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Anexo 1.

Espectros de IH, 13C, DEPT, homocorrelaciones, heterocorrelaciones y IR
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Anexo 2.

R-X de endo,endo-105.

MeOOC COOMe

PCHMZ26

Experimental. A prismatic crystal (0.1x0.1x0.2 mm) was selected and mounted on a
MNAR345 diffractometer with a image plate detector. Unit-cell parameters were
determined from 10092 reflections (3 < 8 < 31°) and refined by least-squares

method. 1Intensities were collected with graphite monochromatized Mo Ka
radiation. 13970 reflections were measured in the range 2.95 < 0 < 31.61. 5125
of which were non-equivalent by symmetry (Rint(on I) = 0.022). 4084

reflections were assumed as observed applying the condition I > 2¢(I). Lorentz-—
polarization but no absorption corrections were made.

The structure was solved by Direct methods, using SHELXS computer program
(Sheldrick, G.M., (1997), A copmputer program for determination of crystal
estructure Univer Gottingen, Germany) and refined by full-matrix least-squares
method with SHELX97 computer program (Sheldrick, G.M., (1997), A computer
program for determination of crystal structure. Univer Goéttingen, Germany),

using 5125 reflections, (very negative intensities were not assumed). The
function minimized was ¥ w ||Fd? - |Fc|2 |2, where w = [6°(I) + ( 0.0677 P)? +
0.4756P1Y, and P = (|E‘o|2 + 2 lez y/3, £, f' and f" were taken from

International Tables of X-Ray Crystallography ({International Tables of X-Ray
Crystallography, (1974), Ed. Kynoch press, Vol. IV, pp 99-100 and 149). All H
atoms were locatedfrom a difference synthesis and refined with an overall
isotropic temperature factor. The final R(on F) factor was 0.055, wR(on |H?) =
0.142 and goodness of fit = 1.075 for all observed reflections. Number of
refined parameters was 349. Max. shift/esd = 0.00, Mean shift/esd = 0.00. Max.
and min. peaks in final difference synthesis was 0.251 and -0.176 eA”?,
respectively.

autors cristal.lografics: X. Solans and M. Font-Bardia, Cristal.lografia,
Mineralogia i Dipésits Minerals, Universitat de Barcelona, Marti i Franqués s/n.
08028-Barcelona
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Table 1. Crystal data and structure refinement for pchm26.

Identification code pchm26

Empirical formula Czq Hzg Oy

Formula weight 376.43

Temperature 293(2) K

Wavelength 0.71069 A

Crystal system, space group Monoclinic, P2:/c

Unit cell dimensicns a = 9.3560(10) A a = 90 °.
b = 13.7910(10) A B = 109.8580(10) °.
c = 15.6330(10) A y = 90 °.

Volume 1897.2(3) &’

Z, Calculated density 4, 1.318 Mg/m’

Absorption coefficient 0.089 mm™

F(000) 800

Crystal size 0.1 x 0.1 x 0.2 mm

Theta range for data collection 2.95 to 31.61 °.
Index ranges 0<=h<=13, -19<=k<=18, -22<=1<=21

Reflections collected / unique 13970 / 5125 [R{int) = 0.0229]

Refinement method Full-matrix least-squares on F’
Data / restraints / parameters 5125 / 0 / 349

Goodness-of-fit on F’ 1.075

Final R indices [I>2c(I)] Rl = 0.0558, wR2 = 0.1425

R indices (all data) Rl = 0.0723, wR2 = (0.1538
Largest diff. peak and hole 0.251 and -0.176 e.A”®
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Table 2.

Atomic coordinates { x 10°) and equivalent isotropic

displacement parameters (A? x 10°) for pchm26.

U{eq) is defined as one third of the trace of the orthogonalized

U;; tensor.

X Y z Uleq)
0(1) 3422(2) 835541) 1819(1) 79(1)
0(2) 1270(1) 8953({1) 864 (1) 57(1)
0(3) 339342 7181 (1) 4693 (1) 74(1)
0(4) 5447 (1) 6295 (1) 4861 (1) 63(1)
G 1) 520 (2) 3320 (10 1129(1) 50 (1)
C(2) 1787 (3) 2819(1) 1135(1) 61 (1)
C(3) 3190(2) 3243(1) 1478(1) 63.(1)
C(4) 3313(2) 4182 (1) 1804 (1) 52 (1)
C(:5) 2045(2) 4712 (1) 1794 (1) 38(1)
C(6) 614 (2) 4268 (1) 1455(1) 39(1)
C (1) =757(2) 4799(1) 1457(1) 40(1)
C(8) -2204(2) 4412 (1) 1026(1) 531(1)
C(9) -3482(2) 4872 (2) 1071(1) 61 (1)
C(10) -3351(2) 5131 (2) 1541(1) 60 (1)
E(ddy -1937(2) 6135(1) 1954 (1) 50 (1)
C(12) -626(2) 5681(1) 1916(1) 38 (1)
C(13) 911(2) 6113(1) 2421(1) 35(1)
C(14) 2174(2) 5769(1) 2062 (1) 36(1)
C(13) 1996(2) 6417 (1) 1229(1) 43 (1)
C(16) 1204 (2) 7350(1) 1372(1) 41(1)
C (1) 955 {2) 7215 (1) 2292:(1) 42 (1)
C(18) 1478 (2) 5807(1) 3428(1) 43(1)
€112) 3213 (2) 57:93 (:1.) 3730:(1:) 41 (1)
C(20) 3614 (2) 6011 (1) 2866 (1) 45 (1)
Gi21) 2108(2) 8257 (1) 1386(1) 47(1)
Ci(22:) 2040(3) 9856 (2) 865(2) 72(1)
C(23) 3981 (2) 6504 (1) 4471 (1) 45(1)
C(24) 6307 (3) 6939 (2) 5578 (2) 78 (1)
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Table 3. Bond lengths [A] and angles [°] for pchmZé6.
QY =G (21 ) 1.193(2)
0(2)-C(21) 1.3284(19)
0(2)-C(22) 1.438(2)
0(3)-€{23) 1::19301(19)
C{4)-C(23) 1.3295(19)
0(4)-C(24) 1.443(2)
C(l)-C(2) 1.3691(:3)
Cll)~C{6) 1.396(2)
Ci2):=C(3) 1.369:(3)
C(3)-C(4) 1. 382:(.3)
C{4)y=C(5) 1.389(2)
C(5}-C(6) 1.403(2)
C(5)-C(14) 1.5093(19)
C(6)-C(7) 1.477(2)
C(7)-C(8) 1.397(2)
C(7)-C(12) 1.398(2)
C(8)-C(9) 1. 376.(3)
C(9)—C(10) il 3T (130
G (10} 11) 1..377(3)
G111}~ 2) 1..396:(2)

C{l2)= (13) 1.5078(19)
C(13)=C(17) 1.535(2)
C13)=C(18) 1.5399(17)
c{l3)—-c(14) 1.5460(18)
C({14)-C(20) 1.5352/(19)
C{1l4)-C(15) 1.5407(18)
C{15)-C(1l6) 1.539(2)

C(16)-C(21) 1.506(2)
C(le6)-C(17) 1.5451(19)
C(18)-C(19) 1.529/[2)
C(19)-C(23) 1.5013:(19)
C(19)-C(20) 1.549(2)
C(21)-0(2)-C(22) 115.70(16)
C(23)-0(4)-C(24) 116.06(17)
C(2)-C(1)-C(6) 121.56(17)
C(2)-C(3)-C(4) 119: 55(17)
C(3)-C(2)-C(1) 120.02(17)
C(3)-C(4)-C(5) 121.67(17)
C(4)-C(5)-C(6) 118.49(14)
C(4)-C(5)-C(14) 1211513 )
C(6)-C(5)-C(14) 120.13(12)
C(1)-C(6}-C{5) 118.70(14)
C({L)-C(6)-C(7) 121.20(14)
C(5)-C(6)-C(7) 120.09(12)
C(8)-C(7)-C(12) 118.76(14)
C(8)-C(7)-C(6) 120.69(14)
C(12)-C{7)-C(6) 120.52412})
C(9)-C(8)-C(7) 121.12(17)
C(8)-C(9)-C(10) 12012416
C(11)-C(10)-C(9) 119.68(17)
C(1I0)=€ (11)=C{12) 1200 L5 LT )
C(1l1)y-C(12)y-C(7) 119.14(14)
C({l1)-C(12)-C{13) 11977 {14)
€ (@ )y=Ci12)=c{13) 120.96(12)
C(12)-C(13)-C(17) 112.68(12)
G (L2 =e(13)-C (18} 111.29(11)
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E(17)=C13)=C{18)
G (12) -l 3)=C{id)
G(17)=C(13)=C(14)
C(18)=C(13) ~c(14)
C(5)-C(14)-C(20)
€{5)=C (149-C(15)
C(20)-C(14)-C(15)
C(5)-C(14)-C(13)
C(20)-C(14)-C(13)
C(15)-C(14)-C(13)
C(16)-C(15)-C(14)
E(2L)=C(16) C(15
C(21)-C(1l6)- 1)
E{15)=C (16} C(l?
C{13)=C(1T) =€ (16)
C (19)=Cl18)-E(T3)
C(23)-C(19)-C(18)
C(23)-C(19)-C{20}
€ L18)=C(19-E{20)
C(14)~C(20)-C(19)
0(1)-C(21)-0(2)
Q{1)-C(21)=C{1lo}

0(2)-C(21)-C{16)
0(3)-C(23)-0(4)
0(3)=C(23)-€(19)
0(4)-C(23)-C(19

112.95(11)
113.53(10)
101.46(10)
104.29(11)
113:73(12)
110.52(10)
112.25(12)
113.48(11)
101.65(10)
104.60(11)
106.38(11)
113.69(13)
110.39(12)
105.45(11)
105.13(11)
106.26(11)
114.13(13)
110.60(12)
105.95(11)
105.47(11)
123.07(15)
124.60{15)
112.32(13)
122.78(14)
126.06(15)
111.15(13)

Symmetry transformations used to generate equivalent atoms:

189



Anexo Espectroscopico

190

Table 4. Hydrogen bond lengths [A] and angles [°] for pchm26.
G (1) =H (1) 0.9 (2)
C(2)-H(2) 0.93(2
C(3)-H(3) 0.97(2 )
C(4)-H(4) 0.99(2)
C(8)-H(8) 1:.013¢2)
C(9)-H(9) 0.98(2)
C(10)-H(10) 1.01(2)
C{dly=H{LL) 0.98(2)
€i(15)=H(15) 0.991(1
E{ 15 )=H.(154) 0.993(1 )
C{16)~H(16) 0.964(18)
G{1)=H(17) 0.972(19)
C(17)-H(17A) 1.005(19)
C(18)-H(18) 0.97(2)
C(18)-H(18A) 1.003(19)
C(19)-H(19) 09784 17)
C(20)-H(20) 1.03(2)
C(20)-H(20A) 0.998(19)
C(22)-H(22) 1.01(3)
C(22)-H(22R) 0.96(3)
C(22)-H(22B) 1.03(4)
C(24)-H(24) 0.97(3)
C(24)-H(24R) 0.99(3)
C(24)-H(24B) 0.97(3)
C(2)-C{1)-H(1) 1.:1:9...0 (12)
C(6)-C(1)-H(1) 1194 (12)
C(3)-C{2)-H(2) 121.5(14)
C(1)-C(2)-H(2) 118.4(14)
C(2) C(3) H(3) 121.3(14)
Cc(4)-C(3 3) 119.1(15)
C(3)-C(4 ) H(4) 119.3(13)
C(5)-C(4)-H(4) 119.0(13)
C{9)-C(8)-H(8B) 132.8 (12}
C(7)-C(8)-H(8B) 11971 (12)
C(8)-C(9)-H(9) 119.2 (13)
C(10)-C(9)-H(9) 120.6(13)
C(11)-C(10)-H(10) 120.0(13)
C(9)-C(10)-H(10) 120.4(13)
Cllo)—C(11)y=H{1i1) 120.8(11)
€ (12)=C(11)-H(11) 118.1(11)
C(16)-C(15)-H(15) 109.2(10)
C(14)-C(15)-H(15) 109.9(10)
C(16)-C(15)-H(15R) 113.0(11)
C(14)-C(15)-H(15A) 110.4(11)
H(15)-C(15)-H(15A) 108.0(15)
C(21)-C(16)-H(16) 108.7(10)
C(15)-C(1l6)-H(16) 109.2(10)
C(17)-C(16)-H(16) 109.3(10)
C(13)-C{17)-H(17) 112 19411
C(1l6)-C{(17)-H(17) 112.0{10)
C(13)-C(17)-H(17R) 111 .1.{10)
C(16)-C(17)-H(17R) 110.3(10)
H(17)-C(17)-H(17A) 105.6(15)
C(19)-C(18)~-H{18) 112.51011)
C(13)-C(18)-H(18) 110.9(11)
C(19)-C(18)-H(18AR) 110.7(10)
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C(13)-C(18)-H(18A)
H(18) C 18)-H(18AR)
C(23) ~=C (19)~-H(19)
C{18)=C(l9)=RH{19)
(20) C(19)=H(19)
C({14)-C(20)-H(20)
C{L9)=C20)-H (20}
C(14)-C(20)-H(20A)
C(19)-C(20)-H(20R)
H(20)-C{20)-H(20R)
0(2)-C(22)-H(22)
0(2)-C(22)-H(22R)
H(22)-C(22)-H(22R)
0(2)-C(22)-H(22B)
H(22)-C(22)-H(22B)
H(22A)-C(22)-H(22B)
0(4)-C(24)-H(24)
0(4)-C(24)-H(24RA)
H{24)-C(24)-H(24A)
0(4)-C(24)-H(24B)
H(24)-C(24)-H(24B)
H(24A)-C(24)-H(24B)

108.0
108.4
106.3
111.2 {9)
108.6(9)
109.3(10)
111.7(10)
113.3(11)
T 441 1)
105.8(15)
1072 (16}
108.2(16)
9:L2)
105.2(19)
122(2)
116 (3)
108.4(16)
109.6(18)
109(2)
L0B1(19)
112(2)
110(2)

Symmetry transformations used to generate equivalent atoms:
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Table 5. Anisotropic displacement parameters (A* x 10%) for pchm26.
The anisotropic displacement factor exponent takes the form:

2 [h?a? Uy + ... +2hka b Upg]

Ui Uzz Us3 Uzs Uis Uiz
QL) 56(1) T54{1} 85(1) 14 (1) -3(1) e 3t
0(2) 63 (1) 42 (1) 62 (1) 7 (i) 17(1) =51
0(3) 81(1) 60(1) 66 (1) -17(1) 7(1) 1741
0(4) 50 (1) 60 (1) 61 (1) -17(1) -3(1) ~-1(1
c(1l) 63(1) 44 (1) 44 (1) -1(1) 18 (1) -7(1
ci2) 87(1) 41 (1) 58 (1) 0(1) 28 (1) 7 (1
C(3) 68 (1) 5% (1) 66 (1) =2(1) 24(1) 20(1
Cc(4) 45(1) 56(1) 55(1) -2(1) 17(1) 11 (1
Gi{5) 39:(1) 42 (1) 34 (1) 2(1) 12 (1) 3(1
c(6) 43(1) 42 (1) 32(1) 2(1) Ae35(5) -2(1)
C(7) 36(1) 50(1) 32(1) 4(1) 10(1) =5 (1]
C(8) 43(1) 67 (1) 44 (1) =-1(1) 10(1) -15(1)
Cc(9) 37(1) 90 (1) 51 (1) 8(1) 8(1) -12(1)
c(10) 35(1) 85(1) 6l (1) 19(1) 17(1) 6(1)
S(11) 42(1) 60 (1) 51.(1.) 9(1) 20(1) 7(1)
C(12) 34 (1) 47 (1) 331 8(1) 12(1) 2(1)
C(13) 34(1) 42 (1) 31(1) 2(1) 12(1) 2 ()
C(14) 32(1) 42 (1) 33(1) 0(1) 11(1) -1(1)
C(15) 49 (1) 46 (1) 37(1) 1(1) 19(1) -4 (1)
C(16) 42 (1) 43(1) 37(1) 3(1) 10(1) -4 (1)
CLT) 46 (1) 42(1) 41 (1) -1(1) 18: (1) 0(1)
c(18) 44 (1) 52 (1) 33(1) 3(1) 13 (1) -2(1)
C{19) 43(1) 40(1) 35(1) 113 6(1) 1(1
C{20) 34 (1) 59 (1) 40(1) -6(1) 10(1) -4 (1
C(21) 50(1) 47 (1) 41 (1) 3(1) 12 (1) -5(1
c{22) 96(2) 43(1) 76 (1) 2(1) 28 (1) =-16(1
C{23) 54 (1) 40(1) 35(1) 4(1) 7(1) 2(1
C(24) 74(2) 76(2) 64 (1) -20(1) -2(1) -20(1
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Table 6. Hydrogen coordinates ( X 10") and isotropic
displacement parameters (A® x 10°) for pchm26.

X Y 7 U(eq)
H(1) -450(2) 3001 (15) 916(13) 56(5)
H(2) 1670(2) 2188 (17) 907 (15) 7216)
H(3) 4110(3) 2900(18) 1487 (16) 83(7)
H({4) 4330(3) 4485 (17) 2055(16) 76(6)
H(8) =2310:(2) 3774 (17) 689 (15) 72(6)
H(9) -4490(2) 4600 (16) 137(15) 68 (6)
H(10) -4280(3) 6059 (17) 1521 {1 5) T7(7)
H(11) -1820(2) 6745(15) 2288 (13) 54 (5)
H(15) 1340(2) 6088 (13) 668 (13) 49(5)
H(15A) 3000(2) 6540 (14) 1165(13) 59(5)
H(16) 230(2) 7407 (13) 894 (12) 48 (4)
H(17) 40(2) 7538 (13) 2303(12) 52(5)
H(17A) 1810(2) 7519 (13} 2796 (12) 51105}
H(18) 1100(2) 6247 (14) 3791(13) 56 (5)
H(18A) 1.057:3:(1.9) 5142(14) 3469 (12) 49 (5)
H(19) 3617 (17) 5154 (12) 3960( 1) 39(4)
H(20) 3890(2) 6734 (15) 2831(12) 56(5)
H(20R) 4520(2) 5637 (14) 2862 (13) 56(5)
H(22) 3060(3) 9690 (2) 814(19) 101(9)
H(22R) 2410(3) 10100 (2) 1480(2) 96 (8)
H(22B) 1260(4) 10290 (3) 400(3) 137 (11)
H(24) 6180 (3) 7600(2) 5342 (18) 95(8)
H(24A) 5920 (3) 6900(2) 6090(2) 111(10}
H(24B) 7370 (4) 6740 (2) 5780(2) 12011}
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Table 8. Torsion angles

[deq]

for pchm26.

