276(24) C(22)-C(23) 1.409(4)
8{(1)-C(3) 1.826(3) C(22)-C{27) 1.404 (4)
S(1)-C(22) 1.7934(25) C(23)-C(24) 1.400(4)
C(2)-C(3) 1.498(4) C(23)-C(28) 1.519(4)
C(4)-C(5) 1.426(4) C(24)-C(25) 1.386(4)
C{4)-C(9) 1.431(4) C(25)-C(26) 1.385(4)
C(5)-C(6) 1.397(4) C(25)-C(31) 1.528(4)
C(5)-C(10) 1.557(4) C(26)-C(27) 1.400(4)
C(6)-C(7) 1.382(4) C(27)-C(34) 1.519(4)
C(7)-C(8) 1.378(4) C(28)-C(29) 1.500(s6)
C(7)-C(14) 1.535(4) C(28)-C(30) 1.522(5)
C(8)-C(9) 1.399(3) C(31)-C(32) 1.523(6)
C(9)-C(18) 1.554(4) C(31)-C(33) 1.499(6)
C(10)-C(11) 1.535(4) C(34)-C{35) 1.533(5)
C(10)-C(12) 1.530(4) C(34)-C{(36) 1.534(5)
C(10)-C(13) 1.546(4) C(41)-C(42) 1.426(7)
C(14)-C(15) 1.487(5) C(42)-N(43) 1.115(7)
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C1(1)-PA(1)-P(1) 175.02(3) C(7)-C(14)-C(16) 108.6(3)
Cl(1)-Pd(1)-S(1) 91.92(3) C(7)-C(14)-C(17) 108.80(24)
Cl(1)-Pd(1)-C(1) 91.27(9) C(15)-C(14)-C(16) 107.3(4)
P(1)-Pd(1)-S(1) 84.093(24) C(15)-C(14)-C(17) 110.1(4)
P(1)-PdA(1)-C(1) 92.58(9) C(16)-C(14)-C(17) 107.9(3)
S(1)-Pd(1)-C(1) 175.88(10) C(9)-C(18)-C(19) 112.04(22)
PA(1)-P(1)-C(2) 113.62(9) C(9)-C(18)-C(20) 109.97(23)
PA(1)-P(1)-C(4) 132.81(8) C(9)-C(18)-C(21) 112.82(24)
C(2)-P(1)-C(4) 113.23(12) C(19)-C(18)-C(20) 106.0(3)
PA(1)-8(1)-C(3) 105.91(9) C(19)-C(18)-C(21) 105.7(3)
PA(1)-8(1)-C(22) 116.31(9) C(20)-C(18)-C(21) 110.03(25)
C(3)-S(1)-C(22) 102.68(13) S(1)-C(22)-C(23) 116.09(20)
P(1)-C(2)-C(3) 121.28(20) S(1)-C(22)-C(27) 122.25(19)
S(1)-C(3)-C(2) 111.93(19) C(23)-C(22)-C(27) 121.63(23)
P(1)-C(4)-C(5) 119.02(19) C(22)-C(23)-C(24) 117.9(3)
P(1)-C(4)-C(9) 120.23(18) C(22)-C(23)-C(28) 123.04(23)
C(5)-C(4)-C(9) 120.55(21) C(24)-C(23)-C(28) 119.06(24)
C(4)-C(5)-C(6) 117.41(24) C(23) c(24) C(25) 121.9(3)
C(4)-C(5)-C(10) ° 125.92(22) C(24)-C(25)-C(26) 118.56(24)
C(6)-C(5)-C(10) 116.67(23) C(24) C(25) -C(31) 119.9(3)
C(5)-C(6)-C(7) 123.64(25) C(26)-C(25)-C(31) 121.5(3)
C(6)-C(7)-C(8) 117.47(23) C(25)-C(26)-C(27) 122.5(3)
C(6)-C(7)-C(14) 121.74(25) C(22)-C(27)-C(26) 117.48(25)
C(8)-C(7)-C(14) 120.8(3) C(22)-C(27)-C(34) 123.83(22)
C(7)-C(8)-C(9) 123.9(3) C(26)-C(27)-C(34) 118.69(24)
C(4)-C(9)-C(8) 117.06(23) C(23)-C(28)-C(29) 110.1(3)
C(4)-C(9)-C(18) 125.82(21) C(23)-C(28)-C(30) 112.5(3)
C(8)-C(9)-C(18) 117.08(23) C(29)-C(28)-C(30) 110.3(3)
C(5)-C(10)-C(11) 111.11(24) _ C(25)-C(31)-C(32) 112.1(3)
C(5)-C(10)-C(12) 111.52(24) C(25)-C{31)-C(33) 111.4(3)
C(5)-C(10)-C(13) 111.87(22) C(32)-C(31)-C(33) 110.3(3)
C(11)-C(10)-C(12) 112.4(3) C(27)-C(34)-C(35) 111.1(3)
C(11)-C(10)-C(13) 104.97(25) C(27)-C(34)-C(36) 111.54(24)
C(12)-C(10)-C(13) 104.6(3) C(35)-C(34)-C(36) 111.0(3)
C(7)-C(14)-C(15) 113.9(3) C(41)-C(42)-N(43) 178.4(5)
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Table S15. Torsion angles (deg) for [(2,4,6-(i-Pr);CeH ,) SCH,CH=PMes*]PdMeCl 10a .

