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SEPTEMBER 1978
Although many reports involving the uranyl ion, U02+2, have
appeared in the chemical litefaﬁure, most concern the chemistry of
tﬁe simple salts (and adducts of these compounds); and complexes
which exhibit uranyl-oxygen and uranyl-nitrogen linkages.2’3‘ The
chemistry of the common organic chelating speciés such as tropolonates,
B—-diketonates,5 and Schiff bases6 has been described, and much attention
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has aléo been focused on the structural aspects of such compounds.
- Photochemical studies7 and the use of‘the uranyl ion (in the form of
complex species of the type U02F5_3, for example) in studies of the
binding of heavy metals to protein58 have also been reported.

Uranyl complexes involving heavier donor atoms in Group VA (such
as phosphorous and arsenic) and Group VIA (such as sulfur and selenium),
however, are not so well known. The U02+2 ion is considered to be a

"hard" acid9 and thus does not easily form simple acceptor-donor

adducts with the heavy congeners of nitrogen and oxygen and, as a
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result, virtually all uranyl-sulfur compounds found in the research
literature involve sulfur és the sulfideler some other anionic form
such as the thiocarbamate involved in this invéstigation.

The present report details the synthesis and structural study of
one of the members of a new set of compounds10 of the type
[RZNH2]+[U02(R2NCOS)20R']- (the uranyl thiocarbamate alkoxides),
where R = n - C3H7 and R' = C2H5 in this case. These compounds
represent (1) the first air and moisture stable class of actinide
alkoxides, (2) the first actinide alkloxide existiﬁg iﬁ conjunction
with a chelating anion, and (3) the first UOSS2 megal center. Con-
sequently, since these compounds also possess the uranium-oxygen

bond in three separate environments in the same molecule, they are

of considerable structural interest.

EXPERTMENTAL

The title compound was prepared by bubbling carbonyl sulfide
(Matheson, 97.5% purity) through a solution of di-n-proylamine
(Eastman, reagent grade) in absolute ethanol at 0°C for 5-10 minutes
followed by the addition of a saturated, ethanolic solution of
U02012-3H20 (Alfa Products) with stirring. The bright yellow com~
plex that precipitated from solution was filtered on a Buchner

funnel, washed with several portions of cold diethyl ether, and

allowed to dry in the open air.
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+ -
3H7)2NH2] [U02((EfC3H7)2NCOS)20C2H5] :

c, 35.83; H, 6.65; N, 5.70; S, 8.70. Found: C, 35.72; H, 6.52;

Anal. Calcd. for [(Efc

N, 5.71; S, 8.34.
A small yellow crystal, of approximately 0.14 X 0.11 % 0.08 mm

_ in size, was glued to a glass fiber and examined with a Picker FACS-I
automatic diffractometer equipped with a graphite monochromator and a
Cu X-ray tube (X(Kal) 1.54056 &). Omega'scaﬁs of severai low angle
reflections showed peaks with half-widths of 0.1°. The spéce‘group

is C2/c.. The setting angles of 12 manually centered refiections

(91° < 26 < 95°) were used to determine the.least-squares the following
cell parameters: a = 23.217(7) &, b = 15.238(3) &, c = 19.567(6) &,

B = 109.50(4)° and V = 6525 &3. For Z=8 and a molecular weight of
713.8 the calculated density is 1.45 gm cm_3.

Intensity data were collected using the 6-26 scan technique with

a scan speed of 2°/min on 260. Each beak was scanned 0.7° before the
 Ku1 peak to 0.7° after the Ka2~peak, and backgrounds were counted for
10 seconds at each end of the scan range. The temperature during the
data collection was 22 * 1°C. Three standard reflections were measured
every 200th scan. A total ofv8674 scans were performed, but the last
3245 were deleted because of the severity of the crystal decomposition
and léck of conéistency among the standard reflections. The 5071 scans,
excluding the standard reflections, resulted in 4046 unique data of
which 2815 had I > 30. An absorption correction (p = 165 cmﬁl) was
applied11 which ranged from 2.4 to 4.4. The crystal decay factor based

on the variations of the three standard reflections ranged from 1.0 to



2.1. This large variation was alleviated to some extent by the
averaging of equivalent reflections, but remains one of the limiting
factors in the accuracy of the data.

A three-dimensional Patterson célculation showed the uranium atom
position, and subsequent least-squares refinements and Fourier éalcu—
lations revealed all of the atoms in the structure. Least-squares
refinements in which the function Zw(lFo]-|Fc|)2/ZwF02 was minimized
converged rapidly to the final structure. The expressions that wereA
used in procceséing,the data and estimating weights are given in the
supplementary material; the "ignorance factor', p was set to 0.05.
Scaftering factors from Doyle énd Turner12 were used, and anbmalous
dispersion corrections13 were applied. Anisotropic thermal parameters
were applied only to the uranium atom. Hydrogen atoms were included
at calculéted positions of 0.95 + 0.01 % from the carbon or nitrogen
atoms to which they are bondea; but they were not refined.

The discrepancy indices for 2739 data where F2 > 30 and 25° <

20 < 110° are

R = ZIIFol—IFc|]/Z|Fo| = 0.044
_ _ 2 2.1/2
R = [ZW(lFol IFC|) /leql ] =  0.054

\

R for all 4046 data is 0.069. The error in an observation of unit
weight is 1.29. 1In the last cycle no parameter changed more than 0.17 ©.
The largest peak in the final difference Fourier was 1.4-e/1§3 and is

a ripple near the uranium atom.



RESULTSFAND DISCUSSION

-Atomic parameters, distances and angles are listed in Tables
I-111. Figure 1 shows an ORTEP view of the non-hydrogen atoms and
the numbering séheme used for the atoms in the tables.

The uranium atom is ﬁeptacbordinate and is at the céntér of a
pentégonal bipyramid consisting of two sulfur atoms and five oxygen
atoms (See Fig. 1). The overall molecular structure of the title
compound is'remarkabiy similar to that of diethylammonium ethoxy-
bis(diethylmonocarbamato)dioxouranate(VI),lo which has ethyl groups
in place'of n-propyl groﬁps. In each compduhd two formula units form.
a hydrogen bonded dimer about a crystallographic centér of éymmetry.
These dimers pack in the two crystal lattices with different symmetry,
yet corfesponding bond distances and angles (excepting the alkyl
groups) are in close agreement for the two structures. This con-
 istency indicates that we are observing a structure which is character-
istic of the complex, and'not one wﬁich is dominated byvmolecular
packing effects or subject to ekcessive error. On the other hand, tﬁe
alkyl groups are poorly defined with some large thermal parameters énd

some bond lengths which clearly are in error.
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Supplementary material available: Data processing formﬁlas and
the listing of structure factor amplitudes (17 pages). Ordering

information is given on any current masthead page.
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Table I. Positional and Thermal Parameters with Estimated Deviations®
for the Non-hydrogen Atoms.

X y z B
U «14583(2) «04975(3) «11598(3) b
st1) «114012) «1771(3) «2058(2) 6.84(9)
St2) e1487(2) ~e0406(3) «2455(2) 71.49(9)
o «1272(4) «2011(6) «0813(5) 6.2(2)
0t2) «1693(4) ' =e1029(6) «1325(5) 6.3(2)
0€3)  e1575(4) «0261(5) «0112¢(5) 5.8(2)
0(4) «0662( %) «0272(5) «0706(5) 5.6(2)
0(s) 022640 4) «0738(6) «1556(5) 6.0(2)
N(1) e1128(6) «327(1) «1335(8) 8.6(3)
NL2) «1924(6) ~¢199(1) «2265(8) 8.5(3)
N(3) ~e0501(5) «0136(8) «0911(6) 6.2(3)
ce1) e1168(6) «238(1) «1340(8) 6.613)
C(2) e1711(6) -e120(1) «1962(8) 6.1(3)
- C(3) «2105(9) «020(1) -«012(1) 9.9(5)
Ct&) «234(2) -« 079(2) -+007(2) 19.1(11)
C(5) «123219) «378(1) «073(1) 9.7(5) -
cle6) «062(1) «389(2) «016(1) 11.9(6)
c(l) «074L1) «450(2) -046(2) 14.4(8)
c(s) «0935(9) «378(1) «190(1) 9.9(5)
cés) «150(1) 4111 2) «237(1) 11.6(6)
c(10) «126(1) «469(2) «294(1) 13.1(7)
c(11) «2161(8) -e257(1) «186(1) 9.3(5)
c(12) «181(2) -e337(3) «159(2) 19.6(12)
C(13) «130(2) ~-e334(3) «114(2) 22.4(15)
C(14) «213(1) ~e214(1) «308(1) 11.106)
Cc€15) e162(1) -e252(2) «313(1) 13.3(7)
- Cl16) «186(1) -0 267(2) «407(1) 14.3(7)
Cl17) =-.0326(7) -~e063(1) «1415(8) 6.8(3)
cC(18) -.0239(7) -e147(1) - «1014(9) 8.4(4)
C(i9) -.002(1) -e223(2) «1521(1) 12.506)
C(20) -.0556(7) «096(1) «128(1) 8e3(4)
C(2l) -.0639(8) «169(1) «073(1) 9.4(5)
C(22) ~-.074(1) «261(2) «107(1) 14.41(7)

8fere and in the following tables the number in parenthesis is the
estimated standard deviations for the least significant figures.

EThe anisotropic teﬁperature factor for U has the form

exp (-0.25(By hZa*2+42By ghka*b*+...)), with Byj = 4.43(2), Byy =
B33 = 5.00(3), B12 = *0.31(2), B13 = 1.43(2) and B23 =

4.71(3),
-0.08(2).
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Table 1I. Estimated Hydrogen PositionalvParametersé

X y , z
H(1) 02425 <0568 «0182
H(2) e1995 «0398 - 0616
H{3) «2032 ' -ell62 -e0376
H{ &) 02461 ~e 0992 0422
H(S) « 2699 -.0817 -« 0228
H(6) «1505 3458 « 0546
HLT) «1408 %34  « 0906
H(8) « 0344 - «%166 «0355
H(S) « 0464 3327 ~«004
H{10) «1023 4217 -e 065
H(11) «0903 «5057 -« 0254
H{12) « 0359 «4593 : -2 0846
Ht 13) «075 «3402 =216
H{ 14) « 0659 «425 «1683
HE 15) - e 1697 %484 «2115
H(16) 1774 . 23656 02612
H(17) «1055 «4304 3174
H(18) « 0977 «5133 26717
H(19) «1600 « 4961 3297
H{ 20) <2563 -e2742 216
H(21) 2188 -e2255 e1445
Ht 22) 1774 ~e 3664 «2008
H( 23) «2055 -e3721 «1383
HUL 24) «1321 -¢3060 «0711
HL 25) «104 -+3002 «1336
H‘ 26' .1143 "03920 01033
H{217) 02223 -e160 «3351
H( 3C) «1273 -e2143 «2960
HUL31) «1953 -e211 «4303
H{32) 02215 -e3036 «4216
HE33) «1537 ~e2945 «4194
He 34) - 0637 -+ 0735 1627
H( 35) «0053 -+ 0494 1792
H(36) «0059 -e135 « 0782
H(317) -e 0621 -el1l617 « 0655
H{38) - 0317 -e2356 e1756
H( 39) «0363 -«2088 «1884
HL 40) 0026 - 2137 «1255
H( 41) - 0187 «1056 «1684
H( 42) -e 0897 « 094 el1448
H( 43) -+ 0987 <1570 «0315
H{ 44) -+ 028 «1733 « 0592
Hi 45) -« 0389 « 27137 <1492
H{ 46) ~-¢1097 «2574 «1215
H( 47) - 0791 «3066 «072
H{ 48) -+ 0891 o «0543
H( 4S) -« 0119 «0180 «084

é-Isotfopic temperature parameters assigned wére B = 10.0 KZ for atoms
H(1)~H(47) and B = 8.0 A2 for H(47) and H(48).



Table TII.

U -0(1)
-0(2)
-0(3)
~0(4)

- -0(5)
-S(1)
-5(2)

S(1) —C(1)

S(2) -C(2)

0(1) -c(1)

0(2) -C(2)
0(3) -C(3)
N(1) -C(1)
N(2) -C(2)
Cc(5) -N(1)
C(8) -N(1)
C(11)-N(2)

C(14)-N(2)

Distances

(R)

.40(1)
.39(15
.19(1)
.80(1)
77
.877(4)
.865(4)
.70(2)
.73(2)
.26(2)
.26(2)
.45(2)
.37(2)
.35(2)
.50(2)
.54(2)
.43(2)

.53(3)

2At position -x, -y, -z.
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C(17)-N(3)

C(20)-N(3)

¢(3) —C(4)
¢(5) -C(6)

c(6) -c(7)

c(8) -c(9)

c(9) -c(10)
C(11)-c(12)
C(12)-Cc(13)
C(14)-C(15)

C(15)-C(16)

C(17)-C(18)

C(18)-C(19) .

€(20)-c(21)

c(21)-Cc(22).

