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ABSTRACT | |

Crystals of.Co(C2H8N2)361(C4H406)-5H20 are triclinic, space-group
 P1; a = 8.261(3) R, b = 8.507(3) R, c = 8.149(3) R, o = 101.20(1), B =
95.27(1), vy = 102.31(1)°, Z = 1. The structure and abso]ufe configuratibn,
A for (+)—Co(en)3, were determined with 7688 obéerved reflections
(MoK radiation) refined to R = 0.022. A1l hydrogen atom positions
were refined. These data and 3198 reflections measured with CuKa
radiation (R = 0.029) were used to determine anomalous scattering terms.

At MoKa, f''(Co) = 0.962(10); f''(C1) = 0.155(10). At CuKa, f', f''(Co) =
-2.36(2), 3.92(2); f', f''(C1) = 0.23(2), 0.72(2) electrons.
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equipped with a graphite monochromator and Mo radiation (A = 0.70926 R
for Ka1).v Cell dimensions‘were derived by least-squares from the
setting angles of 12 reflections (50° < 28 < 55°). Diffraction
intensities were measured by the 6-26:scén technique at 1° min'] for
20, for all reflections in the full sphere up to 26 = 65° or d = 0.66 &.
The scan width’was 1.2° in 20 plus the aq =0y splitting. Background was
counted for 4 s at 0.5° past each end of the scan. = Three reflections
(600, 060, and 006) checked at intervals of 200 measurements indicated
a uniform decrease in intensity of about 10% during 2.5 weeks_of dqta ‘
collection, and each measurement was adjusted accordjng]y; An absorption
correction (u = 10.1 cm']) was made using the program HORSE (Hamilton,
1969) that approximates the crystal as an array of points (480 invthis
case). The extreme correction factors were 1.15 and 1.22. Before the -
final refinement each structure factor was.multiplied by 1.0 + 1.8 x
10'7 I, an empiricallcorrection for extinction which was 1.18 for the
strongest reflectioh, T]]; I is the uncorrected observed intensity.
For 188 reffections the intensity was less than o estimatéd from
counting statistics, and these were given zero weight in the sfructure

refinement. The'remaining 7688 reflections, including both members

[6(F)17%; o(F) was

of each Bijvoet pair, were assigned weights w

derived from

- 57+ (pF)71'/°

where 52 is the variance due to countfng stétistics and p = 0.03.
Another crystal, 0.102 x 0.084 x 0;110 mm in Size, was used to

measure diffraction intensities with CuKo radiation. The technique
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Werner (1912) demonstrated the opticai activity and octahedral nature
of complexes of cobalt and ethylenediamihe.by using the crystallization
of (+)-tartrate salts to separate the enantiomers. One of the salts he
isolated was (+)-tris(ethylenediamine)cobalt(III) chloride (+)-tartrate
pentahydrate. We first became interested in this,materia]IWhen.it was
the subject of an experiment devised by McClain (1972) for the elementary
chemistry laboratory course at Berkeley. We determined tHe crystal
structure because lack of knowledge of it was an embarrassment in
explanations to students. Later we realized that this salt is suitable
for measuring anomalous scattering effects of cobalt and chlorine by a
method described by Templeton and Templeton (1978).
| In this paper we report the crystal structure and some measurements
of scattering of MoKo and CuKo radiation. This study provides a found-
ation fok some simi]ar experiments with synchrotron radiation near the

Co K absorption edge which will be described elsewhere.

EXPERIMENTAL

Crystals provided by Professor McClain had been prepared by air
oxidation of an aqueous solution of ethylenediamine, HC1, and CoSO4
in the presence of activated charcoal, followed by reaction with solid
barium tartrdfe on a steam bath, concentratioh by boiling, and then
cooling. Recfysta11ization from water yielded excellent orange-brown
crystals for diffraction study. A crystal with dimensions 0.16 x 0.28 x

0.20 mm was used for measurements with a Picker FACS-I diffractometer
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chlorine and-ﬁhe,@grbon and nitrngen atoms of ethylenediamine from a
three-dimensional Patterson function.. An electron density;differenne
fanqpion phased with that partial structure revea]ed:the rest of the
nén:hydnqgen atoms. - The absolute configuration was adjusted to
correspond to the known configuration of the (+)-tartrate ion. After
leasthQuares,refinement_with anisotropié thermai parameters an
‘electron density difference function revealed the positions of all .
of the hydrogen atoms. The finé1'fu1] matrix refinement with isotropic
thermal parameters fqr_hydrogen and_aniSotropic ones for all other
atoms (411 independent parameters) reduced .R [ZW(AF) /ZwlF |2]]/21.
to 0.024; the conventional R = ZlAF]/ZIF | was. 0. 022 for ‘the 7688
reflections given weight, and 0.024 for all 7876 reflections. .The
resulting atomic coordinates arenlisted in Table 1.* The largest
shift of any parameter in the last cycle was 7% of its standard. .
Hdeyiatiqn. The standard deviation of an observation of unit weight
was 1.039.

- The atomic scattering factors of Stewart, Dav1dson and Simpson
(1965) were used for hydrogen and those of Doyle and Turner. (1968) for
the other,qtoms. The anoma]ous scattering factors reported by Cromer
and Liberman (1970) for MoKa; were used for Co, C1, 0, N, and C.

A refinement of the reverse configuration of the structure,

which gave Rw =‘0.063\and R = 0.049 for:the 7688 reflections, confirms

*Lists of strcture factors and thermal parametérsvnavé'been‘deposited
with the British Lending;Divisjon as  Supplementary Publication
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the absolute configuration and indicates how much effect f'' = 0.973
for Co has on the structure féctors.

A less exhaustive refinement of the CuKo data gavevR = 0.029 and
Rw = 0.032 for 3198 independent reflections (I > 3¢). The atomic
coordinates are generally in good agreement with those in Table 1, but
have standard deviations two or three times larger because of the

lower resolution of the Tess extensive data set.

DESCRIPTION OF THE STRUCTURE

Bond distances and bond angles ére listed in Tables 2 and 3. The
éorresponding bromide salt is isomorphous and has a similar atomic
arrangement according to Kushi, Kuramoto and Yoneda (1976), but numerical
coordinates were not published. -Pepinsky and Okaya (1956} also studied
the bromide, but gave no details. - The cation consists of a coba]f atom
complexed to three ethy1enediamine 1igands in the form of a left-handed
propeller as shown in Fig., 1. The absolute configuration, described as
A(+)589[Co(en)3566]3+ (IUPAC, 1970), is already well established by
several other studies by Saito, Nakatsu, Shiro and Kuroya (1955),
Nakatsu (1962), Iwata, Nakatsu and Saito (1969), and Witiak, Clardy
and Martin (1972). The dimensions of this complex have also been
measured by Duesler and Raymond (1971), Véal and Hodgson (1972), Whuler,
Brouty, Spinat and Herpin (1975), Brouty, Spinat, Whuler and Herpin
- (1976), and Haupt, Huber and Preut (1976). Our bond distances fell
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within the ranges_Tisted,in most of thevearlder reportsQIVOur.confidence
in their accuracyyié'enhaneed by the high degree.of COnsistency of.
~values for bonds which are chemically equivalent.

Chem1ca11y equ1va1ent bonds in the tartrate ion also have c]ose]y
equa] 1engths, and are in good agreement genera]]y with other stud1es
of tartrate and bitartrate salts (Bommel and B1Jovet 1958: Ambady and
Kartha, 1968; H1nazum1 and M1tsu1, 1972 Yadava and- Padmanabhan, 1973;
Perez, 1976 1977 Temp]eton and Temp]eton, 1978) The mo]ecular
conformation and atom1c number1ng scheme are shown in F1g 2. The
abso1ute'conf1gurat1on is the same as that first demonstrated fori
(+)-tartrate by Bijvoet, Peerdeman and Bomme (1951).*

The chloride ton is near one cobalt complex on'the‘péeudo three—fo1d
axisvof'the octahedron Fig. 3. Its six nearest_neighbors are‘hydrogen atoms
(attached to n1trogen or oxygen) at distances from 2.42 to 2.75 R
The correspond1ng C1-0 and Ci-N distances range from 3.18 to. 3 32 R and .
3. 24 to 3.45 ﬂ respect1ve1y (Table 4) and have geometry appropr1ate
for weak hydrogen bonds. A1l the other hydrogen atoms on nitrogen or
oxygen are 1oeated near lines to oxygen neighbors at N-0 distances, |
2.89 to 3.22 R or 0-0 distances 2.65 to 2.86 R (Table 4). 1In each
case the bond angles are appropriate for hydrogen bonding, but the

bonding:mnst_bé rather weak in the case of the longer N-0 distances.

. * -
While (v) tartrate is commonly designated as D-tartrate in the older
Titerature, it may be noted that the current practice in carbohydrate
chemistry (IUPAC, 1972) is to use L to describe this absolute con-
figuration. '



ANOMALQOUS SCATTERING

Anomalous scattering effects are npt especially large for this
crystal and MoKo radiation, but they are significant. We used the
molybdenum radiation data set to determine f'' for both Co and C1 by
the method of least squares (Templeton and Temp]éton, 1978). Both
can be determined because they contribute differently to different
reflections. Not all the f'' values can be determined, because it
is necessary to have a definition of zero phase angle. In the present
example, the considerable number of oxygen, nitrogen, carbon and
hydrogen atoms give that definition. We assume for them that the
rather small values of f'' calculated by Cromer and Liberman (1970) are
correct. In principle one could also determine f'' for some of the
light atoms, using just one element as a standard, but there are other
substances which seem more suitable for that objective.

A refinement with only a scale factor and f'' for Co and C1 as
variab]és, using the values determined above for all the other para-
meters, yielded values listed in Table 5, which are in excellent agree-
ment with those calculated by Cromer and Liberman (1970) for MoKa].
Another calculation, refining f'' of Co, a scale factor, and all
positional and thermal parameters of Co, C1 and six N atoms (except
xyz of Co) yielded f'' = 0.964 110.009 and trivial changes of other’
parameters; this calculation confirms that f'' is not much correlated
with other parameters. As a test of the variation of f'' with scattering

angle, a calculation with f'' defined as a linear function of 52 =

-2

(sinze)x yielded:
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2

4

0.02) - (0.02 + 0.08)s

1+

;f‘”(Cq)v
£''(C1)

(0.97 , MoKa

- (0.15 0.08)s2..

0.02) + (0.01

I+
H+

In this case the thermal parameters of‘Co and C1 were allowed to vary,
but they hardly changed. These results show no change with angle at
the accuracy of the experiment; we report them to set an Upper limit
on the effect.

It is evident in advance that f' will be more sensitive than f''
to chénéeé‘in scale factor or thermal parameters br to any.e?rors iﬁ
the experiment or thermal model which are correlated with diffraction
angle. 'However, as an experimént we made a calculation with scale -
factor'and f', f'', and thermal parameters for Co'and C1 as variables.
The results were f'(Co) = 0.20(2) and '(C1) = 0.06(2), surprisingly
close to the values 0.299 and 0.132 calculated by Cromer and Liberman
(1970); the estimated standak&"déviations, however, épbear to_be1
unrealistic, and we expect that systematic errors are bresent. The
values obtained for f'', 0.957(10) for Co and 0.156(10) for C1, are
nearly the same as before. Correlation coefficients betweeen each f'
:and the diagonal anisotropic thermal parameters of fhe éame atom
ranged from 0.66 to 0.74.

‘In-all of the above'éa]culatfons the R values were a1mosf identical,
as is to be expected in view of the small changes”fﬁ the scattering
factors which resulted.’ |

The boppef data set was refired with a scale factor and ariomalous
scattering terms for Co and C1 as variables. A1l coordinates and thermal

paramétEr§*were held at the values determined with the MoKa data set.
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Anoha]ous.scattering terms for C, 0, and N were taken from Cromer and
Liberman (1970). The results in Table 5 were obtained with R = 0.029
and Rw = 0.035. This value of Rw is not quite as good as that obtained
in the earlier refinement, but oné must note that it is achieved with
only 5 adjustable parameters rather than 411 of them. There is a
significant discrepancy with the value calculated by Cromer and Liberman
(1970) for f'' of Co; pending further investigation we ascribe it to
the effect called extended x-ray absorption fine structure ("EXAFS")
~ which is expected to occur at this photon energy which is only about
300 eV from the cobalt K edge. The theoretical value is calculated
for an isolated atom which is free of this effect.

A calculation to test the variation of f'' with angle for Co and
C1 yielded the values »
0.2)s%, Cuka

f''(Co) = (4.01 = 0.04) - (0.6 =
£1(C1) = (0.69  0.08) + (0.2 + 0.3)s°,
where s = A'1sine as before. In this refinement also R = 0.029 and

R, = 0.035. The variation of f''(C1) with angle is not significant.
The equation for f''(Co) gives f'' = 3.8 at 6 = 63°, the upper limit

of the experiment. This 5% reductibn (relative to zero angle) is
simi]ar to the 3.3% reduction at this angle estimated by Hazell (1975)
from orbital Fourier transforms, an approximate method which may be
expected to give the order of magnitude of the change. Thus our result
is plausible, but it must be regarded as tentative because of the
marginal statistical significance and because some calculations with

the data partitioned into shells for intervals of s indicate some small
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systematic errors.of unidentified origin which are correlated with
dfffraction angle. However, our result serves to define an upper limit
for this efféci which stiTi lacks any definitive measurgmenf. Hé]] and
.Mdsién (1966) report a ﬁomewhat similar result for f'? of;ibdine at
" CuKa.

- We thank Professor W. M. McClain for providing this compound and
suggesting that we study it. This research was supported by the Division
-of Nuclear Sciences, Office of Basic Energy Scienées, u.s. Department of

Energy.
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Table I. Coordinates for d-[Co(C,HgNy),] CR(CH,0¢)-5H,0%

Co
cl
N(1)
N(2)
N{3)
N{4)
N{5)
N{6)
ctn
c2)
ci3)
C(4)
C(5)
Cl6)
cen
ci{8)
C{9)
C(10)
Sl
o(2)
0{3)
0(4)
0(5)
0(6)
ot
o(8)
0(9)
o(10)
o1l
H(l)
H{2)
H{3)
H{4)
H(5)
H{6)
H(7)
H(8)
H{9)
H{lG0)
H(1ll)
H{l12)
H{13)
H({l4)

X
0

+2316215)

«0324(2)
«2409(1)
«0396(2)
-e0244(2)
~¢2260(2)
-.0101(2)
~«3202(2)
«3032(2)
«2221(2)
«0422(2)
«6874(1)
»7332(1)
«9057(1)
«9584(2)
«6415(2)
«7027(1)
.7350(1)
1.0197(1)
«8840(2)
1.0654(1)
«4310(1)
«6460{2)
«4076(2)
«5205(2)
«3816(2)

.136(3)
.263(2)
«298(2)
-.001(3)
-.009(2)
-.016(2)
.019(2)
.708(2)

«T42(2) -

«874(2)

«7551(3)
«748(3)

y
0

~«285671(5)

«2390(2)
«0133(2)
«0274(2)
=-+.0143(2)
~-e3121(2)
«2744(2)
—+2048(2)
-.0208(2)
«0696(2)
+1513(2)
«2328(1)
«37361(1)
«47961(1)
«6181(2)
«2720(1)
«0930(1)
«31481(1)
«3760(1)
«7328(1)
«6090(1)
«3632(1)
«8262(2)
«4210(2)
«0624(2)
«571113)
«284(3)
+283(2)
e 9431 2)
«110{2)
«111(3)
«934(2)
s 72612)
«726(2)
«003(2)
«0261(3)
«9521(2)
«917(2)
«691(3)
«574(3)

VA

0
+308031(5)
«0206(2)
«0093(2)
«2461(2)
«0402(2)
«0077(2)
«2452(2)
.0587(2)
«1468(2)
«0045(2)
«1719(2)
+«30601(2)
«2778(2)
«43221(1)
«3396(1)
«4205( 1)
«3272(2)
«5735(1)
«36411(1)
«1644(1)
«4169(1)
«3520(2)
«22991(1)
«0387(2)
«5158{2)
«7204(2)
«1741(2)
«308612)

.0G61(3)

- «0511(2)

«930(3)
«999(2)
«296(3)
«274(2)
«054(2)
«8861(3)
«327(2)
«104(3)
«710(2)
«708(2)
«788(3)
«522(3)
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Table 1 (continued)

H{15) «872(3) «257(2) -.173(2)

H{16) «041(3) «377(3) - =.149(3)
H(L17) «563(2) «TTL(2) «9521{2)
H(18) «690(2) «780(2) «125(3)
H{19) «42413) «011(3) .192(3)
ti(20) «269(3) -« 138(3) »1611(3)
H{21) «26T(2) © .186(2) «321(2)
H(22) e242{3) «035(3) 417(3)
H(23) «165(3) «164(3) «728(3)
H(24) +001(3) «158(3) e614(3}
T H{25) 661(2) «642(2) «357(2)
H( 26) «8961(2) «527(2) «531(2)
H(27) «650(3) «322(3) " «118(3)
H(28) «097(3) «421(3)  «463(3)
H(29) <44314) +398(4) -,046(4)
H(30) «415(3) «439(3) .099(3)
H({31) «639(3) «9011(3) «465{3)
H(32) .  «696(3) «790(3) «473(3)
H{33) <4 73(4) «402(3) e566(4)
H(34) «381(3) 0492 1(4) «6581{4)
H{35) «539(4) «111(4) T . T705(4)
H(36) <475(4%) -.032(4) +T1304)
CH(3T) «293(4) «574(3) - +296(3)
H{38) e 443{4) «663{4) «365(5)

2 Estimated standard deviations of the least signif-
icant digit(s) are given in parentheses.



-16-

Table 2. Distances K

tris(ethylenediamine)Co(I11)

Co -N(1)  1.965(1) C(2)-C(6)  1.505(2)  N(6)-H(12)  0.87(2)
Co -N(2)  1.962(1) C(4)-C(5) * 1.504(2) C(1)-H(13)  0.93(2)
Co -N(3)  1.962(1) N(1)-H(1)  0.85(2) C(1)-H(14)  1.00(2)
Co -N(4)  1.961(1) N(1)-H(2)  0.85(2) C(2)-H(15)  0.95(2)
Co -N(5)  1.968(1) N(2)-H(3)  0.85(2) C(2)-H(16)  0.89(2)
Co -N(6)  1.967(1) N(2)-H(4)  0.88(2) C(3)-H(17)  0.98(2)
N(1)-C(2)  1.481(2) N(3)-H(5)  0.90(2) C(3)-H(18)  1.03(2)
N(2)-C(4)  1.480(2) N(3)-H(6)  0.89(2) C(4)-H(19)  0.96(2)
N(3)-C(5)  1.485(2) N(4)-H(7)  0.90(2) C(4)-H(20)  0.96(2)

N(4)-C(1)  1.486(2) N(4)-H(8)  0.88(2) c(5)-H(21)  0.96(2)
N(5)-C(3)  1.484(2) N(5)-H(9)  0.87(2) ~  C(5)-H(22)  1.02(2)
N(6)-C(6)  1.484(2) N(5)-H(10)  0.87(2) C(6)-H(23)  1.00(2)
c(1)-C(3)  1.507(2) N(6)-H(11)  0.85(2) C(6)-H(28)  0.93(2)

tartrate

C(7)-0(1)  1.251(2) c(7)-C(8)  1.536(2) C(8)-H(25)  0.92(2)

C(7)-0(2)  1.249(2) C(8)-C(9)  1.525(2) C(9)-H(26)  0.93(2)
(10)-0(5)  1.254(2) (9)-C(10)  1.531(2) 0(3)-H(27)  0.78(2)

(10)-0(6)  1.246(2) C(8)-0(3)  1.421(1) 0(4)-H(28)  0.70(3)

C(9)-0(4)  1.419(1)
water

0(7)-H(29) 0.81(3) 0(8)-H(32) 0.65(3) 0(10)-H(36) 0.85(3)
0(7)-H(30) 0.77(3) 0(9)-H(33)  0.75(3) 0(11)-H(37)  0.74(3)
0(8)-H(31) 0.83(3) 0(9)-H(34) 0.74(3) 0(12)-H(38) 0.85(3)

0(10)-H(35) 0.77(3)
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Angles, Deg.

Table 3.
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H(37)-0(11)-H(38)

107(4)

-H(33)-0(9) -H(34)

107(4)
101(4)

H(29)-0(7)-H(30)
H(31)-0(8)-H(32)

100(4)

H(35)-0(10)-H(36)



Table 4.
Atom
0(3)-N(1) -0(7)
C1 -N(2) -0(7)
0(4)-N(3) -0(5)
Cl -N(4) -0(6)
0(2)-N(5) -0(10)
C1 -N(6) -0(8)
0(9)-0(7) -0(11)
0(2)-0(8) -0(5)
C1 -0(9) -0(1

)
€l -0(10)-0(1)
0(6)-0(11)-0(8)
0(7)-0(3)
c1 -0(4)

N W w w W w

Ny

N NN W w

Dist. R
956
.239
.066
.328
.001
448
729
765
1180
.292
733
768
.316

N W NN NN NN W W

~N
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Hydrogen Bond Distances and Angles

.216
.007
.889
.918
.94]
.078
.663
.649
.765
.743
.865

Angle,
144.
123.
123.
103.
109.
107.
123.
85.
139.
132.
123.

- NN O O™

S O 00 o1 O
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Table 5. Anomalous Scattering Terms

As R Experiment | Theorya

£1(Co) - omP 0.962(10) - 0.973
' 1.542¢ 3.92(2) 3.608

£'(Co) 1.542 -2.36(2) -2.464
£(C1) 0.711 0.155(10) 0.159
1.542 0.72(2) 10.702

£1(C1) 1.542 0.23(2) 0.348

qcromer and Liberman (1970) at Ka1.
Proka.

Couka.



-20-

FIGURE CAPTIONS
Fig. 1. The Co(en)33+ jon.
. . 2-
Fig. 2. The (+)-tartrate 19n, (C4H404) .
Fig. 3. Packing diagram as viewed down the pseudo three-fold axis of

the cation.



~21-

Fig-



XBL 745-897

Fig. 2
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X8l 731-82

Fig. 3
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SUPPLEMENTARY MATERIALS FOR THE PAPER:

- "Anomalous Scattering by Cobalt and Chlorine and
Crystal Structure of (+)-tris(ethylenediamine)
cobalt(III) Chloride (+)-tartrate Pentahydrate"

by David H. Templeton, Allan Zalkin, Helena W. Ruben and Lieselotte
K. Templeton



-25-

Isotropic Thermal Parameters of _d_-[Co(C2H8N2)3] C!L(C4H406)~5H20

ATOM B (R)

H(1) 2.6(4)
H(2) 2.4(3)
HI3) 2.5(3)
H(4) 2.7(3)
H(5) 3,2(4)
H(6) 2.2(3)
H(T) 2.3(3)
H(8) 2.5(4)
HI9) 2.0(3)

H{(10) 3.1(4)
H(11) 1.7(3)
H(12) 2.7(4)
H{13) 4.8(5)
H(14) 4.1(4)
H(15) 2.9(3)
H(16) 4.315)
H(L1T7) 2.9(3)
H(18) 3.0(4)
H(19) 3.504)
H(20) 4.5(5)
H(21) 2.5(3)
H{22) 3.5(4)
H(23) 4.9(5)
H(24) 3.7(4)
H{25) 1.9(3)
H(26) 2.213)
H{27) 3.4(4)
H(28) 4.2(5)
H(29) 6.3(7)
H(30) 4.4(5)
H(31) 4.8(5)
H{32) 4.4(6)
H(33) 5.6(7)
H{34) 5.2(6)
H(35) 6.6(7)
H(36) 6.5(7)

(37 4.9(6)

(38) 7.3(8)
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Anisotropic Thermal. Parameters of gf[CO(C2H8N2)3] CQ(C4H406)-5H20a

ATOM Bl1l B22 B33 B12 B13 B23

Co "~ 1l.491(4) l.418(4) 1.401(4) «315(3) «268(3) «313(3)
CcL 2.88(1) 3.7612) 3.66(2) «T7(1) «58(1) ~«89(1)
N(1l) 2.44(4) 1.77(4) 2420(4) «48(3) «45(3) «40(3)
N(2) 1.88(4) 2.11(4) 2.33(4) «33(3) «51(3) «33(3)
N(3) 2+39(4) 2.14(4) 1.67(4) «59(3) e44(3) «57(3)
N{4) 2.25(4) 1.70(4) 2.18(4) «47(3) «50(3) «4T(3)
N(5) 1.95(4) 2.17(4)  2.40(4) «55(3) «32(3) «44(3)
N(6) 2.72(5) 2+34(5) 1.77(4) «50(4) «30(4) «34(3)
c(L) - 2.57(5) 1.86(4) 3.25(5) -«05(3) «19(4) 14 (4)
C(2) 3.66(6) 2.33(5) 2.81(5) «94(4) e 44(4) 1.22(4)
C(3) 1.96(4) 2.561(5) 3.49(6) «06(4) e64(4) «T7(4&)
C(4) 2.00(4) 3.28(5) 3.06(5) «T7(4) ~e06(4) «78(4)
C(5) 2.671(5) 4.02(7) 2.13(5) «69(5) -e23(4) «30(4)
C(6) 3.92(6) 2.74(5) 2.07(4) «55(4) «75(4) 1.04(4)
c(7) 1.81(4) 2.06{4) 2.42(4) «4T7(3) «34(3) «67(3)
c(8) 2.21(4) 1.96(4) 1.86(4) «87(3) «4T(3) «48(3)
C(9) 2.46(4) 1.55(3) 1.86(4) «59(3) «42(3) «55(3)
c(10) 2.46(4) 2.05(4) 3.02(5) «78(3) «T6(4) " 1.17(4)
a(l) 4.60(5) 3.21(4) 3.31(4) l.34(4) 2.08(4) 1.40(3)
0(2) 3.34(4) 2.00(3) 3.43(4) «65(3) «58(3) «62(3)
a3) 2.56(3) 3.4114) 1.81(3) 1.24(3) «19(3) 41(3)
O(4) 2.17(3) 1.84(3) 3.25(4) «52(3) -e34(3) «72(3)
0(5) 4.47(5) 2.38(4) 6.60(7) 2.10(4) 2.75(5) 2.82(5)
c(6) 3.26(4) 3.6304) 3.23(4) 1.27(3) 1.37(3) 1.77(3)
o(7) 3.20(4) 2.83(4) 3.19(4) - «59(3) «14(3) «31(4)
0(8) 4.44(6) 3.98(5) 4.46(6) 1.63(5) 2.14(5) 1.64(5)
a(9) 4.98(7) 4.49(6) 5.04(7) 2.08(5) 1.98(5) 1.90(5)
0(10) 5.10(6) 3.43(5) 2.91(4) «62(4) 1.03(4) 1.16(4)
o 3.73(6) 6.73(9) 5.79(8) - 2.62(6) «30(5) -1.59(6)

o]
% The form of the temperature factor\(Bij in units of A?) is T = exp
2 %2 21 %2 2 %2 * * %
[-0.25(B;;h%a** + Byok®b** + Byok c*? + 8B, hka*b* + 2B, shla’e* +
2B, k3b*c*) ].
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OBSERVED STRUCTURE FACTORS, STANDARD DEVIATIONS, AND DIFFERENCES (X13.0) FOR
D-CO(C2HBN2)3 CL (D-C4H406) 5H20 - F(0,0,0) = 3543

F0B AND FCA ARE THE OBSERVED AND CALCULATED STRUCTURE FACTORS.
SG = ESTIMATED STANDARD DEVIATION OF FOB. DEL = /F0OB/ - /FCA/.
% INDICATES ZERO WEIGHTED DATA.

