Crystal Data

1) Crystal data of 9a

Table 1. Crystal data and structure refinement for dg010_ hy.

Identification code dg010_hy

Empirical formula C25 H21 02 P



Formula weight

Temperature

Wavelength

Crystal system, space group

Unit cell dimensions

Volume

Z, Calculated density
Absorption coefficient

F(000)

Crystal size

Theta range for data collection
Limiting indices

Reflections collected / unique
Completeness to theta = 25.03
Absorption correction
Refinement method

Data / restraints / parameters
Goodness-of-fit on F"2

Final R indices [I>2sigma (I)]
R indices (all data)

Largest diff. peak and hole

384.39

123(2) K

0.71073 A

Monoclinic, P2(1)/c (no.14)

a = 7.609(2) A alpha = 90 deg.
b = 25.902(5) A beta = 90.65(3)
c = 20.756(4) A gamma = 90 deg.

4090.5(15) A3

8, 1.248 Mg/m"3
0.152 mm*-1

1616

0.20 x 0.08 x 0.04 mm

2.95 to 25.03 deg.

-9<=h<=8, -30<=k<=30, -24<=1<=24

28025 / 7155 [R(int) = 0.1659]
99.2 %

None

Full-matrix least-squares on F"2

7155 / 0 / 505

0.997

R1 = 0.0896, wR2 = 0.1805
Rl = 0.2396, wR2 = 0.2414

0.804 and -0.424 e.A"-3

deg.



Table 2. Atomic coordinates ( x 1074) and equivalent isotropic
displacement parameters (A”2 x 1073) for dg010 hy.

U(eq) is defined as one third of the trace of the orthogonalized
Uij tensor.
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[A] and angles [deg] for dg01l0 hy.

Bond lengths

Table 3.
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Symmetry transformations used to generate equivalent atoms:

#2 x+1,y,z

#1 x-1,y,z



for dg010 hy.

[deg]

Torsion angles

Table 4.

OSSN OONMMAOVONOWONDLANNTIFONDNDOAAFTONDOANNLONONANDINDNOFTOANNOYO ANMEOFTNOWOWANTOVOFMN AT OOMMM
HOD OS> TOOVAO0OWVWOWVWMERO AT MUOUIIINIMONTEANODONOAFANDNOVOMS AFNAHDO AN AODNNNANT OO DO ANNHONODNS I~ N WO
I OO~ r~ © O~ [ I e WSO M M ~ o~ [ 1~ 0 ~ oSS ™ o~ I ST Mmm 1 Sl NN NM O
[ B R — — 1 — - — — — — — — — — — — — — — — L A

| | | 1 1 [ 1 | | [ | I | | I I |

—_ Te) —_ —_ —_— —_ — ~ ~0 O OO ~ M~ O~ o~ O NN

™ — Te} ~ —_— NN~~~ ~ o~~~ —~ A A AN A A D~~~ ~AN M NNNNLO N~~~ o~~~ H
~— —n = ~ — — — —_ ~ ~ — ~A A~~~ A A A AT~ AL OO0 OO T~ — O ONNTN"T "N "= - 0O= = 0O ~~
~MN OO A0 ~ ~d ~ O ~ ~ ~ DD~ OVDANN~~D ~~O0 A1 A NN 10N A" A1 NNDOD-"ODODODLDLUL"TNNNNDOD-TOLDOLDLL-TLANN I OO | o
M~ 1 4~ | <O NO~- A0~ 1 ™~~] 4000 A~ —"00 """ A0 ——~——~— PO 1 11 1 1T O="=">=">=1010 1 1 10O I ===~
0O ~~"0  ~0U """ "0 =" —"0 ~—0 ~>—7 7 —— O—"—"—"0D0DO0OO0O 1 I DU~ I DLULLLL ~I| —~—~—~~—~~ IO 0DV~ ~~~~1 ~D0UL=- DO- AN
O 1T NO I N T OODLDOLODIOUOAMDLD I VO ITLVODOLDOLDLDIODOOD I 1T T T ~—~1T I NO I ~1 1 1 1 1 O~ 0000 ~1 1 1 I N~ W0WOW~O I | 1 | | 1
I~~~ ~~= 1 11 1 ~191>1 1 ~~1 =111 1l~~1l1lI|l-~~~~~~ddA~—~d 1l ~N ~—~~~~ O A A A NNO ~ ~~ ~NANNNNNON~~"T ~~ " ~ ~
~ANOD ~NOUMN ~~~~0 ~~ ~O0 0V ~0V ~~—~—~O ~~~0 00O A ANNT ~— =ALL)W~ A== —— — N "N "N —= = = = = =
N~ I N - —-0O0O— ] O | > ~000 A A"~ 101 "0 """ "1 10 —"0D0D0DLVDL-TANNNND—-ODLDLDLLO—-OUAAI - I
CU~—0 ~ U Um0 ~— 0 ~— — — — Do ——— — DU —— 1 —0 1 O0———— 10T 1 1 7T 17 0= T701 177701 —=———a——_——~—
OI 401 4 1T OLVDLDLDLIVDLVLULI A0 1T A0D0VDLVDLILDLLLDLLLLULI T ODUA~AO0O T ~1TLODLLDLUU ~AIl ~—~—~—~~ Il OO0V~ ~~—~—~ | ~AA AN
Il ~~ 1 ~~ 1 1 1! ~19119 1 ~~1 ~~11 11l ~1111111T1II-~~1I- 29I ~O~11 1 I1TwL~Or-o0oxoowm~1IT I IAJA~NOTL A ~0O1 I =1 1 =11
~A AN~ A AN~~~ o~~~ o~~~ A~~~ o~ —~ OO0 ~~ A~V A0 ~~~~—A A A A A A ~ ~ ~ ~N A NNNNAN—~~ O~~~ —~
A=l AT T ANOO TN AT AT OO0V OT~0OONDNDND A A O T o NNNN T A~ — AN TN A | A
— Al A= A D ——— U ——— A —m—— ) —— - ——— — U000 ————<— O—0D0DLDUVU ————— OV VDU—U ——d—— o ——
AL H=A L T ODODODOD T DO T HEAM T HFODOODOLD I ODODLDOLDOLDODDODOLDODODOD TOD L TOODODODOD TO T T TODOLDOLDODOD O T 1O T A AN AN
Il ~~ 1 ~~~ 1 111 ~19! 1 ~~1l ~~111T 11T 311115t 1r11l~1l-=1I 10II5Ix=I-=~~~~—~— o~ A~~~ ~1 1 ~1 1 ~1"/1
P N € @ I B e T T T T O N e i i O ~O A ~ ~~ ~ ~ O~ O~ 0O ~ ~ ~~ ~ O~ NNOAN AT ~~= ~~= ~ ~
O A0 A A A NNNONLFTNAANA AN AN A O~ OAONDNDDVO A0 AADN AN ANNAAAAANNOMONTNNNNTNNOANO AN O
OMMAMOLODAMMOUMAMDLDOLDOLDOLDLDLDLODAAMOLDAAMMOLDAMODAMDODODODOLDOOLDOOLDOULLLDLLLLDLDLLDUMUUMDOLDOLDLDOLDODOLODOLDLDOLDLDLDLDLDLDLDLDLDLDLDLLUMAMDLDLMAMDO

