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Contribution from the Materials and Molecular Research
Division, Lawrence Berkeley Laboratory, and Department
" of Chemistry, University of california, Berkeley,

California 94720

Crystal ahd Molecular Stfuctures of Thorium and Uranium

Tetrakis (hexafluoroacetonylpyrazolide) Complexes

KARL VOLZ, ALLAN ZALKIN, and DAVID H. TEMPLETON*

". Received - .

Tricliﬁic crystals of thorium(IV) -and uranium(IV) tetrakis-
(hexéf1uoroacetony1pyra201ide) are isostructural, with épace )

-y . = L : o . ) . = -
grqup Pl and-2 2. At 23° for Th(C6H3ON2F6)4. a

11.282(5), b = 16.245(7), ¢ = 10.836(5) &, a = 90.14(5) »

B =‘108.75(5)} Y = 107.07(5)‘. For the uranium compound :
a = 11.302(5), b = 16;377(8), c = 11.000(5) &, o = 87.85(5),
B ='lll.02(5),‘Y = 109.95(5)6. X-ray diffraétion data were

measured‘withra scintillation counter, 6-26 séans, and MoKo
radiationi For thorium‘the conventional R‘value is 0.026
for 2,966 unique dété with I > 0(I), and forvuraniumwitlis
0.027 for 4,1255unique data witth > 30;1);”'The”full-matrix
‘léaéfhééuares réfinement of tﬁe 598 parameterS'ofzeach‘
étrudﬁure.included anisotropic thermal -parameters for the

61 non-hydrogen atoms and isotropic ones: for the:12 hydrogen



atoms. The actinide ion is at the center of an irregular
polyhedron. of four oxygen and four nitrogeﬁ atoms. The
average Th¥O, Th~N, U-~-0, and U—N distances'are 2.291(4),
2.637(5), é.237(3) and 2.574(5) R&. Tﬁe molecules aré packed k .
in a manner which resembles cubic closest packing but which
isbmore nearly analogousvto the body-céntered-teﬁragonal

structure of protactinium metél.

| Polymeric pyrazolide compouhds of tﬁe type M(Pz)h cén be'formed
in the reaction of pyrazole (HN2C3H3 or HPz) with ions of transition
metals, lanthénides, and actinides. In 1966 Mahlerz_discqveréd that
hexafluoroacetone (hfa) can react with the pyrazolide compounds fo
yield metal-pyfézolide-hexaflﬁoroacetone complexes M(hfaPz)n. Seveial
actinide tetrakis(hfaPz) compounds were synthesized by Andruchow and
Karraker.3 We studied two of these with X-ray diffrécﬁion methods to

verify their composition and to establish their molecular structure,

which can be represented:

o I

HC-——-ﬁH

k’N\N/CH _

Co DR N N |
’ -

| 3
CFy | .

- 3 J4

Experimental

| Crystalline samples of Th(C6H3ON2F6)4 and U(C6H3ON2F6)4
were -kindly provided by D. G. Karraker. The thorium crystals were

well-formed col¢rless'prisms which did not require reérystallization.

The dark violet uranium crystals after recrystallization from toluene

T



were fragile hexagonal plates, Crystals of both compounds are air stable
and were mounted on glass fibers for x;ray diffractlon study. Each
exhibited sharp extinction under polarized light. Investlgations with
oscillation, WeiSsenberg, and precesslon.photodraphy‘indlcated that the
crystals were tricllnic. The space group P1 was.assumed and is conflrmed‘
by the' subsequent refinement of the structure Unlthcell dimensions were
obtained in each case by a‘least-squares analysls‘of‘the settind angles
for 12 carefully centered reflectlons w1th 26 > 37°; u51ng resolved |
oK'Ot1 peaks (X O 70926 A) with a Picker automated four-c1rc1e diffrac-
tometer andva graphlte monochromator. Intensltles Qere measured.for_both
compounds using a 6-28 scan technique. Data for'the‘thoriumlcrystal
were‘collected‘out to Zé = 40° at.a scan rate of l;/nln: data tor the

uranium crystal were measured to 26 50° at a scan rate of 2°/min. For

. thorlum, reflectlons were scanned from 0. 8° below the calculated Kal

position to 0.8° above Kdz; for uranium, 0. 9° Background was counted

‘for 4 Sec"at positions offset 0.9° from each end of the scan. Copper foil

attenuators were inserted when necessary to reduce the maximum counting
rate below_l0,000 c/sec. All the.reflections within the spheres of
reciprocal space delineated by the above 26 limits were measured.

Reflections (300), (06 0) ‘and (0 0 3) for the thorium crystal.

'and (5.0 0), (0 10 0). and (0 0 3) for the uranium crystal were measured.

at intervals of 206 measurements to nonitor radiation damage and instrumental
stability. Correctlons calculated from the auerage change of'the three
standards were applled to.the data,_ they ranged from l O to l 03. The
w1dths at half ﬁax1mun of the scans 1ncreased an average of O 05° fori

each crystal'durlng the experlment.



Absorption:corrections calculated by an analytical inteération4
were applied to both data sets and were éﬁecked in the following manner.
Several test reflections were measured at regular intervais of W, the
azimuthal anglé.corresponding'fo rotatibn of the crystal around the
direction of the diffraction vector.5 These intenéities reveal variations
in the a?sorptién effect for éach reflection, and plots as a function
qf b4 befére and after correction (Figﬁre 1) indicate‘the.efficacy of the -
correction and accuracy of the crystal dimensions (Fiéuré 2). The
correétioﬁJfactors fanged from 1.294 to 1;447>for the.thorium‘crystal-
and from l.213yto 1f594 for uraniuﬁ. After this cdrréction the égreement
of pairs of‘eéuiValent reflections is indicated by Rs'; ZII_- IaveI/X(I)
= 0.03 (0.05)_for ﬁhe thorium (uraniﬁm) crystal. Standérd deviatiéns
'were-assigned té the a&erageAintensities accofding'to couﬁting |
‘statistics ér fhe scatter, whichever gave the large; result} and
»corresponding #aluesbof;O(F) were derived. Tﬁése data setélincluded
3359'(6291) unique reflectibns for the thorium (uranium) cryétal, of
which 2,966 with I < o(I) for thorium and 4,125 with I < 30(1) for
uranium were given weight in the final least-squares refinemenfs,

R w ; (U(F))-Z;i'The crystal data are listed in Table_I;
Determination and Refinement of Structure |

The coordinates of the thorium atom were reaaily obtained from thé 
Patterson function. After leaSt-squares refinement 6f that oneyétom,'a
AF Fourier - -map revealed the locations of the remaining 60 non-hydrdgen
atoms. Refinement of the 61 atoms with anisotropic thermal parameters
for thorium résulted in R = ZIAFI /ZIFQI =.0.06. _Thé 12 hydrogen
" atoms were introduced at calculated pééitions, and further refinement
of all 73 atéms;feduced R to 0.05. Finally, with isotropic thermal

parameters for hydrogen and anisotropic parameters for all other atoms
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(598 parameters in all) R was reduced to 0.026 for 2,966 reflections

2 1/2

with 13>O(I). The weighted residual R, = [Zw(AF) /Z F was 0.013,

2
and R’ 1nclud1ng zero-welght data was 0.037. 1In the last cycle'no
parameter of hydrogen shlfted more than O 170 and for other atoms the
’largest shift was 0.110.. The standard dev1at10n of an observation of
unit weight was‘0.99. tIn a f%nal Ar Fourierﬁmap»the‘;argest peak,
6.66 é/ﬁ, was near‘the thorium atom. ‘The final coordinates are listed
-in‘Table II.6- |

The two compounds were known to be nearly isostructural on the
baaisiof similar film data. Refinemeht oftthe uraﬁium compopnd was
started with‘the_final_parameters for the thopiom'one ang.ponverged
with little Change.v The tinal refinement reduced R to 0.027 for the
4,i3§;feflect§oné with I >3c;1);; R, was 0.013; R was 0.059?iac;uding
the zero—weight‘data._ The,staqdard deviation of an:observation of
unit Qeigﬁt was '1.01. The ten largest peaks inﬁthe>fina1 AF map ranged
from 1;401t0 0476 e/ﬁl. _Most_of them were near utanium or‘fluorine atoms.
The final coordinateavare listed in Table I_I,I.6 Inatheﬁlast cycle none
v of these ohanged:mofe than 0.1l20, and no thermal patametet changed ﬁofe_
than 0.199.7 |

The scattering factors used were those of Doyle‘andvTurnerg‘for
neutral carbon,.nitrogen} ox§oen and fluorine anq taoee‘of Croﬁer and
Waber9 fQF neutral tﬁorigmoand‘utanium{ in each case corrected for.dispe;sion
“according to Croﬁet aﬁd Liberman(lé PolarizedIhydtogeniscattering factors
from Stewartu Da&idsoﬁ and.Simpsonll were useo witb Olsoa'slz.modified )
vetsioniof our least;souares program, LESQ. C Other?calcalations were done
with our unpubllshed programs MAGPIK, INCOR, ORDER MORPH DISMAT DISTAN,

LSPLAN, LIST and ‘LISTAP, L K. Templeton s absorptlon correctlon orogram

ABSOR, and JthSOn s13 ORTEP.
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A

These éompounds crystallize as discrete molécular complexes (Figure 3)
and a;e essenfially isostructural except for an average difference of
0.06 A in the actinide~ligand bond lengths as a resuit of the actinide
contraétion. Boﬁd lengths and angles;are.iisted in Tables IV to VII. The
four ligands aré'arranged in a roﬁghly tetrahedral'faéhion with approximately
the symmetry éf.a 2—fold:éxis in the direcﬁion of c* (Figure 3a). A pair
of chelate rihgs is nearly coplanar (Figure 3b), and the planes of two of
thesé pairs'havé a dihedral'angle of 88°. The molecﬁles in each Qf these

planes are arranged in a trans configuration.

