Figures S1 – S4  Linear displays of the deviations of the macrocycle atoms from the C20N4 least-squares plane for complexes 14, 16 and 17 (this work) and free base 12 (from ref. 9).
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		3		-0.0905		4		0.0846

		4		0.0846

		5		0.3132		6		0.3120

		6		0.3120		7.5		0.0074

		7		0.4599		9		-0.1034

		8		0.1574

		9		-0.1304		11		-0.4391

		10		-0.4649		12.5		-0.0741

		11		-0.4391		14		0.1407

		12		-0.5344

		13		-0.1404		16		0.4336

		14		0.1407		17.5		0.0933

		15		0.4775		19		-0.1197

		16		0.4336

		17		0.4996

		18		0.1220

		19		-0.1179

		20		-0.4459

		Mean deviation from plane						0.2654
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		trans-PtBr(NiDPP)(PPh3)2

		Molecule 1								Molecule 2

		Carbon				Nitrogen				Carbon				Nitrogen

		0		0.3461						0		-0.0977

		1		0.3106		1		0.3106		1		-0.1655		1		-0.1655

		2		0.4322		2.5		0.0585		2		-0.3155		2.5		-0.0285

		3		0.1062		4		-0.0462		3		-0.1685		4		-0.0289

		4		-0.0462						4		-0.0289

		5		-0.2913		6		-0.2950		5		0.1355		6		0.1987

		6		-0.2950		7.5		-0.0707		6		0.1987		7.5		0.061

		7		-0.4440		9		0.0782		7		0.2992		9		-0.0070

		8		-0.2007						8		0.1382

		9		0.0782		11		0.3543		9		-0.0070		11		-0.2380

		10		0.2943		12.5		0.0356		10		-0.2209		12.5		-0.0975

		11		0.3543		14		-0.1050		11		-0.2380		14		-0.0076

		12		0.4476						12		-0.4056

		13		0.1972		16		-0.3371		13		-0.2840		16		0.2640

		14		-0.1050		17.5		-0.0661		14		-0.0076		17.5		0.0882

		15		-0.3730		19		0.0303		15		0.1861		19		0.0561

		16		-0.3371						16		0.2640

		17		-0.4150						17		0.3174

		18		-0.1852						18		0.1445

		19		0.0303						19		0.0561

		20		0.3461						20		-0.0977

		Mean deviation from plane						0.2299						0.1647

		trans-PtBr(H2DPP)(PPh3)2

		Molecule 1								Molecule 2

		Carbon				Nitrogen				Carbon				Nitrogen

		0		-0.0704						0		0.0435

		1		-0.0760		1		-0.0760		1		0.1203		1		0.1203

		2		-0.0678		2.5		0.0099		2		0.1854		2.5		0.0896

		3		0.0324		4		0.0469		3		0.1097		4		0.0312

		4		0.0469						4		0.0312

		5		0.1305		6		0.1040		5		-0.1011		6		-0.0862

		6		0.1040		7.5		0.0463		6		-0.0862		7.5		-0.0084

		7		0.0305		9		-0.0648		7		-0.1332		9		-0.0437

		8		-0.0948						8		-0.0767

		9		-0.0648		11		-0.0621		9		-0.0437		11		0.0592

		10		-0.1094		12.5		-0.0129		10		0.0288		12.5		0.0245

		11		-0.0621		14		0.0381		11		0.0592		14		0.0356

		12		0.0850						12		0.1435

		13		0.1472		16		0.0182		13		0.1265		16		-0.1062

		14		0.0381		17.5		-0.0813		14		0.0356		17.5		-0.0908

		15		0.0509		19		-0.0498		15		-0.0578		19		-0.0797

		16		0.0182						16		-0.1062

		17		0.1083						17		-0.1440

		18		0.0882						18		-0.1183

		19		-0.0498						19		-0.0797

		20		-0.0704						20		0.0435

		Mean deviation from plane						0.0726						0.0852

		trans-PtBr(ZnDPP)(PPh3)2

		Molecule 1								Molecule 2

		Carbon				Nitrogen				Carbon				Nitrogen

		0		0.3461						0		-0.0977

		1		0.3106		1		0.3106		1		-0.1634		1		-0.1634

		2		0.4322		2.5		0.0585		2		-0.3155		2.5		-0.0285

		3		0.1062		4		-0.0462		3		-0.1685		4		-0.0289

		4		-0.0462						4		-0.0289

		5		-0.2913		6		-0.2950		5		0.1355		6		0.1987

		6		-0.2950		7.5		-0.0707		6		0.1987		7.5		0.061

		7		-0.4440		9		0.0782		7		0.2992		9		-0.0070

		8		-0.2007						8		0.1382

		9		0.0782		11		0.3543		9		-0.0070		11		-0.2380

		10		0.2943		12.5		0.0356		10		-0.2209		12.5		-0.0975

		11		0.3543		14		-0.1050		11		-0.2380		14		-0.0076

		12		0.4476						12		-0.4056

		13		0.1972		16		-0.3371		13		-0.2840		16		0.2640

		14		-0.1050		17.5		-0.0661		14		-0.0076		17.5		0.0882

		15		-0.3730		19		0.0303		15		0.1861		19		0.0561

		16		-0.3371						16		0.2640

		17		-0.4125						17		0.3174

		18		-0.1854						18		0.1445

		19		0.0303						19		0.0561

		20		0.3461						20		-0.0977

		Mean deviation from plane						0.2299						0.1647