Cl1 Pd1 P1 c2 -44 .74 (186) Cl1 Pd1 P1 c4 128.00(14)
S1 Pd1 P1 c2 -7.84(16) s1 Pd1 P1 Cc4 164.91(14)
C1 Pd1 P1 c2 174.60(23) C1l Pd1l P1 Cc4 -12.65(20)
cli Pd1 s1 c3 -169.03(17) Ccl1 Pd1l S1 c22 -55.73(14)
P1 Pd1 s1 c3 13.96(15) P1 Pd1l s1 c22 127.26(15)
C1 Pd1 81 C3 50.19(22) Cc1 Pdl s1 Cc22 163.49(21)
Pd1 P1 c2 c3 -2.27(19) C4 P1 c2 c3 -176.5( 4)
Pd1 P1 C4 cs5 -80.7( 3) Pd1l Pl C4 o}°] 94.0( 3)
c2 Pl C4 cs 92.0( 3) c2 Pl ca c9 -93.2¢( 3)
Pd1 s1 c3 c2 -18.77(19) Cc22 S1 c3 c2 -141.2( 4)
Pd1l S1 c22 c23 135.9( 3) Pdl S1 C22 Cc27 -42.14(22)
c3 S1 c22 c23 -108.9( 3) C3 S1 Cc22 Cc27 73.0( 3)
P1 c2 c3 S1 14.80( 8) P1 C4 C5 (o 173.8( 5)
P1 C4 Cs5 C10 -7.31(18) c9 ca cs5 ceé -1.0( 3)
o]} ca cs " C10 178.0( 5) P1 Cc4 co c8 -174.1( 5)
P1 Cc4 (o]°] Cc18 8.08(18) C5 C4 (of°] c8 0.53(25)
cs c4 c9 c18 -177.2( 5) C4 c5 cé c7 0.18(25)
C10 cs cé6 c7 -178.8( 6) C4 cs C10 C11 -62.0( 4)
Cca C5 C10 Cc12 64.2( 4) ca Cs C10 C13 ~-178.9( 5)
C6 C5 C10 C1l1 117.0( 5) ' (o] Cs c1o0 Cc12 -116.8( 5)
c6 cs C10 C13 0.0( 3) C5 C6 C7 (of:] 1.0( 3)
cs cé c7 Cl4 -178.8( 6) (o c7 c8 co -1.6( 3)
Cl4 c7 cs co 178.2( 6) cé c7 C14 C15 1.2( 4)
cé Cc7 Cl4 Cl6 120.8( 6) (ol c7 C1l4 C17 -122.0( &)
cs C7 C14 C15 -178.6( 7) cs c7 C1l4 C1l6 -59.0( 4)
of:] Cc7 Cl4 Cc17 58.2( 4) c7 C8 c9 C4 0.79(25)
c7 cs Cco c18 178.8( 5) . Cca Co cis C19 -174.8( 5)
Cc4 c9o Cc1s8 Cc20 67.6( 4) C4 co Cc18 c21 -55.6( 3)
o4} 9 c18 C19 7.5( 3) o]} C9 Cc18 C20 -110.1( 5)
(of: Cc9 c18 c21 126.6( 5) s1 c22 c23 C24 -178.4( 5)
s1 Cc22 c23 c28 0.17(20) c27 C22 Cc23 C24 -0.3( 3)
c27 Cc22 c23 c28 178.3( 5) s1 c22 c27 c26 178.2( 5)
S1 c22 c27 C34 -1.92(19) c23 c22 c27 Cc26 0.2( 3)
Cc23 Cc22 c27 C34 -179.9( 5) c22 C23 C24 C25 0.7( 3)
c28 c23 C24 C25 -178.0( 6) c22 c23 c28 c29 -97.6( 5)
c22 c23 c28 C30 139.0( 6) Cc24 Cc23 Cc28 C29 80.9( 5)
C24 c23 Cc28 C30 -42.5( 4) Cc23 C24 Cc25 Cc26 -0.9( 3)
c23 C24 Cc25 Cc31 -179.4( 6) C24 C25 Cc26 c27 0.7( 3)
c31 Cc25 Cc26 c27 179.3( 6) C24 C25 c31 C32 -132.8( 6)
C24 c25 Cc31 33 103.1( 6) Cc26 c25 c31 c32 48.7( 4)
Cc26 Cc25 C31 Cc33 -75.4( 5) C25 Cc26 Cc27 c22 -0.4( 3)
Cc25 C26 Cc27 C34 179.7( 6) c22 c27 C34 C35 118.9( 5)
c22 c27 C34 C36 -116.6( 5) c26 c27 C34 €35 -61.2( 4)
c26 c27 C34 Cc36 63.3( 4)
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Table S16. Crystal Data and Structure Refinement for [(2,4,6-(i-
Pr),C,H,) SCMe,CH=PMes *] PdMeCl 13.