L FOB SG DEL L FOB SG DEL L FOB SG DEL L FOB SG DEL L FOB SG DEL

HyK=-12, O 1 3619 -7 -2 57 3 0O 0 5 71T -1 7 13 27 ~ O*

0 52 6 4 2 77 3 -2 -1 656 3 1 1 31 § 7 8 11 17 0%
1 68 3 2 3 84 4 2 0 22 1T -7 HsK==10y -5 HeK==10y O
2 54 4 =2 4 49 4 =2 1 45 6 =5 1 35 5 0 -5 51 3 1
3 53 4 -3 5 68 3 -1 2 80 3 -4 2 1717 =0% -4 39 4 2

HeK==12, 1 HyK=-11, -1 3 025 -5%« 3 38 4 2 -3 39 3 4
-1 46 4 =3 =2 33 6 -5 4 16 16 <6% 4 8 19 ~-12% -2 61 4 4
0O 56 5 -4 -1 59 4 -0 5 61 3 2 HsK=-10, =4 -1 33 4 -8
1 37 11 -2 0 30 6 -4 6 38 3 1 -1 42 9 -4 0 52 2 1
2 76 3 -1 1 69 3 -1 HeK==11l, 4 0 52 5 2 1. 52 3 -1
3 83 3 =0 2 86 2 0 -4 26 9 -1 1 1617 -1 2 104 3 -0
& 59 5 =5 3 1811 -2 -3 64 4 2 2 61 3 =2 3 70 4 -0
HeK==-12, 2 4 32 5 -3 =2 29 6 =1 3 35 40 -4% 4 0 17 ~-11%
-2 11 3 -4 5 33 5 1 -1 31 8 8 4 41 5 -7 5 82 4 -3
-1 70 4 1 6 65 3 =3 0 45 4 -4 5 65 3 4 6 64 3 -4
0 46 8 -4 HyK==11lo, O 1 715 2 =2 6 72 3 =2 7 S50 3 -0
1 59 3 -1 -3 1618 ~6% 2 44 5 0 HeK=~10, -3 8 74 2 7
2 93 2 -0 -2 51 2 5 3 9 15 T* -3 16 .26 9% HeK==10, 1
3 51 6 -2 -1 19 17 3 4 61 3 -5 -2 60 3 -1 -5 T2 8 -8
4 59 3 =0 0 8 18 0% 5 60 4 -4 -1 61 3 1 -4 2710 3
HeK==12, 3 1 59 3 -1 6 32 2 15 0 26 5 10 -3 98 3 -4
-2 88 3 1 2 76 3 -1 HeK=-11, 5 1 109 3 1 -2 64 3 =2
-1 76 4 0 3 15 16 2% =4 44 5 4 2 96 2 =2 -1 94 2 -1
0 54 3 =2 4 34 6 -7 -3 63 3 -1 3 9 3. 3 0 109 4 -5
1 80 3 -1 S 63 3 -0 -2 69 2 2 4 61 2 <=2 1 148 3 -3
2 48 3 2 6 33 9 =4 «]1 59 3 -4 5 68 2 -1 2 84 3 -5
3 31 4 7 HeK==11y 1 0 30 6 =2 6 77 3 =2 3 39 3 4
4 66 3 4 -4 1926 -9% 1 81 2 =2 T 41 4 1 4 96 2 -6
HeK==12, 4 -3 64 4 -} 2 2T 6 =4 HeK==10, =2 5 108 2 2
-2 56 4 =3 =2 35 4 0 3 8 3 -0 -4 35 5 1 6 73 2 -4
-1 38 4 0 -1 31 5 =5 4 68 3 =2 <=3 52 71 =4 7 72 3 =2
0 50 3 0 0 63 3 -3 5 1117 ~-1% -2 88 2 -1 8 52 4 -5
1 69 & 2 1 78 2 -1 HyK=-11, 6 -1 27 10 O HeK=-10,y 2
2 21 9 -4 2 53 6 =4 -4 77 3 2 0 89 2 -3 =6 11 6 2
3 65 3 1 3 72 2 -1 -3 63 4 1 1 83 2 1 -5 34 4 3
HoK=-12s, S 4 60 3 -3 =2 64 3 0 2 46 13 2 =4 16 2 -1
-1 48 9 =0 5 73 3 3 -1 14 21 =17« 3 34 5 =5 =3 82 2 -4
0 54 5 =1 6 67 3 3 0 74 2 -4 4 §1 3 =3 =2 91 3 =1
1 56 3 3 HyK==-11, 2 1 51 3 1 5 62 3 -6 =~-1 69 2 =2
2 62 4 -1 -4 76 3 2 2 56 4 <=5 6 22 9 -8 0 13 2 =2
3 81 3 1 -3 85 & =2 3 69 3 0 7 52 3 3 1 108 2 -3
HeK==12, 6 =2 B7 4 =6 4 13 17 3% HeK==-10, -1 2 50 2 2
0 72 3 -2 -1 717 2 -3 HyK==-11, 7 -4 25 8 -11 3 13 2 -0
1 60 4 0 0 73 3 2 -3 57 8 2 -3 69 2 5 4 T4 3 =2
HeK==11y, =3 1 91 2 -3 -2 59 3 -3 =2 31 4 -4 5 73 4 =5
0 40 5 =4 2 15 2 0 -1 41 5 -2 -1 44 3 =2 6 58 3 =2
1 104 4 1 3 91 2 -0 0 1717 -4% 0 17 25 =12 1 68 3 -1
2 52 4 1 4 52 5 -0 1 74 3 -1 1 36 4 -8 8 20 8 4
3 79 7 -3 5 63 3 -1 2 54 4 =3 2 48 3 3 HyK==10y 3
4 68 & 4 .6 53 & -7 3 14 28 -2% 3 0 16 =-21% -6 43 4 -1
HeK=-11y =2 HyK=-11, 3 HyK=-11, 8 4 35 4 1 -5 21 8 0
-1 43 3 7 =4 60 5 -2 -2 41 3 5 5 44 4 =3 =4 19 2 0
0 100 2 4 -3 4312 -4 -1 30 4 11 6 4 3

58 2 1 -3 60
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OBSERVED STRUCTURES FACTORS (CONT) FOR

D-CO(C2HBN2)3 CL (D-C4H406) 5H20 : PAGE 2
L FOB SG DEL L FOB SG DEL L FOB SG DEL L FOB SG DEL L FOB SG DEL
-2 22 6 ~1 -3 56 3 0 HeK= =9, =3 3 161 3 0 6 99 2 2
-1 28 4 -4 -2 28 4 0 -4 70 3 1 4 38 5 <2 T 45 4 -4
0 1064 2 1 -1 99 2 2 -3 87 3 2 5141 3 -1 8 49 3 5
1 35 3 -2 0 47T 7 -4 =2 76 2 1 6 109 2 -1 HeK= -9, 4
2 43 3 -3 1 81 5 -1 -1 117 4 2 7 79 3 -1 -7 62 3 4
3 64 2 =2 2 95 4 4 0 64 2 -3 8 71 6 -2 -6 68 2 -1
4 37 7 1 3 23 6 -5 1 97 3 =2 9 76 8 -3 -5 48 3 2
5 47 2 2 4 15 16 9% 2111 3 =2 HeK= =9, 1 =4 98 2 -1
6 48 4 -4 5 54 2 4 3 80 4 -2 -7 61 6 4 -3 130 2 2
17 36 4 4 HyK=~-10, 8 4 T2 4 =4 -6 26 21 =4% =2 71 2 0
HyK=-10y 4 -4 57 4 =2 5 87 2 -3 -5 91 4 -1 -1 65 2 2
-6 41 4 -3 -3 21 8 3 6 80 3 -1 -4 95 2 3 0 155 3 -2
-5 43 5 -7 -2 73 5 =0 7 46 3 1 -3110 2 -3 1116 2 =3
~4 48 3 -2 -1 4171 -3* 8 60 3 1 -2 111 2 1 2 50 3 -6
-3 59 2 2 0 43 4 =4 HeK= =9, -2 -1 111 2 -4 3 164 3 1
-2 54 2 6 1 73 2 0 -5 96 3 4 0122 2 -0 4 42 5 0
-1 59 2 1 2 44 4 3 -4 671 4 3 1 98 2 -5 5116 2 =2
0 74 2 -1 3 13 17 2% -3 89 2 -1 2 145 3 =4 6 125 3 4
1 87 2 =3 4 54 8 2 =2119 3 -0 3125 2 -4 T 65 2 6
2 116 2 =0 HeK==10, 9 -1 77 & -2 4111 2 -3 8 717 3 -5
3 50 3 4 -3102 2 6 0 31 6 -12 5 92 2 -0 HyK= -9, 5
4 10 15 =-2% -2 41 5 2 1108 2 -5 6 168 3 3 -7 718 3 -1
5 8 3 =3 -1 1420 =-6% 2107 2 -1 7 60 3 0 -6 73 3 1
6 54 3 1 0 87 3 -2 3 21 5 -1 8 57 3 -1 -5 90 2 -1
T 42 5 4 1 51 4 3 4 106 2 -3 9 129 3 4 -4 90 3 =2
HeK=-10y 5 2 63 2 3 5103 3 2 HeK= =9, 2 =3 65 3 -4
-6 43 5 -5 HyK= -9y -6 6 61 3 o -7 83 3 4 =2 149 3 1
-5 34 6 -8 0 38 4 5 7 48 3 -2 -6 91 2 1 -1 155 3 =1
-4 53 3 -1 1 58 4 -1 8 58 6 -1 -5 64 3 -1 0 69 2 =~}
-3 871 4 2 2 82 3 2 9 59 4 -4 -4 61 3 -1 1 164 3 0
-2 15 & -6 3 55 3 1 HeK= =9, -1 -3 121 2 2 2195 4 =2
-1 57 2 2 4 36 8 -7 -61.06 3 5 -2 15 3 2 3 67T 2 -4
0 74 2 0 5 55 5 0 -5 32 8 4 -1 712 3 -1 4 111 2 2
1 119 2 0 HyK= =9y =5 -4 40 4 0 0 90 2 -5 5 200 3 0
2 46 2 2 -2 80 5 1 -3125 3 2 1 187 3 -5 6 82 2 2
3 42 3 1 -1 3% 5 -3 -2 83 2 -3 2 97 3 =2 7 60 3 -1
4 134 2 2 0 0 26 ~19% -1 48 2 -5 3 48 71 -3 HeK= -9, 6
5 71 2 4 1 63 2 3 0 93 4 -1 4 164 3 1 -7 81 3 2
6 51 3 -1 2 59 3 0 1158 3 -3 5131 3 1 -6 67 3 3
7 86 3 0 3 38 5 -1 2 32 4 -4 6 89 3 -1 -5 79 2 2
HeK=~10, 6 4 63 5 0 3 64 2 2 7 76 3 6 -4 62 3 -5
-6 46 5 4 5 15 3 0 4 132 2 -4 8 57 6 -1 ~-3114 2 -1
-5 46 6 -3 6 38 4 3 5 96 2 =2 9 18 14 -5 -2 117 2 -1
-4 92 13 0 7 64 4 3 6 103 3 2 HeK= -9, 3 -1 101 2 -3
-3 97 3 =4 HiK= =9y ~4 7 86 2 2 =7 115 3 1 017170 3 1
-2 57 3 -5 -3 67T 6 -0 B 29 5 7 -6 65 3 =3 1 90 2 =2
-1 56 2 -1 =2 40 9 =2 9 69 3 2 =5 42 4 -0 2 67T &4 =2
0110 2 4 -1 0 18 -21% HeK= =9, 0 -4 75 2 1 3 63 2 2
1111 3 -1 0 106 2 4 -6 40 5 -6 -3 135 3 3 4 151 3 -0
2 62 4 <=2 1 53 3 -4 -5 28 717 -6 -2 97 2 2 S 85 5 1
3106 4 -1 2 45 4 -6 -4 98 4 0 -1138 2 -4 6 52 13 2
4 69 3 2 3 80 2 -0 -3 90 4 -1 0177 3 -3 7 69 3 4
.5 80 2 2 4 88 2 -1 -2135 3 -1 1 59 3 =2 HeK= =9, 7
6 65 2 2 5 8¢ 3 -2 -1119 2 -3 2 62 2 -7 =7 48 4 1
HyK=-10, 7 6 78 2 3 0125 2 -5 3118 3 -1 -6 77 3 1
-5 46 4 -0 7 70 4 -3 1 91 2 -5 4 79 2 1 -5 52 3 -1
-4 97 4 1 8 3811 -3 2 105 3 =5 5 78 2 -2 =4 7171 3 1
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OBSERVED STRUCTURES FACTORS (CONT) FOR :
D-CO{C2H8N2)3 CL (D-C4H406) 5H20 PAGE 3

L FOB SG DEL L FOB SG DEL L FOB SG DEL L FOB SG ODEL L FOB SG DEL

-3 111 2 0 2 70 3 -1 -3139 3 1 -4 170 3 -4 =5 65 S5 =0
-2 3 6 =6 3 82 2 ¢ -2128 2 -2 -3 168 3 -0 =4 113 2 4
-1 87 2 3 4 51 5 -2 =-1128 2 -3 -2 90 2 1 -3 170 3 =2
0 96 2 1 5 63 7 1 0125 2 -5 -1 195 4 1 -2 114 3 -3
1102 2 -1 6 83 2 1 1 56 5 -6 015 3 -3 -1 82 2 -1
2 87 2 -1 7 57 5 2 2221 4 -3 1 141 2 =3 0 144 2 1
3 44 5 -3 HeK= -8, =5 3185 3 -1 2 200 3 -3 1 181 3 0
4 65 5 -1 -4 60 3 3. 4 94 2 <2 3 208 3 -3 2 70 2 -3
5 53 5 =2 -3 63 3 =2 5165 3 1 4 191 4 1 3 138 2 0
6 74 3 1 -2 61 4 7 6 76 2 0 5177 3 0 4 188 3 -1
HsK= =9 8 -1 71 3 1 7 70 4 -4 6 98 2 1 ‘5 85 3 -1
-6 59 6 2 0 21 13 2 8 102 2 4 T 9% 2 =1 6 130 2 0
-5 60 4 0 1 43 6 =2 9 79 3 3 8 61 3 -1 7 67 2 2
-4 121 4 1 2 136 3 2 10 61 4 -3 9 117 3 0 8 64 4 1
-3 17 9 b 3 87 2 1 HyK= -8y ~1 10 69 &4 -6 9 113 3 6
-2 65 6 =3 4 48 4 -2 -7 45 8 =2 HeK= ~8, 2 HeK= -8y 5
-1 103 3 =2 5 82 2 2 -6 73 4 -2 -8 95 3 2 -8 710 3 3
0 69 3 =0 6 102 2 2 =5 99 2 -1 -7 102 2 3 -7 59 3 1
1 88 2 1 7 371 4 -3 -4 90 3 2 -6 68 3 1 -6 39 4 =2
2 84 2 5 8 76 3 1 -3135 2 2 -5108 2 1 -5 78 2 7
3 79 3 1 HyK= -8, =4 -2 112 2 1 -4 208 4 -3 -4 151 3 4
4 35 4 2 -5 59 2 4 -1130 2 -2 -3109 3 -4 =3 94 2 -1
5 105 2 5 =4 32 4 5 0 59 2 -3 -2183 3 =2 =2137 3 =4
HeK= -9 9 =3 110 2 4 118 3 -5 -1169 3 -2 -1100 3 -1
-5 77 3 4 -2 95 3 3 2185 3 -5 0 79 2 -1 0109 2 -0
-4 39 4 1 -1 47 3 -3 3 32 3 4 1 240 4 -3 1 142 3 1
-3 88 3 0 o112 3 -2 4 150 3 -1 2 186 3 -4 2 162 3 -3
-2 71 3 =2 1 189 4 2 S 102 3 1 3 126 3 <=2 3 147 3 <=2
-1 49 6 =2 2 15 2 2 6 95 2 =1 4 8l 2 =0 4 713 2 0
0 95 3 0 3104 2 =2 7 61 3 =2 5 164 3 5 5112 3 -4
1 122 3 1 4 132 2 4 8 96 3 1 6 93 2 3 6 10T 2 3
2 50 3 4 5 15 2 0 9 93 2 2 7 40 4 -7 T 35 13 3
3 43 4 8 6 88 2 -3 10 55 5 =4 8 84 3 1 8 81 3 -3
4 141 4 0 7116 2 2 HyK= -8y O 9 82 3 4 HeK= -8,y &
HeK= =Gy 10 8 83 3 -1 -7 74 5 0 HyK= -8y, 3 -8 69 6 1
-4 71 3 2 9 62 3 0 -6 87 3 2 -8 T3 &4 =2 -7 69 2. 4
-3 76 3 3 HyK= -8y =3 -5 34 3 4 -7 100 2 0 -6 58 3 -3
-2 16 3 2 -6 92 3 2 -4 76 4 -3 -6 59 3 0 -5 80 2 1
-1 95 3 4 -5 41 3 7 -3114 2 -1 -5 9% 2 -1 -4 92 2 0
0 84 2 6 -4104 2 -1 -2104 2 -2 -4 61 3 1 -3 917 2 =2
1 102 5 2 -3158 3 5 -1 87 2 ~-0.-3 143 2 -2 <=2 134 3 0
2 50 6 -4 -2111 2 1 0154 3 -3 -2122 3 -3 =-1129 2 1
HeK= -8y -7 -1 97 3 -1 1117 2 2 -1 110 2 1 0 114 2 =2
-1 68 5 5 0161 3 0 2104 2 -3 o172 3 =3 1 144 3 2
0 109 3 6 1136 3. -5 3150 3 -7 1 176 3 =2 2 145 3 -0
1 117 5 3 2 1171 2 1 4. 98 2 3 2 137 2 2 3 44 1T -6
2 105 4 2 3170 3 -1 5119 2 0 3 91 2 -4 4 94 3 1
3 80 3 -1 4 771 2 -3 6171 3 =2 4 163 3 3 5 153 3 3
4 84 3 -1 5126 3 =2 7109 2 2 5141 2 2 6 32 5 1
5 417 5 -3 6 133 3. -0 8 98 2 -1 6 53 3 -5 T 26 6 1
6 89 4 4 T112 3 -3 9 81 3 1 7 107 2 3 8 93 4 -3
HeK= -8y -6 8 63 2 5 10 95 3 1 8 99 3 2 HyK= -8, 7
-3 80 4 -5 9 88 3 =2 HyK= -8, 1 9 71 3 -3 -8 103 3 3
-2 84 5 =2 HyK= -84y =2 -8 60 3 -3 HyK= -8, 4 -7 73 4 1
-1 55 4 1 -6 60 3 3 -7 90 3 2 -8 89 2 4 -6 58 3 2
0 83 3 2 =5 69 4 -4 -6 2411 -14 -7 62 3 =2 -5 86 2 0
1 72 2 -1 -4152. 3 7 -5 69 4 -4 -6 T0 2 ~1 -4 46 4 -1



~30-

OBSERVED STRUCTURES FACTORS (CONT) FOR

D-CO(C2HBN2)3 CL (D-C4H406) 5H20 PAGE 4
L FOB SG DEL L FOB SG DEL L FOB SG DEL L FO8 SG DEL L FOB SG DEL
-3 181 13 2 -1 84 3 3 -2 99 2 0 -3 43 3 -2 -8 107 2 6
-2 99 2 =2 o 76 3 -1 -1115 2 3 -2103 2 1 -7 715 3 -1
-1 50 2 2 1 87 4 3 0O B4 3 -4 -1 8 5 =2 =6 45 5 1
0127 2 1 2 94 4 -5 1169 3 =2 0110 3 5 -5 33 3 1
1 91 4 =2 3 83 4 2 2 114 2 -1 1 79 2 -3 -4229 4 -0
2 23 5 2 4 56 3 2 3 68 3 2 2126 2 -3 -3 99 2 =2
3 53 3 -3 5101 4 -0 4 155 3 -0 3 63 2 -1 =211 3 =0
4 118 3 1 6 102 3 5 5131 3 3 4 30 2 4 -1 182 3 =2
5 58 2 5 HyK= =Ty -7 6 143 3 2 5198 3 -1 0158 3 =0
6 54 4 -1 -3 87 3 0 7 715 5 =6 6 105 2 1 1 232 4 4
T 67 3 0 -2 67 4 2 8 120 2 1 7 12 27 -3% 2 231 4 -0
HyK= -8y 8 =1 94 2 3 9 110 2 4 8 67 3 0 3 122 2 4
-7 64 3 3 0 59 4 -4 10 65 3 1 9 109 2 2 4 95 2 -1
-6 38 5 -6 1 106 3 6 HeK= -7, -3 10 63 6 -3 5137 3 -4
-5 30 6 =2 2 93 3 4 -7 571 3 4 HeK= =7y O 6 94 3 4
-4 92 3 1 3 40 4 1 -6 85 3 -3 -8 46 4 2 7 83 3 2
-3 88 2 -4 4 81 4 -1 -5 100 2 3 ~-T 53 3 0 8 77 2 2
-2 12 27 2% 5 48 10 2 -4 88 2 2 -6 62 2 1 9 53 3 1
-1 62 2 2 6 82 3 -0 -3 128 2 4 -5116 2 -2 10 75 2 4
0 83 2 5 7T 65 4 -4 -2161 3 -0 -4 76 2 5 HeK= -7, 3
1 46 8 -4 8 60 3 4 -1 48 3 -3 -3 91 3 -3 -9 63 3 1
2 64 2 0 HyK= -7, -6 0 144 2 -2 -2130 2 -4 -8 133 12 3
3133 3 8 -4 73 7 -5 1290 5 -1 -1 96 2 5 -7 719 2 2
4 32 5 -5 -3 60 2 7 2 128 2 -4 0 116 2 4 -6 T0 2 =2
5 62 2 2 -2 88 3 2 3 76 3 -1 1283 5 -1 =5 95 2 1
6 61 7 -2 -1 56 3 -1 4 189 4 -3 2169 3 -2 -4 84 2 -1
HyK= -8, 9 0 74 2 5 5140 3 -1 3175 3 -2 -3 80 2 =2
-6 15 17 =-6* 1115 3 -3 6 158 4 <=2 4 84 2 -1 -2155 3 -1
=5 44 4 2 2 60 2 1 7 100 2 1 5S193 3 -1 -1 170 3 1
-4 69 2 0 3 69 2 3 8 63 4 -3 6 153 3 -1 0126 2 1
-3 64 5 2 4 74 2 -3 9 71 2 3 7 114 2 2 1 115 2 4
-2 56 4 2 5 82 2 2 10 60 11 -1 8 115 2 0 2 181 3 1
-1 103 2 2 6 51 4 -2 HeK= =T, =2 9 64 2 1 3 83 2 1
0 74 2 -0 7T 71 3 1 -7 106 4 3 10 40 9 =4 4 8717 2 0
1 88 4 -5 8 48 4 1 -6 91 3 -0 HeK= =T, 1 5126 2 -1
2 88 4 0 9 36 5 0 -5 38 5 -2 -9 32 5 =0 6 81 3 4
3 60 3 1 HyK= =7, -5 -4 107 4 -4 -8 75 2 6 7 59 2 1
4 771 3 0 -5 36 5 -3 =3 144 3 2 -7 19 17 =2 8 105 2 6
5 102 3 5 -4 68 3 0 -2 82 2 -2 -6 127 2 4 9 56 3 0
HeK= -8y 10 -3 85 3 2 -1 81 2 0 -5103 3 -4 10 31 5 0
-5 0 23 -11% -2 62 2 1 0198 3 -1 -4 83 2 4 HyK= =Ty &
-4 761 -0 -1 84 2 -0 1 51 2 ~-4 -3229 4 ~-1 -9 34 5 -1
-3 85 3 2 0136 3 1 213 3 -3 -2 32 3 -3 -8 54 5 5
-2 93 4 4 1 12 16 -11* 3 134 3 -0 -1 130 2 2 -7 48 8 -1
-1 76 3 =2 2 99 2 -3 4 17 T -5 0 289 5 0 -6 88 4 2
0 55 5 =2 3113 2 =2 5123 2 1 1179 3 1 -5 69 5 1
1 77 4 -4 4 31 4 4 6 99 2 3 2175 3 =3 =4 27 4 =]}
2 0 22 -18% 5103 2 -0 7T 21 5 6 3117 2 1 -3 88 2 -1
3 4 3 6 6 90 2 2 8 28 4 -1 4 221 4 3 -2 45 2 2
HyK= -84 11 7 82 3 3 9 713 2 7 5 92 3 -1 -1 ‘50 2 0
-4 48 4 2 8 14 16 2¥ 10 53 4 -3 6 109 2 =2 0 64 2 -1
-3 60 4 -1 9 85 3 -0 HeK= =T,y -1 T 124 2 4 1232 4 -1
-2 0 20 -26% HeK= -7y -4 -8 T4 3 1 8 23 10 =2 2 12 2 -4
-1 21 15 5 -6 31 6 -4 ~-7T 56 2 6 9 8 3 2 3 62 3 3
0 91 3 -0 -5 63 3 1 -6 22 7 1 10 47 4 -4 4 240 4 -1
1 27 9 13 -4 82 2 6 -5 80 3 6 HeK= =Ty, 2 5 44 3 -2
HyK= -7, -8 -3 69 3 ~4 -4 86 4 0o -9 37 5 -8 6 39 9 -3