		trans-PtCl(H2DPP)(PPh3)2

		Molecule 1								Molecule 2

		Carbon				Nitrogen				Carbon				Nitrogen

		0		0.2292						0		-0.0653

		1		0.2270		1		0.2270		1		-0.1133		1		-0.1133

		2		0.3521		2.5		0.0047		2		-0.2362		2.5		-0.0250

		3		0.1386		4		-0.0094		3		-0.1888		4		-0.0190

		4		-0.0094						4		-0.0190

		5		-0.1621		6		-0.1621		5		0.0735		6		0.1402

		6		-0.1621		7.5		-0.0222		6		0.1402		7.5		0.0241

		7		-0.3394		9		0.0306		7		0.2595		9		-0.0041

		8		-0.1829						8		0.1773

		9		0.0306		11		0.2162		9		-0.0041		11		-0.1994

		10		0.1889		12.5		-0.0154		10		-0.1795		12.5		-0.0236

		11		0.2162		14		-0.0420		11		-0.1994		14		-0.0041

		12		0.3639						12		-0.2799

		13		0.1401		16		-0.2868		13		-0.1849		16		0.1881

		14		-0.0420		17.5		-0.0959		14		-0.0041		17.5		0.1269

		15		-0.2707		19		-0.0197		15		0.1281		19		0.0371

		16		-0.2868						16		0.1881

		17		-0.3291						17		0.1907

		18		-0.1592						18		0.0951

		19		-0.0197						19		0.0371

		20		0.2292						20		-0.0653

		Mean deviation from plane						0.1662						0.1235

		trans-PtBr(CoDPP)(PPh3)2

		Molecule 1								Molecule 2

		Carbon				Nitrogen				Carbon				Nitrogen

		0		0.2894						0		-0.097

		1		0.2547		1		0.2547		1		-0.1333		1		-0.1333

		2		0.3486		2.5		0.0238		2		-0.2565		2.5		-0.0840

		3		0.1654		4		-0.0520		3		-0.2026		4		-0.0638

		4		-0.0520						4		-0.0638

		5		-0.1701		6		-0.2270		5		0.0768		6		0.1805

		6		-0.2270		7.5		-0.0080		6		0.1805		7.5		0.0349

		7		-0.3221		9		0.0782		7		0.3251		9		-0.0104

		8		-0.1601						8		0.1915

		9		0.0782		11		0.3087		9		-0.0104		11		-0.2265

		10		0.3219		12.5		0.0543		10		-0.1877		12.5		-0.0765

		11		0.3087		14		-0.0713		11		-0.2265		14		-0.0506

		12		0.4030						12		-0.3359

		13		0.2194		16		-0.3042		13		-0.1855		16		0.1884

		14		-0.0713		17.5		-0.0828		14		-0.0506		17.5		0.0874

		15		-0.3009		19		0.0754		15		0.1228		19		0.1021

		16		-0.3042						16		0.1884

		17		-0.4045						17		0.2456

		18		-0.1864						18		0.1581

		19		0.0754						19		0.1021

		20		0.2864						20		-0.0970

		Mean deviation from plane						0.2012						0.1510
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Sheet1

		cis-PtBr(NiDPP)(PPh3)2

		Carbon				Nitrogen

		0		-0.6052

		1		-0.2623		1		-0.2623

		2		-0.0797		2.5		0.0250

		3		0.3360		4		0.3532

		4		0.3532

		5		0.4383		6		0.2029

		6		0.2029		7.5		-0.0436

		7		0.0870		9		-0.3339

		8		-0.2857

		9		-0.3339		11		-0.2468

		10		-0.4970		12.5		0.0121

		11		-0.2468		14		0.3836

		12		-0.0668

		13		0.3491		16		0.3256

		14		0.3836		17.5		-0.0200

		15		0.5998		19		-0.3872

		16		0.3256

		17		0.1590

		18		-0.3173

		19		-0.3872

		20		-0.6052

		Mean deviation from plane						0.2674

		cis-PtBr(H2DPP)(PPh3)2

		Carbon				Nitrogen

		0		0.0131

		1		-0.0713		1		-0.0713

		2		-0.2419		2.5		-0.0241

		3		-0.2422		4		-0.0660

		4		-0.0660

		5		0.1074		6		0.1424

		6		0.1424		7.5		0.0137

		7		0.2315		9		0.0118

		8		0.1476

		9		0.0118		11		-0.1691

		10		-0.1298		12.5		-0.0687

		11		-0.1691		14		-0.0647

		12		-0.2640

		13		-0.1838		16		0.0891

		14		-0.0647		17.5		0.0497

		15		0.0528		19		0.0775

		16		0.0891

		17		0.1643

		18		0.1708

		19		0.0775

		20		0.0131

		Mean deviation from plane						0.1166

		trans-PtBr(NiDPPBr)(PPh3)2

		Carbon				Nitrogen

		0		-0.4459

		1		-0.3573		1		-0.3573

		2		-0.4183		2.5		-0.0543

		3		-0.0905		4		0.0846

		4		0.0846

		5		0.3132		6		0.3120

		6		0.3120		7.5		0.0074

		7		0.4599		9		-0.1034

		8		0.1574

		9		-0.1304		11		-0.4391

		10		-0.4649		12.5		-0.0741

		11		-0.4391		14		0.1407

		12		-0.5344

		13		-0.1404		16		0.4336

		14		0.1407		17.5		0.0933

		15		0.4775		19		-0.1197

		16		0.4336

		17		0.4996

		18		0.1220

		19		-0.1179

		20		-0.4459

		Mean deviation from plane						0.2654
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		trans-PtBr(NiDPP)(PPh3)2

