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Table S Atomic coordinates and isotropic displacement parameters for 6.

X Y z Uleq)

pd 13671(1) 7782 (1) 9849 (1) 26 (1)
P(1) 11403 (1) 7857 (1) 9387 (1) 26 (1)
o(1) 15833 (3) 7564 (2) 10436 (2) 32(1)
0(2) : 13992(4) 7222(2) 8215(2) 48 (1)
N(1) 13449 (4) . 8598(2) 10739 (2) 28 (1)
c(1) 17483 (5) 6689 (3) 10664 (4) 48 (1)
c(2) 16094 (5) 6990 (2) 10234(3) 32(1)
c(3) 15002 (5) 6579 (2) 9608(3) 40(1)
C(4) 13815(5) 7007 (2) 9020(3) 36 (1)
c(5) 15170 (6) 7612(3) 8266 (4) 54 (2)
c(6) 15238(7) . 7730(3) 7319 (4) 59(2)
c(7) 11104 (5) 8201 (2) 10387(3) 28(1)
c(8) 9865 (5) 8131(2) 10583(3) 35(1)
c(9) 9723 (5) 8384 (2) 11370(3) 38(1) t
c(10) 10842 (5S) * 8700(2) 11976 (3) 39 (1)
c(11) 12081 (5) 8778 (2) 11797 (3) 33(1)
c(12) 12214 (5) 8533 (2) 10992 (3) 29 (1)
c{13) 14291 (5) 9088 (2) 11056 (3) 32(1)
c(14) 15468 (4) 9246 (2) 10744 (3) 30(1)
C(15) 16574 (5) 9621(2) 11302(4) 40 (1)
c(16) 17647 (5) - 9819 (3) 11006 (4) © 45(1)
c(17) 17610(5) 9650 (2) 10152 (4) 42(1)
c(18) 16537 (5) 9296 (2) . 9569 (4) 36(1)
c(19) 15460(5) 9099 (2) 9870(3) 32(1)
c(20) 10359(5) 7093 (2) 9144 (3) 30(1)
c(21) 10887 (5) 6517 (2) 9647 (3) 39 (1)
c(22) 10121 (6) 5922 (3) 9495 (4) 47 (1)
c(23) 8841 (6) 5900(3) 8855 (4) 49 (1)
c(24) 8313 (5) 6467 (3) 8357 (4) 44 (1)
c(25) 9078 (5) 7064 (2) 8496 (3) 36 (1)
C(26) 10674 (4) 8442(2) 8480 (3) 29 (1)
c(27) » 9555(5) 8854 (2) 8451 (3) 36 (1)
c(28) 9052 (5) 9307 (3) 7743 (4) 46 (1)
c(29) 9707 (6) 9358 (3) 7091 (4) 51(2)
, C(30) 10829 (6) 8962 (3) 7129 (4) 53 (2)
c(31) © 0 11311(5) 8499 (3) 7815(3) 44 (1)
F(1) 18642(3) 9867 (2) 9847 (3) 62 (1)
B(1) . 15395(10) 4661(5) 8284 (5) 74 (3)
F(2) 15457 (5) 5351(2) 8162(3) 81 (1)
F(3) 16592 (5) 4450(3) 8880 (4) 119(2)
F(4) 14401(s) 4456 (4) 8606 (4) 153(3)
F(5) . 15582(11) 4288(4) 7516 (5) 90 (3)
F(5') 14557 (13) 4492(6) 7499 (7) 87 (4)

0(3) 12845(14) 5224 (7) 9267 (9) 259 (6)
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Pd-C(4)
Pd-N(1)
P(1) -C(26)
P(1l)-C(7)
0(2)-C(4)
N{(1)-C(13)
C(1)-c(2)
Cc(3)-Cc(4)
c(7)-Cc(8)
c(8)-c(9)
€(10)-c(11)
C(13)-C(14)
Cc(14) -C(15)
c{16) -c(17)
C(17)-C(18)
€(20)-C(25)
€(21)-C(22)
c(23)-c(24)
c(26)-C(27)
c(27)-C(28)
c(29)-c(30)
B(1)-F(5")
B(1)-F(3)
B(1) -F(5)

c(4) -Pd-0(1)

