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TABLE CAPTIONS

Table S1. Atomic coordinates (x 10%) and equivalent 1sotropic displacement parameters

(A% x 10%) for [Rh(ppy),phi]ClH,0*CH,Cl,.
Table S2. Bond lengths [A] and angles [] for [Rh(ppy)zphi]CleH,0+CH,Cl,.

Table S3. Anisotropic displacement parameters (A” x 10%) for

[Rh(ppy)zphi]CI'Hzo‘CHzc1'2.

Table S4. Hydrogen coordinates (x 10% and isotropic displacement parameters (A’ x

10%) for [Rh(ppy)2phi]CleH,0*CH,Cl,.
Table S5. Torsion angles [°] for [Rh(ppy).phi]ClsH,0+CH,Cl,.

Table S6. Hydrogen bonds for [Rh(ppy),phi]Cl*H,0+CH,CI, [A and °].

FIGURE CAPTIONS

Figure S1. Crystal packing of [Rh(ppy)zphi]Cl;HZO *CH,Cl; showing boundaries of the
unit cell viewed down the b-axis. All fragments within the range [0.1, 0.9] along the cell

edge are included. Rh, N, and Cl atoms are shaded. Hydrogen atoms are at arbitrary

scale. The partial overlapping, or n-stacking, of the phi ligands can be seen.
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" TableS1

Atomic coordinates (x 10¢)and equivalent isotropic displacement
parameters (Ax 10%) for JLK1 - [Rh(ppy),phi] "CI“H,0-CH;Cl.
U(eq) is defined as ‘the trace of the orthogonalized Ut tensor.

x . y z - U,
Rh 2079(1)  7256(1) 2977(1) ©20(1)
Nt 2717(1) 6467(2) 3957(1) 26(1)
N2 2994(1) - 6285(2) 2559(1) C 2D
N3 2581(1) 9102(2) 2930(1) 26(1)
N4 1441(1) 5547(2) 29901y 20(1)

T Cl 3269(1) "5696(2) 3835(1). 24(1)
2 : 3708(1) 4889(3) 4401(1). 25(1)
c3 ' 3522(2) - 4796(3) 5147(2) 37(1)
C4 3918(2) 3989(3) 5674(2) 4301y
cs 4498(2) 3245(3) 5456(2) 41(1)
C6 : 4702(2) 3321(3) 472002) 34(1)
c7 4313(1) 4152(3) 4181(2) 27(1)
cs 4543(1) 4258(2) 3402(2) 26(1)
©9 5184(2) 3647(3) 3199(2) 35(1)
cio 5394(2) 3747(3) 2473(2) 371)
cl1 4978(2) 4454(3) 1919(2): 32¢1)
ci2 - : 4341(1) 5067(3) 2097(2) 26(1). -
.C13 T4 . 4983(2) 2835(2) 23(1).
Ci4 3445(1) 5670(2) 3029(1) 21(1)
Ci5 : 3055(2) 9613(3) 3482(2) - 34(1).
Ci6 3368(2) 10909(3) 3408(2) T A5
C17 3194(2) 11654(3) - 2771(2) 45(1)
cig . 2713(2) 11143(3) - 2216(2) 3L
c19 2404(1) 9854(3) 2298(2) 27(1)
C20 1893(1) 9172(2) 1743(2) . 25(1)
(0731 1682(2) 9720(3) 1027(2) 32(1)

Ry 1244(2) 8967(3) 508(2)- 34(1)
c23 1015(2) 7679(3) 710(2) -32(1)
C24 1200(1) - 7157(3) 1426(2) 24(1)
C25 , 1650(1) 7884(2) 1961(1) 22(1)
26 . 1623(1) 4302(3) 2755(1) 24(1)
C27 1164(1) 3184(3)  2757(2) 28(1)
C28 485(2) 3366(3) . 3014(2) 28(1)
C29 . 288(1) 4632(3) 32641y 26(1).
30 773(1) 5729(2) 3256(1) 21(1)
c31 . 645(1) T124(2) 3518(1) 22(1)
c2 5(1) 7525(3) 1838(1) 27(1)
c33 T(2) 8869(3) 4064(2) 30(1) -
C34 475(2) 9804(3) 3974(2) 30(1)
C35 1110(1) 9415(3) < 3659(1) 26(1)
C36 1215(1) 8065(2) 3429(1) 22(1)
ct 3222(1) 8018(1) 5676(1) 37(3)
O1A® 3035(4) 7823(7) 6073(5) 51(2)
o 4271(4) - 9793(7) . 4881(4) 104(2)

