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Figure S1. ORTEP plot of the asymmetric unit of [Zn(fum)(L)] (1).

Table S1. Crystal data and structure refinement for [Zn(fum)(L)] (1).

Empirical formula C34H22N04Zn
Formula weight 643.94
Temperature/K 293.00

Crystal system triclinic

Space group P-1

a/A 10.547(6)

b/A 11.969(7)

c/A 13.786(8)

a/° 64.879(9)

B/ 79.643(11)

v/° 70.890(10)
Volume/A3 1487.2(15)

Z 2

Pcaicg/cm’ 1.438

pu/mm? 0.876

F(000) 660.0

Crystal size/mm?3 0.13x0.11x0.1
Radiation MoKa (A =0.71073)

20 range for data collection/

3.266 to 54.576

Index ranges

-9<h<13,-11<k<15,-12<1<17

Reflections collected

11310

Independent reflections

6690 [Rint = 0.1235, Rgigma = 0.0970]

Data/restraints/parameters

6690/0/406

Goodness-of-fit on F?

0.991

Final R indexes [I>=20 (1)]

R1=0.0530, wR, = 0.1067

Final R indexes [all data]

R1=0.1035, wR, =0.1255

Largest diff. peak/hole / e A3

0.28/-0.29




Table S2. Bond lengths for [Zn(fum)(L)] (1).

Atom | Atom | Length/A Atom | Atom | Length/A
Znl | 02 1.915(6) | | c15 | c13 1.382(11)
Znl | N2 2117(7) | | c8 |9 1.328(11)
Zn1 | N1 2054(7) | | c19 | N5 1.333(10)
Znl | 04 1.981(8) | | C19 | ci8 1.479(12)
Zn1 | C33 2497(13)| | c5 | c6 1.426(11)
C20 N6 1.376(11) C5 c4 1.370(11)
c20 | c21 1.337(11) | | N5 | C25 1.383(11)
N3 Cc7 1.376(9) C14 C13 1.395(10)
N3 C12 1.399(10) C14 Ci16 1.366(10)
N3 | Cl1 1.379(10) | | c11 | cio0 1.344(11)
02 C31 1.284(10) C18 C16 1.361(10)
N6 | C24 1.440(10) | |04 | C33 1.204(14)
N6 | C19 1.348(10) | | C26 | c27 1.363(12)
N2 | c12 1.306(9) | | C26 | C25 1.488(13)
N2 | c6 1.367(9) | |c10 | co 1.416(11)
NI | C5 1.360(10) | | Cc31 | c32 1.501(12)
N1 | Cl 1322(10)| |c4 | c3 1.347(11)
03 |33 1.268(14) | | C23 | c22 1.354(12)
01 | c31 1.212(10) | |c22 |c21 1.434(12)
c7 | cs 1.435(11) | | C29 | c28 1.370(13)
c7 | cs 1.401(11) | | c29 |c30 1.367(13)
N4 | C26 1.330(11) | | C27 |c28 1.427(12)
N4 | C30 1361(12) | |3 |2 1.374(12)
C24 C23 1.393(12) C2 (ox} 1.362(12)
24 | C25 1.364(13) | | C33 | C3a 1.585(17)
C12 C13 1.457(11) C32 Cc32! 1.288(15)
c17 | ci5 1.392(11) | | C34 | c3a? 1.25(2)
c17 | ci8 1.387(11)

11-X,1-Y,1-Z; ?1-X,-Y,2-Z




Table S3. Bond angles for [Zn(fum)(L)] (1).

