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Sample Name:
yzl-04
Data Collected am:
Agilent-NMR- 4
Archive directory:
/home/oumin/vnmrsys.
Sample directory:
yz1-04_20140113_01
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Solvent: ¢decll3
Data collected on: Jan 13 2014

Temp. 25.0 C / 298.1 K
Operator: oumin

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acg. time 2.556 sec

Width 6410.3 Hz

32 repetitions

OBSERVE  H1, 399.7966438 MHz
DATA PROCESSING

FT size 32768

Total time 1 min 54 sec
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Fig. S1 '"H NMR of ADPA
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Fig. S2 'H NMR of compound 2(Insert :magnify for DMSO-d¢ peak at 2.47 to 2.50 ppm. Non-

coord DMSO peak has not been found at 2.52 ppm)
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Fig. S3 '"H NMR of compound 3 (Insert :magnify for peak at 2.49 ppm. Non-coord DMSO
peak has been found at 2.52 ppm)
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Fig. S5 3C NMR of compound 2 (Insert :magnify for peak at 39.0 to 44.5 ppm.

DMSO peak has been found at 44.08 ppm.)
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Fig. S6 3C NMR of compound 3 (Insert :magnify for peak at 39.0 to 41.0 ppm. Non- coord
DMSO peak has been found at 40.52 ppm)
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Analysis Info
Analysis Name

Acquisition Date  6/18/2014 94807 PM

DAData\Wenke Qiwzi2-5000004.d

Method tune_low.m Operator BDAL@CMN
Sample Name yzl2-5 Instrument / Ser# micrOTOF-Q Il 10410
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 4500 v Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset -500 v Set Dry Gas 4.0 Vmin
Scan End 1000 miz Set Collision Cell RF 150.0 Vpp Set Divert Valve Source
Intens -
x109
1021333 C
1287 QQ
E A N AN
1.00 |
1 N N~
0.754
1 *
0.504 3901978
q 191.0858
0.254
q l 7171058 793.1045 952.1513
oool Lo Ll et i b e,
100 200 200 400 500 G600 TOO0 800 900 mfz
Fig. S7 H RMS of ADPA .

Analysis Info
Analysis Name

The parent ion peaks at m/z 390.1978 is marked with asterisks.

Acquisition Date 7/7/2014 3:15:41 PM

DAData\Wenke Qiwvenkle-YUAN-1000007.d

Method tune_low.m Operator BDAL@CN
Sample Name wenkle-YUAN-1 Instrument / Ser# micrOTOF-Q Il 10410
Comment
Acquisition Parameter
Source Type ESlI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 4500 vV Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset -500 VvV Set Dry Gas 4.0 I/min
Scan End 1000 m/z Set Collision Cell RF 150.0 Vpp Set Divert Valve Source
Intens._ |
x108 ]
3.0 211.5353
297 QQ
2.0 A [I\j | A
] P N//C”\\N =
1.5 cl Cl
1.04
0.5 *
] 522.0561
k| 160.5073
261.0060
g “ ¥ 341.9453
00 r T = L - r T T T T T T
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Fig. S8§ H RMS of compound 1.
The parent ion peaks at m/z 522.0561 is marked with asterisks.
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Fig. S9 H RMS of compound 2 .
The cationic fragment peaks at m/z 639.0444 is marked with asterisks.
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Fig. S10 H RMS of compound 3 .
The cationic fragment peaks at m/z 619.1207 is marked with asterisks.
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Fig. S16 The simulated and experimental PXRD patterns of compound 1
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Fig. S17 The simulated and experimental PXRD patterns of compound 3
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Fig. S18 TG curves of compound 1
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Table S1 Pertinent Crystal Data and Structure Refinement Results for Compounds 1-3

Compounds
Formula
Mr
Space group
a(A)
b(A)
c(A)

a (deg)

p (deg)

y (deg)
V(A3
z
D (g em™)

M (mm™)
F(000)
GOF
Ry

WRza

1
CuCyN;H,3C1L,0
541.94
Pna2(l)
20.6261(8)
14.7505(6)
8.7896(3)
90
90
90
2674.20(18)
4
1.341
1.040
1116.0
1.171
0.0392

0.1438

2
C9Hs0ON;CLRuS
639.58
R-3
25.875(4)
25.875(4)
25.597(4)
90
90
120
14842(6)
18
1.288
0.724
5868.0
1.014
0.0450

0.0987

3
PtC,7N3H,;CIPFg
764.98
P-1
8.2692(3)
11.1553(4)
14.9524(6)
72.155(1)
81.810(1)
83.298(1)
1295.63(8)
2
1.961
5.647
740.0
1.033
0.0257