N(3) -0(3)2

N(3) -0(4)

.49(2)
L47(2)
.61(4)
.49(3)
.62(3)
.42(3)
.67(3)
.46(4)
.22(5) .
.35(3)
.74(3)
.55(2)
.50(3)
.51(3)
.60(3)
.70(2)

.87(2)



Table IV. Selected angles (deg);v

o(4)
0(4)

0(5)

o(1)
0(3)
0(2)
S(2)
S(1)
o(1)
0(2)
c(1)
c(1)
c(5)
c(2)
c(2)
C(11)

-U  -0(5)
-u -0Q1)
-0(2)
-0(3)
-S(1)
-5(2)
-t -0(1)
-0(2)
-0(3)
~S(1)
-$(2)
-U  -0(3)
-U  -0(2)
-U  -S8(2)
-U  -S(1)
-U  -0(1)
-C(1)-s(1)
-C(2)-S(2)
-N(1)-C(5)
-N(1)-C(8)
~-N(1)-C(8)
-N(2)-C(11)
-N(2)-C(14)
-N(2)-C(14)

0(3)2-N(3)-0(4)

ZAton at -X, =¥, =Z.

o112

176.
89.
91.
86.
.90.
93.
89.
89.
90.
-7(3)
89.
87.
82.
58.
73.
57.

91

6(4)
2(4)
8(4)
2(4)
0(3)
6(3)
3(4)
3(4)
7(4)

7(3)
7(3)
7(3)
3(2)
6(2)
7(3)

120(1)
119(1)
119(2)
122(2)
118(2)
118(2)
122(2)
117(2)
126(1)



-13~-

FIGURE CAPTION

Fig. 1. ORTEP view of the structure.
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Supplementary materials for the paper:

The Synthesis and Structure of
Di-n-propylammoniumethoxybis
(di—n—propylmonothiocarbamatb)
dioxouranate(VI), A Mixed

Chelate Alkoxide of Uranium

by Dale L. Perry, David H. Templeton and Allan Zalkin



16-
\ DATA PROCESSI!IG FORMULAE

I=0C- (t/2t))(B +B,) |

o(B) = Max[ (t_/2t )(B1+82)%, (t,/2t,)|3,-B,|]

o(1) = (¢ + o2(B)]%

F = (D-A/Lp)I

o(F*) = (D-4/Lp)o(1)

F2 = 1%/ | |

o(r = [Zo (FZ)/hja -~ When s(rﬁ) > 40(32), °(F§) is replaced by'S(Fi).

S('F?) - 3PPVt |

o(r?> (P2 + G2 + 1

o(F) = Fo - tpg - o(FZ)JE when 0(3'2)<F2 or [o(F'?]% when O(F2) > F2
[cos 29 + cos 29]/[31n29 (1 + cos 29 )]
wtg = 1/02(F)

C = counts recorded during a scan em = monochromater angle

I = individual raw intensity, 8 = crystal diffraction angle
background removed.
S = sgcatter

ct
1

scan count time

: a = average

ty, = background count tize

q = additional uncertainty that
B1 = individual background count affects the weak intensities
o(B) = estimated standard dev- p = estimate of non-statistical

' iation of the total back- errors
ground count

wtg = weighting factors in least

F = structure factor squares

D = decay correction; ah empir-
ically applied correction
obtained from the fluctuations
of the standard reflections.

A = absorption correction

Lp = Lorentz and polarization
corrections
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OBSERVED STRUCTURE FACTORSs STANDARD DEVIATIONSs AND ODOIFFERENCES (ALL X 1.0)
(C2HEO)UC2(SOCNL(C3HT)I2)2- (C3HT)2NH2+ F(0,0,0) = 2702

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

i

L FCB S6 DEL L FOB SG DEL L FOB SG DEL L FOB SG DEL L FOB SG DEL
HeK= 0o O HyK= 0y 6 12 106 5 -3 -3 289 0 =-2% 9 214 & 0
2 66 0 -31% 0 143 5 T 13 26 24 24% -2 545 0 -29% 10 100 6 O
4 7C2 0 24% 1 322 9 17 14 102 5 4 -1 59 0 -19* 11 131 5 5
6 224 6 14 2 34 5 9 15 8 24 7# 0 669 0 35% 12 106 4 4
8 430 11 -8 3 560 14 14 HeK= 0y 12 1351 0 2¢ 13 137 5 9
10 2¢5 6 -12 4 238 6 30 0199 7 10 2 507 0 -4% 14 19 26 14*
12 1s1 & -7 5 194 5 9 1 8 5 11 3 16 0 ~-16¢ 15 99 7 -6
14 119 5 2 6 51 4 7 2 0 22 -19% 4 432 0 13% 16 115 6 o
16 122 5 ] 7271 8 -5 3 93 5 7 5 104 3 1 17 67 13 =5%
18 83 6 5 8139 5 1 4132 6 <2 6 154 4 3 18 14 27 5%
Hek= 0y 2 9 20 21 4% 5 71 o6 1 7 80 3 -8 HeK= 1y 5
0 536 0 27%* 10 18 28 is 6 81 7 4 8 416 14 4 -18 0 28 0%
1 148 0 . 11% 11 268 8 -1 7101 6 L4 9 68 3 3 -17 116 6 -6
2 229 0 -5% 12 38 11 -15%¢ 8 115 5 -13 10 140 4 7 ~-16 17 26 15%
3 459 0 29#% 13 30 25 5¢ 9 42 8 -3% 11 92 4 3-15 91 5 -4
4 228 0 -1% 14 54 1 -2 10 53 1 0 12 223 6 5 ~-14 38 9 lés
5 165 5 16 15123 8 -4 11 64 6 -4 13 79 5 -4 -13 165 6 -1
6 164 5 -1 16 9 29 -21% 12 48 7 -11 14 35 16 -1%-12 42 8 15
7216 6 19 17 35 18 22% 13 20 29 18% 15 9 30 -2%-11 205 7 -7
8 445 12 15 18 21 26 ~o6% HoeK= Oy 14 16 154 6 -3 ~-10 49 5 2
9 14 21 2% HeK= 0, 8 0 8515 -4 17 19 24 ~5% -9 196 6 -7
10 86 4 0 0 353 10 8 1 72 6 -8 18 9 28 6% -8 142 S5 11
- 11 206 6 14 1158 5 -3 2 18 22 6% 19 7 26 -24% -7 422 11 -16
12 118 4 2 2 32 8 2¢« 3 1171 6 -3 HeK= 1y 3 -6 23 8 11%
13 33 8 11%# 3 210 & -2 4 27 12 =-2%-19 38 10 7% -5 161 5 -16
14 152 5 11 4 247 1 1 5 66 6 -3 -18 15 7T -6 -4 137 4 3
15 86 5 0 5 971 4 5 6 30 17 11%-17 108 7 -5 -3 562 14 -8
16 1€2 5 4 6 112 4 3 7 100 8 -12 -16 5 32 ~-17¢ -2 34 & 7
17T 30 14 2%¢ 7 115 5 -1 8 3113 -9%-15 64 6 -1 -1 250 7 -6
18 86 o 2 8206 7 -3 9 25 14 -4%-14 132 5 0 0 168 5 6
19 €5 6 2 9 17 23 T* HeK= 0o 16 -13 157 6 16 1 541 16 14
HeK= 0y 4 10 69 &6 -8 0 42 7T 12 -12 52 6 4 2 29 8 10%
0 251 O 7% 11 149 5 -1 1 61 5 -5 ~-11181 5 =2 3 130 4 8
1 219 O 5¢ 12 125 5 3 2 20 14 16%-10 150 5 -5 4 56 & 1
2 24 4 -1 13 6 28 -20%¢ 3 65 5 -11 -9 194 6 1 5 498 15 7
3 560 14 11 14 86 5 11 HeK= 1y 1 -8 199 5 7 6 144 5 5
4 S6 3 -9 15 46 19 ~-19%-19 9 31 2% -7 274 1 0 7 718 4 3
5 3317 9 25 16 54 o6 6 -18 107 5 1 -6 315 8 -9 8 10 19 -3%
6 162 4 4 17 4 28 -3%17 24 24 6 -5 130 4 -17 9 259 8 -5
7 340 9 13 HeK= 0y 10 —-16 48 12 23% -4 117 3 -3 10 37 7 15
8 126 4 9 0O 314 9 16 -15 30 11 -2% -3 358 0 -15% 11 143 5 =2
9 122 4 3 1L 79 & 19 ~14 200 o6 0 -2 466 0 15% 12 15 29 -16%
10 47 6 ~11 2 22 16 10%-13 37 13 7« -1 49 0 -12% 13 148 6 -8
11 275 8 4 3 62 5 -2-12 1020 -7¢# 0253 0 -6% 14 16 31 11=*
12 12 24 ~-5% 4 265 8 10 -11 78 4 5 1 487 O 5 15 95 8 -4
13 024 -3% 5 2217 15%10 390 10 19 2 243 0 25% 16 8 26 0%
l4 €1 7 9 6 84 5 -4 -9 107 4 0 3 711 0 9% 17 60 9 -18
15 1€1 6 -5 7 32 9 10% -8 130 4 6 4 301 13 21 18 19 26 12%
e 16 027 -35¢ 8 207 6 -3 -7 719 3 -4 5 374 16 -4 HeK= 1, 7
17 44 11 4% 9 30 11 13% -6 527 14 8 6 186 5 11 -17 63 21 -8%
18 2729 -~1% 10 72 6 ~-10 -5123 0 =-3% 7 17 15 -6%-16 21 24 4%
19 s4 6 -9 11 23 14% ~-4 426 0 38% 8 6 -8 -~-15 68 8 -7

213



~18-

STRUCTURE FACTORS CONTINUED FOR
(C2HSO0)UQ2(SOCNIC3HT)I2)2- (C3HT)2NH2+

L FCB SG

-14
-13
-12
-11
-10
-9
-8
-7

-5

10
$6
5
156
110
228
51

220

185
S8
S4

383

230

104

180

451

298
49

213

281

177
34

167

156
€5

122

101

155

9
a7
71
45

HoK=

o
17

122
12
21
48

208
54

4
92

233
a3

103
87

242
58

222
S6

248

S0.
156

‘113
85

N

[
WV NOVWWVWOOVENOOL,POENVMWOEROWSL,: VNV NNy OO

[

N

VUV VENS OOV NS SO

DEL L FOB SG DEL L FOB SG
-6 7 33 6 14 & 54& 6
-14 8207 7 -1 515 6
-13% 9 70 5 -8 6 33 9
-1 10 48 7 -9 7 18 24
-12 11 20 24 -1 8 86 5
0 12142 6-14 9 1810
-2 13 54 5 10 10 28 24
-2 14 31 10 20* 11 21 30
-8 15 0 24 —13% HeK= 1,
&4 16 8 5 -11 -7 66 10
1 HeK= 1, 11 -6 18 20
17 -14 98 7 -8 =5 40 11
-1 -13 3410 9% -4 18 21
-4 -12 14 25 0% -3 120 6
7-11 66 5 10 -2 3 23
7-1013510 -5 -1 19 22
11 -9 26 13 S# 0 10 22
4 -8 79 5 14 1125 7
-6 -7 61 6 2 2 021
6 -6228 7 10 3 17 24

8 -5 13 22 -2* 4& 20 24
12 -4 74 5 5 5113 11
-7 -3 78 6 -1 6 120
-8 -2198 6 -2 1 33 6
-3 -1 021 =3% Hsk= 2,
6 0139 6 =-3-20 93 10
-4 1 84 4 18-18 51 7
-1 2172 5 4 -16 142 6
6% 3 T4 S5 -3 ~14 115 &
2* 4187 6 -2-12192 5
-3 5 74 5 -1-10 326 9
-8 6121 6 1 -8 383 10
9 7 33 164 19% -6 507 13
-28% 8179 8 0 -4 117 0
-6* 9 63 7 1 -21007 O
-5 10 75 5 -1 0252 O
~20% 11 17 22 6% 2 746 O
106 12 97 6 -10 4 17 O
3 13 3221 -4% 6 343 9

3 14 1421 12¢ 8 9 3
-3 Hek= 1, 13 10 364 10
-24%-11 48 6 -11 12100 5
-2 -10 75 8 -2 14 195 6
1 -9 58 5 7 16 &5 6
-3% -8 16 23 8% 18 87 7
-2 -7102 71 -7 HoK= 2,
1 -6 88 5 =3 -19 44 18

7 -5 79 5 8 -18 51 10
-7 -4 37 1 7T+17 50 8
4 -3139 5 0 -16 164 6
-6 -2 90 6 =2 -15 16 29
.2 -1 5 6 0-14 57 8
-4 0 88 5 6 =13 134 5
-10 1119 5 -1-12 191 6
6 2106 S5 7 -11 51 4
-9 3 17 22 13%-10 215 6

DEL

L FO8

-8 -9 244
1 -8 302
3 -7 41
-8% -6 426
-1 -5 365
-12 -4 219
-3% -3 105
-16% -2 341
15 -1 2713
-19 0 94
15¢ 1 151
-5% 2 502
lex 3 365
-2 4 105
3 5 116
-2¢ 6 356
-2¢ 7 107
-3 8 50
-9 9 175
16% 10 231
14¢% 11 31
-9 12 92
6% 13 147
5% 14 128

0 15 35
-1 16 90
2 11 713

4 18 17

3 He K=
-5 -19 57
7 -18 29

1 -17 117
-5 =16 57
24%-15 39
-33%-14 25
. 22%~-13 221
44%-12 54
-23*-11 S0
20 -10 46
3 -9 330
-1 -8 68
5 -7 202
-5 -6 189
4 -5 514
-7 -4 80
2 -3 160
-6 -2 43
6% -1 438
-3 0 101
i3 1 243
-T7T% 2 45
~15 3 261
2 4 144
-1 5 306
8 6 150