0(1) -Pa-N(1)
0(1)-Pd-P(1)
C(26) -P(1) -C(20)
€(20)-P(1) -C(7)
C(20)-P(1) -Pd
C(2)-0(1) -Pd
C(13) -N(1) -C(12)
C(12)-N(1) -Pd
0(1)-C(2)-C(1)
C(2)-C(3)-C(4)
0(2)-Cc(4)-prd
0(2)-C(5)-C(6)
c(8)-C(7)-P(1)
c(9)-c(8)-c(7)
C(11) -C(10}) -C(9)
C(7)-C(12) -C(11)
Cc(11) -C(12) -N(1)
C(19) -C(14) -C(15)
C(15)-C(14)-Cc(13)
C(17)-Cc(16) -C(15)
F(1)-C{17)-C(18)
C(19)-C(18)-C(17)
C(25)-C(20)-C(21)
€(21)-C(20) -P(1)
C(23)-C(22)-C(21)
C(23)-C(24) -C(25)
Cc{(27)-Cc(26)-C(31)
C(31)-C(26)-P(1)
C(29)-C(28)-C(27)
C(29)-C(30)-C(31)
F(5')-B(1)-F(4)
F(4)-B(1)-F(3)
F(4)-B(1)-F(2)

F(4)-B(1)-F{(5)
F(2)-B(1) -F(5)

HFHEHRMBPHRHEHHMEBRERERHBRERRBRRERRRRMPMON

.049(4)
.195(4)
.809(4)
.824(4)
.398(6)
.290(s6)
-493(7)
.532(7)
.397(6)
-383(s)
.386(7)
.465(6)
-407(6)
.372(8)
.382(7)
.388(7)
-393(7)
.378(8)
.394(s)
.397(7)
-374(8)
.308(13)
.354(10)
.477(12)

81.

99.
170.
107
104
119.
110.
119.
112
120.
112.
113.
108.
123.
120.
121.
119.
123.
118.
119.
118.

118.
117.
119.
117.

T 120.
119.
119.
117.
119.
120.
85.
.0(6)

106

115.

117.
110.

8(2)
71(13)
12(9)

.2(2)
-4(2)

9(2)
4(3)
8(4)

.5(3)

2(5)
9(4)
6(3)
9(5)
8 (4)
9(5)
3(4)
5(4)
8(4) -
8(4)
1(4)
6(5)
0(5)
8(5)
5(4)
5(4)
4(5)
9(5)
8(4)
9(4)
5(5)
2(5)
9(8)

2(9)

8(8)
8(6)

Pd-0(1)
Pd-P (1)
P(1)-C(20)
0(1)-C(2)
0(2)-C(5)
N(1)-C(12)
c(2)-C(3)
c(S)-Cc(s)
c(7)-c(12)
c(9)-Cc(10)
Cc(11)-c(12)
C(14)-C(19)
C(15)-Cc(16)
C(17)-F(1)
c(18)-Cc(19)
c(20)-Cc(21)
c(22)-C(23)
C(24)-C(25)
c(26)-C(31)
c(28)-c(29)
C(30)-C(31)
B(1) -F(4)
B(1) -F(2)

Cc(4) -Pd-N(1)

" C(4)-pPd-P(1)

N(1) -Pd-P (1)
C(26) -P (1) -C(7)
Cc(26)-P(1) -Pd
c(7)-P(1)-Pd
c(4)-0(2) - (5)
C(13)-N(1) -Pd

0(1) -C(2)-C(3)