9)-C(10)-C(11)-C(12)
10)-C(11)-C(12)-C(T)
10)-€{11)-C(12)=C{13)
8)=C(7T)-C(rZy=-C{l1l)

C
}=C({7)-C(12)-C{11)
o

C(6)-C(1)-C(2)-C(3)
Cll)=C(2)=C(3)=C(4)
C(2)-C(3)-C(4)-C(5)
Cii3)=C ()=C(5)=E(6)
C(3)-C(4)-C(5)-C(14)
C(2)-C(1)-€{6)=-C(5)
C(2)-C(1)-C(6)-C(T)
C(4)-C(5)-C(6)-C(1)
C(14)-C(5)-C(6)-C(1)
C(4)-C(5)-C(6)-C(7)
C(14)-C(5)-C(6)-C(7)
Ci{l)=C6)=C(1)=C(8)
C [5}=C (6)~C{T1}=C(8)
C(1)-C(6)-C(7)-C(12)
C(5)-C(6)-C(7)-C(12)
C(12)-C(7)-C(8)-C(9)
C(6)Y=C(7)=C(B}=C(9)
C(7)-C(8)-C(9)-C(10)
C(8)-C(9)-C(10)-C(11)
@

e

C

G

o

e,

c

( (
6 ( (
8)-C(7)-C(12)-C(13)
6)-C(7)-C(12)-C(13)
C(11)-C(12)-C(13)-C(17)
7)-C(12)-C(13)-C(17)
11)-C(12)-C(13)-C(18)
1) =C(12) =C(13) =C(18)
1)-C(12)-C(13)-C(14)
3= (12) -C(13)-C(14)
)=C{5)-C(14)-C(20)
) —C(14)-C(20)
) -C(14)-C(15)
)- —C(14)-C(15)
) -C(14)-C(13)
-C(14)-C(13)
12)-C(13)-C(14)-C(5)
17)-C(13)-C(14)-C(5)
18)-C(13)- C(l4) -C(5)
12)-C(13)-C(14)-C(20)
17)-C(13)-C(14)-C(20)
18)-C(13)-C(14)-C(20)
12)-C(13)-C(14)-C(15)
17)-C(13)-C(14)-C(15)
18)-C(13)-C(14)-C(15)
5)-C(14)-C(15)~C(16)
20)-C(14)-C(15)-C(16)
13)-C(14)-C(15)-C(16)
14)-C(15)-C(16)-C(21)
C(14)-C(15)-C(16)-C(17)
C(12)-C(13)- C(17) —-C{16)

1
7
4
6 C
4)-C
6)-C
4)-C
6)-C

)

5)
5)
5)
5)
5)
(13
dal
(
(

c
C
C
G
C
€
C
C
C
&
Cc
€
C
€
C
&
C
&
&
&
&
C
C
&

C(18)-C(13)-C(17)-C(16)
C({l4)-C(13)~-C(17)-C(16)
C(21)-C(16)-C(17)-C(13)
C(15)-C(16)-C(17)-C(13)

el

=13n

=179
=0..
173
178.
=7z
=8
132
169.
=9,
=1
176.

-148.

.09¢(

.45(16)
T

9(12)
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(12)-C(13)-C(18)-C(19) 150.47(12)
17)_ (13)-C{18) C(19) -81.62(15)
C(14) C(13)-C(18)-C(19) 27.68(15)
(13)-C(18)-C(19)- ( 3) 117.47(13)
(13)— (18)-C(19)-C(20) -4.47(16)
C(5)~-C(14)-C(20) C(19) -85.21(14)
C(15)-C(14)-C(20)-C(19) 148.39(12)
C(13)-C(14)-C(20)-C(19) 37.14(14)
C(23)-C(19)-C(20)-C(14) -144.79(13)
C(18)-C(19)-C(20)-C(14) ~-20.62(16)
C(22)-0(2)-C(21)-0(1) _ ~-1.3(3)
C(22)-0(2)-C(21)-C(16) 178.01(15)
C(15)-C(16)-C(21)-0(1) -48.0(2)
C(17)-C(16)-C(21)-0(1) 70.3(2)
C(15)-C(16)-C(21)-0(2) 132.76(13)
C(17)-C(16)-C(21)-0(2) -108.98(14)
C(24) O(4)~C(23)—O(3) 0.0(3)
c(2 0(4)-C(23)-C(19) 179.32(17)
C(18)— (19)-C(23)-0(3) -16.7(2)
C(20)-C(19)-C(23)-0(3) 102.68(19)
C(18)-C(19)-C(23)-01(4) 164.08(12)
C(20)-C(19)-C(23)-0(4) -76.57(16)

Symmetry transformations used to generate equivalent atoms:
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Table 10. Observed and calculated structure factors for pchm26 Page 2
h k 1 10Fo 10Fc 10s h k 1 10Fo 10Fc 10s h k 1 10Fo 10Fc 10s h k 1 10Fo i0Fc 10s h k 1 10Fc 10Fc 1l0s
72 2 139 138 1 -4 7 2 88 87 13 =312 2 48 47 1 8 2 3 102 103 8 0 7 3 227 223 ik
8 2 2 32 32 1 =3 . 76 63 x -112 2 118 124 i 9 2 3 18 18 3 1 7 3 136 137 2
9 2 2 29 29 2 -2 7 2 161 157 1 012 2 142 136 2 =11 3 3 15 6 4 2 7 3 152 153 1
=13 3¢ 2 12 25 8 -1 7 2 422 383 3 i 58 55 1 =10 3i 3 13 14 10 3 7 3 276 268 2
=9 32 42 43 1 0 7 2 306 274 2 312 2 61 58 1 =9 3 3 11 10 =] 4 7 3 27 30 il
=8 3 2 86 81 b 1 7 2 262 248 4 5 12 2 48 48 1 =5 3¢ 3 7 3 6 5 7 3 131 127 1
=7 3 2 9 15 5 2 P 2 84 83 1 =7 237 2 17 18 4 -7 3 13 67 68 1 6 7 3 33 38 3
=6 3 2 12 I3 1 3 7 2 196 179 3 =5 d3. 2 25 29 1 -6 3 3 224 218 2 7 1 3 39 45 1
-5 3 2 128 123 2 4 71 2 19 14 9 =q 03y 2 88 82 i1 =5 3 9 60 57 1 8 7 3 2l 4 2
=3 3 2 258 271 2 5 7 2 166 172 1 =1 138 2 0 1 1 -4 3 3 80 85 1 9 7 3 54 53; !
-1 3 2 108 110 1 6 7 2 62 64 1 013 2 14 13 1 -3 3 3 8 8 1 0 7 3 46 40 1
0 3 2 345 348 2 8 7 2 21 26 1 113 2 10 12 1 -2 3 3 441 445 3 -11 8 3 0 4 1
1 3 2 195 206 2. -12 8 2 30 24 2 2. 43 2 19 13 i 0 3 3 149 161 1 -10 8 3 0 12 1
2 3 2 180 184 1 -11 8 2 16 17 3 313 2 122 118 1 1 3 3 457 459 4 -9 8 3 1 20 7
3 3 2 174 167 1 -10 8 2 14 10 3 4 13 2 53 53 1 2 3 3 Aa13 138 1 -8 8 3 107 98 1
4 3 2 134 123 1 -9 8 2 1lg 28 1 -5 14 2 83 79 1 3 3 3 182 172 1 -7 8 3 6 € 6
S 3 2 70 59 1 -8 8 2 9 12 3 -4 14 2 72 a3 1 4 3 3 29 20 1 -6 8 3 8 83 1
6 3 2 B2 82 1 -7 8 2 10 11 1 -2 14 2 9 5 4 5 3 3 104 108 1 =5 8 3 18 26 3
7 3 2 o] 10 1 -6 8 2 80 84 1 -114 2 126 125 1 7 3 3 222 219 2) -4 8 3 131 128 3
8 3 2 13 1l 2 -5 8B 2 42 45 2 114 2 11 10 i 8 3 3 13 19 5 -3 8 3 113 103 3
9 3 2 14 67 1 -4 8 2 67 19 1 314 2 37 43 1 9 3 3 17 26 3 -2 8 3 67 62 1
10 3 2 25 28 2 -3 8 2 59 59 aE 4 14 2 29 30 s -9 4 3 20 28 1 -1 8 3 101 86 1
-10 4 2 10 5 4 -2 8 2 185 191 1 514 2 0 3 1 -8 4 3 54 54 1 0 8 3 205 199 il
-9 4 2 [} 3 1 =1 8 2 56 52 3t -6 15 2 34 37 1 -7 4 3 0 2 1 1 8 3 76 86 1
-8 4 2 66 66 5 0 8 2 207 200 3 =5 15, 2 20 21 2 -6 4 3 156 157 1 2. 8 3 23 22 I
-7 4 2 200 199 5 1 8 2 188 197 6 —4 15 2 48 49 a1l -5 4 3 8 79 1 3 8 3 240 238 1
-6 4 2 143 140 1l 2 8 2 76 72 g =305 7 50 45 3l -4 4 3 258 241 3 4 8 3 142 145 1
-5 4 2 8 16 3 3 8 2 7 12 1 -2 15 2 72 64 il -3 4 3 167 160 1 5 8 3 67 66 1
-4 4 2 506 485 3 4 8 2 127 128 1 =1 15 2 2 31 1 -2 4 3 19 11 1 6 8 3 80 78 1
-3 4 2 173 184 1 5 8 2 72 71 1 L5 2 0 1 1 -1 4 3 296 290 2 78 3 34 36 1
-2 4 2 261 257 1 6 8 2 95 106 1 315 2 20 18 i 0 4 3 203 199 2 8 8 3 26 30 1
-1 4 2 59 56 21 7 8 2 22 18 1 415 2 101 91 1 1 4 3 170 165 2 -12 9 3 19 14 3
0 4 2 240 231 4 8 8 2 36 38 1 -6 16 2 14 10 5 2 4 3 98 100 g =11 9 3 12 9 5
1 4 2 10 3 2 9 8 2 10 4 3 -3 16 2 0 2 L 3 4 3 366 346 2 -10 9 3 2 5 2
2 4 2 552 530 4 -10 9 2 7 6 7 =2 16 2 46 47 1 4 4 3 142 144 1 -9 9 3 53 45 1
3 4 2 494 487 5 -9 9 2 o] 8 i 116 2 32 31 1 5 4 3 151 146 1 -8 9 3 13 14 1
4 4 2 153 147 1 -8 9 2 50 48 1 316 2 41 33 1 6 4 3 28 29 1 -7 9 3 36 31 2
5 4 2 55 53 l: -7 9 2 144 148 1 4 16 2 13 13 ) 7 4 3 120 131 1 =6 9. 3 14 21 1
6 4 2 158 155 al =508 0, 14 16 1 -6 17 2 0 9 1 8 4 3 0 3 1 -5 9 3 12 10 1
704 2 87 100 3 -4 9 2 159 154 2 -4 17 2 14 13 4 =12 5 3 7 1 7 -4 9 3 142 143 1
8 4 2 86 84 . =3 84 9 99 92 - -3 17 2 36 34 ik -10 5 3 22 18 2 -3 9 3 172 170 1
=12 5 2 16 9 5 =1 9 2 12 6 1 -2 17 2 44 44 1: -8 5 3 86 90 1 -2 9 3 16 13 1
=11 .5y 2 28 28 2 0 9 2 68 66 1 117 2 11 12 i -7 5 3 148 150 2 -1 9 3 45 36 2
~10 w55 2 13 11 4 1 9 2 133 135 1 217 2 g 5 3 -6 5 3 124 127 1 0 9 3 139 147 1
=9 5: Z 61 58 il 2 9 2 98 94 1 3 Ad 2 16 5l 2 =5 5 0 4 1 1. 29 3. k57 160 3
-8 5 2 186 189 2 3 9 2 81 83 i -6 18 2 0 3 a5 -4 5 3 311 309 3 2 9 3 1lel 153 1
=& 9% 2 0 2 1 4 9 2 123 131 15 -5 18 2 10 10 8 =3 5 3 88 80 1 3 9 3 344 340 3
-6 5 2 148 157 1 5 9 2 117 118 3 -4 18 2 31 46 1 -1 5 3 132 125 2 4 9 3 236 237 1
-5 5 2 202 187 1 79 2 6 4 4 -318 2 37 40 1 0 5 3 115 107 1 5 9 3 9 2 1
-4 5 2 184 183 1 8 9 2 24 25 ik 218 2 43 41 7l 1t 15 3 205 3276 2 6 9 3 74 70 a5
-3 5 2 106 106 2 9 9 2 1] 7 1 318 2 50 47 1 2 5 3 142 134 1 7 9 3 50 47 1
-1 5 2 164 163 1 10 9 2 bk g 6 -3 19 2 7 4 5 3 5 3 2718 275 1 8 8 3 9 25 4
1 5 2 141 151 1 =1l 2 0 19 1 319 2 i) 27 2 4 5 3 203 193 1k 9 9 3 54 48 1
2 5 2 183 169 1 =10 . 10; 2 11 10 1 419 2 0 il 4k 5 5 3 211 208 1 10 9 3 62 53 1
3 5 2 197 191 1 -8 10 2 28 25 1 =9 1T 83 83 1 € 5 3 6 16 5 -10 10 3 9 1 4
4 5 2 108 109 i =7 20 2 29 28 L -8 1 3 436 435 8 9 5 3 Ll 19 5 -8 10 3 54 48 1
5 .5: 2 75 78 1 -6 10 2 10 15 7 -7 1 3 396 404 2 10 5 3 0 6 1 -7 10 3 7 13 2
6 5 2 111 107 A -4 10 2 48 51 B -6 1 3 114 104 i =10 6 3 0 4 1 -6 10 3 22 20 1
7 5 2z 208 234 2 -310 2 9 11 3 =5 1 3 51 44 1 -8 6 3 0 1 1 -4 10 3 499 481 4
8 5 2 0 9 1 -2 10 2 35 34 Bk =& 3 3 24 24 1 =T ‘6 3 74 80 3 -3 10 3 214 209 1
98 SRR 2 8 6 8 -110 2 6 2 2 =3 @ 3 8 7 2 -6 6 3 55 62 I -2 10 3 9] 7 1
10 5 2 0 9 il 010 2 40 36 2k -2 1 3 289 309 1 -5 6 3 144 140 1 -110 3 236 227 2
-8 6 2 62 63 i 110 2 69 65 it 1 1 3 299 313 2 -4 6 3 111 109 2 010 3 6 5 2
-7 6 2 130 127 il 2 10 2 101 103 1 20 1 3¢ 132 130 L =3 % 3 172 132 3 110 3 254 247 2
-6 6 2 62 71 i 310 2 3% 34 At 3 I 3 44 a7 g =2: 16 3 42 52 1 210 3 49 48 il
-5 6 2 0 8 1 4 10 2 66 60 e 4 1 3 245 232 3 -1 6 3 79 81 i3 310 3 151 149 ik
-4 6 2 102 96 Ak 6 10 2 86 87 2 5 1 3 53 53 1 0 6 3 229 237 1 4 10 3 245 239 3
-3 6 2 380 360 4 710 2 ]2 70 i 6 1 3 103 111 i 1 6 3 55 49 1 510 3 186 182 i@
-2 6 2 121 115 1 910 2 Q 7 1 7 1 3 144 143 1 2 % 3 131 125 1 610 3 3. 31 1
-1 6 2 480 447 4 -10 11 2 58 52 1 8 1 3 20 i 1) 2 3 6 3 69 62 i 7 10 3 67 66 1
0 6 2 461 434 5 -8 11 2 10 12 3 9 1 3 0 5 1 4 6 3 130 131 1 910 3 9 10 6
1 6 2 274 278 1 -6 11 2 11 14 6 =11 2 3 31 45 2 5 6 3 128 129 1 10: T0 3 19 17 1
2 6 2 220 220 3 -5 11 2 59 S8 1 -10 2 3 0 9 1 6 6 3 179 178 L =11 11 3 10 i 5
3 6. 2 315 /315 1 -4 11 2 15 81 1 =8 2 3 76 17 al 7 6 3 40 45 1 =10 11 .3 0 4 ik
4 6 2 9 6 1 -3 11 2 178 181 2 = 2 3 133 127 1 8 6 3 90 86 a2 =9 115 =3 17 10 at
5 6 2 52 58 15 =2 11 2 0 1 1 -6 2 3 162 158 1 10 6 3 0 8 1 -8 11 3 40 40 1
6 6 2 158 163 1l =1 1 2 34 43 al =5 2 3¢ 189 190 1 =12 7 3 0 14 1 <75 1 3 11 4 4
7 6 2 260 254 2 011 2 21 26 1 -4 2 3 169 160 1 -0 7 3 12 12 4 -5 11 3 149 153 1
8 6 2 23 16 i 161 2 72 72 A -3 2 3 145 143 1 =9: 7 3 16 16 1: -411 3 34 33 1
9 6 2 26 28 1 211 2 i 78 1 -2 2 3 339 347 2 -8 7 3 57 59 1 =3 11 13 103 413 il
11 6 2 0 1 1 311 2 202 189 a 1 2 3 246 255 1 -7 7 3 202 206 1 =2 11 .3 64 68 1
-10 7 2 14 18 2 411 2 116 114 1 2 2 3 290 280 1 -6 7 3 53 61 1 -111 3 125 125 3
-9 7 2 9 0 9 8 11 2 13 17 3 3 2 3 463 448 3 =5 7 3 21 22 1 0 11 3 206 197 2
-8 7 2 71 76 3 911 2 25 20 1. 4 2 3 250 244 2 -4 7 3 151 148 1 L 31 3 89 86 1
=5 1 2 5 16 ) =7 12 2 24 20 2 5 2 3 93 97 1. =3 9 3¢ 205 213 2 2 1 i3 k1 11 2:
-6 7 2 105 103 1 -5 12 2 68 65 1 6 2 3 111 116 1 =2: 7 3 85 85 1 311 3 143 136 1
-5 7 2 7 4 3 -4 12 2 72 64 1 7 2 3 349 393 34 =1 T 3¢ 107 103 1 411 3 146 140 1
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Anexo Espectroscopico

Table 10. Observed and calculated structure factors for pchm26 Page 4

h k 1 10Fo 10F¢ 10s h k 1 10Fo 10Fc 10s h k 1 10Fo 10Fc 10s h k 1 10Fo 10Fc 10s h k 1 10Fo 10Fc 10s