Space Group and Cell Dimensions Monoclinic, P 2,/n
a 11.9591(5) b 15.8500(7) c 23.3435(10)
beta 104.795(1)
Volume 4278.1(3)A**3
Empirical formula : C40 H65 S Cl Pd P N

Cell dimensions were obtained from 6741 reflections with 2Theta angle

in the range 5.00 - 50.00 degrees.
Crystal dimensions : 0.20 X 0.20 X 0.20 wm
FW = 764 .84 Z = 4 F(000) = 1622.11

Dcalc 1.188Mg.m-3, mu 0.61mm-1, lambda 0.71073A, 2Theta(max) 50.0

The intensity data were collected on a Bruker SMART diffractometer,
using the omega scan mode.
The h,k,l ranges used during structure solution and refinement are :--

Hmin,max -14 13; Kmin,max 0 18; Lmin,max 0o 27
No. of reflections measured 36040
No. of unique reflections 7572
No. of reflections with Inet > 2.5sigma(Inet) 6236

Merging R-value on intensities 0.038
Correction was made for absorption using SADABS

Details of the last least squares cycle
110 atoms, 407 parameters Full-matrix on Fo Counter wts (k 0.000300)
The residuals are as follows :--
Significant reflections: 6236 Rf 0.038, Rw 0.050
All reflections: 7572 Rf 0.047, Rw 0.051
Included reflections: 6236 Rf 0.038, Rw 0.050 GoF 1.9215
where Rf = Sum(Fo-Fc¢)/Sum(Fo),
Rw Sqrt [Sum(w(Fo-Fc) **2) /Sum(wFo**2)] and
GoF = Sqrt[Sum(w(Fo-Fc)**2)/(No. of reflns - No. of params.)]
The maximum shift/sigma ratio was 0.001.

Last D-map: Minimum density -0.650e/A**3, Maximum density 0.720e/A**3 .,

Secondary ext. coeff. 4.3373microns sigma 0.2717




© 2002 American Chemical Society, Organometallics, Daugulis om020631x Supporting Info Page 49 -

Figure S6. Structural View (50% Ellipsoids) and Packing Diagrams of [(2,4,6-(i-

Pr) ;C¢H,) SCMe,CH=PMes *] PdMeCl 13.
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Table S17. Atomic Parameters X,Y,2 and Biso for [(2,4,6-(i-
Pr);C4H;) SCMe,CH=PMes *] PdMeCl 13.

E.S5.Ds. refer to the last digit printed.

X Y z Biso

Pd1 0.050345(20) 0.836582(15) 0.122802(10) 1.254(11)
Ccl1 0.14915 ( 8) 0.91085 ( 6) 0.20766 ( 4) 2.39 ( 4)
81 0.22674 ( 6) 0.79946 ( 5) 0.09542 ( 3) 1.19 ( 3)
P1 -0.03566 ( 7) 0.77469 ( 5) 0.03835 ( 4) 1.23 ( 3)
C1 -0.1020 ( 3) 0.8729 ( 3) 0.14008 (16) 2.47 (16)
c2 0.1852 ( 3) 0.74456 (20) 0.02107 (13) 1.25 (12)
c3 0.0547 ( 3) 0.73724 (20) 0.00114 (13) 1.35 (12)
C4 0.2414 { 3) 0.65780 (21) 0.02265 (15) 1.81 (14)
c5 0.2257 ( 3) 0.80292 (23)° -0.02235 (15) 1.92 (14)
Ci1l 0.3376 ( 3) 0.73507 (20) 0.14262 (13) 1.30 (13)
C12 0.4532 ( 3) 0.76176 (21) 0.15034 (15) 1.74 (13)
C13 0.5400 ( 3) 0.71491 (22) 0.18811 (16) 2.02 (15)
Cl4 0.5171 ( 3) 0.64310 (21) 0.21820 (14) 1.57 (13)
C15 0.4021 ( 3) 0.61966 (21) 0.20969 (14) 1.48 (13)
Cls6 0.3110 ( 3) 0.66380 (20) 0.17246 (14) 1.36 (12)
C17 0.4892 ( 3) 0.83815 (24) 0.11892 (20) 2.93 (17)
Cc18 0.5600 ( 4) 0.8105 ( 3) 0.07584 (25) 4.95 (25)
C19 0.5553 ( 4) 0.9019 ( 3) 0.1625 ( 3) 5.8 ( 3)
Cc20 0.6121 ( 3) 0.59296 (22) 0.25978 (14) 1.80 (14)-
c21 0.6461 ( 3) 0.6352 ( 3)- 0.32125 (17) 2.95 (17)
Cc22 0.7192 ( 3) 0.57930 (25) 0.23620 (16) 2.74 (16)
Cc23 0.1878 ( 3) 0.63275 (22) 0.16820 (14) 1.67 (13)
C24 0.1750 ( 3) 0.53734 (23) 0.15818 (17) 2.45 (15)
Cc25 0.1519 ( 3) 0.6576 ( 3) 0.22438 (17) 2.88 (18)
C31 -0.18359 (25) 0.75414 (20) -0.00577 (13) 1.22 (12)
C32 + -0.2380 ( 3) 0.67578 (20) 0.00159 (14) 1.37 (13)
C33 -0.3398 ( 3) 0.65489 (20) -0.04104 (15) 1.58 (13)
C34 -0.3910 ( 3) 0.70601 (21) -0.08861 (14) 1.46 (13)
C35 -0.3397 ({ 3) 0.78360 (21) -0.09246 (14) . 1.57 (13)
C36 -0.2382 ( 3) 0.81103 (20) -0.05246 (14) 1.39 (13)
Cc37 -0.1924 ( 3) 0.60834 (21) 0.05009 (14) 1.60 (14)
c38 -0.1457 ( 3) 0.64579 (22) 0.11241 (15) 2.06 (14)
C39 -0.0980 ( 3) 0.55469 (22) 0.03317 (16) 2.14 (15)
C40 -0.2887 ( 3) 0.54693 (23) 0.05683 (16) 2.39 (15)
ca1 -0.5029 (. 3) 0.67711 (22) -0.13282 (15) 1.73 (13)
Cca2 -0.4854 ( 4) 0.5898 ( 3) -0.15667 (20) 4.47 (21)
Cc43 -0.5416 ( 4) 0.7363 ( 3) -0.18577 (19) 4.30 (20)
C44 -0.5979 ( 3) 0.6725 ( 3) -0.10044 (19) 4.03 (23)
Cc45 -0.1957 ( 3) 0.90040 (21) -0.06325 (14) 1.73 (13)
Cc46 -0.2948 ( 3) 0.95508 (23) -0.10141 (18) 2.65 (17)
Cca7 -0.1514 ( 3) 0.95146 (23) -0.00566 (18) 3.00 (18)
cas8 -0.1012 ( 3) 0.89643 (24) -0.09698 (17) 2.74 (17)
N51 0.9127 ( 4) 0.3714 ( 3) 0.13819 (21) 5.87 (23)
C52 0.9982 ( 4) 0.3467 ( 3) 0.16373 (19) 3.48 (20)
C53 1.1090 ( 4) 0.3136 ( 3) 0.19459 (23) 5.11 (24)
Hla -0.086 0.903 0.177 3.3