180.0



TFTOMODONMNENOWONOONOWONAATNANLTOTANT AATOMNMOSEOCONTOOT AOMMEO O TOMOM OO ™M N oM
OWAVDNONANNT 40N AT~ DA NOITNT O MWOWNTONANITATIONODONDNT ANTONAAMWOMNMAOAS OO O [eNeNeN. Ne}
~o~ oo~ | [ I e SO~ O0OM ST |~~~ o~ SIS HO SO S (I oSS o o~ [

1 — 1 — — o — — — — — L e s A B — — = — —

| [ 1 | | | I

— P ~ = 0O OO = —~ ~ —~ —~ 0 - < N 0w - o

—_— -~ — — — —_—— N e e NN= =~ ~= = = = = = A~ A AN A A= = = = NN NN NN

—_ - e A o~~~ o~~~ -~ - e e A ms A ~m s s A A A A A AT ) AT 00O O AT — OOV NN TN — = - =
= —~MN=- A= = 4= O=- = = ~IN=- ~CANANN=- - O=- - O0O0NNAA"T"A 100" "4A 1NN —-"0OD0ODLODLDL"TNNNNDU—TO OO0 T
M= A0 " IONO A= "= V41000 AdA"""—"00 "] A0 ————— PO 1 1111010 I [ N B O R
~NO A 00" " "0 -0 """ ——000VLVI Il DOUO~0D I ODLLLL~I ~—~~—~~—~~ I OO0V O ~ 1 ~ _~— 1~
O— 1T Ol TOLDLLD I LUAMOUDTITO—-TITODLDOLDODITODOOUO T &I I I ~~1 1="0VI1I ~11 11 1= ~= = = = = ~ 1 1 1 1 = ~= - - - o~
T O~1T O—~—~1T T 1T 1T ~1T 1T 1TO~1TO~TT 1T 1T ~1TT T ~—~—~—~=== ~—~N | ~= ~~ o~~~ O=- ™~ O = —~ —~ —~ —~ N - ™ T 00 - O
~ 1l = ~ 1 = = ~~~~= ~~~ 1 = ~ 1 = ~~~~= N~~~ = = = A= = A~ N= = = = = O A A A NNO = = = = NNN N NN O
= AN AN M= = = = N= = = 0= ~O= = = = 0= == 0O00O0dAdNNT=- o TN =~~~ —— N H N —~ = - =
N=- AN = O —"O0OOO- O "> —0000 A A" A" A 40" "0 —"A A4 A "10—"0D0DLVLL"TNNNND—O OO0 T
C N U —ANUOU ————0U ———00—w© ———— D - ——— — O —— 1 —~0 1l O0O~————J1JO0O1 1777 0—==>>"701 T 17 7 O 1
O~ 1 O=1 1T OLDVDOLDIVDLVLLUTITOTITOLDLLDLLIVDLLLLLDLLULI TODL~O0O 1T ~1T ODLVDOVDU~1 ~—~—~~—~~ I OO0DOVDO ~ 1 ~ —_~ e~ ~
T O~1T O ~—~T 1T 1T 1T ~1T 1T 1TO~TO~1T 1T T T ~1TTT1TT1TT 1T T ~—~1TT=1To~—~= ~TT1T1TI= ~=-=- = - = —~ T 1 1 1 = ~- - - -~
P R e e T N N e o~ O~~~ D= O~ 0O LW = —~ ~—~ —~ — - N O =0
-~ - ~HN= - - - N N L e OO0O= = A4= O H40= = = = A1 A A A= = = = NN N NN H N
— - = = TN TN A T - T0 00O 0000O0O0O0 0 A~ — = = NN NN A~ — S — - - N =
- — MO ——— =0 — — — L —mm—m—m ) —— - - —— — VD00 ————— O~V 0DULLU ————— O -0 DL U —O
A~ 1T A1 1T OODODOD 1T ODOATI1T AT ODDOLOD I LULO OouvovoLvLLLLOLIOLIL LD O 0O I G2 B B N N ) OO 1 O [ O
I AN T AN~~~ AN AN~ e~~~ ~ ]~~~ ~ o~ 0~ ~— | ~
~ L FH o~ ] FH e o~ [ e R T T e N T S e e e - - -~
-~~~ ~D = = = = H= = = o~~~ ~= = = = AN= = = = = = = = = - - oO- OH=- = = = = O= OO YW= - = = = 0 - NN -
O = = O A A NNMNNS TN A AN A A — 0 — O~ 00— NO O A H A M AN ANN A A A H AN MO MON TN N NN TN
OAprApMLDAMOLDAFMLDLDLDLDLDLDOLDAAMMLDAAMODAMOLDAMDLDODODOLDLDOUDOODLDLDLDLDLDLDLDUMMDAMMDODDLDLDODLDOLDODLDODDLDOLDODOLO OO OLOLO