2 5 5 0 10 1 =5 10 & 62 67 1 25 13 b5 o] 18 b -4 4 6 181 177 2 5 8 6 50 49 1

8 5 5 40 42 2 -4 10 5 94 94 4 -5 18 5 9 15 9 -3 4 & 39 41 1 6 B 6 32 36 1

9 5 5 34 37 i3 -2 10 5 52 53 1 =3: 18 5 28 30 1 -2 4 6 169 166 1 7 8 6 34 28 1
=120 6 .5 32 36 2 -110 5 0 4 1 118 5 24 31 1 -1 4 6 418 420 2 8 8 6 gLt 5 3;
-1 6 5 16 28 3 010 5 61 58 1 218 5 171 18 4 0 4 6 107 119 1 S & 6 g 6 8
-10 6 5 53 53 2 110 5 32 36 4. 318 5 19 26 <) 1 4 6 212 202 2 10 8 6 65 56 5l
-9 6 5 69 63 il 210 &5 9 13 1 -4 19 5 10 6 3 2 4 6 29 26 1 -12 9 6 65 53 1k
-8B 6 5 96 103 Ik 410 5 69 66 1 =3: 19 b5 6 8 6 3 4 6 74 69 1 -16 9 6 48 45 T
=T 6 -5 81 90 1 510 5 65 62 St 2: 18 5 25 33 1 4 4 6 87 90 2 -9 9 6 26 27 1
-6 6 5 81 B84 1 6 10 5 55 51 1 -11 0 6 113 102 1 5 4 6 101 96 1 -8 9 6 62 62 il
=5; 6 55 102 96 1 710 5 12 1 1 -10 0 e 8 14 8 6 4 6 298 284 2 -7 9 6 32 28 1
-4 6 5 128 123 X 8 10 5 9 5 5 -9 0 6 40 32 1 7 4 6 0 12 1 -6 9 6 85 79 1
-3 6 5 168 175 1 -11 11 5 0 L1 st -8 0 6 378 377 4 8 4 6 Ly 54 I -5 9 6 99 95 1
-2 6 5 254 252 3 =10 11 5 14 13 2 -7 0 6 113 110 1 -10 5 6 68 69 1 -4 9 6 272 270 1:
-1 6 5 222 216 3 =9 11 5 76 72 1 -6 0 6 67 73 14 -9 5 6 a7 52. 1k -3 9 6 32 30 1.
0 6 5 136 126 i -8 11 5 74 12 1 -5 0 6 67 74 1 -8 5 6 172 175 2 -2 9 6 11 13 il

1 6 5 136 133 2 =% IL 5 9 10 al -4 0 6 200 214 ) =17 5 6 24 28 1 -1 9 6 36 37 1

2 6 5 69 64 15 -4 11 5 81 89 n: -3 0 € 89 103 gk -6 5 6 70 €6 1 0 9 6 242 252 3

3 6 5 230 214 1 -3 11 5 155 153 il -2 0 6 205 186 it -5 5 6 205 213 1 1 9 6 95 89 2

4 6 5 11 37 2 —=2: 11 5 62 63 1 0 0 & 276 277 2 -4 5 6 290 287 i 3 9 6 137 134 2

55 6 5 53 54 2 =1y 16 5 15 20 1 1 0 6 24 26 1 -3 5 6 333 323 2 4 9 6 162 167 15

6 6 5 87 84 6 011 5 163 168 3 2 0 6 46 a7 it =2 b 6 86 79 1 5 9 6 54 50 i

7 6 5 37 40 1 111 5 10 8 i 3 0 6 290 286 2 -1 5 & 252 250 2 6 9 6 8 0 3

8 6 5 28 28 1 2. 11 5 37 A3l 1 4 0 6 217 25 ik 0 5 6 272 262 L 7 9 6 22 22 1
-10 7 5 22 18 2 311 5 32 36 i 5 0 6 104 100 1 1 5 6 113 114 1 8 9 6 17 22 1
-9 7 5 61 59 1 4 1 5 131 130 1 6 0 6 301 296 2 2 5 6 19 22 1 -11 10 6 20 21 2
-8 7 5 152 159 1 511 5 9 9 3 7 0 6 57 52 ik 3 5 6 26 27 3 -10 10 6 13 8 3
-6 7 5 16 23 3 6 11 & 14 9 8 8 0 6 12 20 5 4 5 6 17 20 1 -9.10 6 53 47 5
-5 7 5 132 122 1 711 S 18 14 i1 =10 4 6 0 5 1 5 5 6 95 96 1 -8 10 6 0 3. s
-4 7 5 58 58 il 8 11 5 0 9 i -8 1 6 173 192 3 6 5 6 260 252 2 -710 6 0 2 at
=317 b 48 59 1 -612 5 19 31 3 -7 1 6 69 75 i 7 5 6 99 104 1 -6 10 6 9 1 3
=2: 1 5 5 4 2 -512 5 84 714 1 =6 4 6 22T %25 1 8 5 6 14 9 4 -5 10 € 96 89 1
=i, 75 65 75 q: -312 5 33 36 il =5 1 & 71 65 1 -11 6 6 0 5 1 -410 6 119 128 3
0 7 5 226 213 1 =212 5 137 135 1 -4 1 6 142 131 4 -10 6 6 13 19 2 -3 10 6 129 135 2

e =i 5 43 43 i = 12 5 53 55 1 -3 1 6 308 310 2 -9 6 6 134 130 1 -2 10 6 47 55 1.

2 7 5 194 190 1 012 5 14 22 4 -2 1 6 166 169 1 -8 6 6 47 50 1 -110 6 87 80 2

3 7 5 224 219 2 a2 5 98 89 al -1 1 6 578 569 3 -7 6 6 43 46 1 010 6 105 99 ik

4 7 5 44 50 1 212 5 45 41 1 0 1 6 110 103 1 -6 6 6 112 111 1 110 6 58 65 e

5 7 5 114 114 1 312 5 13 6 3 1 1 6 240 239 1 -5 6 6 94 95 i 210 6 96 98 3

e 7 5 49 41 ] 5 A2 16 23 4 2 1 6 51 52 1: -4 6 6 147 141 L 4 10 6 60 56 1

7 a9 5 78 72 1 -713 5 40 43 1 31 6 89 93 1 -3 6 6 155 155 1 510 6 16 16 5

8 7 5 9 4 7 -4 13 5 0 6 i 4 1 6 21 22 T -2 6 6 39 31 1T 6 10 6 19 9 A
0 7 5 23 23 3 =3 13 5 30 29 1 5 1 6 173 173 3 -1 6 6 114 112 1 9 10 6 24 16 7
-10 8 5 19 15 2 -213 5 66 68 il 6 1 6 44 46 1 0 6 6 66 67 1 -1111 6 95 83 1
-9 8 5 43 45 1 =1 13 § 85 91 1 7 1 ¢ 50 49 i, 1 6 6 177 184 1 -10 11 6 71 62 1
-8 8 5 41 51 1 013 5 11 18 3 =11: 2 6 AT, 21 2 2 6 6 58 55 1 -9 11 6 0 3 1
-7 8 5 14 21 1 1: a3 5 10 7 2 -10 2 6 81 82 1 3 6 6 269 263 d -8 11 6 ) 3 3
-6 8 5 0 4 i 313 5 93 91 1 -9 2 6 90 88 1. 4 6 6 55 51 i -7 11 6 15 1 4
-5 8 5 13 9 1 413 5 8 69 1 -8 2 6 207 209 5 5 6 6 10 1k 2 -6 11 6 67 67 1
-4 8 5 129 140 1 513 5 41 40 1 -1 2 6 24 29 1 6 6 6 19 22 1 -5 11 6 10 10 3.
-3 8 5 B4 85 1 -7 14 5 69 59 q -6 2 6 44 45 1 7 6 6 b 14 5 -4 11 6 177 180 1
-2 8 5 146 152 i -514 5 0 13 1 -5 2 6 256 268 3 8 6 6 0 9 1 -3 11 6 109 104 1
-1 8 5 96 92 1 -314 5 93 89 1 -4 2 6 56 54 i -11 7 6 12 13 2 -2 11 6 120 126 2
0 8 5 161 156 a1 -2 14 5 78 68 1: -3 2 6 112 103 il -10 7 6 49 50 1 -1 11 6 77 75 gk

1 8 5 160 154 1 -114 5 41 43 1 -2 2 6 119 122 {: -9 7 6 8 6 4 011 6 23 28 1

2 8 5 138 138 1 014 5 61 55 1 0 2 6 180 166 1 -8 7 6 104 102 1 111 6 117 112 1

3 8 5 27 25 1 114 5 10 13 2 1 2 6 397 383 2 -7 7 6 8 5 4 211 6 87 90 5

4 8 5 0 3 1 214 5 85 83 il 2 2 6 270 269 q -6 T 6 64 15 2 311 6 59 66 7

5 8 5 52 55 1 314 5 22 24 2 3 2 6 33 23 1 -5 7 6 121 127 1 411 6 11 13 2

6 B8 5 42 41 1 514 5 63 60 il 4 2 6 6 8 5 -4 7 6 242 241 1 511 6 55 50 1

7 8 5 44 45 1 =715 5 29 29 2 5 2 6 134 128 5 -3 7 6 20 14 1 61l 6 20 22 1

9 8 5 30 32 1 =6 15 5 12 21 6 6 2 6 129 122 1 -2 7 6 22 21 i 4 711 6 40 38 ak
10 8 5 23 25 2 -5 15 5 40 40 1: 4 2 6 66 62 1 -1 7 6 163 164 1 911 6 14 14 2
=12 9 5 0 13 1 -4 15 5 26 22 1 8 2 6 12 11 5 0 7 6 125 118 1k -10 12 6 8 12 2
-11 9 5 37 37 1 -3, 15 5 74 68 1 -9 3 6 10 4 6 1 7 6 66 61 i § -912 6 20 22 ak
-10 9 S 9 1] 5 ~215 5 31 30 1 -8 3 6 252 255 3 2 7 6 130 134 1 -8 12 6 0 17 1
=9 9 5 20 26 a5 =1 16 5 6 3 6 -7 3 6 11 i6 2 3 7 6 375 376 2 =712 & 18 25 3
=8 89 5 57 56 1 015 5 0 0 1 -6 3 6 6 11 5 4 T 6 18 22 1 -6 12 6 15 13 4
= 9 8§ 3 20 3 g 16 16 A =5: 3 6 421 29 1 5 7 6 99 92 E =5 42 6: 199 179 2
-6 9 5 43 38 4 215 5 27 27 1 -4 3 6 142 131 1 6 7 6 11 8 2 -4 12 6 121 113 1
=5 91 5; 8 11 3 515 5 0 13 1 -3 3 6 170 174 ik T 7 6 33 32z 1z -312 6 72 71 1
-4 9 5 207 208 3 -7 16 5 19 23 2 -2 3 6 118 125 hE 8 7 6 0 4 1 -2 12 6 129 125 4
=3 9 5 15 16 4 =3 46 5 24 34 1 0 3 6 288 274 X -11 8 &6 37 30 1 -112 6 111 111 1
A 35 33 1 -216 5 93 86 41: i, 3 6 200 213 2 -10 8 6 32 38 1 012 6 90 93 i)
-1 9 5 175 169 1 -116 5 0 1 1 2 3 6 112 111 1 -8 8 6 45 47 1 112 6 5 3 4
0 9 5 66 61 1 016 5 19 32 1 3. 3 68 157 71dq 1 -7 8 6 54 5iT; i 212 6 32 36 4l:

1 9 5 132 136 2 116 5 13 21 2 4 3 6 21 20 1 -6 8 6 92 92 2 512 6 34 33 1

3 9 5 151 149 1 216 5 0 14 1 5 3 6 68 70 1 -5 8 6 210 216 4 612 6 10 i 1

4 9 5 158 150 2 316 5 53 49 1 6 3 6 80 84 1 -4 8 & 316 319 2 8 12 6 25 21 1

5 9 5 33 37 i 516 5 0 9 1 7 3 6 99 95 1 -3 8 6 66 70 1 =713 6 0 21 1

6 9 5 22 23 1 =6 11 & 20 26 3 8 3 6 33 44 1 -2 8 6 108 102 1 -6 13 6 10 8 €

8 9 5 20 22 1 =5 11 5 0 5 : -10 4 6 12 13 3 =1 8 6 212 214 1| -5 13 6 124 111 1.
-11 10 5 13 68 1 -4 17 5 27 28 2 -9 4 6 86 86 - 0 8 6 215 212 1 -313 6 0 o] o
-9 10 5 24 25 1 =337 & 34 48 2l -8 4 6 419 49 2 1 8 6 28 24 1 =213 6 21 22 2
-8 10 5 25 26 2 =217 5 20 26 1 -7 4 6 a 2 3 2 8 6 57 58 1 -113 6 10 11 B
=710 5 8 12 2 017 5 11 12 4 -6 4 6 15 80 1 3 8 6 242 245 1] 013 ¢ 13 10 1
-6 10 5 93 92 1 LIRS 8 6 3 -5 4 6 29 30 1 4 8 6 3 9 3 213 & 38 43 i
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Anexo Espectroscopico