6 1 277

N e -
DD S NI OOOLLPWOOLOOCOC U srONOCOOVMOOVVEOOVESOSIWOOODOOOO

L FOB
8 23
9 252
10 121

13 174
15 19

PAGE 2
S6 DEL
14 8¢

T 8

4 1

5 -2
24 ~13%

1 =2

9 —4%
27 6%
30 -25*

8 -13
20 -9%

29 6
25 ~15%

6 -19
10 -3s%
27 1%
26 —~8%

7 ~-17
11 0%

6 13
12 -1%

9 =22
11 13=

6 ~5

4 =7
12 -4%

4 0

5 16

3 1
13 -6

4 11
10 8

& 1
10 -11
21 9%

s -1

5 3

5 -6

8 8%

7 -11

5 9

5 -13

9 8%

7 5
25 -19%

9 -7
12 -3%

6 -8

2y 8

9 ~12%

6 -2
24 8*
11 -10%

6 0

5 -8

9 2%



STRUCTURE FACTORS CONTINUED FOR
(C2HS50)UC2(SOCNEC3HT)I2)2- (C3HT)I2NH2+'

e

[
OVOONOCWVSHrRWNF-O

-
g™

FCB SG DEL L FOB
154 6 6 13 14
1864 6 -9 14 719
225 6 15 HoK=
28 8 12¢-13 57
174 6 -5 -12 171
177 6 -4 -11 15
112 4 -1 -10 52
93 4 -1 -9 83
318 9 9 -8 111
225 6 -6 -1 47
€6 3 -6 =6 105
157 S5 =19 -5 143
323 9 4 -4 92
157 5 $ -3 58
21 13 -9% -2 176
69 S5 -1 -1 140
235 17 -13 0 55
110 7 -7 1 &7
16 4 4 2164
129 ‘6 -6 3 106
170 6 0 4 30
61 6 -11 5 93
61 8 ~-12 6 1%6
8 5 -10 17 78
€4 5 -9 8 32
21 28 -14% 9 68
55 7 -3 10 83
HeK= 2, 10 11 31
14 22 12% 12 25
2 8 -4 HeK=
20 24 11%-10 28
167 5 -14 -9 87
30 12 17 -8 40
128 5 -7 -7 25
222 -6% -6 217
134 5 -2 -5 141
41 7 4 -4 31
227 1 7 -3 21
17 21 -9% -2 59
110 4 -7 -1 114
37 7 5S¢ 0 O
254 1 -2 1 80
13 19 11« 2 58
60 5 -9 3 109
28 8 -~-7¢ & 17
256 8 -4 5100
36 7 ~12 6 37
18 23 11%* 7T 66
2811 -6% § 31
233 9 -1l4 9 78,
26 14 ~11%  HeK=
33 9 -1% -3 ‘25"
17 30 16% -2 18
1¢3 11 -9 -1 80
19 24 2% 0 22
57 9

-7 1

L‘;f

SG DEL L FOB
23 6% 2 25
16 -21% HeK=
2¢ 12 =20 58
7 -9 -19 &2
7 -10 -18 59
22 7*-17 16
8 -13 -16 164
T -5 =15 0
5 7 -14 82
6 17 -13 62
5 -7 —-12 255
6 0 -11 91
$ -5 -~-10 52
5 13 -9 111
6 -2 -8 548
5 0 -7 164
6 -1 -6 55
6 10 -5 26
8 -8 -4 365
7 ~-20 -3 105
10 4% -2 106
7 -1 -1 213
10 -12 0 663
7 =5 1 113
10 8% 2 173
7 -4 3 294
12 -17 4 220
10 -1 5 125
16 -8% &6 157
2y 14 7 S5
11 -3* 8 297
6 —-18 9 40
7 -1 10 245
11 12# 11 89
12 2% 12 106
8 -7 13 133
11 20% 14 187
22 —-19% 15 62
6 -7 16 54
9 -14 17 25
24 -16% 18 103
5 1 HeK=
6 -7 -19 381
5 -11 -18 13
22 3%-17 0
9 -9 ~16 116
10 115 133
12 -7%14 89
7 27¢13 85
10 -8 -12 80
2y 16 ~-11 250
12 -13%-10 32
27 —14% -9 129
6 -3 -8 319
13 15% -7 230
13 ~14% -6 22

~19-

SG ODEL L
31 -8% -5
3, 1 -4
12 ~-11% -3
9 9% -2
7 -4 -1
26 7¢ O
6 -5 1
24 -15¢ 2
S =4 3
5 6 4
7 -13 5
4 12 6
5 4] T
4 =2 8
17 =20 9
5 -9 10
3 -3 11
0 4% 12
0 l1¢ 13
0 2% 14
0 17% 15
0 9% 16
0 2% 11
(] 9% 18
0 9%
0 4%~-19
6 2 ~-18
4 1 -17
4 8 -16
3 0 -15
8 -4 =14
6 -5 -13
7 1 -12
5 -6 -11
4 3 -10
11 16% -9
7 -5 -8
10 13 -7
7 -3 =6
30 10% -5
5 1 -4
3, 3 -3
11 -17 -2
26 ~14% -1
29 ~-l4% 0O
6 =2 1
6 -6 2
5 1 3
1 =4 &
5 ~-14 5
7 -7 6
8 5%« 7
4 ~14 8
9 ~-11 9
13 -7 10
8 -5% 11

FOB SG DEL L FOB
332 9 3 12 28
411 14 -14 13 26
381 0 10% 14 21
79 0 12¢% 15 115
562 0 42% 16 15
408 0 13% 17 62
73 0 ~-11% HoK=
289 7 2 ~-18 23
319 8 12 -17 21
138 4 8 -16 60
33 5 -1 -15 74
181 5 5 -14 15
259 1 -1 ~-13 106
269 7 1-12 135
T4 4 6 ~-11 217
116 4 4 -10 46
214 7 1 -9 115
54 6 4 -8 208
771 5 4 -7 154
125 5 3 -6 45
106 6 -7 <5 334
30 14 2% -4 296
T4 6 3 -3 186
4 7T -6 -2 112
HeK= 34 5 -1 356
95 9 -5 0 290
031 -1% 1 107
25 26 -10% 2 140
24 26 5¢ 3 3713
144 6 -3 4 165
18 26 5¢ 5 101
112 6 =2 6 165
27 17 16* 7 162
245 18 -12 8 74
19 21 -5¢ 9 66
190 5 -15 10 98
24 10 2% 11 215
194 11 -26 12 43
122 4 8 13 16
509 16 -6 14 70
190 5 0 15 81
393 13 -12 16 0
157 4 1 Ho K=
394 10 0 -16 81
51 3 -3 -15 17
116 4 4 -1 62
73 3 -7 -13 38
431 11 -5 ~12 152
56 4 -3 -11 84
106 4 11 -10 28
24 17 8* -9 0
331 10 5 =8 255
16 20 4% -7 35
16 21 -3% -6 59
8 23 =-2¢% -5 110
257 &8 =2 -4 239

PAGE 3
$G DEL
13 22+
31 -19%
25 17+

6 -9
27 -3¢

9 -8

3, 7
25 -10¢
27 5¢

6 -4

8 -18
27 -24%

5 6

6 &

7 -6

8 T+

5 -11

6 -6

5 -13

5 -11

9 -2

8 -4

5 -1

4 12

9 12

8 11

& -7

& 8
10 -14

s 1

« 5

6 -3

6 -14

4 3

9 6

6 -2
10 -16

8 17¢
25 -8+

6 -14

6 -14
32 -12%

3, 9

5 -7
26 ~15#

7 3
12 10+

6 -9

5 7
12 3s
24 -29%

8 -10

8 2¢

6 1

4 -6

7 -2



~20~
STRUCTURE FACTORS CONTINUED FOR

(C2H50)UO2(SOCN(C3HT)2)2- (C3HTI2NH2+ PAGE 4
L FOB SG DEL L FOB SG ODEL L FOB SG DEL L FOB SG DEL L FOB SG DEL
-3 82 4 7 -6 19 23 6%-18 100 6 -8 -1 167 5 1 HeK= 4, 8
-2 168 4 -7 -5133 & -3 -17 81 6 8 0 137 4 4 ~-17 39 11 =-T*
-1 60 5 1 -4 87 5 -6 -16 36 13 -12¢ 1 270 71 -6 -16 15 28 7%
0289 9 -5 -3 117 7 4-15 70 7 -6 2 51 4 9«15 ST 7 -4
1 26 11 9% -2 62 5 5 -14 216 6 -11 3292 8 -7 -14 101 6 =15
2106 4 -8 ~-1123 5 -9 -13 39 13 ~-13%¢ 4 111 4 -8 -13 41 10 2%
3 120 4 -9 0137 8 -3 ~-12 34 18 -3% 5 36410 -4 -12 89 7 5
4 199 7 -5 1 45 6 1 -11 204 6 -11 6 2911 7#-11 146 6 -12
5 23 14 0% 2 36 12 -10%-10 240 14 -22 7 190 6 3 -10 190 7 -10
6 155 6 -7 3139 9 -11 -9 80 4 -8 8 160 5 2 -9 75 5 -3
7 88 4 -1 4 70 6 4 -8 250 7 0 9 266 8 0 -8 143 5 2
8 120 5 3 5 16 24 13% -7 321 9 -5 10 28 17 3% -7 169 5 -6
9 11 24 -22*% 6 52 7 -16 -6 36517 ~T 11 207 1 17 -6 225 6 -10
10 150 9 -1 7 127 6 3 -5 35 5 20 12 60 7 ~-10 -5 17 20 3%
11 69 7 -6 8 60 6 -1 -4 243 0 16% 13 97 6 -8 -4 161 5 -7
12 46 S -4* 9 14 21 2¢ -3 355 0 10*% 14 39 10 5¢ -3 204 6 -13
13 17 30 13% 10 35 12 -15%* -2 256 O -8¢ 15136 8 -4 -2 139 & -4
14 1060 10 -17 HeK= 39 15 -1 41 O 3% 16 30 18 -16% -1 13 22 5%
15 41 23 -11% -7 59 6 -18 0 01 O 9¢ 17 19 34 -10% 0 295 8 5
Hek= 3, 11 -6 18 23 13¢ 1 382 0 21%* HeK= 4, &6 1 204 6 -14
-15 36 B8 6% -5 84 &6 -4 2 345 O 6*-19 57 7T -7 2 136 & -7
-14 51 10 -8% -4 37 o6 26 3 228 6 2 -18 37 12 o¢ 3 96 4 -10
-13 38 9 1# -3 51 6 ~-11 4 231 6 2 -11 57 8 -11 4 222 9 -6
-12 100 5 -8 -2 33 8 21% 5 234 6 11 -16 29 16 10% 5 164 7 -12
-11 3111 -3% -1 104 8 -15 6 17 3 8 -15 108 8 -8 6 25 29 15+#
-10 32 12 20* 0 28 9 14* 7 95 4 4 -14 105 8 6 7 44 8 -1
-9 70 o 9 1 32 8 1* 8 334 9 8 -13 719 6 -7 8 170 8 -4
-8 192 7 -6 2 28 8 26% 9 10 4 9 -12 3013 -3% 9 90 5 -14
-7 41 9 -5¢ 3134 7 -2 10 564 7 11 -11 244 7 -4 10 31 13 2%
-6 17 26 2% & 4 21 -1*% 11 189 6 6 -10 83 5 -3 11105 8 -3
-5 48 7 -5 5 24 18 1# 12173 6 -4 -9113 4 -9 12 102 9 -16
-4 218 6 -3 6 15 20 8¢ 13 65 9 -9 -8 114 4 0 13 64 6 7
-3 16 24 ~-1* HeK= &, O 14 70 9 -1 -7 331 9 -6 14 47 10 9%
-2 93 5 3~-20 032 ~-3%15 74 6 -3 -6 177 5 1 15 43 9 -9%
-1 92 5 0 -18 110 6 -10 16 115 5 0 -5 48 5 11 HeK= &4 10
0 219 8 -7 -16 41 8 -9% 17 28 16 8¢ -4 177 5 8 -16 20 25 3%
1 70 5 2 -14 201 6 3 18 41 11 -5¢% -3 493 13 3 ~-15 18 26 14%
2 117 4 1 -12166 5 -5 HoK= 4y 4 -2 165 5 2 ~14 128 7 -4
3 70 5 -2 -10 448 13 10 -19 66 10 -7 -1 101 3 0 -13 20 24 5%
4 142 6 1 -8 306 8 27 -18 45 9 8 0 34 6 12 -12 44 8 -5%
5 20 22 -l¢ -6 689 20 -7 -17 97 6 8 1 4646 12 -1 -11 27 18 144
6 159 9 -8 -4 353 0 2%-16 30 15 28% 2 49 4 4 -10 150 6 -1
7 18 6 1 -2 373 0 -37%15 139 6 -12 3247 7 -3 -9 36 17 27+
8 144 12 0 0 888 0 -25*14 61 7 7 4 78 4 -3 -8 164 5 8
9 20 22 7* 2 620 0 16%13 110 5 =2 5320 9 -2 -7 23 23 13*
10 1060 10 -3 4 407 11 1 -12 20 30 1« 6 20 13 10% -6 185 6 2
11 44 8 3 6 41 4 3 -11 264 17 -18 7112 5 -4 -5 63 5 0
12 43 17 -7¢# 8 39111 -4 ~-10 88 5 -3 8 92 5 2 -4 167 5 -5
13 21 23 5S¢ 10 22 19 17% -9 63 4 =22 9 143 S5 ~-11 -3 34 8 4%
HeK= 3, 13 12 252 9 3 -8 136 4 9 10 21 24 4% -2 134 5 -4
-12 46 8 -6 14 56 7 5 -7 367 10 -21 11 185 6 -14 -1 38 7 4
-11 66 5 -8 16 145 8 -10 -6 99 4 -8 12 25 26 -8%¢ 0 255 7 9
-10 27 13 8% 18 35 12 O -5 108 4 16 13 113 8 -8 1 28 11 -2%
-9 60 o6 -6 Hek= 49 2 =4 71 3 4 14 0 26 -17¢ 2 125 5 9
-8 166 5 3 -20 0 33 -—4% -3 543 14 -12 15 92 &6 -3 3 45 8 -o6%
-7 81 5 4 ~7% & 226 1 6