Atom | Atom | Atom Angle/* Atom | Atom | Atom Angle/*

02 Znl N2 106.5(3) Ci16 C14 C13 121.3(8)
02 |zn1 |N1 122.1(3) | [cio [ci1 [ N3 119.0(9)
02 |zn1 |04 112.4(3) N2 | C6 c7 105.7(8)
02 |zn1 |c33 106.5(3) N2 | C6 s 119.7(9)
N2 [zn1 |c33 127.5(4) | |c7 6 s 134.6(10)
N1 Znl N2 79.6(4) C17 C18 C19 123.2(10)
N1 Znl C33 114.2(4) Cl6 C18 C17 117.1(8)
04 Znl N2 100.5(3) Ci16 C18 C19 119.7(10)
04 Znl N1 123.2(3) C15 C13 C12 126.2(9)
04 |zn1 |c33 28.3(4) | |c15 [c13 |cis 116.1(8)
C21 C20 N6 120.9(9) C14 C13 C12 117.7(9)
c7 N3 | C12 1055(8) | [c33 |04 [zm 100.4(9)
c7 N3 | cl11 122.3(8) N4e | C26 |cC27 123.5(9)
c11 | N3 [c12 132.2(10) N4 | C26 |C25 116.8(12)
C31 02 Znl 119.0(6) Cc27 C26 C25 119.6(12)
C20 N6 C24 118.7(9) C11 C10 (6] 120.2(9)
C19 | N6 |c20 1336(10) | |02 [c31 [c32 114.8(9)
C19 | N6 |cC24 10759) | o1 |c31 |02 124.3(9)
c12 | N2 [zn1 139.0(7) | o1 [c31 |c32 120.9(10)
c12 | N2 [cs 110.5(8) | | c3 c4 s 120.7(9)
Cé6 N2 Znl 110.4(7) C22 C23 C24 121.2(10)
5 N1 |znl 115.3(7) | |c18 |cie |cia 122.9(9)
C1 N1 Znl 126.2(8) Cc23 C22 C21 118.4(10)
C1 N1 C5 118.5(8) C30 C29 C28 120.2(11)
N3 | C7 cs8 117.7(9) | | c8 c9 C10 121.3(9)
N3 Cc7 Cé6 108.7(8) C26 Cc27 C28 119.8(10)
6 c7 cs8 133.6(11) | | ca c3 c2 119.6(10)
C26 N4 C30 116.5(10) Cc20 C21 C22 121.6(10)
23 | c24 [ne 119.0(11) | | c29 |c28 |c27 116.3(11)
C25 C24 N6 103.0(10) C1 Cc2 c3 117.7(10)
25 | c2a |c23 138.0(12) N1 |C1 c2 123.5(10)
N3 [c12 |c13 123.8(10) N4 | C30 |cC29 123.5(11)
N2 | c12 |N3 109.6(8) | |03 |33 [zm 77.2(8)
N2 [c12 [ci3 126.409) | |03 |33 [c3a 117.4(14)
c18 |c17 |c1s 1205(9) | |04 |33 [zm 51.3(7)
C13 C15 C17 122.1(8) 04 C33 03 128.1(14)
co cs c7 119.409) | |04 |c33 [c3a 114.5(14)
N6 C19 C18 127.8(10) C34 C33 Znl 164.4(12)
N5 | c19 |N6 112.009) | [c32t |c32 |c31 126.6(11)
N5 C19 C18 120.2(10) C34%2 | C34 C33 125.7(19)
N1 C5 Cé6 114.7(9) C24 C25 N5 112.6(9)
N1 C5 Cc4 119.8(9) C24 C25 C26 129.2(12)
C4 C5 C6 125.5(10) N5 C25 C26 118.2(12)
C19 | N5 |c25 104.9(8)

11-X,1-Y,1-Z; 21-X,-Y,2-Z




Figure S2. ORTEP plot of the asymmetric unit of [Zn(tpt)(L)(H,0)] (2).

Table S4. Crystal data and structure refinement for [Zn(tpt)(L)(H20)] (2).

Empirical formula CasH26Ns0sZn
Formula weight 712.02
Temperature/K 298.0

Crystal system triclinic

Space group P-1

a/A 11.9196(16)

b/A 12.271(2)

c/A 13.308(2)

a/° 75.124(14)

B/ 87.043(12)

v/° 82.912(12)
Volume/A? 1866.6(5)

VA 2

pcalcg/crn3 1.267

p/mm? 1.316

F(000) 732.0

Crystal size/mm?3 0.21x0.18 x 0.15
Radiation CuKa (A =1.54184)

20 range for data collection/°

6.874 to 135.054

Index ranges

-8<h<14,-8<k<14,-8<1<15

Reflections collected

6720

Independent reflections

6420 [Rint = 0.0634, Rsigma = 0.0744]

Data/restraints/parameters

6420/437/452

Goodness-of-fit on F?