’ "'3].—

OBSERVED STRUCTURES FACTORS (CONT) FOR
'D-CO(C2HBN2)3 CL (D-C4H406) 5H20 PAGE 5

L FOB SG DEL L FOB SG DEL L FOB SG DEL L FOB SG DEL L FOB SG DEL

7 90 3 4 5..89 2 2 -1 920 -9%* -3 97 2 1 -6101 2 -0
8 89 2 1 6 17 -9 15 0 40 5 3 -2 72 3 1 -5 75 3 -1
9 27 6 -1 7 50 4 -3 1 62 3 3 -1 261 1 -4 61T 2 =2
HoK= =7y 5 Hek= -7y 8 2 S2 4 -4 0117 3 0 =-3126 3 =2
-9 3% 6 -6 -8 2015-11 3 53 3 4 1 63 2 -1 =2 98 2 -4
-8 3 4 4 -1 28 1 -6 4 58 4 6 2 85 2 -2 -1 8 2 1
-7 87 2 2 -6 21 1 3 5 48 4 -2 3 1% 2 1 0 59 3 5
-6 31 3 1 -5 45 2 2 6 57 5 3 4 8 3 -2 1170 3 -3
-5 49 3 1 -4 43 4 O HeK= -6, -8 5101 3 0 2 24 4 &6
-4 115 2 -0 -3 69 4 1 -3 43 4 0 6124 2 -1 3 66 2 1
-3156 3 2 -2 57 2 2 =2 59 3 2 7 89 3 -2 4122 2 -1
-2 93 3 -1 -1 48 4 -4 -1 40 5 -2 8 35 5 1 5 72 2 2
-1157 3 2 0119 2 2 ©0 75 3 -1 9 8 2 1 6 715 3 -5
0120 2 -0 1 73 3 3 1 3812 -1 10 8 5 3 7 68 2 -1
1170 3 3 2 20 6 -2 2 60 3 -1 HeK= -6y =4 8 38 S5 =2
2148 2 -2 3108 2 5 3 58 8 -4 -7 65 3 1 9 60 3 =2
3140 2 2 4111 3 S5 4 032 -9%¥-6 37 3 4 10 38 10 -0
4141 3 -1 5 25 5 4 5105 5 4 -5 1910 -5 11 38 6 =1
5 68 2 -1 6 57 4 -1 6 80 3 -1 -4 97 3 2 HyK= =6, -1
6 72 2 -4 1 61 6 4 1 54 3 -2 -3 80 2 =2 =9 33 5 -1
7 8 4 7 HoK= -7, 9 8 29 7 3 -2 97 2 2 -8 66 2 2
8 27 7 -6 -1 31 5 =2 HyK= -6, -7 -1 162 3 2 =7 86 2 =2
9 83 4 0 -6 20 8 5 -4 48 5 3 0101 3 -3 -6 57 3 1
"HeK= -7, 6 -5 87 2 7 -3 88 4 1 1 5 2 =2 =5 20 6 -10
-9 67 3 -5 -4116 2 6 -2 83 -2 4 2116 2 =3 =-4118 2 -0
-8 70 2 2 -3112 2 1 -1 95 2 2 3143 3 -0 -3135 2 =6
-7 58 3 5 -2 51 3 1 0 69 2 4 4128 3 -1 -2 89 2 6
-6 86 2 3 -1 66 3 1 1 38 3 5 5139 2 0 -1 184 3 =2
-513 3 3 0126 5 -4 2128 3 2 6122 2 -0 0195 3 2
~4160 3 2 1 1511 6 3 718 2 3 7 80 2 1 1 44 2 5
-3 139 3 -2 2101 4 4 4 57 3 -1 8 90 2 -1 2145 2 =2
-2 138 2 4 3 713 2 4 5 8 2 1 9 91 3 0 3135 2 -2
1172 3 1 4 59 5 2 6 93 2 1 10 56 4 =2 4141 3 =2
0131 2 -1 5 49 6 -2 7 58 3 -1 HeK= =65 =3 5 147 3 2
1106 3 4 HyK= -7, 10 8 12 25 =-2%¢ -8 51 7 -0 6151 3 -3
2121 2 1 -7 47T 4 -2 9 67T 3 3 -7 B6 4 4 T 41 6 =5
3117 2 0 -6 57 4 -4 HyK= =6y =6 -6 49 4 -8 8 30 4 =7
4 84 2 3 -5 53 4 -4 -5 3210 -6 =-5102 2 -1 9125 2 1
5 97 2 3 -4 85 4 -0 -4 19 2 5 -4 83 2 -3 10 55 2 2
6 65 3 1 -3 90 3 3 -3 82 2 1 =3 67 7 =3 11 36 6 -4
7 1316 2% =2 42 S -7 -2 715 2 =1 =2 154 3 & HeK= =64 O
8 63 3 -0 -1 77 3 -1 -1 68 2 -2 -1 73 2 =2 -9 25 25 -l1%
Hek= =7y 7 0 35 5 =6 0 73 2 3 0 74 2 -1 -8 80 3 1
-9 38 5 -3 1 93 2 2 1121 2 3 1221 4 -2 -1 85 2 -3
-8 81 3 1 2 43 4 3 2 79 2 0 2179 3 4 -6 40 3 1
-7 71 2 3 3 32 5 &4 3 48 1 -4 3 42 4 <-4 =5102 2 -0
-6 60 3 2 4 66 3 2 4 60 2 2 4128 2 -2 -4142 3 0
-5 717 4 =2 HeyK= -7, 11 S5 74 2 1 5163 3 -1 -3 95 3 2
-4 8 2 2 -5 61 3 4 6 72 2 3 6 715 2 -1 =2271 4 O
-3 16 8 4 -4 37 4 1 7 39 4 8 1 5 4 =2 =-1118 2 =2
-2 67 3 -1 -3 57 & -1 8 81 2 S 8 93 2 3 0167 3 -1
-1 27 4 4 -2 56 3 -1 9 022-16%x 9 78 2 3 1186 3 -4
0 5 4 =0 -1 22 7 2 10 68 3 0 10 34 4 =2 2197 3 =2
1138 3 2 0 93 3 =2 HeK= =6, =5 11 22 13 -11 3 169 3 -4
2 023 -16%x 1 S0 4 =5 -6 44 8 2 HeK= =69 =2 4 98 2 =2
3 1418 -5« 2 62 3 5 -5 516 -5%-8 50 7 0 5229 4 4
4 12 2 -1 -7 52 3 3 6125 2 -0

5 HeK= =69 =9 =4 44 11



OBSERVED STRUCTURES FACTORS (CONT) FOR

-32-

D-CO(C2H8N2)3 CL (D-C4H406) 5H20

FOB SG DEL

7 60 3 <=2
8 113 2 2
‘9120 2 -1
10 76 5 1
11 37 11 2
HyK= =6, 1
-9 43 6 1
-8 65 5 -0
-7 38 8 S
-6 81 3 0
-5 155 3 2
-4 22 6 ~14
-3 127 2 -3
-2 112 2 -1
-1122 2 -0
0 338 5 1
1 229 4 =2
2 170 3 7
3 89 2 =2
4 295 5 -3
5 116 2 2
6 68 3 1
7131 2 -1
8 100 4 -4
9 60 4 =2
10 59 4 1
11 63 5 4
H9K= -6’ 2
-10 46 3 5
-9 56 2 7
-8 76 2 -3
-7 99 3 -3
-6 124 3 =2
-5 717 3 =2
-4 123 2 -5
-3 282 4 =3
-2 98 2 -1
-1 152 2 3
0 224 4 -1
1 156 3 =1
2 121 2 -3
3 69 2 -1
4 211 4 2
5 70 2 -1
6 137 3 -3
7 27 4 -5
8 47 3 <=2
9 40 4 2
10 64 3 0
H'K= ‘6, 3
~10 48 6 0
-9 58 3 2
-8 89 2 -1
-7 120 4 3
-6 25 4 1
-5 121 2 2
-4 69 2 =4

L FOB SG DEL

-3 147 2 2
-2 130 2 =2
-1 116 2 2
0170 3 -1
1 83 3 -3
2 59 2 4
3 141 2 0
4 47 2 1
5138 3 =2
6 87 4 6
T 42 2 1
8 45 4 -4
9 96 2 -3
10 44 5 0
He K= '6’ 4
-10 25 10 3
-9 49 5 4
-8 59 3 -3
-7 59 3 4
-6 111 2 ~1
-5 80 2 1
-4 113 2 -1
-3 113 2 =7
-2 42 2 -4
-1 168 3 =2
0213 3 -1
1 382 6 1
2 90 2 1
3 97 2 =1
4 190 3 =2
5210 3 -1
6 82 2 2
7114 2 2
8 138 3 =2
9 79 3 =2
10 40 4 8
HeK= -6, 5
-10 27 9 0
-9 54 9 =2
-8 84 4 4
-7 125 3 =0
-6 156 3 . 1
-5 80 2 -1
-4 193 3 0
-3 151 3 1
-2 184 3 -3
-1 149 2 =2
0 213 & 1
1 221 4 1
2 131 2 4
3 118 2 2
4 182 3 -1
5189 3 2
6 771 2 0
7 96 3 1
8 64 2 4
9 39 3 4

L FOB
HeK=
-9 61
-8 101
-7 18
-6 85
-5 108
-4 116
-3 222
-2 20
-1 121
0 221
1 60
2 82
3 133
4 125
5 26
6 117
T 47
8 4
9 83
HeK=
-9 52
-8 84
-7 84
-6 42
-5 73
-4 148
-3 1
-2 53
-1 98
0 106
1 147
2 126
3 78
4 50
5 108
6 52
7 0
8 82
HeK=
-9 21
-8 55
-7 95
-6 63
-5 50
-4 128
-3 4]
-2 111
-1 112
0 90
1 141
2 33
3 60
4 93
5 13
6 43
T 87

S6 DEL
-6y b6
3 1
3 -1
2 0
2 2
2 1
4 2
4 1
13 -3
3 =2
4 =3
2 -1
2 2
3 3
3 1
5 5
2 1
4 -0
16 -1
2 2
-6y 7T
6 3
2 1
3 4
3 =2
2 2
3 1
2 0
2 4
2 2
3 -1
3 2
2 3
2 5
2 -1
2 2
2 5
18 ~14
4 3
-6y 8
10 1
3 -1
2 1
3 1
3 -3
2 0
3 5
2 -1
3 -1
2 -3
3 -3
5 1
3 5
4 ~-4
3 0
4 1
4 -1

%

L FOB SG DEL

He K= '6y 9
-8 49 4 0
-7 59 5 0
-6 45 4 -5
-5 80 2 5
-4 105 2 -1
-3 145 3 0
-2 69 2 1
-1 16 2 2

0146 3 -0
1 98 2 1
2 46 2 4
3129 3 0
4 144 3 3
5 64 3 2
6 60 4 -1

HeK= =64 10
-7 86 3 3
-6 50 1T =0
-5 89 3 3
-4 118 3 3
-3 89 2 -1
-2 48 3 =4
-1 140 3 S

0 95 2 2
1 79 5 -1
2116 3 -1
3 64 5 3
4 35 8 -8
5 56 4 =2

HeK= =6, 11
-6 55 7 3
-5 94 3 3
-& 44 4 <=2
-3 0 17 -21%
-2 91 2 .
-1 26 6 -7

0 69 & -6
1 67 3 -3
2 25 6 -1
3 44 3 4

HeK= =6, 12
-4 52 3 1
-3 33 71 <=2
-2 34 71 -1
-1 49 6 1

0 34 10 -0
HeK= =5,-10
0 0 20 -16%
1 38 4 7
2 55 3 =2
3 29 12 1
4 11 20 -T*
5 40 12 4
HeK= -5, -9

-1 22 25 -6%

FOB
17
T4
40
43
68
46
68
32

H9K=
-4 74

~omMmPwNMeOr

-3 59

-2 90
-1 57
0 76
1 117
2 66
3 107
4 66
5111
6 121
7 55
8 175
9 67

Ha K=
-5 17
-4 70
-3 103

-1 98
0 139
1 62
2 143
3 80
4 88
5 46
6 91
7 85
8 23
9 76
0 47

-5 64
-4 88
-3 42
-2 90
-1 64
58
96
126
78
47
133
47
22
124
95

VWA~V PSHWNO™O

PAGE 6

SG DEL
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OBSERVED STRUCTURES FACTORS (CONT) FOR : . '
D-CO(C2HBN2)3 CL (D-C4H406) 5H20 h PAGE 7

L FOB SG DEL L F0OB SG DEL L FOB SG DEL L FOB SG DEL L FOB SG DEL
.10 62 4 =4 6 86 2 -3 <-4248 4 -0 7 128 3 1 -3 157 3 -3
HeK= =54 =5 7 71 2 1 -3225 4 1 81322 -1 =2 230 4 -3
-7 33 5 3 8117 2 2 -2 5 2 =2 9 15 2 -1 ~-1171 3 &
-6 33 4 4 9134 3, -3 -1358 5 -6 10 75 2 2 0279 4 4
-5 69 2 1 10 66.'8 -1 0326 5 -1 11 63 4 =3 1 217 &4 2
-4 39 4 1 11 56 2 6 123 4 5 HyK= =5, 3 2 236 4 3
-3 144 3 =2 HeK= =5, =2 2291 4 -3 -10 79 3 -5 3211 3 3
-2 718 2 =1 -9 77 3 1 3305 5 -0 -9 54 6 -1 4 142 2 5
-1 49 4 1 -8 87 3 1 4238 4 -1 -8104 2 =2 5305 5 5
0 90 2 2 -7 59 2 2 5175 4 -2 -7210 4 1 6 718 2 .1
1160 3 -0 -6108 2 -1 6259 4 -2 -6103 3 2 T 19 2 -0
2106 2 0 -5148 3 2 7 120 2 0 -5120 2 -4 8164 3 3
3197 3 -2 -4152 3 -1 8 81 3 -1 -4 85 2 1 9 49 4 O
4 88 2 1 -3270 4 -3 9124 4 -3 -3 375 6 =0 HeK= =5, 6
5 136 3 1 -2263 4 -5 10118 3 =2 =2 244 &4 =5 -10 53 5 2
6101 3 -3 -1141 2 0 11 61 2 5 -1 98 2 -2 -9 91 3 2
7 76 2 =2 018 3 =2 Hek= -5, 1 0376 6 0 -8148 3 O
8 103 3 3 1260 4 -0 -10 S5 5 0O 1219 3 2 =713 2 2
9 72 3 3 2259 4 =3 =9 61 2 1 2 89 2 2 -6132 2 -0
10 76 3 -1 3100 2 2 -8104 3 0 328 &4 -2 -5174 3 -1,
11 54 & -2 4203 3 -7 =7 111 2 1 4272 4 -1 -4 61 3 O
HyK= -5 =4 5154 3 =-4' =6 59 4 =5 5108 2 2 -3243 &4 2
-8 68 3 -2 6 83 2 1 =~5223 4 -2 6168 3 -0 =-2208 & -1
-7 47 6 -3 7116 2 2 =-4239 & 0 7T 137 3 0 -1193 3 -3
-6 127 3 2 8115 2 -4 -3 264 4 1 8 63 2 1 0 264 & -4
-5 52 3 1 9 76 2 -1 -21392 &6 -1 9 111 3 -1 1 115 2 1
-4 67 2 -1 10 74 3 -1 -1199 3 -6 10 83 3 -1 2 90 2 -1
-3179 3 -1 11 34 6 -10 0131 2 3 HeK= =5, 4 3 194 3 -4
-2 41 3 -4 HeK= =5, -1 1370 6 -1 -10 58 7 -1 4 220 4 3
-1165 3 -3 -9 75 2 3 2 320 5 2 -9 63 4 =2 5 94 2 4
" 0148 3 2 -8 78 2 -2 3178 3 -0 -8 155 3 1 6 66 2 -1
125 4 -1 -7 71 2 2 4227 4 -2 =T 5 2 3 7 716 4 1
2 41 2 -3 ~-6138 2 1 5250 4 -1 -6 100 2 4 8 41 6 =2
3124 2 -1 -5 62 2 O 6110 2 -2 -5172 3 0 9 42 5 =9
4 207 3 -1 =4 79 2 -1 - 7155 3 -0 =4 235 4 =3 HeK= =5, 7
§ 101 2 -2 -3171 3 -4 8119 3 -0 -3 138 2 -1 -10 39 8 2
6142 2 2 =-2143 2 =1 9105 2 -1 ~-2173 3 -3 -9 93 2 2
7 102 2 1 -1 19 6 1 10 70 2 1 -1341 5 -3 -8 146 3 2
8 81 3 0 0114 2 -2 11 29 5 1 0158 3 -1 =7 97 2 =2
9 87 2 1 1236 4 -4 HeK= =5, 2 1166 3 2 -6 38 3 -0
10 57 2 1 2 55 2 -2 -10 52 4 -4 2322 5 -1 =511 2 0
11 48 8 -1 3 39 2 -1 -9 93 2 3 3291 S 2 =4 166 3 0
HeK= =5, =3 4296 5 1 -8 108 2 0 4235 4 3 =-3145 2 1
-8 81 2 5 5113 2 -5 -7148 3 -2 5138 3 2 -2 83 2 5
-7 113 2 -1 6 207 4 -3 #6167 3 -2 6176 3 3 -1 220 4 =2
-6 50 3 3 7129 3 3 '-5116 2 0O 7 55 3 0 0206 3 =2
-5 56 2 2 8100 2 =3 -4248 4 3 8146 & 1 1 53 4 -0
-4 208 4 4 9 99 2 -0 -3268 4 -0 9179 3 6 2 46 2 -0
-3 118 2 -2 10 107 2 1 -2142 2 -2 10 2812 -10 3166 3 O
-2170 3 =1 11 60 2 2 =-1220 3 =2 HyK= =5, 5 & 87 & 0
-1190 3 O HeK= -5 0 0 197 3 1-10 27 5 4 5 11 4 3
0188 3 0-10 51 3 2 1 316 5 5 -9 79 2 3 6106 2 &
1 160 3 1 -9 34 3 6 2 45 2 2 -8 66 2 -1 7 51 3 -2
2367 6 2 -8 70 3 -0 3248 4 4 -7118 3 &4 8 63 3 -5
3120 2 -1 -7171 3 4 4180 3 -0 -6 145 3 -3 HeK= -5, 8
4 46 2 -1 -6 1315 -6%* 5204 3 -1 -5 117 2 1 -9 27 18 -4
5353 5 =2 -5 76 2 1 6 3 -0 -4 270 4 -2 -8 56 2 2

123



~34-
OBSERVED STRUCTURES FACTORS (CONT) FOR

D-CO(C2H8N2)3 CL (D-C4H406) SH20 PAGE 8
L FOB SG DEL L FOB SG DEL L FOB SG DEL L FOB SG DEL L FOB SG DEL
-7 8 4 <=2 2 75 2 1 -2 98 2 4 -5 162 3 4 6 183 3 =3
-6 61 2 1 3 26 30 -8% -1118 2 -0 -5112 3 =2 7 43 3 1
-5 106 2 3 HeK= <54 12 0117 2 -0 -4 771 2 =2 8 126 2 -0
-4 156 3 0 -5 88 3 1 1225 4 -1 -3 188 3 2 9 158 3 -0
-3 93 2 =2 -4 5310 -3 2 160 3 1 =-2216 3 -4 10 64 2 -0
-2 75 2 3 =3 45 4 -1 3 82 4 -0 ~-1176 3 -3 11 74 2 =0
-1 18 3 -1 -2 53 3 6 4 131 3 2 0 253 & 1 12 74 3 2
01046 2 -2 -1 72 3 -1 5 86 2 4 1 501 8 -0 HoK= =4y -1
1 138 3 3 0 50 5 =5 6 105 2 -3 2 256 4 -8 -10 38 10 -2
2 196 3 =2 1 77 4 -0 7 128 2 4 3209 4 -0 -9 95 3 -0
3 76 3 2 HeK= =4,4-11 8 75 3 2 4373 6 -2 -8 8 3 -3
4 125 2 2 2 42 8 -8 9 43 3 2 5 102 2 0 -7 86 13 4
5 181 3 2 3 4 5 -8 10 80 5 1 6 209 4 1 -6 72 2 -5
6 64 2 2 HeK= =4,4-10 HeK= =4, -6 T 222 4 -2 -5 207 3 3
7 78 3 -3 ~1 35 5 -2 -7 87 4 -2 8172 3 0 -4151 2 -0
HeK= =5, 9 0 70 3 0 -6 63 3 3 9 81 4 -1 -3125 2 -5
-9 88 2 4 1 53 & 2 -5 70 4 -3 10 71 2 -3 ~-2180 3 =2
-8 92 3 -1 2 78 2 -1 -4148 3 -2 11 75 4 -3 ~-1123 2 -7
-7 45 3 2 3 30 6 -8 -3 110 2 T HyK= ~44 -3 0 423 7 -1
-6 110 3 ] 4 26 28 8% -2 98 2 -1 -9 65 4 -3 1 493 8 -0
-5 100 3 =2 5 66 3 1 -1161 3 -2 -8 63 & 1 2 63 1 -4
, =4 135 2 0 6 61 4 -5 0151 3 2 -7 148 3 1 3321 5 -1
-3 105 2 2 7 39 5 1 1138 3 -2 -6 184 3 4 4 339 5 0
-2 141 2 -4 HyK= =4, -9 2 118 2 1 -5108 2 1 5 228 4 -2
i=-1 144 3 -1 -3 5110 -3 3 147 2 1 -4 236 4 -4 6 86 2 1
0 176 3 2 -2 93 4 =2 4 62 2 -2 -3 308 5 =2 7219 4 -3
1 149 3 2 -1 88 2 2 5 93 2 -0 -2198 3 -8 8 163 3 -1
2 66 4 1 0 44 7 -5 6 140 3 -1 -1 231 4 -4 9 103 2 1
3122 2 -1 1 79 2 -1 T 67T 2 -2 0 556 9 -9 10 103 2 1
4 173 3 3 2 136 3 1 8 51 3 -6 1 346 5 1 11 44 5 1
$ 111 3 =2 3 44 2 4 9 95 13 4 2 146 3 0 HeK= =4, O
6 25 271 -0% 4108 2 -0 10 50 4 -3 3260 4 -6 -10 51 &4 -7
HeK= =5, 10 5132 3 3 11 57 3 -1 4219 3 -1 -9 68 3 -0
-8 89 3 2 6 103 3 -0 HyK= =4, -5 5187 3 -3 -8 94 2 1
-7 68 3 -1 T 85 4 2 -8 60 3 2 6 258 4 -3 -7 144 3 -5
-6 7171 3 3 8 64 5 4 -7 89 13 1 7 56 2 3 -6176 3 3
-5 45 2 7 HeK= =4y -8 =6 46 4 1 8 159 3 -5 -5 103 3 1
-4 112 3 -3 -5 64 3 0 -5 117 2 2 9 105 2 0 -4 233 4 -3
-3 116 2 1 -4 71 7 -1 -4 70 2 4 10 62 3 -5 =3 409 6 -3
-2 79 2 -2 -3103 3 3 -3115 2 -2 11 28 6 -5 =2 143 2 3
-1 95 3 6 -2112 3 -0 -2 223 4 -1 HeK= =44 -2 -1 410 6 -0
0 129 3 1 -1 85 3 0 -1 60 2 1 -10 74 3 5 0 664 10 -17
1 82 3 =2 0 86 2 2 0114 2 -1 -9 60 3 -3 1 533 8 -6
2 3 3 -1 1170 3 1 1170 3 3 -8113 2 =0 2 208 3 5
3 12 2 =2 2 137 3 -1 2183 3 0o -7 113 2 1 3 368 6 7
4 84 3 -4 3 96 2 5 3132 2 -0 -6 96 2 -1 4 264 4 2
5 36 5 -1 4 117 2 0 4 162 3 4 -5 189 3 2 5 289 5 2
HeK= =5, 11 5 148 3 0 5245 4 -6 -4 239 4 =2 6 235 4 -1
-1 73 3 4 6 138 3 2 6 94 3 -2 -3206 3 =2 T 174 3 =2
-6 41 3 8 7 59 2 -0 T 157 3 3 -2180 3 -5 8 134 2 1
i=5 96 3 =2 8 89 2 1 8 87 3 3 -1211 3 4 9 139 3 -1
-4 712 3 -1 9 71 3 7 9 135 3 -0 0206 3 -3 10 78 3 -4
-3 31 4 =2 HyK= -4, -7 10 86 4 2 1140 2 -2 11 63 2 0
-2 711 2 -1 -6 8 3 -1 11 83 3 2 2399 6 -3 HeK= =4, 1
v=1 82 3 1 -5 60 4 1 HeK= =4, -4 3197 3 0 -11 67 3 -1
0 71 4 -2 ~4 78 2 1 -8 72 3 -1 4 109 2 1 -10 87 3 -1}
1 3 5 -3 -3116 3 2 -7 54 2 1 5258 4 -0 -9 50 2 -1
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OBSERVED STRUCTURES FACTORS (CONT) FOR - . -
D-CO(C2HBN2)3 CL (D-C4H406) S5H20 . PAGE 9

L FOB SG DEL L FOB SG DEL L FOB SG DEL L FOB SG DEL L FOB SG DEL
-8 146 3 1 1285 4 -4 HeK= =44 6 4 14 2 1 1 32 6 -4
-7 168 3 =2 2210 3 -1 -11 66 3 2 5 64 6 -4 2 93 4 =2
-6 128 2 ' 0 3 223 4 1 ~-10 78 3 -0 6 107 2 2 HyK= =3,-11
-5 181 3 1 4134 2 -4 =9 101 2 3 T 60 5 3 0 65 & -6

. =4 460 7 7 5202 4 -2 -8 167 3 4 HeK= =45 9 1 73 3 -4
-3 404 6 0 6 103 2 -3 -7 99 2 =2 -9 57 4 -1 2 69 3 =2
-2 74 1 =1 7 158 3 1 -6101 2 -2 -8 78 4 -3 3 44 4 -4
-1 581 9 -3 8 122 2 4 =5 249 4 4 -T 35 3 9 4 63 6 4