,The codrdinétion polyhedron about the actinide atom consists of
four oxygen atoms and four nitrogen a;oms at average-boqd distances
Th-0 = 2.291(4), Th-N = 2.637(5), U-O = 2.237(3) and U-N = 2.574(5) &.
' Tﬁese eight atoms:are at the vertices of an irregular dodecahedron
(Figure_4) with thé bidentate ligands sbanniﬁg the "m" edges as
designated by ﬁoard and SilVerton.14 The coordinating atoms have a
"bite" on the m¢£al atom averaging 2.54:ﬁ withAan average‘b—M—N angle
of 61°.

?hé eight hfaPz molecules of the two éomplexes.have very similar
dimensibné,vaﬁd éverages for the two crystals are lisfed in Figure 5.
The valués for thg pyrazole ring are little differenﬁ from thosée reported
by Berthdu, Elguero and Rerat15 for unsﬁbstituted p}razble. The atoms
of theée rings are acéurately planar, with a maximum deviation of 0.0l-gf
an&_the carbonvand oxygen atoms of.tﬁe-chélate ring ih the same ligand

come within 0.07 & of the same plane,'on the average, and within 0.12 A

L e - e -
~ in the extreme case. The five atoms of each chelate ring are less

‘precisely planar, with the distance of the actinide ion from the mean



plane of the other atoms ranging from 0.00 to 0.27 A:.
As is to be expected, the bonds of the trifluoromethyl groups- are

nearly trans with respect to the bonds- at atom C(1l), Figure 5. . The

‘torsion -angles for rotation around the C-C ‘bonds, for the sixteen

exémples, range‘frém 0° to .13° with a mean of 4° from exactly trans
éositions. The fludrine atoms have the_largest amblitudes of anisotropic
thermal motion iﬁ theée crystals, andvthe directions'qf maximum

amplitudé correspond to torsional motion of thé‘grOUps around these

c-C bonds. The mean C-F bond length fér both strucfures is 1.32(1) R
(uncorrected)_;nd‘1.36(1) R after correction for thérmal‘motion»according
to .the riding model.leﬂ-These values may be compared Qith an average of

. : ;
1.334(4) A reported for some other polyf‘luo‘roparafflns.l

Figure 6 illustrates the arrangement of the molecules in the unit

cell. Each molecule has 12 nearest neighbors'for_whiCh, in’ the uranium °

case, the ﬁ—U distances are.8.98; 9.19, 10.45, ll.OO{(twiCe); 11.05,
11.18, 11.24,‘i1.30 (twice), and 12.63 (twiée) R. iﬁe packing resembles
the cubic closest‘packing of spheres, described by a pseudocell given
by the matrix [1 1/2 3/2; 1.1/2 -1/2; 1 -1/2v1/2].. The dimensions of
thiswg;;l;.which contains four molecules, are a = 16.74, b = 14.25, ¢ =

15.50 R, o= 81.19, 8 = 76.89, Y = 90.08°. A more precise description of

the packing, which considers only the first ten neighbors to be nearest

.neighbors, is given by the_body¥centered tetragonal structure described

by Zachariasenls.fqr'prctactinium metal; The qdrrésponding pseudocell,
containing two molecﬁles and given by the matrix {1 0 1; 1.1/2 -1/2; |

0 1/2 1/2],'haé dimensions a = 12.63, b = 14.25, ¢ = .10.03 ﬁ, o= 96.86,
B =-85:47,VY = 84.66°. Neithgr of these cells is a trué cell because the

fact that there are two orientations of molecules requires a doubling of .



- axes for strict periodicity. The molecular packing involves only weak

forces whiéhvpermit the molecules to sublime at 140° under vacuum.

We thank Dr. D. G. Karraker for providing the compounds, Dr. G.
Chapuis and ﬁr; L. K. Templeton for help’with the absorbtion correction, and
Mrs. H. W. Ruben for assistance with the calculations.

§Eggis§égfgfg Material %Xf%%i?;g" A 1istin§ of'thérmal-parametersr
déviations of atoms from various least=-squares plahes,'and strucfure factor
amplitudes for each of these crystals will appear following these pages
in the microfilm edition of this volume of the journal. Photocopies of
the suppleméntafy material from this paper only or microfiche (105 x 148 mm,
24X'reduction,-ﬁegatives) containing:all of the supplementary material for
the papers in tﬁis issue may bé obtained from the Jbﬁrnals Department,
American Chemical Society, 1155 16th St., N. W., Washington, D. C. 20036.

Remit check or money order for $0.00 for photocopy or $2.50 for microfiche,

referring to code number AICO00000. o
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Table I. >Crystél Data
Th(C-'6H3ON2F6) 4 U(C6H36N2F6~) 4
. F. W. 1,164.4 1,170.4
Space group vPi v ArPi'f
a, & 11.282(5) 11.302(5)2 11.295(5)"°
‘b,.ﬁ‘ 16.245(7) 16.377(8) 16.393(8)
. c, & 10.836(5). 11.000(5) 10.999(5) .
o, ° | 90.14 (5) . 87.85(5) © 87.98(5)
B, ° ’l168;75(5)A 111.02(5) - 110:82(5)
Y, ° | .197.07(5)' 109.95(5) 109.79(5)
d#, g/cn’ at 235 2.163 2.186 -
'a@. é/qm3 at 23°¢ 2.16 h 2.18
Vp, em~l (MoKa) . 44.38 44.49

- S ' b SR . . '
- Original measurements. Measurements after data collection was

completed, made becaﬁsé éetiing angle diécrépancies had develépéd.

The change is attributed to radiation damage. Measured by flotation.



Table II. Atomic Coordinates and Standard Deviations in Thorium

Tetrakis(hexafluoroacetonylpyrazolide)

12,

Atom X - z
Th .00788(3) «24870(2) .19733(2)
00 1) -.1713(4) - «2219(2) .0104(3)
o( 2) 0 1484(4) «2779(2)  «0796(3)
0( 3)  -.0710(4)° «3317(2) «3021(4)
0( 4)  .1184(4) . «1637(2) «3251(4)
NG 1) =.2230(6)  .0724(4) ~.0141(5)
N{ 2) —.1048(5) .0892(3) .0845(5)
N( 3) . «1862(5) . +4263(4) .0856(5)
N( &) .0986(5) «4098(4) «1513(5)
N( S) - =.2225(5) «2193(4) +3549(5)
N( 6) = 1T11(5) «1696(4) «3016(5)
N(.T)  «2773(6) «2725(4) +4819(6)
N( 8) «2150(5) «3242(4) «4090(5)
ce( 1) -.2581(7) «1499(4) -.0660(6)
et 2) ~+2512(9) «1520(5)  =.2041(7)
ct 3) -+¢3991(7) *1414(5) ~.0681(8)
Clt &) -.089(1) . .0122(6) +1088(9)
ct 5) - =-.193(1) -+0535(6) .026(1)
Cl 6)  =.275(1) -+0131(6) -.0510(9)
CC 7 02125(6) ©3496(4) «0397(6)
c( 8) - «1673(9) «3421(5) -+1110(7)
ct 9) «3634(8)  «+3650(6) «0971(9)
C(10) ~  .0893(9) «4863(6) .1780(8)
c(11) - .170(1) «5516(6) «1335(9)
c(12) «2281(9) «5119(6) «0745(8)
cl(13)  -.1587(7) «3149(4) «3646(6)
Cl14) = =.2644(8) «3579(5) «3044(8)
C(15) -.0874(8) «3450(5) «5123(7)
c(16) ~-.2353(8) .0883(6) «3131(7)
c(17) -.3258(8) .0872(6) «3750(7)
- c(18) -.3159(8) «1704(7) .3989(8)
c(1s)  «2215(7) «1786(4) «4329(7)
€(20) «3314(9) «15061(6) «4090(9)
c(21) " .1782(8) «1297(6) +5418(8)
€(22) «2782(9)  +4013(5) 4T17(9)
c(23) «379(1) «4012(8) «585(1)
Cl(24)  «37791(9) «3175(8) .5889(9)
F( 1) ~e3412(4) «0847(3) -e2891(3)
F( 2) ~+1342(5) «1511(3) -+2040(4)
F( 3) -.2711(5) «2228(3) ~.2556(4)
FL 4)  -.4352(4) «2070(3) ~-.1168(4)
~ F( 5) ~+4044(4) .1382(3) «0521(4)
- F( 6) ~.4884(4) «0692(3) ~.1383(4)
F(7)  «2290(5) «4100(3) -.1580(4)



F( 8)
F( 9)

. F(10)

F(11).
F(12)
F(13)
F(14)
F(15)
F(16)
F(17)
F(18)
F(19)
F(20)
F(21)
F(22)
F(23)
F(24)

H

H{.

H{

H{
- H(

H(
H(
H(
H{

1)

1)
2)

3)

4)

. 5)

6)

8)
g9)

H(10)
H(11)
H(12)

[Table-II continued] -

. .0400(5)

«1795(5)
3924 (4)
«4000(4)

. +4368(4)
-e357€(4)
-.3208(4) .
-.2132(4)
-.0137(5)
-+0085(4)

~.1682(4)
<4378(4)

.3682(4)

.2891(5)
.1280(4)

«0871(5) -

«2752(4)

-.003(6). -
-.218(7)
-.358(6) .

.030(5):
«166(5)
.303(¢)

- =e223(6)

"0357‘5’
«250(4)

«454(7) -

;442(9!

«3356(3)
«2730(3)
<2966(3)
«3748(3)
<4338(3)
.3399(3)
«3301(3)
«4420(3)
«4241(3)
«2971(3)
«3354(3)
«1628(3)
«1933(3)
.0673(3)
+0456(3)
«1551(3)

" +1399(3)

«012(4)
-+113(4)
-+035(4)

«490(4)

«612(4)

«535(4)
<037(4)
.038(4)
.193(3)

«448(3)

«451(5)

«291(5)

-.1569(4)
 -.1603(4) .