0 -19 28 .20 -16* -2 53

U
N
[
[
N
&
N
w



STRUCTURE FACTORS CONTINUED FOR

-21-

(C2HSO)UC2(SOCN(C3HT)2)2- (C3HT)2Z2NH2+

L FCB

5 20
T 6 31
7 0

8 2Cé6

9 51
10 20
11 0
12 129
13 21
HoK=
-13 29
-12 0
-11 18
-10 113
-9 0
-8 16
-7 100
-6 123
-5 37
-4 121
-3 156
-2 113
-1 43
0 168

1 101

2 66
_— 3 47
4 127

5 63

6 14

7 96

8 126

9 53
10 9
11 48
HoK=
-10 44
-9 25
-8 35
-7 130
-6 39
-5 (1]
-4 13
-3 154
-2 17
-1 30
0o 91

1 130

2 &8

3 63

4 34

5 115
o 6 &6
71 64

8 49

Hao K=

SG DEL L
24 13%-19
33 4%-17
26 =-15%~16
7 -1 -15
9 4 ~14%
23 19%-13
26 =—4%-]12
6 -1 -~-11
23 1910
4y 12 -9
15 0% -8
25 ~14% -7
9 3 -6
7 6 =5
25 -5% -4
6 -3 -3
6 -3 =2
9 =4 -1
8 18% 0
6 7 1
6 9 2
5 15 3
24 -11% &
6 2 5
5 =2 6
S 10 7
6 =2 8
6 -2 9
5 0 10
24 6% 11
5 13 12
6 -3 13
7 -3 14
23 -7% 15
9 6% 16
4y 14 17
7 8
15 1*-19
9 5%-18
5 8 -17
9 3%-16
21 ~=5%-]5
33 ~-17¢~14
6 7 -13
22 8%~12
10 -3%-11
6 11 -10
7 b -9
15 -11% -8
6 ~4 -1
12 =2% -6
6 1 -5
13 1l1% -4
7 -1 -3
5 11 =2
Sy

1 -1

FQ8

314
186

241
54
183
76
89
13
104
22

He K=

66
130
74
21
92
208
111
13
180
306
24
191

370

351

T2
147
270

284

SG
24
13

7
24

[

g
ooV WXOCOLYLOELENDOSOOOOSMPVOEOOOENVOWVE

—

-
OO HP OO0V VO VNS

DEL L FOB8 SG
11* 0 13 17
3 1 176 6

6 2 244 1
~-4% 3 81 3
3 4 161 6

9 5 320 9
-13 6 229 8
-3 1 11 4
29 8 97 8
-4 9 259 8
-4 10 181 8
-5% 0 26
7 12 95 6

2 13 165 6
~-4% 14 10 28
5% 15 16 29
12*¢ 16 69 8
1#* 17 715 &8
13% HeK= 5,
-8*—18 17 26
6 ~-17 134 12
-30%-16 0 29
8 -15 11 28

4 ~-14 34 19

6 ~-13 244 14
1512 0 26
6 ~-11 29 12

7 ~10 9 25
-8 331 10
13 -8 126 5
-3 =7 278 9
-8 -6 62 4
-10 -5 323 9
6% -4 15 17

2 -3 338 11
-17% 19 11
3 340 10
-19¢« 0 78 4
7 1 377 11

3 2 2010
-5 3 164 &
11%* 4 52 4
-9 5 374 12
0 6 49 5
-ty 7 105 5
-2 8 Q 22
-13 9 304 9
-12 10 0 25
8% 11 25 19
-8 12 11 31
-6 13 176 9
-2 14 0 26
7 15 32 14
-5 16 12 25
-5 HeK= 5,
5 -18 51 8

DEL L
-10#-17
5 -16
-16 -15
2 -14
10 -13
5 -12
-3 -11
4 ~10
-8 -9
-6 -8
0 -7
-12% -6
3 -5
-2 -4
-24¢ -3
-19% -2
-10 -1
-16 -0
5 1
-1+ 2
-5 3
-2% 4
-5¢ 5
-20¢ &
-25 7
-2% 8
-1 9
5¢ 10
-2¢ 11
5 12
11 13
9 14
-15 15
-10¢
-6 -17
98-16
-21 -15
-9 -14
-2 -13
-1%-12.
-2 -11
12 -10
0o -9
-6 -8
-1 -7
-8& -6
-8 -5
-25¢ -4
18¢ -3
2¢ -2
-9 -1
-5& 0
-1¢ 1
9% 2
7 3
9 4

229

274
30
50

N
WM ~O W

N
&

[
NANOYVMOVMODOWUWMPONOD

R -RUNURUN. SUN- IRV N~ N N -

22

20%

13»
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STRUCTURE FACTORS CONTINUED FOR

(C2HS0)UO2(SOCNIC3HTI2)2- (C3HTI2NH2+

L FCB SG DEL

5 119
6 59
7 21
8 38
9 69
HoeK=
38

0

16

Y]

-7
-6
-4
-2
-1 170
0 24
1 165
2 28
3 61
4 8
HoK=
39
163
41
284
151
618
240
540
856
431
535
128
416
122
280
Q0
2C1
37
HoK=
83
15
35
208
61
a7
108
249
149
101
2%
404
120
168
219
303
101
246
205
326

7
7
22
9
7
Se
39
22
21
22
6
26
12

10 -

10
22
69

-
VOOLO NV NE O

[

-
NS

25
10
11

27

- g
VN O W

CONWOENVE RN

L FOB SG DEL L
-1 1203 6 10 -18
-11 2181 5 11 -17
3= 3 265 8 -3 -16
5¢ 4131 5 3 -15
-14 5 23 10 714
15 6306 9 1 -13
-7% 7116 5 -1-12
-1* 8 162 6 -7 -11
13* 9128 5 -9 -10
-4%* 10239 9 3 -9
3 1111311 -3 -8
18¢ 12 7 25 -3% -7
-7 13103 6 & -6
l4% 14 128 8 3 -5
-2 15 60 8 -3 -4
-4% 16 31 13 16% -3
0 17 57 8 8 -2
10* HeK= 69 4 -1
-11 -19 100 8 1 0
18 -18 25 28 12% 1
-10 -17 76 10 -11 2
2 -16 49 15 -4*% 3
10 -15 118 6 -16 4
-3 ~14 44 8 10¢ 5
6 -13 205 9 -19 6
21%-12 52 8 -18 7
-27%-11 235 7 -8 8
18 -10 35 8 -2%¢ 9
-3 =-9.229 7-11 10
5 -8118 4 7 11
-6 -7 3512 T* 12
2 -~6149 S 2 13
-4% -5 441 12 -16 14
12 -4 75 3 -1 15
23% -3 103 4 -12
2 -2 87 4 -3 -18
8 -1337 9 -1 -17
6% 0132 4 -7 -16
o+ 1 59 3 5 -15
10 2 93 3 -2 -14
-7 3350 11 -4 -13
-5¢ 4 720 -19%-12
-9 5137 4 11 -11
-15 6 104 4 4 -10
7 1322 9 2 -9
8 8 74 5 2 -8
4 9165 1 2 -1
7 10 80 5 -3 -6
-1 11 193 11 -4 =5
10 12 27 28 16* -4
7T 13133 6 6 -3
9 14 31 17 -10% -2
0 15 42 14 -25% -1
4 16 0 26 -2*% 0O
9 HeK=' 6y 6 1
-6 2

H

Fa8
0
58
68
111
31
162
64
215
43
2712
42
201
54
441
133
118
58
3719

109

99
27
405
42
62
142
218
26
129
71
171
18
92
29
62
K=
16
25
90
45
12
105
142
108
72
157
251
12
45
205
182
26
190
181
164
15
218

~29~

SG DEL L
28 -13¢ 3
7 -3 &
12 4 5
7 -6 6
13 12¢ 7
10 1 8
7 -4 9
8 -2 10
7 11 1
11 -4 12
11 -3* 13
6 6 14
5 =2
13 -11 -16
4 =11 ~-15
4 3 -14
5 -4 -13
10 2 -12
4 -2 -11
4 =2 -9
7 1% -8
12 -5 =1
5 -1 =6
5 6 =5
5 -6 -4
8 12 -3
10 5% =2
8 -6 -1
8 -3 0
9 0 1
25 -5% 2
6 -1 3
15 -7% 4
9-10 5
60 8 6
21 -3% 7
27 -4% 8
7 -3 9
10 -11* 10
21 6% 11
6 2 12
8 -6
6 -6 -13
6 10 -12
7T -7 -11
8 1-10
5 6 -9
6 0 -8
6 -6 =1
7 -2 -6
10 -5¢ -5
6 -1 -4
6 3 -3
6 -9 =2
23 8¢ -1
7 -2 o

B

FOB.

209
130

186
110
58
41
139
89
11
49
104
He K=
90

35
27
119

23
209

96
43
187
26

179

32
194

183

33

109
192

68
15
152
s

He K=
33
84
43
34

129
43
54

105

134
46

120

117

156

S6 DEL L FOB
6 —4 1 0
6 =1 2 93
7 -1 3 84
7 -5 5 54
8 0 6 128
6 5 7 92

21 6% 8 56

10 2 9 47
6 -1 10 77

27 9% HoK=
8 0 -10 27
6 =2 -9 &0
6y 10 -8 35

30 -19% -7 49

24 1% -6 (4]
9 24% -4 3

20 20% -3 26
9 =21 =2 48
29 -15% ~1 135

24 16 0 15
9 2 | § 7
5 12 2 34
6 -1 3 124
6 S & 22
8 -9 5 30
10 22¢ 6 23
6 10 HoK=
7 31%-19 42
7 -2 -18 143

22 -4&%-17 21
8 1 -16 104
9 26%~15 37
6 -3 -14 239

24 —-10%-13 S
9 -12 -12 204
7 12-11 M
6 -3 -10 231

24 1% -9 0

12 -3 =8 457
? 16% -7 166

33 ~-10% -6 205
69 12 -5 42

34 =25% ~4 341
16 ~12¢% -3 82
7 4 -2 22
6 19¢% -1 138
1 -6 0 485
14 -2 1 57
7 1 2 23
7 -7 3 186
8 -7 4 348
12 0 S 79
10 9¢ 6 83
7 6 1 48
6 4 8 324
8 6 9 0

PAGE 6
S6 DEL
31 -16%*

9 -4

5 (]

6 10

8 6
10 5

7 2

7 8
13 -3

6y 14
21 5%
26 —26%
37 -18%

17 =2
22 ~-11%
30 -18*
16 -9%

6 11
11 0
29 -28%
22 2%

9 2%

8 -5
32 ~12%

9 1%
23 -1@»

T 1

8 10%

6 T
27 ~10%

8 -5
12 15%

7 3
22 0%

6 6

4 -1

6 1
17 ~14%
12 9

5 8

6 -8

4 -10

9 4]

3 2
11 =~2%

5 =21
13 -13

3 -1

8 o*

6 -5
10 (4]

4 4

4 3

5 -1
10 =2
23 ~12¢
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STRUCTURE FACTORS CONTINUED FOR

(C2H50)UOC2(SOCNIC3HTI2) 2~ (C3HT)I2NH2+

L FCB SG DEL

10 S5
11 9S4
12 158
13 1é
14 107
15 53
16 87
HoK=
-19 94
-18 10
-17 S5
-16 13
-15 160
~-14 144
-13 g
~12 100
-11 292
-10 &7
-9 o
-8 2¢€4
-7 332
-6 80
-5 161
-4 201
-3 302
-2 19
-1 112
0 284

1 190

2 26

3 318

4 186

5 164

6 9S4

7 219

8 239

9 89
10 26
11 164
12 1¢8
13 0
14 67
15 95
16 58

. H'Kz
-18 0
-17 54
~16 137
-15 187
-14 23
-13 0
-12 12
-11 339
-10 30
-9 (V]
-8 83

6
5
6
25

[
-

N

N

ONSAVOC OV VMOLANOO VNP ONOLT GO LN

[

N e
cCvoew

- W
N~NOOC O
-

28
10

27
26
24
10
14
22
4

L FOB
0 -7 217
-4 -6 56
-7 =5 253
3% -4 26
3 =3 487
-2 =~2 84
-2 =1 143
3 0 20
-1 1 317
2 2 20
4 3 289
-13 4 24
0 5 176
4 6 28
-8% 7T 256
6 8 13
-9 9 84
-5 10 32
-9% 11 227
10 12 13
3 13 34
-8 14 26
8 15 100
5 Ho K=
-8 -18 36
1%-17 59
-2 ~16 47
71 -14 172
3 ~-13 31
-13%-12 55
-9 -11 270
1 -10 104
1 -9 42
-4 -8 110
-2 -1 268
1 -6 133
-1 -5 129
-5% =4 202
-2 =3 274
10 -2 55
-19% -1 144
3 0 220
-5 1 220
10 2 53
5 3 225
-9% 4 192
16 5 204
11¢# 6 84
-18 7 110
‘6% 8§ 139
~20¢ 9 67
11¢# 10 54
-4 11 165
25% 12 66
-10%¢ 13- 9
-6

