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Molecules A and B in the asymmetric unit are shown separately with the atom numbering scheme

Hydrogen bonding parameters for CC1
D—Heee A D-H (A) Heeoo A (A) Deee A (A) D—Heee A (0) Symmetry operation for
A
N(7)-H(7)eeeO(6B) 0.86 2.101 2.938(12) 163.3 -x+1, -y+2, -z+1
N(7)-H(7)eeeO(4B) 0.86 2.51 3.192(15) 137.0 -x+1, -y+2, -z+1
N(10)-H(10)eeeO(4B) 0.86 2.04 2.827(15) 151.6 -x+1, -y+2, -z+1
N(10)-H(10)eeeO(5A) 0.86 2.07 2.94(2) 177.50 -x+1, -y+2, -z+1
N(39)-H(39)eeeO(4A) 0.86 2.07 2.872(16) 154.3 -x+1, -y+1, -z+1
N(39)-H(39)eeeO(5B) 0.86 2.101 2.876(16) 149. 8 -x+1, -y+1, -z+1
N(39)-H(39)eeeO(6A) 0.86 2.169 2.965 153.78 -x+1, -y+1, -z+1
N(42)-H(42)eeeO(5B) 0.86 1.999 2.784 151.33 -x+1, -y+1, -z+1
N(42)-H(42)eeeO(6A) 0.86 2.092 2.86(3) 148.95 -x+1, -y+1, -z+1
N(55)-H(55)eeeO(2B) 0.86 2.126 2.907(17) 150.74 x-1,y,2
N(55)-H(55)e000O(3A) 0.86 2.24 3.013(11) 149.33 x-1,y,z
N(58)-H(58)eeeO(3A) 0.86 2.217 2.910 151.24 x-1,y,z
N(77)-H(77)e0e0O(6B) 0.86 2.231 3.011(12) 151.32 -x+2, -y+1, -z+1
N(77)-H(77)e0e0O(5B) 0.86 2.232 2.996(16) 147.69 -x+2, -y+1, -z+1
N(80)-H(80)eeeO(6B) 0.86 2.199 2.972(13) 149.8 -x+2, -y+1, -z+1
N(93)-H(93)eeeO(3A) 0.86 2.093 2.916(11) 160.19 X, y-1,2
N(93)-H(93)eeeO(1A) 0.86 2.453 3.156(15) 139.9 X,y-1,2
N(96)-H(96)e0eO(2A) 0.86 2.04 2.90(3) 178.24 X, y-1,2
N(96)-H(96)e0eO(1A) 0.86 2.043 2.830 (17) 151.64 X,y-1,2
N(109)-H(109)eeeO(4B) 0.86 1.997 2.797(14) 155.21 -x+1, -y+1, -z+1
N(109)-H(109)eeeO(5A) 0.86 2.13 2.94(2) 155.81 -x+1, -y+1, -z+1
N(109)-H(109)eeeO(4A) 0.86 2.398 3.13(2) 144.5 -x+1, -y+1, -z+1
N(112)-H(112)eeeO(4A) 0.86 2.040 2.83(2) 152.1 -x+1, -y+1, -z+1
N(112)-H(112)eeeO(5A) 0.86 2.308 3.053 145.08 -x+1, -y+1, -z+1
N(112)-H(112)eeeO(6A) 0.86 2.486 3.34(3) 174.6 -x+1, -y+1, -z+1
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Hydrogen bonding parameters for CC2
D—Heee A D-H (A) | HeeoA (A) | DeseA D-HeeeA (°) | Symmetry operation
(A) for A
N(7)—H(7)es0(35) 0.86 2.22 3.011(7) | 152.1 X12, y+1,z
N(7)—H(7)es0(33) 0.86 2.51 3.243(8) | 143.5 X12, y+1, -z
N(10)- H(10)eesO(35) | 0.86 2.04 2.846(8) | 156.0 x12, y+1,z
N(23)- H(23)ess0(34) | 0.86 1.95 2.800(7) | 170.7 X+2, -y+1, z+1
N(26)— H(26)e00(36) | 0.86 1.95 2.787(8) | 165.6 X+2, -y+1, 7+1
N(51)- H(51)ees0(43) | 0.86 2.03 2.825(7) | 153.4 Xt1, y+1,z
N(51)— H(54)s0s0(42) | 0.86 1.96 2.811(8) | 169.1 x+1, -y+1, z
N(67)— H(67)eesO(41) | 0.86 2.18 2.982(7) | 155.3 X+1, y+1, 7+1
N(67)— H(67)essO(44) | 0.86 2.50 3.218(8) | 141.8 X+, -y+1, z+1
N(70)— H(70)eesO(44) | 0.86 2.16 2.966(8) | 155.8 X+1, -y+1, 7+1
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CC3