Hlb -0.144 0.909 0.109 3.3
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Hlc -0.147 0.824 0.143 3.3
H3 0.022 0.710 ' -0.036 2.1
H4a 0.215 0.622 0.050 2.6
H4b 0.220 0.633 -0.016 2.6
H4c 0.324 0.664 0.035 2.6
H5a 0.190 0.857 -0.023 2.7
HSb 0.308 0.809 -0.010 2.7
HSc 0.204 0.779 -0.061 2.7
H13 0.619 0.732 0.194 2.7
H15 0.385 0.571 0.230 2.2
H17 0.421 0.866 0.096 3.6
Hl8a 0.515 0.771 0.048 6.0
H18b 0.579 0.858 0.055 6.0
H18c 0.630 0.783 0.098 6.0
Hl9a 0.510 0.920 0.189 6.0
H19b 0.625 0.875 0.185 6.0
Hlsc 0.575 0.950 0.142 6.0
H20 0.581 0.538 0.265 2.5
H21la 0.579 0.643 0.336 3.6
H21b 0.701 0.601 0.348 3.6
H21lc 0.680 0.689 0.318 3.6
H22a 0.696 0.552 0.198 3.5
H22b 0.753 0.633 0.232 3.5
H22c 0.775 0.545 0.263 3.5
H23 0.137 0.660 0.135 2.4
H24a 0.198 0.522 0.123 3.1
H24b 0.224 0.508 0.192 3.1
H24c 0.096 0.521 0.154 3.1
H25a 0.161 0.718 0.230 3.7
H25b 0.073 0.642 0.221 3.7
H25¢c 0.200 0.629 0.258 3.7
H33 -0.376 0.602 -0.037 2.3
H35 -0.376 0.821 -0.124 2.3 -
H38a -0.205 0.679 0.123 2.8 ‘
H38b -0.122 0.601 0.141 2.8
H38c -0.080 0.681 0.113 2.8
H39a -0.036 0.591 0.029 2.9
H39b -0.069 0.514 0.064 2.9
H39c -0.131 0.526 -0.004 2.9
H40a -0.322 0.521 0.019 3.1
H40b -0.257 0.504 0.085 3.1
H40c -0.347 0.578 0.070 3.1
H42a -0.462 0.551. -0.124 4.9
H42b -0.556 0.570 -0.183 4.9
H42c -0.427 0.592 -0.178 4.9
H43a -0.482 0.739 -0.206 4.7
H43b -0.612 0.716 -0.212 4.7
H43¢c . -0.555 0.791 -0.172 4.7
H44a -0.610 0.728 -0.086 4.8
H44b -0.668 0.653 -0.127 - 4.8
Ha4c -0.576 0.634 -0.068 4.8
H46a -0.327 0.927 . -0.138 3.3
H46b -0.354 0.963 -0.081 3.3
H46¢ -0.265 1.009 -0.109 3.3
H47a -0.210 0.953 0.016 3.6
H47b -0.083 0.925 ' 0.019 3.6
H47c -0.133 1.008 -0.015 3.6
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H48a -0.037 0.863 -0.075 3.5
H48b -0.133 0.871 -0.135 3.5
H48c -0.075 0.952 -0.102 3.5
H53a 1.124 0.324 0.236 5.3
H53b 1.110 0.254 0.188 5.3
HS53c 1.168 0.340 0.179 5.3