.0670(5)

«22T4(5)
«0635(5)

«3569(5)

" .1789(5)
«3139(4)

«5349(4)

«5638(3)

.5801(4)
«5128(5)
«3180(5)

-3636(5)
+5042(4)

«5646(4)

«6541(4)

«166(6)

.018(6)

«118(6).
«219(5)
«135(5)

- «031(6)

«276(5)

«44T(5)

«446(4)

«639(8)

13.



Table III. Atomic Coordinates and Standard Deviations in Uranium

Tetrakis(hexaf1uoroacetonylpyrazolidé)

-

Atom X ' y oz
U «02415(2) «24T45(1) «18628(2)
o 1) -«1596(3) «2255(2) «0035(3)
- g 2] . «15961(3) «2721(2) e 0T724(3)
o( 3) ~20411(3) «3329(2) «2804(3)
0t 4) «1281(3) «1619(2) «3109(3)
N( 1) ~-.2220(4) «0750(3) -+0215(4)
N( 2) -+0993(4) «0920(3) «0785(4)
N(.3)  .2104(4) «421113) «0737(5)
N( 4) «1233(4) - «4061(3) «1380(4)
N(C 5) =e1927(4) «2250(3) «34581(4)
N( 6) -~e1517(4) «1716(3) «2924(4)
N( . 7) . «2947(4) - «2681(3) «4688(4)
N{ 8) «23651(4) T «3224(3) «3925(4)
ct 1) -+2518(5) . «1543(4) -o0733(5)
Ct 2) -«2462(T) «1577(5) - ~e2119(6)
- Ct 3) -e3940(6) «1452(4) -0789(6)
Cl 4)  =.09101(6) «0133(4) 00996 (6)
Cl 5) ' =,2030(7) . =.0534(5) «0161(7)
Cl 6)  =,2827(7) -s0114(4) - «0595(7)
cCn «2311(5) ‘«3435(4) «0339(6)
ct 8) " «1838(8) " #3358(6) ~+1183(7)
c({ 9) " «3847(6) «3579(5) - «0974(8)
c(10)  «1166(6) «4821(4) «15961(6)
c(11)  .1998(8) «5480(5) «1103(8)
C(12) «2561(7) «5075(5) «0563(7)
C(13) - =e1223(5) «3194(3) ~ «3489(5)
c(l4e)  -.2318(7) * «3601(4) . 02843(T)
C(15)  -.0388(7) «3555(5) +4925(6)
C(16) —-e2218(6) «0918(4) «3103(6)
‘C(17) '~«3034(7) «0936(6) «3768(7)
"C(18) —-+2848(7)  «1781(6) «3957(7)
c(19) «23441(5) «1753(3) «4233(6)
c(20) «3431(6) «1480(5) «4008(6)
ce21) «1885(6) «1252(4) «5295(6)
c(22) ' «3048(6) «4004(5) +4582(T)
ct(23) «40891(8) «3996(6) «5731(8)
C{24) «3986(7) «3151(5) «5765(7T)
FU 1) ~e3445(4) «0920(2) -e2971(3)
F( 2) - =e1303(4) «1551(3) -+2084(3)
£FC 3) °.2593(4i «2306(2) -e2623(3)
F( 4) -+4258(3) «2132(2) -e1254(3)
F( 5) ° =43965(3) e1416(2) «0410(4)
F{ 6) -e4919(3) «0740(2) ~e1486(3)

FO 7)) .2579(4) .4025(3)  =.1629(4)



F( 8) -
E( 9)

F(10)

F(11)

F(12)
F(13)
F(l4)

_F(15)

F(l6)

CF(LT)

F(18)

F(19)

F(20)
F(21)

F(22)
- F(23)
- Fl24)

H( 1)

THE 2)
LWL 3)
CHU 4)

H( 5)
H{ 6)
RO T)

H( 8)
H( 9)
H(10)
H(11)
H(12)

" [Table III continued]

. .0573(4)
 «1856(4)

«4073(4)
«4207(3)
«4632(3)

=22999(3)
~e1734(4)
.0472(4)

«0354(3)

 ~.1123(4)

2 4531(3)
«3797(3)
«2963(4)
«1260(3)
«1009(4)

. «2880(3)
-.211(6)
. «052(4)

«211(5)
«338(6)
—.202(4)

~+367(5)

e 321(4,
«287( %)

. 465(6)

«44T(5)

«3352(3)

«2638(3)

- «2892(3)

«3673(2)
«4275(3)
«3494(3)
«3282(2)
«4459(3)
«4352(3)

«3069(2)

.3568(3)
«1616(3)
<1894(2)
«0637(3)

- «0412(2)

«1531(2)
«1325(2)
«004(2)
e115(4)
«033(3)
~487(3)
«612(4)
«530(4)
«043(3)
<047(3)
.213(3)
<456(3)
<453(4)
.277(3)

-.1675(3)
-.1636(4)
.0678(4)

¢ 2266 (4)
<0663(4)
03413(4)
+1618(4)
.2822(3)
.5001(4)
«5484(3)

 «5613(3)
<5061 (4)

e3071(4)
e3626(4)
+4886(3)
+5513(3)
<6411(3)
«182(4)
+020(6)
e127(4)
«209(4)
«123(5)

«025(6)
«279( %)

«395(5)
«438(4)
«424(5)

. «630(6)

«63T(5)

LS.
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‘Table IV. Bond Distances (in &) and Standard Deviations for the

Thorium Cdmpoﬁnd

“#

Ligand I

S

C(6)-H(3) 0.95(5)

: Ligahd‘Ii Ligand III Ligand IV
h-oW?  2.286(8) . 2.286(4) 2.291 (4) 2.300 (4)
Th-n(2) o 2.623(5) 2,628@5) | 2.637(5) ©2.661(6) ’
o -c() 1.347(7) 1.333(6) 1.335(6) 1.318(6)
c(1)-C(2) | 1.523(9) 1.539(9) 1.525(9) 1.532(9)
C(1)-C(3) - 1.548(9) 1.554(95 1.545(8) 1.552(9)
E(2)-F(1) 1.348(7) 1.320(7) 1.311(®) 1.318(8)
c2)-F2) S 1.32408) 0 1.332(8) 1.316(8) 1.312(8)
C(2)-F(3) 1.327(8) 1.305(8) 1.308(7) 1.329(8)
’C(3)%F(4) 1.304(7) ' 1.314(8) ‘l.28i(7) 1.322(8)
C(3)-F(5) .  1.323(8) 1.333(8) 1.342(7) 1.304(8)
C(3)-F(6) A1.333(7)r 1.312(8) 1.320(7) .'1.320(7)
c-n) 1.487(7) . '1.48;(7) 1.494(7) 1.490(7)
N()-C(6) 1.342(8) 1.351(8) 1.343(8) 1.352(9)
N(i)—N(zi' - 1.365(6) 1:361(6) 1.345(6) - 1.349(6)
N(2)-C(4) 1.331(8) 1 1:317(9) 1.335(8) 1.304(8)
c(4)-c(5) 1.383(11) 1.378(11) 1.387(10) 1.380 (11)
C(5)-C(6) _1.355(11)‘ 1.332(11) 1.340(10) ©1.357(12) .
C(4)-H(1) - 0.96.(6) 0.93(5) 0.99 (5) o.92(4)‘
C(5)-H(2) 0.93(6) 1.00(5) 0.95(5) . 0.99(7)
. | 1.07(6) 0.94(5) 1.00(8)

aF_‘or each ligand the atoms are numbered as iﬁ Fig. 5. PFor ligand I this

. corresponds to the ndmbering in Table II. Similar numbering is used in

the following'three tables.
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Table V. Bond Angles.(°) and Standard Deviations for the Thorium Compound

Ligand I  Ligand II ‘Lig;nasifi Ligand IV

O(1)-Th-N(2) ~ - 61.7(2)  62.0(2) 61.6(2) | 61.3(2)
Th-o(l)-c(1)  134.7(4) 134.3(4) '134,7}4) 134.8(4)
o(l)éc(li-npl) © 109.7(5) 110.8(5) ~  110.0(5) = 111.4(5)
C)-N()-N(2) 115.5(6) 1115.8(6) 115.8(6) 115.4(6)
N(1)~-N(2)-Th , 117.0(4) 11?.0(5) . 117.3(4) 117.2(4)
N(D-N(2)-C(4) | 105.5(6)  104.3(6) 105.1(6) 1104.2(6)
Nk2)-C(4)—c(5)',‘ 110.9(8)  112.2(9) 110.4(8)  112.7(8)
c(4)-c(5)-c(6) 105.3(8) 105.1(8) .-195}6(8) ©105.1(9)

: 6(5)-c(6)-N(i)- o 106.5(8). - i08,3(8) - 107.9¢(8) - 106.2(9)
C(6)-N(1)-N(2) - °109.8(7)  110.2()  110.9(6)  111.9(7)
0(1)=C(1)-C(2) - - 110.1(6) . 110.2(5) S110 2(5)  111.2(6)
0(1)-c(1)-c(3) - 110.2(6) 110.0(5)  109.7(6) £109.1(6)
CN(1)-C(1)-C(2) - bnlO6.9(6) 108.0(5) - 109.1(6) 107.3(6).
| N(i);c(1)5C(3) 109.0(6) 107.7(6) 105.9(5) 107.3(6)
C(-c()-c(3)  110.9(7) 110.1(6)  111.8(6)  110.6(6)
C-C@-F(L) 113:8(6)  113.8(6) 113.2(6) . 114.8(7)
Cl-c()-F(2) - 111.0(7) .i08.7(7) 108.9(7) 1109.9(7)
C(i)ec(ziff(s)' : l}i.6f7) 112.1(6) 111.2(7) 111.2(7)
f(l)-ckz)ep(z)  ” 106.8(7) 106.3(6)  107.2(7) 1107.2(7)
'F(li-c(;)ér(3) 106.1(6)  108.4(7) : 108.7(7) 107, 4(7)
F(2)-¢(2)-F(é)' 167.3(7) - 107.2(7) 107;4(5) 105907
C(1)-C(3)-F(4)  110.9(6) 110.8(7) 112.9(6), 110.2(7)
C(l)fC(35—f(55‘ 116.4(6)_ 108.4(7) 109.2(6) 110.6(6)
é(;}-c(3)¥F(6) B »112fi(7)' 115.4(7) 113.5(6) 113.8(7)
F(4i—c<3);p(5) - 108.6(7) | 106.1(7) | '166,5(7) 107.4(7)
F(4)-C(3)-F(6) 107.8(6) 1109.2(7)  108.1(7) 106.9(6)