- 51

SG DEL L FOB
8 -8 - HeK=
4 9 -17 26
7 0 ~-16 9
9 9%~-15 0

13 -3 -14 102
3 7 -13 134
4 3 ~-12 114

L7 -1l®*-11 92
9 -4 =10 134

11 ~4% -9 11
9 1 -8 224
8 7% -7 26
5 6 -6 189

10 =-3% -5 99

11 10 -4 181

21 1* -3 129
5 =4 =2 4

13 7% -1 32

11 3 0 282

25 o 1 172

10 -1 2 25

14 16% 3 68
8§ -1 4 235
T 17 5 78

14 -11* & 42
8 10 7 27

10 10* 8 168
8 -1 9 39

17 29% 10 64
8 -14 11 63
8 3 12 90
5 5 13 0
8 -2¢ HoK=
S 1 -15 &3
7 1 -14 112
5 5 -13 17
5 =2-12 1
6 -1-11 39
7 -2 =10 67
5 -5 -9 11
5 -1 -8 157
6 -4 ~7T 56
1 0 -6 179
5 =2 =5 21
8 -3 -4 203
6 -9 =3 54
9 -5 =2 30
5 6 -1 48
6 1 0 254
6 1 1 62
6 8 2 24
6 6 3 35

11 2 4 165
7 -6 5 35

25 -22¢ 6 14
7 5 7 65

-23-

SG DEL L FOB
7» 9 8 173
31 1l4¢ 9 18
30 -40% 10 48
28 -40¢ 11 18
7 =5 He K=
10 30%-12 51
6 -3 -11 97
7 8 ~-10 44
5 10 -9 O
25 -1% -8 89
7 6 -7 124
13 -5¢% -6 62
7 11 ~5 47
6 2 -4 89
6 ~1 -3 160
5 14 -2 25
20 ~-10% -1 78
6 15¢ 0 112
9 -1 1 105
4 3 2 33
9 21%* 3 98
5 7 4 66
10 -8 5 56
6 -3 6 6
7 -4 7 88
l6 -8% 8 72
10 -1 He K=
9 ~-11% -6 2%
T =2 -5 45
8 9 -4 (]
10 -6 -3 109
23 ~-11% -2 0
7, 11 -1 81
7 6 0 9
8 13 1 176
22 13% 2 0
6 (4] Heo K=
12 ~1*-18 139
7 ~-13 -16 90
32 2%~14 218
10 3 -12 30
6 5 -10 421
5 T -8 64
22 14% -6 403
8 2 -4 30
6 -8 -2 2719
31 -15¢« 0 273
8 7 2 384
8 10 4 351
5 7 6 232
16 ~4% 8 258
16 2% 10 141
7 -2 12 205
13 2% 14 0
5 8 16 112
6 8 HoK=

S6 DEL L
12 8 -19
22 9%-18
9 6%-17
24 ~16%-16
Te 13 -15
6 15 ~-14
5 5 -13
7 -2 =12
22 —4%-11
10 5 -10
11 5 =9
6 7 -8
e 4 4 -1
1 8 -6
8 4 -5
17 -5% -4
5 10 -3
9 -6 -2
6 5 -1
10 2% 0
6 10 1
12 =-8% 2
6 -2 3
22 =3% 4
5 -1 S
9 3 6
7¢ 15 7
19 15% 8
6 9 9
22 -15*% 10
1 3 11
20 -1% 12
5 9 13
23 0t 14
5 -6 15
21 ~19% 16
8¢ O
6 -6 -19
5 0 -18
6 6 -17
7 -10¢%-16
11 0 -15
4 6 ~14
10 -6 -13
4 -11 ~-12
7 21 -11
7 12 -10
10 -7 -9
9 11 -8
7 12 -7
7 10 -6
5 7 -5
9 13 -4
26 -35% -3
6 4 =2
8, 2 -1

195

174

63
112
312

110
311
361
146
266
153
217
147
126

155

402

226
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STRUCTURE FACTORS CONTINUED FOR

(C2HS50)UC2(SOCNI(C3HT)2)2- (C3HT)I2NH2+

s
WNMOYO~NOETVSLWN

-18
-17
-16
~15
-14

FCB
51
326
134
14
S1
359
‘93
a3
90
2172
39
30
49
126
0
32

13
11
117
0

&4

15
171
59
188
14
234
67
316
115
1€5
26
3c8
142
120
42
345

i1l

SG
4
10
4
28
4

11

4
10
7
10
8
6
9
6
24
21

30
28
12
31

[
VMV OOO PO N VO N

12

DEL
-3 -13
16 -12
-4 ~-11
~13¢-10
o -9
0 -8
-2 -1
-4% -6
-3 =5
8 -4
-1 -3
21 =2
-14% -1
-7 0
-4% 1
-24% 2
6 3
-11% 4
-18%¢ S
- =9 6
-17*% 7
-9 8
1 9
8 10
6 11
7 12
7T 13

5
8 -16
2 ~-15
1 ~-14
-5 -13
10%-12
-6 -11
=10 -10
-5 =9
6 -8
-6 -1
-1 -6
1* -5
1L -4
-7 <3
-T7% -2
le® -~}
7 0
-5 1
4 2
2 3
-27% 4
-6 5
8 6
0 7
9 8
5 9
2% 10
-4 11

95
38
115

207 -

102
0
139
222
79
53
161
193
134
194
180
187
73
159
159
112
19
130
110
33
36
84
50
HQK‘
42
(1]
123

150
110
154

64

15

L FOB SG DEL

6
11

W
ONNPVONONOOVNOEOVVENINO W

N

o
wWOoWw

9
28

23
25

4 HoK=
8*~-13 54

9 ~-12 33

9 -11 44
-8 -10 117
-9% -9 64
-13 -8 12
-6 -6 149
1 -5 48
-3 -4 57
i1 -3 123
-8 -2 183
2 -1 33

3 g 13
10 1 96
-1 2 124
6 3 18
-9 4 719
-11 5 93
-3 6 63
-12% 7 6
-6 8 87
4 9 66
1% HeK=
-5% -9 77
-20 -8 15
-17% -7 92
10 -6 61
3% -5 58
-8 ~4 6
1 -3 132
-4% -2 36
~15% -1 44
9¢ 0 23

2 1 130
8 2 51

7 3 10
-4% & 28
6 5 102
-2% H'K‘
-11 -19 55
-6*-18 53
-3 -17 22
2 -16 219

4 -15 33
-6%~-14 16
3 -13 24
23%-12 255
-1 -11 9
11*%-10 224
-6 -9 153
0% -8 316

0 -7 34
0* -6 192

0 -5 140
13*% -4 256

-2—

L FOB SG DEL

0 29 -9%

L FOB SG DEL L
8 12 -3 61 3 0 ~-17
T -4 =2 362 9 2 ~-16
11 0* -1 91 3 6 ~15
7 1 0 245 17 -20 ~-14
6 6 1 200 6 -13 -13
5 6 2 399 10 14 ~-12
22 3« 3 160 5 -4 -11
8 -1 4 110 4 -8 -~-10
14 -8% 5 99 4 -5 -9
7 -4 6 351 10 3 -8
8 -4 7 61 5 1 -7
7 11 8 0 21 -12% -6
36 6% 9 58 6 -5 -5
5 6 10 219 10 3 -4
5 -4 11 0 25 -20% -3
S5 1 12 63 1 -1 =2
23 16% 13 47 9 -9% -]
6 0 14 116 38 3 0
5 0 15 371 9 18% 1
10 ) § HeK= 9, 3 2
26 —~20%-19 72 10 -3 3
7 2 -18 16 28 -7 4
9 0 -17 97 7 -1 5
8y 14 ~-16 97 7 -13 6
5 -1-15 53 8 -1 17
21 8*%-14 52 7 2 8
5 ~1 -13195 6 -2 9
S 10 -12 133 S5 -3 10
12 ~-15%-11 80 5 -1 11
22 -1%-10 121 4 9 12
i0 g -9 271 7 6 14
9 3% -8150 5 -8
7 8 -7 34 5 24 -18
21 3%« -6 150 5 -3 -17
8 1 -5 335 9 12 -16
7 -5 -4 73 3 6 ~15
30 4% -3 68 3 17 -14
10 12® -2 250 7 -7 -13
12 -1 -1 267 1 0 -12
9, 1 0 223 6 8 -11
8 20 1185 5 -4 ~-10
10 10 2190 5 3 -9
27T ~6% 3 294 8 -9 -8
7 13 4 19 13 13¢ -7
12 -8« 5 232 7 8 -6
T =2 6 226 7 8 -5
13 4% 7 203 6 3 -4
7 2 8 28 10 9% -3
19 2% 9 171 6 9 =2
6 14 10 174 6 3 -1
5 4 11 82 7T -12 0
8 5 12 38 20 4% 1
S 5 13 115 8 7 2
5 1 14 65 6 6 3
& - H,K‘ 99 S &
1 1 ~-18 5

159

151
269
100

27
196
234

24
136
189
266

116

[

-
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STRUCTURE FACTORS CONTINUED FOR
(C2HS50)UC2(SOCNIC3HT)2)2- (C3HTDI2NH2+

L FCB SG DEL L FOB

6 147 5 2 2 157

7 136 6 4 3 46
'8 17 23 5« 4 11
9 122 5 3 5 46
10 15 1 -1 6 148
11 47 8 -8 7 43
12 25 13 5« 8 20
13 $3 10 5 9 24
HoK= G 9 HoK=
-17 0 26 -27%-11 34
-16 110 9 -1 -10 51
~-15 26 15 21% -9 99
-14 48 6 9 -8 83
-13 12 6 9 -7 4
-12 118 6 -1 -6 68
-11 35 10 3% -5 140
-10 143 8 3 -4 170
-9 55 7 4 -3 51
-8 210 8 8 -2 87
-7 45 6 7 -1 136
-6 15% 5 -6 0 65
-5 3 5 7 1 S2
-4 142 5 6 2 82
-3 36 6 4 3 12
-2 202 6 -2 4 16
-1 9S4 5 2 5 67
0 666 8 -2 6 68

1 26 9 21% Hyk=

2 2%0 1 8 -4 0

3 167 5 20 -3 36

4 36 8 8% -2 17

5 41 7 8 -1 94

6 190 o 1 HeK=

7 60 o 8 ~18 97
‘9 41 8 -—4%-16 185
10 118 6 6 ~-14 159
11 22 24 ~2%-12 183
12 3012 -9%-10 84
HeK= 9, 11 -8 523
-15 37 6 171 -6 117
-1 23 25 -16*% —-4 402
~13 25 29 ~12% -2 1712
-12 111 6 1 0 507
-11 0 25 . ~-2¢ 2 230
-10 76 9 -7 4 314
-9 31 12 -~7*¢ 6 237
-8 111 71 =2 8 230
-7 24 12 23% 10 142
-6 136 5 4 12 83
-5 38 9 ~-15% 14 112
-4 13 5 3 HeK=
-3 40 8 ~4%-19 94
-2 209 7 15 -18 171
-1 63 S5 11 -17 Q
0 102 5 8 -16 173

1 44 7 0 103

=15

B
[- - RV, K]

SG
6
6

21
7
8

10

22

15
9,

9
6

N
CwwmhvwvmumeonVneoGtoOoVOoOWne

N\

[
-~
-

e =
CUWHrOSLrWSHOCO

N —
VOO ~NOCOOGCOEB~N®
- -

DEL L
9 -14
6 -13
2%-12
4 -11
l1-10

12% -9
6% -8
-9% -7
13 -6
4* -5
0 -4
1 -3
8 -2
2% ~1
2 0
2 1
10 2
4 3
-1 4
12 5
7 6
-1 7
4 8
-4 9
-3% 10
3 11
2 12
15 13
-4% 14
13
11¢-18
6 ~17
0 -16
-5 -15
19 -14
17 ~-13
9 -12
-5 -11
21 -10
-5 -9
-18 -8
-7 -1
11 -6
~14 -5
26 -4
9 =3
4 =2
20 -1
11 0
-3 1
2 2
8 3
-1 4

-l4% 5
8 6
8 71

-25-

FOB SG DEL L
111 5 6 8
53 7 -7 9
181 6 0 10
161 5 4 11
4 4 5 12
125 ¢« 9 13
318 8 5 14
182 5 -6
54 4 =7 -19
171 5 -4 -18
297 8 -7 -17
114 4 -13 -16
26 6 11%-15
250 7 -16 -14
506 13 -19 -13
21 12 3%-12
23 7 -9%-11
350 9 4 -10
266 7 20 -9
64 & -21 -8
183 6 3 =7
166 6 16 -6
195 6 -10 -5
26 14 6% —4
129 6 10 -3
119 8 10 -2
5 6 T -1
3312 9% 0
87 6 8 1
HeK= 10, & 2
2718 2¢ 3
8 25 -4* &
46 10 -3% 5
174 1T 6 6
4 9 13¢ 7
9% 5 3 8
65 5 -2 9
258 17 -2 10
41 6 11 11
72 4 1 12
9% 4 3 13
103 4 =2
0 18 -16%-17
303 8 1 -16
5 4 8 -15
265 7 -3 -14
5¢ 4 -7 -13
256 1 2 -12
155 5 6 -11
152 5 15 -10
52 5 -3 -9
367 10 3 -8
92 4 3 -1
71 5 -3 -6
88 4 -2 -5
219 9 6

