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������ ��� B8�(:$#�8.E):$C � A Schlenk flask was charged with 

[(CH3CN)2Ni(CF3)2] (IV.1; 765 mg, 2.74 mmol), dry pyridine (1.08 g, 13.7 

mmol) and 10 mL of THF under argon atmosphere. The mixture was stirred 

overnight at room temperature, and solvents were then evaporated to 0.5 mL 

under reduced pressure. Complex IV.2 was precipitated with 10 mL of pentane and washed with 

Et2O (2x2 mL) and additional pentane (2x10 mL). Complex IV.2 was finally dried on a vacuum 

line overnight to afford the desired product as a pale yellow powder in excellent yield (905 mg, 93 

% yield). Suitable crystals for X-ray diffraction were obtained by slow evaporation of a 

THF/pentane solution complex IV.2 at room temperature.�
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Elemental analysis calcd for C12H10N2F6Ni, C: 40.61, H: 2.84, N: 7.89; found, C: 40.81, H: 2.75, 

N: 8.07. 
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Crystal data and structure refinement for Compound II.2. 

Identification code  [(dcpp)NiCl2] 

Empirical formula  C27 H49 Cl2 Ni P2 

Formula weight  565.21 

Temperature  193(2) K 

Wavelength  0.71073 Å 

Crystal system  Monoclinic 

Space group  Pn 

Unit cell dimensions a = 9.455(4) Å α= 90°. 

 b = 8.841(4) Å β= 91.255(14)°. 

 c = 16.771(9) Å γ = 90°. 

Volume 1401.6(12) Å3

Z 2 

Density (calculated) 1.339 Mg/m3

Absorption coefficient 1.011 mm-1

F(000) 606 

Crystal size 0.251 x 0.121 x 0.060 mm3

Theta range for data collection 5.214 to 26.371°. 

Index ranges -3<=h<=11, -8<=k<=8, -18<=l<=13 

Reflections collected 4941 

Independent reflections 2350 [R(int) = 0.0943] 

Completeness to theta = 25.242° 73.0 %  

Absorption correction None 

Refinement method Full-matrix least-squares on F2

Data / restraints / parameters 2350 / 81 / 299 

Goodness-of-fit on F2 1.179 

Final R indices [I>2sigma(I)] R1 = 0.0497, wR2 = 0.1319 

R indices (all data) R1 = 0.0692, wR2 = 0.1721 

Absolute structure parameter 0.03(4) 

Extinction coefficient n/a 

Largest diff. peak and hole 1.182 and -0.920 e.Å-3
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Identification code  [(dcpp)Ni(�2–toluene)]  

Empirical formula  C34 H58 Ni P2 

Formula weight  587.45 

Temperature  193(2) K 

Wavelength  0.71073 Å 

Crystal system  Triclinic 

Space group  P-1 

Unit cell dimensions a = 8.9535(15) Å α= 76.369(6)°. 

 b = 11.0168(16) Å β= 85.353(6)°. 

 c = 17.829(3) Å γ = 70.631(6)°. 

Volume 1612.4(5) Å3

Z 2 

Density (calculated) 1.210 Mg/m3

Absorption coefficient 0.722 mm-1

F(000) 640 

Crystal size 0.200 x 0.060 x 0.040 mm3

Theta range for data collection 5.119 to 25.680°. 

Index ranges -10<=h<=10, -13<=k<=13, -21<=l<=18 

Reflections collected 21935 

Independent reflections 6060 [R(int) = 0.1175] 

Completeness to theta = 25.242° 98.9 %  

Absorption correction Semi-empirical from equivalents 

Max. and min. transmission 0.7454 and 0.6485 

Refinement method Full-matrix least-squares on F2

Data / restraints / parameters 6060 / 0 / 341 

Goodness-of-fit on F2 0.976 

Final R indices [I>2sigma(I)] R1 = 0.0577, wR2 = 0.0939 

R indices (all data) R1 = 0.1335, wR2 = 0.1170 

Extinction coefficient n/a 

Largest diff. peak and hole 0.434 and -0.512 e.Å-3
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Crystal data and structure refinement for Compound II.5. 