Table 10. Observed and calculated structure factors for pchm2é Page 6
h k 1 10Fo 10Fc 10s h k 1 10Fo 1QFc 10s h k 1 10Fo 10Fc 10s h k 1 10Fo 10Fc 10s h k 1 10Fo 10Fc 10s
-7 6 8 53 60 1 SIOENE 59 62 2 -2 17 8 26 30 5& =10 5 9 18 13 1 o 9 9 37 36 1
-6 6 8 94 89 1 4 10 8 46 47 1: 017 8 23 36 1 -9 5 9 109 105 1 1 9 9 54 58 1
-5 6 8 130 131 1. 510 8 24 25 1. b IET ) o] 9 1 -8 5 9 0 8 1 2 9 9 114 110 3
-4 6 8 48 54 1 610 8 75 69 1 217 8 21 19; 2 =i 5 ) 24 25 1 3 9 9 9 ik 5
-3 6 8 112 103 1 710 8 0 3 d, BRLTAE 14 il 8 -6 5 9 64 63 1 4 9 9 27 29 1
-2 6 8 86 84 15 8 10 8 20 31 1 -5 18 8 14 5 3 -5 5 9 206 199 1 5 9 9 10 1 3
-1 6 8 267 261 1 -11 11 8 15 18 3 -4 18 8 22 23 2 -4 5 9 159 163 2 6 9 9 24 21 1
0 6 8 31 29 1 -10 11 8 26 28 1 -2 18 8 12 i8 1 =3 5 9 121: 119 1 7 9 9 35 34 1
1 6 8 66 65 1 =97 1Ll -8 10 ¥ 2 -118 8 13 14 2 -2 5 9 334 328 2 g8 9 9 13 18 5
2 6 8 34, 35 1 -8 11 8 48 44 1 118 8 o} 12 i -1 5 9 172 169 1 -11 10 9 48 45 1
3 & B 40 32 1 -7 11 8 39 42 4 218 8 19 13 3 0 5 9 262 254 1 -10 10 9 28 32 1
4 6 8 134 136 il -6 11 8 39 41 1 -12 1 9 28 28 2 L 5 9 94 96 1 -9 10 9 54 51 i
5 6 8 164 147 ik ~-5: 11 8 28 27 2 -8 1 9 123 120 1 Zi 5 9. 331, 3¢5 2 -8 10 9 10 9 2
6 6 8 51 50 4 -4 11 8 24 29 3 =7 1 9 2 28 1 3 5 9 237 239 2 -710 9 49 51 1
7 6 8 71 70 1 =311 @8 13 15 2k -6 1 9 78 84 1 4 5 9 110 108 1 -6 10 9 69 66 1
-11 7 8 14 17 4 =211 8 24 27 1 =5 1 9 88 82 2 5 5 9 25 25 2 -5 10 9 59 56 1
-10 7 8 0 e 1 -1 11 8 109 112 1 -4 1 9 131 127 1 6 5 9 81 82 4 -4 .10 9 6 3 6
-9 7 8 13 4 2 9 Ik .8 61 63 1 =3, 1. 19 6 9 3 J 5 9 51 49 1 -310 9 147 140 ol
-8 7 8 24 26 1 111 8 24 20 1 -2 1 9 178 178 1; g8 5 9 18 16 2 -210 9 8 3 3
=1 1 B 12 17 =) 211 8 14 16 1 -1 1 9 315 327 3 =11 6 9 9 9 7 -110 9 121 118 1
-6 7 8 65 63 1 3 Ih 8 84 87 1 0. 1. 9 28 34 7 -10 6 9 26 27 1 010 9 180 181 1
-4 7 8 143 142 1 411 8 7 10 6 i 1 9 61 65 i -9 6 9 13 18 2 110 9 63 62 1
-3 7 8 6 6 6 5 LL 8 33 37 2 2 1 9 245 246 1 -8 6 9 97 97 1 210 9 12 5 5
=2, 7 B 37 39 1 611 8 a7 69 i 3 1 9 151 156 1 -7 6 9 11, 14 1 310 9 18 25 2
-1 7 8 98 100 it 8: 11 .8 0 0 1 4 1 9 115 113 2 -6 6 9 108 98 Y 4 10 9 47 44 ]
0 7 8 94 99 1 -11 12 8 14 16 2 5 1 9 115 112 i3 -5 6 9 133 138 1 510 9 47 46 1
1 7 8 69 65 1 -10 12 8 0 6 . 7 ¥ 9 o] 14 1 -4 6 9 120 122 E 610 9 85 74 i
2 7 8 16 3 4 -9 12 8 33 32 BE 8 1 9 17 14 4 -3 6 9 114 112 i 710 9 39 39 1
3 7 8 116 116 1 -8 12 8 40 37 9 =13 2 9 o] 2 1 -2 6 9 232 235 b =10 11 9 5 52 1
4 7 8 100 102 1 -712 8 9 7 2 =10 2. 49 54 52 1 -1 6 9 148 133 1 -9 11 9 25 24 1
B 7 8 34 36 1 -6 12 8 14 14 1 -9 2 9 176 190 11 0 6 9 36 38 1 -8 11 9 66 60 2
6 7 8 39 36 1 -512 8 22 24 - -8 2 9 168 172 2 1 6 9 64 64 1. ST TENG: 59 52 1
8 7 8 13, 7 4 -4 12 8 102 103 4 =7 2 9 94 93 4 2 6 9 84 87 i -6 11 9 65 67 il
-12 8 8 20 29 2 =3. 12 8 42 44 el -6 2 9 108 107 i 3 6 9 9 13 3 =511 9 29 29 1
-11 8 8 33 31 1 -2 12 8 42 44 a; -5 2 9 217 222 i 4 6 9 40 47 1 -4 11 9 62 62 1
-10 8 8 9 7 5 =1. 12 8 53 51 i -4 2 9 114 116 1 5 6 9 42 38 3 -3 11 9 13 16 1
-9 8 8 80 79 1 012 8 16 18 1 =3 2 9 14 4 6 7 6 9 18 1% 2 =2 11 9 61 58 1
-8 8 8 33 35 2 112 8 34 30 a8 =2 2 9 28 23 ik 8 6 9 0 0 1 -111 9 42 44 1
-7 8 8 15 16 1 212 8 13 15 1 -1 2 9 403 395 2 9 6 9 28 26 3 011 9 80 82 3k
-6 8 8 91 94 2 312 8 14 le 2 0 2 9 233 246 2 =11 T 9 20 14 2 111 9 43 44 1
-5 8 8 146 142 1 412 8 55 58 1 1. 20 59 88 94 1 -9 7 9 12 6 2 211 9 52 58 2
-4 8 8 137 135 2 51z 8 28 28 2 2 2 /9 2l 17 1 -8 7 9 65 67 1 311 9 a4 45 a1
-3 8 8 16 20 2 612 8 9 5 3 3 2 9 7 12 4 =7 7 9 27 23 ik 411 9 13 15 2
-2 8 8 11 17 2 712 8 11, 11 3 4 2 9 215 219 Ik -6 7 9 128 127 ok 51t 9 16 8 2
-1 8 8 49 52 1 -7 13 8 217 24 1 S, 2 19 ae 85 L -5 7 9 113 114 1L -11 .12 9 11 8 4
0o 8 8 77 83 ik -6 13 8 25 22 2 6 2 9 56 57 2 -4 7 9 187 189 1 -10 12 9 14 16 2
18 8 14 18 1 -513 8 8 4 2 7 2 9 80 8 1 -3 7 9 43 41 1 -912 9 27 26 1
2 8 8 185 179 1 -413 8 24 31 1 -11 3 9 13 9 3 -2 7 9 88 90 1 -8 12 9 28 25 1
3 8 8 12 3 5 -313 8 81 76 1 -10 3 9 50 62 1 -1 7 9 154 153 2l -7 12 9 38 36 A
4 8 8 15 16 2 ~2:13 8 44 47 1 -9 3 9 122 120 i 0o 7 9 0 5 1 -6 12 9 0 S 1
5 8 8 12 14 2 -113 8 66 68 1 -8 3 9 128 126 1 17 9 41 44 1 -5 12 9 7 3 a4
6 8 8 9 1 4 013 8 9 3 2 == 3 19 82 85 1 2 7 9 99 93 1 -4 12 9 22 26 1
7 8 8 49 50 1 113 8 27 27 1 =6 3 19 79 1 1 3 7 9 334 327 2 =3i 12 9 35 33 1
8 8 8 19 19 3 213 8 28 28 5 =b: 3 9 41 43 1 4 7T 9 61 54 1 -2 12 9 38 33 2
9 8 8 23 22 2 3 1.3 -8 24 26 9 -4 3 9 121 119 1 5 7 9 47 44 1 -1 12 9 154 145 2
-10 9 8 12 6 4 513 8 0 2 A -3 3 9 82 89 2 6 7 9 9 1 9 012 9 28 29 1
-9 9 8 26 26 3 7: 13 8 0 0 1 =2 3 9 58 93 ik 77 9 0 it 1 112 9 6 8 5
-8 9 8 48 43 1 -6 14 8 30 36 2 -1 3 9 372 358 2 8 7 9 9 16 9 2, 12 9 50 42 32
-7 9 8 91 9% 1 -4 14 8 26 36 26 0 3 9 265 265 3 -12 8 9 67 55 1 312 9 71 65 1
-6 9 8 35 38 1 -3 14 8 8 15 2 1. 3 9 32 34 1 -11 8 9 0 10 1 4 12 9 14 3 2
-5 9 8 126 121 1 -2 14 8 13 17 ; 2 3 9 39 42 1 -10 8 9 11 8 3 512 9 15 4 5
-4 9 8 44 50 1 -1 14 8 102 94 il 3 3 9 48 53 1 -9 8 9 47 41 1 -913 9 8 [} i
-3 9 8 58 54 1 014 8 14 Iy 2 4 3 9 165 171 5k -8 8 9 36 39 6 -8 13 9 17 21 Al
-2 9 8 247 249 4 114 8 71 70 i 5 3 9 131 133 6 -7 8 9 91 88 L =7:13 9 18 25 1
-1 9 8 78 82 i 214 8 42 88 42 6 3 9 29 35 2 -6 8 9 90 89 2 -6 13 9 14 14 A
0 9 8 5 1 4 314 8 70 69 sk T 3 9 36 41 1 -5 8 9 309 311 2 -513 9 66 61 5
1 9 8 17 80 i 514 8 i9 30 4 =11. 4 ‘9 9 0 8 -4 8 9 297 298 2 -4 13 9 28 26 1
2 9 8 168 160 3 -6 15 8 80 72 1 -10 4 9 9 0 4 -3 8 9 10 18 1 -313 9 27 23 1
3 9 8 51 53 1 =5 15 =8 11 12 4 -9 4 9 85 88 S5 -2 8 9 97 102 L -2 13 9 13 9 2
4 9 8 92 85 1 =3: 15 8 8 9 8 -8 4 9 43 49 1 -1 8 9 154 151 1 -113 9 46 44 1
5 9 8 31 28 2 -2 15 8 41 37 1 -7 4 9 12 18 2 0 8 9 59 63 X 013 9 94 85 2
6 9 8 46 47 1 -115 8 19 20 1 -6 4 9 7 13 6 1 8 9 13 3 i 113 9 19 17 3
7 9 8 0 8 1 0: 15 8 67 87 il: -5 4 9 247 32 2 2 8 9 161 156 i 2013 9 18 15 il
8 9 8 13 2 5 1, 15 %8 38 33 1; -4 4 9 74 22 i 2 8 9 86 B84 1 6 13 9 18 15 il
-11 10 8 0 4 1. 2 15 @8 12 14 3 =3 4 9 6 4 6 4 8 9 19 26 ih -814 9 16 17 5
-9 10 8 0 2 1 415 8 38 39 2 -2 4 9 411 400 2 5 8 9 75 74 1 -7 14 9 43 33 A
-8 10 8 29 27 2 -7 16 8 1 4 6 -1 4 9 251 245 a5 T 8 9 32 34 1 -6 14 9 42 39 1
-7 10 8 1 12 10 =5. 16 2B i9 24 3. 0 4 9 21 20 1 -10 9 9 52 50 1 -5 14 9 26 46 11
-6 10 8 12 18 ak -4 16 8 32 25 : 1 4 9 53 56 1 -9 9 9 11 4 2 -4 14 9 24 26 1
-5 10 8 49 50 i -3 16 8 46 42 i 2 4 9 42 41 1 -8 9 9 7l 7hE L -314 § 6 3 6
-4 10 8 7 1 7 -2 16 8 17 13 2 3 4 9 102 100 1 =7 "9 9 41 45 2 -2 14 9 14 8 1
-3 10 8 52 52 1 -1 16 8 8 0 2 4 4 9 25 30 1 -6 9 9 19 14 8 -114 9 22 23 1
-2 10 8 107 104 1 01le 8 8 11 3 5 4 9 25 30 2 -5 9 9 168 171 2 014 9 38 35 2
-1 10 8 127 125 L 116 8 82 80 1: 7 4 9 91 86 1 -4 9 9 162 155 1 114 9 24 28 4
010 8 S 8 5 -5 17 8 14 5 3 8 4 9 o} 10 I -3 9 9 18 19 L 214 9 41 57 30
110 8 45 52 1 -4 17 8 63 60 i: 9 4 9 57 51 1 -2 9 9 130 128 1 314 9 i 2 3
210 8 180 171 3 -3 17 8 a 7 7 =l 5 O [¢] 14 i -1 9 9 185 188 1 514 9 48 46 1
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10.

Observed and calculated structure factors

1 10Fo 10Fc 10s
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10 101
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10 258
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10 13
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10 12
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10 82
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10 244
10 136
10 98
10 190
10 248
10 97
10 28
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10 11
10 134
10 69
10 14
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10 43
10 9
10 361
10 361
10 190
10 60
10 24
10 8
10 48
10 62
10 20
10 49
10 0
10 55
10 68
10 65
10 1
10 18
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5
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for pchm26
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1 10Fo 10Fc 10s

11
11
14
11
11
1
11
11

0

11
10
113
135
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122
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Anexo Espectroscopico

Table 10. Observed and calculated structure factors for pchm26 Page 8

h k 1 10Fo 10Fc 10s h k 1 10fo 10Fc 10s h k 1 10Fo 10Fc 10s h k 1 10Fo 10Fc 10s h k 1 10Fo 10Fc 10s
=2 6 11 64 71 1 =911 11 45 38 1 -11 0 12 12 16 7 3 412 T4 76 1 =9 9/ 12 12 7 2
-1 611 13 17 5 -8 11 11 15 25 1 =9 0 69 70 1 4 412 86 85 1 -8 9 12 42 41 1
0 611 15 22 1 A iy 1] 23 29 E -8 0 12 123 118 1 5 412 48 48 1 -7 912 48 47 i

1 611 a7 17 1 -6 11 11 1:5 2l 1 -7 0 12 200 210 1 6 412 33 41 1 -6 9 12 6 2 6

2 611 49 51 2 =5 11 1% 30 29 b5 -6 0 12 19 25 1 7412 24T 41 S =5 912 22 24 1

3 611 11 9 5 -4 11 11 7 5 2 -5 0 12 263 265 2 8 4 12 24 27 3 -4 9 12 aal 78 1

4 611 15 24 2 =3 ‘11 11 13 1 1 -4 012 176 169 1 =12 5§ 12 10 5 10 -3 912 137 134 2

5 611 B0 68 3 =2 131, 11 46 51 1 -3 0 12 73 7% 1 -1 5 12 o 5 1 -2 912 51 57 1

6 6 11 44 50 1 o S L i 6 8 0 S -2 012 L) 7L 1 =10 512 18 20 2 -1 912 57 59 1

7 611 13 i 5 011 11 36 B5: 1 =L 0 42 66 76 1 -9 5 12 109 107 1 0 9 12 28 31 1
=12 7 11 48 42 L 11111 1 8 2 0 012 144 134 1 -8 5 12 123 120 il 1 9 12 42 40 2
-11 2.1% 18 2 3 212 11 157 {15 1 1 012 39 41 1 -1 512 12 5 8 2 912 88 88 1
=10: 7 11 1i5: 14 2 3 Bl A1 125 17 1 2 012 227 227 2 -6 5 12 132 132 1 3 9 12 0 . 1k
=9; & 11 32 34 4 411 11 12 6 4 3 012 102 98 1 =5 512 72 74 il 4 912 24 21 1
-8 7 11 151 139 1. 6 11 11 12 14 3 4 012 73 69 1 -4 512 221 219 2 5 9 12 16 g 6
=7 & LE 27 23 3 -10 12 11 0 0 1 5 012 231, 32 2 =3 5 2 29 30 1 6 9 12 0 4 1
-6 7 11 66 74 3 -8 12 11 20 19 1 6 0 12 0 it 1 -2 5 12 184 181 1 -11 10 12 9 16 8
=8y 1 11 96 93; it -7 12 11 24 22 4 =12 1 12 14 0 8 -1 512 149 143 1 -10 10 12 40 35 1
-4 711 0 i8 1 -6 12 11 68 66 3 -1¢ 1 12 16 21 2 0 512 52 57 1 -9 10 12 23 25 3
=3¢ 9 11 26 25 1. =55 12 11 39 37 1 -9 112 100 99 3 1 512 il 68 =l -8 10 12 8 5 8
-2 7 11 289 288 1 -4 12 11 54 52 1 =8 dx 1Z 85 98 1 2 5 12 147 144 5 -7 10 12 8 i) 3
-1 711 4 5 4 =3 12 11 8 4 2 =7 412 52 55 1 3 5 12 6 18 5 -6 10 12 37 37 1
0: 7 a2l 71 72 1 =2:12 11 36 37 1 -6 1 12 54 64 2 4 5 42 13 16 3 -5 10 12 22 23 1

1 711 115 114 1 =1, 12 11 42 18 2 -5 112 14 13 2 5 542 A3k 11 2 -4 10 12 33: * 34 1

2 711 109 110 1 01z 11 15 15 1 -4 112 18 14 1 6 5 12 38 39 2 -3 10 12 72 71 1

3 741 83 80 5 1522 24 66 61 1 =3, 1 12 9 0 2 9 512 12 11 6 =2 10 12 70 73 1

4 711 43 44 s 28 12 44 17 22 2 -2 112 160 171 2 8 512 0 5 1 -1 10 12 49 50 1

5 7 A4 42 41 3 31211 10 3 2 -1 112 38 46 i -12 6 12 37 37 1 0 10 12 68 65 3

6 7 11 61 62 1h 4; 17 44 13 13 2 0 112 133 137 i1, -11 6 12 13 13 5 10 12 46 47 i

8 711 15 5 4 S 12 19 16 17 6 1. 1.2z 129 128 1 -10 6 12 57 56 1 2 10 12 23 26 1
=E2¢ 8 1. 13 18 6 6 12 11 5 10 5 2 112 116 115 1 -9 6 12 42 39 ik 310 12 38 37 1.
=11. 8 11 0 9 1 -10 13 11 0 0 1 3112 90 91 1 -8 612 13 14 2 410 12 25 23 1
-10 8 11 8 9 8 =9 13 A0 50 45 . 4 112 31 39 1 -7 6 12 115 120 1 510 12 18 9 2
-9 8 11 9 9 € -8 1311 45 45 1 S& Az 3 0 1 -6 612 95 95 1 6 10 12 0 22 1
-8 8 11 24 26 1 -7 13 11 51 48 1 6 1 12 14 7 7 -5 6 12 203 206 1 =11 11 12 11 16 il
-7 8 11 141 139 2 -6 13 11 32 32 2 =11 2 12 20 30 3 -4 612 108 109 1 -10 11 12 16 12 2
-6 8 11 110 108 1 =9 13 21 19 20 1 -10 2 12 65 61 1. -3 6 12 221 226 it =930 12 60 58 1
-5 811 21 18 1 -4 1311 35 33 14 -9 212 3% 40 1 -2 612 82 82 1 -8 11 12 59 60 1
-4 8 11 10 7, 2 -3 13 11 9 4 2 -8 2 12 86 84 1 -1 6 12 6 16 6 =7 A4, 12 34 34 1
-3 8 11 245 239 1 =2 13 43 24 23 1 =1 2:12 31 40 1 0 612 0 9 1 -6 11 12 12 4 12
=20 8 i1 64 64 1 =1. 13 11 9 7 2 =6 212 80 88 1 1 612 67 68 1 -5 11 12 42 41 1
=1 811 39 42 3l 013 11 13 15 2 =5 2 A2 26 28 al 2 6 12 168 163 3 -4 11 12 60 57 il
0 811 22 23 1 11311 98 92 1 -4 212 32 31 1 3 612 88 88 1 -3 11 12 19 19 3

1 811 59 59 1 21311 26 21 1 -3 212 102 97 1 4 612 26 23 1 =241 12 54 48 3

2 811 28 32 1 41311 16 2 3 -2 212 16 19 2 5 612 95 90 2 -111 12 79 78 1

3 811 38 42 1 5 13 71 18 13 1 -1 212 132 134 1 6 6 12 28 26 2 O 12 65 63 1

4 811 0 11 3 -8 14 11 23 28 2 0 212 155 155 1 7 612 0 8 1 11112 83 78 1

5 811 33 32 3 Ll s 38 44 5 1 212 13 52 1 =12 742 44 40 1E 2 11 12 14 1 6

6 8 11 36 34 1 -6 14 11 45 44 1 2 212 108 106 1 -11 7 12 28 30 2 311 a7 26 21 1l
=311, 19 11 0 15 1 -5 14 11 14 9 1 3. 2 12 60 65 1 -10 7 12 0 2 1 4 11 12 18 18 2
-10 9 11 19 44 L -4 14 11 12 6 1 5. 2 12 31 45 1 -9 7 12 51 48 i 5 11 12 13 12 )
-9 911 1:3; 3 2 -3 14 11 11 15 2 6 212 65 59 1 -8 712 13 16 3 -10 12 12 16 1 3
-8 911 9 3 <3 =20 14 1] 35 35 1 8 2 12 18 26 4 -1 7 12 11 20 3 =9¢ 17: 12 0 4 1
=7 911 9 5 8 -114 11 30 29 1 -11 312 0 1 1 -6 712 76 76 1 -8 12 12 0 5 1
-6 9 11 124 124 1 0 14 11 12 Bk 2 =10: 312 12 13 4 =5. 212 157 158 1. =1 12 42 22 19 4
=5 911 12 15 2 11411 20 21 1 =9 312 117 114 1 -4 712 132 130 1 -6 12 12 22 24 2
-4 911 30 29 ik 2 14 11 51 62 1 =8 3 12 91 91 1 =3; @12 56 59 2 =512 12 34 30 1
-3 911 131 130 1 314 11 9 9 8 -7 312 &3 €7 1 -2 712 241 243 1 -4 12 12 15 18 2
-2 911 74 74 2 414 11 10 12 5 =6 3 12 63 64 i =1 742 12 8 2 =31 12 02 11 1 2
=1: 931 74 76 1 -8 15 11 13 2 6 -5 312 27 26 il 0 72 16 22 1 =2 12 12 34 28 2
0 9 11 115 116 1 —Je15 41 1 12 8 -4 3 12 140 143 1 1, 712 12 2 18 -1 12 12 13 8 1

1 911 132 128 1 -6 15 11 20 31 11 -3 312 166 176 1 24 A2 21 21 1 012 12 51l 44 1

2. 9 da 8 4 7 =5 15 44, 199 85 1 =2. '3 12 157 157 1 3 712 34 33 1 112 12 11 17 3

3 911 104 104 1 -4 15 11 69 67 9 -1 3 12 259% 256 1. a 712 8 5 7 2,12 12 7 4 i)

4 911 10 10 5 -3 1511 32 37 5 0 312 179 183 1 5. 7 12 110 101 1 312 12 13 8 2

5 9. 11 59 49 1 =2 15 11 18 23 2 1 312 115 112 il =12% 8 12 60 50 1 4: 12 A2 42 45 2

7 911 Il 2 3 =1 45 4 23 24 2 2 312 235 236 g -11 8 12 11 17 7 5. 22 A2 22 28 il
=171 1D 11, 51 47 1 015 11 14 12 1k 3 312 57 61 i, -10 8 12 8 1 8 =9 13 12 24 20 1)
-10 10 11 8 [ 7 11511 26 25 6 4 312 o4 68 1 -9 812 29 26 1 -8 13 12 0 8 1
-9 10 11 102 8% 1 21511 13 23 2 5 312 18 23 3 -8 8 12 18 19 2 -7 13 12 9 12 4
-7 10 11 10 10 8 315 11 38 51 19 6 3 12 89 89 3, -7 8 12 9 3 4 -6 13 12 22 25 2l
-6 10 11 58 55 I =7 16 A1, 21 19 5 =13 4 12 48 19 4 -6 812 18 20 1 =5 13 12 42 44 3
-5 10 11 54 54 1 -6 16 11 0 2 it -12 4 12 a7 43 1 -5 8 12 119 118 L =4 13 12 30 30 1
-4 10 11 27 28 i =5 16 A1 0 3 1 -11 4 12 0 7 1: -4 8 12 40 48 1 =3] 13 T2 23 24 i
-3 10 11 48 48 2 -4 16 11 a2 2 6 -10 4 12 15 15 3 =37 B 12 25 26 2 -2 13 12 42 43 1
-2 10 11 194 186 1 -3 16 11 42 44 3 -9 412 135 129 1 -2 812 52 60 2 =1 13 12 34 27 1
-1 10 11 124 124 1 -2 16 11 18 8 i -8 4 12 69 66 i =1, 8 I2 41 43 1 0 13 12 20 23 1
0 10 11 0 0 1 -1 16 11 = 41 2 -7 4 12 ELE 13 3 0 8 12 47 44 s 1. 13 32 14 20 4
110 11 124 121 1 016 11 33 42 11 -6 4 12 101 98 1 1. 8 12 15 15 1 21312 19 22 5

2 1011 117 111 2 L 16 L, 23 26 8 -5 4 12 296 298 2 2 8 12 17 12 2 313 12 0 7 al
310 11 37 41 2 216 11 25 30 2 -4 412 73 77 1 3 812 10 9 1 41312 16 11 2
410 11 8 9 7 =5 el 5 14 4 -3 4 12 93 95 ak 4 8 12 45 42 1 -9 14 12 22 25 a
510 11 16 1 2 =3 17 #1. 9 9 2 -2 412 9 776 1 5 812 105 112 14 -8 14 12 15 17 1

6 10 11 15 1 2 =2 5 3] 12 i) 2 -1 412 70 79 1 6 8 12 50 49 il -7 14 12 16 22 1

7. 1011 25 38 3 -117 11 15 7 3 0 412 o] 5 2l 7 8 12 28 26 2 -6 14 12 16 20 2
=108 ] 13 3 5 0 L7 T 12 29 12 1. 4 12 277, 30 1 =11, 9 12 26 22 2 -5 14 12 46 43 1
=10 11 11 22 18 1 15 €7 61 34 36 2 2° 4 A2 213 232 i -10 9 12 15 10 2 -4 14 12 56 54 2
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10.