F(5)-C(3)—F(6) B 106.3(6).'. 106.5(7) 106.1(6) 107.7(7)
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Table VI. Bond Distances (in &) and Standard Deviations for the

Uranium Compound

C(6)-H(3)

Ligand I Ligand Ii Ligand III Ligand IV

| U;O(i) 2.244(3) . 2.235(3) .222(4) .246(3)
U-N(2) 12.539(5) 2.574(5) .593(5) .589(5)
o<i)-c(1) 1.332(5) 1.328(5) .343(5) 339(5)
'.c(liQC(z) 1.546(8) 1.560(8) .542(7) .540(7)
©c(1)-c(3) 1.542(7) 1.556(8) .535(7) 543(7)
| C(2)~F(1) i.336(7) 11.329(7) .309(7) .317(6)
C(2)-F(2) i,312(7i 1.332(7) .310(6) .325(6)
C(2)-F(3) 1.330(6) 1.307(8) .336(7) .321(7)
C(3)-F(4) ;,314(6) 1;311(7) .31é(7). .322(6)
C(3)-F(5) 1.328(6) 1.330(75 .327(6) .316(6)
C(3)-F (6) i;323(6) | 1.305(6) 1.315(7) .309(6)
C(1)-N(1) 1.492(6) 1.476(6) .472(6) 460 (6)
N(1)-C(6) 1.351(7) 1.363(7) .345(7) .352(7)
NN(2) . 1.370(5) 1.361(5) .355(5) .370(5)
N(2)-C(4) ~  1.330(6) 1.307(6) .326(6) 1.321(7)
¢(4)5C(5) 1.302(8) 1.404(8) .376(9) .387(8)
c(s)-c(6) 1.348(8) 1.336(9) .339(9) .348(9)
c@-n 1.09(4) 1.08(4) .01(4) .03(5)
C(5)-H(2) 0.98(6) 1.02(5) 93(a) L97(6)

0.95(4) 1.05(6) .02(4) .03(5)
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Table VII. Bond Angles (°) and Standard Deviations for the Uranium Compound

Ligand I  Ligand II  Ligand III  Ligand IV
o-u-N(2)  63.5(1) 63.4(1) 62.8(1) 62.7(1)
" U-0(1)-C(1) _’ 133.2(2) 1370 134702 134.8(2)
o()-C(L)-N(1) ~  110.2(4) L7 109.7(8)  109.5(4)
é(i)-u(i)—&(z) o ;14.6(4iv ,' 116.0(4) ) 115Q3(4); ,11711(4)
N(1)=N(2)-U 117.2(2)  116.2(3)  116.0(2) ‘115;9(2)
N(1)-N(2)-C(4) . 103.5(5) 105.8(5) . 104.6(5) -  104.7(5)
N(2)-C(4)=C(5) . 113.1(5) 111.1(6) 111.6(6) - 112.5(6)
C(4)-C(5)-C (6) 103.9(6) 105.4(7) 105.2(6) 104.1(7)
'c(éjfb(é);ﬁkl) 108.8(5)  107.9(7)  108.2(6) | 105.2(6)
6NN (2) 4‘_iib§6(5)' 109.9(6)  110.3(5) 109.5(5)
x_b(l)—C(}’—C(2i 110.3(4)  110.0(5)  109.6(4)  109.9(4)
0(1)-C(1)-C(3) _:;,_1;0.1(4) 110.2(5) _1;0;4(4) . .110.2(4)
N(1)-C(1)-C(2)  ~ 106.4(4) 107.3(5) . 107.2(4) . 107.7(4)
ND-c(-c(3)  108.8(4)  108.1(5)  107.8(4) 108.0 (4)
ci-c-c(s 110.9(5) ' 110.5(6) 112.2(5)  111.4(5)
CU-c(-F(1).  113.3(5)  113.1(5) 115.1(5) 113.7(5)
c)-c(2)-F(2) 110.7(5) 108.2(5) 11035 110.3(5)
.¢(1)-C(21—3(3)‘ 111.2(5) 111.6(5)  109.8(5)  111.0(5)
. F(1)-C(2)-F(2) © 107.4(5) 107.0(5) 107.8(5>  108.0(4)
F(1)-C(2)-F (3) 106.1(4)  108.2(5) 107,4(5) - 106.1(4)
F2)-C(2)-F(3)  108.0(4) 108.4(5)  106.0(4) 106.4(4)
C(1)-C(3)-F(4) 111.2(5) 110.2(5) "‘119.4(5) 109.9(5)
'C(15*C(3)eF(5)-, 109.7(4) . 108.0(5) :', 109.0(5). 110.0(5) -
C(L-C(I-F(6) - 114.4(5) Conass) 113.9) 113.7(8)
F(4)-C(3)-F(5)  106.8(4) 107.8(5) 106.4(4)  107.1(4)
F(4)-C(3)-F(6)  108.3(4) 109.4(5) 108.6 (5) 107.8(4)

F(5)—C(3)-F(6)‘ - 106.1(4) - 106.7(4) 108.3(4) 108.1(4)
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Figure Captions

Figure 1. An example of the azimuthal scan data: .plot of intensity
before and after absorption correction for the (103) reflection as a
function of the azimuthal angle Y. For this reflection 0(I)/<I> was

reduéed from 9,1% before to 1.9% after the correction.

Figure 2. Shapes and dimensions of the crystals used in the measurement

of intensities.

Figure 3. Stereoscopic views of the molecular structure of the thorium
complex, (a) viewed down the c* axis and (b) viewed down the b* axis.

The hydrogen atoms are omitted..

Figure 4. Stereoscopic view of the dodecahedral geometry of the eight

atoms coordinated to thorium.

Figure 5. Viéw of Ligand I of the thorium compound. .The thermal
ellipsoids are scaled to include 30% probability. The size of the
hydrogen atoms ié arbitrary. In Tables II and Illfthé next larger
serial numbersb¢f atoms are assigned in the same seqdence to Ligand II,
then III, then IV. The distances (in &) listed by each bond are
avérages for theifour ligands for thorium (upper values) and for uranium
(lower values).. The standard deviatipn of the mean in each case is

derived from the scatter of the individual values.

Figure 6. Stereoscopic view {(for the thorium crystal) showing the

unit cell and molecular packing. Hydrogen atoms are omitted.
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Supplementary materials for the paper:’

Cryétal and Molecular Structures of Thoriﬁm_and Uranium
Tetrakis (hexafluoroacetonylpyrazolide) Complexes

by Karl Volz, Allan Zalkin, and David H. Templeton

The Supplementary Tables which follow contain these data:

Table 1. Thermal parameters for the thorium crystal,
isotropic for the hydrogen atoms and anisotropic for the

other atoms. ' The temperature factor is of the form
T = exp(4BA-2sin28), or '

- _ 2_,2 _
T = exp(-0.25(B, ;h%a*" + 2B,

Table 2. Similar data for the uranium crystal.

hka*b* + . . .)).

'Table 3. Deviations of various atoms from léast4squares
planes fitted to various atoms in the thorium molecule.

Table 4. Simiiar data for the uranium molecule.

Table 5. Observed structure factors (FOB),-thei; estimated

standard deviations (SG), and differences (DEL = |F_| - |F_|)
. - _ o c

for the thorium crystal. ‘ :

Table 6. Similar data for the uranium crystal.



Supplementary

Table 1.
ATOM 811
TH 2.68(1)
oC 1) 3.2(2)
o( 2) 3.4(2)
o{ 3) 3.7(2)
o( 4) 3.8(2)
N( 1) 3.8(31)
N{ 2) 4e3(3)
N{ 3) 4.01(3)
N( 4) 4.4(3)
N( 5) 3.0(3)
N( 6} 3.743)
NG 7) 4.,0(3)
N( ‘8) 4.0(3)
Cl 1)  4.2(4)
ce 2) 7316}
ct 3) - 3.715)
C( 4) 5.1(6)
Ct 5) 8.7(7)
C{ 6) 7.0(6)
ctn 3.6(4)
ct 8) €.0(5)
ct 9) 444 (5)
c(10) £48(5)
c(11) 8.206)
c(1r2) _6e4(5)
c(13) 3.6(4)
C(l14) 4.8(5)
C(15) 6.3(5)
C(16) 6.2(5)
caun 5.4(5).
c(18) 4.,2(5)
c(19) 4.2(4)
€(20) 5.6(5) -
Ct21) 5.2(5)
ct22) . 7.2(6)
€(23) 7.5(7)
Ct24) 5.706)
FL 1)  9.6(3)
F( 2) 8.3(3)
F({ 3) 12.2(3)
F( 4) 5.5(2)
F(.5) 4.8(2)
F( 6) 4.4(2)
FL 1) 12.1(4)
F( 8} 7.1(3)
F( 9) 11.6(3)
F(10) 5.2(2)
F(l11) 4.612)
F(12) 5.3(2)
F(13) 5.6(3)
F(l4) 6.9(3)
F(15) 8.2(3)
F(16) 11.6(3)
FL17) 8.6(3)
F(l8) '9.0(3)
F(19) £.113)
F(20) 7.0(3)
F(21) 10.6(4)
F(22}) 8.513)
F(23)

8.213)

822
2.71(1)
2.7(2)
3.5(2)
2.1(2)
3.8(2)
3.6(4)
2.8(3)
3.5(4)
2.9(3)

T 4.ll4)

2.7(3)

~4.2(4)

2.6(3)
3.3(4)
3.8(4)
5.2(5)
3.8(5)
3.4(6)
3.5(5)
3.4(4)
4.7(5)
6.616)
4.3(6)
2.5(5)
3.2(5)
3.2(4)
4.9(5)
4.0(4)
3.9(5)
3.3(5)
5.7(6)
3.8(4)

T 7.0(6)

5.8(5)
2.8(5)
7.0(7)
7.1(7)

5.6(2) .