		Molecule 1								Molecule 2

		Carbon				Nitrogen				Carbon				Nitrogen

		0		0.3461						0		-0.0977

		1		0.3106		1		0.3106		1		-0.1655		1		-0.1655

		2		0.4322		2.5		0.0585		2		-0.3155		2.5		-0.0285

		3		0.1062		4		-0.0462		3		-0.1685		4		-0.0289

		4		-0.0462						4		-0.0289

		5		-0.2913		6		-0.2950		5		0.1355		6		0.1987

		6		-0.2950		7.5		-0.0707		6		0.1987		7.5		0.061

		7		-0.4440		9		0.0782		7		0.2992		9		-0.0070

		8		-0.2007						8		0.1382

		9		0.0782		11		0.3543		9		-0.0070		11		-0.2380

		10		0.2943		12.5		0.0356		10		-0.2209		12.5		-0.0975

		11		0.3543		14		-0.1050		11		-0.2380		14		-0.0076

		12		0.4476						12		-0.4056

		13		0.1972		16		-0.3371		13		-0.2840		16		0.2640

		14		-0.1050		17.5		-0.0661		14		-0.0076		17.5		0.0882

		15		-0.3730		19		0.0303		15		0.1861		19		0.0561

		16		-0.3371						16		0.2640

		17		-0.4150						17		0.3174

		18		-0.1852						18		0.1445

		19		0.0303						19		0.0561

		20		0.3461						20		-0.0977

		Mean deviation from plane						0.2299						0.1647

		trans-PtBr(H2DPP)(PPh3)2

		Molecule 1								Molecule 2

		Carbon				Nitrogen				Carbon				Nitrogen

		0		-0.0704						0		0.0435

		1		-0.0760		1		-0.0760		1		0.1203		1		0.1203

		2		-0.0678		2.5		0.0099		2		0.1854		2.5		0.0896

		3		0.0324		4		0.0469		3		0.1097		4		0.0312

		4		0.0469						4		0.0312

		5		0.1305		6		0.1040		5		-0.1011		6		-0.0862

		6		0.1040		7.5		0.0463		6		-0.0862		7.5		-0.0084

		7		0.0305		9		-0.0648		7		-0.1332		9		-0.0437

		8		-0.0948						8		-0.0767

		9		-0.0648		11		-0.0621		9		-0.0437		11		0.0592

		10		-0.1094		12.5		-0.0129		10		0.0288		12.5		0.0245

		11		-0.0621		14		0.0381		11		0.0592		14		0.0356

		12		0.0850						12		0.1435

		13		0.1472		16		0.0182		13		0.1265		16		-0.1062

		14		0.0381		17.5		-0.0813		14		0.0356		17.5		-0.0908

		15		0.0509		19		-0.0498		15		-0.0578		19		-0.0797

		16		0.0182						16		-0.1062

		17		0.1083						17		-0.1440

		18		0.0882						18		-0.1183

		19		-0.0498						19		-0.0797

		20		-0.0704						20		0.0435

		Mean deviation from plane						0.0726						0.0852

		trans-PtBr(ZnDPP)(PPh3)2

		Molecule 1								Molecule 2

		Carbon				Nitrogen				Carbon				Nitrogen

		0		0.3461						0		-0.0977

		1		0.3106		1		0.3106		1		-0.1634		1		-0.1634

		2		0.4322		2.5		0.0585		2		-0.3155		2.5		-0.0285

		3		0.1062		4		-0.0462		3		-0.1685		4		-0.0289

		4		-0.0462						4		-0.0289

		5		-0.2913		6		-0.2950		5		0.1355		6		0.1987

		6		-0.2950		7.5		-0.0707		6		0.1987		7.5		0.061

		7		-0.4440		9		0.0782		7		0.2992		9		-0.0070

		8		-0.2007						8		0.1382

		9		0.0782		11		0.3543		9		-0.0070		11		-0.2380

		10		0.2943		12.5		0.0356		10		-0.2209		12.5		-0.0975

		11		0.3543		14		-0.1050		11		-0.2380		14		-0.0076

		12		0.4476						12		-0.4056

		13		0.1972		16		-0.3371		13		-0.2840		16		0.2640

		14		-0.1050		17.5		-0.0661		14		-0.0076		17.5		0.0882

		15		-0.3730		19		0.0303		15		0.1861		19		0.0561

		16		-0.3371						16		0.2640

		17		-0.4125						17		0.3174

		18		-0.1854						18		0.1445

		19		0.0303						19		0.0561

		20		0.3461						20		-0.0977

		Mean deviation from plane						0.2299						0.1647

		trans-PtCl(H2DPP)(PPh3)2

		Molecule 1								Molecule 2

		Carbon				Nitrogen				Carbon				Nitrogen

		0		0.2292						0		-0.0653

		1		0.2270		1		0.2270		1		-0.1133		1		-0.1133

		2		0.3521		2.5		0.0047		2		-0.2362		2.5		-0.0250

		3		0.1386		4		-0.0094		3		-0.1888		4		-0.0190

		4		-0.0094						4		-0.0190

		5		-0.1621		6		-0.1621		5		0.0735		6		0.1402

		6		-0.1621		7.5		-0.0222		6		0.1402		7.5		0.0241

		7		-0.3394		9		0.0306		7		0.2595		9		-0.0041

		8		-0.1829						8		0.1773

		9		0.0306		11		0.2162		9		-0.0041		11		-0.1994

		10		0.1889		12.5		-0.0154		10		-0.1795		12.5		-0.0236

		11		0.2162		14		-0.0420		11		-0.1994		14		-0.0041

		12		0.3639						12		-0.2799

		13		0.1401		16		-0.2868		13		-0.1849		16		0.1881

		14		-0.0420		17.5		-0.0959		14		-0.0041		17.5		0.1269

		15		-0.2707		19		-0.0197		15		0.1281		19		0.0371

		16		-0.2868						16		0.1881

		17		-0.3291						17		0.1907

		18		-0.1592						18		0.0951

		19		-0.0197						19		0.0371

		20		0.2292						20		-0.0653

		Mean deviation from plane						0.1662						0.1235

		trans-PtBr(CoDPP)(PPh3)2

		Molecule 1								Molecule 2

		Carbon				Nitrogen				Carbon				Nitrogen

		0		0.2894						0		-0.097

		1		0.2547		1		0.2547		1		-0.1333		1		-0.1333

		2		0.3486		2.5		0.0238		2		-0.2565		2.5		-0.0840

		3		0.1654		4		-0.0520		3		-0.2026		4		-0.0638

		4		-0.0520						4		-0.0638

		5		-0.1701		6		-0.2270		5		0.0768		6		0.1805

		6		-0.2270		7.5		-0.0080		6		0.1805		7.5		0.0349

		7		-0.3221		9		0.0782		7		0.3251		9		-0.0104

		8		-0.1601						8		0.1915

		9		0.0782		11		0.3087		9		-0.0104		11		-0.2265

		10		0.3219		12.5		0.0543		10		-0.1877		12.5		-0.0765

		11		0.3087		14		-0.0713		11		-0.2265		14		-0.0506

		12		0.4030						12		-0.3359

		13		0.2194		16		-0.3042		13		-0.1855		16		0.1884

		14		-0.0713		17.5		-0.0828		14		-0.0506		17.5		0.0874

		15		-0.3009		19		0.0754		15		0.1228		19		0.1021

		16		-0.3042						16		0.1884

		17		-0.4045						17		0.2456

		18		-0.1864						18		0.1581

		19		0.0754						19		0.1021

		20		0.2864						20		-0.0970

		Mean deviation from plane						0.2012						0.1510
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Sheet1

		cis-PtBr(NiDPP)(PPh3)2

		Carbon				Nitrogen

		0		-0.6052

		1		-0.2623		1		-0.2623

		2		-0.0797		2.5		0.0250

		3		0.3360		4		0.3532

		4		0.3532

		5		0.4383		6		0.2029

		6		0.2029		7.5		-0.0436

		7		0.0870		9		-0.3339

		8		-0.2857

		9		-0.3339		11		-0.2468

		10		-0.4970		12.5		0.0121

		11		-0.2468		14		0.3836

		12		-0.0668

		13		0.3491		16		0.3256

		14		0.3836		17.5		-0.0200

		15		0.5998		19		-0.3872

		16		0.3256

		17		0.1590

		18		-0.3173

		19		-0.3872

		20		-0.6052

		Mean deviation from plane						0.2674

		cis-PtBr(H2DPP)(PPh3)2

		Carbon				Nitrogen

		0		0.0131

		1		-0.0713		1		-0.0713

		2		-0.2419		2.5		-0.0241

		3		-0.2422		4		-0.0660

		4		-0.0660

		5		0.1074		6		0.1424

		6		0.1424		7.5		0.0137

		7		0.2315		9		0.0118

		8		0.1476

		9		0.0118		11		-0.1691

		10		-0.1298		12.5		-0.0687

		11		-0.1691		14		-0.0647

		12		-0.2640

		13		-0.1838		16		0.0891

		14		-0.0647		17.5		0.0497

		15		0.0528		19		0.0775

		16		0.0891

		17		0.1643

		18		0.1708

		19		0.0775

		20		0.0131

		Mean deviation from plane						0.1166

		trans-PtBr(NiDPPBr)(PPh3)2

		Carbon				Nitrogen

		0		-0.4459

		1		-0.3573		1		-0.3573

		2		-0.4183		2.5		-0.0543

		3		-0.0905		4		0.0846

		4		0.0846

		5		0.3132		6		0.3120

		6		0.3120		7.5		0.0074

		7		0.4599		9		-0.1034

		8		0.1574

		9		-0.1304		11		-0.4391

		10		-0.4649		12.5		-0.0741

		11		-0.4391		14		0.1407

		12		-0.5344

		13		-0.1404		16		0.4336

		14		0.1407		17.5		0.0933

		15		0.4775		19		-0.1197

		16		0.4336

		17		0.4996

		18		0.1220

		19		-0.1179

		20		-0.4459

		Mean deviation from plane						0.2654
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		trans-PtBr(NiDPP)(PPh3)2