#2 x+1,vy,z

Symmetry transformations used to generate equivalent atoms:

#1 x-1,y,z



Table 5.

Hydrogen bonds for dg0l10 hy [A and deg.].

D-H...A d (D-H) d(H...Rn) d(D...A) < (DHA)
C(17)-H(17)...0(1)#3 0.95 2.53 3.266(8) 134.8
C(14)-H(14A)...0(2)#4 0.98 2.58 3.435(7) 145.9
Symmetry transformations used to generate equivalent atoms:
#1 x-1,vy,z #2 x+1,y,z #3 -x,y+1/2,-2+1/2
#4 -x,-y,-z+1
Crystal data of 9¢
— Prob = 50
" Temp = 123
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Table 1. Crystal data and structure refinement for dg023 hy.
Identification code dg023 hy
Empirical formula C27 H25 04 P
Formula weight 444 .44
Temperature 123(2) K
Wavelength 0.71073 A
Crystal system, space group Triclinic, P-1 (no.2)
Unit cell dimensions a = 10.4668(3) A alpha = 106.261(2)
b = 11.0141(3) A beta = 106.409(2)
c = 11.7927(3) A gamma = 110.307(2)
Volume 1109.83(5) A"3

Z, Calculated density
Absorption coefficient
F(000)

Crystal size

Theta range for data collection

2, 1.330 Mg/m"3
0.156 mm~-1

468

0.30 x 0.20 x 0.10 mm

3.01 to 27.47 deg.

deg.
deg.
deg.



Limiting indices

Reflections collected / unique
Completeness to theta = 25.00
Absorption correction
Refinement method

Data / restraints / parameters
Goodness-of-fit on F"2

Final R indices [I>2sigma (I)]
R indices (all data)

Largest diff. peak and hole

-13<=h<=13, -14<=k<=14, -15<=1<=15
17539 / 5036 [R(int) = 0.0265]
99.0 %

None

Full-matrix least-squares on F"2
5036 / 0 / 293

1.043

R1 = 0.0355, wR2 0.0840
R1 = 0.0421, wR2 = 0.0890

0.308 and -0.274 e.A"-3



Table 2. Atomic coordinates ( x 1074) and equivalent isotropic

displacement parameters (A”2 x 1073) for dg023 hy.
U(eq) is defined as one third of the trace of the orthogonalized
Uij tensor.