Identification code  [(dcpp)Ni(PPh3)]  

Empirical formula  C45 H65 Ni P3 

Formula weight  757.59 

Temperature  193(2) K 

Wavelength  0.71073 Å 

Crystal system  Orthorhombic 

Space group  Pbca 

Unit cell dimensions a = 16.0050(5) Å α= 90°. 

 b = 19.2276(7) Å β= 90°. 

 c = 26.7538(10) Å γ = 90°. 

Volume 8233.2(5) Å3

Z 8 

Density (calculated) 1.222 Mg/m3

Absorption coefficient 0.618 mm-1

F(000) 3264 

Crystal size 0.250 x 0.180 x 0.150 mm3

Theta range for data collection 2.821 to 30.574°. 

Index ranges -22<=h<=22, -27<=k<=27, -38<=l<=38 

Reflections collected 338487 

Independent reflections 12620 [R(int) = 0.0614] 

Completeness to theta = 25.242° 99.8 %  

Absorption correction Semi-empirical from equivalents 

Max. and min. transmission 0.7435 and 0.7062 

Refinement method Full-matrix least-squares on F2

Data / restraints / parameters 12620 / 0 / 442 

Goodness-of-fit on F2 1.062 

Final R indices [I>2sigma(I)] R1 = 0.0340, wR2 = 0.0746 

R indices (all data) R1 = 0.0569, wR2 = 0.0863 

Extinction coefficient n/a 

Largest diff. peak and hole 0.301 and -0.348 e.Å-3
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Crystal data and structure refinement for Compound II.6. 

Identification code  [(dcpp)Ni(PhCN)]  

Empirical formula  C34 H55 N Ni P2 

Formula weight  598.44 

Temperature  193(2) K 

Wavelength  0.71073 Å 

Crystal system  Orthorhombic 

Space group  Pbca 

Unit cell dimensions a = 8.4572(3) Å α= 90°. 

 b = 19.5760(6) Å β= 90°. 

 c = 39.8370(12) Å γ = 90°. 

Volume 6595.3(4) Å3

Z 8 

Density (calculated) 1.205 Mg/m3

Absorption coefficient 0.708 mm-1

F(000) 2592 

Crystal size 0.300 x 0.200 x 0.050 mm3

Theta range for data collection 2.918 to 29.851°. 

Index ranges -11<=h<=11, -27<=k<=27, -55<=l<=55 

Reflections collected 136490 

Independent reflections 9446 [R(int) = 0.0902] 

Completeness to theta = 25.242° 99.8 %  

Absorption correction Semi-empirical from equivalents 

Max. and min. transmission 0.7459 and 0.6721 

Refinement method Full-matrix least-squares on F2

Data / restraints / parameters 9446 / 0 / 343 

Goodness-of-fit on F2 1.138 

Final R indices [I>2sigma(I)] R1 = 0.0522, wR2 = 0.0926 

R indices (all data) R1 = 0.0907, wR2 = 0.1033 

Extinction coefficient n/a 

Largest diff. peak and hole 0.414 and -0.483 e.Å-3
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Crystal data and structure refinement for Compound II.7. 

Identification code  [(dcpp)Ni(C2H4)]  

Empirical formula  C29 H54 Ni P2 

Formula weight  523.37 

Temperature  193(2) K 

Wavelength  0.71073 Å 

Crystal system  Monoclinic 

Space group  P21/n 

Unit cell dimensions a = 9.4676(8) Å α= 90°. 

 b = 9.0227(8) Å β= 91.063(3)°. 

 c = 16.3342(15) Å γ = 90°. 

Volume 1395.1(2) Å3

Z 2 

Density (calculated) 1.246 Mg/m3

Absorption coefficient 0.825 mm-1

F(000) 572 

Crystal size 0.200 x 0.100 x 0.050 mm3

Theta range for data collection 3.119 to 26.370°. 