		Molecule 1								Molecule 2

		Carbon				Nitrogen				Carbon				Nitrogen

		0		0.3461						0		-0.0977

		1		0.3106		1		0.3106		1		-0.1655		1		-0.1655

		2		0.4322		2.5		0.0585		2		-0.3155		2.5		-0.0285

		3		0.1062		4		-0.0462		3		-0.1685		4		-0.0289

		4		-0.0462						4		-0.0289

		5		-0.2913		6		-0.2950		5		0.1355		6		0.1987

		6		-0.2950		7.5		-0.0707		6		0.1987		7.5		0.061

		7		-0.4440		9		0.0782		7		0.2992		9		-0.0070

		8		-0.2007						8		0.1382

		9		0.0782		11		0.3543		9		-0.0070		11		-0.2380

		10		0.2943		12.5		0.0356		10		-0.2209		12.5		-0.0975

		11		0.3543		14		-0.1050		11		-0.2380		14		-0.0076

		12		0.4476						12		-0.4056

		13		0.1972		16		-0.3371		13		-0.2840		16		0.2640

		14		-0.1050		17.5		-0.0661		14		-0.0076		17.5		0.0882

		15		-0.3730		19		0.0303		15		0.1861		19		0.0561

		16		-0.3371						16		0.2640

		17		-0.4150						17		0.3174

		18		-0.1852						18		0.1445

		19		0.0303						19		0.0561

		20		0.3461						20		-0.0977

		Mean deviation from plane						0.2299						0.1647

		trans-PtBr(H2DPP)(PPh3)2

		Molecule 1								Molecule 2

		Carbon				Nitrogen				Carbon				Nitrogen

		0		-0.0704						0		0.0435

		1		-0.0760		1		-0.0760		1		0.1203		1		0.1203

		2		-0.0678		2.5		0.0099		2		0.1854		2.5		0.0896

		3		0.0324		4		0.0469		3		0.1097		4		0.0312

		4		0.0469						4		0.0312

		5		0.1305		6		0.1040		5		-0.1011		6		-0.0862

		6		0.1040		7.5		0.0463		6		-0.0862		7.5		-0.0084

		7		0.0305		9		-0.0648		7		-0.1332		9		-0.0437

		8		-0.0948						8		-0.0767

		9		-0.0648		11		-0.0621		9		-0.0437		11		0.0592

		10		-0.1094		12.5		-0.0129		10		0.0288		12.5		0.0245

		11		-0.0621		14		0.0381		11		0.0592		14		0.0356

		12		0.0850						12		0.1435

		13		0.1472		16		0.0182		13		0.1265		16		-0.1062

		14		0.0381		17.5		-0.0813		14		0.0356		17.5		-0.0908

		15		0.0509		19		-0.0498		15		-0.0578		19		-0.0797

		16		0.0182						16		-0.1062

		17		0.1083						17		-0.1440

		18		0.0882						18		-0.1183

		19		-0.0498						19		-0.0797

		20		-0.0704						20		0.0435

		Mean deviation from plane						0.0726						0.0852

		trans-PtBr(ZnDPP)(PPh3)2

		Molecule 1								Molecule 2

		Carbon				Nitrogen				Carbon				Nitrogen

		0		0.3461						0		-0.0977

		1		0.3106		1		0.3106		1		-0.1634		1		-0.1634

		2		0.4322		2.5		0.0585		2		-0.3155		2.5		-0.0285

		3		0.1062		4		-0.0462		3		-0.1685		4		-0.0289

		4		-0.0462						4		-0.0289

		5		-0.2913		6		-0.2950		5		0.1355		6		0.1987

		6		-0.2950		7.5		-0.0707		6		0.1987		7.5		0.061

		7		-0.4440		9		0.0782		7		0.2992		9		-0.0070

		8		-0.2007						8		0.1382

		9		0.0782		11		0.3543		9		-0.0070		11		-0.2380

		10		0.2943		12.5		0.0356		10		-0.2209		12.5		-0.0975

		11		0.3543		14		-0.1050		11		-0.2380		14		-0.0076

		12		0.4476						12		-0.4056

		13		0.1972		16		-0.3371		13		-0.2840		16		0.2640

		14		-0.1050		17.5		-0.0661		14		-0.0076		17.5		0.0882

		15		-0.3730		19		0.0303		15		0.1861		19		0.0561

		16		-0.3371						16		0.2640

		17		-0.4125						17		0.3174

		18		-0.1854						18		0.1445

		19		0.0303						19		0.0561

		20		0.3461						20		-0.0977

		Mean deviation from plane						0.2299						0.1647

		trans-PtCl(H2DPP)(PPh3)2

		Molecule 1								Molecule 2

		Carbon				Nitrogen				Carbon				Nitrogen

		0		0.2292						0		-0.0653

		1		0.2270		1		0.2270		1		-0.1133		1		-0.1133

		2		0.3521		2.5		0.0047		2		-0.2362		2.5		-0.0250

		3		0.1386		4		-0.0094		3		-0.1888		4		-0.0190

		4		-0.0094						4		-0.0190

		5		-0.1621		6		-0.1621		5		0.0735		6		0.1402

		6		-0.1621		7.5		-0.0222		6		0.1402		7.5		0.0241

		7		-0.3394		9		0.0306		7		0.2595		9		-0.0041

		8		-0.1829						8		0.1773

		9		0.0306		11		0.2162		9		-0.0041		11		-0.1994

		10		0.1889		12.5		-0.0154		10		-0.1795		12.5		-0.0236

		11		0.2162		14		-0.0420		11		-0.1994		14		-0.0041

		12		0.3639						12		-0.2799

		13		0.1401		16		-0.2868		13		-0.1849		16		0.1881

		14		-0.0420		17.5		-0.0959		14		-0.0041		17.5		0.1269

		15		-0.2707		19		-0.0197		15		0.1281		19		0.0371

		16		-0.2868						16		0.1881

		17		-0.3291						17		0.1907

		18		-0.1592						18		0.0951

		19		-0.0197						19		0.0371

		20		0.2292						20		-0.0653

		Mean deviation from plane						0.1662						0.1235

		trans-PtBr(CoDPP)(PPh3)2

		Molecule 1								Molecule 2

		Carbon				Nitrogen				Carbon				Nitrogen

		0		0.2894						0		-0.097

		1		0.2547		1		0.2547		1		-0.1333		1		-0.1333

		2		0.3486		2.5		0.0238		2		-0.2565		2.5		-0.0840

		3		0.1654		4		-0.0520		3		-0.2026		4		-0.0638

		4		-0.0520						4		-0.0638

		5		-0.1701		6		-0.2270		5		0.0768		6		0.1805

		6		-0.2270		7.5		-0.0080		6		0.1805		7.5		0.0349

		7		-0.3221		9		0.0782		7		0.3251		9		-0.0104

		8		-0.1601						8		0.1915

		9		0.0782		11		0.3087		9		-0.0104		11		-0.2265

		10		0.3219		12.5		0.0543		10		-0.1877		12.5		-0.0765