X y z U(eq)
P (1) 8351 (1) 2956 (1) 2770 (1) 21 (1)
C(2) 10306 (1) 3914 (1) 3388 (1) 20 (1)
C(3) 11032 (1) 5104 (1) 3186 (1) 21(1)
C(4) 10301 (1) 5680 (1) 2473 (1) 20 (1)
C(5) 8731 (1) 5083 (1) 1884 (1) 20 (1)
C(6) 7758 (1) 3882 (1) 1936 (1) 20 (1)
C(21) 11180 (1) 3341 (1) 4111 (1) 20 (1)
C(22) 12441 (1) 3301 (1) 3926 (1) 20 (1)
C(23) 13217 (1) 2706 (1) 4547 (1) 20 (1)
C(24) 12703 (1) 2079 (1) 5330(1) 20 (1)
C(25) 11489 (2) 2149 (1) 5538 (1) 23 (1)
C(26) 10741 (2) 2788 (1) 4937 (1) 22(1)
0(23) 14483 (1) 2667 (1) 4475 (1) 25(1)
C(231) 14948 (2) 3149(2) 3587 (1) 26 (1)
0(24) 13493 (1) 1449 (1) 5834 (1) 24 (1)
C(241) 12912 (2) 680 (2) 6514 (2) 32(1)
C(41) 11222 (1) 6932 (1) 2299 (1) 20 (1)
C(42) 10802 (2) 6967 (1) 1075 (1) 22(1)
C(43) 11714 (2) 8088 (2) 891 (1) 27(1)
C(44) 13024 (2) 9203 (2) 1924 (2) 28 (1)
C(45) 13424 (2) 9203 (1) 3152 (2) 28 (1)
C(46) 12539 (2) 8068 (1) 3336(1) 24 (1)
C(61) 6102 (1) 3296 (1) 1222 (1) 19 (1)
C(62) 5422 (1) 4197 (1) 1319(1) 19 (1)
C(63) 3882 (1) 3645 (1) 653 (1) 19(1)
C(64) 2981 (1) 2165 (1) -139(1) 21 (1)
C(65) 3651 (1) 1277 (1) -227(1) 21(1)
C(66) 5206 (1) 1846 (1) 452 (1) 20 (1)
0(63) 3112 (1) 4424 (1) 701 (1) 25(1)
C(631) 3961 (2) 5906 (1) 1568 (1) 26 (1)
0(64) 1487 (1) 1737 (1) -783(1) 30 (1)
C(641) 516 (2) 241 (2) -1538(2) 32(1)




[A] and angles [deg] for dg023 hy.

Bond lengths

Table 3.

1.7461
1.7500
1.3920
1.4911
1.4017
1.4017
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1.3917
1.4912
1.3866
1.4098

1.3661
1.4139
1.3669
1.3842

1.4270
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1.3908
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[deg] for dg023 hy.

Torsion angles

Table 4.
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Table 7.

Hydrogen bonds for dg023 hy [A and deg.].

D-H...A d (D-H) d(H...RA) d(D...A) < (DHA)
C(631)-H(63A)...0(24) #1 0.98 2.61 3.1585(17) 115.8
C(5)-H(5)...0(63)#2 0.95 2.55 3.4124(16) 151.4
Symmetry transformations used to generate equivalent atoms:
#1 -x+2,-y+1,-z+1 #2 -x+1,-y+1,-z
Crystal data of 11a
=
o

Table 1.

Identification code
Empirical formula

Formula weight

Crystal data and structure refinement for dg039 hy.

dg039 hy
€25 H21 Au Cl 02 P

616.80



Temperature
Wavelength
Crystal system,

space group

Unit cell dimensions

Volume
Z, Calculated density
Absorption coefficient

F(000)

Crystal size

Theta range for data collection
Limiting indices

Reflections collected / unique

Completeness to theta = 25.00
Absorption correction
Max. and min. transmission

Refinement method

Data / restraints / parameters
Goodness-of-fit on F"2

Final R indices [I>2sigma (I)]
R indices (all data)

Largest diff. peak and hole

123(2) K

0.71073 A

Triclinic, P-1 (No.2)

a = 11.376(1) A alpha = 101.68(1
b = 14.232(2) A beta = 98.86(1)
c = 21.024(2) A gamma = 92.83 (1)
3282.2(6) A"3

6, 1.872 Mg/m"3

6.938 mm"-1

1788

0.30 x 0.20 x 0.15 mm

3.18 to 27.48 deg.

-14<=h<=14, -18<=k<=18, -27<=1<=27
63463 / 14992 [R(int) = 0.0352]

99.6 %

Semi-empirical from equivalents
0.4305 and 0.2368

Full-matrix least-squares on F"2

14992 / 0 / 817

1.069

Rl = 0.0229, wR2 = 0.0431
Rl = 0.0331, wR2 = 0.0456
0.777 and -1.230 e.A"-3

)

deg.
deg.
deg.



Table 2. Atomic coordinates ( x 1074) and equivalent isotropic
displacement parameters (A"2 x 1073) for dg039 hy.

U(eq) is defined as one third of the trace of the orthogonalized
Uij tensor.