0.0676

“Ri =% (|[Fo| - [Fe|)/X [Fol, wR = {Zw[(Fo* — Fc?)’[/yw[(Fo2)*]} 1
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Table S2. Selected bond lengths (A) and angles (°) for Compound 1

Cul—N1 2.005(3) C13—Cl4 1.419(5)
Cul—N2 2.008(3) C13—CI5 1.522(6)
Cul—N3 2.091(3) C15—N3 1.509(5)
Cul—CI2 2.2572(13) Cl16—C17 1.506(6)
Cul—Cl1 2.4855(15) C17—NI1 1.332(6)

C1—N3 1.508(6) C17—CI8 1.392(6)
Cl—C2 1.354(6) C18—C19 1.408(8)
Cl—Cl4 1.425(6) C19—C20 1.371(8)
C2—C3 1.408(9) C20—C21 1.368(7)
C3—C4 1.335(8) C21—N1 1.336(6)
C4—C5 1.429(7) C22—N3 1.479(5)
C5—C6 1.420(7) C22—C23 1.528(6)
C6—C7 1.377(6) C23—N2 1.333(6)
C7—C8 1.411(7) C23—C24 1.385(6)
C8—C9 1.357(8) C24—C25 1.383(8)
C7—CI2 1.440(7) C25—C27 1.348(9)
C9—C10 1.417(9) C26—C27 1.366(8)
Cl10—Cl1 1.362(6) C26—N2 1.345(6)
Cl11—CI2 1.420(6)
Cl12—CI13 1.423(5)

N1—Cul—N2 161.18(14) Cl14—C13—C15 120.2(3)

N1—Cul—N3 81.13(12) Cl12—C13—C15 120.3(3)

N2—Cul—N3 80.93(13) N3—C15—CI3 115.9(4)

N1—Cul—CI2 96.56(12) N3—C16—C17 109.5(4)

N2—Cul—CI2 97.41(12) C18—C17-C16 122.0(4)

N3—Cul—CI2 155.60(11) C17—C18—C19 117.6(5)

N1—Cul—Cl1 93.34(13) C20—C19—CI18 119.5(4)

N2—Cul—Cl1 94.00(13) C21—C20—C19 118.9(5)

N3—Cul—Cl1 95.51(11) N1—C17—C18 121.9(4)

Cl2—Cul—Cl1 108.89(7) N1—C17—C16 116.1(3)

C2—Cl1—Cl4 122.5(5) N1—C21—C20 122.5(5)
Cl—C2—C3 120.6(5) C24—C23—C22 122.8(4)

C4—C3—C2 120.0(5) C25—C24—C23 118.0(5)
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C3—C4—C5 121.2(5) C27—C25—C24 120.5(5)
C6—C5—Cl4 118.6(4) C25—C26—C27 119.7(6)
C6—C5—C4 121.6(5) N2—(C26—C27 122.1(5)
Cl4—C5—C4 119.8(5) C17—N1—C21 119.6(4)
C7—C6—C5 121.9(5) C17—N1—Cul 113.5(3)
C6—C7—CI12 119.8(4) C21—N1—Cul 126.9(3)
C8—C7—CI2 120.4(4) C23—N2—C26 119.0(4)
C6—C7—C8 119.8(5) C23—N2—Cul 113.7(3)
C9—C8—C7 120.5(5) C26—N2—Cul 127.2(3)

N3— C22—C23 109.2(3) C16—N3—Cl5 113.6(3)
Cl—C14—C5 115.7(4) C22—N3—Cl5 113.8(3)
C8—C9—C10 120.0(5) Cl16—N3—Cl1 104.2(2)
C11—C10—C9 120.7(5) C22—N3—Cul 104.2(2)
C13—C14—C1 124.3(4) C15—N3—Cul 107.4(3)
C13—C14—C5 120.1(4) C1—N3—Cul 107.1(3)

Cl11—C12—C13 123.6(4)

Cl1—Cl12—C7 116.7(4)

C13—C12—C7 119.7(4)

Cl14—C13—CI2 119.5(4)

Table S3. Selected bond lengths (A) and angles (°) for Compound 2

Rul—N3
Rul—N2
Rul—N1
Rul—S1
Rul—CI2
Rul—ClI1
C1—Cl14
Cl1—C2
C1—C6
C2—C3
C2—H2A
C3—C4
C3—H3A
C4—C5
C4—HA4A

2.077(3)
2.097(3)
2.142(3)
2.2284(12)
2.4227(11)
2.4350(11)
1.415(5)
1.419(6)
1.437(6)
1.366(6)
0.9300
1.413(8)
0.9300
1.316(7)
0.9300