0 506 8 =5 9 74 3 -4 -4 122 2 o -6 87 2 -3 5 15 3 =2

118 3 1 10 87 2 0 -3190 3 -0 -5139 3 4 6 42 5 =2

2 442 17 6 11 57 5 -4 =2 211 3 1 -4 76 3 4 HyK= =3,-10

3 449 7 4 HeK= =4, & -1 119 2 -2 -3 134 2 -4 =-3103 3 -3

4 305 5 -3 -11 42 4 1 0219 4 -3 -2 86 3 2 =2 69 6 0

5§ 209 3 -5 -10 49 3 -2 1223 4 -1 -1100 3 -0 -1 35 5 -4

6 210 3 2 -9 32 5 -6 2 15 2 5 0109 2 -1 0 79 3 <=2

7 150 3 1 -8106 3 -6 3 80 2 -5 1 124 2 2 1 87T 3 -4

8 161 3 -2 -7 119 2 2 4 157 3 -0 2124 3 =3 2 5410 -1

9 143 3 -2 -6 83 2 -1 5 100 4 0 3 57 4 0 3 91 2 1
10 75 2 -5 =-5115 2 -1 6 34 & -4 4 116 2 <2 4 63 2 -1
11 50 4 -6 =4 228 4 <=2 7117 3 =2 5 78 7 -3 5 63 3 1

HyK= =4y 2 =3 263 4 =7 8 715 3 =2 6 32 5 1 6 100 &4 =2
'=11 87 3 =3 -2194 3 5 9 45 4 -2 HeK= =44 10 7T 64 4 =2
-10 74 2 1 -1 404 6 6 HeK= =4y 7 -8 89 3 -0 8 79 3 -1

-9 96 3 -5 0192 3 -9 -10 0 27 ~-12% -7 66 5 1 HeK= -3, -9

-8 172 3 -0 1 405 6 4 -9 771 4 -2 -6 67T 3 -0 -4 6911 -4
-7 112 2 =2 2163 3 -1 -8126 2 s -5 8 2 -1 -3 77 3 0
-6 108 2 -1 3148 2 -2 -7 74 2 0 -4 70 4 -1 -2 69 2 0

=5 237 4 -6 4 434 7 5 =6 73 2 -1 -3 124 3 2 -1 82 4 =2

-4 463 7 4 5 224 4 2 =5'125 2 0 -2127 2 -6 o 77 3 -0
-3 255 4 1 6 170 3 -5 =4 207 4 5 -1 79 2 -1 1 80 7 -3
-2 278 4 -4 7148 3 -0 -3 80 2 -0 0103 2 -0 2 19 2 -4

- =-1140 2 =6 8110 2 -2 =2 226 4 -4 1 90 .3 =5 3121 3 -0

0 3718 6 -6 9 131 3 0 -1 97 2 3 2 8 26 -12%¢ 4 109 2 =2

1 567 9 8 10 67 3 =5 0155 3 2 3 70 4 =2 5131 3 1

2 340 5 3 HeK= =4, 5 1 245 4 -3 4 78 5 -3 6 95 2 -1

3 75 2 =4 -11 56 5 -2 2 48 2 -0 5 36 10 =7 7 89 2 4

4 390 6 -3 -10 37 7 -5 3135 2 2 HeK= =4, 11 8 93 4 1

5 31T 5 -8 -9 99 4 =3 4 162 3 0 -7 64 6 3 9 74 3 2
-6 217 17 -4 -8135 3 -1 5 94 3 4 -6 13 3 =9 HyK= -3, -8

7 5 4 -3 -7 116 2 -1 6 103 2 2 -5 48 3 2 -6 37 14 2

8 185 3 2 =6 64 2 -1 7T 117 .2 S =4 79 3 -4 -5 70 3 =2
9109 2 -0 =~-5249 4 -3 8 80 3 -0 -3 62 2 -1 -4 67 1 -1
10 51 10 =10 =~4 365 6 0  HyK= <4, 8 -2 37 4 -3 =3 82 2 -4
1 59 3 6 -3 261 4 -4 -10 67 7 -2 -1 67 3 1 -2 124 3 =2

HeK= =49y 3 =2 201 3 2 -9 47 7 2 0 60 2 -2 ~-1139 3 -1
-11 57 3 2 ~-1261 4 -6 -8 63 3 1 1 1216 -7 0136 2 -1
-10 47 4 -3 0 195 3 2 =T 79 2 1 2 25 16 =2 1 125 2 1

-9 123 2 3 1372 6 6 =6 53 4 -1 3 97 3 -1 2170 3 -1
-8 113 2 =2 2371 6 -5 -5 81 2 -2 4 24 8 -1 3 88 2 -6
-7 165 3 =2 3227 4 3 ~-4154 3 -1 HeK= =4, 12 4 129 2 =2
-6 109 2 -1 4 136 2 2 =-3186 3 0 -6 16 19 <=5* 5 208 4 1
-5 135 2 1 5235 4 1. =2 110 2 5 -5 72 3 2 6 8 2 -0
-4 216 3 -4 6127 2 -1 -1 79 3 =1 =4 49 4 -1 7T 59 3 1
-3 144 2 -3 7 17 8 3 0187 3 1 -3 25 6 2 8 49 5 5
-2 242 &4 -1 8 115 3 =2 1 33 8 -0 <2 0 17 ~-11* 9 115 4 2
-1 26 2 0 9118 3 2 2 191 3 1 -1 80 3 -3 10 47 9 -6

0 427 7 1 10 20 8 3 3174 3 -0 0 25 9 -11 HeK= =3, -7
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OBSERVED STRUCTURES FACTORS (CONT) FOR

D-CO(C2H8N2)3 CL (D-C4H406) 5H20 - PAGE1O
L FOB SG DEL L FOB SG DEL L FOB SG DEL L FOB SG DEL L FOB SG DEL
-7 56 3 1 9173 3 1 -4132 3 -3 4 259 4 <2 HoK= -3, 3
-6 104 4 1 10138 3 =2 -3 464 7 -8 5333 5 4 -11 171 2 2
-5 97 3 -0 11 45 4 -1 -2 89 2 2 6 223 4 -1 -10 34 5 3
-4 76 4 -3 HeK= =3, -4 -1 190 3 -3 7T 260 4 -3 -9 59 3 -11
-3 187 3 0 -9 49 9 =6 0 257 & -7 8 163 3 -2 -8 84 2 0
-2153 3 -3 -8105 2 5 1 270 4 1 9 117 2 -4 -7 53 4 -0
-1 107 2 -2 -7103 3 2 2215 3 -0 10 97 2 .3 -6 58 2 1
0 197 3 2 -6 T4 2 <=2 3300 5 -2 11 62 2 2 =5146 3 -1
1163 3 -1 -5129 2 6 4159 2 -3 12 64 3 3 -4 31 2 3
2131 2 -3 -4158 3 0 5105 2 -0 HeK= -3, 1 =3 167 3 1
3 9% 3 -4 -3 215 4 -4 6 308 5 2 -11 70 3 -1 =2 157 2 4
4 8 2 -0 =-2274 4 =3 7 98 2 -2 -10 28 9 -7 -1 80 2 -5
5 110 2 -3 -1 279 4 =2 8 48 2 1 -9 51 5 -1 0 280 4 9
6 64 3 1 0211 4 -1 9 146 3 -4 -8 99 2 =2 1 346 5 1
7101 2 -0 1433 7 -3 10 64 2 -1 -7 200 3 -2 2 134 2 -6
8 56 3 -0 2344 5 -1 11 53 10 -6 -6 278 4 4 3 150 2 3
9 64 3 4 3 38 3 2 12 63 3 -1 -5151 2 6 4 151 2 -0
10 75 2 5 4 355 5 =5 HeK= =3y -1 =4 226 4 -7 5266 4 -1
HeK= =39 =6 5240 4 -2 ~10 48 5 4 =3 447 7 0 6 27 5 -3
-8 52 3 0 6109 2 -2 -9 45 5 -4 -2 334 5 -5 7T 144 3 -3
-7 89 3 1 7 160 3 3 -8 168 3 3 -1 249 4 -4 8 177 3 -1
-6 119 2 2 8 138 3 =~2 -7 141 2 -4 0 791 12 -19 9 66 3 =2
-5 47 2 2 9112 4 -2 -6 71 2 =2 1 257 4 -4 10 33 5 6
-4 167 3 -2 10 70 3 2 ~-5125 2 -0 2270 4 -1 11 56 4 -3
-3 129 2 -2 11 75 4 -0 -4 292 5 1 3412 6 12 HiK= -3, 4
-2 113 2 3 12 4410 -2 -3 154 2 3 4 357 5 -6 -11 29 5 1
-1117 2 -3 HeK= =3, =3 -2 322 5 4 5135 2 -0 -10 37 6 4
0 137 3 -5 -10 53 4 -2 -1 399 6 3 6 218 4 2 -9 76 2 -7
1174 3 -1 -9 71 2 1 0 76 2 -1 7T 74 2 =2 -8 47 2 -3
2 99 2 1 -8 50 3 -3 1 369 o 2 8 99 2 -3 -T 77 2 -3
3 114 2 2 -7 156 3 3 2 253 4 -3 9 62 2 6 =6 251 4 1
4179 3 -3 -6 137 2 2 3 284 4 8 10 44 3 3 -5180 3 -1
5 116 2 2 -5152 3 1 4 346 5 2 11 54 5 -4 -4 123 2 <=2
6 129 2 1 -4 216 4 -2 5295 5 -4 HeK= -3, 2 =3 229 4 4
7 53 2 -1 =-3226 4 -3 6126 2 -4 -11 718 3 -1 =-2170 3 -6
8 145 3 4 -2 207 3 -8 7 92 3 -4 -10 78 3 -6 -1 425 71 8
9 73 2 -1 -1 143 2 4 8 163 3 -0 -9 54 3 <=2 0572 9 15
10 91 2 3 0 304 5 2 9 144 3 -3 -8 18 3 -3 1 267 4 -8
11 57 4 2 1435 7 -7 10 75 2 =5 =-7140 2 -1 2 226 4 7
HyK= =34 =5 2170 3 6 11 718 2 0 -6 31 2 2 3180 3 =2
-8 60 4 -3 3139 2 -3 12 73 3 -3 ~5158 3 -3 4 234 4 -0
-7 150 3 4 4 116 2 -1 HeK= =3, 0 =4 227 4 -1 5 207 3 2
-6 40 4 2 5279 4 0-11 6 3 -0 -3 188 3 2 6 61 2 -3
-5 36 4 =5 6 127 2 0 -10 23 20 4 =-2158 2 -1 7T 176 3 1
-4 164 3 5 7 93 2 -1 -9 46 % 1 -1 357 5 4 8 100 2 2
-3 180 3 1 8 108 2 3 -8106 3 -3 0 239 4 =2 9 34 4 -3
-2 110 2 =2 9 111 3 1 -7 97 4 -3 1 336 5 7 10 40 4 2
-1 147 2 2 10 713 3 -7 -6 80 2 0 2 28 2 3 HeK= =3, 5
0 314 5 -4 11 14 25 5% -5 191 3 9 3 214 3 -10 ~-11 68 & 3
1 210 4 -2 12 47 5 -5 -4 186 3 6 4 128 2 6 -10 48 2 6
2 223 4 -0 HeK= =3, -2 =3 221 3 -0 5131 2 5 -9113 3 -1
3168 3 -2 -10 60 4 -4 -2 333 5 =2 6 8 2 -0 -8 119 2 1
4 239 4 -5 -9 4 27 -19% -1 401 6 3 7 83 2 -4 -T7T112 2 =1
5275 4 -2 -8124 3 -3 0 808 12 -35 8 100 2 -6 -6 127 3 -4
6 235 4 0 -7155 3 <2 1 425 7 2 9 97 3 ~1 -5 91 2 -1
7 84 3 1 -6129 2 -1 2 376 6 3 10 30 o 0 -4 329 5 =2
8 80 2 -1 -5129 3 -1 3188 3 -1 11 68 2 2 -3 157 3 =2
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OBSERVED 'STRUCTURES FACTORS (CONT) FOR
- D~CO(C2H8N2)3 CL (D-C4H406) 5H20

L FOB SG DEL
-2 205 3 1
-1 225 4 4

0 362 6 4

1111 2 0

2 156 3 -3

32712 4 -1

4 220 4 =5

5 107 2 =2

6 81 2 1

T 82 2 4

8 71 2 1

9 68 3 3
10 58 3 =3

H,K= -3 6
-11 38 15 -5
-10 81 2 1

-9 80 2 1
-8 109 2 =2
-7 33 5 6
-6 76 2 1
-5 228 4 -1
-4 90 2 -0
-3 146 3 1
-2 155 3 =2
-1 227 & =2

0 164 3 =3

1 62 2 4

2 189 3 <=2

3 22 6 5

4 150 3 1

5 54 2 3

6 92 2 3

7 5 2 -3

8 80 2 2

9 6T 3 1

Ho K= -3, 7
-11 35 9 =3
-10 32 5 -6
=9 6T 2 0

-8 71 3 -1
-7 65 2 -4
-6 8% 2 =0
-5 115 3 3
-4 175 3 =5
-3 204 3 -0
-2 168 3 -1
-1181 3 =2

0 64 3 0

1 154 3 §

2 129 2 =2

3 32 3 0

4 167 3 -1

5 62 2 4

6 19 10 -6

7 8 4 0

8 87 3 =0

HoK= -3 8

L FOB SG DEL
19 15

-10
-9
-8
-7

NP WN-O

[}
[
[V N ]

-7

-8
-7
-6

67
18
105
49
30

92

94
- 34
93

234

97
15
160
138
38
39
91
26
He K=
56
15
59
15
15
158
134
133
104
165
136
111
78
126
89
49
68
He K=
62
89
89
37
154
131
51
16
70
61
78
30
31
77
51
H'K=
52
24
70

N
(=

[

k~#\ﬂ0¢¥'h)¢'Nf0h93~h)¥rvbiﬁruhﬂo(»\»J‘thth)h)wlvt»h)WthJO‘U’#lﬂ~40‘#~&!ﬁ\ﬂ‘ihﬁ&\»kﬂh)&‘U!U‘N

4

-9

-3%

L

-4

FOB
47

SG
4
25
8
4
20
3
5
23
3
4
-3,
2
4
3
22

17

; ' U
NWNNNWWLAFONPGPFANNLVLVWNWPAPOIVWON®
- ) .

DEL
1
-5%

-11#

L FOB SG DEL

7 61
8 T2
9 69
HeK=
-6 35
-5 S0
-4 118
-3 99
-2 112
-1 137
161
98
120

49
104
128

65

46

66

65

He K=

70

62

97

90

[
COVWRNOOUWMPpUVDNEO

BB
PRV W

98

-
Wr—~N
-

-3 128 .

160
51
112
82
189
55
80
95
124
T4
61
92
62
- 37
HeK=
42
51
T4
86
89
152
107
51
115
110
156
195
142
89

I
Qr N

MO WVONOUN PN

- s

) I T T I I I
VS UWNEHORNWSHIONOEY®

65

[

NMONWWRNNNNWWUNNULENEHENNSFPENNNNUNNUBOWWONRAUNNDWWRSLR,;UBRNDUVNNSWNNNDW

3
3

W

-1
2
6

-8

-2
2

-2
1
0

-3

-4

-4

-3

PAGELL
L FOB SG DEL
T 68 4 2
8 153 3 =2
9 109 2 2
10 47 3 2.
11 58 3 -4
HeK= =24 -5
-9 35 9 =2
-8 39 § b
-7 95 3 -1
-6 70 2 -1
-5 23 4 =0
-4 128 3 -3
-3 179 3 3
-2 0 14 -9%
-1 82 2 -1
0 207 3 2
1 200 3 -3
2 67T 2 -1
3198 3 3
4 225 4 <=2
5 150 2 2
6 93 2 -1
T 100 2 2
8 108 2 -6
9 93 3 =2
10 103 2 -1
11 26 71T -6
HeK= =2, -4
-9 15 16 S%
-8 99 4 0
-7 63 3 =1
-6 82 13 2
-5 80 2 0
-4 157 3 3
-3 170 3 -1
=2 122 2 -1
-1 404 6 -7
0 28 2 1
1 126 2 0
2 2713 4 -5
3136 2 -1
4 154 3 0
5 261 & 1
6 152 2 4
7 51 2 -5
8 141 2 -1
9 134 2 -0
10 20 16 -5
11 67 3 1
12 56 3 -1
Hy -2y =3
~-10 ? T =2
-9 7 3 -5
-8 91 3 2
-7 93 2 -0
-6 156 3 -0
-5 254 4 1
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OBSERVED STRUCTURES FACTORS (CONT) FOR

D~CO(C2H8N2f3 CL (D-C4H406) 5H20 PAGEL12
L FOB SG DEL L FOB SG DEL L FOB SG DEL L FOB SG DEL L FOB SG DEL
-4 277 4 -1 4 479 7 7 11 34 S5 =2 =4 124 2 1 T 66 2 5
-3 157 3 79 5 274 4 0 HeK= -2, 2 -3 111 2 -0 8 28 6 2
-2 268 4 <=5 6 239 4 -1 ~-11 49 3 ~4 -2 712 3 -3 9 49 4 -8B
-1 140 2 9; 7123 2 -2 -10 67 4 -3 -1 165 3 -1 HyK= =2y 7
0 242 4 =2 8 200 3 -3 -9 89 2 =4 0 314 5 7T -11 43 4 -1
1 147 2 -4 9102 2 -8 -8 90 2 1 1302 5 -0 ~-10 43 3 0
2 314 5 5 10105 2 -5 -7197 3 2 2 386 6 2 -9 15 4 -5
3 216 3 1 11 55 4 -2 -6 15 6 8 3113 3 -5 -8117 2 -3
4 171 3 1 12 70 3 -1 -5 40 2 1 4274 4 -3 -7 103 3 3
5293 5 -1 HeK= =24, 0 =4 481 7 1 5 201 3 3 -6 74 3 2
6 246 4 -5 -11 2210 -8 -3 362 5 5 6 713 2 -1 -5 31 3 2

7 64 3 0-10 30 4 1 -2 277 4 3 7 97T 2 =2 =4142 2 =2
8 159 3 -4 -9 45 3 ~4 -1 266 & 6 8 172 3 5 =-3129 3 -1
9 8 3 -6 -8160 3 -2 0 536 8 11 9 63 4 -1 -2 121 2 1
10 37 7 1 -7 123 3 2 1 346 5 6 10 23 7 0 -1 268 4 -2
11 17 25 -19*% -6 92 2 -1 2 595 9 28 HeK= =2y 5 0113 2 0
12 42 5 2 =5 239 4 -4 3229 4 -3 -11 40 4 2 1 106 2 3
HeK= =2y =2 -4 396 6 -5 4 274 4 4 ~-10 0. 16 =12 2 145 2 2
-10 84 2 2 =-3222 3 =3 5 214 3 4 -9 125 2 4 3 82 2 -1
-9 80 2 0 -2 35 1 1 6109 2 -1 -8 73 2 -3 4109 2 -5
-8 113 2 1 -1 469 7 3 7 59 2 0 -7 114 2 -4 5113 4 0
=7 142 3 3 0278 4 -9 8 70 2 ~1 -6 137 3 1 6 68 2 0
-6 126 2' -3 1 294 4 2 9111 2 -2 -5 88 2 =2 7 42 4 2
-5 105 3 -3 2391 6 11 10 41 8 0 -4 260 4 2 8 113 & -4
-4 81 2 -5 3232 4 -4 11 49 8 -5 -3 283 4 =2 HyK= -2, 8
-3 234 4 1 4 405 6 10 HyK= =2y 3 -2 293 5 -8 -10 42 4 -1
-2 149 2 4 5321 5 -1 -11 2217 =~4 -1 42 2 =2 -9 48 3 2
-1 284 4 3 6 18 8 -0 ~-10 33 5 -6 0 557 8 4 -8 52 5 2
0 407 6 -1 7 34 5 -1 -9 69 2 =2 1 218 3 3 ~-T 105 2 2
1 249 4 7 8 167 3 -3 -8198 3 ~-1 2 143 3 1 -6 104 3 <=2
2 267 4 7 9131 2 ~6 -7 95 3 5 3228 4 -4 ~-5103 2 2
3133 2 -2 10 35 6 2 =6 56 2 5 4 138 2 1 -4 68 2 -5
4 288 4 -5 11 34 14 2 -5 91 3 =2 5126 2 4 ~-31715 3 -3
5 100 2 4 12 39 18 =4 =4 188 3 -4 6 133 2 -4 -2 128 2 1
6 122 2 -1 HeK= =2, 1 -3 302 5 6 7 65 4 -0 ~-1140 2 -5
7180 3 =-1-11 76 4 -4 =2 473 7 2 8 58 2 4 0 267 4 -3
8 31 6 -0-10 70 2 1 -1 48 2 6 9 47 5 3 1169 3 1
915 3 -1 -9119 2 -1 0O 89 2 -1 10 65 3 =2 2125 2 -3
10 718 2 ~1 -8B 125 3 =2 1306 5 12 HeK= =24 6 3100 2 0
11 42 7 -1 -7 70 2 2 2 76 1 =4 -11 62 5 =0 4 144 3 -1
12 70 3 -2 -6 161 3 -1 3148 2 ~3 ~10 38 5 <=2 5 97 2 -0
HyK= -2, -1 -5 318 5 -1 4 332 5 2 -9 104 2 =2 6 49 3 -0
-11 45 4 0 -4 28 3 5 5233 4 -0 -8162 3 3 T 124 4 1
-10 17 23 =4% -3 259 4 =2 6187 3 -2 -7 148 3 -1 HeK= -2, 9
-9 43 5 1 -2180 3 4 7 2315 -4 -6 31 & -1 -10 57 4 5
-8 93 3 -1 -1 547 8 3 8111 2 -0 -5 231 4 1 -9 16 3 -1
-7 8 2 -1 0276 4 4 9 137 3 1 -4 144 2 4 -8 9% 2 =1
-6 512 =-4% 1595 9 11 10 51 2 3 3277 4 -2 ~1T 63 3 -4
-5 113 2 2 2 357 5 4 11 53 ¢4 0 -2 239 4 -2 -6 137 2 2
-4 321 5 =2 3168 3 5 HeK= =2, 4 -1 150 2 1 -5112 3 =2
-3 239 4 8 4 282 4 -2 -11 35 5 1 0 83 2 -0 -4152 3 -1
=2 222 3 8 5182 3 13 -10 31 7 =2 1105 2 -4 -3 131 2 =2
-1 821 13 3 6 82 2 -3 -9 7171 2 -1 2 108 2 2 -2153 3 -8
0491 8 -8 7158 3 -1 =-8152 3 -1 3131 2 -0 =~-1139 3 -2
1 437 7 9 8 83 2 1 -7 49 2 -1 4 78 2 0 0111 2 ~-1
2 254 4 3 9 52 5 -3 =-6139 2 =2 518 3 -1 1 66 3 -9
3332 5 9 10 42 2 6 -5 236 4 -3 6 17 2 4 2 58 3 -0



OBSERVED STRUCTURES FACTORS (CONT) FOR

D-CO(C2HBN2)3 CL (D-C4H406) 5H20

- L FOB
3 142
4 108
5 22
6 62

HeK=
-9 99
-8 42

-7 95

-6 58
-5.102
-4 144
-3 40
-2 89
-1 105
49
38
82
60
32
70
HeK=
-8 65

MPWN=O

-7 49

-6 55
-5 89
-4 -]
-3 21
-2 57
-1 98

0 44

1 58

2 59
3 0
4 60
HoK=
-6 50
-5 93
-4 41

-3 47

-2 55
-1 76
69
41
34
HeK=
38
93
48
33
59
46
HeK=
16
15
66
30
44

N = O N MPWNHO NmO

SG DEL
3 -1
2 2
-2

=3

10

U
(G SRV
e

-
[
Pt

— _w
PUWWOVSPHENVUNOCGRIOVMENCIDINBWWUNOPIUNBLBNNNNSINWNWD
)
o
*

[

-
[
N

Nouwsrwr

FOB SG DEL
T4 2 2
40 3 4
82 4 =3
50 3 5
42 - 5 5

HeK= =1,-10
43 4 1
32 5 -3
25 16 0
45 9 0
31 5 -3
65 3 -5
97 2 =2
32 3 7
96 3 -2
64 & =0
76 3 2
65 3 1
36 5 -1

104 3 -3

HeK= =14 =9
38 6 -5
43 4 -1
48 4 1
58 - 5 -8

102 2 =5
7T 2 =4
40 3 -6

126 2 o

1171 2 =2
50 2 1

136 3 0
92 2 -2
74 2 -0
60 3 =2
64 3 2
77 4 0
8l 3 -0

HeK= =1, -8
65 5 -1
54 8 1
40 6 6

113 2 -1

146 3 -0
49 3 2

108 2 -3

198 3 =5

163 3 -1
98 2 0

120 3 4

121 2 =&

148 3 -0

109 2 2
73 2 -3

103 2 2
94 2 6
39 5 =4

L FOB SG DEL
HeK= =1, =7
-8 82 5 2
-7 100 4 4
-6 49 3 -1
-5 85 2 1
-4 164 3 0
-3 122 2 -1
-2 47 3 3
-1 172 3 2
0171 3 -1
1 234 4 =0
2 107 2 2
3110 3 3
4 45 2 =2
5102 3 S
6 148 3 -7
7 50 2 4
8. 39 3 2
9 b1 4 3
10 60 3 -0
11 0 18 -8%
HeK= =1, -6
-8 85 & 0
-7 65 3 1
-6 54 6 0
-5 86 2 -1
-4 92 2 4
-3 36 2 4
-2 62 2 o
-1 77 2 1
0 48 2 -5
1151 2 5.
2 135 2 =2
3 63 2 3
4 128 2 -3
5 154 3 <=0
6 19 6 -4
7 47 2 1l
8 91 2 1
9 136 3 -1
10 26 13 -3
11 83 3 -3
HeyK= =1, =5
-9 48 4 -1
-8 32 & -}
-7 33 5 =5
-6 27T 5 7
-5 93 2 1
-4 115 2 1
-3 201 3 =3
-2 142 2 -1
-1.172 3 1
0 243 4 -7
1 372 6 ]
2 125 .2 -6
3 66 2 1
4 4 iy

=3Q. .