1.088

Final R indexes [I>=20 (1)]

R1=0.0549, wR; =0.1420

Final R indexes [all data]

R1=0.0726, wR, = 0.1699

Largest diff. peak/hole / e A3

0.25/-0.25




Table S5. Bond lengths for [Zn(tpt)(L)(H20)] (2).

Atom | Atom | Length/A Atom | Atom | Length/A
Znl | o1 2.115(8) | |c17 |c18 1.40(2)
Znl | N2 2146(13) | |c1 | c2 1.53(2)
Znl | 02 1.978(10) | |c2 | c3 1.361(17)
Znl | 04 1.959(10) | | c2 | c4? 1.377(16)
Zn1 | N1 2.085(13) | | 24 | c25 1.406(19)
N2 Ci14 1.388(17) C24 C23 1.422(19)
N2 | C20 1.299(17) | | c24 | c27 1.46(2)
02 (ox} 1.265(17) C25 C26 1.373(17)
04 |cs 1.258(18) | |c26 |c21 1.404(18)
03 |c1 1.246(17) | | C21 | c20 1.46(2)
c7 Ccé6 1.34(2) c9 C10 1.382(18)
c7 | cs 1.376(16) | |C3 | ca 1.414(16)
6 | c5 1.46(2) | | N5 | C32 1.394(17)
c6 | cat 1.404(19) | | N5 | C28 1.357(16)
05 | c5 1.248(19) | | N5 | C27 1.402(17)
22 |t 1.421(19) | | N4 | C33 1.419(17)
c22 | 23 1.378(16) | | N4 | C27 1.291(16)
N3 | C15 1.381(18) | | C31 | C32 1.442(19)
N3 | C19 1.358(17) | | c31 | C30 1.351(17)
N3 | C20 1.373(18) | | C32 | C33 1.368(19)
N1 C13 1.343(18) C33 C34 1.415(19)
N1 | C9 1.313(15) | | C29 |c28 1.389(18)
c14 | c13 1.43(2) | |c29 | c30 1.373(18)
c14 | cis 139(2) | |N6 | C34 1.358(18)
c12 | ci3 139(2) | |N6 | C38 1.317(18)
c12 | ci1 1.351(16) | | C35 | C34 1.345(18)
c16 | C15 1.42(2) | |c35 | c36 1.383(18)
c16 | c17 1.337(19) | | c38 | c37 1.35(2)
c11 | c10 1.346(17) | | C37 | C36 1.385(19)
c19 | ci8 1.328(19)

11-X,1-Y,2-Z; 22-X,2-Y,1-Z




Table S6. Bond angles for [Zn(tpt)(L)(H.0)] (2).