Cl6—HI6A
Cl6—H16B
C17—N2
C17—C18
C18—C19
CI8&—HIBA
C19—C20
CI19—HI19A
C20—C21
C20—H20A
C21—N2
C21—H21A
C22—C23
C22—N1
C22—H22A

0.9700
0.9700
1.349(5)
1.381(5)
1.380(6)
0.9300
1.362(6)
0.9300
1.374(6)
0.9300
1.338(5)
0.9300
1.479(5)
1.492(4)
0.9700
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C5—C6
C5—H5A
C6—C7
C7—C8
C7T—HT7A
C8—C13
C8—C9
C9—C10
C9—HO9A
C10—C11
C10—HI10A
Cl11—C12
Cl1—HI11A
C12—C13
CI2—HI2A
C13—C14
Cl14—C15
CI15—NI1
CI5—HI5A
Cl16—C17
Cl16—NI1

N3—Rul—N2
N3—Rul—N1
N2—Rul—NI
N3—Rul—S1
N2—Rul—S1
N1—Rul—S1
N3—Rul—CI2
N2—Rul—CI2
NI—Rul—CI2
S1—Rul—CI2
N3—Rul—Cl1
N2—Rul—CI1
NI—Rul—Cl1
S1—Rul—CI1
CI2—Rul—<Cl1
Cl14—C1—C2
Cl14—C1—Ceo6
C2—C1—C6

1.416(6)
0.9300
1.381(6)
1.378(6)
0.9300
1.428(6)
1.444(6)
1.340(7)
0.9300
1.394(7)
0.9300
1.344(6)
0.9300
1.441(6)
0.9300
1.406(5)
1.534(5)
1.511(4)
0.9500
1.47 (5)
1.507(4)

95.11(12)
78.25(12)
80.83(11)
91.64(9)
172.94(9)
98.55(8)
93.84(9)
93.32(9)
169.61(8)
88.30(4)
174.73(9)
83.03(9)
96.57(8)
90.07(4)
91.19(4)
123.9(4)
119.3(4)
116.8(4)

C22—H22B
C23—N3
C23—C24
C24—C25
C24—H24A
C25—C26
C25—H25A
C26—C27
C26—H26A
C27—N3
C27—H27A
C28—S1
C28—H28A
C28—H28B
C28—H28C
C29—S1
C29—H29A
C29—H29B
C29—H29C
01—S1

N2—C17—C18
N2—C17—C16
C18—C17—Cl16
C17—C18—C19
C17—C18—HIBA
C19—C18—HIBA
C20—C19—C18
C20—C19—HI9%A
C18—C19—HI9%A
C21—C20—C19
C21—C20—H20A
C19—C20—H20A
N2—C21—C20
N2—C21—H21A
C20—C21—H21A
C23—C22—NI1
C23—C22—H22A
N1—C22—H22A

0.9700
1.355(5)
1.380(5)
1.374(6)
0.9300
1.373(6)
0.9300
1.360(6)
0.9300
1.347(5)
0.9300
1.783(4)
0.9600
00.9600
0.9600
1.785(5)
0.9600
0.9600
0.9600
1.483(3)

121.7(4)
114.7(3)
123.5(4)
119.2(4)
120.4
120.4
119.1(4)
120.4
120.4
119.1(4)
120.84
120.4
122.8(4)
118.6
118.6
109.6(3)
109.7
109.7
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C3—C2—Cl1
C3—C2—H2A
Cl—C2—H2A

C2—C3—C4
C2—C3—H3A
C4—C3—H3A

C5—C4—C3
C5—C4—H4A
C3—C4—H4A

C4—C5—C6
C4—C5—H5A
C6—C5—H5SA

C7—C6—C5

C7—C6—C1

C5—C6—C1

C8—C7—C6
Co—C7—HTA
C8—C7—H7A
C7—C8—C13

C7—C8—C9
C13—C8—C9
C10—C9—C8

C10—C9—H9%A
C8—C9—HOA
C9—C10—Cl11
C9—C10—HI10A
C11—C10—HI0A
C12—C11—C10
Cl12—C11—HI11A
C10—C11—HI11A
C11—C12—C13
Cl11—C12—HI2A
C13—CI12—HI2A
C14—C13—C8

121.6(5)
119.2
119.2

120.3(5)
119.9
119.9

120.0(5)
120.0
120.0

122.6(5)
118.7
118.7

122.5(5)

118.6(4)

118.8(5)

123.1(4)
118.4
118.4

119.1(4)

121.6(5)

119.1(5)