Index ranges -11<=h<=11, -11<=k<=11, -20<=l<=20 

Reflections collected 35460 

Independent reflections 2849 [R(int) = 0.1601] 

Completeness to theta = 25.242° 99.8 %  

Absorption correction Semi-empirical from equivalents 

Max. and min. transmission 0.7461 and 0.6155 

Refinement method Full-matrix least-squares on F2

Data / restraints / parameters 2849 / 209 / 299 

Goodness-of-fit on F2 1.276 

Final R indices [I>2sigma(I)] R1 = 0.0788, wR2 = 0.1467 

R indices (all data) R1 = 0.1112, wR2 = 0.1562 

Extinction coefficient n/a 

Largest diff. peak and hole 0.285 and -0.568 e.Å-3
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Crystal data and structure refinement for Compound II.8. 

Identification code  [(dcpp)Ni(COD)Ni(dcpp)]  

Empirical formula  C62 H112 Ni2 P4 

Formula weight  1098.82 

Temperature  193(2) K 

Wavelength  0.71073 Å 

Crystal system  Triclinic 

Space group  P-1 

Unit cell dimensions a = 9.692(3) Å α= 76.156(17)°. 

 b = 11.183(3) Å β= 81.883(17)°. 

 c = 15.115(5) Å γ = 74.144(17)°. 

Volume 1525.0(7) Å3

Z 1 

Density (calculated) 1.196 Mg/m3

Absorption coefficient 0.758 mm-1

F(000) 600 

Crystal size 0.16 x 0.10 x 0.03 mm3

Theta range for data collection 5.22 to 27.88°. 

Index ranges -10<=h<=12, -12<=k<=14, -19<=l<=19 

Reflections collected 23984 

Independent reflections 7177 [R(int) = 0.0983] 

Completeness to theta = 27.88° 98.7 %  

Absorption correction Semi-empirical from equivalents 

Max. and min. transmission 0.9776 and 0.8883 

Refinement method Full-matrix least-squares on F2

Data / restraints / parameters 7177 / 0 / 307 

Goodness-of-fit on F2 0.990 

Final R indices [I>2sigma(I)] R1 = 0.0593, wR2 = 0.1040 

R indices (all data) R1 = 0.1350, wR2 = 0.1273 

Largest diff. peak and hole 1.240 and -0.798 e.Å-3
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Crystal data and structure refinement for Compound II.9. 

Identification code  [(dcpp)Ni(�2 naphthalene)]  

Empirical formula  C37 H58 Ni P2 

Formula weight  623.48 

Temperature  193(2) K 

Wavelength  0.71073 Å 

Crystal system  Triclinic 

Space group  P-1 

Unit cell dimensions a = 8.8083(9) Å α= 75.349(4)°. 

 b = 11.2172(11) Å β= 83.608(5)°. 

 c = 18.525(2) Å γ = 71.931(4)°. 

Volume 1682.4(3) Å3

Z 2 

Density (calculated) 1.231 Mg/m3

Absorption coefficient 0.696 mm-1

F(000) 676 

Crystal size 0.080 x 0.040 x 0.020 mm3

Theta range for data collection 5.140 to 27.876°. 

Index ranges -11<=h<=11, -14<=k<=14, -24<=l<=24 

Reflections collected 30000 

Independent reflections 7933 [R(int) = 0.0834] 

Completeness to theta = 25.242° 98.6 %  

Absorption correction Semi-empirical from equivalents 

Max. and min. transmission 0.7457 and 0.6709 

Refinement method Full-matrix least-squares on F2

Data / restraints / parameters 7933 / 0 / 361 

Goodness-of-fit on F2 0.984 

Final R indices [I>2sigma(I)] R1 = 0.0463, wR2 = 0.0853 

R indices (all data) R1 = 0.0940, wR2 = 0.0997 

Extinction coefficient n/a 

Largest diff. peak and hole 0.829 and -0.364 e.Å-3
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Crystal data and structure refinement for Compound II.10. 