Biso is the Mean of the Principal Axes of the Thermal Ellipsoid .
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Table S19. u(i,j) or U Valuesfloo for [(2,4,6-(i-Pr),CH 2) SCMe,CH=PMes*] PdMeCl 13 .

E.S.Ds. refer to the last digit printed

ull (U) uz22 u33 ulz ul3l3 u23

Pdi 1.508(15) 1.619(16) 1.555(15)° -0.019(10) 0.239(10) -0.308(10)
Cl1 3.40 ( 5) 3.10 ( 5) 2.14 ( 4) -0.06 ( 4) -0.12 ( 4) -1.07%( 4)
s1 1.37 ( 4) 1.32 ( 4) 1.70 { 4) 0.00 ( 3) 0.14 ( 3) -0.03 ( 3)
P1 1.29 ( 4) 1.57 ( 5) 1.71 ( 4) -0.13 ( 3) 0.18 ( 3) -0.24 ( 3)
C1 2.30 (19) 4.07 (23) 3.24 (20) 0.45 (17) 1.12 (16) -1.07 (18)
c2 1.67 (16) 1.54 (17) 1.49 (15) 0.05 (13)  0.31 (12) -0.19 (13)
ok 1.72 (16) 1.66 (18) 1.68 (16) -0.11 (13) 0.34 (13) 0.08 (14)
C4 2.38 (18) 2.24 (20) 2.22 (18) 0.11 (14) 0.54 (14) -0.36 (15)
cs5 2.55 (19) 2.75 (20) 2.14 (18) -0.04 (15)- 0.85 (15) 0.36 (15)
C11 1.50 (16) 1.48 (17) 1.77 (16) 0.05 (13) 0.06 (13) -0.06 (13)
c12 1.80 (17) 1.79 (18). 2.89 (19) -0.23 (14) 0.33 (14) 0.23 (15)
C13 1.42 (17) 2.49 (21) 3.43 (20) -0.22 (14) 0.01 (15) 0.25 (16)
Ci4 2.11 (17) 2.10 (19) 1.57 (16) 0.16 (14) 0.09 (14) -0.12 (14)
C15 1.89 (17) 1.83 (19) 1.77 (16) -0.02 (14) 0.20 (13) 0.18 (14)
Cl6 1.80 (16) 1.45 (17) 1.76 (16) -0.03 (13) 0.18 (13) -0.15 (14)
c17 1.60 (18) 2.93(23) 6.1 ( 3) -0.29 (16) 0.05 (18) 2.28 (20)
Cc18 3.8 ( 3) 7.1 ( 4) 8.8 ( 4) 0.85 (24) 3.3 (3) 4.3 ( 3)
Cc19 7.1 (&) 3.5 ( 3) 9.1 (4) -2.5 (3) -2.4 ( 3) 1.6 ( 3)
Cc20 1.74 (17) 2.47 (20) 2.28 (18) 0.25 (14) -0.14 (14) 0.24 (15)
Cc21. 3.38 (22) 4.7 ( 3) 2.67 (20) 0.99 (19) -0:04 (17) -0.22 (19)
Cc22 3.03 (21) 3.80 (24) 3.35 (21) 1.46 (18) 0.40 (17) 0.50 (18)
Cc23 1.69 (17) 2.24 (18) 2.23 (17) -0.33 (14) 0.16 (14) 0.78 (15)
c24 2.50 (19) 2.41 (21) 3.88 (22) -0.52 (16) -0.13 (16) 1.11 (17)
Cc25 2.72 (20) 5.3 ( 3) 3.03 (21) -0.41 (18) 1.03 (17) 0.44 (19)
C31 1.20 (15) 1.59 (17) 1.77 (16) 0.10 (13) 0.21 (12) -0.20 (13)
Cc32 1.60 (16) 1.48 (18) 2.18 {17) 0.06 (13) 0.57 (13) -0.12 (14)
Cc33 1.55 (16) 1.68 (18) 2.60 (18) -0.42 (13) 0.24 (14) -0.11 (14)
C34 1.58 (16) 2.08 (19) 2.02 (17) -0.03 (13) 0.68 (13) -0.40 (14)
Cc35 1.69 (16) 1.99 (19) 2.06 (17) -0.03 (13) 0.12 (13) 0.18 (14)
C36 1.66 (16) 1.62 (17) 2.02 (17) 0.19 (13) 0.51 (13) 0.05 (14)
Cc37 1.90 (17) 1.50 (18) 2.68 (18) -0.10 (13) 0.57 (14) 0.22 (14)
Cc38 2.65 (19) 2.56 (21) 2.60 (19) -0.28 (15) 0.64 (16) 0.53 (15)
C39 2.58 (19) 1.87 (19) 3.51 (20) 0.35 (15) 0.46 (16) 0.38 (16)
Cc40 2.79 (19) 2.47 (21) 3.66 (21) -0.51 (16) 0.55 (16) 0.95 (17)
C41 1.84 (17) 2.60 (20) 1.98 (17) -0.51 (14) 0.16 (14) -0.45 (15)
c4a2 4.8 ( 3) 5.5 ( 3) 5.4 (3) -0.22 (23) -0.97 (22) -2.91 (25)
C43 3.72 (24) 6.7 ( 3) 4.3 ( 3) -2.37 (23) -1.90 (20) 1.53 (24)
C44 1.95 (20) 9.5 ( 4) 3.96 (25) -1.25 (22) 0.98 (18) -0.87 (24)
c45 2.02 (18) 1:72 (18) 2.51 (18) -0.39 (14) 0.00 (14) 0.48 (15)
C46 2.78 (20) 1.75 (20) 4.95 (24) 0.00 (16) -0.11 (17) 0.61 (17)
ca7 4.76 (24) 1.77 (21) 4.15 (23) -0.65 (18) -0.16 (19) -0.30 (18)
c48 3.14 (21) 2.86 (22) 4.49 (24) -0.08 (17) 1.11 (18) 1.32 (18)
N51 5.1 ( 3) 7.2 (3) 8.5 (3) -1.43 (23) -1.15 (25) 3.4 { 3)
Cc52 4.9 . ( 3) 3.5 ( 3) 3.90 (25) -1.63 (20) -0.51 (21) 0.92 (19)
C53 5.4 ( 3) 4.9 ( 3) 6.9 ( 3) -1.57 (24) -2.4 ( 3) 1.8 ( 3)
Hla 4.2 : '
Hlb 4.2
Hlc 4.2
H3 2.7