274

FOB SG DEL
306 5 <=2
73 2 1
146 2 1
125 2 =2
149 3 =2
70 2 0
44 4 =1
52 4 -6
HeK= =1 -4
5 3 0
22 10 =2
115 2 2
141 3 0
181 3 3
143 3 -1
267 4 <=4
286 5 1
144 3 =4
284 4 -6
503 8 -1
427 17 2
417 6 8
210 3 -5
174 3 2
197 3 5
288 4 -3
78 2 -5
100 2 -1
80 3 -1
3% 4 -1
37 4 <-4
62 4 =4
HeK= -1 -3
31 6 -4
103 2 2
176 - 3 0
120 2 3
131 2 -1
138 2 -2
269 4 -3
188 3 4
232 4 5
116 2 =2
311 5 1
712 11 17
563 9 14
228 4 2
111 2 -1
272 4 =2
152 2 <=2
135 2 -3
226 4 -5
111 3 2
3 8 -7
41 9 -4
63 4 -8
HeK= =1, =2

PAGEL3

L FOB SG DEL

-11 66 5 1
-10 31 4 -1
-9 86 2 0
-8 133 3 -4
-7 14 7 6
-6 24 5 4]
-5275 4 0
-4 100 2 1
- =3 304 5 7
-2 227 4 12
-1 203 3 2
0456 7 -5

1 463 7 15

2 582 9 137

3 204 3 7

4 302 5 -2
5203 3 -3

6 41 2 -4

T 202 3 3

8 119 2 -1

9 125 2 -3
10 96 2 -5
11 61 3 0
12 43 4 =2
HeK= =1, -1

-9 91 3 -3
-8 47 3 -1
-T 142 2 -1
-6 193 3 -6
-5 35 2 0
-4 249 & -1
-3 443 7 -10
-2 380 6 5
-1 103 2 6
0 471 7 10

1 377 6 10

2 371 6 16
3470 7 8

4 198 3 4
5181 3 1

6 136 2 2

T 278 4 -1

8 129 2 -2

9 95 13 3
10 81 2 -1
1T 711 3 =2
12 60 4 -6
HeK= -1, O
-11 40 3 2
-10 82 4 -0
-9 95 2 =0
-8 165 3 =2
-7 200 3 =4
-6 76 2 2
-5 95 2 1



OBSERVED STRUCTURES FACTORS (CONT) FOR

-40- .

D-CO(C2H8N2)3 CL (D-C4H406) 5H20

L FOB SG DEL
-4 319 5 -4
-3 339 5 4
-2 696 11 8
-1 612 9 8

0 639 10 -64

1 213 3

2 535 8 21

3 448 7

4 343 5 7

5 489 7 8

6 150 2 1

7 160 3 =2

8 13¢ 3 -2

9 109 3 -5
10 59 2
11 60 4 -5
12 67 ‘3 =2

H|K= =1y 1
-12 57 8 3
-11 101 7 -4
-10 82 2 -4

-9. 64 5 -4
-8 221 4 -3
-7 80 3 1
-6 187 3 -1
-5 230 4 6
-4 508 8 3
-3 612 9 -3
-2 449 T 17
-1 523 8 8

0 243 4 -8

1 990 15 43

2 484 1T 20

3 313 5 6

4 543 8 21

5 26 4

6 78 2 3

7 186 3 =2

8 209 3 -4

9 62 4 -1
10 70 2 -0
11 86 5 1

HeK= =19 2
~-12 88 3 -0
-11 56 2 2
-10 108 2 -1

-9 177 3 -3
-8 52 2 2
-7 158 3 7
-6 294 5 0
-5 315 5 1
-4 397 &6 8
-3 459 7 9
-2 648 10 11
=1 306 5 -4

0 422 7 11

1 379 6 15

&

o

L
2
3
4
5
6
7
8
9
10
11

-12

b et

FOB SG DEL®
88 2 2
151 2 1
414 6 ~-4
134 2 5
25 8 4
223 4 -4
l44 3 0
53 7 =2
61 3 0
48 4 =7
" HeK= ~1y -3
44 4 -6
19 26 -9%
64 3 -1
106 2 -1
87 2 1
238 4 3
62 2 2
1056 2 2
33§ 5 =2
43 2 -5
61 2 O
337 5 6
504 8 =5
290 4 12
317 5 2
340 5 -4
382 6 -2
204 3 2
219 4 3
173 3 4
85 2 -3
115 2 -1
91 3 2
51 3 =2
He K= -1 4
29 16 =6
62 2 3
68 3 -9
84 2 -3
126 2 -3
69 2 -3
112 2 -1
308 5 2
275 4 -1
276 4 2
464 7 4
557 8 0
270 4 2
423 6 2
362 &6 -0
394 6 7
286 S5 -3
170 3 2
173 3 0
117 3 =2
152 3 2

O~V N-O

L FOB S6 DEL.
=1

9 119
10 29
He K=
-11 60
-10 88
-9 137
-8 159
-7 67
-6 197
-5 445
-4 326
-3 254
-2 210
-1 312
0 250
1 344
2 73
3 222
4 198
5 136
6 85
T 95
8 139
9 62
10 27
He K=
-11 82
-10 103
-9 100
-8 150
-7 174
-6 82
-5 177
-4 188
-3 237
-2 171
-1 152
0 323
1 164
2 95
3 268
4 223
5 86
6 91
T 155
8
9

32 .

41

HeK=
-11 61
-10 55
-9 115
-8 129
-7 72
-6 123

. =5 97

-4 263
-3 52

i
O = O
-

HFUMWAONSPINOUINWIOWRWPWWLAOWWNNNWSNULPVOPLIONSURWONN

WHENWWHNW

-2

| 4
NSEENWRLEDDINMO O b \ s s oo

-1

OO NPVWNFFOPNME

-9
-8
-7
-6
-5
-4
-3
-2

.FOB SG DEL
151 2 =2
284 4 -3
243 4 1
100 2 -1
146 2 -2
249 4 -1
107 2 1
106 2 =2
1056 2 -1
52 3 1
95 3 =3
He K= =1, 8
79 2 4
78 2 2
73 2 -0
52 2 0
69 5 -0
167 3 -2
167 3 -1-
167 3 -3
140 2 1
144 2 0
242 4 -5
91 4 1
220 4 -4
132 3 =2
94 3 -0
142 3 0
63 2 2
7« 3 =2
He K= -1' 9
‘82 5 -1
68 3 -0
125 3 4
55 3 0
122 2 0
191 13 2
67 2 -3
164 3 =3
175 3 -3
140 2 =2
89 3 -9
159 3 -4
95 3 -1
80 2 1
186 4 -0
48 7 -7
46 5 =2
Hy K= ‘1"10
143 3 -1
72 3 =2
100 4 2
64 2 3
2 2 =0
157 4 1
80 2 2
75 6 -8

PAGEl4

L FOB SG DEL
-1 143 3 -4
0116 3 -1
1 31 9 2
2 40 5 -15
3123 3 -3
4 21 8 =2
5 54 5 =2

HyK= -1,y 11
-8 57 3 2
-7 41 4 =3
-6 62 2 -0
-5 55 4 -5
-4 T4 2 =2
-3 65 8 1

=2 60 3 2

=1 99 3 -T7:
0. 47 3 =-7-
1 57 3 1.
2 92 5: =3
3 44 10 -1

HeK= -1,4"12
-6 44 12 -6
-5 97 3 =3
-4 T4 2 4
-3 65 2 1
-2 88 3 -1
-1 82 3 =3

0 51 4 -6
1 77 3 -7

HeK= 09'12

-1 49 4 -7
0 48 3 5
1 67 3 =3
2 64 5 4
3 0 17 =92

4 81 3 -3
5 63 9 <2
6 57 3 0

HeK= 0,-11
-3 81 5 -0
-2 71 3 =0
-1 22 8 1

0 88 7 -3
1 76 2 2
2 43 4 -8
3 85 3 1
4 83 S5 =3
5 72 3 =%
6 87 3 -1
7 0 22 -14%
8 59 4 2

HeK=  0,-10

|
wn

31 6
-4 54 4
-3 67 6 -5
-2 25 17
-1 57 3
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OBSERVED STRUCTURES FACTORS (CONT) FOR

D-CO(C2H8N2)3 CL (D-C4H406) 5H20 PAGEL1S
L FOB SG DEL L FOB SG DEL L FOB SG DEL L FOB SG DEL L FOB SG DEL
0 101 2 1 1 246 4 1 -10 80 3 -1 -3 403 6 5 5 262 4 8
1 87 2 -1 2220 4 -4 -9 102 3 0 -2525 8 4 6 286 &4 -0
2 106 3 -1 3 80 2 2 -8 85 5 3 -1 288 4 7 T 270 4 2
3 62 2 -4 4111 2 -6 -7 162 3 0 0 160 2 -6 8 98 2 0
4 64 2 =2 5 48 3 -1 -6183 3 -5 1 518 8 17 9 128 3 -5
5 101 3 4 6 128 2 5 -5 237 4 -4 2 449 T 12 10 81 2 <2
6 89 2 -3 7104 3 -1 -4 99 2 4 3138 2 -2 11 36 4 -7
7 53 8 -3 8 78 4 2 -3 334 S5 -7 4 460 7 -5 HeK= 0, 1
8 52 8 -6 9 55 5 -0 -2 359 5 1 5 284 4 3 -12 59 5 -3
9 99 3 3 10 62 3 -0 -1 194 3 4 6 69 2 -3 -11 98 4 0

HeK= 0¢ -9 11 64 5 =2 0449 7 2 7 134 2 1 -10 93 2 -5
-6 46 4 1 HeK= 04 -6 1 700 11 6 8151 3 -1 -9 92 3 =2
-5 50 3 3 -9 20 32 2% 2 352 5 12 9 152 3 -3 -8 234 &4 -5
-4 89 4 -4 -8 8l 2 2 3152 2 -3 10 77 2 -5 -7 244 4 2
-3 52 4 -3 ~-7103 2 2 4 479 7 4 11 82 2 2 -6 208 3 4
-2 137 3 -3 <6 45 5 =2 5 246 & 3 12 61 5 -4 =5 432 7 =5
-1153 3 -2 -5 91 2 0 6118 2 1 HyK=- 0y -1 -4 634 10 6

0 51 2 -3 =-4177 3 -1 7226 4 -1 -11 77 3 -2 -3 515 8 T
1163 3 -6 -3 82 2 1 8 142 2 -2 ~-10 83 2 1 -2 351 5 9
2151 3 -1 =-2201 3 -7 9 98 2 -2 -9106 2 -5 -1 659 10 -16
3 99 4 0 -1 255 4 4 10 50 3: 1 -8 166 3 =2 0 443 7 -16
4 114 2 -3 0 96 2 -1 11 77 3 -5 -7 718 2 0. 149 7 -3
5 213 4 0 1215 3 -4 12 79 4 2 -6 201 3 -1 2 308 5 7
6 116 2 0 2 226 4 2 HeK= 0y =3 =5 265 4 1 3122 2 2
7T 713 3 =2 3147 2 -1 -11 66 & =2 <-4 292 4 8 4 287 4 5
8 112 3 -1 4 199 3 3 -10 67 2 0 -3 145 2 3 5 273 4 3

9 63 9 1 5212 4 -3 -9 81 2 -2 -2295 5 5 6193 3 -1
10 94 5 -4 6 141 2 1 -8101 2 3 -1 506 8 4 7 95 2 1.

HeK= 0y ~8 7 131 2 2 -7186 3 3 0 432 7 -20 8 167 3 -~-1.
-7 68 4 2 8 188 13 1 -6140 2 -1 1.655 10 ~15 9 107 2 =<2
-6 81 3 =2 9 95 2 1 =-5245 4 -3 2 355 5 8 10 72 2 =2
-5 122 3 -2 10 88 3 -2 -4 1303 5 0 3522 8 10 11 83 3 -1
-4 66 3 2 11 65 6 1 -3 230 4 -1 4 635 10 2 HeK= 0, 2
-3 197 4 -1 HeK= 0y =5 =2 196 3 7 5419 6 -6 -12 59 11 -4
-2 144 3 -3 -9 79 3 -2 ~-1610 9 -15 6 210 3 4 -11 76 S5 =2
-1158 3 -2 -8104 3 ~-l 0 810 12 -27 7-237 4 1 -10 80 2 =3

0214 3 -3 -7 81 2 -1 1 431 7 12 8 240 4 -2 -9 158 3 -3
1 76 2 2 =6 137 2 1 2193 3 9 9 96 2 -3 -8 149 3 0
2 207 4 1 -5153 3 =2 3 649 10 5 10 94 3 -5 -7 122 3 1
3 145 2 -4 -4 220 4 -0 4 98 2 -1 11100 2 -0 -6 175 2 -6
4 137 2 5 -3 258 4 2 5 17 3 -3 12 5411 -7 <=5 276 4 2
5193 3 -1 -2277 4 -3 6 217 4 -1 HeK= 0y O =4 461 7 =5
6 98 2 1 ~-1285 5 =3 7149 3 -5-11 48 &4 -1 -3 151 2 -3
7 88 2 1 0 289 4 5 8110 2 -3 -10 70 4 -6 =2 424 7 10
8 51 4 1 1 359 5 9 9153 3 -3 -9 12¢ 2 -8 -1 502 8 15
9 101 3 4 2 259 4 -2 10 55 2 4 -8 96 2 1 0 165 3 =4
10 51 3 0 3 233 4 2 11 24 7 -5 =7 264 4 2 1 298 5 7

HeK= 0y =7 4 495 8 1 12 91 2 1 -6 276 4 -0 2 502 8 3
-8 73 3 2 5315 5 6 HeK= 0y -2 =5 270 4 8 3 412 6 3
-7 125 3 4 6131 2 -2 ~-11 56 3 <-4 -4 461 T -5 4 315 5 0
-6 127 3 3 7110 2 -3 ~-10 69 3 -1 -3 766 12 -18 5 274 4 <=2
-5 34 8 1 8 186 3 2 -9 84 3 -1 -2255 4 <2 6 117 2 0
-4 142 3 -1 9 128 3 -3 -8199 3 -0 -1 389 6 ~-10 7 106 2 -0
-3 157 3 1 10 93 2 -1 ~-7102 2 -1 1 407 6 -6 8 201 3 -1
-2 716 -7¢#11 71 3 -5 -6 132 2 3 2 234 4 -3 9 79 3 =5
-1132 3 -1 12 78 3 -1 =-5283 4 =0 3 775 12 -17 10 77 2 1

0 203 3 3 HeK= 0 S -0 &4 460 7 -5 11 62 3 -1

e =& -4 310
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OBSERVED STRUCTURES FACTORS (CONT) FOR
D-CO(C2H8N2)3 CL (D-C4H406) 5H20 PAGEl6

L FOB SG DEL L FOB SG DEL L FOB S6 DEL L FOB SG DEL L FOB SG DEL

HeK= 0, 3 =5 313 5 5 8 68 3 0 -6 79 3 =4 HeK= 1y =9
-12 87 3 -0 <-4 496 8 -1 Hyk= 0, 8 -5 8 2 -1 -6 51 5 2
-11 17 23 =-9% -3 220 3 1 -10 33 5 -7 -4 75 2 2 -5 64 2 4
-10 60 2 -1 =-2258 4 -1 -9 101 2 6 -3 77 3 -4 -4 188 3 2

-9 146 3 -5 -1 346 5 8 -8 60 3 -2 -2 60 2 -1 -3 78 2 -1
-8 111 3 1 0 288 4 5 =7 93 2 0 =1 66 3 -3 =2 91 2 -4
-7 133 2 -6 1287 5 -2 -6 85 2 =2 0O 8 3 -0 ~-1166 3 =2
-6 214 3 1 2276 4 -4 .-5188 3 -1 1 1915 10 0O 8 2 =5
-5 169 3 -3 3250 4 1 -4 138 2 3 2 11 2 4 1138 3. -1
-4 98 2 -1 4 222 4 ~1 <3136 2 -4 3. 82 3 0 2 188 3 -1
-3 661 10 7 5159 3 -0 -2 210 3 =0 HeK= 0y 12 3 168 3 =2
-2173 3 10 6 128 2 0 -1 172 5 4 -6 53 4 -3 & 715 2 =2
-1 420 6 11 7 86 3 -1 0208 4 -3 -5 6T 4 O 5191 3 5
0 820 13 -24 8 104 3 -2 1168 3 -1 -4 81 3 -2 . 6128 3 1
1 613 9 -16 9 86 2 3 2141 3 -2 -3 22 7 15 T 47 3 4
2192 3 5 HeK= 0, 6 3196 3 =2 -2 62 6 3 8 129 2 6
3249 & -2 ~11 68 3 2 4 67 3 0O -1 70 3 -5 9 76 2 1
4 303 5 1 -10 87 2 -1 5124 3 <=2 0.42 5 1 10 717 3 -1
5 244 4 -1 -9 98 2 -1 6 79 3 =2 1 59 3 2 HeK= 1, -8
6 142 2 -4 -8181 3 -0 7 671 5 2 HeK= 1le4-12 =7 72 3 -4
7T 18 3 1 -7 129 2 2 HeK= 0y 9 -1 82 3 -2 -6 64 3 <=2
8 101 2 1 -6131 2 -3 ~-10100 3 0 0 54 7 -4 =~5 145 3 <2
9 89 & 2 -5208 3 -1 -9 66 3 2 1 8 3 -1 -4 98 2 3
10 67 2 1 -4 203 3 4 -8 108 3 -1 2 92 3 -1 -3 1271 2 1
11 63 6 -2 -3 158 3 0 -7 80 2 1 3 70 7 -4 =2230 4 =4

HeK= 0, & -2 212 3 1 -6 114 2 0 4 15 4 5 -1 88 2 -1
-12 74 2 1 -1214 3 -3 =5 209 4 =4 5103 3 1 0 244 4 -3
-1 72 3 -3 0102 2 -3 -4 118 2 -6 6 51 3 0 1155 3 -0
-10 56 4 5 1 249 4 3 -3 971 2 <=2 HeK= 1,-11 2125 2 -0

-9 101 2 -1 2207 4 -5 -2153 3 -1 -3 41 5 -4 3175 3 -1
-8 139 2 -4 3 98 2 -1 -1162 3 -6 -2 9% 3 -1 4 169 3 -1
-7 225 4 -1 4173 3 0 0 64 2 -1 -1 63 3 =2 5168 3 =2
-6 129 2 2 5 79 3 =2 1152 3 -3 0 54 4 1 6 73 2 1
-5 248 4 =~0 6 52 3 2 2143 3 =2 1 107 3 =2 7 56 2 4
-4 483 17 4 7 104 2 1 3 57 5 -0 2 51 3 1 8 75 2 =2
-3 134 2 -4 8 83 3 3 4 92 4 -1 3 65 4 -1 9 80 2 5
-2 347 5 8 9 29 8 4 5 37 1 -6 4 79 3 -3 10 86 2 2
-1 703 11 5 HeK= 0y 7 6 27 8 -9 5 58 3 =2 HeK= 14 -7
0 455 7 2 -11 59 5 0 HiK= 0, 10 6 62 2 -2 -8 99 3 -1
11718 3 1 -10 66 5 4 -9 97 3 0 7 40 5 ~-10 -7 52 3 -3
2361 6 -0 -9 54 2 5 -8 63 3 4 8 57 4 2 =-6103 2 =2
3 321t 5 -8 -8 85 2 3 -7 471 7 =3 HeK= 1,-10 =5 103 2 0
4 88 2 3 -7 99 3 -2 -6 93 3 0 -5 58 2 3 -4 104 2 3
5 242 4 -3 -6 115 2 5 =5 91 4 -1 -4 25 5 2 =3 249 4 =2
6 189 3 -2 -5 61 2 3 ~4 75 2 -0 -3121 3 -2 -2 151 3 1
-7 158 3 0 -4120 2 -4 -3 68 2 -2 -2 5 5 -3 =-1112 2 -1
8 90 4 2 -3 89 2 0 -2 99 3 -5 -1 21 9 -11 0 244 4 3
9 103 3 1 -2200 3 -6 -1 82 3 =2 0118 3 2 1 282 4 =2
10 77 2 0 ~-1252 4 -2 0 95 2 -1 1141 3 -0 2 147 2 1

HeK= 09 5 0198 3 2 1 62 2 2 2 171t 2 -8 3 62 2 -4
-12 79 3 =2 1119 2 <2 2 20 20 1« 3 72 2 1- 4 270 4 =2
-11 74 4 1 2 24 13 =2 3 68 6 =6 4 158 3 -0 5105 2 2
-10 88 2 1l 3148 3 -3 4 45 5 ~15 5 74 2 -3 6 137 2 -1

-9 134 3 -3 4 139 2 -2 5 23 9 -8 6 58 3 -0 7T 82 2 =2
-8 186 3 -0 5 25 5§ =2 HeK= 0, 11 7 106 2 2 8 128 4 1
-7 109 2 -1 6 128 2 2 -8 59 3 -0 8 61 3 -5 9 118 3 =5
-6 12¢ 2 =2 7120 3 9 145 3 1 10 64 3 1

0 -7 025 -3
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OBSERVED STRUCTURES FACTORS (CONT) FOR :
D-CO(C2H8N2)3 CL (D-C4H406) 5H20 _ : PAGE1l7

L FOB SG DEL L FOB SG DEL L FOB SG DEL L FOB SG DEL L FOB SG DEL
11 63 3 -1 - 0278 4 4 7157 3 3 -12 70 2 1 -5 280 ¢4 0
HeK= 1y =6 1 557 8 2 8 55 2 3«11 70 3 -7 -4 90 2 =2
-9 54 3 4 2 451 7 5 9175 3 -4 -10 87 4 =3 =3 241 4 2
-8 34 & 3 3 281 4 3 10108 4 -4 -9 81 2 3 -2589 9 14
-7 153 3 1 4 289 4 1 11 53 2 2 -8 134 2 -2 -1 693 11 15
-6 83 2 -1 5315 5 4 12 89 3 1 -7 285 4 0 0 312 5 4
-5 88 3 -3 6122 2 -1 HeK= 1y =1 -6 139 2 3 1 124 2 1
-4 227 4 2 T .62 2 -5-11 80 2 3 -5185 3 1 2223 4 6
-3 265 4 -3 8133 2 0-10 56 5 -6 =419 3 3 3187 3 6
-2 17 2 -3 9.83 2 =2 =9 62 3 -1 =3 460 7 10 4 275 & =2
-1 178 3 0 10 82 3 0 -8203 3 -5 =2348 5 11 5121 2 -5
0 327 . 5 7 11 64 3 -3 -7 178 3 -2 -1 387 6 12 6 130 2 3
1 140 2 0 12 39 8 -2 -6 719 2 7 0 456 7 2 7T 126 2 5
2178 3 0 HeK= 14 =3 =5 47 2 =2 1 98 2 8 8169 3 -1
3 251 4 3~-11 46 4 -5 -4 531 8 18 2 403 6 ) 9 97 5 =2
4 184 3 3-10 88 2 -3 -3 319 5 6 3 431 T -12 10 33 6 -7
5179 3 -1 -9119 2 1 =2 474 7 17 4 243 4 0 HyK= 1y 4
6 84 2 S -8 91 2 -1 -1 988 15 33 5 30 3 2 =12 64 4 3
7175 3 -1 -7174 3 3 0253 4 -6 6 202 3 -5 -11 41 5 =2
8 155 3 1 -6 226 4 6 1 508 8 0 T 153 3 2 ~-10 46 3 1
9 102 2 1 =-5197 3 -1 2 440 7 14 8 40 2 2 =9 T1 2 =2
10 98 4 0 -4394 6 -2 3 609 9 -6 9 96 3 -3 -8 101 2 1
11 55 9 -4 -3 346 5 0 4 509 8 2 10 17 8 2 -7 79 2 -3
HeK=- 1y =5 =2 308 5 0 5 234 4 S 11 52 3 -4 -6 291 5 -1
-10 0 19 -19% -1 312 5 13 6 187 3 =2 HeK= 1, 2 =5 200 3 6
-9 56 3 0 0515 8 -1 7 87 2 4 -12 46 10 -4 =4 167 3 1
-8 140 3 -1 1 336 5 6 8 214 4 -4 -~-11 65 2 1 -3 198 3 <5
-7 88 3 1 2 83 2 2 9 60 3 -10 -10 95 3 -4 =2 405 6 9
-6 17 3 -1 3 48 2 -5 10 85 2 -1 ~9122 2 -4 =-1 439 7 6
-5 148 3 -1 4347 5 -1 11102 3 -6 -8 114 2 =2 0495 8 -0
-4 192 3 3 5 124 2 2 12 52 3 -1 -7 206 3 3 1278 4 -5
-3 220 4 2 6 78 2 0 HeK= 1y 0 =6 57 2 =3 2 147 2 -4
-2 13 2 -1 7 234 4 3-12 64 3 -1 ~-5195 3 -1 3293 5 1
-1 332 5 7 8 95 2 1 -11 67 2 4 -4 317 5 -0 4 260 4 -5
0 263 4 12 9107 2 -0 -10 54 3 -4 -3 194 3 6 5 136 3 2
1314 5 0. 10 63 3 -6 -9111 2 -3 -2 579 9 34 6 191 3 2
2200 3 -1 11 1317 -9% -8 134 2 -2 -1 470 7 15 T 135 2 1
3246 4 4 12 48 3 -0 -7 171 3 0 0 478 7 -4 8 114 2 1
4 328 5 8 HeK= 1y =2 =6 145 3 -} 1 222 3 5 9 36 4 1
5 447 7 3 -11 59 3 =2 -5479 7 8 2 231 &4 12 10 48 4 2
6180 3 -3 ~-10 53 4 -2 -4364 6 10 3 304 5 7 HeK= 1y 5
T 68 2 3 -9 52 3 -5 =3 460 7 1 4 112 2 2 ~-12 66 3 2
8 156 3 =4 -8 142 2 1 -2528 8 19 5 279 4 1 -11 46 3 -1
9 134 2 -5 -7 226 4 -4 -1 210 3 3 6 38 5 1 -10 63 3 -4
10 88 2 =-1. -6 8 22 2% 0 608 9 -85 7 13 9 5 -9152 3 2
11 62 5 -7 -5 144 2 3 1 621 9 3 8 140 2 0 -8 128 2 0
HeK= 1y =4 -4 407 6 <-4 2 671 10 6 9 83 4 -2 -7 145 3 =3
-10 24 25 =4% -3 137 2 1 3 347 5 5 10 25 28 -2% -6 82 2 5
-9 123 2 ~0 -2 70 2 1 4 323 5 -3 11 62 S5 -5 =5310 5 =2
-8 149 3 2 -1353 5 12 5 8 2 -1 HeK= 1y 3 -4 272 4 6
-7 111 2 -1 0430 7 11 6 82 2 1 -12 68 3 <2 =3 46 2 1
-6 186 3 1 1 318 5 -5 7199 3 -5-11 39 6 -5 =-2124 2 -5