Identification code  [(dcpp)Ni(4-CF3-Ph)(Cl)]  

Empirical formula  C34 H54 Cl F3 Ni P2 

Formula weight  675.87 

Temperature  203(2) K 

Wavelength  0.71073 Å 

Crystal system  Monoclinic 

Space group  C2/c 

Unit cell dimensions a = 25.5530(17) Å α= 90°. 

 b = 13.6596(9) Å β= 109.972(3)°. 

 c = 20.9020(14) Å γ = 90°. 

Volume 6856.9(8) Å3

Z 8 

Density (calculated) 1.309 Mg/m3

Absorption coefficient 0.776 mm-1

F(000) 2880 

Crystal size 0.300 x 0.200 x 0.100 mm3

Theta range for data collection 1.715 to 32.032°. 

Index ranges -38<=h<=35, -20<=k<=20, -31<=l<=29 

Reflections collected 65951 

Independent reflections 11899 [R(int) = 0.0439] 

Completeness to theta = 25.242° 99.6 %  

Absorption correction Semi-empirical from equivalents 

Max. and min. transmission 0.7464 and 0.6886 

Refinement method Full-matrix least-squares on F2

Data / restraints / parameters 11899 / 96 / 398 

Goodness-of-fit on F2 1.022 

Final R indices [I>2sigma(I)] R1 = 0.0446, wR2 = 0.0989 

R indices (all data) R1 = 0.0780, wR2 = 0.1119 

Extinction coefficient n/a 

Largest diff. peak and hole 0.542 and -0.374 e.Å-3
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Crystal data and structure refinement for Compound II.11. 

Identification code  [(dcpp)Ni(µ-Cl)2Ni(dcpp)]  

Empirical formula  C54 H100 Cl2 Ni2 P4 

Formula weight  1061.54 

Temperature  193(2) K 

Wavelength  0.71073 Å 

Crystal system  Triclinic 

Space group  P-1 

Unit cell dimensions a = 10.5873(8) Å α= 108.590(4)°. 

 b = 12.1027(9) Å β= 101.906(4)°. 

 c = 12.1731(9) Å γ = 100.654(4)°. 

Volume 1392.78(18) Å3

Z 1 

Density (calculated) 1.266 Mg/m3

Absorption coefficient 0.920 mm-1

F(000) 574 

Crystal size 0.20 x 0.14 x 0.10 mm3

Theta range for data collection 5.12 to 33.14°. 

Index ranges -16<=h<=16, -17<=k<=18, -18<=l<=18 

Reflections collected 41637 

Independent reflections 10582 [R(int) = 0.0441] 

Completeness to theta = 33.14° 99.5 %  

Absorption correction Semi-empirical from equivalents 

Max. and min. transmission 0.9136 and 0.8373 

Refinement method Full-matrix least-squares on F2

Data / restraints / parameters 10582 / 7 / 290 

Goodness-of-fit on F2 1.035 

Final R indices [I>2sigma(I)] R1 = 0.0389, wR2 = 0.0846 

R indices (all data) R1 = 0.0658, wR2 = 0.0951 

Largest diff. peak and hole 1.027 and -0.357 e.Å-3
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Crystal data and structure refinement for Compound II.12. 

Identification code  [(dcpp)Ni(Ph)(Cl)]  

Empirical formula  C45 H67 Cl Ni P2 

Formula weight  764.08 

Temperature  193(2) K 

Wavelength  0.71073 Å 

Crystal system  Triclinic 

Space group  P-1 

Unit cell dimensions a = 8.9005(4) Å α= 77.5586(15)°. 

 b = 10.6035(4) Å β= 87.0367(16)°. 

 c = 23.4174(10) Å γ = 77.3667(15)°. 

Volume 2105.88(15) Å3

Z 2 

Density (calculated) 1.205 Mg/m3

Absorption coefficient 0.629 mm-1

F(000) 824 

Crystal size 0.399 x 0.281 x 0.136 mm3

Theta range for data collection 2.751 to 30.508°. 