10.9(4)
S.3(2)

8.6(3)

16.0(3)
8.4(3)
T.9(3)"

104203}

7.4(3)
8.6(3)
8.9(3)
S.013)

10.4(3)

10.3(3)
4.7(2)
4.6(2)
8.1(3)
9.9(3)
15.2(4)
11.5(4)
7.4(3)
5.6(3)
16.9(3)

'833

2.50(1)

2.9(2)
3.2(2)
3.5(2)
3.3(2)
3.3(3)
3.8(3)
3.0(3)
4.5(3)
4.113)
2.9(3)
4.1(3)
3.4(3)
3.504)
3.6(5)
4.1(5)
6.1(5)
6+3(6)
4.7(5)
3.5(4)
4.1(5)
6.4(5)
4.4(4)
7.6(5)
62(5)
2.8(4)
6.1(5)
4.0(4)

4.204)

5.6(5)
6.0(5)
3.8(4)
6.1(6)
5.2(5)
5.5(6)
5.716)
6.1(6)
3.6(2)
5.31(2)

4.1(2) -

9.3(3)
5.2(2)
8.3(3)
5.2(2)
3.4(2)
5.0(2)
11.2(3)
6.6(3)

13.2(4)

11.0(3)
5.5(3)
10.51(3)
5.5(2)
* 3.8(2)
4.9(2)
T.9(3)
8.41(3)
10.7(3)
10.1(3)
7.5(3)

Thermal parameters for the thorium crystal

812 -
«627(8)
«0(2)
«9(2)
«6(2)
1.5(2)
«3(3)
1.0(3)
«3(3)
1.1(2)
1.0(3)

.8(3)».

1.3(3)
«1(3)
1.2(3) -
«0{4)
e4(4)
1.4(5)
1.9(6)
-«8(5]
1.3(3)
l.4(4)
2.0(4)
1.3(5)
1.8(5)

T «6(4)
«7(3)
2.0(4)
2.0(4)
1.6(4)
‘01(4’
«9(4)
1.6(3)
3.2(5) .
2.744)
1.8(5)
«1(6)
1.4(5)

«3(2) -
1.913)
«5t2)
3.6(2)
1.5(2)
‘1-3‘2)
2.0(3)
3.41(2)
4.0(3)
3.2(2)
1.2(2)
—«0(2)
4.7(2)
4.6(2)
3.7(2)
4.2(2)
2.0(2)
5.8(3)
4.3(3)
S.713)
1.8(2)
4.8(3)

29
‘B13 B23
«63518) «4641(8)
Q3(2, ) ‘01(2’
1.2(2) «7(2)
1.2(2) «1(2)
«1(2) «6(2)
«5(3) -+2(3)
1.3(3) .2(2)
1.0(3) , «8(2)
.1'8‘3, ' «6(2)
1.6(2) . .613)
1.1(2)  1.102)
Ce0(3) 1.4(3)
L. e602) [ T=e0(3)
1.3(3) ~  1.3(3)
L leT04) L J4l4)
‘:-QZ(Q) «0(4)
105(5) fo4(4,
2.6(5) " «5(5)
1.0(5) -~ =.3(4)
160(3) 7 1.0{3)
1.7(4) 1.2(4)
1.9(4) 2.2(5)
1.8(4) «514)
2.8(4) «9(4)
2914) 1.7(4)
1.3(3) «313) -
1.8(4) 1.3(4)
1l.7(4) «2{4)
2.8(4) 1.414)
2.704) . 1e3(4)
3.5(4) «6( 4}
1.0(3) 1.3(3)
2.5(5) 2.1(5)
1.5(4) 2.0(4)
-e8(4) «1(4)
'202(5) -.8(5)
-2.8(5) -e2(5).
08(2’ '06(2)
4.0(2) «3(2)
1.9(2) 1.6(2)
«8(2) 2.7(2)
2.1(2) « 712}
«4(2) -2.3(2)
4.6(2} 3.1(2)
«4(2) «7(2)
3.7(2) «3(2}
3.4(2) 1.6(3)
—01(2) 1.4(2’
4.5(3) 4.7(3)
4.6(3) 3.7(3)
-«8(2) «7(2)
2.6(2)Y = 2.31(2)
07(2, . -142(2)
-e2(2} «2(2)
400(2, ‘03(2)
" e5(2) 1.8(3)
4.6(2)  4.2(3)
4.7(3) 1.5(3)
3.7(3) 3.6(3)
5.00(2) 3.9(2)
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ATOM
H{ 1)
H{ 2)
H( 3)
H( 4)
H( 5)
H( 6)
H{ T)
H( 8)
H({ 9)
H(10)
H(11)
H(12)

7.9(3)

8
4.2(21)
4.6121)
4.7(21)
1.4(17)

- 3.1(016)

6.5021)
4.0(18)
2.9(17)
2.8(16)
-.3(12)
8,7(27)
9.9(32)

10.8(3)

5.2(2)

{
¥

3.002)

«3(2)

‘30

4.102)
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Table 2. Thermal parameters for the uranium crystal 3
ATOM B .3 § " B22 833 - B12 813 B23
ut 1) 2.282(8 2+441(S) 2.375(8) «654(6) «474(6) «640(6)
o¢ 1) ‘2441(2) 3.2(2) 2.7(2) «T(1) -s1(1) «2(1)
o 2) 248(2) 3.7(2) 44.0(2)' oT(1) 1l.6(1) 1.8(2)
o( 3} 3.6(2) 2:7(2) - 3e7(2) 1.0(1) «9(1) o4ll)
0( 4) 3.3(2) 3.1(2) © 3.0(2) . le4(l) «5(1) «9(1)
NG 1) 3.3(2) 3.1(2) 3.412) «7(2) «5(2) ,.5(2)
N( 2) 3.5(2) 3.2(2) 3.2(2) le1(2) «7(2) ‘o4 (2)
N( 3) 3eT(2) 4.0(3) 4.3(3) o7(2)  11b2(2l - 2e1(2)
N( 4) 3.6(2) 3.2(3) - . 4.7(3) 1.312) 1.3(2) e9(2)
Nt 5) 3.4(2) 3.9(3) 3.5(2) 1.6(2) - 1e3(2) e7(2)
Nl 6} 3.6(Zl . 2+3(2) 249(2) le2(2) 1.4(2) " «8(2)
NC. 7). 3.0(2) 3.9(3) 3.0(2) «7(2) T e0(2) . L9(2)
N( 8) 3.212) 3.0(3) 4+4(3) «9(2) «6(2) T Ye2(2)
c( 1) "3.2(3) . 440(3) - 20031} 1o1€2) - 21(2) -e2(2)
ct 2) $55(4) 4.8(4) 3.8(4) 1.3(3) T e2(3) . e2(3)
ct 3) 3.3(3) 5.0(4) 4.5(4) «9(3) - «0(3) : «2(3)
ct &) 4.8(3) 3.5(3) 3,7(3) 1.7(3) "a8(3) 1.3(3)
ct 5) 6.6(4) "3.5(4) " 5.3(4) 1.9(4) o eT(3) T =WT(3)
ClL 6) 5.0(4) 3.414) 5.1(4) -e2(3) 1 «3(3) T =.8(3)
CL 7)) | 3.4(3) 4.8(4) 4e1(3) 1.1(3) 1.5(2) 1.9(3)
c( 8} - 6e5(4) 844(6) 3.9(4) 29(4) 265(3) 2304)
ct 9 3.9(4) 6.1(5) 67(5) «5(3) 20(3) 2.9(4)
- €(10) 4.8(4) 3.7(4) 5.7 4) T leT(3) 1l«4(3) 1.2(3)
c(11) 7.0(5) 2¢5(4) 8.8(5) 1.3(4) 220 4) 1o4(4)
C(12)  5.0(4) 4.2(4) T.1(5) «3(3). 1.8(3) 3.2(4)
Cc(13) 4.,0(3) 3.,0(3) 3.5(3) 20(2) . «6(2) o4(2)
C(14) . 5.,7(4) 4.6(4) 4.8(4) - 346(3) «T(3) -e2(3)
c(15) 6.414) 5.6(4) 4.3(4) 3.6(4) «3(3) -e8(3)
ctl16) 5.0(4) 3.9(4) 4.614) 2.0(3) _ 2+3(3) 1.6(3)
ctl17) "545(4) 663(5) 7.0(5) 1.9(4) 3.5(4) 3.0(4)
c(18) 5.8(4) 645(5) 6.3(4) 3e3(4) 4.0(3) 262(4)
c(19) " 3e44(3) 245(3) 4.2(3) 1.0(2) «7(2) e4(2)
C(20) 4.9(4) 6.3(4) S5.3(4) 3.6(3) 1.9(3) 2.4(3)
c(21) 4.1(3) 449(4) 4e3(3) 2.0(3) 1.0(3) 1.9(3)
Ct22) i 5,3(4) 3.3(4) 5.6(4)  «5(3) «4(3) «3(3}
c(23) - 640(4) 5.3(5) 5¢4(5) «5(4) =1.7(3) ~e5(4)
Cl24) . 5.3(4) S.1(4) 4.4(4) «8(3) -la3(3) «5(3)
F( 1) . 8e2(2) 6.8(2}) 3.1(2) 1l.6(2) T el(2) -s6(2)
F( 2) T«0(2) 10.1(3) 4.8(2) 2.9(2) 2¢9(2) «9(2)
FL 3) 10.,1(3) 6.1(2) 4.0102) 2.6(2) 1.8(2) - 240(2)
F( 9) 4.8(2) Te5(2) 8.0(2) " 3e4(2) o4(2) 1.8(2)
“F( - 5) 4,0(2) 843(3) 5.8(2) 1.5(2) 1. 7(2) o&(2)
F( 6) - 3e4(2) Te3(2}) 8.2(2) -21(2) =-o3(2) -2.2(2)
FC T 10.7(3) 9.7(3) 665121} 2.7(2) $5.6(2) 4eT(2)
F( 8) 6.9(2) 11.9(3) - 4e¢3(2) 3.4(2) «9(2) 1.9(2)
F( 9) 12.3(3) 8.6(3) Se6(21) 3.9(2) 4.8(2) 1.2(2)
F(10) "S5e1(2) 9.4(3) 11.4(3) 3.1(2}) 366(2) . 245(3)
F(11) 3.5(2) 9.1(3) Te3(2) 1s2(2) «6(2) 2.212)
F(12) 4.512) 10.0(3) 12.4(3) «8(2) 4.0(2) 6a112)
F(13) " 868(3)  l4e4(4) 8.5(3) 9.2(3) 4.312) 3.,0(2)
F(l4) 5.6(2} - 8e0(3) 5.0(2) 3.8(2) -.5(2) _ «1(2})
F(15) 9.0(2) 55(2) 7.2(2) 5.1(2) ~e6(2) . =e5(2)
F(16) 8.1(2) 5.5(2) T1.2(2) 246(2) -s6(2) ~-3,0(2)
F(17) 8.3(2) - Te8(2) 3.8(2) 5.3(2) - 4(2) -s1(2)
F(lBl 10.9(3) 14.3(4) 4,0(2) 8.0(3) 24(2) -~.9(2)
F(19) 5.3(2) 15.3(4) Te1(2) 6.8(2) «5(2} 1.9(2)
F(ZO)‘ 6.9(2) 9.9(3) 8.8(3) 46(2) 4.9(2) 4.5(2)
F(21) 9.8(3) . Te0(3) 10.4(3) 5.6(2} . S5e1(2) 2.1(2)
F(22) 6.6(2) 4.5(2) 7.8(2) 1.4(2) 27(2) 2.7(2)