Hydrogen bonding parameters for CC3

D—HeeoA D-H (A) | HeeoA DeeeA D-HeeeA Symmetry operation
(A) (A) ") for A

N(7)-H(7)see0(35) 0.86 2.38 3.156(9) | 150.9 X+2, -y+1, z+1
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020

Hydrogen bonding parameters for CP1

D—Heee A D-H (A) | HeeoA (A) | DeseA D-HeeeA (°) | Symmetry operation
(A) for A
N(8)—H(8)eeeO(10) 0.86 2.015 2.874(13) | 178.2 xt+l,y,z
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CP2

*x,-1+y,z #1-x,y, 1.5-z

Hydrogen bonding parameters for CP2

D—Heee A D-H (A) | HeeeA (A) | DeseA D-HeeeA (°) | Symmetry operation
A) for A

N(8)_H(8)ees0(33) 0.86 2.015 2.853(13) | 164.4 i1, yi1, 2372

N(24)-H(24)es0(34) | 0.86 1.954 2.762(4) | 1582 Xy, 741
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Hydrogen bonding parameters for CC5

D—Heee A D-H (A) | HeeeA (A) | DeseA D-HeeeA (°) | Symmetry operation
A) for A
N(22)-H(22)eeeF(27) 0.86 2.10 2.887(14) | 151.1 -X,1/2+y,3/2-z
N(37)-H(37)eeeF(23) 0.86 2.02 2.876(14) | 172.2 1-x,1-y,1-z
N(52)-H(52)eeeF(25) 0.86 1.92 2.751(14) | 161.6 1-x,1/2+y,3/2-z
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#1/2-y,x,z2 *1/2-x,1/2 -y, 2
Hydrogen bonding parameters for CC6
D—HeeeA D-H (A) | HeeeA (A) | DeseA D-HeeeA (°) | Symmetry operation
(A) for A
N(7)-H(7)es0(31) 0.86 1.90 2.745(8) | 166.5 X, Y, 2
N(22)-H(22)eesC1(27) | 0.86 2.21 3.050(7) | 165.3 X, Y,z
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Hydrogen bonding parameters for CC7

D—HeeeA D-H (A) | HeeeA (A) | DeseA D-HeeeA (°) | Symmetry operation
A) for A
N(52)-H(52)se¢0(9) 0.86 2.24 3.082(5) | 164.8 x+1, y-1/2, -z+1/2
N(52)-H(52)eesO(61) 0.86 2.06 2913(5) | 172.9 X,Y,Z
N(37)=H(37)eeeCI(1) 0.86 233 3.174(4) | 168.8 X, y+l, z
N(22)-H(22)seeCl(4) 0.86 2.45 3.272(4) | 159.6 X, y-1,z
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CC8

*1-x,2-y, 2-2

Hydrogen bonding parameters for CC8

D—Heee A D-H (A) | HeeeA (A) | DecesA D—Heee A (0) Symmetry operation
(A) for A

N(7)=H(7)sesCI(11) 0.86 2.50 3287(4) | 152.4 X, y13/2, 2112
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019

*1/2+4y,1-x,1-z My, 1/2 %,z

Hydrogen bonding parameters for CC9

D—Heee A D-H (A) | HeeeA (A) | DessA D-HeeeA (°) | Symmetry operation
(A) for A

N(10)-H(10)eeeO(18) 0.86 1.98 2.828(7) 168.4 -y+1/2, %,z

N(7)—H(7)eee0(18) 0.86 2.19 2.982(6) | 152.8 X+, -y+1, z+1
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CC1

Sample: SB0718B File: C:..\SHUBHA\PENTAFLURO\SB0718B
Size: 33120 mg DSC-TGA Operator: sb
Method: SBO718E Run Date: 18-Feb-2011 11:41
Comment: 18.02.11 Instrument: SDT Q600 V8.2 Build 100
100 ;\ ' 06
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Exo Up Temperature (°C) Universal V4 2E TA Instruments