Index ranges -12<=h<=12, -11<=k<=15, -33<=l<=33 

Reflections collected 62114 

Independent reflections 12855 [R(int) = 0.0345] 

Completeness to theta = 25.242° 99.8 %  

Absorption correction Semi-empirical from equivalents 

Max. and min. transmission 0.9599 and 0.8446 

Refinement method Full-matrix least-squares on F2

Data / restraints / parameters 12855 / 438 / 552 

Goodness-of-fit on F2 1.067 

Final R indices [I>2sigma(I)] R1 = 0.0389, wR2 = 0.0775 

R indices (all data) R1 = 0.0631, wR2 = 0.0893 

Extinction coefficient n/a 

Largest diff. peak and hole 0.533 and -0.550 e.Å-3
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Crystal data and structure refinement for Compound IV.2. 

Identification code  [(py)2Ni(CF3)2]  

Empirical formula  C12 H10 F6 N2 Ni 

Formula weight  354.93 

Temperature  193(2) K 

Wavelength  0.71073 Å 

Crystal system  Monoclinic 

Space group  C2/c 

Unit cell dimensions a = 10.8911(6) Å α= 90°. 

 b = 17.3215(8) Å β= 102.690(3)°. 

 c = 15.1779(8) Å γ = 90°. 

Volume 2793.4(3) Å3

Z 8 

Density (calculated) 1.688 Mg/m3

Absorption coefficient 1.450 mm-1

F(000) 1424 

Crystal size 0.180 x 0.140 x 0.030 mm3

Theta range for data collection 5.104 to 26.373°. 

Index ranges -13<=h<=13, -21<=k<=21, -18<=l<=18 

Reflections collected 24789 

Independent reflections 2837 [R(int) = 0.0475] 

Completeness to theta = 25.242° 99.1 %  

Absorption correction Semi-empirical from equivalents 

Max. and min. transmission 0.7461 and 0.6888 

Refinement method Full-matrix least-squares on F2

Data / restraints / parameters 2837 / 0 / 190 

Goodness-of-fit on F2 1.037 

Final R indices [I>2sigma(I)] R1 = 0.0336, wR2 = 0.0770 

R indices (all data) R1 = 0.0491, wR2 = 0.0848 

Extinction coefficient n/a 

Largest diff. peak and hole 0.361 and -0.368 e.Å-3
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Crystal data and structure refinement for Compound IV.3. 

Identification code  [(bipy)Ni(CF3)2]

Empirical formula  C12 H8 F6 N2 Ni 

Formula weight  352.91 

Temperature  193(2) K 

Wavelength  0.71073 Å 

Crystal system  Monoclinic 

Space group  P21

Unit cell dimensions a = 8.1767(4) Å α= 90°. 

 b = 15.2968(7) Å β= 92.0792(18)°. 

 c = 9.6419(5) Å γ = 90°. 

Volume 1205.19(10) Å3

Z 4 

Density (calculated) 1.945 Mg/m3

Absorption coefficient 1.680 mm-1

F(000) 704 

Crystal size 0.200 x 0.180 x 0.050 mm3

Theta range for data collection 3.327 to 30.547°. 

Index ranges -11<=h<=11, -21<=k<=21, -13<=l<=13 

Reflections collected 50661 

Independent reflections 7362 [R(int) = 0.0488] 

Completeness to theta = 25.242° 99.7 %  

Absorption correction Semi-empirical from equivalents 

Max. and min. transmission 0.7406 and 0.6578 

Refinement method Full-matrix least-squares on F2

Data / restraints / parameters 7362 / 1 / 380 

Goodness-of-fit on F2 1.030 

Final R indices [I>2sigma(I)] R1 = 0.0230, wR2 = 0.0438 

R indices (all data) R1 = 0.0296, wR2 = 0.0456 

Absolute structure parameter 0.010(8) 

Extinction coefficient n/a 

Largest diff. peak and hole 0.302 and -0.306 e.Å-3
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Crystal data and structure refinement for Compound II.5. 