F(23)  8.0(2) 8.1(2) 6.6(2) 4.5(2) 4e312) - 3e212)
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ATOM

H(
H(
. H(
H{
H(

H(
H(

2)

3)
4)
S)
6)

8)
9)

H(10)
H{1l1)
H(l2)

. 1.8(12)

 640(16) -

32

| 6.6(2)  10.0(3) 4.8(2) 2.602)  «6(2)  4.102)

2.0(10)
9.9(24)
3.7(14)
2.,0(11)
6.5(18)
7.8(20)

3.7(15)
3.6(13)
5.8(17)
8.3(21)
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Table 3. Table of leust-Squures Planes and lnterplunzxr Angles :

for Th(C6H ON,Fe )y
Ator Dev A

Plupes through the Pyrazole

Ligand T: ¥(1), n(2), c(i), c(s). c(6)
Equation: -8.2k1x + 1.119y + 9.504z = 1.775 =
N(lg 0097 '
Nz -.0078
c(hg .0030
c(s ,0029

Ligand TI: H(3), N(&), c(10), c(11), c(12)

Equation: 5.630x - 1.916y + 7.065z - 0.835 =
' ‘ N$3) . .00Lk '
N(k) . .0032
c(1og -. 006k
c(11 0071

Ligand III: N(5). N(6). c(16), c(17), c(18)

Equation: 5.107x - 2. 67>y + 7.559z -~ 0.915 =
N(5) .000z
N(6)" .0029
C§16; -.0048
c(17 o048

Ligand TV: N(7). N(8), c(22), c(23), T(2k)

Equation: 9.332x - 0.660y - 8. 1&252 + 1.650 =
' n(7) -.0017
N(8) -.0035
c(azg L0078
c(z3) ~.0078

o Trapezoid I: o(1), n(2), o(k). N(8)
9. 165x - 0. 628y - 8.613z + 1,779 = 0

'O(h) |

Equation:

Planes through the two Trapezoids .-

)

-.0195

LO3ky

Trapezoid IT: of2). \I(h;, o(z ), N(6)

Equation:

o(z)

- N(k)

* ytoms not contributing to the rlanes

. 0567
-.1001

5. 998x - 2.61hy + 6. 765z « 0.648 =

Atcrs

Rings

c(6)
0(1;
c(1)¥
Th¥*

o
c(7)*
Th*

c(183 '

o(3)*

c{13)*

Th¥*

o

(zi)
O(h)*

. e(19)#
- Th*

N(8)
Th¥

o(3)
1(6)
Th¥

“Dev A

-.0079

. =.0163
-.1074

.3140

L0042
.0303
-.0283
.1267

L0031
L0514
12k6

0057
0917
LOh80
-.103%

L0381
.0232
-, 0Chs5

L1115
-.0681
.0900

(cont in_ued) )



Table 3 (contimed).

Aton Dev A Atom Dev A.
Planes Lhrough the Chelute Rings

Ligand T: 0(1). (1), N(1), n(2)
Fquation: -8.519x + 1,301y + 9,309z - 1,820 = 0

o§1§ _ .o2ko N(lg ' L0k19”
c(1 -.0412 N(2) -. 0247
: : : ‘ Th¥* 2129
Ligand IT: 0(2). (7). n(2), nN(&)
-EQua‘ti_On:v_ 5.794x - 1,708y + 6,899z - 0.925 = 0 .
o(2) 0097 u(ag - .0170
(1) -.0168 N4 -.0099
_ Th#* T .0576
Ligand ITT: 0(3). c(13), N(5), N(6)
Equation: 5.3%28x - 3.567y + 7.399z = 0.69% = 0O ‘
' o(3) -.0204 N(5) -.0358
c(12) L0351 : N(6) .0212
_ Th¥* -.0789
Ligand IV: O(4), €(19), W(7), m(8)
Fquation: 9.205x - 1.011y - 8.632z + 1.880 = 0
o(k) . ..o011 ' N(?? -.0019
c(19) .0019 N{8 .0011
Th* ~,0021

Dihedral Angles between the Plane of the Pyrazole Ring
and the Plapne of the Chelate Ring »

Ligend T 2.12 Ligand ITT
Ligand IT 1.4° _ Ligand IV

0N o
[V
o0

Dihedral Angle between the two Trapezoids = A88.3°

* ators not contributing to the planes



unnlementary

Teble 4. Tuble of Ic\bt-oquares Plunes und ,Interpluner Angles

for U; c6u ON, ’6)h o
Atom Dev A ' Atom
Plunes through the Pyrazole Rings

Tigand T: N(l) 1(2).: c(k), c(s), c(6)

Fquation +=8.306x + 1.667Ty + 9. (952 -1, 7>? =0
N(1) 0066 c(6
Ngz‘ -. 0048 _ o(1)*
c(u .00l c(1)*
c(s . 0026 u*
TLigand II m(3), N(h), c(10), c(11), c(1z)
Equation: 5.427x - 1.5k6y + 6.965z -.1.002 = 0 _
. N(3) L0021 c(iz)
N(L) L0005 o zg* ‘
c$1o; -.0028 ' c(7)*
: c(11 .00k U*
Ligand IIT: N(5). N(6), c(26), c(17), c(18)
Equation: S.4k3x - 2.992y + 7.07hkz - 0.723 =0
- n(5) 0007 c(18)
o N(6) L0061 oé3)*
c(16g -.0105 13)%
v oe(17 .0106 ‘ U*
Ligand IV: N(?) N(8), c(22), c(23), c(as) "
Equution 9 568x - 1. hb8y - 8.536z + 1.565 = O
N(7) ~.0063 c(2h)
N(8) .0101 : ogh)*
c(22) -.0101 c(19)*
c(23) .0058 ’ U

Plunes through the two Trapezolds

' Trapezoiu I: o(1), N(2), o(k), nN(8) :
Equation: 9.206x -.1.283y - 8. 9&22 + 1,769 = O '

o(1) -.0197 o(h;
N(2) : 1, 0351 N{8
U*

Trapezold IT: 0(2), N(h) o(3), N(6)
Equation: 5. 874x - 2,615y + 6.661z - 0. 663 =0

0(2) . ,0h48 o(3)
N(k) - -,0820 N(6)
_ U*

* atoms not contributing to the planes

"Dev A

-.0058
L1214
.0169
.2843

-.0039
-.0521
-.0422
. Ohklh

-, 0070
.0%98
1231

35

- -.0W5

) -.: 0178
 =.05%
-.1528

-,0387
0234
. 0086

.0922
-.0550

.0725

(continued)



Table 4. (continued)

Atonm Dev A Aton
Planes through the Chelate Rings

Ligand T: 0(1), (1), N(1), N(2)
Equation: =8.638x + 1.875y + 9.565z - 1.809 = 0

S N my
U

Ligand TT: o( ), c(7), N(3), N(k) S
Equation‘ 5.530%x - 1,930y + 6.914z = O, 855 =0

o(2) .0030 N3)
c(7) -.0052 N(L)
U*

Ligand IIT: 0(3). ¢(13). N(5), N(6)
Equation: 5.687x - 3.657y + 6.863z - 0,500 = 0O

o(3) -.0217 N(5)
c(13) L0377 » gis)

Ligand IV: O(4). c(19), N(7), W(8)
Equation:  9.509x - 1.96Ty - 8.713z + 1.807 = 0

ofk) -.0019 , N(7§
c(19) .0033 n(8
U*

Dihedral Angles between the Plane of the Pyrazole
"~ und the Plane of the Chelate Ring

Ligend I 2.62 . Ligand III
Ligand II 1.4° Ligand IV
Dihedral Angle between the two Trapezoids = 88.1°

¥ utons ndt-qontributing to the plunes

36 .