Cc(3)-c(2)-Cc(1)
0(2)-C(4)-C(3)
C(3)-C(4)-prd
C(8)-C(7)-C(12)
C(12)-C(7)-P(1)
C(8)-C(9)-Cc(10)
C(10)-C(11) -C(12)
C(7)-C(12) -N(1)
N(1)-C(13)-C(14)
C(19)-C(14)-C(13)
C(16)-C(15)-C(14)
F(1) -C(17) -C(16)
C(16)-C(17)-C(18)
c(18)-C(19)-C{14)
C({25)-C(20)-pP(1)
€(22) -C(21) -c(20)
C(24)-C(23)-C(22)
C(20) -C(25) -C(24)
C(27)-C(26) -P (1)
C(26)-C{27)-C(28)
C(30)-C(29)-C(28)
C(30)-C(31)-C(26)
F(57)-B(1) -F(3)
F(57)-B{1)-F(2)
F(3) -B(1)-F(2)

F(3)-B(1)-F(5)

FHRPRHBEHEHRBRHEBRREBREERRERSRBR#SMRDODD

.156(3)
.2059(12)
.822(4)
.232(5)
-410(7)
.439(5)
.481(7)
.529(7)
.397(s6)
.390(7)
-400(6)
.402(6)
-373(7)
-355(5)
.381(6)
-397(6)
-380(8)
.397(6)
-395(6)
-390(8)
.383(7)
.329(9)
.384(9)

178.
96.
81.

107.

115.

100.

117.

127.

120.

119.

114.

103.

119.

116.

119.

119.

116.

123.

121.

120.

118.

123.

120.

123.

119.

120.

120.

122.

119.

120.

120.

139.
99.

109.

95.

0(2)
6(2)
69 (10)
6(2)
85 (14)
3(2)
6(4)
7(3)
0(4)
7(4)
5(4)
3(3)
7(4)
5(3)
0(4)
6(4)
7(4)
3(4)
8(4)
6(5)
7(5)
3(5)
9(4)
0(4)
7(5)
3(5)
2(5)
2(3)
7(5)
7(5)
1(5)
5(11)
5(8)
3(6)

4(8)
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Table S3. Anisotropic displacement parameters for 6.

Ull U22 U33 U23 U13 U12
pd 26 (1) 24 (1) 27 (1) -4 (1) 9(1) 1(1)
P(1) 27 (1) 24 (1) 28 (1) -1(1) 10 (1) -3(1)
o(1) 33(2) 33(2) 30(2) 1(1) 11(1) 5(1)
0(2) 58(2) 47(2) 43(2) -4(2) 22(2) 0(2)
N(1) 27(2) 28(2) 28(2) 2(2) 7(2) 5(2)
c(n) 40(3) 44(3) 61(4) 6(3) 16 (3) 12(2)
c(2) 35(3) 32(2) 33(2) 7(2) 16(2) 5(2)
c(3) 50(3) 28 (2) 47 (3) -1(2) 22(2) 6(2)
c(4) 43(3) 35(2) 33(2) -6(2) 16(2) -1(2)
c(s) 59 (4) 62(4) 48(3) -19(3) 25(3) -7(3)
c(6) 75(4) . 68(4) 43(3) -6(3) 30(3) -7(3)
c(7) 35(2) 22(2) 30(2) 2(2) 15(2) 3(2)
c(8) 35(3) 33(2) 40(3) 2(2) 17(2) . -1(2)
c(9) 44 (3) 35(3) 44 (3) 6(2) 27(2) - 3(2) E
c(10) 55(3) 37(3) 35(3) 6(2) 26 (2) 12(2)
Cc(11) 38(3) 32(2) 28(2) -2(2) 10(2) 3(2)
c(12) 37(2) 22(2) 32(2) 6(2) 16 (2) 6(2)
Cc(13) 37(3) 30(2) 28(2) -6(2) 7(2) 1(2)
c(14) 27(2) 23(2) 38(3) -2(2) . 6(2) 1(2)
Cc(15) 37(3) 31(2) 44 (3) -7(2) 4(2) -2(2)
c(16) 31(3) 35(3) 61(4) -9(2) 2(2) -3(2)
c(17) 26 (2) 32(2) 69 (4) 4(2) 17 (2) 2(2)
c(18) 31(2) 29(2) 50(3) -4(2) 15(2) -3(2)
c(19) 29 (2) 24 (2) 40(3) -6(2) 8(2) -4(2)
c(20) 34 (2) 28(2) ©33(2) -8(2) 19(2) -8(2)
Cc(21) 45(3) 32(2) 39(3) -1(2) 15(2) -5(2)
Cc(22) 61(4) 31(3) 55(3) 4(2) 25(3) -8(2)
c(23) 59 (4) 34 (3) 61(4) -13(3) 31(3) -18(3)
C(24) 36(3) 45(3) 54(3) -17(3) 17(2) -12(2)
c(25) 32(2) 33(3) 44 (3) -6(2) 15(2) -4(2)
c(26) 27(2) 28(2) 28(2) 0(2) 5(2) -6(2)
c(27) 34(3) 34(2) 41(3) 6(2) 11(2) - -4(2)
c(28) 39(3) 35(3) 52(3) 4(2) -1(2) -1(2)
c(29) 56(4) 44 (3) 37(3) 11(2) -9(3) -15(3)
c(30) 60(4) 61(4) 35(3) 13(3) 11(3) -7(3)
c(31) 44 (3) 55(3) 34 (3) 2(2) 16 (2) -4(3)
F(1) 35(2) 55(2) 102(3) -10(2) 33(2) -14(2)
B(1) 91(6) 81 (6) 42 (4) 16(4) 6(4) -33(5)
CF(2) 108(3) 72(3) © 67(3) 1(2) 33(2) 3(2)
F(3) 92(3) 115 (4) 134 (5) 21(4) 13(3) 14(3)
F(4) 83 (4) 218(7) 163 (6) 74 (5) 45(4) -34(4)
F(5) 149(8) 69(5) 65(5) -3(4) 53(6) -20(5)