120.3(5)
119.9
119.9

121.2(5)
119.4
119.4

121.0(5)
119.5
119.5

121.6(4)
119.2
119.2

119.4(4)

C23—C22—H22B
N1—C22—H22B
H22A—C22—H22B
N3—C23—C24
N3—C23—C22
C24—C23—C22
C23—C24—C25
C23—C24—H24A
C25—C24—H24A
C26—C25—C24
C26—C25—H25A
C24—C25—H25A
C25—C26—C27
C25—C26—H26A
C27—C26—H26A
N3—C27—C26
N3—C27—H27A
C26—C27—H27A
S1—C28—H28A
S1—C28—H28B
H28A—C28—H28B
S1—C28—H28C
H28A—C28—H28C
H28B—C28—H28C
S1—C29—H29A
S1—C29—H29B
H29A—C29—H29B
S1—C29—H29C
H29A—C29—H29C
H29B—C29—H29C
C22—N1—C15
C22—N1—C16
C15—N1—Cl16
C22—N1—Rul

109.7
109.7
108.2

121.0(4)

115.6(3)

123.4(4)

119.1(4)
120.4
120.4

119.5(4)
120.3
120.3

119.5(4)
120.2
120.2

121.8(4)
119.1
119.1
109.5
109.5
109.5
109.5
109.5
109.5
109.5
109.5
109.5
109.5
109.5
109.5

112.9(3)

106.9(3)

113 (3)

104.8(2)
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Cl4—C13—C12 123.8(4) C15—N1—Rul 112.4(2)
C8—C13—CI2 116.7(4) C16—NI—Rul 106.8(2)
Cl—Cl14—CI13 120.2(4) C17—N2—C21 124.9(3)
Cl—Cl4—Cl15 119.6(4) C17—N2—Rul 115 (3)
C13—Cl14—C15 119.7(3) C21—N2—Rul 125 (3)
N1—C15—C14 116.7(3) C27—N3—C23 119.0(3)

N1—C15—HI15A 108.1 C27—N3—Rul 126.5(3)
Cl4—C15—HISA 108.1 C23—N3—Rul 114.4(3)
C17—C16—N1 112.4(3) C28—S1—C29 29 98.2(2)
C17—C16—HI16A 109.1 C28—S1—01 106.0(2)
N1—C16—H16A 109.1 C29—S1—O01 105.4(2)
C17—C16—H16B 109.1 C28—S1—Rul 112.25(17)
N1—C16—H16B 109.1 C29—S1—Rul 112.39(17)
H16A—C16—H16B 107.9 01—SI1—Rul 120.13(12)
Cl4—Cl1—C2—C3 178.3(4) S1—Rul—N1—C22 56.1(2)
C6—C1—C2—C3 0.4(6) CI2—Rul—N1—C22 -74.8(5)
Cl—C2—C3—C4 -0.1(7) Cll—Rul—N1—C22 147.1(2)
C2—C3—C4—C5 -0.1(8) N3—Rul—N1—C15 -156.8(2)
C3—C4—C5—C6 0.19) N2—Rul—N1—C15 106.0(2)
C4—C5—C6—C7 -176.8(5) S1—Rul—N1—C15 -66.9(2)
C4—C5—C6—Cl 0.2(8) CI2—Rul—N1—CI15 162.3(3)
Cl14—C1—C6—C7 -1.3(6) Cll—Rul—NI1—C15 24.2(2)
C2—C1—C6—C7 176.7(4) N3—Rul—N1—C16 79.3(2)
Cl14—C1—C6—C5 -178.4(4) N2—Rul—N1—C16 -17.9(2)
C2—C1—C6—C5 -0.4(6) S1—Rul—NI1—C16 169.23(19)
C5—C6—C7—C8 176.1(4) Cl2—Rul—N1—C16 38.4(6)
Cl1—C6—C7—C8 -1.0(7) Cll—Rul—N1—C16 -99.7(2)
C6—C7—C8—CI13 -0.1(7) C18—C17—N2—C21 0.1(6)
C6—C7—C8—C9 -176.3(4) C16—C17—N2—C21 -177.2(3)
C7—C8—C9—C10 175.4(5) C18—C17—N2—Rul -164.1(3)
C13—C8—C9—C10 -0.8(7) C16—C17—N2—Rul 18.6(4)
C8—C9—C10—Cl1 -1.1(8) C20—C21—N2—C17 0.3(6)
C9—C10—C11—C12 1.0(8) C20—C21—N2—Rul 162.7(3)
C10—C11—CI12—C13 1.0(7) N3—Rul—N2—C17 -76.9(3)
C7—C8—C13—Cl4 3.5(6) N1—Rul—N2—C17 0.3(3)
C9—C8—C13—Cl4 179.8(4) S1—Rul—N2—C17 85.8(8)
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C7—C8—C13—C12
C9—C8—C13—C12
Cl11—C12—C13—C14
Cl11—C12—C13—C8
C2—C1—C14—C13
C6—C1—C14—C13
C2—C1—C14—CI15
C6—C1—C14—C15
C8—C13—C14—C1
C12—C13—C14—C1
C8—C13—C14—C15
C12—C13—C14—C15
C1—C14—CI15—NI1
C13—C14—C15—N1
NI—C16—C17—N2
N1—C16—C17—C18
N2—C17—C18—C19
C16—C17—C18—C19
C17—C18—C19—C20
C18—C19—C20—C21
C19—C20—C21—N2
N1—C22—C23—N3
N1—C22—C23—C24
N3—C23—C24—C25
C22—C23—C24—C25
C23—C24—C25—C26
C24—C25—C26—C27
C25—C26—C27—N3
C23—C22—N1—CI15
C23—C22—N1—C16
C23—C22—N1—Rul
Cl14—C15—N1—C22
Cl14—C15—N1—Cl6
C14—C15—N1—Rul
C17—C16—N1—C22
C17—C16—N1—CI15
C17—C16—NI1—Rul