X y z U(eq)
Cl(1n) 2577 (1) 5948 (1) 3616 (1) 24 (1)
Au (1A) 2816(1) 4348 (1) 3322(1) 14 (1)
P(1A) 2922 (1) 2777 (1) 3057 (1) 14 (1)
C(2R) 3327 (3) 2036 (2) 3592 (1) 13(1)
C(3n) 3334 (3) 1054 (2) 3354 (2) 15(1)
C (4R) 2995(3) 572 (2) 2696 (2) 14 (1)
C(5n) 2598 (3) 1066 (2) 2200 (1) 14 (1)
C(6n) 2566 (3) 2061 (2) 2283 (1) 12 (1)
C(7n) 2237(3) 2517 (2) 1711 (1) 14 (1)
C(8R) 2906 (3) 3347 (2) 1669 (1) 15(1)
C(9n) 2629 (3) 3781 (2) 1136 (2) 16 (1)
C(10AR) 1655(3) 3400 (2) 641 (2) 17(1)
C(11An) 1003 (3) 2573 (2) 679(2) 17(1)
C(12R) 1298 (3) 2131 (2) 1208 (2) 16 (1)
0(1R) 3260(2) 4571 (2) 1045 (1) 24 (1)
C(13n) 4327 (3) 4919 (3) 1503 (2) 29(1)
0(2R) 1448 (2) 3891 (2) 152 (1) 23(1)
C(14n) 369(3) 3609 (3) -316(2) 27(1)
C(15A) 3690 (3) 2475 (2) 4305 (1) 15(1)
C(16A) 3268 (3) 2033(2) 4771 (2) 20 (1)
C(17n) 3577 (3) 2451 (3) 5441 (2) 26 (1)
C(18A) 4307 (3) 3295(3) 5642 (2) 26 (1)
C(19R) 4740 (3) 3730(2) 5187 (2) 22(1)
C(20R) 4430(3) 3322(2) 4518 (2) 18 (1)
Cc(21n) 3123(3) -476(2) 2508 (2) 14 (1)
C(22n) 3409 (3) -885(2) 1896 (2) 17(1)
C(23n) 3551 (3) -1860(2) 1723(2) 20 (1)
C(24R) 3413(3) -2444(2) 2160(2) 24 (1)
C(25A) 3127 (3) -2055(2) 2770 (2) 26 (1)
C(26R) 2990(3) -1083(2) 2945 (2) 21 (1)
Cl(1B) 5648 (1) 4299 (1) 3009 (1) 24 (1)
Au (1B) 5830 (1) 2687 (1) 2772 (1) 14 (1)
P (1B) 6087 (1) 1135(1) 2584 (1) 13(1)
C(2B) 6483 (3) 491 (2) 3180 (1) 12 (1)
C(3B) 6722 (3) -461(2) 2991 (2) 15(1)
C (4B) 6705 (3) -972(2) 2346 (2) 14 (1)
C(5B) 6426 (3) -552(2) 1802 (1) 13 (1)
C (6B) 6109 (3) 383(2) 1831 (1) 13 (1)
C(7B) 5759 (3) 779 (2) 1234 (1) 13(1)
C(8B) 6437 (3) 652 (2) 723 (1) 14 (1)
C(9B) 6155(3) 1092 (2) 196 (1) 14 (1)
C(10B) 5168 (3) 1657 (2) 165 (1) 14 (1)
C(11B) 4482 (3) 1750 (2) 653(2) 16 (1)
C(12B) 4780 (3) 1322 (2) 1188 (2) 16 (1)
0 (1B) 6803 (2) 1067 (2) -302(1) 21(1)
C(13B) 7890 (3) 603 (3) -245(2) 28 (1)
0(2B) 4991 (2) 2089 (2) -360(1) 20 (1)
C(14B) 4106 (3) 2777 (3) -348(2) 27(1)
C(15B) 6564 (3) 938 (2) 3891 (1) 15(1)
C(16B) 7052 (3) 1879 (2) 4152 (2) 18 (1)
C(17B) 7140 (3) 2271 (2) 4821 (2) 22(1)
C(18B) 6772 (3) 1723(3) 5236 (2) 26 (1)
C(19B) 6297 (3) 786 (3) 4984 (2) 25(1)
C(20B) 6178 (3) 393(2) 4315(2) 19(1)
C(21B) 6975 (3) -1996(2) 2266 (1) 15(1)
C(22B) 7729 (3) -2389(2) 1837(2) 20 (1)
C(23B) 7990 (3) -3342(3) 1786 (2) 28 (1)
C(24B) 7515(3) -3905(3) 2165(2) 30 (1)
C(25B) 6775 (3) -3517(2) 2596 (2) 26 (1)
C(26B) 6499 (3) -2574(2) 2642 (2) 20 (1)
cl(1c) 9262 (1) =720 (1) 939 (1) 24 (1)
Au (1C) 9329 (1) 415 (1) 1882 (1) 15(1)
P(1C) 9530 (1) 1506 (1) 2813(1) 15(1)
c(2cC) 9884 (3) 1262 (2) 3587 (2) 16 (1)
C(3C) 10183 (3) 2011 (2) 4131 (2) 16 (1)
C (4C) 10283 (3) 2987 (2) 4123(2) 16 (1)






Table 3. Bond lengths [A] and angles [deg] for dg039 hy.