-5 152 3 -1 2 656 10 8 8 157 3 =4 -10 45 3 -1 -1 380 6 4
-4 281 4 =2 3 435 7 7 9 83 4 -5 -9 106 2 0 0 246 4 -6
-3 398 6 7 4 391 & 9 10 90 4 -3 -8 226 4 -4 1179 3 -1
-2 375 6 2 5324 5 1 11 26 12 -3 -7 149 3 2 2 147 2 1
6 5 6289 5 -2 HyK= 1y 1 =-6150 2 =0 3198 3 <2

-1 422
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OBSERVED STRUCTURES FACTORS (CONT) FOR

D-CO(C2H8N2)3 CL (D~C4H406) SH20 PAGEl8
L FOB SG DEL L FOB SG DEL . L FOB SG DEL L FOB SG DEL L FOB SG DEL
4 106 2 3 -2 99 2 -1 -3 36 8 2 6137 3 -0 2222 4 =2
$101 2 -1 -=-1171 3 =4 -2 41 6 -4 1 60 4 0 3290 4 -0
6 34 3 S 0198 3 =5 -1 96 6 -6 8 87 3 -6 4137 2 4
7 30 4 3 1115 3 -1 0 43 4 -2 9 8% 3 -0 5220 4 . 3
8 46 3 3 2 58 2 -0 HeK= 2,-12 10 56 3 &4 6. 35 3 -6
9 48 6 -1 3142 4 1 -2 28 7 -3 HeK= 25, -8 7 141 3 =2

HeK= 19 6 4111 2 -1 -1 2610 =15 -7121 3 0 8162 3 4
-11 94 3 1 5 33 9 -0 0 70 3 -0 -6 4 3 4 9 98 3 =2
-10 23 6 -2 & 54 3 1 1 73 3 -1 -5102 2 2 10 43 3 -1

-9 138 3 -0 7 64 3 0 2 61l 4 -3 <-4 146 3 -1 11 56 11 -3
-8 97 2 2 HeK= 1, 9 3 52 7 =1 =-3100 2 3 HeK= 25 -5
-7 35 3 -1-10 83 4 -2 &4 40 4 -0 -2133 2 0 -10 67 3 -3
-6 41 2 1 -9 80 4 1 5 8% 4 -2 -1162 3 -3 -9 23 30 -10%
-5170 3 -0 -8 59 3 1 6 53 3 6 0262 5 -2 -8 54 3 1
-4 122 2 -1 -7 60 3 =3 HeK= 2,-11 1 149 3 -2 =7 70 2 3
-3 65 2 4 =6 82 4 2 -4 60 4 -6 2128 3 0 -6119 2 -4
-2 160 3 1 -5 99 2 -2 -3 025 -15% 3175 3 -1 -5 132 2 &
-1 145 3 2 -4138 3 3 -2 61 3 2 4 713 2 -3 -4143 2 2
0 41 3 -1 -3 42 5 ~-10 =~1 57 3 =2 5108 4 3 =3 229 4 -4
1 56 2 1 =-2116 3 1 0 46 3 -2 6 97 2 -3 =2162 3 1
2 61 2 -0 -1127 2 -1 1 96 2 -1 7107 2 1 -1200 3 O

.3 45 2 2 0 48 4 2 2 5210 -5 8 58 5 2 0655 8 4
4 87 & 1 1 66 4 -7 3 1318 -6 9 S5 4 3 1 571 2 O
5 89 2 =2 2104 2 -4 4 22 7 -1 10 4 5 -8 2306 5 =7
6 44 3 4 3 61 2 5 S5 88 3 =1 HeK= 24 =T 3 275 4 =3
7 73 2 3 4 51 3 1 6 48 4 -3 -8115 3 -4 4 260 4 1
8 8 3 0 5 46 5 -1 T 45 &4 -4 =T 42 3 2 S5 83 2 1

HeK= 1, 7 6 39 4 3 8 71 3 5 -6 75 2 5 6130 3 0
-11 20 9 16 HeK= 1, 10 HyK= 2,~-10 -5118 2 3 7118 2 =1
-10 63 3 1 =-9118 3 S5 =5 62 4 -7 =4106 2 -2 8 16 2 =2

-9 66 2 1 -8 29 6 0 -4 31 5 1 -3 8 2 -1 9 125 2 1
-8 35 4 1 -7 55 7 -1 -3 64 3 -0 =-2149 2 -1 10 11 18 1%
-7 42 3 71 -6 8l 4 -1 -2 8 2 -2 -1106 2 3 11 36 & -1
-6 153 3 -5 -5 62 4 -1 -1 26 5 -1 O 97 3 1 HeK= 2, -4
-5102 2 3 -4 99 2 -1 0 53 5 -3 1269 4 -1-10 29 4 &
-4 60 2 0 -3 39 3 2 1108 3 -4 2130 3 0 -9 67 2 2
-3 115 2 3 -2 91 6 ~4 2 93 2 -2 3111 3 -3 -8 170 3 2
-2 91 2 3 -1 64 2 -2 3 23 T -3 4146 2 2 -7105 3 =2
-1 237 4 2 0 36 6 3 4139 3 =3 5 44 2 2 -6 80 2 0.
0187 3 1 1 56 4 1 5115 2 0 6 710 2 -1 =-5214 4 4
1 163 3 1 2 018 -13% 6 53 3 2 7T 114 3 5 =4 273 4 -1
2 49 2 4 3 41 4 -3 7 96 2 -2 8106 2 -4 -3 129 2 -4
3137 2 -0 4 53 4 2 8 46 4 =3 9 T4 2 1 -2 398 6 4
4 168 4 2 HeK= 1, 11 9 95 3 -0 10 36 14 -9 -1306 S5 2
5 80 3 -1 -7 4713 1 HeK= 2, -9 11 39 5 -4 0312 5 8
6 52 3 -3 =6 37T 4 1 =6 62 3 =2 HeK= 24 =6 1169 3 3
7100 3 2 -5 90 2 =2 -5 1713 -3 -9 5 5 =5 2 89 2 =2

8 79 4 -0 -4 3913 -4 -4 106 2 1 -8 20 7 6 3107 2 0O

HeK= 1, 8 =3 63 3 -1 =-3142 3 -5 =7 69 2 2 4141 2 2
-10 44 8 0 -2 55 6 -0 -2 44 4 -2 -6 89 2 3 5226 4 -1

-9 83 3 -2 -1 37 4 2 -1 80 3 -4 =-5170 3 0 6143 2 =2
-8 102 3 -5 0 67 9 -4 0106 2 -2 -4 82 2 -4 7T 65 5 -1
-7 78 2 -1 1 39 3 7 1135 2 -2 -3131 2 0. 815 3 1
-6 111 4 -1 2 26 14 -1 2161 3 -6 =2 90 2 3 9 70 2 =3
-5 152 3 2 HeK= 1, 12 3 137 3 1 -1 99 2 -4 10 24 5 -0
-4 125 2 -7 -5 51 4 =5 4149 3 -0 0 92 2 -1 11 40 7 =1
-3108 2 2 -4 60 3 -2 5102 2 -2 1138 2 -1 HeK= 2, =3



45—

OBSERVED STRUCTURES FACTORS (CONT) FOR -

D-CO(C2H8N2)3 CL (D-C4H406) 5H20 : : PAGEL9
L FOB SG DEL L FOB SG DEL L FOB SG DEL L FOB SG DEL L FOB SG DEL .
-11 50 3 4 -2 365 6 5 5 97 2 2 -11 59 5 -1 2 119 2 3
-10 49 5 -5 =-1590 9 10 6 12 15 =3%~10 37 14 -1 3152 3 -0
-9 145 3 1 0 288 4 6 7 92 2 -0 -9 139 3 -3 4 99 3 -1
-8 108 2 -1 1 530 8 =0 8 9 2 -0 -8 l44 3 1 5 92 2 0
-7 42 2 0 2163 3 2 9 45 7 -4 -7 54 & -9 6 11 2 1
-6 199 3 -1 3266 4 ~1 10 31 4 0 -6 151 3 1 7T 49 3 -1
-5 222 4 -1 4 17 5 -6 11 39 8 -1 -5 261 4 -0 8 44 5 -4
-4 318 5 1 5305 5 -3 HeK= 2, 2 <-4 153 3 0 HoK= 25 7
-3 168 3 -1 6 151 3 -4 -12 72 3 0 -3151 2 -5 -11 33 6 =2
-2 80 2 -4 7 62 2 -1-11 51 5 -3 -2 286 4 -4 -10 52 5 -1
;-1 293 4 13 8119 2 -2 -10 74 2 -2 -1 143 2 2 =9 96 5 -4
0 88 2 -1 9115 3 -6 -9 147 3 -5 0 40 2 3 -8 69 2 2
1 54 2 2 10 53 4 -3 -8 43 2 1 1 409 6 -7 -7 69 2 2
2 447 T -3 11 70 3 -6 -7 166 3 -0 2109 2 -2 -6116 2 -4
3 312 5 5 HeK= 2y 0 =6 142 3 0 3168 3 -2 =5101 2 <=2
4 196 3 -3 -12 50 3 3 -5117 2 1 4 172 3 4 -4 73 3 0
5 90 2 -0 -11 22 16 -3 -4 291 4 -6 5 60 2 -3 -3 57 2 -5
6 50 5 4 -10 27 4 3 -3121 2 -1 6 73 2 2 -2199 3 1
7 92 2 5 =9 141 3 -5 =2 246 & 6 7 68 2 2 -1 710 2 -2
8 197 3 -2 -8173 3 -4 -1 273 4 8 8 93 .2 0 0120 2 -1
9 67T 2 -5 -7 42 3 -3 0 390 6 -3 9 11 18 =-9% 1 62 4 -3
10 42 3 1 -6 31 2 -1 1 288 4 3 HyK= 24 5 2 157 3 3
11 27 5 2 -5316 5 -3 2 128 2 4 -11 38 7 5 3129 2 -1
HeK= 2y -2 -4 410 6 13 3 228 4 1 -10 100 5 -3 4 98 4 2
-11 58 3 -1 -3211 3 -5 4 771 3 -2 =-9104 3 O 5 97 2 3
-10 44 8 -3 -2 408 6 10 5105 2 0 -8 122 2 -1 6 5 6 3
-9 103 3 -3 -1 296 5 2 6 124 2 -5 -7 98 2 2 7 73 3 5
-8 66 2 -5 0283 4 -8 7127 2 -1 =6 97 2 -4  HyK= 2, 8
-7 59 2 4 1 451 7 5 8 121 3 3 ~-5158 3 3 -10 55 4 -1
-6 90 2 0 2 18 2 5 9 78 3 =3 =4 243 4 0 -9 67 7 3
-5 209 3 6 3218 3 -3 10 715 3 -0 -3 185 3 .2 -8 46 6 4
-4 278 4 3 4 403 6 ~5 HeK= 24 3 =2 51 2 1 -7 75 2 0
-3 225 4 =2 5 250 4 -4 ~12 43 4 1 -1211 3 -1 -6 126 2 2
-2 585 9 27 6 82 2 0 ~-11 26 15 4 0211 3 4 -5100 2 1
-1 368 6 7 7120 2 3 -10 29 4 T 1 77 2 -1 -4 60 3 -4
0 521 8 9 8160 3 -1 -9 84 2 -4 2 22 4 2 -3 100 2 1
1 247 4 5 9 41 3 1 -8161 3 -1 3 177 3 0 -2117 2 -3
2 298 5 4 10 38 4 -2 -7 84 2 4 4 120 2 0 -1 98 3 0
3 386 6 7 11 45 3 T =6 234 4 =4 5 33 5 0 0 169 4 1
4 463 T -1 HeK= 2, 1 =5 295 5 =2 6 83 2 -0 1 135 2 =2
5 25 6 -10 =12 64 6 -5 -4 163 3 1 7 9 2 2 2 103 3 -1
6 23 & -3 -11 57 & -4 -3 200 3 0 8 43 3 2 3 96 3 =2
7187 3 -1 ~-10118 3 -1 =2 319 5 7 9 46 13 -0 4 112 3 -3
8 89 2 -2 -9108 2 -1 ~-1145 2 =2 HeK= 29 6 5 39 3 -1
9 92 2 -2 -8 202 3 =2 0234 4 -2 -11 63 6 -1 6 43 4 3
10 62 & -7 -7 140 2 =2 1 138 2 1 -10 46 6 -1 HeK= 29 9
11 40 & -2 -6 238 4 =2 2 267 4 -6 -9 97 2 =2 -9 62 5 2
HeK= 24 =1 =5 263 4 2 3 146 2 1 -8 164 3 0 -8 73 4 5
-11 40 4 -2 -4 486 7 7 4 281 4 1 -7 65 2 1 -7 66 &4 =2
-10 36 3 1 -3 347 5 9 5 264 & 0 -6 55 2 1 -6 103 2 1
-9 46 3 -3 -2 230 4 3 6141 3 -1 -5 103 2 4 =-5106 2 5
-8 81 2 -3 -1459 7 12 7T 91 2 -1 -4 140 2 -4 -4 76 4 -8
-7 151 3 -1 0515 8 ~-10 8 89 3 2 -3 195 3 6 -3 141 3 -1
-6 98 2 0 1798 12 ~-10 9 92 2 -5 -2 164 3 5 =2 713 2 0
-5 201 3 12 2 241 4 7 10 0 20 -21% -1 117 2 -0 -1 152 3 =3
-4 275 4 0 3 258 4 8 HeK= 24 4 0 109 3 0 0 33 4 -4
-3 183 3 4 4 327 5 -1 -12 45 5 -8 1 68 2 =5 1 20 6 7
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OBSERVED STRUCTURES FACTORS (CONT) FOR

D-CO(C2HBN2)3 CL (D-C4H406) 5H20 PAGE20
L FOB SG DEL L FOB SG DEL L FOB SG DEL L FOB SG DEL L FOB SG DEL
2 80 3 -1 -1 74 2 -2 -1152 3 -1 11 60 3 1 -3 237 4 -5
3 64 3 <=3 0O 59 3 -8 0 70 2 1 HeK= 3, =4 -2 54 2 3
4 38 S5 -1 1 71 2 -4 1168 3 -4 -10 40 5 -7 =-1.315 5 5
5 40 4 2 2 76 2 =2 2 190 3 2 -9 29 11 -4 0 264 4 0

HeK= 2y 10 3 46 2 0 3187 3 -2 -8 97 3 =2 1 354 5 0
-8 58 3 0 4 120 2 -3 4175 3 -7 =T 172 3 =3 2 138 2 =2
-7 65 4 =0 5157 3 6 5115 2 2 =6 45 3 =6 3175 3 3
-6 101 2 6 6 28 20 -2 6 75 2 -2 ~-5202 3 -0 4 222 4 -0
-5 44 4 -1 7 83 3 =2 7 71 5 =4 =4 240 4 -1 5150 2 -3
-4 82 3 -3 8 91 3 3 8 72 2 2 =3 167 3 -7 6 45 2 3

. =3 65 2 3 9 59 4 2 9 64 3 1 -2 215 3 8 7T 134 2 0O

-2 31 10 -11 HyK= 34 =9 10 25 20 -5 -1 268 4 -8 8 182 3 -4
-1 8 3 -3 -6 70 3 -2 11 37 5 =5 0 548 8 9 9 58 3 -3
0 0 17 -5% -5 48 7 6 HeK= 3, -6 1 430 7 7 10 78 7 -4

1 46 3 4 -4 80 2 3 -9 62 4 -6 2188 3 -3 11 72 3 -5

2 50 3 2 -3129 2 -1 -8 74 3 1 3 207 3 0 HeK= 3, -1
3 716 3 0 -2 71 3 =6 -7 48 & <2 4 123 2 -2 -11 62 3 =2
4 39 10 4 -1106 2 -2 -6 102 2 2 5181 3 -3 -10 44 3 -]

HeK= 2y 11 0137 3 =3 -5 45 4 1 6 247 & 0 -9 42 3 -}
-7 31 8 ~13 1 164 3 -3 =4 142 3 =1 7 74 4 -4 -8 104 2 -4
-6 33 24 5 2 95 2 2 =3 371 2 3 8 54 5 -1 -7 66 2 -1
-5 88 2 3 313 3 -1 -2189 3 -1 9 81 2 -5 =~6 208 3 1
-4 19 22 2% 4 127 2 -5 -1 715 2 3 10 15 25 -9% -5 146 3 2
-3 17 19 =-2* 5 148 3 =2 0178 3 0 11 26 7T -4 -4 373 6 -5
-2 88 &4 -2 6 771 3 2 1 237 4 0 HeK= 34 -3 =3 397 6 9
-1 64 3 2 7 23 7 2 2 146 2 1 -11 60 4 5 =2271 4 -0

0 67 3 -1 8 57 3 =3 3150 2 1 ~10 0 21 -23% -1 263 4 -0

1 61 5 -3 9 171 2 4 4 96 2 2 -9 71 3 -3 0 746 11 -50

HeK= 34-12 10 57 3 2 5 222 4 0O -8 180 3 3 1 258 & 2
-2 55 3 0 HeK= 3, -8 6 83 2 1 -7 141 2 -3 2 350 5 <=2
-1 20 20 -2*% -8 38 3 8 7 36 &4 -3 =6 19 .5 <=0 3453 7 -1

0 68 7 -4 -7 94 2 4 8 112 3 -1 -5 271 4 -1 4 219 3 -7
1 64 7 =2 -6 42 4 -4 9 74 2 2 =4 139 2 =4 5 142 3 7
2 0 18 -11%* -5 51 2 2 10 76 3 -2 -3 132 2 2 6 282 4 2
3 20 29 -5% -4 142 3 0 11 43 5 5 =2 134 2 -9 7196 3 =2
4 80 3 -2 -3 158 3 =2 HeK= 34 =5 =1 347 5 0 8 103 2 -1
5 46 3 3 -2 28 4 5 -10 62 9 =2 0 301 5 11 9 64 3 2
6 24 10 -6 -1 101 2 0 -9 66 6 -0 1103 2 -3 10 26 7 -9

HeK= 3,~-11 0 231 4 4 -8 63 & -0 2 151 2 0 11 58 4 -10
-4 41 5 -7 1 79 2 -2 -7 88 2 -0 3 154 3 1 HeK= 3, 0
-3 63 3 2 2 21 5 -0 -6 711 2 4 4 49 3 1 -12 59 3 =2
-2 33 4 5 3103 2 -2 =-5104 2 0 5 146 2 -3 -11 66 3 =2
-1 43 3 1 4 87 4 1 -4 231 4 -6 6 571 2 1 -10 87 2 1

0o 75 2 0 5 3 3 -1 -3276 5 -4 7 67 2 3 -9121 3 =2
1 17 23 4% 6 3810 -1 -2138 2 -5 8 75 2 0O -8173 3 =2
2 25 5 0 7101 2 4 -1110 2 -1 9 68 2 -6 =7 261 4 -1
3 21 6 3 8 1512 -1 0 366 6 1 10 0 18 ~19% -6 217 3 =2
4 42 3 3 9 59 3 =3 1 220 3 3 11 7172 2 2 =5 340 5 7
5 44 4 3 10 34 4 0 2 190 3 2 HeK= 3y =2 =4 265 4 -1
6 64 3 =5 HeK= 3, -7 3168 3 -2 -11 61 3 -2 -3193 3 1
7 16 17 =-4% -8 90 2 2 4 326 5 -1 -10 28 12 -9 =2 373 6 1
8 49 4 -1 -7 86 3 0 5 88 2 ~1 -9 9% 2 -1 -1 426 7 4

HeK= 34-10 =6 015 -12% 6116 3 -3 -8103 3 -4 0 784 12 -65
-5 58 6 2 -5 68 2 0 7108 2 =2 -7 9% 2 <=2 1 418 6 0
-4 63 3 -4 -4 163 3 -1 8 116 3 2 -6 8 2 =2 2 322 5 -5
-3 10 21 ~-5% -3 33 3 1 9113 3 -2 -5121 2 5 3221 3 3
-2 1711 -5 =2114 2 -3 10 49 3 1 =4 141 2 5 4 188 3 7
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OBSERVED STRUCTURES FACTORS (CONT) FOR : \ A
. D=CO(C2H8N2)3 CL (D-C4H406) 5H20 , o : PAGE21

L FOB SG DEL L FOB SG DEL .. .L FOB SG DEL ~ L FOB SG DEL L FOB SG DEL
5191 3 7 -11 1128 -4%* 0321 5 -1 -3 99° 3 1 =4 14 31 -12%
6 7172 =-2-10 75 2 =5 1143 3 2 =2171 3 -2 -3 92 3 =2
7 97 2 -1 =-9109 3 0 2107 3 0 -1121 3 -1 =2 18 19 -13#
8111 3 -2 =-8108 3 -1 3191 3 3 0'135 3 -2 -1 19 9 -1
9 2811 -10 -7 84 4 =3 4167 3 2 1142 3 2 0 57 &4 -3
10 018 ~-11%*-6131 2 0 5 2610 -3 2115 3 -5 1 63 3 1
11 71 4 2 =-5279 4 0 6 42 5 & 3 8 3 1 2 31 5 -1
HeK= 3, 1 =-4126 2 -1 7153 3 1 4 .77 2 3 3 61 2 2
-12 81 2 1 =-3139 2 -1 8 63 4 -1 5 68 3 -0 & 8 2 0
-11 76 3 1 -2190 3. 6 HK= 3, 6 6 34 6 0 5 49 3 -3
-10 78 2 -2 =-1433 7 -6 -11 45 9 -9 HiK= 3, 9 6 81 2 1
-9 147 3 -1 0300 5 2-10 8 3 -2 -9 77 5 2 T 64 3 0
-8 163 3 2 1164 3 7T -9 64 6 -6 -8 89 3 2 HeK=  4,-10
-7 111 2 -0 2225 4 -4 -8142 3 4 =7 91 3 2 -5 3611 -8
-6123 2 0 3222 4 -0 -7 5° 5 0 -6100 3 1 -4 77 2 -0
-5 297 5 -2 4212 4 0 -6123 2 0 -5130 3 -1 -3 70 2 1
24332 5 3 5160 3 2 -5121 2 3 ~-4116 3 1 -2 31 4 1
-332 5 6 6129 2 2 -418 3 -1 =-3115 2 -1 -1 91 2 -2
. -2255 4 -5 7152 3 3 -3105 2 1 -2 74 3 -5 0109 3 &
-1357 5 2 8 3 7 1 -2 8 2 0 -1 78 4 -2 1 79 3 -3
0 61 3 -2 9 63 3 -1 -1180 3 -1 0 8 2 1 2129 3 -3
1387 6 5 10 46 8 -4 07128 2 -5 1 72 3 -6 3120 3 3
2327 5 4  HeK= 3, 4 1108 2 =2 2 71 5 -1 4 74 3 2
3135 2 2-12 47 6 -1 2125 2 O 3 8. 3 0 S5 8 & -1
4283 4 0=11 68 3 -2 3131 3 -1 4 73.2 3 6 T 3 1
5134 2 -1-10 70 3 =2 4164 3 -1 HeK= 3,10 7 ST 4 =2
6 57 2 -1 -9116 3 =2 5 36 3 1 -8 8 3 1 8 8 3 =2
7149 3 -1 -8139 2 -4 6117 3 1 -7 50 & =4 HoK= 4, -9
8168 3 2 =7152 3 0 7 87 2 1 =6 97 3 =1 =6 44 6 4
9 4 7 -7 -6124 2 -3 8 47 6 =~3 -5 58 4 =-6. -5 85 2 -0
10 41 5 =2 =5237 4 -0 HyK= 3, 7 =6 58 3 2 =-4116 5 =1
Hek= 3, 2 -4352 5 =-5-10 74 3 2 -3 8 2 1 =3 61 4 =2
-12 57 4 =2 =3 35 2 =1 ~9 57 3 =2 =2 55 3 =3 =2126 3 =2
-11 59 ‘3 =2 -2349 5 2 -8 54 3 2 -1.89 3 -2 -1120 3 . 1
<10 61 3 -2 -1446 7 -0 -7 93 3 -1 0 71 4 -8 0104 2 -4
-9 148 3 2 0203 3 2 -6 53 6 2 1 4 3 5 1104 2 1
-8 4 2 2 1273 4 2 ~-5109 2 1 2 67 4 -1 2 89 2 2
-7 82 2 1 228 4 1 -4 80 & 1 3107 3 2 3131 2 -1
-6 309 5 4 3211 3 -2 -3 85 2 =2 HeK= 3, 11 & 71 2 2
-5 96 2 -1 4162 3 1 =-2131 2 -1 -6 3 7 1 5131 3 2
-4163 3 0 5124 2 2 -1173 3 1 -5 77 .2 0 & 95 3 =4
-3308 5 =2 6 72 3 -1 0188. 3 -0 -4 58 4 1 T 2525 1%
-2194 3 2 7108 3 4 1110 2 1 =3 43 4 =2 8 77-3 1
-1262 4 1 8104 2 -1 2146 3 -1 -2 67 3 =1 9 58 3 -3
0256 4 -5 9 46 4 ‘=T 3189 3 3 -1 T4 5 =2 HeK= 4, -8
1192 3 =2  HeK= 3, 5 4 8 2 -2 0 68 3 -0 -7 62 3 'O
2 70°1 2-11 41 4 =3 5 97 2 6 HeK= 4,-12 -6 110 4 2
3477 7 -7-10132 3 -2 6102 .4 3 =2 92 3 -1 -5 62 4 =2
413 2 -0 -9181 3 3 7 61 3 5 -1 40 4 1 =4 15 2 -1
5115 3 =1 -8 71 3 2 Hek= 3, 8 0 28 6 -5 =3173 3 2
6133 2 -1 =7 81 2 2-10 52 7 -1 1 89 -3 3 =-2191 3 -3
7158 3 2 -6238 4 3 -9115 3 .2 2 020 -9%¥-1 20.6 O
8129 2 1 -5278 4 1 -8 & 3 3 3 1910 -1 0184 3 -1
9 31 4 2 -4243 & =2 -7 54 3 -1 4 S3 4 1 1 82 2 -3
10 60 3 1 -3169 3 -1 -6 8 2 0 5 68 7 -4 2 95 2 6
HeK= :3y 3 =2229 4 1 -5210 3 3 6 2110 O 3196 3 3
-12 56 3 3 =-1201 3 1 -4133 3 1 HeK= 4,-11 4 163 3 3