$6

27
11

16
26
10
10,

N
LYY

MISNVVSGOaN NSNS NSE NNV WO~
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-

N

~NO i n N

DEL L FOB SG DE

-3 =3 189
-8% -2 62
-11% -1 81
7 0 212
14 1 91
3 2 108
-2 3 172
6 4 174
9 5 63
13 6 84
-5« 7 85
8 '8 105
-6 9 (¢]
-11% 10 71
9 11 75
1 12 34
7 HoK=
2 ~-16 85
-2 -15 16
-5 -14 56
4 -13 8
1 -12 115
1 -11 33
-7 -10 33
-3 -9 36
3 -8 186
14 -7 28
2 -6 32
11 -5 15
17¢ -4 181
4 -3 30
-3 =2 67
9 -1 0
10 0 235
5 1 39
2 2 59
18¢ 3 34
~-T7% 4 166
-2 S 0
3= 6 101
-16% 7T 22
8 8 112
16 9 0
-2 10 95
3 HeK=
5 -13 17
-1%-12 81
-7 =11 76
3 -10 33
-8 -9 33
11 -8 137
1 -7 57
15 -6 22
5 -5 80
0 -4 157
-1 =3 57

PAGE 9
6 -1
6 -6
4 0
6 7
5 6
5 =2
7 0
6 1
5 3
5 =2
7 -3
5 3
22 ~5%
6 0
6 =2
14 -T#*
10, 10
7 0
30 9%
8 -5
23 ~T%
6 ~-13
10 11%*
8 3*
7 15%
7 -2
17 ~1*
8 &%
20 13»
7 3
8 9%
8 8
22 9%
7T 12
7 6
6 1
6 32
6 13
23 ~5%
5 -1
17 21%
10 =2
21 ~7%
6 12
10, 12
21 =2%
8 0
5 9
9 -l1%
10 1%
5 8
6 4
13 12+#
5 -2
6 13
6 12



STRUCTURE FACTORS CONTINUED FOR

(C2HSO)UO2(SOCN(C3HTI2)2~ (C3HT)I2NH2+

L
=2
-1

0

N WVMEWN R

-1
o
1
2

FCB
0
81
154
a3
34
- 69
n
18
72
71
HoK=
49
82
27
19

- 34
79
15
103
48
40
17
91
HoK=
4]
154
€7
o
21
223
26
10
53
284
0
234
148
335

210
99
325
119
354
99
226
131
340
9
92

234
37
21

132

S6 DEL L FOB
26 —-13% 13 30
7 -9 14 22
7 4 HeK=
25 3%-18 73
9 17%-17 82
6 -2 -16 43
5 0 ~-15 128
21 12¢-14 136
5 7 -13 95
- 1 -12 21
10, 14 ~-11 210
7 -3 -10 175
5 -4 -9 103
12 6% -8 105
7 -4 -7 235
8 8* -6 118
5 9 -5 0
25 13% -4 112
6 5 =3 306
6 3 -2 187
7 -1%= -1 30
21 10% 0 218
S5 o 1 324
11, 1 2 145
25 ~24% 3 137
6 9 4 164
6 9 5 248
24 -6% 6 15
22 6% 7 101
7 7 8 167
11 3 9 130
21 -17¢% 10 0
9 0 11 113
8 11 12 74
18 -7% 13 67
6 12 14 0
4 -8 HoK=
9 -16 -18 18
16 —-25¢-17 108
6 5 ~-16 9
3 5 =15 144
9 4 ~14 23
4 —-13 -13 134
10 3 -12 39
4 7 -11 209
7 -5 -10 11
4 -5 -9 122
9 13 -8 35
4 2 -1 237
4 10 -6 170
7 4% -5 26
8 14 -4 26
8 1% -3 404
24 -10% -2 14
15 -8 -1 15
6 9 0 18

S6
18
32
11y

N

st .
OO VN NMOOOVRDSPC RO PVOEOSIPVUNODO

20

DEL L
5% 1
2% 2
3 3

-6 4
-6 5
16* &6
9 7
13 8
6 9

-12% 10
4 11
11 12

-1 13
(]
6 -18
1 -17
~7%-16
2 -15
0 -14
‘9 =13
6%-12
-6 =11
5 =10
1 -9
0 -8
10 -7
3 -6
-1% =5
S5 -4
2 -3
1 -2

-24% -]

10 ]
-1 1
1 2

-11* 3
5 4
14% 5
1 6
o 7
7 8
7% 9
9 10
14¢% 11
0 12

-14%

-1 ~-16
-6%-15
-7 ~14
-2 -13
1112
-7T+-11
-4 -10
11% -9
-11% -8
-12% -7

F08
360
29
117
20
246
12
128
33
150
15
114
15
15
HeK=
48
102
20
a3
104
90
25
172
121
106
T4
223
125
89
142
245
103
22
161
226
64
ar
139
196
30
50
102
89

156

132
48

~26-

S$G DEL L FOB
10 6 -6 216
8 -~7% -5 (4]
4 17 -4 110
21 -3% -3 97
¥ 5 =2 130
21 3% -1 54
5 -4 0 200
8 g8 1 719
6 7 2 115
23 11% 3 16
9 1 4 183
21 12% S 47
6 -3 6 15
11, 7 8 131
17 -4 9 26
6 11 10 &2
22 19% He K=
5 =3 -14 111
5 7 -13 33
6 9 -12 138
32 -2%-]1 0
6 6 -10 123
'S5 8 -9 20
5 -2 -8 53
5 -6 -7 38
7 -3 -6 125
5 -1 -5 11
4 9 -4 123
5 =4 -3 47
7 13 =2 137
4 5 -1 0
13 -=-2% 0 150
5 3 1 20
8 6 2 116
5 3 3 0
5 -4 4 121
5 8 5 53
6 3 6 9
10 -6% T 16
9 6% 8 126
5 6 He K=
5 9 -10 66
22 -9% -9 52
6 -5 =8 47
13 -8% -7 97
11, 9 -6 90
22 =4% =5 3
7 1 -4 40
S =4 =3 136
9 9% -2 65
13 5% -1 8
7 6 0 59
4 2 1 103
13 -8& 2 48
5 12 3 24
6 -3 4 59

S6
6
22

ol N
SNHMWVMSAVVUVMNOCONNOCLVMWOON VWOV =GO~

N = NN

N NN

NN
NN

- — ™)
W
-

[
V= OWnoOodV v nYw

PAGELOD
OEL L FOB SG6 DEL
9 HeK= 12, O
~3%~-18 86 6 9
-9 -16 188 7 15
4 -14 75 S5 -6
-1 -12 142 5 =2
-1 -10 281 8 9
3 -8 135 4 -12
5 =6 412 11 -1
3 ~«4 93 3 -13
-2% =2 364 9 -1
-1 0 50 & -5
-4 2 355 9 7
4 4 136 5 2
0 6 2649 7 3
-2¢ 8 T3 §5 12
24 10 133 5 6
11 12 91 5 8
6 HoK= 124 2
T7¢-19 20 26 6%
15 -18 62 10 10
-28¢-17 86 7 2
0-16 122 5 10
15¢#-15 21 26 13%
-8 ~-14 130 5 2
-3%-13 114 5 -1
-1 =12 109 &6 3
10%-11 44 5 O
16 -10 217 6 -3
1 -9 169 5 6
8 -8 114 &4 -8
=-20¢ -7 109 & -5
10 -6 243 7 6
~-12¢%¢ -5 184 5 -1
9 4 0 17 -14%
-10% -3 135 4 10
7 -2 372 10 . O
13 -1 94 & -2
-10¢ 0 56 3 =2
-8¢ 1 191 6 -10
4 2 308 9 1
13 3116 & -5
4 4 63 & 10
10 5 154 S5 -7
12 6 189 7 6
S 7 62 6 -3
9 8 85 5 5
-7 9 89 S5 L3
6 10 135 7 3
16 11 26 11 22=
0 12 50 11 -3¢
~-2% 13 58 8 -12
1 HoK= 12, 4
8 ~18 33 14 13*%
-2 -17 120 & 0
3%-16 0 25 -27%
.5 =15 13 25 -18%
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STRUCTURE FACTORS CONTINUED FOR
(C2HSO)UC2(SOCN(C3HTIZ2)2- (C3HT)2NH2+

"

L FCB SG DEL L FOB SG ODEL L FO0B SG DEL L FOB
-1l4 45 8 -9% 9 149 6 16 8 66 5 5 10 128
-13 233 7 15 10 46 7 2 HeK= 12, 12 11 36
-12 35 8 4% 11 21 21 -3%-12 63 5 2 12 25
~-11 521 -3% 12 33 13 16%11 6 21 -4% HeK=
-10 81 4 L HeK= 12, 8 -10 84 8 0 ~-18 0

-9 208 6 -9 -17 81 7 6 -9 62 6 -1 -17 59
-8 &4 4 2 ~16 88 5 9 -8 74 5 11 -16 104
-7 120 4 -7 -15 0 22 -11% ~7 0 22 -27%-15 92
-6 63 4 -3 -14 68 7 4 -6 117 6 2 ~-14 0
-5 242 7 -1 -13 99 5 2 -5 68 5 1 -13 128
-4 20 10 11%-12 71 17 5 -4 39 6 6 ~-12 121
-3 2€¢8 6 13 -11 0 27 -14% -3 69 5 5 ~11 145
-2 116 4 9 ~-10 145 7 0 -2 146 o6 6 -10 16
-1 269 7T -6 -9 145 5 &6 -1 67 5 4 -9 176

o 0 22 -14% -8 72 5 4 0 0 33 ~-19% -8 187

1 245 7 3 -7 %6 5 4 1 54 7 2 -7 83

2 125 4 -5 -6 201 6 -1 2 116 6 7 -6 24

3 183 o6 3 -5 160 6 3 3 45 6 1 -5 275

4 34 10 T¢ -4 42 6 5 4 25 28 2% -4 93

5215 8 -2 -3 36 6 9 5 7 5 13 -3 87

6 57T 6 -4 =21719 6 -4 HeK= 124 14 -2 151

7 51 6 -4 -1 135 5 2 -5 92 5 -2 -1 304

8 723 -16 0 30 12 ~-10* -4 31 7 2¢ 0 219

9 114 7 2 1105 5 8 -3 &89 5 4 1 17

10 26 16 -12¢ 2 206 6 5 =2 0 22 -22¢ 2 102

11 1223 -8¢ 3 89 5 3 -1 88 5 14 3 264

12 17 24 -7%# 5 94 5 3 Hok= 13, 1 4 &5

13 100 5 1 6 155 5 1-19 3335 -7« 5 15

HoK= 129 6 7 48 7 -4 -18 57 9 13 6 118
-18 0 26 -10% 8 47 o6 7 -17 0 30 -5¢ 7 153
-17 122 11 -4 9 64 5 0 -16 202 & 17 8 53
-16 0 24 -19* 10 80 S5 11 -15 50 6 8 9 39
=15 0 23 ~-15% HeK= 12, 10 —-14 41 7 3 10 87
-14 45 8 5 -15 26 12 6*-13 22 11 13* 11 92
~13 182 6 2-14 74 8 -3 -12 164 5 -7 12 22
-12 43 8 1 -~13 0 23 -9%-11 31 7 -2% Ho K=
-11 25 12 16%-12 74 5 1 -10 25 10 -12#*-19 103
~-10 42 o6 5 ~11 0 24 -22% -9 89 4 3 -18 14

-9 250 7 -8 -10 123 10 -11 =8 347 9 =2 =17 43
-8 38 o 8 -9 0 26 =-2% -7 61 4 -4 -16 0
-7 137 5 0 -8 76 5 -4% -6 99 5 5 -15 109
-6 47 6 -2 =7 0 23 -21%* -5 83 4 -6 -14 16
-5 291 8 6 ~-615 8 -5 -4 270 7 -14 -13 158
-4 2513 ~4%¢ -5 32 8 8% -3 51 5 ~4 -12 43
-3 162 o6 3 -4 35 1 8% -2 154 5 -12 -11 186
-2 135 5 =3 =3 15 26 1l4% -1 74 4 4 -10 0
-1 245 7 0 -2 211 6 4 0 311 8 0 -9 183

0 0 19 -24% ~] 0 22 -23% 1 45 4 -5 -8 42

1225 1T .8 0 14 19 9% 2 216 6 11 -7 124

2 18 5 ~10 1 0 21 -6% 3 102 4 5 =6 0

3 132 6 12 2193 6 0 4 154 5 2 =5 319

4 028 -5% 3 13 20 10¢ S 30 7 10% -4 0

5 190 7 5 4 45 5 5 6 192 o 1 -3 125

6 55 6 1 5 16 19 11=# 7 71 5 3 -2 15

7 69 5 6 6 150 6 8 8 92 5 -11 -1 305

8 49 8 10 T 0 22 -13*% 9 0 23 ~10% O o

N

N
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DEL L FOB
11 1 9
T 2 34
58 3 270

3 4 27
-18¢ 5 40
S 6 27
12 7 155
4 8 0
-14% 9 68
-1 10 0
4 11 114

1 HoK=
0%-18 12
-1 -17 39
8 -16 59

9 ~-15 90
10%—-14 45
-20 -13 91
4 ~-12 89
-10 -11 125
-9 =10 0
3 -9 140
-15 -8 129
4% -7 91
14 -6 61
3 -5 224