Atom | Atom | Atom Angle/* Atom | Atom | Atom Angle/*

01 Znl N2 166.4(4) C3 C2 C1 120(2)
02 |zn1 |o1 922(4)| |c3 2 ca? 119.9(15)
02 |zn1 | N2 89.9(4)| |car |c2 c1 121(2)
02 |zn1 |N1 127.9(4) | [c2s |c2a |c23 116.2(19)
04 |zn1 |01 946(4)| |c2s |caa |c27 128(2)
o4 |zn1 | N2 96.2(4) 23 |c24 |c27 116(2)
04 |zn1 |02 1185(4) | |c26 |c2s |coa 123(2)
04 Znl N1 113.2(4) C25 C26 C21 120.8(19)
N1 Znl 01 89.7(4) C22 C21 C20 121.9(18)
N1 |znl | N2 785(5) | | c26 [c21 |c22 116.6(17)
C14 N2 Znl 110.4(12) C26 C21 C20 121.5(19)
C20 N2 Znl 141.9(15) C22 C23 C24 120.5(19)
C20 N2 Cl4 107.5(19) Cc7 C8 ce! 120.1(17)
c1 02 |zn1 128.7(12) N2 | c20 |[N3 112(2)
5 04 |zn1 131.8(14) N2 |[c20 |c21 124(2)
Cé6 Cc7 Cc8 121.8(18) N3 C20 C21 124(2)
c7 c6 s 123(3) N1 |C9 C10 121.6(17)
c7 Cé6 cst 118.1(16) Cl1 C10 (6°] 117.9(18)
cst |ce s 1193) | |2 c3 ca 120.7(15)
Cc23 C22 c21 122.5(17) C19 C18 C17 116(2)
C19 N3 C15 121.6(19) c2? c4 C3 119.5(15)
C19 N3 C20 132(2) C32 N5 Cc27 102.8(18)
c20 [ N3 [c1s 106(2) | [ c28 N5 [c32 124(2)
c13 [N1 |[zn1 116.6(14) c28 |N5 |c27 133(2)
(6°] N1 Znl 122.8(12) Cc27 N4 C33 107.6(18)
Cc9 N1 C13 120.6(18) C30 C31 C32 117.5(19)
N2 [c14 |ci3 119(2) N5 [ C32 |c31 116(2)
N2 [c14 |c1s 108(2) | [c33 [c32 [Ns 111(2)
c15 |c14 |c13 133(2) | [c33 [c32 [c31 133(2)
Cl1 C12 C13 118.4(19) C32 C33 N4 106(2)
N1 |c13 |cl4 115(2) | [c32 |c33 [c3a 134(2)
N1 |c13 |[c12 119.7(19) | | c34 [c33 [ N4 120(2)
C12 C13 Cl4 125(2) C30 C29 C28 117.2(18)
04 |cs c6 120(2) N5 | C28 |cC29 119.4(19)
05 |cs 04 121(2) | [c38 | N6 [c34 112.6(19)
05 C5 C6 119(2) C34 C35 C36 122(2)
c17 |ci6 |c1s 120(2) N6 |C34 |C33 113(2)
N3 |cC15 |cCl4 107(2) | |35 |c3a [c33 124(2)
N3 | cC15 |[cCl6 116.0(19) | | c35 [c34 [ nNe 123(2)
c14 |c1s |cis 137(2) NS | C27 |c24 124(2)
C10 C11 C12 121.7(19) N4 Cc27 C24 123(2)
c18 |c19 |N3 123(2) N4a | C27 |[Ns 113.1(18)
C16 C17 C18 123(2) C31 C30 C29 125.4(19)
02 |c1 2 113.1(19) N6 |C38 |C37 129(2)
03 |c1 02 129.1(18) | | c38 [ c37 |c36 117(2)
03 |c1 2 118(2) | |c35 |[c36 |[c37 115.4(19)

11-X,1-Y,2-Z; 22-X,2-Y,1-Z
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Figure S3. ORTEP plot of the asymmetric unit of [Zn(tpt)(L).]-2DMF (3).

Table S7. Crystal data and structure refinement for [Zn(tpt)(L).]-2DMF (3).

Empirical formula CaoH36Ng04Zn
Formula weight 758.14
Temperature/K 100.00
Crystal system triclinic
Space group P-1

a/A 12.376(3)
b/A 13.499(3)
c/A 13.640(3)
a/° 107.58(3)
B/° 99.50(3)

v/° 91.92(3)
Volume/A3 2134.1(8)

Z 2

Pcaicg/cm’ 1.180
pu/mm? 0.598

F(000) 788.0

Crystal size/mm? 0.1x0.08 x 0.05
Radiation (A =0.700)

20 range for data collection/°

3.13t0 51.898

Index ranges

-15<h<15,-16<k<16,-17<1<17

Reflections collected

28811

Independent reflections

8185 [Rint = 0.0415, Rejgma = 0.0368]

Data/restraints/parameters

8185/0/360

Goodness-of-fit on F?