Cl1A® 4060(1) 9372(3) s083(2)  30()




- © 2000 American Chemical Society, Inorg. Chem., Kisko ic000549z Supporting Info Page 3

-

cn 2023(1) '2504(_1)_ 4539(1) 60(1)

on | 2T46(LY 1056(1) 5974(1) 66(1)

C37 2481(2) C1215(4) - 5095(2) 68(1)

_ *Population: 0.658(4) :
® Population: 0.342(4). -
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Bond lengths [A] and angles [°] for JLKI -
[Rh(ppy):phi] “CI-H;0-CH;CL.

Rh-C25
. Rh-C36
Rh-N3
Rh-N4
Rh-N2
Rb-N1
N1-Ci
N1-H1

N2Cl4

N2-H2
N3-C15

N3-C19

N4-C26
N4-C30
C1-C2
C1-Cl4
C2-C3
C2-CT
.C3-C4
C3-H3
C4-C5’
C4-H4
C5-C6
C5-H5 °
© C6-C7
C6-H6
C7-C8
C8-C9
C8-C13-
C9-C10
C9-H9
C10-CI1
C10-H10
C11-C12
C11.Hi1
C12-CI3.
C12-H12

"C13.C14 -

C15-Cl6
C15-H15
C16-C17
C16:H16
C17-C18
C17:H17

Ci8-C19y

C18-H18
C19-C20
C20-C21
C20-C25
C21-C22

1.996(3)
2.003(2)
2.033(2)
2.0439(19)
2.122(2)
2.153(2)
1.300(3)
0.82(3)
1.281(3)
0.822)
1.350(3)
1.353(3)
1.338(3)
1.367(3)
1:464(3)

'1.487(3)

1.39K4)
1411(4)

1.381(4)
0.87(3)

1.375(5)
0.943) -
1.384(4)

5 1.01(3)

1.402(4)
1.02(3)
1.475(4).
1.399(4).
1.410(3).
1:374(4)
0.81(3)
1.378(4)
0.93(3)
1.380(4)
0.97(3)
1.399(4)
0.93(3)

1473(3)

1.402(4)
0:92(3)
1.356(5)
0.86(3)
1.360(4).
0.91(3)
1.395(4):
0.96(3)
1.462(4)
1.399(4)
1.401(3)
1.381(4).

C21:H21
C22:C23

| C22-H22

€23-C24
C23-H23

- C24-C25

C24-H24
C26-C27
C26-H26
C27-C28.
C27-H27
C28-C29

‘C28-H28

C29-C30
C29-H29

-C30-C31

C31-C32.
C31-C36

. C32-C33

C32-H32 -
C33.C34 -
C33-H33
C34-C35

-C34-H34
€35-C36

C35-H35

Cl1--Ol1A
Cli--Cl1A
01--Cl1A

CI2-C37°
CI3-C37-

C37-H37A
C37-H37B .