Observed and calculated structure factors

1 10Fo 10Fc 10s
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for pchm26
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Table 10. Observed and calculated structure factors for pchm26 Page 12
h k 1 10Fo 10Fc 10s h k 1 10Fo 10Fc 10s h k 1 10Fo 10Fc 10s h k 1 10Fo 10Fc 10s h k 1 10Fo 10Fc 10s
-6 11 18 14 5 3 2 419 38 36 6 -3 11 19 15 9 3 -4 520 86 82 1 -7 421 9 3 8
-51118 17 20 3 -10 519 53 49 1 -21119 31 18 3 -3 520 9 81 1 -6 421 2 31 3
-4 11 18 15 3 2 -9 519 53 52 1 -10 020 45 51 1 -2 520 32 31 1 -5 421 33 35 2
31118 71 75 1 -8 519 25 29 2 -9 020 64 57 1 -1 520 37 40 2 -3 421 17 303
=2 11 18 18 20 2 -7 5 19 37 37 1 -8 02 33 27 1, 0 5 .20 18 18 5, =23 21 12 19 i
-11118 21 18 2 -6 519 41 39 1 -7 020 22 20 2 1 520 0 7 1 -1 421 29 15 3
0 11 18 12 1 1 =5 5 19 53 53 3 -6 0 20 24 23 2 -9 620 24 29 3 0 421 36 40 3
-6 12 18 0 4 1 -4 519 2 27 1 -5 020 85 78 1 -8 620 27 27 1 -8 521 24 29 2
-5 1218 30 29 7 -3 519 45 46 5 -4 020 15 18 3 -7 620 20 1 4 -7 521 75 11 1
-4 12 18 12 2 11 -2 519 63 68 1 -3 020 26 27 2 -6 620 36 35 1 -6 521 19 10 3
-312 18 20 28 2 -1 519 15 16 4 -2 020 20 27 4 -5 620 57 53 1 -5 521 14 5 03
-2 12 18 14 6 4 0: 5 19 21: 28 2 -1 0 20 24 25 2 -4 6 20 20 15 3 =4 5 21 19 14 2
-11 119 15 23 4 1 519 12 4 8 0 020 49 51 1 -3 620 119 114 9 -3 521 35 37 1
=10: 1 19 16 13 3 2 5019 25 25 4 1 020 84 78 1 -2 6 20 41 44 it =2: 5 21 56 52 2
-9 119 8 5 8 -10 619 16 14 5 2 020 31 30 2 -1 620 33 40 1 -1 521 15 23 7
=8¢ L L9 27 28 1, -9 € 19 13 10 12 -10 1 20 :5] 12 4 0 620 13 13 13 =7 6 21 19 11 3
-7 119 21 19 3 -8 619 31 29 1 -9 120 20 20 3 -8 720 32 35 4 -6 621 16 16 15
-6 119 61 60 1 -7 619 17 13 2 -8 120 34 30 1 -7 720 14 4 3 -5 621 53 49 2
-5 119 15 11 11 -6 6 19 112 106 1 -7 120 37 35 1 -6 720 38 41 1 -4 621 67 67 1
-4 119 47 44 4 -5 619 53 56 1 -6 120 23 22 1 -5 720 39 42 1 -3 621 15 5 3
=3: 11 4.9 12 1S 3 -4 6 19 9 5 9 =5 .20 16 3 6 -4 720 36 31 2 -2 621 26 29 2
-2 119 13 5 7 -3 619 23 21 2 -4 120 80 74 1 -3 720 23 21 2 -1 621 18 25 7
-1 119 35 3 1 -2 619 44 43 5 -3 120 38 42 1: -2 720 13 0 4 =1 7 21 0 11 b2
0 119 20 17 3 -1 619 13 16 4 -2 120 14 9 3 -1 720 12 9 7 -6 721 22 15 2
AR 11O 65 64 1 0 619 11 8 7 -1 120 16 20 3 0 720 24 29 5 =5 721 20 8 2
2 119 37 44 3 1 619 78 73 3 0 120 75 76 1 -7 820 36 37 4 -4 721 62 58 1
3 119 18 21 4 2 619 13 5 4 1 120 52 46 2 -6 8120 14 3 3 -3 721 0 31
=11. 2 19 0 14 1. -9 719 41 36 1 2 120 22 14 6 -5 8 20 30 29 1 =5 8 21 32 31 3
-10 219 37 36 1 -8 719 17 20 3 -10 220 13 g 5 -4 820 50 50 3 -4 821 15 26 6
=9¢ 2 19 21 23 2 -7 719 32 27 2 -9 220 22 19 2 -3 8 20 16 10 4 -3 821 0 3 1
-8 218 30 32 1 -6 719 48 44 1 -8 220 24 22 1 -2 820 0 7001 -8 0 22 0 0o 1
=2 10 26 27 2 =5 - I9 25 27 4 -7 2 20 83 79 1 -1 8 20 23 23 2 -7 022 18 14 4
-6 219 15 15 2 -4 719 67 60 2 -6 220 61 59 1 -6 920 13 5 6 -6 022 8L 716 1
-5 219 27 31 1, -3 719 18 15 2 -5 220 13 o] 6 -5 920 24 9 4 -5 0 22 28 30 3
-4 219 0 6 1 =2 719 77 T5) 1 -4 2 20 14 iE 8 -4 9 20 53 54 i -4 0 22 44 44 1
-3 219 8 79 1 -1 719 45 44 1 -3 220 0 a2 -2 920 21 15 3 -3 022 0 2 1
-2 219 8 4 8 0o 719 17 7 2 -2 220 39 43 1 -4 10 20 2 21 4 -2 0 22 o] 19 1
-1 219 26 24 3 1719 13 16 4 -1 220 39 41 1 -9 121 0 31 -1 022 17 17 5
0 219 21 18 2 -9 819 0 6 1 0 220 47 46 15 -8 121 i1 6 8 -8 122 10 6 10
1219 14 8 4 -8 8 19 0 0o 1 1 220 38 42 1 -7 121 81 80 1 -7 122 15 203
2 219 11 8 11 -7 819 14 0o 3 2 220 0 2 1 -6 121 39 43 1 -6 122 13 8 7
3 219 51 54 1 -6 819 23 18 2 -10 3 20 12 5 12 -5 121 44 49 1 -5 122 32 26 3
-10 319 1.3 9 4 -5 8 1% 43 42 1 -9 3 20 23 26 2 -4 121 46 44 2 -4 122 24 22 2
-9 319 9 3 8 -4 819 10 8 10 -8 320 19 12 2 -3 121 52 57 1 -3 122 0 8 1
-8 319 19 13 2 -3 819 36 34 1 -7 320 35 40 1 -2 121 70 64 1 -2 122 16 16 5
-7 319 24 20 2 -2 819 68 73 ) 26 320 11 11 4 =1 1.21 24 25 2 =1 1422 0 10 1
-6 319 58 60 3 -1 819 14 6 2 -5 320 13 13 2 0 121 61 57 1 -7 222 19 15 3
-5 319 7 7 6 0 819 20 22 2 -4 3 20 57 59 1 -9 221 12 13 T =6 222 0 3 1
-4 319 13 4 4 1 819 21 17 4 -3 3 20 9 4 8 -8 221 26 17 4 -5 222 10 8 9
-3 319 32 33 1 -8 9 19 8 3 8 -2 320 43 42 1 -7 221 30 29 1 -4 222 19 19 3
-2 319 0 5 1 -7 919 26 25 4 -1 320 14 15 4 -6 221 43 48 3 -3 222 18 8 6
-1 319 26 31 3 -6 919 25 17 2 0 320 12 11 10 -5 221 50 47 1 -2 222 23 21 2
0 319 24 20 2 =5 9 29 18 6 2 1 320 23 29 3 -4 221 63 56 1 =1 2 22 25 23 4
1 319 19 9 2 -4 919 19 13 3 -9 420 0 1 3 -3 221 60 54 2 -7 322 17 16 5
2 319 14 9 5 -3 919 19 3 3 -8 4 20 (4] 0 1 =2 221 15 0 4 =6 3 22 22 24 2
3 319 7 ¢ 7 -2 919 0o 19 1 -7 420 14 11 S -1 221 16 14 3 -5 322 24 26 4
-10 4 19 54 53 1 -1 919 26 16 3 -6 4 20 20 14 2 0 221 22 321 4 —4; 322 16 25 6
-9 419 15 6 4 6 919 31 31 2 -5 420 25 33 1 -9 321 17 15 4 -3 322 45 40 3
-8 4 19 38 39 2 -7 10 19 33 30 4 -4 4 20 40 43 i -8 321 25 21 2 -7 4 22 11 12 11
-7 419 11 4 7 -6 1019 22 24 4 -3 420 45 51 3 -7 321 31 34 2 -6 422 15 12 8
-6 419 47 49 1 -510 18 15 5 15 -2 420 11 13 5 -6 321 44 47 1 -5 422 22 19 9
-5 419 72 68 1 -4 10 19 15 9 8 -1 420 0 8 1 -5 321 35 31 3 -4 422 50 56 3
-4 419 0 15 1 -310 19 15 9 3 0 420 22 20 2 -4 321 0 1 1 -3 422 52 53 1
-3 4 19 41 41 15 -2 10 19 39 40 1 1 420 11 15 14 =3 321 18 17 3 =2 & 22 14 0 4
-2 419 12 21 8 -1 10 19 0 21 1 -9 520 13 14 9 -2 321 12 9 4 -6 522 57 6 3
-1 419 36 36 1 -6 1119 32 32 2 -8 520 13 5 5 -1 321 18 9 5 -5 522 26 24 5
0 419 7 T -5 11 19 0 0 1 -6 520 41 42 2 0 321 38 38 2 -4 522 30 32 2
1 4 19 41 44 2 -4 11 19 16 15 3 =5° 5 20 24 31 1 -8 4 21 0 8 1 =3, 5 22 17 4 11
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Anexo 3: R-X de exo,exo0-105

R-X de exo,exo0-105.

PCHC17a

Experimental. A prismatic crystal (0.1x0.1x0.2 mm) was selected and mounted on a

Enraf-Nonius CAD4 four-circle diffractometer. Unit-cell parameters were
determined from automatic centering of 25 reflections (12 < 0 < 21°) and refined
by least-squares method. Intensities were collected with graphite

menochromatized Mo Ko radiation, using ®/20 scan—-technique. 2349 reflections
were measured in the range 2.25 < 0 < 30.08. 707 reflections were assumed as
observed applying the condition I > 2¢6(I). Three reflections were measured
every two hours as orientation and intensity control, significant intensity
decay was not observed. Lorentz-polarization but no absorption corrections were
made.

The structure was solved by Direct methods, using SHELXS computer program
(Sheldrick, G.M., (1997), A computer program for determination of crystal
structure. Univer Goéttingen, Germany) and refined by full-matrix least-squares
method with SHELX97 computer program (Sheldrick, G.M., (1997), A computer
program for determination of crystal structure. Univer Go6ttingen, Germany),

using 2349 reflections, (very negative intensities were not assumed). The
function minimized was £ w ||Fd? - |Fd? |?, where w = [c®(I) + ( 0.1041 120
and P = (iFd2 + 2 |Fcf2 )/3, £, £' and f" were taken from Internatiocnal Tables of

X-Ray Crystallography (International Tables of X-Ray Crystallography, (1974},
Ed. Kynoch press, Vol. IV, pp 99-100 and 149). The chyrality of structure was
define from the Flack coefficient, which it is equal to 6(4) for the given
results (Flack, H.D., (1983), Acta Cryst., A39, 876-881). All H atoms were
computed and refined, using a riding model, with an isotropic temperature factor
equal to 1.2 time the equivalent temperature factor of the atom which are

linked. The final R(on F) factor was 0.049, wR(on |ﬁ2) = 0.140 and goodness of
fit = 0.817 for all observed reflections. Number of refined parameters was 127.
Max. shift/esd = 0.00, Mean shift/esd = 0.00. Max. and min. peaks in final

difference synthesis was 0.169 and -0.162 eA™, respectively.

autors cristal.lografics: X. Sclans and M. Font-Bardia, Cristal.lografia,
Mineralogia i Dipdsits Minerals, Universitat de Barcelona, Marti i Frangués s/n.
08028-Barcelona
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Table 1. Crystal data and structure refinement for pchelia.

Identification code
Empirical formula

Formula weight

Temperature

Wavelength

Crystal system, space group

Unit cell dimensions

Volume

7, Calculated density
Absorption coefficient

F(000)

Crystal size

Theta range for data collection
Index ranges

Reflections collected / unique
Refinement method

Data / restraints / parameters
Goodness-of-fit on F?

Final R indices [I>2c(I)]

R indices (all data)

Largest diff. peak and hole

pchcl’a
Caq Has Og
376.43
203(2) K
0.71069 A

Orthorhombic, Fdd2

a = 16.161(9) A a = 90 °.
b = 17.821(16) A p = 90 °
c = 13.764(9) Ay = 90 °.

3964 (5) A°

8, 1.261 Mg/m’

0.085 mm™*

1600

0.1 x 0.1 x 0.2 mm

2525 Lo 3008 %

0<=h<=22, 0<=k<=25, -19<=1<=15
2349 / 2349 [R(int) = 0.0386]
Full-matrix least-sqguares on F?
2349 / 1 / 127

0.817

R1

0.0495, wR2 = 0.1401

R1

I

0.1928, wR2 = 0.1986

0.169 and -0.162 e.A”
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Table 2. Atomic coordinates ( x 10°) and equivalent isotropic
displacement parameters (A* x 10°) for pchcl7a.

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

X v Z Ul(eq)
(1) -1467(5) 1816 (4) 3208 (5) 209(3)
02 -7771(3) 1894 (3) 4423(5) 173 (2)
G 10) 1619(3) 618 (2) 1328(3) 82(1)
Ci{2) 2031 (3) F37(3) 456 (4) 101(1)
Ei(3) 1626 (4) 526(3) -404 (4) 107(2)
Cc(4) 847 (4) 227(3) -370(3) 96 (1)
5y 4372 152 (2} 507 (3) 70(1)
c(6) 823.(2) 333 (2) 13%3 (3) 65(1)
C(7) 414 (2) 225 (2) 2346(3) 6l(1)
C(8) 172(2) 1002 (2) 2751 (3) 74 (1)
C(9) -493(3) 817(2) 3513 (4) 94 (1)
C(10) -987(2) 205(2) 3073(3) 76e(l)
C (1) -993(4) 1528 (4) 37125(:5) 11:5:(2)
Ci(12) =1279(7) 265%(5) 4334 (10) 273(8)
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Table 3. Bond lengths [A] and angles [°] for pchcl7a.
Gl) =€(11) 1.164(7)
0(2) =C{Ll1) 1..21.3(7)
O {2) =C(12) 1.592(9)
C(l)-C{(6) 1.385¢(5)
G 1) ~E{2) 1.388(6)
C(2) =C{3) 1.404(7)
C(3) =€ (1) 1.367(7)
C(4)-C(5) 1.383(6)
C(h)-C(6) 1.383(5)
C(5)-C(5}#1 1.514.(8)
C(6)-C(7) 1.506(5)
e (7) = (8) 1.543(5)
C(7) C(7)#1 1.560(7)

7 y=€ (10)#1 1.564(5)
( y=€ (9 ) 1.538(6)
C(9)-Cc(10) 1.481(6)

c(9)-Cc(11) 1.530(8)

C(10)-C(7)#1 1.564(5)
Cl11)-0(2)-C(12) 104.7(7)
C(6)-C(1)-C(2) 122.6(5)
( )=C(2)-C(3) 107 .75
4)-C(3)-C(2) 120.3(5)
C(3) -C(4)-C(5) 120.5(5)
C(4)-C(5)-C(6) 120.9(4)
C{4)-C(5)-C(5)#1 118.8(3)
C(6)-C(5)-C(5)#1 120.3(2}
C{5)-C(6)-C(1) 117.8(4)
C{5)-C(6)-C(7) 1225 61(3)
C({l)-C(6)-C(7) 119.6(4)
C(6)-C(7)-C(8) 1085 13)
C{6) =C () =Cl)#l 116.2(2)
CA8)=C(T)=C{T)#1 104.1(3)
C(6)-C(7)-C(10)#1 111.8(3)
C(8)-C(7)-C(10)#1 111.1¢(3)
C(7)#1-C(7)-C(10)#1 104.9(3)
C(9)-C(8)-C(1) 103. 313
C(10)-C(9)-C(11) 113.8(4)
C(1l0)-C(9)-C(8) 104 8{3)
C(11)-C(9)-C(8) 108.7(4)
C(9)-C(10)-C(7)#1 LOT.6:(3)
O(1)-C(11)-0(2) 10597
O(1)-C(11)-C(9) 126 ..6:0)
0(2)-C(11)-C(9) Y1-6:4:41)

Symmetry transformations used to

#1 -x,-vy,z

generate equivalent atoms:
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Table 4. Hydrogen bond lengths [A] and angles [°] for pchcl7a.