Dev A

. 0052

-.0030"°

0891

-.038
.0226
.01k7

"=.0033

. 0099

-.0730



Supplementary - ' 37.
Table 5. _ :
OBSERVED STRUCTURE FACTORS, STANDARD DEVIATIONS, AND OIFFERENCES (X 4.0) FOR
THORIUM{IV) TETRAKIS(PYRAZULIDE-HEXAFLUOROACETONE)} = F(CsGyD) = 4339

FOB AND FCA ARE THE OBSERVEC AND CALCULATED STRUCTURE FACTORS.
SG = ESTIMATEC STAND¢RD CEVIATION OF FOB, DEL = /FOB/ - /FCA/.
* INDICATES ZERQ WEIGHTED DATA. . :

L FOB SG DEL L F2B SG DEL L FOB SG DEL FOB SG bEL L FOB SG DEL

L
HeK= 0y © -7 251 4 7 6312 5 -3 3385 5 2 -6 87 41 4
1 174 27 1 -6338 3 1 7183 9 6 4 6517 0 =-533012 3
2144 8 3 -5 70 8 2 8 218 16 =2 5277 5. 2 =4 110 8 -9
3 473 2 1 =4 437 4 2 HeK= 0Oy 6 6 170 15 - 4 -3 175 14 10
4 83 4 -1 -3102 € -1 -9 7817 39 717 7 -0 =-2230 8 -13-
5§ 314 2 0 -2234 4 9 =-81l156 9 2 HeK= 0y 9 =1 7C 25 =27
6 215 6 =S5 ~1 423 -2 1 -7276 8 2 -8 084 =30 O 41C 11 -8
7226 4 -1. 0 9 38 -14% -6 162 10 9 -7 197 6 3 1 0O 48 —-38%
8§ 355 8 -3 1483 3 3 =5363 3 1 -6246 S5 -9 2 225 24 -26
9 52 17 34 2458 3. S -4290 2 2 -5 20 36 11« 3 237 5 -1
HeK= 0y 1 3361 2 3 =3400 2 5 -4435 5 6 4 43 61 -4x
-9 2783 1 459 4 0 =-2211 7 -2 =3 174 .7 =10 5 126 8 0
-8 16711 €& 5 050 -8% -1210 6 -1 =-2190 7 -1~ HeK= 0y 13
~7 215 13 -13 € 291 11 1 0312 4 3 -1 369 4 =3 -5 74 32 24
-6 497 2 2 1341 3 2 1405 2 1 0. 9 48 -23% -4 260 9 3
-5 130 17 =3 8 8716 12 2430 2 1 1 244 47 =32 =3 62 20 -11
-4 102 3 2 9235. 4 -0 339 2 -0 2289 5 8 -2 7817 O
-3 44 45 -5%  HyK= Co & 4 41 48 -7 3 271 5 -2 =1 309 12 -7
-2 169 .5 =2 =6 17533 15 5273.2 4 4 313 10 7 0 0 84 —49%
-] 635 12 ~-1C -8236 € ‘¢ 6181 9 -6 5 1238 - 4% 1 251 20 -15
0 12412 T71*-7298 3 1 7135 7 9 6187 & -1 '2-153 55 -38
1789 7 -1C ~-€219 1 -2 '8164 7 15 7 158 13 8 3 €7 &6 =TT*
2 .61 18 16 =5 407 2 2 HeK= 0y 7 ‘HeK= 0y 10 "HyK= 0y 14
3643 1 2 =-4175 5 5 =9199 12 10 =8 240 6 3 =4 12 82 -22%
4 159 5 -1 =-3420 1 -0 -8 8812 2 -7 240 11 -0 =3 228 8 -8
€ 45 654 -3% -2°312 § ¢ -7 219 7 13 -6 99 24 25 =2 223 4 -2
6 439 2. -C =-1425 3 3 =-6372 2 -2 =-5316 9 1 -1 4G 61 4%
7294 3 3 ¢ 7027 € -5'160 8 T -4 1lo9 12 3 . 0 137 15 -1C
8 178 12 1360 4 =5 =4 420 2 2 =3 2%2 7 3 1 0 55 -371%
9 203 3 2 2422 1 0 -3 27 53 —-12% -2 336 2 3 2 189 11 1
HeX= O, 2 3435 4 0 =-22T70 3 3 -1 83 14 =5 HeK= 1,4-15
-9 70014 5 4123 6 -0 -1334 3 1 0 436 5 2 -1 180 8 -10
-8 346 7 -C 5369 3 2 0 19 33 -13% 1 34 54 -65%« D 54 35 -21
-7 247 8 ¢ 6 70 22 1 1239 7 -8 2 165 12 -15 1 162 13 -9
-6 192 4 -1 7182 8 9 2573 2 4 325 8 'S5 2 0 62 -47*
-5626 1 '1 8 8317 -23 3270 .2 3 4 100 11 -16 HyK= 1le¢-14
-4 230 6 2 9 7037 3& 4 446 5 4 5199 9 -6 -3 165 25 -10
-3 544 2 2 HyK= €y 5 § 69 10 37 6 159 13 - 4 =2 212 €& -6
-225% 5 & -9 227 .8 =7 € 216 13 3 HyK= 349 11 =1 107 15 6
-1 167 7 8 -8209 9 9 7107 8 8 -7 13712 11 0 351 4 2
C G44 4 -7 =7 22512 -10 8 205 9 12 =5 2354 5- 6 1 48 41 =30
1277 3 -4 -6 410 3 1 HeK= Oy 8 =5 2962 -33% .2 185 6 8
2747 2 € =5 24 32 -20%* -8 210 5 15 -4 200 6 7 3 127 11 -16
3250 2 -1 =~4 472 4 4 -7 378 3 4 -3 236 3 -1 4 97 12 4
4 46 8 18 =3 167 & <=0 =6 12 56 ~12% -2 130 9 3 HeK= 1¢-13
$ 403 5 3 =-2291 4 -5 -5441 8 =-7. -1 318 5 5 -4 183 17 -7
6 88 8 1C -1 446 4 1. =4 255 5 =2 0 47 19 -35 -3 55 82 -17%
7232 6 -2 (29 4¢ 5% -3 388 3 2 1 313 7 =2 =~-2165 7 -1
"8 216 T -4 1419 2 2 =-2261 2 0 -2 0180 -71% -1 239 7 - 2
9 36 42 -6% 2386 1 -C -1194 &4 3 3 109 27 -15 0 0 46 ~7%
"HeK= 0y, 3 3 5512 1 0162 6 .6 4 228 5 12 1 300 4 10
-9 3187 ¢ 7 452y 2 2 1 312 12 -8 512512 6 2103 24 15
-8 197 3 71 5 0 .19% 2 403 2 -1 HeyK= 0y 12 3 90 54 -17

26 £



STRUCTURE FACTORS CONTINUED FQR
THORIUM(IV) TETKAKIS(PYRAZOLIDE-HEXAFLUOROACETCONE)

L
4
5
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-4

U
OMDWNEO =W

FO8
216
72
Hy K=
193
0
210
206
283
398
190

204

247
151
225
16
H9K=
145
12
188
143
165
307
0
279
143

242

SG DEL
18 é
33 =2
1,-12
20 2
47 -1l4x*
12 -2
8 -C
4 1.
4 1
6 =3
5 =4
4 1C
12 17
1 S
46 €x*x
1,-11
26 =13
16 15
9 2
19 8
s -G
€ -1
47 =-37%
4 2
7 ~-14
4 8.
6 -G
44 =22%
& =2
19 -4
10‘1C
11 4
¢ ~12
13 ¢
3C 26
3 5
4 C
15 =14
3 3
26 33
6 -5
] 1
4 6
4 2
49 1C
38 -13
1y, =9
8 -4
6 1
43 2%
3 C
5 2
18 ~14
2 -2
28 -3¢
3 3

8 é

L
3
4
-1
6
7
-8

FOB
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231

0
347
232
149

. HeK=

-8
-7
-6
-5
-4
-3
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OOV D WN O

. e e
&tgh)h‘C)hTuuab\n0\~lm\0

O~V WN=O
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102
227
335

22
378
254
224
788

57
366
249
101
157
146
212
196

H'K=

137
243
267
29
394
0
491
281
0
519
434
141
333
31
429
111
181

HoK=

37
190
211

0
36¢

84
347
137
240
419

30
294
407
169

SG DEL
7 9
4 =4

41 ~-38%
g -8 -
5 1

23 7
1, -8
7 7

15 2
€ 3
3 2

38 1¢tx
£ =5
7 -1
3 3
"2 3

17 5
2 1
3 1

18 4
6 -0
€ =2
£ -6

11 7
1' ‘7
9 17
b 8
4 4

76 ~3¢6%
2 =9

4¢€ -32cx
2 1
2 -1

48 ~9%
2 -1
2 -C
[ 5
3 =2

€1 -3(Cx
4 =2

11 -8
€ 16
le =6

€l -17%
€ 13
8 £

66 —42%
3 -1
8 2
5 =2
€ -15
6 =5
3 -2

13 2
4 1
2 -1

10 -1

Do~Nowmr

-8
-7
-6
-5
-4
-3

(]
DENCVMPWNO~N

. (I T N I O I |
VRO VP WUNEHORNWRNION®O

F0B SG DEL

369 3 -2
207 4 1
258 4 0
165 7 =7
64 20 37
HeyK= 1o -5
188 11 1
50 26 17
25C S 8
264 4 2
23 15 =33x%
498 3 =1
61 13 19
416 2 1
451 2 1
21 56 -5%
668 3 5
416 3 0
325 2 2
501 2 2
0 62 -9%
424 3 -3
101 11 11
139 23 1
315 6 =6
HeK= 1y =4~
35 £8 27=
202 24 —4
265 4 2
84 10 -6
4¢T7 2 2
152 ¢ 1
327 3 -0
304 5 =2
582 2 1
712 2 9
270 6 -5
323 3 -3
460 2 1
193 3 3
535 2 .2
990 8 6
357 4 -5
182 16 =3
40 77 25%
HyK= 1, -3
192 16 -7
53 25 -15
245 5 -1
391 4 -1
129 4 4
458 2 =2
180 9 -8
399 4 <=3
234 6 4
176 6 <=2
491 2 1