-48-
OBSERVED STRUCTURES FACTORS (CONT) FOR

D-CO(C2H8N2)3 CL (D-C4H406) 5H20 PAGE22
L FOB SG DEL L FOB SG DEL L FOB SG DEL L FOB SG DEL L FOB SG DE
5 90 2 2 =-2371 6 -5 8 127 3 -0 -7 170 3 2 3209 3 2
6 61 3 -2 -1 363 6 6 9 117 3 0 -6 230 4 0 4 253 4 -0
7 84 4 3 0 205 3 5 10 44 4 -6 =5 294 5 5 5 182 3 2
8 66 2 5 1257 4 -6 11 51 & =2 <-4 2771 4 2 6 89 3 =2
9 45 4 2 2 197 3 1 HeK= 4y -2 -3 351 5 9 7 116 2 3

10 718 3 -1 3258 4 -3 -11 50 3 3 -2203 3 10 8112 2 -1
HeK= 49 -7 4 366 6 0 -10 54 4 4 -1 537 8 -7 9 60 4 -1
-8 81 3 -1 5255 4 -2 -9.105 2 =2 0 647 10 -25 10 70 4 1l
-7 118 2 2 6 53 2 -0 ~-8181 3 O 1 413 6 1 HeK= 4, 3
-6 92 2 0 7119 2 -1 -7 50 4 -1 2123 2 3 -11 24 8 -4
-5 86 2 1 8133 2 -1 -6 50 4 2 3405 6 -3 ~-10 60 10 -7
-4 163 3 -0 9 100 4 -2 =5 325 5 =7 4 235 4 1 -9108 4 -1
-3 139 3 0 10 44 4 -1 =4 384 &6 -1 5 106 2 1 -8 158 3 =2
-2 44 2 2 11 52 6 -8 -3 72 2 -3 6 172 3 2 -1 52 2 2
-1 249 4 -4 HeK= 44 =4 <=2 336 5 4 T 150 3 =1 <=6 249 & 0
0 162 3 3-10 74 3 -1 -1 567 9 4 8 100 3 -0 ~-5195 3 -1
1 88 2 5 -9128 3 =2 0381 6 -6 9 67T 3 =3 =4 226 4 =0
2 236 4 -3 -81l4 2 2 1149 2 -4 10 56 3 -3 =3 255 & <=2
3 100 3 3 ~-7150 3 0 2 289 & =4 HeK= &y 1 <=2 147 2 2
4 201 3 5 -6179 3 -3 3 248 & 3 -11 34 5 =6 -1 344 5 8
$ 137 3 -2 -5211 3 2 4 464 7 4 ~-10 92 3 =6 0 55¢ 8 -14
6 88 2 2 =4 438 7 6 5245 4 -4 =9 99 2 1 1 229 4 -1
7T 11 2 1 -3 158 3 -2 6 116 2 -0 -8 165 3 1 2 200 3 -3
8 121 3 2 =-2159 3 2 7118 2 -3 -7 219 4 0 3 311 5 0
9 8 2 0 ~1415 6 5 8 168 3 -2 -6 103 2 4 4 237 4 1]
10 27 5 10 0190 3 -8 9 99 2 -4 -5 231 4 2 5105 2 1
HeK= 44 =6 1 395 6 5 10 67 3 -1 =4 337 5 3 6 185 3 5
-9 49 4 8 2213 3 5 11 90 3 -2 =3 320 5 2 7 149 3 1
-8 74 6 -4 3273 4 -5 HeK= 44 -1 -2 59 1 -1 8 57 3 -4
-7 116 2 1 4 226 4 ~1 -11 50 3 2 -1 488 7 =2 9 74 3 2
-6 50 3 -0 5119 2 -1 -10 79 4 -2 0 434 7 1 HeK= 4, 4
-5 106 4 -1 6 97 2 -3 -9 144 3 -1 1 141 2 -4 ~-11 71 3 =2
-4 149 3 -0 7 107 2 2 =-8152 3 =3 2175 3 0~-10 72 5 =5
-3 88 2 =2 8113 3 -0 -7 155 3 0 3124 2 =2 -9 82 2 3
-2 13 2 O 9 45 3 1 -6 209 3 4 4 160 3 1 -8173 3 3
-1 223 4 -1 10 50 3 -3 ~-5214 3 -0 5 210 3 1 -7 218 4 -0
0217 4 -4 11 50 6 2 -4 306 5 -1 6 80 4 -4 =6 215 3 1
1 131 2 2 HeK= 4y =3 =3 447 7 3 7 97 4 4 =5105 2 4
2 202 3 -0 =11 62 & =6 =2 444 7 8 8 92 3 -3 =4 373 6 1
3193 3 1 -10 86 4 1 -1 204 3 1 9 91 2 -1 ~-3217 4 &
4 118 2 2 -9 81 4 -1 0499 8 -9 10 3¢ 5 =1 -2 250 4 =3
5 242 4 4 -8125 3 6 1 5719 9 <5 HyK= 4y 2 -1 511 8 1
6 106 5 -3 -7 151 3 =2 2 54 2 -2 -12 69 3 -0 0 252 4 3
7100 3 -5 -6110 2 -0 3 408 6 0 ~-11 671 2 1 1181 3 1
8 168 3 4 =5 212 3 1 4 462 7 5-10 69 3 -1 2 217 4 =3
9 98 2 3 -4 140 3 -4 5172 3 1 -9158 3 -1 3 187 3 6
10 715 3 1 -3 202 3 -1 6119 2 -1 -81l19 2 =2 4 76 2 0
11 64 3 -2 =2 226 4 1 T169 3 -2 -7 36 3 4 5118 2 1
HeK= 44 -5 -1 296 5 =2 8 142 3 1 -6191 3 -1 6 168 3 5
-10 16 28 6% 0 424 7 1 9 3911 -9 <5 265 ¢4 1 7 50 3 -1
-9 112 2 -0 1 47 1 4 10 92 2 4 -4 101 2 2 8 76 2 -0
-8 115 3 1 2243 4 -2 11 72 4 1 -3 192 3 =2 HeK= &, 5
-7 26 5 1 3130 2 =2 HeK= 49y 0 -2 407 6 =4 -11 T4 3 -5
-6 128 3 0 4 214 3 -4 ~11 68 2 1 -1 124 2 1 -10 79 2 2
-5 236 4 -0 5 146 3 0-10 83 2 -0 0225 4 0 ~9 144 3 5
-4 120 2 -1 6104 2 -1 -9138 3 -1 1 222 4 4 -8 92 3 1
-3 225 4 3 7171 3 -0 -8 136 3 1 2173 3 ~1 -7 153 3 6
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" OBSERVED STRUCTURES FACTORS (CONT) FOR |
D-CO(C2HBN2)3 CL (D-C4H406) SH20 PAGE23

L FOB SG DEL - L FOB SG DEL L FOB SG DEL L FOB SG DEL L FOB SG DEL

-6 100 2 2 =6140 3 5 7 74 3 4 -3 163 3 -3 ~-10 45 2 3
-5 251 4 -4 =5149 3 1 HeK= 54=10 =2 41 2 0 -9 177 3 4
-4 159 3 8 -4115 2 =~-1 -5 38 4 2 -1 5 4 -1 -8143 3 =5
-3 126 2 3- -3 92 2 3 =4 87 3 =4 0 214 4 -0 -7 59 3 -1
-2179 3 -0 -2138 3 3 -3 67 &4 -6 1 211 4 -4 =-6177 3 3
-1 161 3 1 -1166 3 =2 -2 49 3 3 2 63 2 1 -5 131 2 1
0114 2 -0 0 79 2 1 -1 88 3 -3 3 148 3 0 =4 228 4 3
1 79 3 1 1 83 2 =2 0126 2 =3 4 168 3 2 =3 307 5 3
2 214 3 -1 2112 3 -1 1 91 4 0 5 116 2 2 -2 316 5 =2
3119 2 =2 3 96 3 0 2 81 3 -1 6 48 3 1 -1 169 3 6
4 66 2 =0 4 T4 4 -1 3114 4 =0 7 9% 2 -1 0168 3 <=0
5114 2 -0 5 170 3 5 4 113 3 -1 8 142 3 1 1 338 5 -3
6 42 17 2 HeK=- 4, 9 5 44 4 1 9 96 3 2 2170 3 =2
7 89 3 0 -8 56 3 2 6 73 3 -1 10 41 4 0 3134 4 2
8 59 3 2 -1 82 2 2 7 73 2 4 HeK= 54 =6 4 243 4 -3
‘HeK= 49 6 -6 111 2 4 8 8 6 =2 -9 43 11 =2 5175 3 1
-11 60 4 2 -5121 2 3 HyK= 54 -9 -8 51 3 4 6 108 2. 1
=-10 50 7 -4 =-4106 2 2 -6 21 6 3 -7 68 2 =2 T 47 5 0
-9 88 3 1 -3 44 7 -2 -5120 3 5 -6 60 2 -1 8 157 3 4
-8 49 3 -4 -2134 3 3 -4171 3 1 -5 85 2 1 9 73 5 =2
-7 69 2 2 -1 7% 17 -3 =-3121 2 =2 -4221 4 -1 10 61 3 0
-6 131 2 1 0 5 6 2 -2 68 3 1 -3186 3 -4 HeK= 54 =3
-5 97 3 7 1 88 2 1 -1 148 3 -1 -2 101 2 2 -10 78 T <=2
-4 59 2 =5 2 98 3 0 0174 3 S =-1110 2 -1 -9115 3 -0
-3 151 3 0 3 54 4 <4 1147 3 -0 0260 4 -2 -8 58 3 =2
-2 103 2 1 HeK= 4, 10 2 148 3 =2 1195 3 -2 -7 137 2 1
-1 132 3 0 -7 40 8 6 3112 2 4 2203 3 -3 -6 165 3 1
0 162 3 2 -6 65 3 3 4 137 3 0 3 248 4 1 -5 106 2 3
1154 3 -1 -5 69 5 -0 5 102 2 2 4 68 2 4 =4 271 4 -0
2103 2 -1 -4 3012 3 6 113 2 7 5172 3 -1 -3 283 4 <=2
3113 2 4 -3 21 24 -8% 7 50 3 1 6 136 2 2 =2102 2 3
4 147 3 1 -2 19 3 -3 8 93 3 -1 7108 2@ 2 -1 219 3 2
5§ 62 3 =4 =1 48 4 -6 9 94 4 4 8 152 3 1 0 374 6 <=2
6 67 3 6 0 65 3 0 HeK= 5, -8 9 93 3 2 1 90 2 =3
7 92 5 -1 1 3316 -1 -7 79 3 -2 10 55 3 7 2 239 4 -5
HoK= 49 7 HeK= 4, 11 -6 65 5 0 HyK= 5, =5 3 387 6 0
~10 77 3 -1 -3 43 5 -5 =-5181 4 1 -9 55 3 3 4 7171 4 0
-9 40 6 -1 -2 58 4 4 -4 126 3 3 -8163 3 1 5137 2 =3
-8 64 4 0 HeK= 5,-12 -3 78 2 4 -7 1B 2 =2 6 108 2 2
-7 129 3 6 -1 76 6 -1 ~-2197 3 -1 =6 715 2 3 T 206 3 =2
-6 109 2 =2 0 50 4 -0 -1 148 3 4 -5 311 5 4 8 112 2 -1
-5 80 2 4 1 67 6 -7 0 102 2 0 -4 139 2 2 9 52 7T -4
-4 140 3 1 2 56 5 1 1191 3 1 -3 204 4 2 10 86 2 1
-3 78 2 -1 3 43 10 -6 2 85 3 2 =2 242 4 0 HeK= 5, =2
-2 160 3 2 4 60 3 -1 3 93 2 -4 -1 211 4 3 -11 67 3 -0
-1 232 4 3 5 84 3 <=2 4 163 3 1 0 287 4 8 -10 63 3 -1
0120 3 1 HoK= 5,-11 5 109 2 4 1 186 3 5 =9 69 3 -1
1 116 4 3 -3 34 5 -3 6 57 3 1 2 233 4 -4 -8 141 2 -l
2 102 3 3 -2 713 3 -3 7 92 2 =0 3153 3 2 -7 1171 2 0
3 118 3 3 -1 3813 -0 8 61 5 1 4 276 4 -1 =6117 2 -0
4 13 3 3 0 77 3 -2 . 9 40 3 6 5123 2 1. -5 211 3 -1
5 64 4 4 1 77 6 <3 HyK= 5, -7 6 134 2 -2 =4183 3 0
6 89 3 -0 2 713 2 =2 -8 713 2 4 7117 3 3 =3 242 ¢4 3
HeK= 4, 8 3 39 8 =5 -7 62 6 4 8 67 3 -6 =2 51 2 5
-9 66 3 4 4 74 6 1 =6 102 2 6 9 78 2 2 -1 311 5 5
-8 95 4 1 5100 3 -1 -5 67 4 1 10 25 6 -1 0 195 13 4
-7 64 2 5 6 30 6 -0 -4 91 2 2 HeK= 5, -4 1 238 4 =0
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OBSERVED STRUCTURES FACTORS (CONT) FOR

D-CO(C2HBN2)3 CL (D-C4H406) 5H20 PAGE24
L FOB SG DEL L FOB S6 DEL L FOB SG DEL L FOB SG DEL L FOB SG DEL
2 152 3 2 1 37 4 1 -7 109 3 3 -8 20 24 5« 0 76 4 -1
3 263 4 1 2155 3 -2 =6 148 4 4 -7 89 3 5 1 41 14 1
4 249 4 6 3175 3 -1 =5 109 2 1 -6 96 3 1 2 82 3 =2
5 124 2 3 4 11 2 1 -4 203 3 1 -5 52 4 7 3 34 4 4
6 159 3 <2 5 65 2 0 -3 130 2 3 -4 90 3 1 4 31 6 =7
T 149 3 1 6 144 3 3 -2 29 4 -3 -3 80 3 -1 5 87 3 -5
8 108 4 1 T 71 3 2 -1 252 4 1 -2 139 3 3 6 61 2 5
9 83 2 -4 8 83 3 2 0 143 2 1 -1 63 2 1 HeK= 6,4-10
10 54 3 1 9 69 & =2 1151 3 =2 0 137 3 1 =5 56 3 =2
HeK= 54 =1 HyK= 5, 2 2 53 2 -3 1 88 3 -1 =4 4011 -3
-11 24 11 6 -11 37 5 =6 3 184 3 1 2 75 2 3 -3 64 3 1
=10 64 3 1 -10 71 6 -1 4 58 5 -1 3 108 2 2 =-2113 4 1
-9 113 2 3 -9 17 2 1 5 42 3 3 4 69 4 -2 -1 86 2 3
-8 116 2 1 -8112 3 <2 6 132 4 4 5 75 5 1 0 9 3 0
-7 152 3 -0 -7 107 2 0 7 471 3 =2 HeK= 5, 8 1139 3 4
-6 127 2 =2 -6 97 2 0 8 63 4 -0 -9 69 3 2 2 54 3 1
=5 239 4 0 -5154 3 <=2 HyK= S5, 5 -8 67 3 2 3 89 5 3
-4 219 3 -1 -4191 3 -5 -11 57 4 -3 -7 56 3 =2 4 114 4 1
-3 188 3 1 -3 86 3 4 -10 79 2 3 -6 121 3 2 5 92 2 3
-2 321 5 3 -2262 4 -2 -9 73 4 4 -5 114 3 ~-1 6 47T 4 =6
-1 365 6 -1 -1 269 4 2 -8 110 2 4 -4 60 3 -1 7 86 6 3
0 137 2 7 0178 3 2 -T 70 4 -4 -3 100 2 -0 HeK= 649 -9
1192 3 =5 1 161 3 2 =6 109 2 2 -2 10 2 1 -6 61 3 -1
2 385 6 -3 2 261 4 -1 -5 143 3 3 ~-1122 3 5 -5 5811 =<2
3 264 4 4 3275 4 2 -4 92 2 2 0. 79 2 -1 =4 147 3 4
4 239 4 1 4 159 3 1 -3 186 4 2 1 49 4 -1 -3 124 3 -3
10 60 6 =0 5 144 2 3 -2 118 2 2 2 92 3 2 =2 51 2 3
HeK= 5 0 6 106 2 -1 -1168 3 -3 3 58 3 1 -1 9 2 -1
-11 55 5 =2 1 64 2 4 0 90 2 0 4 70 4 3 0 147 5 2
-10 127 3 5 8 87 3 0 1 66 5 2 HeK= 5,4 9 1 771 2 -1
-9 129 3 2 9 70 3 -3 2 86 2 5 -7 371 6 2 2 74 3 1
-8 82 3 -3 HeK= 5, 3 3149 3 0 -6 70 5 -1 3 151 3 5
-7 129 2 1 -11 38 6 =2 4 36 4 -1 -5 53 4 =2 4 101 2 2
-6 261 4 5-10 71 3 3 5 75 3 3 -4 64 3 -1 S 17T 9 =0
-5170 3 -2 -9136 3 0 6 35 5 =2 =3 45 4 -5 6 53 3 3
-4 248 4 4 -8 111 2 4 T 30 14 1 -2 45 6 2 T 52 4 =3
-3 313 5 1 -7 84 2 0 HeK= 5, 6 -1 76 3 -1 8 46 4 -0
-2 291 4 -4 -6 T4 2 2 -10 70 3 -0 0 0 31 -8* HeK= 64 -8
-1 239 4 6 -5 1358 5 4 -9 91 3 0 1 3710 2 -7 82 3 -1
0336 5 -2 -4 63 2 1 -8129 3 3 2 46 4 0 -6 40 7 1
1 346 5 -4 -3 129 2 3 -7 28 13 0 HyK= 54 10 -5 77 3 2
2 66 2 =4 <2 368 6 2 -6 51 4 1 =5 43 4 0 -4 98 2 -1
3 227 4 1 -1163 3 1 -5140 3 -0 -4 17 20 =8% =3 45 4 -1
10 57 3 3 0 189 3 3 -4 50 3 3 -3 2411 -9 -2 38 6 2
HeK= 54 1 1184 3 1 -3 86 2 3 -2 51 4 -6 =-1143 3 =0
-11 64 3 -0 2 168 3 3 -2 137 2 0 -1 38 4 2 0 86 4 1
-10 103 4 <=2 3122 2 0 -1105 2 -1 0 17 14 3 1100 2 -5
-9 97 2 -1 4 210 3 5 0 63 5 1 HeK= 649-12 2121 2 -1
-8 104 2 =2 5 56 3 2 1 70 3 6 0 30 8 -3 3 28 5 6
-7 141 2 5 6 40 4 4 2 92 2 4 1 50 4 =2 4 125 2 2
-6 214 4 0 7 115 2 0 3 50 3 2 2 46 3 4 5 50 3 =2
-5 109 2 =2 8 718 2 7 4 90 2 =2 3 35 17 -1 6 58 2 5
-4 301 S5 3 HeK= 54 4 5 59 4 4 ¢ 53 3 =2 7102 2 7
-3 60 3 1 -11 43 4 -3 6 0 23 -16% HeK=  64-11 8 62 3 -0
-2 43 2 -1 -10 60 3 -1 HeK= 5, 7 -3 46 5 =1 9 0 18 ~17%
-1 238 4 1 -9 91 2 3 -10 50 5 6 =2 371 4 -0 HeK= 6, =7
0119 2 -1 -8 82 2 1 -9 8 4 -1 -1 65 5 -1 =8 713 3 =2
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OBSERVED STRUCTURES FACTORS.(CONT) FOR

D-CO(C2H8N2)3 CL (D-C4H406) 5H20 PAGE2S
L FOB SG DEL L FOB SG DEL L FOB SG DEL 'L FOB SG DEL L FOB SG DEL
-7 1726 1%¥10 2312 -7 1138 3 1 -9125 3 0 5109 3 0
-6 49. 3 <=2  HeK= 6y -4 2114 2 -0 -8 43 2 1 6 53 2 6
-5105 2 -1-10 3512 3 3282 4 -1 -7 51 § -5 7 78 3 =0
-4 37 3 -6 -9 89 3 T 4125 2 -1 =-6141 3 -0 8 47 S -8
-3 93 2 4 -8142 3 3 5 62 2 -2 -5144 3 1 HeK= 6, &
-2113 3 =2 -7 98 2 -4 6120 2 1 -4139 2 0-10 56 7 =5
-1141 2 1 -6 92 2 1 7100, 4 1 =314 2 -1 -9100 2 5
0115 2 -1 =5212 4 -1 8 76 6 -3 =-2128 2 0 -810l 2 1
1100 2 3 -4182 3 -1 9 57 3 2 -1 51 2 1 -7 82 2 1
2 41 3 -3 -31I1 3 1 10 40 4 4 0199 3 1 -6120 2 -3
3 57 2 1 =2102 2 0 HeK= 6, -1 118 3 1 =-5138 2 3
4153 3 1 -1376 6 -2-11 72 3 4 2 97 2 5 -4133 3 3
5 75 4 3 0208 3 0-10 51 3 1 3140 3 -7 -3 149 3 -1
6 49 2 -1 1181 3 -5 -9 61 6 -4 4118 2 1 -2118 2 0
7 83 4 -1 2 42 3 3 -8108 3 1 5 21 T 4 <-1 69 3 3
8 8 2 3 3106 2 -4 =-T12 2 2 6 53 3 -2 0109 3 =2
9 4512 2 4120 2 -3 -6 78 2 1 71 8 4 -2 1157 3 1
| HeK= 6, -6 5 76 2 3 -5129 3 3 8 63 2 1 2102 3 -l
-9 83 3 2 6114 2 1 -4300 5 -6 9 34 6 -7 3 90 2 -l
,-8 917 =-7¢# 7 70 2 1 -3 83 2 -1 HiK= 6, 2 4 96 4 -4
'.7 56 3 0 8 58 5 -2 -2180 3 5 ~-11 35 7 -5 5 318 -9%
=6 117 3 =2 9 49 4 2 -1237 4 1-10 4 & -0 6 40 5 0
"-5 1315 -2% 10 020 -l14%¢ 0335 5 -0 -9 58 3 -2 7 66 4 -1
=4 122 2 0  HyK= 6, -3 1134 2 =2 -8 41 3 4  HeK= 6, 5
-3 138 3 3-10 4 6 -2 2108 2 -0 -7 59 2 1-10 79 4 -1
-2 8 2 1 =-9101 3 0 3140 2 0 -6 77 2 -1 =9 89 2 =0
-1 73 3 -1 -8 43 4 -3 4 30 3 -0 -5 83 2 -2 -8 38 4 2
0220 4 -1 =7 50 2 =1 5147 3 2 =413 2 2 -7 9 2 3
113 3 0 -6 92 2 4 6 8 2 2 =3 57 2 -1 -6125 2 4
2 22 5 2 -5138 3 -2 71 29 5 -6 =2 31 2 5 =-5112 4 2
3224 4 1 -4 36 4 5 8 71 5 =0 -1179 3 -1 =-4100 2 2
4118 3 3 -3137 3 1 9 37 4 2 0 48 2 3 =3 64 2 0
5 96 2 1 =2 68 2 1  HeK= 6, 0O 1 8 2 1 -2 93 2 -3
6 8 3 =2 -1 78 2 1-11 2430 =-T%# 2105 2 -3 =1 78 5 =2
7 75 4 =2 0178 3 -1-10 79 5 -1 3127 3 -1 0121 2 1
8102 3 2 1 93 2 0 =-9129 2 1 4 49 3 -6 1 24 8 0
9 55 5 -0 2112 2 -2 -8110 2 -1 5 70 2 2 2 19 2 0
Hek= 6, -5 3155 3 =0 -7 70 3 O 6104 2 5 3 97 3 -3
-9 42 4 2 4 T2 2 -2 -61346 4 1 7 43 6 1 4 33 4 =0
-8 65 2 9 5108 2 2 -5229 4 2 8 52 5 1 5 419 -7%
-7 98 3 =2 6 25 5 =5 =4 90 2 -0 HyK= 6y 3 6 47 4 1
-6 64 6 =0 7117 3 1 =-3182 3 -3 -11 20 20 -5% HeK= 6, 6
-5189 3 3 8 8 4 0 -218 3 =3 -10 33 6 -3 -10 69 4 2
‘-4 194 3 1 9 53 3 3 -1187 3 0 -9 80 3 -5 =9 17 11 10
-3102 2 1 10 44 4 -1 0182 3 -2 -8 9% 2 1 -8 80 S5 5
=2 127 2 1 HeyK= 65, =2 1102 3 3 -7 48 3 3 =7 44 11 =2
-1222 4 1-10 71 9 -2 2267 4 -1 -6 89 2 =2 -6 57 5 1
i0203 3 1 -9 31 4 2 3108 2 0 -5163 3 1 -5 80 3 =2
1152 3 -1 -8 51 3 -2 4146 3 -1 -4 138 2 -2 -4 65 3 -0
i1 218 3 -4 -7 33 5 -8 5104 2 2 -3 41 3 3 =3 45 4 O
3155 3 4 -6125 2 =2 6 28 4 =0 =2177 3 3 -2 77 6 O
v418 3 0 -5 77 2 2 7 90 3 -1 -1225 4 1 =-1118 3 -1
5 8 2 1 -4214 3 0 8 79 2 1 0 63 3 3 0 5 3 1
6143 3 1 =3 47 2 -2 9 32 5 0 1 66 2 -5 1 64 3 -1
7125 2 -2 -2117 2 -0 HyK= 6, 1 2152 3 4 2 8 2 1
8 93 3 3 -1153 2 -0-11 3423 -4 3 62 2 1 3 75 2 3
9 59 2 3 022 4 -2-10 60 2 1 4 80 2 -6 4 78 4 3
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OBSERVED STRUCTURES FACTORS (CONT) FOR

D-CO(C2H8N2)3 CL (D-C4H406) 5H20 » PAGE26
L FOB SG DEL L FOB SG DEL L FOB SG DEL L FOB SG DEL L FOB SG DEL
5 36 13 -7 2 41 4 4 T 66 3 7 379 2 -1 -3163 3 -1