		11		0.3087		14		-0.0713		11		-0.2265		14		-0.0506

		12		0.4030						12		-0.3359

		13		0.2194		16		-0.3042		13		-0.1855		16		0.1884

		14		-0.0713		17.5		-0.0828		14		-0.0506		17.5		0.0874

		15		-0.3009		19		0.0754		15		0.1228		19		0.1021

		16		-0.3042						16		0.1884

		17		-0.4045						17		0.2456

		18		-0.1864						18		0.1581

		19		0.0754						19		0.1021

		20		0.2864						20		-0.0970

		Mean deviation from plane						0.2012						0.1510
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		6		-0.2950		7.5		-0.0707		6		0.1987		7.5		0.061
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		Carbon				Nitrogen				Carbon				Nitrogen

		0		-0.0704						0		0.0435

		1		-0.0760		1		-0.0760		1		0.1203		1		0.1203

		2		-0.0678		2.5		0.0099		2		0.1854		2.5		0.0896

		3		0.0324		4		0.0469		3		0.1097		4		0.0312

		4		0.0469						4		0.0312

		5		0.1305		6		0.1040		5		-0.1011		6		-0.0862

		6		0.1040		7.5		0.0463		6		-0.0862		7.5		-0.0084

		7		0.0305		9		-0.0648		7		-0.1332		9		-0.0437

		8		-0.0948						8		-0.0767

		9		-0.0648		11		-0.0621		9		-0.0437		11		0.0592

		10		-0.1094		12.5		-0.0129		10		0.0288		12.5		0.0245

		11		-0.0621		14		0.0381		11		0.0592		14		0.0356

		12		0.0850						12		0.1435

		13		0.1472		16		0.0182		13		0.1265		16		-0.1062

		14		0.0381		17.5		-0.0813		14		0.0356		17.5		-0.0908

		15		0.0509		19		-0.0498		15		-0.0578		19		-0.0797

		16		0.0182						16		-0.1062

		17		0.1083						17		-0.1440

		18		0.0882						18		-0.1183

		19		-0.0498						19		-0.0797

		20		-0.0704						20		0.0435

		Mean deviation from plane						0.0726						0.0852

		trans-PtBr(ZnDPP)(PPh3)2

		Molecule 1								Molecule 2

		Carbon				Nitrogen				Carbon				Nitrogen

		0		0.3461						0		-0.0977

		1		0.3106		1		0.3106		1		-0.1634		1		-0.1634

		2		0.4322		2.5		0.0585		2		-0.3155		2.5		-0.0285

		3		0.1062		4		-0.0462		3		-0.1685		4		-0.0289

		4		-0.0462						4		-0.0289

		5		-0.2913		6		-0.2950		5		0.1355		6		0.1987

		6		-0.2950		7.5		-0.0707		6		0.1987		7.5		0.061

		7		-0.4440		9		0.0782		7		0.2992		9		-0.0070

		8		-0.2007						8		0.1382

		9		0.0782		11		0.3543		9		-0.0070		11		-0.2380

		10		0.2943		12.5		0.0356		10		-0.2209		12.5		-0.0975

		11		0.3543		14		-0.1050		11		-0.2380		14		-0.0076

		12		0.4476						12		-0.4056

		13		0.1972		16		-0.3371		13		-0.2840		16		0.2640

		14		-0.1050		17.5		-0.0661		14		-0.0076		17.5		0.0882

		15		-0.3730		19		0.0303		15		0.1861		19		0.0561

		16		-0.3371						16		0.2640

		17		-0.4125						17		0.3174

		18		-0.1854						18		0.1445

		19		0.0303						19		0.0561

		20		0.3461						20		-0.0977

		Mean deviation from plane						0.2299						0.1647

		trans-PtCl(H2DPP)(PPh3)2

		Molecule 1								Molecule 2

		Carbon				Nitrogen				Carbon				Nitrogen

		0		0.2292						0		-0.0653

		1		0.2270		1		0.2270		1		-0.1133		1		-0.1133

		2		0.3521		2.5		0.0047		2		-0.2362		2.5		-0.0250

		3		0.1386		4		-0.0094		3		-0.1888		4		-0.0190

		4		-0.0094						4		-0.0190

		5		-0.1621		6		-0.1621		5		0.0735		6		0.1402

		6		-0.1621		7.5		-0.0222		6		0.1402		7.5		0.0241

		7		-0.3394		9		0.0306		7		0.2595		9		-0.0041

		8		-0.1829						8		0.1773

		9		0.0306		11		0.2162		9		-0.0041		11		-0.1994

		10		0.1889		12.5		-0.0154		10		-0.1795		12.5		-0.0236

		11		0.2162		14		-0.0420		11		-0.1994		14		-0.0041

		12		0.3639						12		-0.2799

		13		0.1401		16		-0.2868		13		-0.1849		16		0.1881

		14		-0.0420		17.5		-0.0959		14		-0.0041		17.5		0.1269

		15		-0.2707		19		-0.0197		15		0.1281		19		0.0371

		16		-0.2868						16		0.1881

		17		-0.3291						17		0.1907

		18		-0.1592						18		0.0951

		19		-0.0197						19		0.0371

		20		0.2292						20		-0.0653

		Mean deviation from plane						0.1662						0.1235

		trans-PtBr(CoDPP)(PPh3)2

		Molecule 1								Molecule 2

		Carbon				Nitrogen				Carbon				Nitrogen

		0		0.2894						0		-0.097

		1		0.2547		1		0.2547		1		-0.1333		1		-0.1333

		2		0.3486		2.5		0.0238		2		-0.2565		2.5		-0.0840

		3		0.1654		4		-0.0520		3		-0.2026		4		-0.0638

		4		-0.0520						4		-0.0638

		5		-0.1701		6		-0.2270		5		0.0768		6		0.1805

		6		-0.2270		7.5		-0.0080		6		0.1805		7.5		0.0349

		7		-0.3221		9		0.0782		7		0.3251		9		-0.0104

		8		-0.1601						8		0.1915

		9		0.0782		11		0.3087		9		-0.0104		11		-0.2265

		10		0.3219		12.5		0.0543		10		-0.1877		12.5		-0.0765

		11		0.3087		14		-0.0713		11		-0.2265		14		-0.0506

		12		0.4030						12		-0.3359

		13		0.2194		16		-0.3042		13		-0.1855		16		0.1884

		14		-0.0713		17.5		-0.0828		14		-0.0506		17.5		0.0874

		15		-0.3009		19		0.0754		15		0.1228		19		0.1021

		16		-0.3042						16		0.1884

		17		-0.4045						17		0.2456

		18		-0.1864						18		0.1581

		19		0.0754						19		0.1021

		20		0.2864						20		-0.0970

		Mean deviation from plane						0.2012						0.1510
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Sheet1