Identification code  {[(MeCN)2Ni(CF3)2]2(µ-F)2} 

Empirical formula  C6 H6 F7 N2 Ni 

Formula weight  297.84 

Temperature  193(2) K 

Wavelength  0.71073 Å 

Crystal system  Triclinic 

Space group  P-1 

Unit cell dimensions a = 7.5041(8) Å α= 93.143(4)°. 

 b = 8.6225(9) Å β= 111.392(4)°. 

 c = 9.3249(9) Å γ = 112.831(4)°. 

Volume 504.05(9) Å3

Z 2 

Density (calculated) 1.962 Mg/m3

Absorption coefficient 2.001 mm-1

F(000) 294 

Crystal size 0.040 x 0.020 x 0.010 mm3

Theta range for data collection 5.271 to 26.370°. 

Index ranges -9<=h<=9, -10<=k<=10, -11<=l<=11 

Reflections collected 11344 

Independent reflections 2039 [R(int) = 0.0880] 

Completeness to theta = 25.242° 98.9 %  

Absorption correction Semi-empirical from equivalents 

Max. and min. transmission 0.7454 and 0.6678 

Refinement method Full-matrix least-squares on F2

Data / restraints / parameters 2039 / 0 / 147 

Goodness-of-fit on F2 1.005 

Final R indices [I>2sigma(I)] R1 = 0.0435, wR2 = 0.0675 

R indices (all data) R1 = 0.0841, wR2 = 0.0788 

Extinction coefficient n/a 

Largest diff. peak and hole 0.454 and -0.436 e.Å-3
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Crystal data and structure refinement for Compound IV.6. 

Identification code  [(biPy)(MeCN)2Ni(CF3)2]+ BF4
–

Empirical formula  C16 H14 B F10 N4 Ni 

Formula weight  521.83 

Temperature  193(2) K 

Wavelength  0.71073 Å 

Crystal system  Triclinic 

Space group  P-1 

Unit cell dimensions a = 7.0589(4) Å α= 98.650(2)°. 

 b = 10.7052(6) Å β= 98.917(2)°. 

 c = 14.1816(8) Å γ = 94.255(2)°. 

Volume 1041.44(10) Å3

Z 2 

Density (calculated) 1.664 Mg/m3

Absorption coefficient 1.030 mm-1

F(000) 522 

Crystal size 0.120 x 0.040 x 0.020 mm3

Theta range for data collection 5.114 to 25.349°. 

Index ranges -8<=h<=8, -12<=k<=12, -17<=l<=17 

Reflections collected 18690 

Independent reflections 3751 [R(int) = 0.0431] 

Completeness to theta = 25.242° 98.5 %  

Absorption correction Semi-empirical from equivalents 

Max. and min. transmission 0.7454 and 0.6663 

Refinement method Full-matrix least-squares on F2

Data / restraints / parameters 3751 / 428 / 411 

Goodness-of-fit on F2 1.037 

Final R indices [I>2sigma(I)] R1 = 0.0362, wR2 = 0.0712 

R indices (all data) R1 = 0.0494, wR2 = 0.0769 

Extinction coefficient n/a 

Largest diff. peak and hole 0.284 and -0.269 e.Å-3
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Crystal data and structure refinement for Compound IV.10. 

Identification code  [(bipy)2Ni(CF3)2]+ BF4
–

Empirical formula  C22 H16 B F10 N4 Ni 

Formula weight  595.91 

Temperature  193(2) K 

Wavelength  0.71073 Å 

Crystal system  Monoclinic 

Space group  C2/c 

Unit cell dimensions a = 23.4209(13) Å α= 90°. 

 b = 12.5788(7) Å β= 112.107(2)°. 

 c = 19.1382(11) Å γ = 90°. 

Volume 5223.7(5) Å3

Z 8 

Density (calculated) 1.515 Mg/m3

Absorption coefficient 0.832 mm-1

F(000) 2392 

Crystal size 0.160 x 0.050 x 0.030 mm3

Theta range for data collection 2.002 to 26.479°. 