 H4a 3.3
H4b 3.3
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H4c
HSa
HS5b
H5¢
H13
H1S
H17
Hl8a
H18b
" Hl8c
H1l9%a
H19b
H19c
H20
) H21la
/ H21b
H21c
H22a
H22b
H22c
H23
H24a
H24b
H24c¢
H25a
H25Db
H25c
H33
H35
H38a
H38Db
H38c
H39%a
H39b
H39c
H40a
H40b
H40c
H42a
H42b
H42c
H43a
H43b
H43c
H44a
H44Db
H44c
H46a
H46b
H46¢C
H47a
H47b
H47c
H48a
H48b
H48c¢

3
5
5
5
4
8
5
6
6
6
6
6
6
2
6
6
6
4
4
4
1
9
9
9
7
7
7
.9
9
6
6
6
7
7
7
0
0
0
3
3
3
9
9
9
1
1
1
2
2
2
6
6
6
5
5
5
H53a 8

m.h»m»b.hm.b»b.boxmmmmmmmm.b.b»wwwwwwww»»pwwuw»»»mpmw\l\l\l\]qqmwwwwww
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HS3b 6.8
HS3c 6.8"

Anisotropic Temperature Factors are of the form
Temp=-2*Pi*Pi* (h*h*ull*astar*astar+---+2*h*k*ul2*astar*bstar+---)
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Table S20. Bond Lengths (A) and Angles (deg) for [(2,4,6-(i-
Pr),C¢H,) SCMe,CH=PMes *] PdMeCl 13.

DISANG -- The NRCVAX Distance and Angle Program
- The Space Group is P 21/N Centrosymmetric
The Equivalent Positions are:
1) X Y z 2) 1/2-x 1/2+y 1/2-z

The Lattice is Primitive. There are no Centering Vectors

PA(1)-C1(1) 2.3475(8) C(20)-C(22) 1.532(5)

PA(1)-S(1) 2.4277(8) C(23)-C(24) 1.532(5)

Pd(1)-P(1) 2.2071(8) C(23)-C(25) 1.532(5)

PA(1)-C(1) 2.047(3) C(31)-C(32) 1.433(4)

S(1)-c(2) 1.891(3) C(31)-C(36) 1.436(4)

S(1)-C(11) 1.808(3) C(32)-C(33) 1.401(4)

P(1)-C(3) 1.659(3) C(32)-C(37) 1.551(5)

P(1)-C(31) 1.835(3) C(33)-C(34) 1.385(5)

c(2)-C(3) 1.515(4) C(34)-C(35) 1.388(5)

Cc(2)-C(4) 1.527(5) C(34)-C(41) 1.537(4)

C(2)-C(5) 1.539(5) C(35)-C{36) 1.398(4)

C(11)-C(12) 1.412(4) C(36)-C(45) 1.547(5)

C(11l)-C(16) 1.406(4) ‘ ~ C(37)-C(38) 1.538(5)

C(12)-C(13) 1.393(5) C(37)-C(39) 1.543(5)