		cis-PtBr(NiDPP)(PPh3)2

		Carbon				Nitrogen

		0		-0.6052

		1		-0.2623		1		-0.2623

		2		-0.0797		2.5		0.0250

		3		0.3360		4		0.3532

		4		0.3532

		5		0.4383		6		0.2029

		6		0.2029		7.5		-0.0436

		7		0.0870		9		-0.3339

		8		-0.2857

		9		-0.3339		11		-0.2468

		10		-0.4970		12.5		0.0121

		11		-0.2468		14		0.3836

		12		-0.0668

		13		0.3491		16		0.3256

		14		0.3836		17.5		-0.0200

		15		0.5998		19		-0.3872

		16		0.3256

		17		0.1590

		18		-0.3173

		19		-0.3872

		20		-0.6052

		Mean deviation from plane						0.2674

		cis-PtBr(H2DPP)(PPh3)2

		Carbon				Nitrogen

		0		0.0131

		1		-0.0713		1		-0.0713

		2		-0.2419		2.5		-0.0241

		3		-0.2422		4		-0.0660

		4		-0.0660

		5		0.1074		6		0.1424

		6		0.1424		7.5		0.0137

		7		0.2315		9		0.0118

		8		0.1476

		9		0.0118		11		-0.1691

		10		-0.1298		12.5		-0.0687

		11		-0.1691		14		-0.0647

		12		-0.2640

		13		-0.1838		16		0.0891

		14		-0.0647		17.5		0.0497

		15		0.0528		19		0.0775

		16		0.0891

		17		0.1643

		18		0.1708

		19		0.0775

		20		0.0131

		Mean deviation from plane						0.1166

		trans-PtBr(NiDPPBr)(PPh3)2

		Carbon				Nitrogen

		0		-0.4459

		1		-0.3573		1		-0.3573

		2		-0.4183		2.5		-0.0543

		3		-0.0905		4		0.0846

		4		0.0846

		5		0.3132		6		0.3120

		6		0.3120		7.5		0.0074

		7		0.4599		9		-0.1034

		8		0.1574

		9		-0.1304		11		-0.4391

		10		-0.4649		12.5		-0.0741

		11		-0.4391		14		0.1407

		12		-0.5344

		13		-0.1404		16		0.4336

		14		0.1407		17.5		0.0933

		15		0.4775		19		-0.1197

		16		0.4336

		17		0.4996

		18		0.1220

		19		-0.1179

		20		-0.4459

		Mean deviation from plane						0.2654
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		trans-PtBr(NiDPP)(PPh3)2