-173.7(4)
2.6(6)
-179.8(4)
-2.7(6)
-173.2(4)
4.7(6)
-0.9(6)
177.03)
-5.8(6)
171.2(4)
-178.1(3)
-1.0(6)
95.2(4)
-92.5(4)
-35.2(5)
147.6(4)
-0.1(7)
176.9(4)
-0.2(7)
0.5(8)
-0.6(7)
-30.6(5)
150.6(4)
-1.3(6)
177.4(4)
2.3(7)
-1.5(7)
-0.4(7)
166.2(3)
-69.5(4)
43.6(3)
58.2(4)
-63.0(4)
176.4(3)
144.4(3)
91.1(3)
32.7(3)

CI2—Rul—N2—C17
Cl1—Rul—N2—C17
N3—Rul—N2—C21
NI—Rul—N2—C21
S1—Rul—N2—C21
Cl2—Rul—N2—C21
Cl1—Rul—N2—C21
C26—C27—N3—C23
C26—C27—N3—Rul
C24—C23—N3—C27
C22—C23—N3—C27
C24—C23—N3—Rul
C22—C23—N3—Rul
N2—Rul—N3—C27
NI1—Rul—N3—C27
S1—Rul—N3—C27
CI2—Rul—N3—C27
Cl1—Rul—N3—C27
N2—Rul—N3—C23
NI—Rul—N3—C23
S1—Rul—N3—C23
CI2—Rul—N3—C23
Cl1—Rul—N3—C23
N3—Rul—S1—C28
N2—Rul—S1—C28
NI—Rul—S1—C28
Cl2—Rul—S1—C28
CI1—Ru1—S1—C28
N3—Rul—S1—C29
N2—Rul—S1—C29
N1—Rul—S1—C29
CI2—Rul1—S1—C29
CI1—Rul1—S1—C29
N3—Rul—S1—O01
N2—Rul—S1—O01
N1—Rul—S1—O01
CI2—Rul1—S1—O01

171.1(3)
98.1(3)
120.2(3)

-162.6(3)
~77.1(8)
26.03)
-64.8(3)

1.5(6)

-178.1(3)
-0.6(6)

-179.4(4)
179.0(3)

0.2(4)
-81.2(4)

-160.7(4)
100.9(3)
12.5(3)

-150.2(8)
99.2(3)
19.7(3)
-78.7(3)

-167.1(3)
30.2(12)
-36.2(2)
161.0(7)

-114.6(2)

57.60(18)

148.80(18)

-145.8(2)
51.4(8)
135.9(2)
-52.0(2)
39.2(2)

89.39(18)
-73.4(7)

11.02(17)

-176.82(15)
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Table S2. Selected bond lengths (A) and angles (°) for Compound 3

Pt1—N2 2.003 (3) C26—C25 1.385 (5)
Pt1—N3 2.007 (3) C26—C27 1.506 (5)
Ptl—NI 2.035 (3) C15—HI5A 0.9900
Ptl—Cll 2.3065 (9) C15—HI5B 0.9900
N1—C21 1.506 (4) C4—C5 1.337 (10)
N1—C27 1.506 (4) C4—H4A 0.9500
N1—CI5 1.527 (4) C27—H27A 0.9900
N3—C16 1.340 (5) C27—H27B 0.9900
N3—C20 1.354 (4) C13—C8 1.415 (6)
N2—C26 1.343 (5) C18—C17 1.370 (6)
N2—(22 1.355 (5) C18—C19 1.381 (6)
C3—C2 1.365 (7) C18—HI8A 0.9500
C3—C4 1.404 (10) C21—H21A 0.9900
C3—H3A 0.9500 C21—H21B 0.9900
Cl1—CI2 1.346 (7) C25—C24 1.366 (7)
C11—C10 1.394 (11) C25—H25A 0.9500