Cc(L)-H(1) 0.9300
C(2)-H(2) 0.9300
C(3)-H(3) 0.9300
C(4)-H(4) 0.9300
C(8)-H(8) 0.9700
C(8)-H(8R) 0.9700
C(9)-H(9) 0.9800
C(10)-H(10) 0.9700
C({10) - (lOA) 0.9700
C(lZ) H(1 0.9600
c{l2) H(lZA) 0.9600
C(l2)-H(12B) 0.9600
Ci{6)=C (1)=H{l) 118.7
C(2)-C(1)-H(1) 118.7
C(l)-C(2)-H(2) 1211
EN3)—E(Z) =0 (Z) 121..1
C(4)-C(3)-H(3) 11:9.. 9
C2Yy-c(3)-=0(3) 119 9
C(3)-C(4)-H(4) 119,
C(5)-C(4)-H(4) 119.7
C(9)-C(8)-H(8) 111.1
C(7)-C(8)-H(8) e T |
C(9)-C(8)-H(8RA) 111.1
C(7)-C(8)-H(8A) T
H(8)-C(8)—-H(8A) 109.1
(10) -C(9)-H{9) 109.8
C({11)-C(9)-H(3) 109.8
C(8)—C(9)=H(3) 109.8
C(9)-C(10)-H(10) 110.2
C(7)#1-C(10)-H(10) 110.2
C(9)-C(10}—H(1OA) 11.0...2
C(7)#1-C(10)-H(10A) 110.2
H(10)-C(10)-H(10A) 108.5
Q(2)-C(12)-H{12) 109.5
B 2)=E(12)-H{12R) 10925
H(12)-C(12)-H(12A) 1095
0(2)-C(12)-H(12B) 109:5
H(12)-C(12)-H(1ZB) 109.5
H(12A)-C(12)-H(12B) 109 .5

Symmetry transformations used to generate equivalent atoms:
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Table 5. Anisotropic displacement parameters (A? x 10%) for pchcl7a.
The anisotropic displacement factor exponent takes the form:

2@ [ nra?Uy + ... +2hka b Uz

Un1 Uz Uss Uz3 Uis Uiz
o(1) 241 (7) 236 (7) 150:1(3) -13(4) 8(5) 98 (6
(@Y (2] 157(4) 189(5) 175(4) -49(4) 1(4) 21 (4
C(1) 82(3) 7512 89 (3) 0:(2) 13(3) -2(2
Cc(2) 93(3) 100(3) 1238040 6(3) 14(4) 12
C(3) 13745 112 (4) 79 (4) 13(3) 19(3) 10 (4
Cc(4) 109 (4) 105(4) 74 (4) 3(3) 0(3) -3(3
C15) 78(2) 57(2) 74 (3) -1(2) 2(2) 6(2)
C(6) 69(2) 531(2) 1343 -2(2) 4(2) 2:(2)
C(7) 63(2) 57 (2) 64 (2) 2020 5(2) 3(2)
c(8) 82 (3) 66(2) 74 (3) -3(2) 3(2) -3(2)
(9} 95 (:3) 93(3) 94 (3) -13(2) B3} 21(3)
Cc(10) 72(2) 80(2) 76(3) =1 (2) 312 -2(2)
c(11) 103 (4) 125:(5) 118 (9) -50(4) 26(4) 1(3)
c(12) 256(12) 158(7) 200(2) -18(10) 75(13) 58(7)
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Table 6. Hydrogen coordinates ( x 10%) and isotropic
displacement parameters (A* x 10%) for pchcl7a.

x % z U(eq)
H(1) 1889 135 1205 98
H(2) 2556 949 442 121
H{3) 1889 589 -999 129
H(4) 591 73 -941 115
H(8) 644 1249 3047 89
H(8A) -49 1322 2243 89
H(Z) -230 638 4.1 11.3
H(10) -1462 411 2733 91
H(10R) -1186 -133 3513 91
H({1l2) -1112 2994 4844 327
H(1l2A) -1861 2559 4390 321
H(12B) -1167 2886 3716 327
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Table 8.

Torsion angles

[°]

for pcheclia.

C(6)-C(1)-C(2)-C(3)
(o e W, I
(2) C(3) c<4) ~C(5)
(3)= CE5)=Ci{6)
3) C( C(5) -C(5)#1
C(4)-C(5 ) -C(6)-C(1)
C(5)#1- C (9)=E(6)=C (1)
c{4)-Cc(5)-Cc(6}-C(7)
C(5)#1- C(5)—C(6)—C(7)
C(2)=C 1) -Cl6)-C(5)
C(2)-C(1)-C(B)-C(7)
C o) = ( )=C(7)-C(8)
C(1)-C(6)-C(7)-C(8)
C(5) C(6) —E{d)=ci 4l
ClL}=C (6)=ClT) =C{T)+1
C(5)-C(6)-C(7)-C(10)#1
Gil kb=l ) Hoilis) C(lO Y#1
CI6)=C(T}=C{8)}=C (9}
Slay k- C( )=C(8)-C(9)
C(10)#1-C(7)-C(8)-C(9)
C(7)-C(8)-C(9)-C(10}
C{7)-E{8)-C(9)=-C(11)
Gl - —ei0) -ci 1) 41
C(8)-C(9)-C(10)-C(7)#1
@il 2j=0l2)y=C{11]=0{1)
C(12)-0(2)-C(11)-C(9)
C(10)-C(9)-C(11)-0(1)
C(8)-C(9)-C(11)-0(1)
C(10)-C(9)-C(11)-0(2)
C(8)-C(9)-C(11)-0(2)

-2.8(6)
1(7)

2(7)
-4.1(6)
177.5(4)
2.4(5)
-179.2(4)
-177.0(4)
1.4(5)
1.0(5)
-179.6(4)
-107.1(4)

Symmetry transformations used to generate equivalent atoms:

#1 X, Y:Z
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Analysis of Potential Hydrogen Bonds
Typ Donor —--- H....Acceptor [ ARU ] B = H Hec B By R B = Hew 0B

Intra C(10) -- H(10) .. O(1) [ ] 0.9711 2.5878 2.980(8) 104.27
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Table 10. Observed and calculated structure factors for pchcl7a pPage 1
h k 1 10Fo 10Fc 10s h k 1 10Fo 10Fc 10s h k 1 10Fo 10Fc 10s h k 1 10Fo 10Fc 10s h k 1 10Fo 10Fc 10s
1 “1=19 39 i3 39 7O ko 0 39 1 10 12-14 0 21 1 12 4-12 37 34 36 3 9-11 250 256 9
3 1=19 34 8 33 9 1-15 16 5 15 0 14-14 0 20 1 14 4-12 64 43 59 5 9-11 195 200 7
1 3-19 42 4 41 1 d=15 58 15 58 2 14-14 100 20 34 16 4-12 0 32 1 7 9-11 18 92 33
3 3=19 0 16 1 i3 115 0 33 1 4 14-14 0 2 1 2 6-12 261 271 10 9 9-11 0 33 1
1 =5=19: 0 18 3 1 315 0 55 1 6 14-14 0 13 1 4 6-12 137 127 11 11 9-11 o] 24 1
2 0-18 0 25 1 3 3-15 a7 41 46 8 14-14 0 14 1 6 6-12 139 162 10 13 911 76 56 76
6 0-18 44 38 44 5 315 0 30 1 2 16-14 38 13 37 8 6-12 0 5 1 15 9-11 0 19 1
0 2-18 83 58 82 7 3-15 0 23 b 4 16-14 46 19 45 10 6-12 0 45 1 1A= 0 87 1
2 2-18 0 20 1 9 3-15 34 4 33 1 1-13 139 123 10 12 6-12 =) 13 36 3 11-11 100 100 34
4 2-18 o 41 1 11 3-15 0 21 1 3 113 0 15 1 14 6-12 0 30 1 5 11-11 147 136 16
6 2-18 o] 15 1 13 3-15 0 46 1 5 1-13 58 61 35 16 6-12 0 12 1 7 21314 56 21. 55
8 2-18 30 18 29 1 5=15 69 94 68 7 113 0 41 1 0 8-12 88 99 87 9 11-11 53 22 52
2 4-18 20 20 20 3 515 55 ST 55 9 1=13 0 28 il 22 B2 48 68 48 13 210~ T 0 50 &
4 4-18 35 1i. 35 5 5-15 0 40 1 11 1=13 29 30 29 4 8-12 35 25 34 13 11-11 0 38 1
6 4-18 [o] 20 1 7 5-15 41 30 40 13 113 33 30 33 6 8-12 0 86 1 15 11-11 0 16 1
0 6-18 49 10 48 9 5-15 46 4 45 15 1-13 0 14 1 8 8-12 56 45 55 1 13-11 0 68 15
2 6-18 0 32 1 13 5=15 0 3L 1 1 3-13 135 138 10 10 8-12 82 57 25 371311 65 71 65
4 6-18 53 14 52 13 5-15 0 18 1 3 3-13 0 37 1 12 8-12 55 44 54 5 13-11 127 125 22
6 6-18 0 10 1 1 T=15 0 54 1 5 3-13 77 51 20 14 8-12 [} 18 1 7 13-11 o} 32 1
2 8-18 27 1 27 3 7-15 0 26 i 7 320 241 25 26 16 8-12 17 13 17 9 13-11 0 14 65
4 8-18 62 26 62 5 7-15 0 26 1 9 3-13 45 45 44 2 10-12 48 57 47 11 3=11 24 170 2
1 1-17 0 31 1 1 =ls 0 48 1 1L 3=13 0 14 at 4 10-12 141 132 11 13 13-11 28 30 27
3 11 63 58 63 9 7-15 0 6L 1L 13 3-13 0 41 1 6 10-12 o] 28 i 1 15-11 o} 23 ik
5 109 0 49 1, 11 g=15 0 14 1 15 3713 54 45 53 8 10-12 0 66 ; B3z15=11 66 66 65
7 1=+17 44 16 43 13- =15 0 - 1 P k<] 54 51 53 10 10-12 28 23 28 5 15-11 111 97 111
9 1-17 o 22 1 1 9-15 40 27 40 3 5-13 80 88 69 12 10-12 0 24 al 7 15-11 70 75 70
i 3-17 0 20 1 3 9-15 0 8231 1 5 513 417 39 47 14 10-12 68 13 45 9 15-11 0 18 1
30 3507 70 35 70 5i 9-15 0 28 1 7 5-13 54 61 54 0 12-12 84 77 56 11 15-11 0 20 1
5 3=17 0 42 1 7 9-15 53 48 52 98 5213 SHE 46 50 201212 0 14 1 1 17-11 37 41 37
7 3-17 39 7 38 9 9-15 0 40 1 11 5-13 29 18 28 4 12-12 0 41 1 3l =11 [} 24 1
9 3=1Y 0 14 1. 11 9-15 o} 9 1 137 5-13 66 39 66 6 12-12 0 62 1 5e 17-11 46 45 45
1 5=17 45 56 45 1 11-15 0 14 1 15 5-13 0 10 at 8 12-12 0 12 1 7 17-11 70 65 69
SR ] 0 5 1 3 11=-15 0 5 s 1: 713 91 111 26 10 12-12 [¢] 10 1 9 17-11 78 51 8
54 5=17 45 25 45 57 l=15 0 19 i 3¢ 7=13 63 42 42 12 12-12 0 28 ik 119-11 0 50 1
a  5=13 0 10 1 T 11=15 51 37 51 5t A=13 66 74 65 14 12-12 [¢] 25 1 3 19-11 34 36 33
9 5717 0 14 il Qi 11=15 517 26 56 7 1-13 40 35 39 2 14-12 79 30 65 5 19-11 0 30 1
IR 7 = 15 0 4 1 1 13-15 0 14 i 9; A=13 0 42 1 4 14-12 69 80 68 2 0-10 254 239 6
3 F=13 a7 11 47 3 13-15 47 11 47 AR 42 39 42 6 14-12 62 67 62 6 0-10 59 45 58
5: =14 0 18 1 5 13-15 32 20 32 13 7-13 66 14 53 8 14-12 Q 31 1: 10 0-10 215 207 10
7 7-17 61 43 61 T% 13=15 50 21 50 15: 2-13 4] 18 : 10 14-12 0 15 L 14 0-10 63 17 63
9 T=19 74 45 73 1 15-15 0 18 il 1. 9-13 o] 31 1 12 14-12 40 17 40 18 0-10 [¢] 9 1
1 8-17 0 31 il 3 4515 0 9 1 3; 9=13 72 103 56 0 16-12 43 17 43 0 2-10 495 513 4
3 9-17 0 9 1 2 0-14 58 58 58 5 9-13 83 60 62 2 16-12 76 12 76 2 2-10 173 145 5
5 9-17 0 3k 1 6 0-14 0 73 1 7 9-13 0 42 1 4 16-12 0 23 at 4 2-10 123 77 11
- 0 18 1 10 0-14 0 23 i 9. 19=13 59 47 59 6 16-12 62 74 62 6 2-10 62 49 22
3. 1T=17 0 25 1 14 0-14 0 37 1 11 9-13 28 43 27 8 16-12 0 25 1 8 2-10 236 226 6
3 11=17 0 i 1 0 2-14 58 54 57 13 9-13 60 23 59 10 16-12 0 26 1 10 2-10 75 78 25
0 0-16 0 8 1 2 2-14 0 62 1 1 11-13 33 41 33 2 18-12 0 38 1 12 2-10 0 44 1
4 0-16 0 78 A 4 2-14 a9 39 48 3 1113 70 100 38 4 18-12 0 15 1 14 2-10 71 44 45
8 0-1¢ 0 iy 1 e 2-14 0 17 AL 5: 11=13 0 53 1 6 18-12 32 41 31 16 2-10 0 45 1

12 0-16 116 79 32 8 2-14 0 33 1 7 11-13 0 52 1 1 1-11 349 353 4 18 2-10 o 32 1
2 2-1¢ 0 50 ik 10 2-14 0 5 i 9 11-13 38 26 37 3 1-11 142 154 8 2 4-10 325 309 5

4 2-16 0 8 1 12 2-14 55 18 55 11 11-13 0 25 1 5 =1 66 85 31 4 4-10 37 50 36
6 2-16 0 15 1 14 2-14 0 40 1k 13 1113 23 14 28 7 1-11 154 149 10 6 4-10 75 47 29
8 2-16 0 1 1 2 4-14 60 72 51 1 13-13 0 12 1 9 1-11 155 158 17 8 4-10 108 112 22

10 2-16 40 34 39 4 4-14 54 35 54 3 13-13 9 16 9 1L 4-1a 0 34 1 10 4-10 86 108 29
12 2-16 0 28 ak 6 4-14 0 25 1 5 13-13 [¢] 35 s 13 1=11 0 29 il 12 4-10 80 79 42

0 4-16 65 57 €5 8 4-14 34 53 N 7 13=18 71 1% 70 15 1-11 0 44 1 14 4-10 0 38 2
2 4-16 0 50 : 10 4-14 0 15 1 9 13-13 0 10 i 7 L B 0 28 1 16 4-10 0 8 2
4 4-16 42 52 42 12 4-14 0 24 il Ik 13-13 3 23 73 1 3-11 428 429 4 18 4-10 23 19 22
6 4-16 0 29 1 14 4-14 0 21 1: 1 15213 41 10 41 3 3-11 135 144 15 0 6-10 145 129 11
8 4-16 72 2 40 0 6-14 0 156 1 3. 15=13 0 27 1 5 3-11 104 114 22 2 6-10 342 345 3]

10 4-16 68 33 68 2 6-14 65 39 41 5 15-13 39 29 38 7 3-11 102 75 30 4 6-10 158 146 @
12 4-16 0 35 1 4 6-14 0 24 1 7 15-13 0 49 1 9 3-11 73 78 29 6 6-10 168 159 11
2 6-16 5 55 57 6 6-14 59 40 43 9 15-13 87 43 87 T 3711 0 91; 1 8 6-10 31 26 30

4 6-16 0 14 T 8 6-14 0 15 1 1 1713 38 29 37 13 3-11 42 16 41 10 6-10 0 58 1
6 6-16 0 27 1 10 6-14 0 42 1 3 171-13 70 6 70 15 Az14. 0 51 1 12 6-10 0 43 1
8 6-16 47 49 46 12 6-14 0 7 1 517-13 73 28 73 17 3-11 52 41 51 14 6-10 38 27 37

10 6-16 0 21 1 14 6-14 0 1 . 0 0-12 524 549 9 1 5-11 340 342 6 16 6-10 0 9 it

0 8-16 0 36 T 2 8-14 15 50 27 4 0-12 196 186 10 3 5-11 224 215 8 18 6-10 61 29 60
2 8-16 0 37 1 4 8-14 66 46 34 8 0-12 111 13% 70 5 0 56 1 2 8-10 110 97 11
4 8-16 0 9 1 6 8-14 69 50 68 12 0-12 76 85 75 7 154 160 9 4 8-10 382 349 11
6 8-16 0 62 1 8 8-14 66 81 65 16 0-12 46 67 46 9 0 14 1 6 8-10 0 28 1
8 8-16 s} 12 1 10 8-14 [t} 14 1 2. :2=12 149 147 8 AN o] 53 1 8 8-10 Q 64 1