Cl(1A)-Au(1A) 2.2766(8)
Au (1A)-P(1R) 2.2060(8)
P(1A)-C(6R) 1.715(3)
P (1A)-C(23) 1.721(3)
C(2A)-C(3R) 1.386(4)
C(2A)-C(15R) 1.487(4)
C(3A) -C (4R) 1.399(4)
C (4A)-C(5n) 1.402(4)
C (4A) -C(21R) 1.484(4)
C(5A) -C(6A) 1.394(4)
C(6A)-C(7R) 1.486(4)
C(7A) -C (12R) 1.385(4)
C(7A)-C(8A) 1.399(4)
C(8A)-C(9A) 1.388(4)
C(9A) -0 (1R) 1.367(4)
C(9A)-C(10R) 1.401(4)
C(10A)-0(2R) 1.354(3)
C(10A)-C(11Rn) 1.383(4)
C(11Aa)-C(12Rn) 1.391(4)
O(1A)-C(13R) 1.425(4)
O (2A)-C(14R) 1.434(4)
C(15A)-C(20R) 1.388(5)
C(15A)-C(16R) 1.396(4)
C(16A)-C(17R) 1.396(4)
C(17A)-C(18A) 1.378(5)
C(18A)-C(19n) 1.377(5)
C(19A)-C(20R) 1.392(4)
C(21R)-C(22Rn) 1.395(4)
C(21R)-C(26A) 1.400(4)
C(22R)-C(23Rn) 1.386(4)
C(23R)-C(24Rn) 1.378(5)
C(24R)-C(25Rn) 1.383(5)
C(25RA) -C(26R) 1.381(4)
Cl(1B)-Au(1B) 2.2725(8)
Au (1B)-P (1B) 2.2065(8)
P(1B)-C(2B) 1.716(3)
P (1B) -C (6B) 1.727(3)
C(2B)-C(3B) 1.386(4)
C(2B)-C(15B) 1.488(4)
C(3B) -C(4B) 1.399(4)
C(4B)-C(5B) 1.397(4)
C(4B)-C(21B) 1.485(4)
C(5B) -C(6B) 1.389(4)
C(6B) -C(7B) 1.485(4)
C(7B)-C(12B) 1.389(4)
C(7B)-C(8B) 1.403(4)
C(8B)-C(9B) 1.384(4)
C(9B) -0 (1B) 1.365(4)
C(9B)-C(10B) 1.414(4)
C(10B)-0(2B) 1.363(3)
C(10B)-C(11B) 1.370(4)
C(11B)-C(12B) 1.389(4)
0(1B)-C(13B) 1.431(4)
0(2B)-C(14B) 1.438(4)
C(15B)-C(16B) 1.392(4)
C(15B)-C(20B) 1.398(4)
C(16B)-C(17B) 1.390(4)
C(17B)-C(18B) 1.378(5)
C(18B)-C(19B) 1.380(5)
C(19B)-C(20B) 1.388(4)
C(21B)-C(22B) 1.394(4)
C(21B)-C(26B) 1.395(4)
C(22B)-C(23B) 1.389(4)
C(23B)-C(24B) 1.385(5)
C(24B)-C(25B) 1.384(5)
C(25B)-C(26B) 1.382(4)
Cl(1C)-Au(1C) 2.2780(8)
Au (1C)-P(1C) 2.2116(9)
P(1C)-C(2C) 1.724(3)
P(1C)-C(6C) 1.725(3)
C(2C)-C(3C) 1.382(4)
C(2C)-C(15C) 1.484(4)
C(3C)-C(4C) 1.392(4)
C(4C)-C(5C) 1.402(4)



C(4C)-C(21C)
C(5C)-C(6C)
C(6C)-C(7C)
C(7C)-C(12C)
C(7C)-C(8C)
C(8C)-C(9C)
C(9C)-0(1C)
C(9C)-Cc(10C)
C(10C)-0(2C)
C(10C)-C(11C)
C(l1C)-C(12C)
0(1C)-C(13C)
0(2C)-C(14C)
C(15C)-C(16C)
C(15C)-C(20C)
C(leC)-C(17C)
C(17C)-C(18C)
C(18C)-C(19C)
C(19C)-C(20C)
C(21C)-C(26C)
C(21C)-C(22C)
C(22C)-C(23C)
C(23C)-C(24C)
C(24C)-C(25C)
C(25C)-C(26C)
P(1A)-Au(1A)-Cl(1A)
C(6A) - (1A) C(2R)
C(6A) -P (1A) -Au(1A)
C(2A) -P(1A) -Au(1n)
C(3R)-C(2A) -C(15A)
C(3R)-C(2A) -P(1A)
C(15A)-C(2A)-P(1R)
C(2R)-C(3A)-C(4Rn)
C(3R)-C(4A) -C(5An)
C(3A)-C(4A)-C(212)
C(5A) -C (4A) -C(21Rn)
C(6A) -C (5A) -C (4A)
C(5R) -C(6A)-C(7A)
C(5A) -C(6A)-P(1A)
C(7A)-C(6A)-P (1A)
C(12A)-C(7A)-C(8A)
C(12A)-C(7A)-C(6A)
C(8A) -C(7A)-C(6A)
C(9A) -C(8A) -C(7R)

O (1A)-C(9A)-C(8A)