C25-Rh-C36

C25-Rh-N3
C36-Rh-N3
C25-Rh-N4
C36:Rh-N4
N3-RhN4

-C25-Rh-N2

C36:Rh-N2
N3:Rh-N2
N4-Rh-N2
C25-Rh-N1
C36-Rh-N1
N3:Rh-N1

Table S2

1.07(3)
1:383(4)
0.96(3)
1.382(4)
1.01(3)
1.391(4)
0.84(3)
1.382(3)
0.36(3)
1.379(4)
0.94(3)
1.372(4)
0.87(3)
1.396(3)
0.90(3)
1465(3)
1.407Q3)
1.416(3)
1.383(4)
0:99(3)
1.378(4)
0:90(3)
1.392(4)
0:92(3)
1.399(3)
0.98(3)

0:829(8)
2.347(3)
~ 0.687(D)

1.768(4)
1.725(4)
0.9900
0.9900

88.17(9)
80.66(9).
92.65(9)
94.38(0)
80.79(9)
171.94(8)
95.25(9)
175.36(9)
90:21(8)
96:60(7)
169.05(9)
102:72(9)
'97.49(8)

4
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N4-Rh-N1
N2-Rh-N1
C1-Ni-Rh
C1=N1-H1
Rh-N1-HL
C14:N2:Rh
C14-N2-H2
Rh-N2-H2

"C15-N3-C19

CI5:-N3-Rh
C19-N3-Rh
C26-N4:C30
C26-N4-Rk

C30-N4-Rh
"NI-C1-C2

NI-CL:Cl4

C2-CI-C14

C3-C2:C7
C3-C2-Cl-
C1-C2-Cl
C4-C3:C2
C4-C3-H3
C2-C3-H3

-C5:C4-C3

C5:C4:H4 -
C3-C4-H4
C4-C5-C6
C4-C5-HS
C6-C5:H5
C5-C6-CT'
C5-C6-H6
C7-C6:H6

. C6:CT:C2

C6:C7-C8.
C2-C7C8
©9-C8-C13
C9-C8-C7

: ClS-CS C7 '

CI1-C10:H10-
CI0CHICI2

C12-C13-C8:
C12-CI3:Cl4~
C8-C13-C14
N2-C14:C13

88.57(8)
73.92(8)
117.17(17)

115(2)

127.5(19)
118.74(17)
116:7(18)~

124.5(18) -
119.4(2) .

124.7(2)
115.87(16)
118.92)
125.39(17)
115.75(15)
126.4(2)
114.2(2)
119.3(2)
119.5(2)
121.1(2)

" 119.4(2)

121.143).
120(2)
119(2)
119:6(3)

120 9(19).

119.3(19)-

12093y
~120.9(18)
118.3(18) .

1204(3)
115.6(16)
124.0(16)
118:6(3)

1202(2).

121.2(2)
117.5(2)
1216Q2)
12092y
1213(3).

1202y

121:.003)
123 9( 1 8)-'

120.6¢16)
1203Q2)
120:5(2)
119.2(2)
| 125.4(2)

N2-C14:C1
C13-C14-C1

. N3:C15-C16 -

N3-C15-H15
C16-Ci5-H15

C17-C16:C15 -

€17-C16-H16
C15-C16:H16
C16-C17-C18
C16-C17-H17
C18-C17-H17
C17-C18:C19

CI7:C18-H18.
- C19-C18-HI13
- N3-C19-C18;

N3-C19-C20'
C18-C19-C20

T C214C20:C25.

C21-C20-C19
€25-C20-C19

"C22-C21-C20-
- €22-C2i-H21
C20-C21-H21-
C21-C22-C23
C21:C22-H22

C23-CZZ-H22

C24-C23 C22: :

C23:C24:H24
C25.C24:H24

_ C24 CZS-CZO :

C33—C32 C31

115.2(2)
119.4(2).
120:9(3).
116.2(19)

- 122.5(19)
119.5(3)

132(2)
108(2)
119.7(3)
122(2)
118(2)
120.3(3)
116.6(19)

123.1(19)

120.2(3)
113.8(2) -
126:0(3)

121.4(2)°

123.1(2)
115:4(2)
119:9(3)

124:9(15)

115.1(15)
119.2(3)

CLRIT)

12256(17)

1209(3)
f1V1-5123('1j 6)_;.
- 124.0(16)

121.6(3)

© 115.8(18)

122:6(18)

1H7:1(2)

128.27(19)
11431(18)
1232(2)

HA(17)

121.9(17)

118.1(3)
121:4(17)
120.5(17):

1197¢3)
119.9(19).