Index ranges -29<=h<=29, -15<=k<=15, -23<=l<=23 

Reflections collected 40713 

Independent reflections 5347 [R(int) = 0.0723] 

Completeness to theta = 25.242° 99.7 %  

Absorption correction None 

Refinement method Full-matrix least-squares on F2

Data / restraints / parameters 5347 / 874 / 535 

Goodness-of-fit on F2 1.068 

Final R indices [I>2sigma(I)] R1 = 0.0458, wR2 = 0.1138 

R indices (all data) R1 = 0.0858, wR2 = 0.1355 

Extinction coefficient n/a 

Largest diff. peak and hole 0.345 and -0.372 e.Å-3
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Crystal data and structure refinement for Compound IV.12. 

Identification code  [(py)2NiF2(CF3)2]

Empirical formula  C12 H10 F8 N2 Ni 

Formula weight  392.93 

Temperature  193(2) K 

Wavelength  0.71073 Å 

Crystal system  Triclinic 

Space group  P-1 

Unit cell dimensions a = 6.7741(9) Å α= 94.382(7)°. 

 b = 8.2172(11) Å β= 90.559(8)°. 

 c = 12.5979(16) Å γ = 98.316(7)°. 

Volume 691.70(16) Å3

Z 2 

Density (calculated) 1.887 Mg/m3

Absorption coefficient 1.494 mm-1

F(000) 392 

Crystal size 0.150 x 0.060 x 0.030 mm3

Theta range for data collection 5.163 to 28.274°. 

Index ranges -9<=h<=9, -10<=k<=10, -16<=l<=16 

Reflections collected 13447 

Independent reflections 3380 [R(int) = 0.0494] 

Completeness to theta = 25.242° 98.6 %  

Absorption correction Semi-empirical from equivalents 

Max. and min. transmission 0.7461 and 0.6733 

Refinement method Full-matrix least-squares on F2

Data / restraints / parameters 3380 / 0 / 208 

Goodness-of-fit on F2 1.024 

Final R indices [I>2sigma(I)] R1 = 0.0381, wR2 = 0.0872 

R indices (all data) R1 = 0.0523, wR2 = 0.0932 

Extinction coefficient n/a 

Largest diff. peak and hole 0.580 and -0.385 e.Å-3
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Crystal data and structure refinement for Compound IV.13’. 

Identification code  [(py)3Ni(µ-F)3Ni(CF3)3)] 

Empirical formula  C10 H9 F6 N2 Ni 

Formula weight  329.90 

Temperature  193(2) K 

Wavelength  0.71073 Å 

Crystal system  Orthorhombic 

Space group  Cmc21

Unit cell dimensions a = 12.4816(8) Å α= 90°. 

 b = 20.9188(14) Å β= 90°. 

 c = 9.6226(6) Å γ = 90°. 

Volume 2512.5(3) Å3

Z 8 

Density (calculated) 1.744 Mg/m3

Absorption coefficient 1.604 mm-1

F(000) 1320 

Crystal size 0.600 x 0.300 x 0.200 mm3

Theta range for data collection 3.347 to 28.310°. 

Index ranges -16<=h<=15, -27<=k<=27, -12<=l<=12 

Reflections collected 44506 

Independent reflections 3261 [R(int) = 0.0255] 

Completeness to theta = 25.242° 99.5 %  

Absorption correction Semi-empirical from equivalents 

Max. and min. transmission 0.7457 and 0.6032 

Refinement method Full-matrix least-squares on F2

Data / restraints / parameters 3261 / 1 / 239 

Goodness-of-fit on F2 1.120 

Final R indices [I>2sigma(I)] R1 = 0.0142, wR2 = 0.0358 

R indices (all data) R1 = 0.0145, wR2 = 0.0360 

Absolute structure parameter -0.007(2) 

Extinction coefficient n/a 

Largest diff. peak and hole 0.189 and -0.306 e.Å-3
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