1.066

Final R indexes [I>=20 (1)]

R1=0.0660, wR, = 0.2045

Final R indexes [all data]

R1=0.0777, wR, =0.2140

Largest diff. peak/hole / e A3

1.48/-0.76




Table S8. Bond lengths for [Zn(tpt)(L).]-2DMF (3).

Atom | Atom Length/A Atom | Atom Length/A

Zn01 | 0002 2.2720 C00)J C0o11 1.4084

Zn01 | 0003 2.2235 C00J Co13 1.3718

Zn01 | NOO5 2.1061 COOK | COOM 1.3842

Zn01 | NOO6 2.1207 CO0K | coov 1.4069

Zn01 | NOO8 2.1235 CcooL | coom 1.4696

Zn01 | NOO9 2.0824 COOM | Coov? 1.4221(16)

Zn01 | CO10 2.5744 COON | CO1A 1.4306

0002 | Co10 1.2645 C000 | Co14 1.3554

0003 | Co10 1.2593 C00Q | CO0S 1.4205

NOO4 | COOE 1.3832 COOR | COOX 1.4008

NOO4 | COoOL 1.3648 COOR | CO16° 1.406(2)

NOO4 | CO018 1.4031 C00S | coou 1.3574

NOO5 | COOD 1.3115 CO0T | CO1F 1.3587

NOO5 | CO0l 1.3736 Coou | Co14 1.4428

NOO6 | COON 1.3270 coow | cooy 1.3843

NOO6 | COOT 1.3475 CO0X | Co16 1.3754

NOO7 | COOD 1.3749 Cooy | C0o13 1.4182

NOO7 | CO0O 1.3760 C010 | Co16 1.4892

NOO7 | CO0Q 1.4038 C018 | CO1E 1.3489

NOO8 | COOH 1.3684 C019 | CO1D 1.3211

NOO8 | COOL 1.3159 CO1A | CO1l 1.3671

NO09 | Coow 1.3449 C01D | CO1E 1.4635

NOO9 | CO11 1.3642 CO1F | CO1l 1.4138

CO0C | COOD 1.4870 01 Cé6 1.223(7)

C00C | cooG 1.3847 N5 C22 1.813(11)

cooc | coop? 1.3982(16) N5 c21 1.368(9)

COOE | COOH 1.3729 N5 C20 1.263(10)

COOE | CO019 1.4569 N7 C6 1.334(7)

C00G | coop 1.3909 N7 C8 1.461(8)

COOH | COON 1.4725 N7 Cl4 1.422(8)

cool | cooqQ 1.4014 011 |20 1.254(11)

cool C011 1.4467

LX,1-Y,-Z; 2-X,2-Y,1-Z; 31-X,1-Y,1-Z

Table S9. Bond angles for [Zn(tpt)(L).]-:2DMF (3).

Atom | Atom | Atom Angle/* Atom | Atom | Atom Angle/*
0002 | Zzn01 | CO10 29.4 NOO5 | COOlI Co11 119.0
0003 | Zn01 | 0002 58.7 C00Q | cool C011 132.8
0003 | zn01 | CO10 29.3 C013 | Coo0J Co11 119.3
NOO5 | Zzn01 | 0002 143.0 COOM | COOK | coov 121.4
NOO5 | Zn01 | 0003 87.4 NO0O4 | COOL | COOM 1249
NOO5 | Zn0O1 | NOO6 106.7 NOO8 | COOL | NOO4 109.2
NOO5 | ZnO1 | NOO8 119.5 NOO8 | COOL | COOM 125.9
NOO5 | Zzn0O1 | CO10 115.8 CO0K | CoOM | cooL 121.5
NOO6 | Zn01 | 0002 87.2 COOK | COOM | COOV? 119.85(6)
NOO6 | Zn01 | O003 86.7 COoV? | COOM | cooL 118.60(6)
NOO6 | ZnO1 | NOO8 78.2 NOO6 | COON | COOH 115.3