,'120.1(2) '

122.317) -

-7 8(17)

( :
136 2(2)

121:402)
123:3(2)
115.4(2),

| - 119:2(2)
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C33-C32-H32 118.3(i6) - €35-C36-C31 , 117.2(2)

< C31-C32-H32 122.4(16) C35-C36-Rh - 128.49(19)
C34:€33-C32 120.3(2) - . C31-C36-Rh 114.28(17)
C34-C33-H33 - 120:6(18) o '

C32:C33-H33. - “119.0(185 C13-C37:Cl2 . 112.002)
€33-C34.C35 . o 1200903 : CI3-C37-H37A C 1092
C33-C34-H34 119.7(17). ' C2:C37-H37TA 109.2
C35:C34-H34 119.3(18) - : C13-C37-H37B 109.2
C34-C35-C36 121033y C2-€37-H37B 109.2
C34-C35-H3S _ 119.2(16) - H37A-C37-H37B - 1979

C36-C35-H35. - . 119.8(16)
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‘Table S3

-Anisotropic displacement parameters. (Axx 10+) for JLK1 -
[Rh(ppy)zphi] "CI"H,0-CH;Cl. The anisotropic displacement factor exponent
takes. the form: =272 | 'hz‘va'f"U i+, +2hka*b*Un]

y! -z U U EE Uz

Rh 12%(1) "189(1) 274(1) -48(1) 21(1) -3(1)
Nt 195(11) 303(13) - 279(12) -67(10§ 20(9) - ~21(9) .
N2 172(11) “184(11) 267(11) -38(9) 35(9) -37(8)
N3 126(10) ‘224(12).  425(14) -103(10) . 57(y -18(8)
N4 151(10) -233(11) 222(11)  6(8) 2(8) 5(8)
C1 161(12) :227(14) 318(14) -45(11) 2011y . -48(10)
Cc2 208(13) . - 246(14) 293(14) 20011 0 -13(11) - -55(11)
C3 251(16)- ~ -475(19) 374(17) 1(14) 8(13) -33(13)
c4 355(18) 580(20) 336(17) 95(15) 4(14) -119(15)
o] 409(18) 338(17)  457(19) 101(14) -103(15)- -89(14)
C6 353(17) - 247(15) 410(17) 4(13) . -64(13) -8(13)
c7 263(14y | 198(14) 347(15) - 11011 -31(12) -64(11)
C8 245(14) “176(13) 346(15) -66(11) -14(11) -0y
c9. 304(16) - 289(16)  434(19) -46(13) 226(13) - 112(12)
Ci0 277(16) - 329(17) 495(19) -108(14). ~ 52(14) 128(13)
Ci1 253(15) - 331(16) . 379(16)  -74(13). - - 58(13) 14(12)
C12 196(13) .- 241(14) 347(15) 45(1). 26(11) 9(i1)
ci3  157(12) 169(13) - 362(15) -<54(11) - 9(11) “17(10)-
Cl4 = 128(12) “184(13) 313(14) 45(10) . 18(10) . - -54(10)
C15 225(15) 287(17) - '520(19), S131(13). 0 24(13) -9(12)
Cl6 238(16) 382(19) 730(30)  -273(18) . 12(16) . -59(13)
Cc17 33717y . .220(16) - 820(30) 69(17). 12117 -72(13)
cis 284(16) . 242(16) 610(20) -34(14): 152(15) -23(12)
C19 178(13) . ¢ 213(14) 440(17) S50(12) 0 121(12) 12(10)
C20 189(13). = 206(14) - 378(15) 9(11) 121(11) 12(10)
C21 277(15) 266(15) 432017y 61(13) '154(13) 72(12)
C22 362017y 34717y 315(16) 63(13) - 94(13) 97(13)
€23 298(15) 37617y 301(15) - -42(12) - 56(12). 34(13)
€24 185(12) - 222(14) 322(14) 2(12) 35¢11) 13011
C25 163(12) . 206(13) 298(13) - 25(10)°  70(10) . 30(10)
C26° 178(13) 248(14) 301(15) 22011y . 29(11). 4(11)
Cc27 - '270(14) 212(14) 351¢15) . A16(11)- 27(12). . -19¢11),
Cc28- . . 252(i4). . 271(15) 320(15)° "32(12). -12(11) . <94{12)
C29. | 178(13) 342(16)  263(14) 22(1D). . 34@1D -32(11)
C30 163(12) - 273(14) 189(12) 15(10) -1(10) . 5(10)
C31 184(12) - 266(14) 194012y ~ -2(10) -4(10) - 28(10).
C32. - 185(13) 387(18) 231(13). 30(L1) - 30(10) - 48(11)
C33 - 229014y | 410(17) 259(14) 10(12) 62(11)~ 142(12)
C34 337(16) . . 308(16).  .264(15)- ©  -44(12) 14(12) 152(13) -
C35 227(14)- 272(15). 276(14) -36(11) -1(11). 25(11)
C36 181(12) 238(14) 230(13) -19¢10) 1(10y - 36(10)
Clt 322(7) 434(8) 358(9) - <58(6)- 28(5) 25(5)
OlA 660(50) 550(40) 380(40) 0(30) 1360(40) -140(40y
01 890(50) . I150(50)  1050(50) 250(40)  -130(40) -130(40)