10 8-16 59 36 59 12 8-14 8} 8 1 4 2-12 70 93 70 13 o] 37 1 10 8-10 47 62 47

2 10-16 41 25 40 14 8-14 0 i3 Al 6 2-12 129 146 10 a4} 0 45 1 12 8-10 0 31 1
4 10-16 Sl 24 37 0 10-14 60 43 60 8 2-12 Q 74 1 T 37 15 37 14 8-10 0 23 1
6 10-16 45 3 45 2 10-14 0o 26 1 10 2-12 0 18 1 i 210 210 7 16 8-10 0 27 2k
8 10-16 67 57 67 4 10-14 ¢ 4 1 12 2-12 0 45 1 < 224 227 7 18 8-10 0 8 1
0 12-16 &0 43 60 6 10-14 Q 30 1 14 2-12 45 52 44 5 5 88 53 0 10-10 81 44 37
2 1216 0 13 1 8 10-14 18 14 17 16 2-12 0 34 1 i 162 146 9 2 10-10 237 257 10
4 12-16 53 14 52 10 10-14 o] 12 1 0 4-12 358 355 9 9 7-11 0 41 1 4 10-10 143 142 15
6 12-16 0 31 i 12 10-14 30 12 29 2 4-12 229 249 6 T F=11 55 62 55 6 10-10 0 87 i
2 14-16 0 13 1 2 12-14 76 12 75 4 4-12 75 72 21 13 7-11 64 40 64 8 10-10 47 35 46
1 1-15 3 53 37 4 12-14 34 27 34 6 4-12 115 119 12 15 7-11 9] 31 1 10 10-10 25 40 24
3. 1l=15 26 18 25 6 12-14 26 30 26 8 4-12 54 58 53 14 #=11 43 19 42 12 10-10 89 58 36
5 1-15 67 31 42 8 12-14 62 17 61 10 4-12 74 85 31 1 9-11 79 85 28 14 10-10 0 22 g
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Table 10. Observed and calculated structure factors for pchcl7a Page 2
h k 1 10Fo 10Fc 10s h k 1 10Fc 10Fc 10s h k 1 10Fo 10Fc 10s h k 1 10Fo 10Fc 10s h k 1 10Fc 10Fc 10s
16 10-10 0 6 1 13 11 -9 47 49 46 012 -8 64 92 37 15 59 »=i 0 76 1l 4 8 -6 178 195 K
2 1210 67 83 &7 15 13 =9 63 24 63 212 -8 201 170 10 150 49 o] 38 1 6 B -6 298 298 7
4 12-10 199 204 11 p L7 e Tl 23 70 412 -8 100 82 100 19 9 &7 21 17 20 8 B -6 379 374 6
6 12-10 84 59 30 1. 13 =9 50 54 49 6 12 -8 45 21 45 111 -7 336 316 7 10 8 -6 290 283 10
8 12-10 0 29 1 313 =9 122 219 17 8 12 -8 78 45 43 311 -7 299 298 7 12 8 -6 17 57 47
10 12-10 0 20 1 513 w=0 85 81 28 10 12 -8 61 29 60 S A1 =7 58 67 57 14 8 -6 0 56 1
12 32=10 98 34 51 i 18 =9 52 43 51 12 12 -8 33 14 32 7 11 -7 100 108 24 16 8 -6 115 115 33
14 12-10 0 19 1 9 13 -9 3 10 36 14 12 -8 0 33 1 9 11 -7 142 161 14 18 8 -6 0 22 1
16 12-10 T 24 76 11, 13 =9 Q 23 1 16 12 -8 0 8 i i I B 1 77 67 32 20 B -6 0 13 i
0 14-10 0 30 1 13 13 =9 a 19 1 2 14 -8 90 98 72 131 A o= o] 33 1 0 10 -6 230 205 10
2 14-10 91 53 91 15: 13 =9 50 19 50 4 14 -8 64 21 48 15 L1 =7 o a6 1 2. 10 =6 0 12 1
4 14-10 S5, 62 62 1. 15 =9 70 49 69 6 14 -8 83 49 83 1 ] e 73 61 72 4 10 -6 99 134 48
6 14-10 0 64 1 S 589 Q 46 1 8 14 -8 0 55 I 113 -7 125 124 16 6 10 -6 121 108 13
8 14-10 0 31 1 5 15 «=9 26 7 26 10 14 -8 34 28 33 313 -7 159 174 12 8 10 -6 142 142 12
10 14-10 0 14 3: fg TS =9 o] 69 1 12 14 -8 38 24 38 5 13 -7 164 179 13 10 10 -6 137 144 15
12 14-10 0 32 1 91580 0 9 15 14 14 -8 22 20 22 7 13 -7 156 145 16 12 10 -6 €8 29 38
14 14-10 €5 24 65 147 15 =9 58 29 58 16 14 -8 0 8 ik 9413 7, 50 80 50 14 10 -6 0 39 1
2 16-10 0 53 1 13: 15 =9 0 18 1 0 le -8 69 77 68 ¥l 13 .7 65 73 65 16 10 -6 o] 18 1
4 16-10 41 66 41 1: 17 :=9 0 31 1 2 16 -8 0 22 1 13 13 =7 0 18 1 18 10 -6 0 Ly 1
6 16-10 0 69 1 3 17 =9 41 48 40 4 16 -8 o] 22 5l &5 '3 =7 o] 27 1 2 12 -6 90 59: 19
8 16-10 69 56 68 5. 17 =9 0 32 1 6 16 -8 60 61 60 HEr e iy 63 33 63 4 12 -6 106 132 16
10 16-10 0 16 d a5 A =9 43 34 42 8 16 -8 [¢] 39 1 1 15 =7 101 90 36 6 12 -6 92 98 35
12 16-10 43 20 43 9 119, 129 50 26 49 10 16 -8 0 11 1 e Lol 7 51 50 50 8 12 -6 226 212 10
0 18-10 0 60 1 11 17 -9 927 21 43 12 16 -8 0 33 1 5 15 =i 40 63 40 10 12 -6 0 38 1
2 18-10 0 35 1 1: 119 «=9 0 49 1 14 16 -8 0 29 1 il A5 =, c 67 1 12 12 -6 o] 50 15
4 18-10 67 31 66 3: 19 :=0 52 36 51 2 18 -8 62 61 62 9 15 =7 26 30 25 14 12 -6 51 20 51
6 18-10 0 54 1 5. 19 =8 21 21 21 418 -8 0 60 1 1L 1S = [} 31 1 16 12 -6 135 115 39
8 18-10 0 37 1 i 19 5=9 54 13 53 6 18 -8 0 38 1 13, 5 [ 27 1 18 12 -6 0 20 1
10 18-10 0 34 1 9 19 -9 96 42 40 8 18 -8 0 5 1 157 {15 =, 40 19 39 0 14 -6 306 323 11
2 20-10 0 50 e q: 2 =9 49 26 49 10 18 -8 44 35 44 3 19 %= [} 15 i 2 14 -6 194 208 10
4 20-10 59 20 58 321 -9 (o] 17 1 12 18 -8 0 25 1 317 -7 119 115 23 4 14 -6 104 88 19
6 20-10 g2 8 71 5 21 =9 65 12 64 020 -8 42 34 41 S L7 =g 117 86 117 6 14 -6 148 141 15
1 1 -9 394 334 3 0 0 -8 343 317 7 2 20 -8 30 15 30 i 2?2 B8 65 17 8 14 -6 0 39 1
3 7l =9 62 62 20 4 0 -8 336 345 7 4 20 -8 41 41 40 9 99 =7 Q 45 1 10 14 -6 30 41 29
5 i =0 274 222 4 8 0 -8 115 84 25 6 20 -8 18 24 17 11 1 =i [*] 34 1 12 14 -6 0 34 1
7 1-9 127 114 13 12 0 -8 117 101 51 8 20 -8 0 21 1 13 17 =7 19 28 18 14 14 -6 56 18 55
9 1-9 132 114 i3 16 0 -8 0 15 1 222 -8 73 19 72 1 19°=7 [+ 21 1 16 14 -6 0 13 i
11 -9 117 124 11 20 0 -8 0 20 i 4 22 -8 26 38 25 3 0= o] 50 i1 2 16 -6 69 87 68
13 iL =g 35! 33 34 2 2-8 123 114 6 1 1-=7 294 291 3 5. 19 =7 92 100 79 4 16 -6 o] 96 14
15 [k =g 0 25 1 4 2 -8 134 137 6 3 1 -7 541 478 7 19 =7 43 18 43 6 16 -6 130 126 17
1 7 =9 37 18 36 6 2 -8 89 99 13 5 1 -7 204 260 4 9 29=7 o 16 1 8 16 -6 46 59 46
19 -1 -9 0 8 1 8 2 -8 144 153 11 Y Gl =7 224 202 6 11 19#=7 Q 44 1 10 16 -6 122 94 25
1 3 -9 180 183 5 10 2 -8 214 217 8 9 1 -7 226 220 4 12 S o} 27 1 12 16 -6 0 34: 1
3 3=9 96 101 8 12 2 -8 34 57 34 11 1 =7 309 312 5 321 =% 86 71 49 14 16 -6 0 27 1
5 3 =9 98 80 10 14 2 -8 54 52 53 13 1 -7 186 190 7 Se218 =i 46 38 46 0 18 -6 62 34 61
T 3=9 121 421 9 16 2 -8 34 26 34 15 1 <7 23 23 22 a 21 =1 0 8 1 2 18 -6 87 107 50
9 3 -9 207 196 9 18 2 -8 o] i3] i 17 1 =T 0 22 1 9 21 -7 52 58857 4 18 -6 0 57 1
3429 64 61 35 20 2 -8 42 14 41 19 R o 33 32 33 1 :23 .= 0 19 I 6 18 -6 75 83 74
13 73 =9 62 54 61 0 4 -8 412 339 5 21 il — 0 21 1 3. (23,07 o] 13 1 8 18 -6 0 18 1
15 3 -9 0 39 1 2 4 -8 169 121 6 1 3 -7 420 415 4 2 0F=g 1513 B2 7 10 18 -6 0 28 1
g 3 =9 58 18 57 4 4 -8 235 204 7 3 3=T7 570 560 8 6 0 -6 185 186 9 12 18 -6 0 43 1
19 :3:=9 0 12 1 6 4 -8 308 318 7 5 3 -7 2711 225 7 10 0 -6 201 210 8 14 18 -6 34 128 33
i 5-9 257 262 4 8 428 @22 132 22 7 3i=7 416 122 11 14 0 -6 138 134 15 2 20 -6 19 25 78
3 5 -9 167 186 6 10 4 -8 60 56 50 9 3=y M43 52 10 18 0 -6 0 26 1 4 20 -6 107 106 107
5 5=9 Aild 144 27 12 4 -8 0 21 1 11 3 «=F 110 85 11 0 2 -6 367 310 4 6 20 -6 68 73 €7
7 5 =9 97 108 22 14 4 -8 86 100 32 13 3 -7 122 118 16 2 2 -6 524 514 4 8 20 -6 0 22 1
9 5.=9 92 101 16 16 4 -8 41 29 41 S 0 24 1 4 2 -6 922 940 8 10 20 -6 50 51 49
11 5 -9 64 70 25 18 4 -8 53 18 53 T 23 = 0 15 1 6 2 -6 170 181 6 0 22 -6 0 24 1
3 25 =0 0 40 1 20 4 -8 44 22 43 19 ’3 7 45 32 44 8 2 -6 110 144 14 2 22 -6 0 25 1
15 5 :=0: 0 11 o5 2 6 -8 157 160 =] 21 3= 0 7 i 10 2 -6 226 218 5 4 22 -6 73 44 73
175559, 0 34 1 4 € -8 239 264 6 L 5 05 91 “Idg 4 12 2 -6 532 537 8 6 22 -6 0 21 1
19 .5 =9 [ iLs] 1 6 6 -8 148 127 6 3 5e=F 495 527 11 14 2 -6 172 173 8 8 22 -6 48 20 47
1 7 -9 214 183 5 8 6 -8 188 183 10 5 57 292 255 7 16 2 -6 91 80 21 1 1 -5 506 460 4
3 “7=9 135 150 8 10 6 -8 132 146 10 7 5 -7 140 180 15 18 2 -6 35 23 35 3 1-5 857 830 12
5 7 =0 76 98 33 12 6 -8 64 47 31 9 .5 =T 43 53 42 20 2 -6 0 22 1 5 1 -51023 1007 11
77 -9 79 85 34 14 6 -8 0 31 1 1 ,5le=i7 195 190 7 2 4 -6 318 290 8 7 1-5 276 234 )
9 7 -9 114 102 11 16 6 -8 0 15 X 13 5 -7 140 132 10 4 4 -6 588 595 12 9 1-5 105 98 9
11 7 -9 108 87 13 18 6 -8 0 25 1 15 5 =T 0 70 1 6 4 -6 615 613 13 11 1 -5 373 368 3.
13 7 -9 47 17 47 0 8 -8 94 132 23 17 .5 =7 62 45 61 8 4 -6 341 330 il 13 1 -5 204 220 7
15 7 -9 67 10 38 2 8 -8 193 200 7 19 5 -7 0 14 1 10 4 -6 457 497 10 15 1 -5 58 49 51
17 7 -9 0 21 1 4 8 -8B Q 51 E 1 7 -7 450 514 7k 12 4 -6 153 149 9 37 s =5 0 7 1,
19 7 -9 S 22 57 6 8 -8 175 180 10 3 7 -7 286 291 6 14 4 -6 0 79 Bls 19 1. =5 0 7 1
1 9 -9 162 166 11 8 8 -8 51 41 50 5 7 -7 207 206 7 16 4 -6 0 50 1 21 1, =5 47 23 147
3 9 -9 276 266 11 10 8 -8 72 91 53 7 7 -7 105 164 56 18 4 -6 38 23 37 1 3 -5 157 145 4
5 9 -9 154 138 16 12 8 -8 0 36 1 9 77 9% 174 8 20 4 -6 30 17 30 3 3 -5 343 327 4
7 9 -9 116 114 16 14 8 -8 14 7 14 11 7 =7 110 118 17 0 6 -6 0 74 1 5 3 -5 469 448 8
9 979 0 35 i 16 8 -8 55 23 55 13 7 =7 4] 39 1 2 6 -6 71 79 41 7 3 -5 475 460 11
10 =0 o} 12 1 18 8 -8 0 21 1 JU I T 0 60 1 4 6 -6 289 311 10 9 3 -5 287 298 6
13 95=9 4] 26 i 210 -8 100 104 17 17 7 -=F 56 28 56 6 6 -6 244 218 8 11 3 -5 302 313 4
15 9 -9 18 22 17 4 10 -8 183 187 10 HEC 56 221 hh 8 6 -6 344 346 5 13 3 -5 294 291 10
17 959 0 22 il 6 10 -8 210 198 9 I 9 =1 92 103 16 10 6 -6 318 337 12 15 3 =5 41 38 40
111 -9 o 65 i 8 10 -8 143 151 13 3 Q=7 0 48 i 12 o -6 99 121 18 17 3 -5 0 19 s
311 -9 168 153 12 10 10 -8 [¢] 25 1 5 9 -7 151 132 11 14 6 -6 128 132 14 19 3 -5 0 59 1
511 -9 209 207 11 12 10 -8 75 58 175 7 9 -7 224 238 9 16 6 -6 0 35 1 21 3 =5, 0 25 1
711 -9 70 51 64 14 10 -8 74 22 T4 9 9 -7 229 262 9 18 6 -6 56 58 56 1 5 -5 439 470 5
95 11 ¢=9 o 19 1 16 10 -8 0 28 1 1 9 -7 0 22 1 20 & -¢ 13 11 a3 3 5 -5 928 919 8
1 11 -9 73 52 44 18 10 -8 0 4 1 13 9 -7 0 26 1 2 8 -6 127 124 9 5 5 -5 833 877 8
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Anexo Espectroscopico