Unit cell contents= 16 Ligands+4CuSO4+4 DMSO
7=1
Therefore FW=Unit cell contents/4

=4 Ligands+1CuS0O4+1DMSO

=4 X 303.04+1X 158.88 +1X78.01

=1449.05
Weight loss for 1 DMSO= 78.01/1449.05=5.37%(experimental 19.29%)
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Sample: SB0B36C File: C:.. \SHUBHAPENTAFLURO\SBOD336C
Size: 1.9920mg DSC-TGA Operator: BNM
Method: SBO836C Run Date: 31-Aug-2012 03:17
Comment: SBOB36C Instrument: SDT Q600 V8.2 Build 100
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Exo Up Temperature (°C) Universal V4 2E TA Instruments

Unit cell contents = 8Ligands+4CdS0O4+4DMSO+6H,0+13.6H,0 (SQUEEZE results of 136 electrons) (
solvent of inclusion)

7=2
Therefore FW= Unit cell contents/2
= 4 Ligands+2CdS04+2DMSO+6.8H,0
=4 X 303.04+2X 208.86 +2X78.01+6.8X18.03
=1907.27
Weight loss for DMSO and H,0=278.51/1907.27=14.6%(experimental 13.64%)
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Sample: SB0838D File: C:.. \SHUBHA'PENTAFLURC\SB0838D
Size: 1.9050 mg DSC-TGA Operator: BNM
Method: SBO838D Run Date: 26-Sep-2012 01:43
Comment: SB0838D Instrument: SDT QG600 V8.2 Build 100
120 25
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Exo Up Tem perature (°C) Universal V4 2E TA Instruments

Unit cell contents= 16 Ligands+4CuSiF6+8H,0+4H,0 (SQUEEZE results of 32 electrons) (
solvent of inclusion)

7=4
Therefore FW=Unit cell contents/Z
= 4Ligands+ 1 CuSiF6+2H,0+1H,0
=4 X 302.05+1X 204.45+2X18.01+1X18.01
=1470.52
Weight loss for 3 H,O=3x18.01/1470.52=54.03/1470.52=3.67%(experimental 7.85%)
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Unit cell contents=16 Ligands+4Cu(CI104),+4H,0
7=4
Therefore FW= Unitcell contents/Z
=4Ligands+ 1Cu(Cl04),+1H,0O
=4 X 288.17+1X260.83+1X18.01
=1152.68+260.83+18.01
=1431.52
Weight loss for 1 HO=18x18.01/1431.52=270.15/1431.52=1.25% (experimental 2.9%)
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Sample: SBOG5EDR1 File: C:.. \SHUBHA\PENTAFLURO\SBOGSEDR 1
Size: 26300 mg DSC-TGA Operator: bnm
Method: SBOGSEDR1 Run Date: 15-Mar-2012 14:47
Comment: SBO65GDR1 Instrument: SOT Q600 V8.2 Build 100
120 42.30°C 10
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Exo Up Temperature (OC) Universal V4 2E TA Instruments

Unit cell contents = 16 Ligands+4CuCl,+8H,0+22H,0 (SQUEEZE results of 223 electrons) ( solvent of
inclusion)

7=2
Therefore FW=Unit cell contents/Z
= 8Ligands+ 2CuCl,+4H,0+11H,0
=8 X 288.17+2X132.45+4X18.01+11X18.01
=2840.4
Weight loss for 15 H,0=15x18.01/2840.4=270.15/2840.4=9.50%(experimental 19.6%)
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CC9

Sample: SB0811G _

Size: 0.6630mg DSC-TGA
Method: SB0811G

Comment: SB0811G

File: C:..\SDT\P. DASTIDAR\SHUBHA\SB0811G
Operator: bnm

Run Date: 03-Jan-201301:17

Instrument: SDT Q600 V8.2 Build 100
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Unit cell contents = 8 Ligands + 2CuSO,4 +14H,0
7=2
Therefore FW=Unit cell contents /Z
=4 Ligands+ 1 CuSO4+ 7 H,O
=4 X 213.09+1X158.61+ 7X18.01

=1136.56

Weight loss for 7 HyO= 7 x18.01/1136.56=126.07/1136.56=11.09%(experimental 17.9%)
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