1 -4 148
5% -3 123
.6 -2 105
7 -1 170
-0 0 108
-10% 1 15
-5 2 95
-6 3 205
-3 4 67
S 5 19

¥4 6 715
8¢ 7 125
-11* 8 37
-8% 9 40
4 10 65
11% HoK=
11 -16 107
9 -15 17

2 -1 34
-28%~13 43
4 -12 112

1 -11 59

5 -10 &6
-15¢ -9 0
-4 -8 197
-9% -7 24
-2 -6 57
6% -5 70

1 -4 181
-17% -3 66

PAGEL11

S6 DEL
20 -6¢
7 -1¢
8 -1
8 15¢
7 10
12 26%
6 -5
25 -18+
5 &
25 -9%
5 -2
13, 7
23 -11%
-T%
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15
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STRUCTURE FACTORS CONTINUED FOR

(C2HS50)UC2L SOCNEC3HT)2)2- (C3HTI2NH2+

L
-2
0
1
2
3
4
5
6
7
8

~1

~-16

FCB
121
146

0-

148
70
115
32
125
45
S$3
HeK=
9
111

14

108

HoK=
144
17
184
49
178
219
251
2517
143
332

229

SG DEL L FOB
5 -3 6 0
5 -6 8 170

23 -10%* 10 37
5 5 12 87
6 6 He K=
5 11 -18 93
S 31 -17 42
7 -4 -16 84

10 12%-15 178
6 -7 -14 118

13, 11 -13 14

20 -10%-12 90
7 5 -11 140

25 =T7#+-10 174

19 6* -9 10
5 8 -~8 187
6 2 =7 207

10 8% -6 164
9 -6% -5 55
6 3 -4 204
5 -1 =3 221

21 -13% =2 139
5 -2 -1 82
8 o 0 291
5 6 1 142

23 -8¢ 2 90
5 0 3 147
9 -—4% 4 166
5 2 5 128

31 -8* 6 27
5 =2 1 74

13, 13 8 158
4 6 9 &3
5 3 10 36
6 7 11 62

20 =-5% 12 75
6 -2 HeK=
6 -6 -18 35

19 0%*—-17 48

10 =-4*-16 22
5 0 -15 165
5 6 -1 &4

20 ~4%-13 0

14, 0 ~12 0
6 12 -11 230
5 5 -10 68
6 -6 -9 [¢]
5 -6 -8 48
S 8 -7 223
8 0 -6 39
7 6 -5 108
7 -6 -4 50
5 0 -3 293
9 5 -2 20

24 -20% -1 127
7 12

0 126

SG

37
7
9
6

14,
7
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DEL L FOB SG DEL L
-26% 1 259 1 17 -1
3 2 39 5 17 0
6% 3 154 6 -4 1
3 4 118 5 1 2
2 5 156 5 0 3
1 6 18 24 9¢ 4
6 1 122 6 6 5
12 8 47 8 -8 6
-2 9 64 5 4 7
1 10 0 23 ~-10% 8
7# 11 107 5 -8
-7 HeK= 14y 6 ~14
4 -18 29 11 4%-13
6 -17 69 6 13 -12
-10%-15 107 6 -7 -11
0-14 50 7 -1 -10
-7 -13 26 13 -7¢% -9
-4 -12 68 5 7 -8
-7 -11 187 6 o -7
-4 -10 69 o6 1 -6
o -9 0 25 ~14% -5
3 -8 35 9 =5% -4
3 -7 251 17 2 =3
-11 -6 24 14 -3% =2
-6 -5 80 4 -5 -1
-7 -4 8% 4 -1 0
-13 -3 275 8 -6 1
3 =2 1719 7% 2
-4 -1 88 4 8 3
-4% 0 89 5 -4 4%
1 1 163 5 3 5
0 2 31 1 -9% o6
-4 3 144 5 -12
15 4 46 7 5 -11
-1 5118 8 -3 -10
-6 6 13 20 4% -9
4 7109 5 11 -8
12 8 48 7 10 -7
7 9 60 6 -4 -6
-8% 10 0 25 -21% -5
8 HoK= 14, 8 -4
13 -16 19 23 -11% -3
~-8¢-15 64 6 -1 -2
-18~14 102 5 4 -1
2 ~13 16 22 o+ 0
-2 -12 66 5 -5 1
-19%-11 91 5 3 2
5~-10 78 5 -7 3
-4 -9 32 8 8%
-8 -8 153 5 -1 -18
-11 -7 130 5 2 =17
5 -6 122 5 2 ~16
-5 =5 0 21 -~15%-15
9% -4 153 5 -4 -14
1 -3 144 5 -3 ~-13
-4 =2 &7 8 -1 -12

120
65
17
36

HeK=

108
54
84
i6

157
63
76

20
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DEL L FOB SG DEL
-g¢~11 38 6 5
3 -10 243 7 7
5 -9 65 4 -3
-6% -8 41 6 16
-4 -7 108 S 7
-6 -6 35T 9 -6
2 -5 67 <« 1
1= =6 27 7 10%
3 -3 106 4 0
5 =2 290 8 -7
10 -1 21 12 ~-1=%
-1 0 88 4 2
9¢ 1 79 4 7
1 2 224 8 -1
14« 3 25 8 0=
-2 4 136 5 -2
-4 5 57 10 ~-14
(] 6 131 S5 2
11¢ 7 0 22 ~5%
6 8 103 7 4
0% 9 47 6 12
1 10 70 8 -4
10¢ 11 20 22 11%
8 HeK= 15, 3
4%-18 32 20 -13%
-2 -17 94 5 9
8¢-16 26 14 -3%
15-15 54 6 0
23%-14 88 11 -6
-4 -13 130 5 8
-4%-12 39 8 -3%
9%-11 111 & 7
12 =10 147 5 =7
-3 =9 160 5 1
-8 -8 715 6 10
-9% -7 191 & 2
-2 =6 145 5 7
-12 -5 140 6 2
5 -4 56 4 6
o% -3 232 7 -10
8 -2191 1T -4
-6 -1115 4 O
-1% 0 S7 & -2
1 1 231 7 ~-15
8 2160 5 -3
6 3 62 5 9 -
-6* 4 62 5 S5
4 5 168 6 -3
1 T 26 20 24¢
7 8 78 5 -1
12 9 117 5 3
12 10 47 6 1
11% HeK= 15y 5
11 ~18 0 26 ~-1%
11 -17 101 7 0
10 -16 19 21 8*



o

—29_

STRUCTURE FACTORS CONTINUED FOR
(C2HS50)UO2(SOCNEC3HTI2)2~ (C3HT)2NH2+

L FCB’SG DEL L FOB SG DEL L FOB SG.DEL L FUB SG DEL L FOB

~15 €2 o 2 -13 43 12 5*-16 125 6 18 HeK= 169y 6 -8 120
~14¢ 41 7 17 -12 30 17 4%-15 43 17 7 -17 56 17 -10% -7 0
~13 134 6 =10 =11 19 20 14%14 40 14 -8%-16 23 14 -2% -6 83
-12 30 8 9%-10 144 o 0-13 98 5 -3 -15 771 5 4 -5 14
-11 108 5 3 -9 5 6 -10 -12 137 5 -1 -14 36 &8 1% -6 82
-10 12 21 -2% -8 13 20 1*=-11 52 6 6 -13 120 8 -9 -3 0
-9 207 6 10 -7 31 15 11#+10 108 5 1 -12 50 10 =-2¢ -2 118
-8 23 11 22% -6 191 17 7 -9157 5 2 -11103 5 3 -1 0
-7 169 6 -11 -5 34 9 -6% -8 250 7 -3 -10 &4 6 0 0 80
-6 37 6 1 ~4 2612 -5% -7 9 20 -20% -9 181 6 2 2 109
-5 139 5 2 -3 . 371 o 5 -6151 5 12 -8 39 6 3 3 28
-4 26 9 18% -2 169 o6 0 -5193 6 ~-16 -1 0 20 -12¢ 4 30
-3 217 7 -6 =1 22 20 -13% -4 128 5 -3 -6 28 28 6% HoK=
-2 020 -7¢« 0 61 7 -3 -3 0 19 -18% =5 248 7 -9 -7 10
-1 125 5 4 1 58 6 -2 -2197 6 -15 -4 36 10 &% -6 55
0 26 11 -8*% 2 131 6 4 -1138 5 2 -3 0 21 -6% -5 58

1 235 7 <=2 3 19 16 4% 0 141 5 -13 -2 671 7 -9 <-4 61

2 17 21 6% 4 71 5 -8 1 74 5-12 ~-1180 7 -3 -3 0

3 3311 -13%¢« 5 31 9 -4% 2 185 6 4 0 41 71 -5 -2 87

4 3418 11* HeK= 15, 11 3114 5 =2 1 65 5 -3 HoK=

5 169 6 -2 -12 26 9 =-1* 4 26 15 -15¢ 2 36 71 -3%-18 86

6 021 -9%11 2212 -8¢ 5 715 5 4 3136 5 -3 -17 0

7 02FL -3%10118 6 3 6 136 5 1 4 0 23 -~24%-16 103

8 221 -7% -9 019 ~-8% 7T 70 5 -4 5 61 1 -2 -15 50

9 112 S5 -12 -8 25 8 S¢ 8 28 10 12#% 6 3 22 -31%~14 117
10 25 10 17« -7 26 29 -7%# 9 53 6 5 7 86 5 -5-13 18
HeK= 15y 7 =6 113 5 0 10 88 5 -3 8 32 T 14%12 132

-17 92 6 3 -5 25 12 -3% HeK= 16, 4 HyK= 169y 8 -10 86

-16 37 8 3 ~4 35 6 7 -18 31 8 27¢-15 36 9 -6% -9 21
-15 18 22 -3% -3 29 10 ~-1*17 71 6 0 -14 28 18 4% -8 268
~-14 91 6 9 -2128 5 5 -16 42 11 -2%-13 64 6 0 -7 58

-13 108 9 -1 -1 022 =-9%=15 0 26 —42¢-12 102 5 17 -6 58
-12 032 -22¢ 0 47 5 =-2-14 1522 10%-11 63 8 4 =5 173
-11 2530 -10* 1 25 10 =-3+-13 169 6 8 -10 94 5 & =-4 238
-10 122 5 -3 2104 5 =2-12 49 17 -4 -9 8 5 -3 =3 74
-9 137 6 -2 3 020 -3*11 96 7 11 -8 126 5 3 =2 25
-8 021 -8% HyK= 16 0 -10 O 21 -17% -7 16 20 5% -1 38
-7 144 7 0-18 1721 2¢-9196 6 3 =-6101 5 -9 0 213
-6 132 5 -8-16194 6 16 -8 107 5 9 -5135 5 -4 1 19
-5 136 5 -7 -14 023 -22%¢ ~7 32 1 7T¢-4117 5 3 2 59
-4 2218 -9%-12 1712 6 2 -6 64 5 1 -3 30 7 16% 3 38
-3 131 6 -7-10108 5 -1 =-5233 7 -5 =-2115 5 0 4 133
-2 106 5 -9 -8283 8 .3 -4 26 9 6¢-1 99 5 4 5 11
-1102 5 2 -6240 7 -1 -3 1914 2¢ 0 65 5 2 6 65
0 52 7 ~4 -4196 6 -7 =2 90 5 S5 1 4 6 S 1 45
1152 5 4 =-2216 6 -1 -123 7 5 2120 5 3 8 114

2 1 5 1 0139 5 10 0 43 6 -4 3 8 5 0 9 O

3 1418 5% 2179 € 7 1 80 & 2 4 14 22 -15% HeK=

4 57T 6 1 4 1722 O 2 62 6-18 S 38 7 5 -18 44
5133 5 -1 6157 & -2 3187 6 -9 6 99 5 -2-17 O

6 58 6 S5 8 31 1 3% 4 2216 15% HeK= 16, 10 -16 58

7 2214 7*#10105 7 3 S5 69 8 -2 -13 14 20 915 114

8 43 7 ~=T  HeK= 16, 2 6 41 13 3%-12 106 5 10 -14 56
HeK= 15, . 9 =19 40 9 1* 7 89 5 2 -11 32 7 5¢-13 44
-15 0 28 -13#-18 24 16 19%¢ 8 0 26 -6%-10 64 5 1 =12 100
8 1 9102 6 5 =9 25 6 25¢-11 167

-14 S5 5 -3 -17 53

PAGE13
SS DEL
6 3
20 -19*
5 1
21 4%
5 -9
20 =6%
6 -6
26 —9%
4 -6
6 -3
8 1l6%
8 ~5%
164 12
2% 1*
5 2
6 &
5 5
19 11+
S 5
17T, 1
6 7
22 —8%
5 0
7 -5
5 3
21 14¢
6 -1
5 7
21 -12%
8 ~-14
5 -1
4 -3
8 ~11
7 6
5 7
8 18%
7 1l1#*
6 -9
20 12#*
5 15
7 -10%
6 =2
21 2%
7 -6
7 5
1 1
2% -10%
17, 3
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SYRUCTURE FACTORS CONTINUED FOR