HoK= 64 7 3105 2 -1 8 66 2 3 4:8 4 -2 =-2173 3 =2
-9 68 6 2 4 108 3 1 9 62 3 -5 5 95 2 1 -1279 4 <2
-8 30 5 4 5 15 2 1 HeK= Ty =5 6 73 2 =2 0113 2 3
-7 58 3 5 6 2415 -3 -9 80 2 =<2 7 8 3 -1 1 105 2 4
-6 99 13 1 7 38 4 5 -8 27 29 0O« 8 2021 -8% 2133 2 0
-5 76 4 1 HeK= T4 -8 -7 82 2 5 9 56 5 0 3 95 2 0

4 56 3 3 -7 57 8 1 -6 72 2 <4 HeK= T4 =2 4 12 2 4

HiK= 6o 8 -6 50 4 -4 -5 61 3 -3 -10 76 3 2 $ 120 3 =2
-8 20 14 ~-11 -5 31 14 -2 -4 145 3 0 -9 51 4 2 6 60 3 0
-7 60 4 0 -4100 3 -3 -3 138 2 1 -8 13 2 1 T 54 4 -4
-6 84 5 4 -3105 2 1 -2 144 2 -0 -7 95 2 0 8 50 3 2
-5 106 3 3 =2 31 4 <-4 -1172 & 0 -6 81 2 3 HeK= Ty 1
-4 26 5 5 -1 69 2 1 0123 2 -3 -5139 2 -4 ~-10 67 S5 -1
-3 66 3 3 0119 3 -1 1 147 2 5 -4 1064 2 -4 -9 105 5 1
-2 T1 3 1 1 42 3 4 2 95 2 -2 -3128 2 -1 -8 69 3 0

2 58 6 0 2 52 2 1 3152 3 1 -2 221 4 1 -7 29 7 5
3 4 7 =2 3 80 2 2 4 112 3 2 -1 243 4 3 -6115 2 3

HeK= 64 9 4 43 9 1 5 57 3 2 0168 3 -5 -5189 4 =2
-6 56 4 -1 5 52 3 -1 6 1811 -0 1173 3 0 -4 45 2 5
-5 55 3 1 6 28 5 9 T 19 2 =0 2 122 2 3 -3 76 2 -5
-4 49 4 -3 T 34 4 1 8 30 7 -4 3 99 2 1 -2 127 2 =2
-3 50 3 1 8 35 17 2 9 38 6 -1 4 225 4 -2 -1 82 2 -0
-2 61 6 -1 HeK= Ty =7 HeK= Ty =4 5 15 16 =2%¢ 0 121 2 0
-1 53 8 -6 -7 52 2 2 -9 33 9 0 6 47 9 <=2 1 93 2 -1

0 28 30 -6*% -6 17 12 4 -8 93 2 1 7 78 3 1 2 92 2 2

1 14 21 -6*%¥ -5 92 2 -1 -7 87 2 2 8 92 3 -3 3 48 6 1l

HeK= Te=1ll -4 69 3 <~1 -6 34 & -6 9 50 3 0 4 85 3 0
-2 66 3 -2 -3 0 18 -8% -5 46 5 2 HeK= Ty -1 5 70 2 2
-1 45 6 -1 -2 17 9 =5 =4 243 4 -4 -10 51 5 =2 6 31 5 =2

0 9% 3 1 -1 137 2 1 -3 57 2 1 -9 81 3 1 7 57 5 6
1 8 25 ~14% 0 63 2 3 =2 59 3 -1 -8 34 12 3 8 72 3 0
2 4T 4 -1 1 44 3 T -1 226 4 -4 -7 128 2 3 HeK= Ty 2
3 61 3 -1 2 60 2 <=2 0 58 2 1 6104 2 -1 -10 57 1 -5
4 37 4 1 3 23 1T 10 1 34 2 -0 -5 94 2 1 -9 66 3 4
5 5 4 -5 4 81 2 0 2 60 3 2 =4 225 4 1 -8 20 8 <=2

HeK= T74-10 5 871 2 2 3 80 2 2 ~-3120 2 -1 -7 32 4 1
-4 58 9 1 6 54 3 1 4 25 5 7 -2168 3 -2 =6 97 2 2
-3 26 27 ~-1% 7T 65 4 1 5 70 3 -0 -1 178 3 2 =-5132 2 -0
-2 38 7 1 8 78 6 -0 6 88 2 2 02771 5 -2 -4 28 4 -6
-1 93 3 2 9 42 4 5 7 39 4 -4 1133 2 3 -3128 3 -0

0 3 13 -3 HeK= T4 -6 8 46 5 =2 2 40 3 0 -2123 2 =<2
1 77 3 1 -8 57 3 =4 9 3210 -3 3228 4 -1 -1 45 2 =2
2 51 3 1 -T 29 5 13 HeK= To -3 4 72 2 -1 0191 3 -3
3 82 3 5 -6 68 3 -4 -10 16 18 =-4* 5 95 5 -5 1 79 2 1
4 87 4 1 -5 88 5 -0 -9 65 2 1 6 126 3 0 2 89 2 =5
5 51 4 1 -4 69 2 1 -8 102 2 5 7 81 2 2 3 145 3 3
6 56 4 -3 -3121 2 0 =7 46 5 -4 8 69 5 -1 4 108 2 1
7 3t 9 -1 2109 2 -1 -6 89 2 -1 9 32 1 -1 5 26 12 -7

HeK= 7y -9 -1 97 2 3 ~-5130 3 2 HeK= To O 6 94 2 3
-5 46 6 0 0138 2 -1 -4 68 2 -2 -10 30 7 -12 7 105 3 2
-4 51 6 1 1178 3 1 -3 671 2 1 -9 58 5 -4 HeK= T, 3
-3 63 3 -1 2123 2 2 =-2191 3 0 -8 121 2 3 ~-10 60 ¢4 1
-2 92 2 1 3129 2 -4 -1 99 2 1 -7T 106 3 1 -9 74 2 2
-1 22 6 4 4 161 3 1 0128 2 0 -6 150 3 -2 -8 63 3 =2

0 125 3 -4 5127 3 1 1 188 3 0 -5198 3 =2 -7 9 2 3
1 671 2 3 6 83 2 1 2143 2 -3 -4 73 2 1 -6 159 13 0
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OBSERVED STRUCTURES FACTORS.(CONT) FOR

D-CO(C2H8N2)3 CL (D-C4H406) 5H20. , PAGE27
L FOB SG DEL L FOB SG DEL L FOB SG DEL L FOB SG DEL L FOB SG DEL
-5 149 3 -1 0 76 2 2 ~ HeK= B89 -8 -2157 3 -3 -2 184 3 =2
~4 190 3 -1 1 53 2 &6 -6 60 S 0 -1142 3 2 -1 243 4 1
=370 2 1 2 93 2 -1 -5 49 5 -13 0118 3 -1 0 89 2 -1
-2 128 3 =2 3 56. 5 1 -4 43 3 4 1 87 2 0O 1 161 3 -3
-1 291 5 0 4 66 4 -8 -3133 3 7 2132 3 -3 2178 3 -1
0149 3 -1 HeyK= 7, 7 -2 62 2 0 3 98 2 =3 3108 4 -1
1 45 3 -1 -8 51 4 =4 -1 52 9 =4 4 149 3 1 4210 4 1
2 169 3 0 -7 62 4 =2 0 79 2 2 5 70 2 3 5109 2 0
3 130 2 4 -6 87T 4 =0 1 54 2 4 6 45 4 -0 6 65 2 S
4 B85 2 2 -5 51 6 S5 2 19 22 4% 7 63 4 2 7103 3 2
5 98 3 -2 ~4. 91 2 6 3 95 2 -1 8 TL 2 5 8 97 2 5
‘6 89 3 =0 -3 40 6 2 4100 3 4 HeK= 8, -4 HeK= 8, -1
7 49 4 =2 =2 95 2 2 5 30 7 -2 -9109 4 2 -10 715 3 2
HeK= Ty 4 =-1105 3 & 6 42 4 -6 -8 72 2 4 -9118 3 2
-10 66 5 4 0 57 4 -1 7 55 5 ~9 =7 69 4 2 -8 66 2 3
-9 116 2 8 1 96 3 4 HeK= 8y =7 =6 124 3 =2 =7 90 2 =5
-8 121 3 1 2 67 3 1 -7 671 3 2 -5 89 & 2 -6 98 3 =2
-7 80 2 4 3 80 3 -3 -6 49 & -1 -4 185 3 1 =-5172 3 2
-6 144 3 0 HeK= T, 8 -5 47 3 3 -3 145 3 -1 -4 191 4 -1
,=5133 3 4 -6 96 4 -1 =-4118 2 O =2 66 2 1 -3 206 3 -3
. =4 148 3 1 -5106 2 4 -3 50 3 =2 =-1185 3 -1 =-2197 3 1
t=3 75 4 3 -4 52 9 0 =2 25 5 -1 0 143 2 -2 -1151 3 1
-2 119 2 0 -3 86 3 6 -1 92 2 1 1 75 2 4 0157 3 1
-1175 3 2 =-2'100 3 ~-1 0126 2 -1 2123 3 -1 118 3 3
0O 8 3 0 -1 80 3 =2 1 38 4 -5 3177 3 -1 2 9% 2 2
1 116 2 1 0 80 2 3 2 93 2 -1 4118 3 3 3171 3 -1
2 98 2 4 1 77 3 =2 3186 3 3 S5 75 & 2 4172 3 -3
3 70 2 1 HeK= 8,11 4 54 4 =1 6 80 4 -0 5 74 2 0
4 719 3 3 -1 1617 4% 5 84 3 -1 7 56 .3 =2 6 43 3 =2
5 58 3 =2 0 83 3 =4 &6 57 4 =1 8 84 4 -1 7 88 3 &4
6 35 9 1 1 11 30 -11*% 7 65 4 -3 HeK= 8, -3 8 62 5 -1
HeK= Ty 5 2 818 -11* 8 98 3 -1 -9 T4 3 2 HeK= 8y O
-9 85 2 1 3 62 3 2 HeK= 8y -6 -8 104 3 S5 =10 99 3 1
-8 7T 17 O0% 4 43 4 -2 -8 94 4 -0 -7103 4 2 -9 82 3 3
-7 75 2 5 HeK= 8,=-10 =7 15 19 -4% -6 50 2 2 -8 102 2 2
-6 89 2 2 =3 2528 -1« -6 3310 2 -5144 3 0 ~-7107 2 -1
-5 108 2 3 -2 31 5 8 -51%3 3 2 -4161 3 -0 -6168 3 0
-4 32 4 & -1 78 7 =4 =4 92 4 -1 =3 76 2 <-4 =-5127 2 -1
-3107 2 -0 0 53 3 -2 =3 2911 -8 -2146 3 ~0. -4 96 2 1
-2 97 3 -1 1 76 2 2 -2155 3 1 -1189 3 -0 -3151 3 -1
-1 28 8 0 2 91 2 O -1138 3 -1 0168 3 -2 =216 3 0
0133 2 3 3 81 4 1 o111 2 =2 1114 2 -1 -1126 3 5
1 74 4 -6 4 77 3 0 1129 2 -2 2125 3 =2 0158 3 -1
2 4812 -5 S5 019 -8%« 2135 2 0 3 147 3 =3 1 719 .2 =2
3 93 2 4  HyK= 8, -9 3 93 2 -1 4 56 3 '3 2110 2 =3
4 66 3 1 ~5 96 5 1 4 87 2 -1 5 100 2 1 3112 2 -0
5 34 S5 -0 -4 71 2 -1 5 75 3 -2 6 59 2 2 & 83 2 0
HeK= 7o 6 =3 71 2 5 6 51 &4 -4 7 96 4 =3 5 43 3 1
-9 37 11 1 -2 86 4 0 7 66 7 -0 8 718 5 -1 6 86 2 7
-8 34 S5 -1 ~1 93 2 0 8 T3 3 4  HyK= 8y =2 7 76 3 -1
-7 72 3 1 0 74 4 1 HeK= 8y =5 =9 79 2 1 HeK= 8y 1
-6 51 3 2 1111 3 3 -8 81 5 -2 -8 82 S 2 -10 55 3 1
-5 87 2 4 2 56 3 5§ -7 43 4 2 -7 38 3 0 -9 9% 3 0
-4 82 2 1 3 62 3 -2 -6114 2 3 -6 97 2 -1 -8 97 3 3
-3 68 S 3 4 671 4 -3 -5116 2 1 -5161 3 2 -7 S8 2 4
-2 51 3 5 5 41 7 1 -4 72 3 2 -4 716 3 2 -6102 3 0
-1115 2 -0 6 15 19 -}13% =3 152 3 -0 -3 122 2 -2 =-5106 2 1
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OBSERVED STRUCTURES FACTORS (CONT) FOR

D-CO(C2HBN2)3 CL (D-C4H406) 5H20 PAGE28
L FOB SG DEL L FOB SG DEL L FOB SG DEL L FOB SG DEL L FOB SG DEL
-4 147 3 -0 0111 3 -1 3 91 3 -1 - 215 3 1 7 86 3 5§
-3 2112 2 1 41T 4 1 4 3619 1 3 72 2 -1 HeK= 9, =1
-2189 3 -1 2 92 3 3 5 715 3 3 4 9 2 2 -9131 3 4
-1192 3 -2 3103 3 0 HeK= 9, =8 5 93 &4 =3 =8 5T 4 =4
0 58 4 -1 4 2425 -3%*-5101 3 1 6 72 3 &4 -1 5 3 0.
1139 2 -1 S5 57 3 1 -4 3710 3 7 8 3 -2 -6170 3 1
2110 2 3 HeK= 8, 5 -3 77 3 1 HeK= 9, =4 =5 90 3 3
313 2 2 -8 1% 6 1 =2 80 3 2 -8 8 3 2 =4109 3 =2
4 99 2 3 -7 42 3 2 -1 8 2 0 -7 56 3 -0 -3 136 2 -1
5105 2 2 =-6107 3 4 0 70 3 -4 =-6122 3 2 =215 3 -1
6 78 4 ~-2 =5 84 3 4 1102 3 -3 -5115 3 -3 =1 91 2 -4
7 50 4 1 =4 46 3 =1 2 73 3 =2 =4 40 3 -1 0124 3 =1
Hek= 8 2 ~-3 82 3 1 3 2711 4 -3163 3 -3 1119 2 -4
-10 61 5 2 =2137 3 -0 4119 3 -1 =2 52 &4 -6 2103 3 1
-9 77 4 -0 -1 51 2 4 5 65 9 4 =-1113 2 -3 3119 2 2
-8 93 '3 1 0 25 &6 2 6 53 4 -1 0160 3 -3 4 97 2 3
-7 74 5 <=2 1 77 3 O HeK= 9, =7 1 64 2 =2 5 83 8 -4
-6 8l 5 =1 2 50 5 1 =6 67T 3 =3 2 65 2 2 6 25 8 =1
-5162 3 1 3 71 4 4 -5 53 4 I 3135 3 3 T 5 § 2
-4 99 2 3 4 64 3 2 -4 T4 3 3 4101 2 -1 HeK= 9, 0
-3 180 3 -3 HeK= 8y 6 =3 46 9 =T 5 42 4 1 =9 71 3 =4
-2220 4 -5 -7 53 3 -0 -2 81 2 -1 & 64 7 -8 -8 67T 3 =2
-1 65 2 1 -6 8 4 2 =-1111 2 -1 7 62 3 3 -7 81 3 =5
0127 2 =3 =5 63 3 5 0 95 2 =2  HeK= 9, =3 =6104 3 0
113 3 -2 -4 54 3 -1 1 8 2 2 -8 5 5 4 =5136 3 =4
2127 3 1 -3 8l 3 1 2 40 3 -1 -7 50 5 2 =4 44 3 =0
3141 3 -2 =2 67T 2 1 3110 2 -1 -6 90 2 2 =-3162 3 -0
4149 3 3 -1 71 3 -1 4 85 2 2 -5 74 3 -4 =2112 2 =2
5§ 71 3 -3 (0 82 3 -6 5 46 71 -1 -4 8 3 1 -1 94 2 =5
6 5 8 2 1 53 3 & 6 81 2 2 -3112 4 -2 0126 3 =4
Hek= 8, 3 2 88 3 2 7 5 3 6 -2 71 2 -3 1109 2 -3
-9 89 4 -1 3 85 3 -3 HeK= 9y =6 =1 69 2 0 2 134 3 =4
-8 61 6 & HeK= 8y 7 -7 70 3 3 0165 3 =6 3 97 2 =2
-7 113 5 2 =6 86 3 1 =6 48 4 4 1134 2 -4 4 98 3 1
-6 130 4 1 -5 50 3 2 =5 90 3 4 2 99 2 -1 5 40 8 =5
-5 133 3 2 =4 83 3 1 =415 3 0 3135 2 4 6 41 5 -3
-4 76 2 1 -3 82 3 0 -3 61 3 =2 4 711 3 =2 HeK= 9, 1
-3 166 .3 -1 -2104 6 2 =2 T3 2 4 5 46 4 2 -9 64 4& =2
-2116 "2 2 ~-1115 2 1 =1 93 2 0 6 61 3 -2 -8 26 6 =3
-1139 3 -1 0100 3 -2 0166 3 1 7116 3 & =7 7117 3 <=2
0 157 3 =2 1 63 4 2 1105 3 -0 HeK= 9, =2 =6 103 2 &
1 90 2 =2 HyK= 9,-10 2121 3 3 -9 16 20 =-9% =5 104 2 1
2108 4 -1 -2 S1 9 -4 3113 2 =1 -8 59 4 =1 =4129 2 -4
315 3 3 =1105 3 -0 4 70 2 4 =7 63 3 1 =3 69 2 =0
4 99 4 -3 0 82 3 1 5 74 4 -4 -6 83 3 =5 =2 30 4 2
5 31 5 0 1 94 2 S5 6 66 3 3 =5136 3 -1 =1160 3 -3
6 92 4 S5 2 78 3 -0 7 83 3 -2 -4161 3 -1 0 88 2 -1
HeK= 8, 4 3 73 3 1 HiK= 99y =5 -3 43 3 0 1 51 3 =3
-9 64 3 3 4 80 3 5 =7 56 5 =3 =2 97 2 =3 2 89 2 -4
-8 83 3 0 HeK= 9, -9 -6 84 3 3 -1 186 3 =4 3123 3 2
-7 113 3 2 -4147 3 4 =-5202 5 0 O 92 2 -3 & 51 3 3
-6 83 4 -3 -3 33 7 -3 -4111 2 1 1 70 2 -3 5 3013 7
-5 77 4 =1 =2 41 5 =4 =3 64 3 -1 2157 3 -1 6101 3 1
-4 127 3 5 -1120 3 3 -2197 3 -1 3123 3 5 HyK= 9, 2
-3100 2 -2 0101 2 5 -1163 3 1 & 66 3 2 =9 63 4 -3
-2 7% 4 -0 1 54 5 2 0 61T 2 2 5 57 5 -5 =8 47 12 =5
-118 3 S5 2 81 2 2 1160 3 0 6 8 5 =1 =T 48 5 1



OBSERVED STRUCTURES FACTORS (CONT) FOR

D-CO(C2H8N2)3 CL (D-C4H406) 5H20

L FOB SG DEL

-6 . 67
-5 100
-4 102
-3 4
-2 110
-1 106
36
78
121
88
562
89
He K=
-8 60
-7 30
-6 82
-5 85
-4 75
-3 78
-2 112
-1 100
0 60

1 108
2 15
3 91
4 14
HaK=
-8 43
-7 13
-6 16
-5 85
-4 93
-3 78
-2 56
-1 57
0 101

1 11

2 46
3 74
HeK=
-7 59
-6 39
-5 80
-4 61
-3 33
-2 62
-1 64
0 1la

1 43

2 80
H’K=
-5 53
-4 38
-3 57

mpHpwUNN=O

-2 18

-1 61
0 32

1
1

-

-

-

-
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-3
2

L FOB
H.K=
-2 53
-1 54
a7
- 26
27
97
H,K=
-4 43
-3 18
-2 50
-1 7
0 48
1 0
2 178
3 29
4 52
H9K=
-5 47
-4 22
-3 38
-2 89
-1 84
0 49
1 96
2 17
3 50
4
5

WNe=O

96

47
H1K=
-6 69
-5 78

-4 127

VHwWhe=O
®
[=

36

SG DEL
101 -9
12 -4
3 4
3 -0
14 -3
13 -5
‘3 0
10, -8
5 =9
28 O*
4 ~1
3 3
3 =4
22 ~17%
3 1
5 i
6 =3
109 ‘7
8 -3
11 8
3 7
2 1
3 -1
10 -6
3 -1
21 -3%
5 =1
3 -0
8 2
10, -6
3 4

-
WURWWORrHLPOPLNNVMOOVWLWWNWNDSWSLN
-
[}
W

1

L

6
-7
-6
-5
-4
-3

-2
-1
0
1
2
3
4
5
6

~55-

FOB
35
H'K=
22
49
88
4
40
117
80
T2
63
41
49
55
50
42

HyK=

0
1
2
3

4

-2

43
53
36
36
58
43
39
105
29
0
60
79

SG DEL
6 -7
10' -4
11 -7
4 =5
4 =3
27 ~10%
2

-
!
W

-

(€3

) b
WWNPNONNNNWPLPOPLPVNEPEWNINNNNNWWNNWUNOGOWONNOWLWRAWLDPIRIVMODPPOPNWSTNOCNNDWSD
-
]
N

-
|
o

4

L FOB SG DEL

11046 2 -0
2 59 3 -0
3 99 3 =2
4 30 &6 -4
5 66° 3 =6
Hy K= 109 0
-8 59 5 =3
-7 51 4 =2
-6 69 6 -3
-5 179 3 =3
-4 26 4 5
-3 70 2 3
-2 101 2 -6
-1 47 3 1
0 57 3 =2
1 39 3 1
2 51 3 4
3 44 12 =2
4 29 6 =5
5 46 5 -4
HoK= ‘10, 1
-8 24 7 5
-7 6 16 8%
-6 59 5 =0
-5 42 4 0
-4 48 3 3
-3 19 7 &
-2 31 8 -1
-1 43 71 -5
0 24 8 ~12
l 39 6 2
2 43 18 -1
3 62 3 -3
¢ 32 12 0
HeK= 10, 2
-7 43 5 -1
-6 28 8 -1
-5 75 2 -1
~4 5] 4 -4
-3 30 6 -6
-2 51 3 -3
-=-1 84 3 4
0 89 3 -4
1 34 5 =2
2 92 3 1
3 52 8 -3
4 12 29 -12%
H9K= 109 3
-7 46 4 4
-6 83 2 2
-5 69 5 -8
-4 60 3 =2
-3 66 3 1
-2 9% 4 =3
-1 105 4 -5
0 32 9 5
5 =6

1 50

L FOB
2 64
3 20
He K=
-6 70
-5 61
-4 50
-3 39
-2 62
-1 16
0 45
1 42
H’ =
-4 25

=3 29

-2 14
-1 36

HoK=.

-1 33
0 49
1 19
2 32

H'K=

-3 17

-2 54

-1 74
0 0
1 31

3 51
H'K=

-3 61
-2 58

-1 36

0 78
1 31
2 53
3 62
4 67
H9K=
-5 10
-4 65
-3 81
-2 28
-1 78
0 45
1 53
2 70
3 63
4 42
H'K=
-6 16
-5 69
-4 65

-2 49
-1 75
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SG DEL
3 -1
26 12%
10, &
4 =4
3 2
4 =2
4 -1
4 1
17 -8%
10 -2
13 -6
10, 5
11 =2
5 -3
17 -5%
11 -4
11, -8
5 4
9 =2 .
10 5
6 -1
11, -7
20 -9%
4 =2
3 0
25 ~-19%
7 -10
11 -5
4 =2
11, -6
17 o*
4 -0
11 =6
5 =4
4 -3
5 0
4 =2
4 4
5 -4
11, -5
17 5%
3 -1
4 -6
4 7
2 -6
3 5
4 1
2 2
5 -1
7 2
11, -4
17 0%
3 -1
4 =2
19 -14%
3 -1
4 -7



OBSERVED STRUCTURES FACTORS (CONT) FOR

-56-

D-CO(C2H8N2)3 CL (D-C4H406) 5H20

L FOB SG DEL
0 37 4 -3
1 37 & 3
2 3017 -3
3 ST 4 -6
4 28 B8 -8
H'K= 11' -3
-6 40 4 -3
-5 58 6 0
-4 20 22 2%
-3 12 19 -3%
-2 719 2 -3
-1 46 4 =5
0 41 2 &
1 56 3 -1
2 51 4 =0
3 47 6 1
4 60 3 -0
HoK= 111 -2
-6 66 3 0
-5 57 2 2
-4 46 4 -4
-3 91 2 2
-2 69 2 =2
-1 91 3 =4
0 74 3 -4
1 72 3 2
2 85 3 =5
3 89 2 1
4 75 2 5
HeK= 11y -1
-6 51 5 -8
-5 69 4 -4
-4 63 3 =6
-3 68 2 1
-2 56 4 -1
-1 81 3 -1
0 58 4 -0
1 29 6 -0
2 37T 4 -4
3 60 3 0
4 26 1T -3
HoeK= 11, 0
-6 42 5 -1
-5 63 4 -3
-4 19 14 -12
-3 017 -7*%
-2 19 2 -0
-1 57 2 o
0 0 19 =4%
1 19 19 =6&6*
2 S1 4 =2
3 1812 -3
HeK= 11, 1
-6 172 8 -1
-5 30 8 1
-4 28 5 -3
-3 30 5 0

‘L FO8
-2 83
-1 77
0 37
1 57
2 21
HeK=
-5 72
-4 54
-3 76
-2 82
-1 41
0 91
1 35
Hy K=
-4 56
-3 81
-2 46
-1 102
0 36
Ho K=
-1 49
0 67
He K=
-3 82
-2 63
-1 45
0 53
1 45
Hy K=
-3 60
-2 20
-1 71
0 42
1 32
2 57
HeK=
-4 62
-3 0
-2 37
-1 83
0 48
1 73
2 87
H9K=
-4 58
-3 61
-2 90
-1 59
0 55
1 65
2 13
He K=
-4 62
-3 81
-2 715
-1 42
0 54

SG DEL
4 -3
3 -1
6 -7
3 -3

18 -10

11, 2

-
VIWONVHROUNWEAN
]

)

N -

1

12, =2

SNV PHPODRWOWOLNO
N

L FOB
‘1 41
HyK=
-3 53
-2 66
-1 66
0 46

SG DEL
6 -4
12, 0
8 =2
4 5
T =4
3 2

L FOB SG DEL
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L FOB SG DEL
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