CllA  21212) 375015y  316(13) 49(10)  36(9) 33(9)
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cR. 672(6) 578(6) S31(5) - <1174 -100(4) - 36(4)
o3 763(7) 533(6) 698(6) 16(4) 234(5) -57(5)
C37 670(30)  860(30)  490(20).  -80(20) 12(19) 270(20)
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‘Table S4

' "Hydrogen coordit__l'ates (x 109 and-isotropic displacement
parameters (A2x 103) for JLK1 - [Rh(ppy);phi] "CI"H;0-CH,ClL.

X : y . z : Uiso
HI1 . - 2621(14) 6500(30) - . 4401(15) 31
H2 3090(14) 6300(30). 2114(14) 25
H3 3149(16) 5260(30) . 5283(16) 44
H4 '3811(16) 4010(30) -6187(18) 51
HS 4787(18) +.2620(30) 5829(18) 49
H6 5155(16) 2780(30). 4617(16) 41
H9 5436(16) 3250(30) " 3526(17) 42
HI10 . 5796(16) 3300(30) - 2306(16) 44
Hil : 5178(15). 4570(30) - 1435(16) 38
Hi2 4062(15) 5540(30) 1721(15) 3t
H15 3118(16) 9110(30)- 3921(17) o4
H16 3615(18) 11110(30) 3831(19) 54
H17 3361(19) 12520(30). 2716(18) " 55

© HIS 2593(15) 11720(30) . 1786(17) 45

H21 : 1914(15) 10700(30) 914(15) 38
H22 : 1101(15) 9370(30) 25(16) 41
H23 685(16) 7070(30) 366(16) 39
H24 . 1041(14) 6380(30) 1515(15) -~ - 29
H26 2037(15) 4260(30) - 2569(13) 29
H27 . 1312(15) 2330(30) 2583(16) 33
H28 *186{16) 2680(30): 3026(16) 34
H29 ' -145(15) 4780(30) 3444(14) 31
H32 . -403(15) 6890(30) 3893(14) - 32
H33 -470(15) 9110(30) 4290(16) 36
H34 . : 432(15) '10690(30) 4152(15) - 36
H35 . 1493(14) 10090(30) - 3613(14) 3t
H37A 2427 . -330. 4823 81

H37B ‘ 3006 1437 5164 81
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Table S5

Torsion angles [°] for JLK1 - [Rh(ppy);phi]+Cl'-H20'CH;Clz.