O (1Aa)-C(9A)-C(102)
C(8A)-C(9A)-C(10A)
O (2A)-C(10A)-C(11Rn)
0 (2R)-C(10A)-C(9A)
C(11A)-C(10A)-C(9An)
C(10A)-C(11A)-C(12Rn)
C(7A)-C(12A)-C(11R)
C(92)-0(1A) -C(13A)
C(10A)-0(2A)-C(14Rn)
C(20A)-C(15A)-C(16A)
C(20A)-C(15A)-C(2Rn)
C(16A)-C(15A)-C(2R)
C(15A)-C(16A)-C(17R)
C(18A)-C(17A)-C(16A)
C(19A)-C(18A)-C(17R)
C(18A)-C(19A)-C(20AR)
C(15A)-C(20A)-C(19R)
C(22A)-C(21A)-C(26A)
C(22A)-C(21A)-C(4Rn)
C(26A)-C(21A)-C(4R)
C(23A)-C(22A)-C(21R)
C(24A)-C(23A)-C(22Rn)
C(23A)-C(24A)-C(25R)
C(26A)-C(25A) -C(24R)
C(25A)-C(26A) -C(21R)
P(1B)-Au(1B)-Cl (1B)
C(2B)-P(1B)-C(6B)
C(2B)-P(1B) -Au(1B)
C(6B)-P(1B) -Au(1B)
C(3B)-C(2B)-C(15B)
C(3B)-C(2B)-P(1B)
C(15B)-C(2B)-P(1B)
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(2B)-C
(5B) -C
(5B) -C
(3B) -C
(6B) -C
(5B) -
(5B) -
(7B) -C
(12B) -C
(12B) -
(8B) -
(9B) -C
(1B) -C
(1B) -
(8B) -
(2B)-C
(2B)-C
(11B) -
(10B) -
(7B) -C
(9B) -0
(10B) -
(16B) -
(16B) -C
(20B) -C
(17B) -
(18B) -
(17B) -C
(18B) -C
(19B) -C
(22B) -
(22B) -
(26B) -C
(23B) -C
(24B) -
(25B) -
(26B) -C
(25B)—
(1C) -
(2¢C) -
(2¢)-P
(6C)-P
(3C) -
(3C) -
(15C)-C
(2¢c)-C
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16C)
16C)
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17C)
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17C)
18C)
19C)
26C)
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22C)
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(3B) -C(4B)
(4B) -C(3B)
(4B) -C(21B)
(4B) -C(21B)
(5B) -C (4B)
C(6B)-C(7B)
C(6B)-P(1B)
(6B) -P (1B)
(7B) -C (8B)
C(7B)-C(6B)
C(7B)-C(6B)
(8B) -C(7B)
(9B) -C (8B)
C(9B)-C(10B)
C(9B)-C(10B)
(10B) -C(11B)
(10B) -C (9B)
C(10B)-C(9B)
C(11B)-C(12B)
(12B)-C(11B)
(1B) -C(13B)
0(2B)-C(14B)
C(15B)-C(20B)
(15B) -C (2B)
(15B) -C (2B)
C(16B)-C(15B)
C(17B)-C(16B)
(18B)-C(19B)
(19B) -C (20B)
(20B) -C(15B)
C(21B)-C(26B)
C(21B)-C(4B)
(21B) -C (4B)
(22B) -C(21B)
C(23B)-C(22B)
C(24B)-C(23B)
(25B) -C (24B)
(26B) -C(21B)
u(1C)-Cl(1C)
(lC) C(6C)
(1C) -Au (1C)
(1C) -Au (1C)
C(2C)-C(15C)
C(2C)-P(1C)
(2C)-pP(1C)
(3C)-C(4C)
C(4C)-C(5C)
C(4C)-C(21C)
C(4C)-C(21C)
C(5C) -C (4C)
C(6C)-C(7C)
C(6C)-P(1C)
C(6C)-P(1C)
C(7C)—C(8C)
C(7C)—C(6C)
(7C) -C(6C)
(8C)-C(7C)
(9C)-C(8C)
(9C)-C(10C)
(9C)-C(10C)
(10C)-C(11C)
(10C)-C(9C)
C(10C)-C(9C)
C(l1lC)-C(12C)
(12C)-C(11C)
(1C) C(13C)
0 (2C)-C(14C)
C(15C) C(20C)
-C(15C)-C(2C)
-C(15C)-Cc(2C)
-C(16C)-C(15C)
-C(17C)-C(16C)
-C(18C)-C(19C)
-C(19C)-C(20C)
-C(20C)-C(15C)
-C(21C)-C(22C)
-C(21C)-C(4C)
-C(21C)-C(4C)

126.
122.
121.
116.
125.
122.
120.
117.
118.
120.
121.
120.
124.
115.
119.
124.
115.
119.
120.
121.
116.
116.
118.
121.
119.
120.
120.
119.
120.
120.
118.
121.
119.
120.
120.
119.
120.
120.
175.
106.
124.
127.
120.
119.
119.
126.
121.
117.
120.
125.
122.
119.
118.
118.
120.
121.
120.
125.
114.
120.
125.
114.
119.
119.
121.
117.
117.
118.
122.
118.
120.
120.
120.
120.
120.
118.
121.
120.
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C(23C)-C(22C)-C(21C) 121.
C(22C)-C(23C)-C(24C) 120.
C(25C)-C(24C)-C(23C) 119.
C(24C)-C(25C)-C(26C) 120.
C(21C)-C(26C)-C(25C) 120.