Cl1—HI1A 0.9500 C19—HI19A 0.9500
C9—C10 1.363 (11) Cl6—C17 1.375 (6)
C9—C8 1.440 (8) Cl16—HI16A 0.9500
C9—H9A 0.9500 C17—HI17A 0.9500

C10—HI10A 0.9500 C6—C7 1.388 (8)
Cl12—CI13 1.447 (7) C6—C5 1.429 (8)

Cl12—HI2A 0.9500 C8—C7 1.399 (8)
C2—Cl 1.426 (6) C7—H7A 0.9500
C2—H2A 0.9500 C22—H22A 0.9500
C23—C22 1.366 (6) C24—H24A 0.9500
C23—C24 1.385 (8) C5—H5A 0.9500

C23—H23A 0.9500 Pl—FI 1.501 (4)
C20—C19 1.377 (5) P1—F6 1.549 (4)
C20—C21 1.508 (5) PI—F2 1.564 (5)
Cl14—CI13 1.412 (5) Pl—F4 1.569 (5)
Cl4—Cl 1.417 (5) P1—F5 1.580 (4)
Cl4—Cl15 1.498 (5) P1—F3 1.574 (3)

C1—C6 1.438 (6)
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N2—Pt1—N3
N2—Ptl—NI1
N3—Ptl—NI1
N2—Pt1—Cl1
N3—Pt1—Cl1
N1—Pt1—ClI1
C21—N1—C27
C21—N1—C15
C27—N1—CI5
C21—N1—Pt1
C27—N1—Pt1
C15—N1—Pt1
C16—N3—C20
C16—N3—Pt1
C20—N3—Pt1
C26—N2—C22
C26—N2—Ptl
C22—N2—Ptl
C2—C3—C4
C2—C3—H3A
C4—C3—H3A
C12—C11—C10
Cl12—C11—HI1A
C10—C11—HI11A
C10—C9—C8
C10—C9—H9A
C8—C9—HOA
C9—C10—Cl11
C9—C10—HI10A
C11—C10—HI10A
C11—C12—C13
Cl11—C12—HI2A
C13—CI12—HI2A
C3—C2—C1
C3—C2—H2A
Cl—C2—H2A

167.04 (12)
83.87 (12)
84.48 (11)
95.41 (9)
96.30 (9)
179.03 (8)
112.2 (3)
108.5 (3)
112.3 (3)
105.4 (2)
103.7 (2)
114.5 (2)
118.9 (3)
128.6 (2)
112.5 (2)
119.7 (3)
112.5 (2)
127.8 (3)
121.0 (6)

119.5
119.5
120.3 (7)
119.9
119.9
119.3 (6)
120.4
120.4
121.3 (6)
119.4
119.4
122.5 (6)
118.7
118.7
120.9 (5)
119.5
119.5

N1—C27—H27A
C26—C27—H27B
N1—C27—H27B

H27A—C27—H27B

C8—C13—Cl14
C8—C13—C12
C14—C13—C12
C17—C18—C19
C17—C18—HI18A
C19—C18—HI8A
N1—C21—C20
N1—C21—H21A
C20—C21—H21A
N1—C21—H21B
C20—C21—H21B

H21A—C21—H21B

C24—C25—C26
C24—C25—H25A
C26—C25—H25A

C20—C19—C18
C20—C19—HI19A
C18—C19—HI9%A

N3—C16—C17
N3—C16—H16A
C17—Cl16—HI16A

C18—C17—Cl16
C18—C17—HI17A
Cl16—C17—HI17A

C7—C6—Cl1
C7—C6—C5
C1—C6—C5
C7—C8—C13
C7—C8—C9
C13—C8—C9
C8—C7—C6
C8—C7—H7A

109.7
109.7
109.7
108.2

120.1 (4)

115.9 (4)

124.0 (4)

119.2 (4)
120.4
120.4

110.7 (3)
109.5
109.5
109.5
109.5
108.1

119.1 (4)
120.5
120.5

119.4 (4)
120.3
120.3

122.2 (4)
118.9
118.9

119.2 (4)
120.4
120.4

119.6 (5)

122.4 (5)

118.0 (5)

118.9 (4)

120.5 (5)