C25-Rh-N1-Ct
C36-Rh-N1-Cl
N3-Rh-N1-C1
N4-Rh-N1-C1
N2:Rh-N1-C1
C25-Rh-N2-C14
C36-Rh-N2-Cl14
N3.Rb-N2-C14
N4-Rh-N2-C14
N1-RE-N2-Ci4
C25-Rh-N3-C15
C36-Rh-N3-C15
N4-Rh:N3-C15
N2-Rh-N3-C15
N1-Rh-N3-C15
C25-Rh-N3-C19
C36-Rh-N3-C19
N4-Rh-N3-C19
N2-Rh-N3-C19

© NI-Rh-N3-C19
C25-Rh-N4-C26

C36-RR-N4C26

N3.Rh-N4-C26
N2:-Rh:N4-C26
N1-RA-N4-C26
C25-Rh-N4-C30
C36-RE-N4-C30

'N3-Rb-N4-C30 -

N2-Rh:N4-C30.

" N1-Rh-N4-C30 .

Rh-N1-C1-C2
Rh-N1-C1-Cl4
N1-C1-C2-C3
" Cl4-C1-C2-C3
N1-C1-C2-C7
C14-C1-C2-C7
C7-C2-C3-C4
C1-C2-C3-C4
C2:C3-CA4:C5
C3-C4-C5-C6
€4-C5-C6-C7
C3-C6-C7-C2
C5-C6-C7-C8.
C3-C2-C7-C6
C1-C2:C7-C6
C3-C2-C7-C8
C1-C2-C7-C8
C6-C7-C8:C9
£2-C7-C8:C9
C6-C7-C8-C13
C2-C7-C8-C13

-15.8(6)
170.26(18)
-95.30(19)
90.03(19).
7.25(18)
-178.47(18)
32.8(13)
100.88(18)
-83.44(18)
3.15017)

179.7(2)

92.02)
127.3(6)
-85.0(2)
11.2(2)
0.94(17)
-86.77(18)
-51.5(7)
96.23(17)
170.03(17)
93.3(2)
-179.2(2)
145.0(5).
-2.5(2)
-76:1(2)
-85.87(17)
1.57(16)
-34.2(7)
178.32(16)
104.69(16)
-170.11(18)
9.8(3)
5.3(4)
-174.7Q2).
-177.142)
3.0(3)
-0.4(4)
177.3(3)
-11(5)
L.6(5)
-0.6(4)

> 0.9(4)

178.4(2)
1.4(4),
-176.3(2)
-178.0(2)
43(3)
-6.1(4)
173.2(2)
173.9Q2) -
-6.7(4) -

C13-C8:C9-Cit-
C7-C8-C9-C10
CB8-C9-C10-Cl11
C9-C10-Ci1-C12
C10-C11-C12-C13

-C11-C12-C13-C8
"C11-Cl12-C13-C14

€9-C8:C13-C12
C7-C8-C13-CI2
C9-C8-C13-Cl4
C7-C8-C13-Cl4
Rh-N2-C14-C13
Rh:N2-C14-C1
C12-C13-C14:N2
C8-C13-C14-N2
C12-C13-C14-C1
C8-C13-C14-C1
NI-CI-C14-N2
C2-C1-C14-N2
N1-C1-C14-C13
C2-C1-C14-C13
C19-N3-C15-C16
RE-N3-C15-C16
N3-C15-C16-C17

" C15-C16-C17-C18

C16-C17-C18-C19
C15-N3-C19-C18
Rh-N3-C19-C18
C15-N3-C19:C20
Rh-N3-C19-C20

C17-C18-C19-N3

C17-C18-C19-C20
N3-C19-C20-C21

C18-C19-C20-C21

N3-C19-C20-C25

. C18-€19-C20-C25

€25-€20-C21-C22
C19:C20-C21-C22

“€20-C21-C22-C23

€21-C22-C23-C24

C22:C23-C24-C25.

C23:C24-C25-C20
€23-C24-C25-Rh
€21-C20-C25-C24

C19-C20-C25-:G24 -

C21-C20-C25-Rh

C19-:C20-C25-Rh. .