C(12)-C(17) 1.534(5) C(37)-C(40) 1.547(5)

C(13)-C(14) 1.401(5) C(41)-C(42) 1.527(6)

C(14)-C(15) 1.389(4) C(41)-C(43) 1.527(5)

C(14)-C(20) 1.517(4) C(41)-C(44) 1.518(5)

C{15)-C(16) 1.396(4) C{45)-C(46) 1.553(5)

C(16)-C(23) 1.531(4) C(45)-C(47) 1.542(5)

C(17)-C(18) 1.534(7) C(45)-C{48) 1.535(5)

C(17)-C(19) 1.507(6) , N(51)-C(52) 1.114(6)

C(20)-C(21) 1.541(5) C(52)-C(53) 1.437(7)
Cl(1)-Pd(1)-S(1) 93.43(3) C(21)-C(20)-C(22) 110.5(3)
Cl(1)-PdA(1)-P(1) 174.87(3) C(16)-C(23)-C{24) 112.6(3)
Cl(1)-Pd(1)-C(1) 88.52(10) C(16)-C(23)-C(25) 109.7(3).
S(1)-Pd(1)-P(1) 83.98(3) ' C(24)-C(23)-C(25) 110.2(3)
S(1)-Pd(1)-C(1) 175.68(11) P(1)-C(31)-C(32) 119.26(22)
P(1)-Pd(1)-C(1) 93.78(10) ' P(1)-C(31)-C(36) 120.05(23)
PA(1)-S(1)-C(2) 108.10(10) C{32)-C(31)-C(36) 120.2(3)
Pd{1)-8(1)-C(11) 121.86(11) C(31)-C(32)-C(33) 117.3(3)
C(2)-S(1)-C(11) 106.24(14) C(31)-C(32)-C(37) 126.8(3)
Pd(1)-P(1)-C(3) 114.17(11) C(33)-C(32)-C(37) 115.8(3)
PA(1)-P(1)-C(31) 137.99(10) C(32)-C(33)-C(34) 123.9(3)
C(3)-P(1)-C(31) 107.81(14) C(33)-C(34)-C(35) 117.3(3)
S(1)-C(2)-C(3) 109.02(20) . C{33)-C(34)-C(41) 119.7(3)
S(1)-C(2)-C(4) 112.42(21) : C(35)-C{34)-C(41) 123.0(3)
S(1)-C(2)-C(5) 105.94 (21) C(34)-C(35)-C(36) 123.7(3)
C(3)-C(2)-C(4) 110.5(3) C(31)-C(36)-C(35) 117.4(3)
C(3)-C(2)-C(5) 108.49(25) C(31)-C(36)-C(45) .126.4(3)
C(4)-C(2)-C(5) 110.3(3) C(35)-C(36)-C(45) 116.2(3)
P(1)-C(3)-C(2) 124.69(23) C(32)-C(37)-C(38) 113.5(3)
S(1)-C(11)-C(12) 116.77(24) C(32)-C{37)-C(39) 109.7(3)
S(1)-C(11)-C(16) 122.11(23) C(32)-C(37)-C(40) 112.1(3)
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C(12)-C(11)-C(16) 121.1(3) C(38)-C(37)-C(39) 110.0(3)
C(11)-C(12)-C(13) 117.9(3) c(38) c(37) C(40) 104.3(3)
C(11)-C(12)-C(17) 124.1(3) C(39) 7)-C(40) 107.0(3)
C(13)-C(12)-C(17) 117.9(3) C(34) C(41) C{42) 109.8(3)
C(12)-C(13)-C(14) 122.8(3) ‘ C(34)-C(41)-C(43) 113.1(3)
C(13)-C(14)-C(15) 117.3(3) C(34)-C(41)-C(44) 108.3(3)
C(13)-C(14)-C(20) 122.4(3) C(42)-C(41)-C(43) 107.7(3)
C(15)-C(14)-C(20) 120.3(3) C(42)-C(41)-C(44) 109.2(3)
C(14)-C(15)-C(16) 122.8(3) C(43)-C(41)-C(44) 108.8(3)
C(11)-C(16)-C(15) 118.1(3) C(36)-C(45)-C(46) 111.7(3)
C(11)-C(16)-C(23) 124.2(3) C(36)-C(45)-C(47) 113.1(3)
C(15)-C(16)-C(23) 117.7(3) C(36)-C(45)-C(48) 111.2(3)
C(12)-C(17)-C(18) 110.9(3)" C(46)-C(45)-C(47) 104.4(3)
C(12)-C(17)-C(19) 111.7(4) C(46)-C(45)-C(48) 106.4(3)
C(18)-C(17)-C(19) 110.7(4) ) ’ C(47)-C(45)-C(48) 109.5(3)

C(14)-C(20)-C(21) 110.2(3) N(51)-C(52)-C(53) 177.8(6)
C(14)-C(20)-C(22) 113.7(3) ‘
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Table S21. Torsion Angles (deg) for [(2,4,6-(i-Pr);C¢H ;)SCMe,CH=PMes*]PdMeCl 13 .