		Molecule 1								Molecule 2

		Carbon				Nitrogen				Carbon				Nitrogen

		0		0.3461						0		-0.0977

		1		0.3106		1		0.3106		1		-0.1655		1		-0.1655

		2		0.4322		2.5		0.0585		2		-0.3155		2.5		-0.0285

		3		0.1062		4		-0.0462		3		-0.1685		4		-0.0289

		4		-0.0462						4		-0.0289

		5		-0.2913		6		-0.2950		5		0.1355		6		0.1987

		6		-0.2950		7.5		-0.0707		6		0.1987		7.5		0.061

		7		-0.4440		9		0.0782		7		0.2992		9		-0.0070

		8		-0.2007						8		0.1382

		9		0.0782		11		0.3543		9		-0.0070		11		-0.2380

		10		0.2943		12.5		0.0356		10		-0.2209		12.5		-0.0975

		11		0.3543		14		-0.1050		11		-0.2380		14		-0.0076

		12		0.4476						12		-0.4056

		13		0.1972		16		-0.3371		13		-0.2840		16		0.2640

		14		-0.1050		17.5		-0.0661		14		-0.0076		17.5		0.0882

		15		-0.3730		19		0.0303		15		0.1861		19		0.0561

		16		-0.3371						16		0.2640

		17		-0.4150						17		0.3174

		18		-0.1852						18		0.1445

		19		0.0303						19		0.0561

		20		0.3461						20		-0.0977

		Mean deviation from plane						0.2299						0.1647

		trans-PtBr(H2DPP)(PPh3)2

		Molecule 1								Molecule 2

		Carbon				Nitrogen				Carbon				Nitrogen

		0		-0.0704						0		0.0435

		1		-0.0760		1		-0.0760		1		0.1203		1		0.1203

		2		-0.0678		2.5		0.0099		2		0.1854		2.5		0.0896

		3		0.0324		4		0.0469		3		0.1097		4		0.0312

		4		0.0469						4		0.0312

		5		0.1305		6		0.1040		5		-0.1011		6		-0.0862

		6		0.1040		7.5		0.0463		6		-0.0862		7.5		-0.0084

		7		0.0305		9		-0.0648		7		-0.1332		9		-0.0437

		8		-0.0948						8		-0.0767

		9		-0.0648		11		-0.0621		9		-0.0437		11		0.0592

		10		-0.1094		12.5		-0.0129		10		0.0288		12.5		0.0245

		11		-0.0621		14		0.0381		11		0.0592		14		0.0356

		12		0.0850						12		0.1435

		13		0.1472		16		0.0182		13		0.1265		16		-0.1062

		14		0.0381		17.5		-0.0813		14		0.0356		17.5		-0.0908

		15		0.0509		19		-0.0498		15		-0.0578		19		-0.0797

		16		0.0182						16		-0.1062

		17		0.1083						17		-0.1440

		18		0.0882						18		-0.1183

		19		-0.0498						19		-0.0797

		20		-0.0704						20		0.0435

		Mean deviation from plane						0.0726						0.0852

		trans-PtBr(ZnDPP)(PPh3)2

		Molecule 1								Molecule 2

		Carbon				Nitrogen				Carbon				Nitrogen

		0		0.3461						0		-0.0977

		1		0.3106		1		0.3106		1		-0.1634		1		-0.1634

		2		0.4322		2.5		0.0585		2		-0.3155		2.5		-0.0285

		3		0.1062		4		-0.0462		3		-0.1685		4		-0.0289

		4		-0.0462						4		-0.0289

		5		-0.2913		6		-0.2950		5		0.1355		6		0.1987

		6		-0.2950		7.5		-0.0707		6		0.1987		7.5		0.061

		7		-0.4440		9		0.0782		7		0.2992		9		-0.0070

		8		-0.2007						8		0.1382

		9		0.0782		11		0.3543		9		-0.0070		11		-0.2380

		10		0.2943		12.5		0.0356		10		-0.2209		12.5		-0.0975

		11		0.3543		14		-0.1050		11		-0.2380		14		-0.0076

		12		0.4476						12		-0.4056

		13		0.1972		16		-0.3371		13		-0.2840		16		0.2640

		14		-0.1050		17.5		-0.0661		14		-0.0076		17.5		0.0882

		15		-0.3730		19		0.0303		15		0.1861		19		0.0561

		16		-0.3371						16		0.2640

		17		-0.4125						17		0.3174

		18		-0.1854						18		0.1445

		19		0.0303						19		0.0561

		20		0.3461						20		-0.0977

		Mean deviation from plane						0.2299						0.1647

		trans-PtCl(H2DPP)(PPh3)2

		Molecule 1								Molecule 2

		Carbon				Nitrogen				Carbon				Nitrogen

		0		0.2292						0		-0.0653

		1		0.2270		1		0.2270		1		-0.1133		1		-0.1133

		2		0.3521		2.5		0.0047		2		-0.2362		2.5		-0.0250

		3		0.1386		4		-0.0094		3		-0.1888		4		-0.0190

		4		-0.0094						4		-0.0190

		5		-0.1621		6		-0.1621		5		0.0735		6		0.1402

		6		-0.1621		7.5		-0.0222		6		0.1402		7.5		0.0241

		7		-0.3394		9		0.0306		7		0.2595		9		-0.0041

		8		-0.1829						8		0.1773

		9		0.0306		11		0.2162		9		-0.0041		11		-0.1994

		10		0.1889		12.5		-0.0154		10		-0.1795		12.5		-0.0236

		11		0.2162		14		-0.0420		11		-0.1994		14		-0.0041

		12		0.3639						12		-0.2799

		13		0.1401		16		-0.2868		13		-0.1849		16		0.1881

		14		-0.0420		17.5		-0.0959		14		-0.0041		17.5		0.1269

		15		-0.2707		19		-0.0197		15		0.1281		19		0.0371

		16		-0.2868						16		0.1881

		17		-0.3291						17		0.1907

		18		-0.1592						18		0.0951

		19		-0.0197						19		0.0371

		20		0.2292						20		-0.0653

		Mean deviation from plane						0.1662						0.1235

		trans-PtBr(CoDPP)(PPh3)2

		Molecule 1								Molecule 2

		Carbon				Nitrogen				Carbon				Nitrogen

		0		0.2894						0		-0.097

		1		0.2547		1		0.2547		1		-0.1333		1		-0.1333

		2		0.3486		2.5		0.0238		2		-0.2565		2.5		-0.0840

		3		0.1654		4		-0.0520		3		-0.2026		4		-0.0638

		4		-0.0520						4		-0.0638

		5		-0.1701		6		-0.2270		5		0.0768		6		0.1805

		6		-0.2270		7.5		-0.0080		6		0.1805		7.5		0.0349

		7		-0.3221		9		0.0782		7		0.3251		9		-0.0104

		8		-0.1601						8		0.1915

		9		0.0782		11		0.3087		9		-0.0104		11		-0.2265

		10		0.3219		12.5		0.0543		10		-0.1877		12.5		-0.0765

		11		0.3087		14		-0.0713		11		-0.2265		14		-0.0506

		12		0.4030						12		-0.3359

		13		0.2194		16		-0.3042		13		-0.1855		16		0.1884

		14		-0.0713		17.5		-0.0828		14		-0.0506		17.5		0.0874

		15		-0.3009		19		0.0754		15		0.1228		19		0.1021

		16		-0.3042						16		0.1884

		17		-0.4045						17		0.2456

		18		-0.1864						18		0.1581

		19		0.0754						19		0.1021

		20		0.2864						20		-0.0970

		Mean deviation from plane						0.2012						0.1510
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		cis-PtBr(NiDPP)(PPh3)2

		Carbon				Nitrogen

		0		-0.6052

		1		-0.2623		1		-0.2623

		2		-0.0797		2.5		0.0250

		3		0.3360		4		0.3532

		4		0.3532

		5		0.4383		6		0.2029

		6		0.2029		7.5		-0.0436

		7		0.0870		9		-0.3339

		8		-0.2857

		9		-0.3339		11		-0.2468

		10		-0.4970		12.5		0.0121

		11		-0.2468		14		0.3836

		12		-0.0668

		13		0.3491		16		0.3256

		14		0.3836		17.5		-0.0200

		15		0.5998		19		-0.3872

		16		0.3256

		17		0.1590

		18		-0.3173

		19		-0.3872

		20		-0.6052

		Mean deviation from plane						0.2674

		cis-PtBr(H2DPP)(PPh3)2

		Carbon				Nitrogen

		0		0.0131

		1		-0.0713		1		-0.0713

		2		-0.2419		2.5		-0.0241

		3		-0.2422		4		-0.0660

		4		-0.0660

		5		0.1074		6		0.1424

		6		0.1424		7.5		0.0137

		7		0.2315		9		0.0118

		8		0.1476

		9		0.0118		11		-0.1691

		10		-0.1298		12.5		-0.0687

		11		-0.1691		14		-0.0647

		12		-0.2640

		13		-0.1838		16		0.0891

		14		-0.0647		17.5		0.0497

		15		0.0528		19		0.0775

		16		0.0891

		17		0.1643

		18		0.1708

		19		0.0775

		20		0.0131

		Mean deviation from plane						0.1166

		trans-PtBr(NiDPPBr)(PPh3)2

		Carbon				Nitrogen

		0		-0.4459

		1		-0.3573		1		-0.3573

		2		-0.4183		2.5		-0.0543

		3		-0.0905		4		0.0846

		4		0.0846

		5		0.3132		6		0.3120

		6		0.3120		7.5		0.0074

		7		0.4599		9		-0.1034

		8		0.1574

		9		-0.1304		11		-0.4391

		10		-0.4649		12.5		-0.0741

		11		-0.4391		14		0.1407

		12		-0.5344

		13		-0.1404		16		0.4336

		14		0.1407		17.5		0.0933

		15		0.4775		19		-0.1197

		16		0.4336

		17		0.4996

		18		0.1220

		19		-0.1179

		20		-0.4459

		Mean deviation from plane						0.2654
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		trans-PtBr(NiDPP)(PPh3)2