C36-Rh-C25-C24
N3-RE-C25-C24
N4-RE-C25-C24 -

" N2-Rh-C25-C24

-0.2(4)
179.8(3)
0.0(5)
0.1(4).
0:4(4)
-0.6(4)
178.4(2)
0.5(4)
-179.5(2)
-178.5(2)
1.5(3)

L A178.19(17) -
0.83)
5.7(4)
-175.3(2)

- -173.2Q2)

5.8(3)
-7.0(3)
172.9(2)
172.0(2)

C8.1(3)
-0.2(4)
178.9(2)
-0.4(4)
0.7(5)
-0.5(5)
0.5(4)
179.30(19)
179.3(2)
-1.9(3)
-0.1(4)
-178.8(3)
-174.8(2)-
4.0(4)
2.1(3)
-179:2(2)
2.0(4)
174.6(2)
0.4(4)
1.4(4)
-1.7(4)

0.1(4)
-172.78(19)
1.8(4)
-175:2(2)
175.62(18)
-13(3)
93.7(2),
173.3(2)
-13.1Q2)
83.9(2)




© 2000 American Chemical Society, Inorg. Chem., Kisko 1000549z Supporting Info Page 11

&

N1-RE-C25-C24
C36-Rh:C25-C20
N3-Rh-C25-C20
N4-Rh-C25-C20
N2-Rh-C25-C20
N1-Rb-C25-C20
C30-N4-C26-C27
Rh-N4-C26-C27
N4-C26-C27-C28

C26-C27-C28-C29

C27-C28-C29-C30
C26-N4-C30-C29
Rh-N4-C30-C29
€26-N4-C30-C31
Rh-N4-C30-C31
C28-C29-C30-N4
C28-C29-C30-C31
N4-C30-C31-C32
C29-C30-C31-C32
N4-C30-C31-C36
C29-C30-C31-C36

92.2(5) -
93.23(18)
025(17)
173.85(17)
-89.10(18)
-80.9(5)
0.9(4)
-178.26(19)
0.0(4)
-0.5(4)

0.0(4)

-1.4(3)

177.88(18) -

178.3(2)
25(2)
0.9(4)
-178:7(2)
-177.8(2)
1.5(4)
2.2(3)

-178.1(2)

C36-C31-C32-C33

. C30-C31-C32-C33

€31-C32-C33-C34
C32:C33-C34-C35

€33-C34-C35-C36 "~

€34-C35-C36-C31
€34-C35-C36-Rh

© C32-C31-C36-C35

C30:C31-C36:C35
C32-C31-C36-Rh
C30-C31-C36-Rh
C25-Rh-C36-C35
N3-Rh-C36-C35
N4-Rh-C36-C35

“N2-Rh-C36-C35

N1-Rh-C36-C35'

_ C25-Rh-C36-C31
"N3-Rh-C36-C31

N4-Rh-C36-C31
N2-Rh:C36-C31
N{-Rh-C36-C31

0.5(4)

" -179.5(2)

0.2(4)
-0.2(4)
0.4(4)
1.1(4)
-179.12(19)
-1.2(3)
178.9(2)
179.04(18)
050)
-853(2)
43(2)

179.9(2) -
-128.9(11)
- 93.5(2)

94.44(18)
175.01(17)
-0.29(17)
-51.4(13)
-86.70(18)
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Table S6 -

"~ Hydrogen bonds for JLK1 - "[l{h(ppy);phi]*Cl'-HzO{CHZ.Clz

[Aand®]. ’

DH.A Ao dHA) dDA) <(DHA)
NLHL.C1 0.8203). 2843)  34500) | 132Q)
N2-H2.cu® 0.82(2) 2.66(3) 3.454(3) 165(2)

N2-H2..01A® 0.82(2) 2023) - 27129) 152(3)

Synune&_fy lransformatiqn_s-used_to.'g‘enerate' equivalent étoms;
Ox,-y+3/2,2-112
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' Figure S1  ~