120.6 (6)

122.1 (4)
119.0
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C22—C23—H23A 120.5 N2—(C22—C23 121.3 (4)
C24—C23—H23A 120.5 N2—C22—H22A 119.3
N3—C20—C19 121.1 3) C23—C22—H22A 119.3
N3—C20—C21 116.1 (3) C25—C24—C23 119.9 (4)
C19—C20—C21 122.5 (3) C25—C24—H24A 120.0
C13—Cl14—C1 120.5 (4) C23—C24—H24A 120.0
C13—Cl14—C15 119.6 (3) C4—C5—C6 122.2 (5)
Cl—Cl4—Cl15 119.9 (3) C4—C5—H5A 118.9
C6—Cl1—Cl4 118.5 (4) C6—C5—H5A 118.9
C6—C1—C2 117.9 (4) F1—PI1—F6 93.8 (4)
Cl4—C1—C2 123.6 (4) F1—PI—F2 87.2 (5)
N2—(C26—C25 121.0 (4) F6—P1—F2 90.2 (3)
N2—C26—C27 115.5 (3) F1—Pl1—F4 177.6 (4)
C25—C26—C27 123.3 (4) F6—P1—F4 88.6 (4)
C14—C15—N1 114.6 (3) F2—P1—F4 92.1 (4)
Cl4—C15—HISA 108.6 F1—PI—F5 94.1 (4)
N1—CI15—HI15A 108.6 F6—P1—F5 89.7 (3)
Cl14—C15—H15B 108.6 F2—P1—F5 178.7 (4)
N1—C15—HI15B 108.6 F4—P1—F5 86.6 (3)
H15A—C15—HI5B 107.6 F1—PIl—F3 90.2 (3)
C5—C4—C3 120.0 (5) F6—P1—F3 176.0 (3)
C5—C4—H4A 120.0 F2—P1—F3 89.4 (2)
C3—C4—H4A 120.0 F4—P1—F3 87.5 (3)
C26—C27—N1 109.9 (3) F5—P1—F3 90.7 (2)
C26—C27—H27A 109.7
N2—Ptl—N1—C21 ~148.3 (2) C25—C26—C27—N1 153.3 (3)
N3—Ptl—N1—C21 26.0 (2) C21—N1—C27—C26 153.1 (3)
Cll—Pt1—N1—C21 170 (5) C15—N1—C27—C26 -84.4 (3)
N2—Pt1—N1—C27 -30.1 (2) Pt1—N1—C27—C26 39.8 (3)
N3—Ptl—N1—C27 144.2 (2) Cl—C14—C13—C8 —6.2 (5)
Cll—Ptl—N1—C27 ~72 (5) C15—Cl14—C13—C8 172.3 (3)
N2—Ptl—N1—CI5 92.6 (2) Cl—Cl14—C13—CI2 174.6 (4)
N3—Ptl—N1—C15 ~93.1 (2) C15—C14—C13—C12 —6.9 (5)
Cll—Pt1—N1—CI5 51 (5) Cl11—C12—C13—C8 -3.1(7)

N2—Pt1—N3—Cl16 —165.9 (4) Cl11—C12—C13—C14 176.1 (5)
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Cl1—Pt1—N3—Cl16
N2—Pt1—N3—C20
N1—Pt1—N3—C20
Cl1—Pt1—N3—C20
N3—Ptl—N2—C26
NI1—PtI—N2—C26
Cl1—Pt1—N2—C26
N3—Ptl—N2—C22
N1—Ptl—N2—C22
Cl1—Pt1—N2—C22
C8—C9—C10—Cl11
C12—C11—C10—C9
C10—C11—C12—CI13
C4—C3—C2—C1
C16—N3—C20—C19
Pt1—N3—C20—C19
Cl16—N3—C20—C21
Pt1—N3—C20—C21
C13—C14—C1—C6
C15—C14—C1—C6
C13—C14—C1—C2
C15—C14—C1—C2
C3—C2—C1—Ce6
C3—C2—C1—C14
C22—N2—C26—C25
Pt1—N2—C26—C25
C22—N2—C26—C27
Pt1—N2—C26—C27
C13—C14—C15—N1
C1—C14—C15—NI1
C21—N1—C15—C14
C27—N1—C15—C14
Pt1—N1—C15—Cl14
C2—C3—C4—C5