NOO6 | Zn01 | CO10 85.8 NOO6 | COON | CO1A 121.5
NOO8 | Zn01 | 0002 96.6 CO1A | COON | COOH 123.1
NOO8 | Zn01 | 0003 151.9 C014 | CO0OO | NOO7 118.5
NOO08 | Zn01 | CO10 124.7 C00G | CoOP | cooc! 119.00(6)
NOO9 | Zn01 | 0002 88.0 NOO7 | CO0Q | CO0S 117.9
NO09 | Zn01 | 0003 93.4 C00lI | cooQ | Noo7 105.4
NO09 | Zn01 | NOO5 79.0 C00lI | cooQ | Coos 136.7
NOO9 | Zn01 | NOO6 174.4 CO00X | COOR | CO163 119.51(7)
NOO9 | Zn01 | NOO8 99.4 COOU | CO0S | CooQ 119.9
NO09 | Zn01 | CO10 91.6 NOO6 | COOT | CO1F 123.0
C010 | 0002 | Zn01 88.7 C00S | COOU | C014 119.8
C010 | 0003 | Zn01 91.0 COOK | COOV | COOM? 118.76(6)
COOE | NOO4 | CO018 121.8 NO09 | COOW | COOY 124.2
COOL | NOO4 | COOE 108.4 C016 | COOX | COOR 120.9
COOL | NOO4 | C018 129.4 COOW | Cooy | Co13 116.9
COOD | NOO5 | Zn01 136.1 0002 | C010 | Zn01 61.9
CO0OD | NOO5 | cool 109.0 0002 | C010 | COl16 119.0
C00l NOO5 | Zn01 109.7 0003 | C010 | Zn01 59.7
COON | NOO6 | Zn01 114.0 0003 | C010 | 0002 121.6
COON | NOO6 | CooT 119.2 0003 | C010 | CO16 119.4
COOT | NOO6 | Zn01 126.1 C016 | C010 | ZnO1 176.4
CO0OD | NOO7 | CO0O 129.8 NO09 | CO11 | COOl 113.4
CO0OD | NOO7 | Co0Q 107.4 NO09 | CO11 | COO0lJ 121.3
C000 | NOO7 | cooQ 122.8 C00J | CO11 | COOI 125.3
COOH | NOO8 | Zn01 110.4 C00J | CO13 | cooy 120.0
COOL | NOO8 | Zn01 138.6 C000 | C014 | CoouU 121.0
COOL | NOO8 | COOH 108.1 COOR® | CO16 | C010 119.74(7)
COOW | NOO9 | Zn01 126.7 C00X | C016 | COOR® 119.50(7)
COOW | NO09 | Co11 118.2 C00X | CO016 | CO10 120.7
C011 | NOO9 | Zn01 114.9 CO1E | CO18 | NOO4 120.5
C00G | cooC | CooD 120.9 C01D | C019 | COOE 119.9
C00G | C00C | COOP! 120.39(6) C01l | CO1A | COON 118.3
COOP* | COOC | COOD 118.70(6) C019 | CO1D | CO1E 121.7
NOO5 | COOD | NOO7 110.1 C018 | CO1E | CO1D 118.2
NOO5 | COOD | COOC 125.7 COOT | CO1F | CO1l 118.6
NOO7 | COOD | COOC 124.2 CO1A | CO1l | COIF 119.2
NO04 | COOE | CO19 117.2 C21 N5 C22 108.6(6)
COOH | COOE | NOO4 105.1 C20 N5 C22 117.8(7)
COOH | COOE | C019 137.6 C20 N5 C21 133.2(8)
Co0C | CooG | coop 120.6 C6 N7 C8 119.6(5)
NOO8 | COOH | COOE 109.2 C6 N7 Ci4 122.9(5)
NOO8 | COOH | COON 117.6 Cl4 N7 C8 117.4(5)
COOE | COOH | COON 133.1 01 Cé N7 125.5(6)
NOO5 | CO0I | CO0Q 108.2 011 C20 N5 114.6(9)

1-X,1-Y,-Z; 2-X,2-Y,1-Z; 31-X,1-Y,1-Z