Table 4. Torsion angles [deg] for dg039 hy.
1(1A)-Au(1lA)-P(1A)-C(6A) 96.9(4)
C1l(1A)-Au(1lA)-P(1A)-C(2R) -80.7(4)
C(6A)-P(1A)-C(2A)-C(3R) 1.0(3)
Au (1A) -P(1A)-C(2A)-C(3R) 178.93(19)
C(6A) -P(1A)-C(2A)-C(15An) 179.7(2)
Au (1A) -P(1A) -C(2A)-C(15An) -2.4(3)
C(15A)-C(2A)-C(3A)-C(4n) 179.1(3)
P(1A)-C(2A)-C(3A)-C (4n) -2.2(4)
C(2A) -C(3A) -C(4A) -C(5Rn) -0.3(5)
C(2A)-C(3A) -C (4R) -C(21n) 176.2(3)
C(3A)-C(4A)-C(5A)-C(6R) 4.5(5)
C(21A)-C (4A) -C (5A) -C (6A) -171.9(3)
C (42) -C (5A) -C (6A) -C (7A) 174.0(3)
C(4A)-C(5A) -C(6A) -P (1R) -5.5(4)
C(2A) (1A) -C (6A) -C (5R) 2.6(3)
u(lA) -P(1A) -C(6A) -C(5A) -175.40(19)
C(2A)—P(1A)—C(6A)—C(7A) -177.0(2)
Au (1A) -P(1A) -C(6A) -C(7A) 5.1(3)
C(5A) -C(6A) -C(7A) -C(12Rn) 42.7(4)
P (1A)-C(6A)-C(7A)-C(12Rn) -137.8(3)
C(5A) -C(6A) -C(7A) -C(8A) -136.0(3)
P(1A)-C(6A)-C(7A)-C(8A) 43.5(3)
C(12A)-C(7A)-C(8A)-C(9n) 0.4(4)
C(6A) -C(7A) -C(8A)-C(9Rn) 179.2(3)
C(7A) -C(8A)-C(9A) -0 (1Rn) -177.5(3)
C(7A) -C(8A)-C(9A)-C(10A) 1.5(4)
O(1A)-C(9A)-C(10A)-0(2n) -2.3(4)
C(8A)-C(9A)-C(10A)-0(2n) 178.7(3)
O(1A)-C(9A)-C(10A)-C(11n) 176.9(3)
C(8A)-C(9A)-C(10A)-C(11n) -2.2(4)
0 (2A)-C(10A)-C(11A)-C(12Rn) -179.9(3)
C(9A)-C(10A)-C(11A)-C(12Rn) 1.0(4)
C(8A)-C(7A)-C(12A)-C(11ln) -1.6(4)
C(6A)-C(7A)-C(12A)-C(11Rn) 179.7(3)
C(10A)-C(11A)-C(12A)-C(7n) 0.9(4)
C(8A)-C(9A) -0 (1A)-C(13n) 5.2(4)
C(10A)-C(9A)-0(1A)-C(13n) -173.8(3)
C(11A)-C(10A)-0O(2A)-C(14Rn) 9.3(4)
C(9A)-C(10A)-0(2A)-C(14R) -171.6(3)
C(3A)-C(2A)-C(15A)-C(20R) 136.0(3)
P(1A)-C(2A)-C(15A)-C(20A) -42.7(4)
C(3A)-C(2A) -C(15A)-C(1l6n) -44.8(4)
P(1A)-C(2A)-C(15A)-C(16A) 136.5(3)
C(20A)-C(15A)-C(16A)-C(17R) 0.8(5)
C(2A) -C(15A)-C(16A)-C(17R) -178.4(3)
C(15A)-C(16A)-C(17A)-C(18A) -0.4(5)
C(16A)-C(17A)-C(18A)-C(19R) -0.4(5)
C(17A)-C(18A)-C(19A)-C(20R) 0.8(5)
C(16A)-C(15A)-C(20A)-C(19R) -0.4(4)
C(2A) -C(15A)-C(20A)-C(19R) 178.8(3)
C(18A)-C(19A)-C(20A)-C(15An) -0.4(5)
C(3A)-C(4A)-C(21A)-C(22R) -146.2(3)
C(5A)-C(4A)-C(21A)-C(22R) 30.3(4)
C(3A) -C(4A) -C(21A)-C(26AR) 32.2(4)
C(5A) -C (4A) -C(21A) -C (26AR) -151.3(3)
C(26A)-C(21A)-C(22A)-C(23R) 0.3(5)
C(4A)-C(21A)-C(22R)-C(23Rn) 178.8(3)
C(21A)-C(22A)-C(23A) -C(24Rn) -0.2(5)
C(22A) -C(23A)-C(24A) -C(25R) 0.3(5)
C(23A) -C(24A) -C(25A) -C(26R) -0.6(5)
C(24A)-C(25A)-C(26A)-C(21R) 0.8(5)
C(22A)-C(21A)-C(26A) -C(25R) -0.6(5)
C(4A) -C(21A) -C(26A)-C(25R) -179.1(3)
C1l(1B)-Au(1B)-P(1B)-C(2B) 38.0(6)
C1l(1B)-Au(1B)-P(1B)-C(6B) -133.5(6)
C(6B) -P(1B) -C(2B) -C(3B) -1.1(3)
Au (1B)-P(1B)-C(2B)-C(3B) -174.03(19)
C(6B)-P(1B)-C(2B)-C(15B) 179.3(2)
Au (1B)-P(1B)-C(2B)-C(15B) 6.3(3)
C(15B)-C(2B)-C(3B) -C (4B) -178.7(3)
P (1B)-C(2B) -C (3B) -C (4B) 1.7(4)
C(2B)-C(3B)-C(4B)-C(5B) -0.3(5)
C(2B)-C(3B) -C (4B) -C(21B) -179.1(3)
C(3B)-C(4B)-C(5B) -C (6B) -1.9(5)
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