		Molecule 1								Molecule 2

		Carbon				Nitrogen				Carbon				Nitrogen

		0		0.3461						0		-0.0977

		1		0.3106		1		0.3106		1		-0.1655		1		-0.1655

		2		0.4322		2.5		0.0585		2		-0.3155		2.5		-0.0285

		3		0.1062		4		-0.0462		3		-0.1685		4		-0.0289

		4		-0.0462						4		-0.0289

		5		-0.2913		6		-0.2950		5		0.1355		6		0.1987

		6		-0.2950		7.5		-0.0707		6		0.1987		7.5		0.061

		7		-0.4440		9		0.0782		7		0.2992		9		-0.0070

		8		-0.2007						8		0.1382

		9		0.0782		11		0.3543		9		-0.0070		11		-0.2380

		10		0.2943		12.5		0.0356		10		-0.2209		12.5		-0.0975

		11		0.3543		14		-0.1050		11		-0.2380		14		-0.0076

		12		0.4476						12		-0.4056

		13		0.1972		16		-0.3371		13		-0.2840		16		0.2640

		14		-0.1050		17.5		-0.0661		14		-0.0076		17.5		0.0882

		15		-0.3730		19		0.0303		15		0.1861		19		0.0561

		16		-0.3371						16		0.2640

		17		-0.4150						17		0.3174

		18		-0.1852						18		0.1445

		19		0.0303						19		0.0561

		20		0.3461						20		-0.0977

		Mean deviation from plane						0.2299						0.1647

		trans-PtBr(H2DPP)(PPh3)2

		Molecule 1								Molecule 2

		Carbon				Nitrogen				Carbon				Nitrogen

		0		-0.0704						0		0.0435

		1		-0.0760		1		-0.0760		1		0.1203		1		0.1203

		2		-0.0678		2.5		0.0099		2		0.1854		2.5		0.0896

		3		0.0324		4		0.0469		3		0.1097		4		0.0312

		4		0.0469						4		0.0312

		5		0.1305		6		0.1040		5		-0.1011		6		-0.0862

		6		0.1040		7.5		0.0463		6		-0.0862		7.5		-0.0084

		7		0.0305		9		-0.0648		7		-0.1332		9		-0.0437

		8		-0.0948						8		-0.0767

		9		-0.0648		11		-0.0621		9		-0.0437		11		0.0592

		10		-0.1094		12.5		-0.0129		10		0.0288		12.5		0.0245

		11		-0.0621		14		0.0381		11		0.0592		14		0.0356

		12		0.0850						12		0.1435

		13		0.1472		16		0.0182		13		0.1265		16		-0.1062

		14		0.0381		17.5		-0.0813		14		0.0356		17.5		-0.0908

		15		0.0509		19		-0.0498		15		-0.0578		19		-0.0797

		16		0.0182						16		-0.1062

		17		0.1083						17		-0.1440

		18		0.0882						18		-0.1183

		19		-0.0498						19		-0.0797

		20		-0.0704						20		0.0435

		Mean deviation from plane						0.0726						0.0852

		trans-PtBr(ZnDPP)(PPh3)2

		Molecule 1								Molecule 2

		Carbon				Nitrogen				Carbon				Nitrogen

		0		0.3461						0		-0.0977

		1		0.3106		1		0.3106		1		-0.1634		1		-0.1634

		2		0.4322		2.5		0.0585		2		-0.3155		2.5		-0.0285

		3		0.1062		4		-0.0462		3		-0.1685		4		-0.0289

		4		-0.0462						4		-0.0289

		5		-0.2913		6		-0.2950		5		0.1355		6		0.1987

		6		-0.2950		7.5		-0.0707		6		0.1987		7.5		0.061

		7		-0.4440		9		0.0782		7		0.2992		9		-0.0070

		8		-0.2007						8		0.1382

		9		0.0782		11		0.3543		9		-0.0070		11		-0.2380

		10		0.2943		12.5		0.0356		10		-0.2209		12.5		-0.0975

		11		0.3543		14		-0.1050		11		-0.2380		14		-0.0076

		12		0.4476						12		-0.4056

		13		0.1972		16		-0.3371		13		-0.2840		16		0.2640

		14		-0.1050		17.5		-0.0661		14		-0.0076		17.5		0.0882

		15		-0.3730		19		0.0303		15		0.1861		19		0.0561

		16		-0.3371						16		0.2640

		17		-0.4125						17		0.3174

		18		-0.1854						18		0.1445

		19		0.0303						19		0.0561

		20		0.3461						20		-0.0977

		Mean deviation from plane						0.2299						0.1647

		trans-PtCl(H2DPP)(PPh3)2

		Molecule 1								Molecule 2

		Carbon				Nitrogen				Carbon				Nitrogen

		0		0.2292						0		-0.0653

		1		0.2270		1		0.2270		1		-0.1133		1		-0.1133

		2		0.3521		2.5		0.0047		2		-0.2362		2.5		-0.0250

		3		0.1386		4		-0.0094		3		-0.1888		4		-0.0190

		4		-0.0094						4		-0.0190

		5		-0.1621		6		-0.1621		5		0.0735		6		0.1402

		6		-0.1621		7.5		-0.0222		6		0.1402		7.5		0.0241

		7		-0.3394		9		0.0306		7		0.2595		9		-0.0041

		8		-0.1829						8		0.1773

		9		0.0306		11		0.2162		9		-0.0041		11		-0.1994

		10		0.1889		12.5		-0.0154		10		-0.1795		12.5		-0.0236

		11		0.2162		14		-0.0420		11		-0.1994		14		-0.0041

		12		0.3639						12		-0.2799

		13		0.1401		16		-0.2868		13		-0.1849		16		0.1881

		14		-0.0420		17.5		-0.0959		14		-0.0041		17.5		0.1269

		15		-0.2707		19		-0.0197		15		0.1281		19		0.0371

		16		-0.2868						16		0.1881

		17		-0.3291						17		0.1907

		18		-0.1592						18		0.0951

		19		-0.0197						19		0.0371

		20		0.2292						20		-0.0653

		Mean deviation from plane						0.1662						0.1235

		trans-PtBr(CoDPP)(PPh3)2

		Molecule 1								Molecule 2

		Carbon				Nitrogen				Carbon				Nitrogen

		0		0.2894						0		-0.097

		1		0.2547		1		0.2547		1		-0.1333		1		-0.1333

		2		0.3486		2.5		0.0238		2		-0.2565		2.5		-0.0840

		3		0.1654		4		-0.0520		3		-0.2026		4		-0.0638

		4		-0.0520						4		-0.0638

		5		-0.1701		6		-0.2270		5		0.0768		6		0.1805

		6		-0.2270		7.5		-0.0080		6		0.1805		7.5		0.0349

		7		-0.3221		9		0.0782		7		0.3251		9		-0.0104

		8		-0.1601						8		0.1915

		9		0.0782		11		0.3087		9		-0.0104		11		-0.2265

		10		0.3219		12.5		0.0543		10		-0.1877		12.5		-0.0765

		11		0.3087		14		-0.0713		11		-0.2265		14		-0.0506

		12		0.4030						12		-0.3359

		13		0.2194		16		-0.3042		13		-0.1855		16		0.1884

		14		-0.0713		17.5		-0.0828		14		-0.0506		17.5		0.0874

		15		-0.3009		19		0.0754		15		0.1228		19		0.1021

		16		-0.3042						16		0.1884

		17		-0.4045						17		0.2456

		18		-0.1864						18		0.1581

		19		0.0754						19		0.1021

		20		0.2864						20		-0.0970

		Mean deviation from plane						0.2012						0.1510
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