Table 10. Observed and calculated structure factors for pchcl7a page 3
h k 1 10Fo 10Fc 10s h k 1 10Fo 10Fc 10s h k 1 10Fo 10fc 10s h k 1 10Fo 10Fc 10s h k 1 10Fo 10Fc 10s
7 5 -5 343 366 4 6 2 -4 541 562 8 2 20 -4 Q 31 1 1. 15 =3; a78 272 1 6 10 =2 311 203 6
9 5 -5 289 295 6 8 2 -4 241 261 3 4 20 -4 0 34 T 315 -3 84 68 32 8 10 -2 178 169 9
11 S#=B .IHI J5q 6 10 2 -4 142 138 16 6 20 -4 8 51 718 S5¢ 15 =3 96 121 39 10 10 -2 88 84 20
13" 5 4=5. 1292 216 T 12 2 -4 187 180 9 8 20 -4 0 28 1 7. 15 =3 0 122 1 12 10 =2 0 94 1
15 5 .=5¢ tll6 133 39 14 2 -4 154 141 8 10 20 -4 0 13 1 9 15 -3 41 29 40 14 10 -2 0 88 il
Ik .5 =5 56 62 56 16 2 -4 90 92 19 12 20 -4 0 34 1 11 15 -3 64 44 63 16 10 -2 0 16 1
19 5 =5 0 18 s 18 2 -4 0 21 1 2 22 4 0 35 1 13 15 =3 26 15 26 18 10 -2 90 14 36
2L 5 :=b 46 19 46 20 2 -4 43 11 42 4 22 -4 0 51, 3 15: 15 =3 0 19 1 20 10 -2 31 11 30
s A7LS5T LS 550 8 220 2 =4 0 18 1 6 22 -4 0 19 L 17 15 -3 51 IS 1 2 12 =2 216 219 3
3 7 -5 197 218 6 0 4 -4 B69 886 7 B 22 -4 0 29 1 117 -3 Q 69 1 4 12 =2 325 297 6
5 7 -5 143 138 8 2 4 -4 631 657 7 0 24 -4 ] 50 it 317 =3 0 27 i 6 12 -2 167 157 34
7 7 -5 204 225 16 4 4 -4 226 252 © 2 24 -4 43 25 43 5% 1 =3 76 65 76 8 12 -2 194 193 16
9 7 -5 293 283 8 6 4 -4 723 777 (3 4 24 -4 0 21 i 1 =3 0 35 L 10 12 =2 66 17 65
11 7 -5 283 217 7 8 4 -4 185 183 8 1, @ +=3: 1945 2039 14 9 1% =3 45 53 45 12: 12 —2 1 35 2
13 7 -5 104 104 25 10 4 -4 475 470 4 3 1 -3 1118 1181 13 i 19 =3 0 42 1 14 12 -2 0 9 1
15 7 -5 148 146 39 12 4 -4 204 202 7 5 1 -3 364 334 4 3% 1k =3 0 37 1. 16 12 =2 0 26 1
1% 2 =5 0 52 1 14 4 -4 197 199 8 A 1 =3 380 371 2 (5T =3 o 25 1 18 12z -2 0 ] 1
19 71 =5 o 37 1 16 4 -4 0 55 1 9 1 -3 182 182 ¢ 1, 119 =3 24 31 23 014 -2 266 246 11
1 9 -5 409 437 4 8 4 -4 61 15 61 13 4 =3 93 81 12 i 0 33 1 214 -2 165 160 15
3 9 -5 161 151 42 20 4 -4 45 51 45 13 1 -3 102 86 49 519 -3 92 76 34 4 14 -2 139 138 13
5 9 -5 0 43 ik 2 6 -4 394 407 6 15; M =3 66 58 24 #4719 =3 0 26 il 6 14 -2 135 140 14
7 9 -5 210 207 10 4 6 -4 89 72 10 17 .1 +=3 32 36 1 9 19 -3 45 28 44 8 14 -2 0 56 at
9 9 -5 188 197 25 6 6 -4 300 336 - 19 il =3 41 34 41 43¢ 19 :=3 v 22 20 10 14 -2 63 65 62
1l 8 .-5 8 60 37 8 6 -4 166 152 7 21. 1 =3 0 26 1 13 19 =3 0 16 il 12 14 -2 74 48 74
13 9 -5 47 35 47 10 6 -4 414 426 5 1 3-3 789 771 6 1. 2 =3 62 9 6l 14 14 -2 38 32 38
15 0 =5 98 103 28 12 6 -4 112 106 17 3 3 -3 757 740 5 3 240 =3 22 33 22 16 14 -2 41 18 40
17 49 =5 90 70 36 14 6 -4 141 122 42 5 3 -3 880 899 14 521 -3 71 30 71 18 14 -2 0 29 1
19 9§ -5 30 15 29 16 6 -4 79 B0 79 7 3 -3 404 389 5 5 2045=1 78 42 59 2 16 =2 103 132 38
111 -5 318 322 11 18 6 -4 61 52 61 9 3 -3 220 200 4 9: 21 =3 42 27 42 4 16 -2 133 123 15
3 11 -5 208 209 7 20 6 -4 a9 21 49 11 3 =3 87 100 16 il 2400 =3 55 10 55 6 16 -2 123 a27 27
511 -5 30 1le 29 0 8 -4 585 599 8 13 3 -3 124 123 23 1. 23 =3 0 17 1 8 16 -2 0 82 1
T; 11 =5 @190 217 10 2 8 -4 476 525 4 150 3 =3 81 91 31 3123 =3 72 58 71 10 16 -2 56 11 56
9 11 -5 268 285 9 4 8 -4 53 73 28 17: 3 =3, 37 33 36 5: 23 =3 68 35 68 12 16 -2 0 36 1
i1 11 -5 0 49 1 6 8 -4 96 101 41 19 33 0= 30 1 i 23 =3 ) 2 1 14 16 -2 62 45 61
137 B =5 0 49 1 8 8 -4 137 118 11 21 @ .8 0 29 1 2 0 -2 1775 1860 25 16 16 -2 0 28 1
1511 -5 70 40 70 10 8 -4 105 104 16 1. 5°=3: 332 8329 2 6 0 -2 866 994 15 ¢ 18 -2 0 63 1
ST N [ 73 78 72 12 8 -4 122 94 18 3 5 -3 990 972 7 10 0 -2 190 177 14 218 -2 82 80 49
19 11 -5 0 14 1 14 8 -4 159 158 22 S 5 -3 510 507 5 14 0 -2 167 168 16 418 -2 0 17 1
113 -5 222 220 9 16 8 -4 73 53 72 ¥ 5 =3 0 74 1 18: 0 =2 0 38 1 6 18 -2 48 82 48
313 -5 111 112 16 8 8 -4 55 59 54 9 5 -3 345 361 5 22 0 -2 0 15 1 8 18 -2 37 26 37
5 13 =5 0 45 ol 20 8 -4 0 6 i 11, .5 =3 17 82 31 0 2 -2 2282 2179 5 10 18 -2 32 42 31
7 13 -5 254 286 20 2 10 -4 285 277 5: 431 5 =3 41 56 40 2: 12 =2 #2555 2533 T 12 18 =2 75 29 74
9 13 -5 182 187 37 410 -4 146 133 9 15 5 -3 43 60 43 4 2 -2 690 697 4 14 18 -2 0 17 1
11 13 =5 0 40 1 6 10 -4 213 196 ) 17 5 =3 0 27 1 6 2 -2 297 339 3 2 20 -2 13 21 13
13 13 -5 0 24 1 8 10 -4 453 440 S5 19 53 0 33 1 8 2 -2 298 291 8 420 -2 Q 62 1
15 13 -5 35 35 35 10 10 -4 72 95 43 21: 5:=3 76 4 76 10 2 -2 250 233 i} 6 20 -2 0 26 i
17 13 -5 0 52 1 12 10 -4 0 106 1 1 7 -3 238 233 ¢ 12: 2 =2 67 68 34 8 20 -2 81 66 47
i 15 =5 84 65 25 14 10 -4 52 34 52 3. 1 =3: 310 329 5 14 2 =2 99 103 34 10 20 -2 0 35 1
315 -5 182 174 11 16 10 -4 0 87 il 5 7 -3 490 509 9 16 2 =2 0 58 1 12 20 -2 13 6 12
515 -5 127 134 40 18 10 -4 0 13  a 7 7 =3 412 391 5 18 2 -2 84 85 46 0. 22 =2 0 41 ik
7 15 -5 164 173 15 20 10 -4 39 13 39 9 7 -3 145 129 26 20 2 -2 35 22 35 28 22 =7 0 26 1
915 -5 53 44 52 012 -4 434 417 8 1 7-3 79 81 22 22 2 -2 0 4 1 422 -2 0 17 1
11, 15 =5 45 54 44 212 -4 13 96 72 13 73 134 129 22 2 4 -2 1209 1201 9 6 22 =2 0 =) 1
13 15 -5 0 41 1 412 4 34 44 33 157 % =3 127 136 - 20 4 4 -2 82 78 8 8 22 =2 0 18 1
15 15 -5 0 31 ik 6 12 -4 198 217 9 1g=ig =q 0 30 1 6 4 -2 353 355 4 10 22 -2 0 22 at
17 15 -5 0 43 1 8 12 -4 120 102 26 198 7 =3+ 9 10 8 4 -2 518 502 [ 224 -2 45 24 44
I =5 40 47 40 10 12 -4 98 114 22 2% 1 =3 0 13 1 10 4 -2 159 152 35 4 24 -2 36 28 35
317 -5 87 90 28 12 12 -4 0 59 1. 1 9 -3 532 538 23 12 4 -2 0. 79 14 6 24 -2 0 26 1
517 -5 109 135 36 14 12 -4 37 29, 37 3 19 =3¢ 371 388 5 14 4 -2 91, 89 24 1. 4 =1 4202 1178 5
T LT =5 85 105 63 16 12 -4 34 23 34 5 9 -3 296 283 6 16 4 -2 51 34 50 3 1 -11795 1811 11
917 -5 96 50 95 18 12 ~4 0 35 1 %9 «=3% 273 87 23 18 4 -2 59 14 58 5 1-1 902 898 8
11 17 =5 68 70 €8 2 14 -4 104 111 26 9: 9.3 96 88 37 20 4 -2 0 6 1 7 1 -1 627 624 5
13 17 -5 57 24 57 4 14 -4 240 232 8 &, 9 =3 33 22 37 22 4 -2 0 18 1 9 1-1 287 300 4
1568 17: =5 0 33 1 6 14 -4 165 147 11 13 9 =3 82 118 28 0 6 -2 615 666 8 11, I =i 1T 59 22
119 -5 61 42 60 8 14 -4 217 221 11 150 9 =3 0 67 1l 2 6 -2 1310 1294 T 13 1 -1 143 122 9
3 19 -5 0 22z 1 10 14 -4 o 3! ik 13: 9 =3 62 35 61 4 6 -2 1051 1043 0 15 1 -1 150 122 10
519 -5 0 105 1 12 14 -4 0 37 1 19 9 -3 51 21 5 6 6 -2 430 398 5 17 X =1 41 44 41
7119 =5 0 6 1 14 14 -4 0 41 1 1 11 =3~ 211 205 9 8 6 -2 139 139 8 19 C1 =1 68 21 47
9 19 -5 0 22 1 16 14 -4 0 37 1 3¢ 11 =3 47 52 47 10 6 -2 148 155 9 21= 4 =1 0 21 il
1. 19 =5 0 24 1 18 14 -4 0 32 1 5 11 =3 0 45 1 12 6 -2 240 230 7 1 3 -1 2116 2054 16
13: 19 =5 0 44 3 0 16 -4 0 59 1. 711 -3 161 170 10 14 6 -2 124 125 52 3 3 -1 447 439 4
121 -5 36 12 36 216 -4 107 113 19 9 11 -3 166 178 11 16 6 -2 76 63 33 5 3-1 378 378 5
3 21 =5 92 79 57 4 16 -4 63 84 62 e 41 =3 E378 138 15 18 6 -2 45 26 45 7 3 -1 796 812 14
5 21 =5 0 34 1 6 16 -4 138 117 25 13 11 -3 0 34 1 20 6 -2 40 29 40 9 3 -1 518 513 i
23 =5 0 7 1 8 16 -4 67 39 67 15 11 -3 14 10 13 2 8 -2 499 492 6 11 3 -1 119 103 16
9: 21 =5 66 33 66 10 16 -4 0 1 1 17 11 -3 o] 29 i} 4 8 -2 437 419 3 130 3 =1 11 76 45
1. 23 =5 0 29 3 12 16 -4 0 36 at 19 441 =3 [} 26 4; 6 8 -2 130 119 9 6y 13 =l @02 g 22
323 -5 0 45 1 14 16 -4 0 44 1 113 -3 185 194 10 8 8 -2 212 213 6 17 3 =1 94 107 50
5 23 =5 30 33 30 16 16 -4 0 9 1 3513 =3 80 70 80 10 8 -2 246 241 T 9197 13 =1 34 36 34
0 0 -4 464 441 9 218 -4 63 48 63 513 -3 149 125 11 12 8 -2 165 166 12 21, 3 =1 0 26 1
4 0 -4 1352 1398 17 4 18 -4 86 718 32 7 13 -3 264 264 8 14 8 -2 0 20 1 1 5 -1 13051376 6
8 0 -4 257 257 6 6 18 -4 48 54 45 9: 13 =3 87 89 86 16 8 -2 0 42 . 3 5 -1 476 550 10
12 0 -4 452 429 6 8 18 -4 0 32 1 11 13 -3 0 29 1 18 8 -2 0 9 1 5 5 -1 604 &80 11
16 0 -4 0 25 e 10 18 -4 64 45 63 13 13 =3 62 43 62 20 8 -2 27 355 IR 7 5-1 296 315 10
20 0 -4 67 56 66 12 18 -4 7730 76 15 13 -3 48 24 47 0 10 -2 479 420 7 9 5-1 172 176 1
2 2 -4 721 656 10 14 18 -4 47 29 46 19 13 *=3 42 11 41 2 10 -2 293 301 5 11 5 -1 136 141 10
4 2 -4 655 782 7 0 20 -4 ¢ 12 1 1:9: 13 =3 ] 6 1 4 10 -2 78 61 38 130 5 = 80 48 80
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Anexo 3: R-X de exo,exo0-105

Table 10. Observed and calculated structure factors for pchclia Page 4
h k 1 10Fo 10Fc 10s h k 1 10Fc 10Fc 10s h k 1 10Fo 10Fc 10s h k 1 10Fo 10Fc 10s h k 1 10Fo 10Fc 10s
16 B 0 67 1 6 2 0 229 168 13 14 18 0 28 11 28 11 13 1 115 105 24 6 10 2 308 293 5
17 501 0 22 1 8 2 0 511 457 10 020 0 91 126 90 1313 1 76 57 40 8 10 2 177 169 9
19 5 -1 0 13 1 10 2 0 161 158 7 220 O 37 23 37 15 13: 1 0 29 1 10 10 2 92 84 75
21 5-1 48 29 47 12 2 0 80 83 80 420 0 59 24 58 17 23 1 0 25 1 12 10 2 0 94 1
T 7% 853 871 6 14 2 0 189 182 11 6 20 0 98 82 43 1913 1 53 15 53 14 10 2 87 88 87
3 7 -11277 1321 8 16 2 0 101 105 21 820 0 0 82 1 115 1 101 117 18 16 10 2 0 16 1
5 7 -1 538 515 5 8 2 0 0 18 s 10 20 © 41 34 41 315 1 296 291 7 18 10 2 47 14 46
T F =T 97 92 11 20 2 O 57 17 57 12 20 0 67 32 66 515 1 229 226 10 20 10 2 60 11 60
9 7-1 153 163 9 22 2 0 0 34 1 222 0 48 46 47 715 1 185 173 27 212 2 215 219 [
11 7 =1 303 317 7 0 4 0 2075 2224 6 422 0 48 T 48 9 45 80 97 80 4 12 2 329 297 6
13 7 -1 101 83 18 2 4 0 3623 3581 5 622 0 46 25 46 1E 158 4 o 70 1 6 12 2 166 157 31
15 7 -1 102 124 102 4 4 0 1041 1269 10 8 22 0 114 101 32 13 Q5= i 37 19 36 8 12 2 196 193 12
17 7 -1 Q 57 1 6 4 0 420 448 11 10 22 0 51 20 51 50 55 . 64 40 64 10 12 2 64 17 63
19 7 -1 49 50 48 8 4 0 365 355 4 024 0 140 85 37 17 45 0 5 1 1212 2 56 35 56
21 7 -1 0 41 1 10 4 0 400 401 5 224 0 45 16 45 117 1 200 201 16 14 12 2 62 9 62
1 9 -1 139 146 10 12 4 0 0 64 1 424 0 o 17 1 3 1t 1 0 30 1 16 12 2 0 26 1
3 9 -1 929 923 9 14 4 0 216 199 14 6 24 0 51 13 51 5 47" L 72 46 72 18 12 2 22 13, 21
5 9 -1 132 129 9 16 4 0 8% 110 47 1 1 1 1202 1177 3 717 1 135 138 17 014 2 274 246 11
7 9 -1 325 326 5 18 4 0 38 35 38 3 1 1 1800 1811 6 917 1 0 23 1 214 2 173 160 12
9 9 -1 187 179 8 20 4 0 "] 25 1 5 1 1 905 898 ] i 7 A B 47 26 46 4 14 2 147 138 16
1k 9 =0 70 62 69 22 4 O 0 217 1 7 1 1 628 624 8 13 a7 L 59 58 59 6 14 2 138 140 14
13 9 -1 241 230 9 2 6 0 1253 1267 19 9 1 1 281 300 7 017 J 70 13 69 8 14 2 74 56 36
15 9-1 45 56 145 4 6 0 72 86 11 11 1, 1 74 59 25 119 1 66 52 65 10 14 2 0 65 1
17 9 =1 0 14 i 6 6 0 1280 1294 8 13 i 1 139 122 18 3 511G s 0 45 1 12 14 2 0 48 e
19 9-1 69 32 69 8 6 0 168 154 6 15 1 1 105 122 104 519 1 59 65 59 14 14 2 36 32 35
21 9 -1 63 28 62 10 6 0 74 82 18 17 1 1 0 44 1 7 19 1 83 94 77 16 14 2 0 18 1
111 -1 230 233 6 12 6 0 0 78 1 19 1, T 0 21 1 919 1 0 79 1 18 14 2 0 29 1
311 -1 440 442 11 14 6 0 89 133 88 21 1. 1 0 21 1 11 49 2 0o 20 1 216 2 113 132 32
5 11 -1 488 497 5. le 6 0O o 48 I 1 37 4 2125 :2055 4 13 19: 1 0 22 :4 4 16 2 137 123 14
7 i, =1 295 268 il 8 6 0 0 28 1 3 3 1 453 439 3 121 1 0 64 1 616 2 116 127 19
9 1 =1 88 74 20 20 6 0 51 42 50 5 3 1 379 378 4 c [0 0 6 a 8 16 2 69 82 68
1L 1L =1 0 41 1 22 6 0 0 43 1 7 3 1 802 812 13 521 1 0 28 1 1016 2 58 11 57
13 1, =1 72 55 34 0O 8 0 700 711 6 9 3 1 519 513 5 721 1 74 69 74 12 160 2 51 36 50
1511 -1 30 18 29 2 8 0 190 208 5 11 3 1 110 103 26 921 1 0 54 1 14 16 2 0 45 1
17 11 =1 0 2 1 4 8 0 455 465 9 13 3 & 70 76 35 2k 1 0o 18 1 16 16 2 0 28 ]
19 1L =1 0 22 1 6 8 0 717 649 9 A% 3 1 96 113 27 123 1 0 49 g 018 2 0 63 1
123 =1 124 121 41 8 8 0 265 279 5 17 3¢ 1 90 107 38 323 1 0 17 1 218 2 89 80 51
318 =1 1058 et 1A 10 8 0 256 229 10 19 3 1 0 36 il 5 23 T 74 13 73 418 2 55 17 54
513 -1 373 389. 7 12 8 0 140 144 13 208 3 A 38 26 38 723 1 0 36 1 618 2 70 82 70
7 13 -1 102 123 22 14 8 0 102 111 35 1 5 1 1312 1376 9 16 258 o1 0 30 1 818 2 0 26 1
913 -1 114 136 52 6 8 0 39 13 39 3 5 1 486 550 6 0 2 22264 2179 5 10 18 2 39 42 38
11 13 -1 101 105 36 18 8 0 o 41 1 5 5 1 613 680 13 2 2 2 2566 2533 5 12 18 2 37 29 36
1313 -1 66 57 65 20 8 0 19 9 19 7 5 1 303 315 5 4 2 2 693 697 8 14 18 2 0 17 1
15 13 =1 37 29, 31 210 0 785 745 20 9 5 1 76 176 «d€1 6 2 2 302 339 5 220 2 25 21 24
17 .13 =T 0 25 1 4 10 0 1178 1232 9 11 5 1 122 141 11 8 2 2 298 291 6 420 2 66 62 65
19 13 =1 0 15 1 6 10 0 164 168 9 13 5¢ 1 70 48 44 10 2 2 252 233 8 620 2 0 26 1
115 -1 123 116 29 8 10 0 214 196 10 15 5 1 0 67 1 12 28 2 87 68 23 8 20 2 0 66 1
315 -1 290 291 16 1010 0 86 31 20 17 5 1 32 22 31 14 2 2 0 103 1 1020 2 33 35 33
515 -1 224 226 10 12 10 0 131 136 16 49 5 1 81 13 80 16 2 2 0 58 1 12 2% 2 0 6 1
715 -1 177 173 11 14 10 0 0 38 1 21 5 1 48 29 47 8 2 2 65 85 64 022 2 56 41 55
9 15 =1 115 97 4 16 10 0 o 33 1 1 7 1 855 871 6 20 2 2 a1 22 47 222 2 54 26 54
19 215 = 66 70 65 18 1 0 69 11 e8 3 P 1 1291 1321 5 IR F D 0 4 i 4 22 2 0 17 1
13 15 -1 o 19 1 2010 0 59 57 59 5 7 1 550 515 6 2 4 21224 1201 22 622 2 0 5 1
15 15 =1 0 40 1 012 0 182 182 10 T g A 96 92 1t 4 4 2 76 78 15 8 22" 2 o] 18 L
17 45! =1 0 5 1 212 0 0 95 i 9 7 1 154 162 9 6 4 2 359 355 4 10 22 2 0o 22 1
117 -1 202 201 11 4 12 0 225 218 7 11 7 1- 321 317 10 8 4 2 528 502 S 224 2 o] 24 I8
317 -1 46 30 45 6 12 0 423 456 14 3 7 1 76 83 39 10 4 2 168 152 7 424 2 0 28 1
5 AT -1 0 46 1 812 0 56 19 56 o ST A« 98 124 98 12 4 2 79 79 78 6 24 2 [} 26 i1
7 17 -1 136 138 16 10 12 0 134 140 66 i7 9 12 0 57 1 14 4 2 66 89 53 1 3 3 79 771 7
9 17 <1 50 23 49 12 12 0 164 154 12 i I A 0 50 14 16 4 2 39 34 39 3 3 3 Y66 739 5
11 17 =1 0 26 1 1412 0 68 32 68 24 g 38 41 37 18 4 2 0 14 1 5 3 3 877 900 10
13 457 =1 71 58 71 16 12° 0 69 2 69 1 9 1 144 146 6 20 4 2 58 6 57 7 3 3 407 388 5
15 17 -1 0 13 1 18 12 0 0 3 1 3 9 1 931 923 16 22 4 2 58 18 57 9 3 3 222 200 8
1 519, =1 0 52: i1 214 0 257 263 7 5 9 1. 136 128 9 0 6 2 620 666 7 11 3 3 6% 100 68
319 -1 71 45 71 4 14 0 378 344 7 9 4 13729 396 4 2 6 2 1331 1294 15 13 3¢ 3 435 123 A7
5 195 0 65 1 614 0 109 128 17 9 9 1 192 179 10 4 6 2 1066 1043 22 15 i3« 3 0o 9 1
7 0 =1 109 94 26 814 0 0 110 il 12 9 1 59 62 40 6 6 2 431 397 13 3. 3 3 0 33 1
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Anexo Espectroscopico
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Anexo 3: R-X de exo,exo0-105
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