(C2HS0)UC22(SOCNI(C3HT) 202~ (C3HTI2NH2+

L FGCB SG
-10 15 5
-9 57 5
-8 146 5
-7 158 5
-6 4&4 5
-5 130 5
-4 112 5
-3 140 5
-2 171 21
-1 135 5
0 157 5

1 89 5

2 0 25

3 134 5

4 17 9

5 46 6

6 26 15

7 93 5

8 56 8
: HoeK= 17,
-17 27 10
-16 16 22
-15 127 5
-14 17 23
-13 32 10
-12 6 22
-11 198 6
-10 20 17
-9 47 6
-8 36 38
-7 1S4 o6
-6 21 22
-5 134 6
-4 8 20
-3 161 6
-2 32 15
-1 135 5
0 5 21

1 100 5

2 24 10
"3 149 o6
4 18 19

5 43 10

6 0 19

7 107 5

8 16 21
HoeK= 17,
-l6 39 8
-15 104 7
-14 42 7
-13 13 21
-12 81 5
-11 130 5
-10 31 8
-9 41 7
-8 SS9 5

DEL L FOB
4 -7 14l
-6 =6 45
-1 -5 127
-3 ~4 105
7 -3 136
-13 =2 0
0 -1 62
0 0 96
-30¢ 1 63
-6 2 21
-12 3 116
-3 4 60
-7 5 47
-7 6 37
-1 Hoe K=
-5 =13 0
-8%-12 89
-2 ~10 34
-3 =9 0
S -8 130
11* -7 25
9% -6 35
11 -5 29
~7% -4 154
-9% -3 31
-4% -2 12
2 -1 0
17 0 132
-4 1 29
-1% 2 31
0 3 30
5¢ 4 108
-10 He K=
1« -9 17
-7 -8 109
g& -7 25
-6 -6 &7
5% -5 15

3 -4 110
17% -3 29
-12 -2 25
14*% -1 20
-12¢ 0 125
-8% Ho K=
2 ~18 124
5%-16 51

7 -14 190
-6%-12 18
4 -10 189

1 -8 96
6* —6 239

1 -4 109

2 =2 159
-1 0 94
-4 2 92
-3 4 124

-30-

SG DEL L FOB SG DEL L FOB
5 10 6 45 17 -1 HoK=
5 16 8 113 5 0 -16 25
S5 -1 HQK‘ 18, 2 =15 76
5 -3 -18 80 5 5 -14 34
5 -6 -17 60 S5 11 -13 95

22 -17T%-16 0 21 -4%-12 17

10 -1 -15 62 &6 -6 -11 107
5 =-1-14 136 5 14 ~-10 55
5 10~-13 62 9 -5 -9 96

25 =2%12 2911 -2+ -8 31
5 2-11 91 5 0 -7 187
6 -7 -10 166 5 -4 -6 58
5 '5 -9 55 5 7 -5 40

12 1% -8 42 12 -8% -4 0

17, 9 -7 127 5 -11 -3 168

23 -7% -6 154 5 3 =2 44
5 0 -5 36 5 11 -1 25
6 3% -4 108 5 6 0 39

23 -6% -3 123 5 -12 1 130
5 -11 -2 116 5 2 2 17

13 ~-16% -1 29 9 1« 3 0

. 8 9% 0 125 5 -1 4 30

10 -5 1 98 5 0 5 110
5 -4 2114 6 =2 6 10
7 1* 3 0 22 -34% Ho K=

18 6% 4 100 5 -1 -14 88

22 -28% 5 87 17 -2 ~13 51
5 -12 6 46 7 -1 -12 0O
8 ox 7 37 7 14 -11 57
7 4% 8 89 6 1 -10 95
9 -9% HeK= 18, & -9 &2
5 2 -17 84 17 6 -8 47

17y 11 -16 021 -5¢% -7 93

19 -5%-15 89 5 2 -6 120
5 4 -14 35 l6 -6% -5 30
9 -2¢-13 91 5 T -4 66
6 9 ~-12 33 6 24 -3 91

18 7*-11 154 6 -5 -2 100
4 9 -10 75 5 12 -1 38
8 -1% -9 134 6 12 0 92
6 1ll1* -8 2513 -3¢ 1 717

15 -1% -7 180 6 -3 2 51
5 3 -6 56 6 -3 3 o0

18 0 -5 55 9 <6 4 18
5 12 -4 46 5 7 He K=
6 13 -3 171 6 -7 -10 113
7 14 -2 41 11 5¢ -9 30

20 2% -1 36 6 21 -8 44
6 -6 0 35 9 -10% -7 13
4 1 11?725 6 -11 -6 110
7 -8 2 41 6 -5 =5 0
6 -2 3 29 9 10% -4 58
5 1 4 33 8 4% -3 0
9 =9 5 125 5 4 -2 99
5 -2 6 28 8 8% -1 O
5 =2 7 42 6 4 0 93

SG OEL L FOB
18, 6 HeK=
9 22¢-17 36
7 4 -16 120
8 5¢-15 0
5 -6 -14 69
20 4%-13 64
7 -9 -12 111
6 =4 -11. 15
5 5 -10 127
9 25% -9 50
é 8 -8 120
5 11 -7 28
6 8 -6 176
23 -20% -5 70
7 -8 4% 714
S 5 -3 39
11 -2¢%¢ =2 162
7 -8 -1 37
6 0 0 44
21 -10% 1 40
22 -32% 2 146
9 o 3 29
5 =1 4 27
20 8% 5 47
18, 8 6 122
5 0 7 25
10 5* HoK=
24 -10%-17 61
5 4 -16 57
5 -7 -15 0
6 1 -14 54
6 -7 -13 130
6 2 -12 58
S 3 -11 0
11 10=-10 81
5 =2 -9 156
4 7 -8
S 5 -7
6 13 -6 82
5 4 -5 156
5 3 -4 24
6 -4 -3 69
20 ~-12¢% -2 87
i -8 -1 140
18, 10 0 16
6 8 1 87
7 10¢ 2 99
S 5 3 90
19 T 4 0
5 =2 5 76
18 -9% 6 72
8 -9 HeK=
18 -10%~16 0
S -1 -~15 0
20 =2¢-14 0
S 4 =13 143

95
52
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STRUCTURE FACTORS CONT INUED FOR

(C2H50)U02(SOCNIC3HTI2)2- (C3HT)2NH2+

i. FOB
~-12 24
-11 19
-10 0

-9 185
-8 a
-7 40
-6 22
-5 165
-4 15
-3 61
-2 26
-1 124

0 20

1 101

2 (4]

3 S4

4 22

5 96

HoeK=
~-14 38
-13 98
-12 59
-11 26
-10 67

-9 106
-8 43
-7 49
-6 11
-5 139
-4 23
-3 37
-2 83
-1 S5

0 12

1l 63

2 64

3 66

HekK=
-1l 17
-10 81

-9 37
-8 54
-1 ¢
-6 115
-5 37
-4 45
-3 0
-2 121
-1 26

HoK=
-16 139
-1l14 80
-~12 143
-10 13

-8 205
-6 13

SG DEL L FOB
9 21% -4 158
22 15¢ -2 60
21 ~5% (0 140
6 4 2 71
21 -7%¢ 4 83
7 -7 HeK=
15 2%~-16 76
7 -1 -15 69
21 -=-3%-14 29
9 -10 ~13 46
11 23#-12 115
5 0 -11 88
21 3%-10 0
6 -8 -9 62
21 =-1% -8 167
5 -10 -7 56
11 17* -6 22
5 6 -5 124
19, 7 -4 118
7 0 -3 52
5 2 =2 45
5 -1 -1 92
11 10%« 0 130
6 -1 1 10
5 6 2 66
71 ~-10 3 91
6 -7 4 70
5 -3 5 6
7 2 He K=
14 -2%-16 40
6 1L ~-15 80
6 =2 -1l 25
5 ~-1-12 30
19 8%-11 114
7 7 -9 99
5 -2 -8 55
7 5 =7 104
19, 9 =6 0
19 6% -5 128
71 -3 -4 44
6 1 -3 63
5 -2 ~2 25
20 -1% ~1 137
5 ) { 0O 48
6 7 1 14
5 10 2 37
19 -6% 3 138
6 -2 4 35
9 =5% HoK=
20 O -14% 0
5 9 -13 61
5 12 -12 48
5 3 ~-11 104
21 2%-10 (0]
6 -5 -9 83
20 ~15% -8 42

SG DEL L FOB SG. DEL L FOB
8 -2 -1 71 5 =2 -5 O
§ =1 =6 13 20 4% -4 62
5 =1 -5 142 5 -4 -3 121
5 3 -4 30 9 2% -2 36
5 11 -3 65 6 =3 -1 38

20, 2 -2 29 8 2% O 89
6 -11 -1102 5 2 1 98
5 S5 0 2526 0% 2 40

13 0% 1 019 -20%¢ 3 62
8 -6 2 20 25 -9%  HeK=
S S5 3107 7 =5 -14 27
5 7 HeK= 20, 8 -13 35

21 ~4%-11 55 5 -1 -12 1
s -2 =10 026 -1%-11 118
6 3 -9 28 9 =-T#10 6

5 13 -8 99 5 =1 -9 20
11 168 -7 47 5 4 -8 0
§ -5 -6 271 1 3% -7 131
§ 2 -5 710 5 -3 -6 O
6 -5 -4 101 5 2 -5 29
6 =15 =3 40 6 -5 ~4 22
5 -1 =2 39 6 -10 -3 114
5 -7 -1 59 5 5 =2 0

25 o0+ 0 72 8 -5 -1 31
5 =2 HeK= 21, 1 O O
5 2-16 022 -27¢« 1 108
6 ~11 -15 43 7 -5 2 24

20 -2%-14.1271 5 1 Hy K=

20, 4 -13 29 10 -3%-11 76
S 12-12 4 6 -7 -10 66
6 1-11 5 5 6 =9 6
9 11*-10 104 5 -9 -8 52
8 -6%* -9 0 20 -12¢ -7 99
5 -1 -8 106 5 -5 -6 37
S -9 -7 43 8 -2 -5 8
8 -11 -6 112 5 =2 -4 45
5 3 -5 27 9 -5& -3 102

20 -2% -4 120 5 -2 =2 26
S -6 -3 43 6 -15 -1 O
5 5 =2 64 6 -3 Hy K=
7 3 -1 021 =-8¢-14 103
8 T 0124 5 -2 -12. 19
5 -4 1 34 7T 4%-10 123
6 -12 2 39 8 2¢ -8 35

21 -10% 3 0 25 -21% -6 143
S 20 4114 9 6 -4 17
& -9 HoK= 21, 3 =2 139
8 1*15 76 5 0 O 9

20, 6 ~14 65 S5 3 2 107

20 =-1%-13 18 20 =38  HeK=
S -2 -12 46 6 2 -14 712
7 4 -11109 5 =5 -13 717
5 -7 -10 8 S5 3 -12 19

21 -2%* -9 21 11 6®»~11 23
5 -1 -7117 8 -8 -10 110

11 ~-5%« -6 74 5 -9 -9 S5

—31-

'S6

OHPBWNVO~NNO

20
19
19
10

19

20
11

oW

N e
[V V]
-

N O N
(URUR SRUR-RUN-J- N RN

N
o

11

DEL
~-30%

2

)]
1%

-10

-5

-6
-1%

L FOB
-8 0
-7 66
-6 110
-5
-4
-3
-2 103
-1 41

-6 0 30

5 1 59
14¢ 2 103
5% HoK=
2%-13 86
-8 -12 o
1#-11 43

-53-10 &2
-10% -9 106

-4 14
R £ 56

il» 53

8* 85
-13 26

-5
-10¢%

_2'

-2

10%

7

-7 =11

9 -10
-9 -9
2 -8

-3 -7

-7% -6
-14% -5
-13% —4
-3
-2

53

75

PAGELS
SG DEL
22 —28%

5 2

9 -5

5 6

7 18%

6 =22

5 =2
10 =3=*

7 o*

6 -2

7 1
22 &

5 -6
25 ~12%

6 -5

7 -5

5 -4
21 (¢ 2

6 -13

S 5

6 -8

7 21%

5 =12

9 ~11%

6 -6
20 =2%

T -6
22y 6

8 -3%
10 -8%

5 -8
28 ~-11*

5 -5

& &

5 1
26 2%

5 -12
10 -3%
23, 1

6 3

5 =7
16 -10%

6 4

7 3%

5 -7
27 ~-T%

8 ~-11

7 -10

5 1
20 —2%

5 =6

7 -1

6 -8
23y 3

5 -4

5 2
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STRUCTURE FACTORS CONTINUED FOR

-32-

(C2H50)U021 SOCNIC3HTI2) 2~ (C3HT)I2NH2+

L FOB
-10 35
-9 80
-8 10
-7 8
-6 30
-5 87
-4 852
-3 18
-2 41
-1 9S4
HoK=
-10 25
-9 %6
-8 0
-7 37
-6 19
-5 114
-& 17
-3 21
Hek=
-10 59
-8 82
-6 33
-4 101
HoKs
-10 32
-9 22
-8 66
-7 48
-6 33
-5 39
-4 80
-3 56

SG DEL
10 o*
5 =17
5 -8
26 ~15%
1 gs
5 -13
S 4
19 16*
6 -8
4 2
23y 5
T 24%
5 -3
19 =l=
6 5
22 16%
5 =4
20 13%
11 9%
24y O
6 1
7 ~-20
8 -8%
8 -8
249 2
8 =2%
11 10%
7 ~-16
6 -3
8 -8%
7 -11%
5 1
S =7

L FOB SG DEL

L FOB SG DEL

L FOB SG DEL
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L FOB SG DEL
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