~11.3 (3)
13.3 (6)
~12.72)
167.9 (2)
~10.6 (6)
15.5 (2)
~165.2 (2)
170.8 (4)
~163.1 (3)
16.3 (3)
-2.5(11)
3.8 (11)
-0.9 (9)
0.3 (7)
—0.7 (5)
~180.0 (3)
174.3 (3)
~5.0 (4)
43 (5)
~174.1 3)
~175.4 (4)
6.1 (5)
0.5 (6)
~179.7 (4)
-0.9 (5)
~179.6 (3)
~176.7 (3)
4.6 (4)
—90.2 (4)
88.3 (4)
171.8 (3)
47.2 (4)
~70.8 (3)
~1.7(8)

CI15—NI—C21—C20
Pt1—N1—C21—C20
N3—C20—C21—N1
C19—C20—C21—N1
N2—C26—C25—C24
C27—C26—C25—C24
N3—C20—C19—C18
C21—C20—C19—C18
C17—C18—C19—C20
C20—N3—C16—C17
Pt1—N3—C16—C17
C19—C18—C17—C16
N3—C16—C17—C18
C14—C1—C6—C7
C2—C1—C6—C7
Cl14—C1—C6—C5
C2—C1—C6—C5
C14—C13—C8—C7
C12—C13—C8—C7
C14—C13—C8—C9
C12—C13—C8—C9
C10—C9—C8—C7
C10—C9—C8—C13
C13—C8—C7—C6
C9—C8—CT7—C6
C1—C6—C7—C8
C5—C6—C7—C8
C26—N2—C22—C23
Pt1—N2—C22—C23
C24—C23—C22—N2
C26—C25—C24—C23
C22—C23—C24—C25
C3—C4—C5—Ce6
C7—C6—C5—C4

88.3 (3)
~34.8 (3)
27.6 (4)
~157.4 (3)
—0.2 (6)
175.2 (4)
1.6 (6)
~173.1 (4)
~1.1(7)
—0.6 (5)
178.5 (3)
—0.2(7)
1.0 (6)
~0.2 (6)
179.6 (4)
~179.8 (4)
0.0 (6)
3.8 (6)
~176.9 (4)
~174.9 (4)
4.4 (6)
179.5 (6)
~1.7.9)
0.3 (7)
179.1 (5)
-2.1(7)
177.4 (4)
0.8 (6)
179.3 (3)
0.5 (8)
1.5 (7)
~1.6 (8)
2.3 (8)
179.0 (5)
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Table S5. Bond lengths (A) and angles (°) of hydrogen bonds for Compound 1

D H A D H HoA DA D H A
C(20)-H(20A) ..CI(1) 0.93 2.80 3.545(5) 137

Intra C(21)-H(21A) ..C1(2) 0.93 2.72 3.291(5) 121
C(26)-H(26A) ..C1(2) 0.93 2.76 3.328(5) 120

Intra C(27)-H(27A) ..CI(1) 0.93 2.81 3.620(5) 147

Symmetry codes: (i) 1/2-x,1/2+y,1/2+z; (ii) 1/2-x,-1/2+y,1/2+z

Table S7. Bond lengths (A) and angles (°) of hydrogen bonds for Compound 2

Intra C(15)-H(15A) ..CI(1) 0.95 2.62 3.27(4) 125
C(20)-H(20A) ..CI(1) 0.95 2.79 3.64(5) 149
Intra C(21)-H(21A) ..C1(2) 0.94 2.74 3.36(5) 123
C(22)-H(22A) ..C1(2) 0.98 2.65 3.56(6) 155
Intra C(27)-H(27A) ..CI(2) 0.96 2.73 3.34(6) 122
Intra C(29)-H(29C) ..CI(1) 0.99 2.71 3.30(7) 118

Symmetry codes: (i) 2/3-x,1/3-y,1/3-z; (ii) X-y.X,-z

Table S6. Bond lengths (A) and angles (°) of hydrogen bonds for Compound 3

D H-A D H A DA D H-A
C(15)-H(15A) ..F(3) 0.99 2.50 3.2461 132
C(15)-H(15A) ..F(5) 0.99 2.52 3.4874 165

Intra C(16)-H(16A) ..CI(1)  0.95 2.79 3.3512 118
C(19)-H(19A) ..CI(1) 0.95 2.72 3.5292 143
C(21)-H(21B) ..CI(1) 0.99 2.79 3.7378 161

Intra C(22)-H(22A) .Ci(1)  0.95 2.77 3.3177 118
C(23)-H(23A) ..F(6) 0.95 2.54 3.3353 142
C(25)-H(25A) .F(4) 0.95 2.55 3.4044 151
C(27)-H(27B) ..CI(1) 0.99 2.65 3.5904 159

Symmetry codes: (i) -x,-y,2-z; (i1) 1+x,y,z; (iii) 1-x,-y,1-z; (v) -X,1-y,1-z; (iv)1-x,1-y,1-z