F(5') 99 (9) 87(8) 59(7) -9(6) 0(7) -34(7)
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Table S4 Hydrogen coordinates for 6.

x Y z U(eq)
H(1A) 18081 (5) 7024 (3) 11056 (4) 72
H(1B) 17886 (5) 6550 (3) 10201 (4) 72
_____ H(1C) 17393 (5) 6294 (3) 11019 (4) 72
H(3Aa) N 14632(5) 6255(2) 9956 (3) 48
H(3B) 15411(5) 6315 (2) 9219 (3) ' 48
H(4A) 12949 (5) 6734 (2) 8877 (3) 43
H(5A) 16009 (6) 7372(3) 8628 (4) 65
H(5B) 15120(6) 8050 (3) 8558 (4) . 65
H(6A) 16055(7) 8001(3) 7348 (4) 89
H(6B) 14409(7) - 7971 (3) 6967 (4) 89
H(6C) 15295(7) 7295(3) 7037 (4) 89
H(8A) 9111 (5) 7907 (2) 10170(3) : 42
H(92) 8873 (5) ' 8342(2) 11494 (3) 46
H(10A) 10756 (5) 8866 (2) 12523 (3) 47
H(11A) 12836 (5) 8996 (2) 12219 (3) 39 B ¢
H(13A) 14141 (5) 9360(2) 11515(3) 39
H(15A) 16577 (5) 9738(2) 11889 (4) 47
H(16A) 18399 (5) " 10067 (3) 11385(4) 55
H(18a) 16539 (5) 9191(2) 8979 (4) © 43
H(19A) 14704 (5) - 8859 (2) 9480(3) 38
H(21a) 11764 (5) 6531(2) 10091 (3) 46
H(22A) 10481 (s) 5529 (3) 9833 (4) 57
H(23a) . 8323 (6) 5494 (3) 8758 (4) 58
H(24A) 7430(5) 6450 (3) 7920 (4) 53
H(25A) 8719 (5) 7452(2) 8146 (3) 43
H(27A) 9134 (5) 8828 (2) 8912(3) 44
H(283) 8268 (5) 9577 (3) 7708 (4) S5
H(29a) 9375(6) 9670 (3) 6613 (4) 61
H(30a) 11276(6) 9005(3) 6683 (4) 64
H(31A) 12076 (5) 8220(3) 7833 (3) 52
H(3) - 13456 5097 8977 388

H(3') 13144 5102 9860 388