Cli pd1  s1 c2 -174.48(17) cli  pdl  S1 c11 62.18(16)
P1 Pdl Sl c2 1.08(15) P1 Pd1 Sl Cll1  -122.26(17)
c1 Pdl Sl c2 -57.81(23) c1 Pdl Sl C11 178.86(24)
cli P4l Pl c3 59.56(18) cll1  Pdl Pl C31  -118.09(17)
s1 PAl Pl c3 - -0.28(17) S1 - Ppdl Pl €31 -177.93(17)
C1 Pdl Pl C3 176.0( 3) i1 Pd1 Pl €31 -1.63(23)
Pd1 Sl c2 c3 -1.75(20) Pd1  Ss1 - C2 c4 -124.7( 3)
Pdl1 Sl c2 Cs 114.8( 3) Cc11  s1 c2 c3 130.6( 4)
ci11  s1 c2 o 7.7( 3) ci1 s1 c2 cs5  -112.8( 4)
Pdl1 Sl Cll1 Cl2  -135.8( 4) Pdl1  S1 Cc11  C16 41.51(25)
c2 s1 Cil1  C12 100.0( 4) c2 Sl Cll1 Cié -82.7( 3)
Pdl1 Pl c3 c2 -0.93(19) c31 P13 c2 177.4( 4)
PAl Pl €31 (32 -93.7( 3) PAl Pl c31  C36 94.4( 3)
c3 P1 C31 €32 88.6( 4) c3. Pl c31  C36 -83.3( 4)
s1 c2 c3 P1 1.81( 7) c4 c2 c3 P1 - 125.9( 5)
Cs c2 c3 P1 -113.1( 5) 'S1 - 'C11 C1l2 - C13 177.8( 6)
s1 c11  ci2  Ci7 -3.31(24) ci16 C11 Cl2  C13 0.5( 3)
Cl6 C11 Cl2 Cl7 179.3( 6) s1 Ccl1  C16 C15 -177.7( 6)
s1 Cl1 Cl6 (23 0.47(21) ' Cl2 Cl11 Cl6° Ci15 -0.5( 3)
Cl2 Cll Clé (23 177.7( 6) . Cl1 Ci2 Cl13 Cl4 0.1(-3)
C17 Cl2 C13 Cl14 -178.8( 7) Cl11 Cl2 C17 C18 -114.1( 7)
Ci11 Cc12 C17 C19 121.9( 7) C13 C12 C17 C18 64.8( 5)
C13 C12 C17 C19 -59.2( 5) Cl2 C13 Cl4 C15 -0.7( 3)
Cl2 C13 Cl4 C20 -179.3( 7) Cl3 Cl4 C15 Cl6 ©0.7( 3)
C20 Cl4 Cl5 C16 179.4( 6) C13 Ci4 C20 C21 82.1( 5)
C13 Cl4 C20 (22 -42.6( 4) Cl5 Cl4 C20 (21 -96.5( 5)
. C15 Cl4 C20 C22 138.9( 6) Cl14 C15 Cl6 Cll -0.2( 3)

Cl4 C15 Cl6 (€23 -178.4( 6) Cl1 Cl6 €23 (24 133.8( 6)
Cl1 Cl6 C23 C25 -103.1( 5) Cl15 C16 C23 C24  -48.1( 4)
Cl15 Cl16 C23 (25 75.0( 5) P1 C31 C32 €33 -166.8( 5)
P1  .C31 €32 (37 9.35(20) C36 C31  C32 (33 5.1( 3)
C36 C31 €32 C37 -178.7(6) P1 €31 C36 35 166.7( 5)
P1 C31 C36 C45 -13.24(21) €32 €31 C36 (35 -5.2( 3)
€32 C31 C36 (45 174.9( 6) C31 €32 (C33 (34 -1.3( 3)
C37 €32 (€33 C34 -177.9( 6) €31 €32 C37 (38 44.2( 4)
€31 C32 C37 (39 -79.4( 5) €31 C32 C37  C40 162.0( 6)
C33 (€32 €37 (€38 -139.6( 6) - €33 €32 C37 (39 96.8( 5)
C33 €32 (€37 C40 -21.8( 3) €32 €33 C34 (35 -2.4( 3)
C32 €33 (€34 C41 -179.9( 6) C33 C34 C35 (36 2.3( 3)
C41 - C34 (€35 (36 179.7( 6) €33 €34 C4l C42 -54.1( 4)
C33 - C34 C41 C43  -174.4( 7) €33 C34  C4l C44 65.0( 5)
C35 €34 C41 C42 128.5( 6) - C35 €34 C41 43 8.3( 3)
C35 C34° C41 C44  -112.4( 6) C34 €35 C36 C31 1.5( 3)
C34 €35 C36 C45 -178.6( 6) C31 C36 C45 C46 -159.1( 6)
C31 C36 C45 C47 -41.6( 4) C31 C36 C45 (48 82.2( 5)
C35 C36 C45 C46 21.0( 3) C35 C36 C45 C47 138.5( 6)

C35 C36 C45 C48 -97.7( 5)
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