VO~ MPDPWN=O

[}
[
o

L U T e |
VONOWVMPLUNFHONWDIPUEONIDWO

|
R U
HSLULONOOO

FOB SG
183 8
34 28
375 2
187 5
397 3
190 7
238 5
170 7
HeK= 1,
47 63
344 4
221 7
63 20
61T 2.
109 7
465 4
280 8
860 3
868 6
521 2
658 2
433 4
162 3
405 2
126 &
180 5
196 21
62 73
H1K= 10
4) 61
306 4
178 10
224 4
3¢2 6

0 32
225 5
37 32
177 3
487 16
S7110
3¢2 6
722 3
313 2
275 2
7 63
258 3
95 10
220 15
181 8
HeK= 1,
220 9
56 36
362 4
225 4
299 3
803 2
151 5
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PAGE 2
DEL L FOB SG DEL
-3 =3 589 3 -1
-1 -2 103 5 1
-4 =1 34157 -8C=
-4 0804 7 -3
-3 1 0 43 =-24%
-3 2 719 1 0
-11 3 694 2 1.
6 4 147 5 5
-2 5 146 4 1
29% 6 196 8 7
-2 7 141 &6 18
7 8 251 5 2
~-12 9 85 61 -22
1 HeK= 1y 1
3 -10 0 91 -8x%
-3 =9 245 5 -0
-4 =8 45 2% -29
-3 =7 173 5 =6
-6 -6 273 3 0
4 =5 145 4 -1
4 =4 91 22 -1
-3 =3 282 2 2
5 =2 4% 25 =2
-0 -1 696 6 2
-5 0 202 29 -15
-3 1 473 & 3
-13 2 451 4 <-4
31« 3 859 2 1
-1 4 4T4 2 -1
-9% £ 262 3 2
-2 6 353 3 o
17 T 229 4 4
-4 8 100123 —-13x
4 9283 71 3
-12%  Hek= 1, 2
-5 -10 216’10 7
3 -9 44 55 -2=%
3 =-829C 5 6
-8 =7 234 2 -G
-17% -6 306 3 0
‘7T =5 652 1 1
2 -4 £& 62 25%
-3 -3 25E8313-100%
3 =2 797 2 o
-3% —-]1 588 2 =2
-3 2 287 6 7
-6 1155 1 -1
13 2274 5 1
-16 3 156 4 1
0 4 80 6 15
1 5 339 4 2
- 39 6 165 9 3
3 7 133 14 S
1 8 250 5 2
-2 9 117 11 9
3 Hy K= 1l 3
-2 =10 102 11 12



STRUCTURE FACTORS CONTINUED FOR
THORIUM(IV) TETRAKIS(PYRAZOLIDE-HEXAFLUOROACETONE)
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L FOB SG DEL -
-9 212 1. 12
-8 143 15 8
-7 209 S5 2
-6 396 4
-5 143 S5 8
-4 498 2 -1
-3 401 &6 8
-2 419 3 -¢
-1 684 2 1

0 117 8

1l 7068 6 -

2 534 4

3342 2 -

4 475 2

5 210 5

6 337 3

7 227 11 -

8 202 10

‘HeK= 1y
-9 20 44 -11
-8 319 &4 -2
=T 242 4 €
-6 133 13
-5 511 2
-4 213 5
-3 350 3 -
-2 536 2 1
-1 145 8 -3

0 607 2 -1

1 31 36 -13

2 379 2 1

2 362 3 <2

4 44 53 1°%

5 343 3 C

6 177 4 4

7 186 6. £

8 215-13. =2

Hy K= '10 s
. =9 190 6 12
. -8 128 11 (3
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-& 364 3 -C
-5 56 13 ~-1¢
-4 527 2 -G
-3 80 1 =2
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33713 2 3
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L
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1
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L FOB SG DEL
-5 39 55 4%
-4 404 3 2
-3 299 8 . -6
-2 0278-214%
—-1.261 3 -1

0 32 40 -0%

1 206 8 1l

2 155 8 -1

3114 9 -3

4 296 6 -1

5 O 79 —24%

6 22) 15 -2

HeK= 1, 10

-8 225 6 11
-7 136 9 -4
~6 143 21 -6
~5 256 4 =5
-4 75 12 19
T=3 213 5 -4
-2 161 88 -4¢6
-1 €0 16 -3

0 320 6 1

1 80 E1 -9

2 263 4 2

3277 6 16

4 88 l4 -7

5 226 9 14

HeK= 1, 11
-7 143 13 ' 5
-6 283 14 9
-5 38 65 32%
-4 162 7 -1
-3 262 4 -4
-2 43 48 ~-67%
-1 258 4 -2

0 9711 13

1 339 9 -0

2 235 11 o .

3 162 29 -0

4 237 15 -15

5 87 12 38

HeK= 1, 12
-6 154 12 14
-5 2715 6 4
-4 0 61 -27%
-3 236 11 23
-2 309 4 1
-1 0 51 -34%

0 297 6 3

1 Q0 55 -60%

2 220 8 4

3 225 13 -1

4 0 54 -7%

HeK= 1, 13
-5 13 48 -6x%x
-4 283 5 2
-3.120 12 -9

L FUB SG DEL
-2 144 48 3
-1 307 & 1

0 0 48 -32%

1 274 4 12

2 150 12 -17

3 180 25 9

HeK= 19 14
-3 162 9 -5
-2 228 6 5
-1 0121 -38«%

0 126 19 ~5

1 92 16 -7

HyK= 24-=15
-2 83 15 10
-1 1990 7 3

0 O 58 -29%

1 178 12 13

2 164 17 ~19

3186 T 14

HeK= 2¢~14
=& 0 51 -41x%
-3 179 6 14
-2 119 10 -1
-1 217 10 -10

0 345 4 2

1 151 11 -7

2 247 9 6

3 149 12 -18.

4 124 18 -1

HeK= 29—-13
-5 79 24 5
-4 164 7 19.
-3 0 47 -30%
-2 223 5 =2
-1 258 6 11

0 24 45 -T%

1 317 4 2

2 103 15 -19

3 196 10 2

4 212 8 =5

5 60 22 1

Hy K= 2¢—-12
-6 179 T =2
-5 280 -8 12
-4 20 65 11%
-3 219 '8 -1
-2 176 6 -9
-1 198 9 5

0 260 5 -4

1l 24 43 -19%

2 2713 4 ~1

3196 9 1

4 111 14 T

5236 5 9
) J 49 —-4)x%

HeK= 2,-11
-6 211 6 3

39

F£08

220
133

210

176
121
263

129

153
216

213
123

HeK=

126
142
249

218
252

173~

3

261
187

86
317
1C4
188

- HyK=

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

. -8

-7
-6
-5
-4
-3
-2

79

217
178
45
308
36
138
434
127
514
285
153
- 234
63
283
124
242
He K=
202
156
168
445
65
265
323
176
498
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SG DEL
46 —-12%
4 8
7 1
[ 1
8 -6
21 13
3 8
21 -1
6 =2
4 8
20 54
5 -3
15 -17
2919
12 3
21 0
17 -0
29 0
8§ -1
6 -6
1 -4
3 -1
19 6
S 2
9 .5
10 6
3 0
17 -13
7 -5
2y =9
3c -7
13 5
15 S
54 =G¥%
9 -1
17 -2
7 1
8 =6
5 =0
9 -1
10 -4
g =7
7 -1C
34 31
7 =6
T 12
16 -1
2y -8
33 ~-13
11 8
23 -3
14 =4
23 =25
g -7
5 =5
6 5
7 0
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STRUCTURE FACTORS CONTINUED fOR :
THORIUM(IV) TETRAKIS{PYRAZOLIDE-HEXAFLUQROACETONE) PAGE 4

L FOB SG DEL L FOB SG DEL L FCB SG DEL L FOB SG DEL L FOB SG DEL
1136 6 1 2 328 3 4 =2 666 13 -2 -7 215 12 -14 -10 211 8 -4
2 210 6 -6 3 441 ¢ 6 -1 497 6 4 -6 478 12 -4 -9 60 72 53*%
3 162 10 5 4 420 1 1 0 305 4 0 -5 147 12 -5 -8 367 6 -2
4 54 64 14% 5 43 52 40% 1 413 9 6 -4 333 6 -1 -7 235 12 -13
5 240 5 5 6 363 5 -10 2 433 7 10 -3 745 21 3 -6 17 25 -4
6 146 16 3 7 112 8 8 3 409 10 4 =2 624 9 -4 -5 632 14 5
7 2064 5 -1 8 32 47 ~-T7%* 4 37 40 -—4% -1 246 5 14 -4 62 24 8
8 189 16 -5 HyK= 24 -4 5 255 2 1 0 123 10 3 -3 430 9 -3
HeK= 2, =7 =9 18 42 12% 6 148 4 1 1 397 4 =2 -2 454 12 6
-8 44 53 E* -8 289 5 7 7 288 8 -2 2 443 9 -0 -1 17 42 -11%
-7 192 13 —-€ -7 222 7 1 8 185 15 -6 3 594 9 9 0 468 6 -4
-6 208 5 -6 -6 278 12 -5 9 91 13 15 4 307 10 -7 1 206 11 -6
-5 12 56 =4* -5 393 9 =7 HeK= 24 -1 5 28 58 3« 2 297 5 -1
-4 260 11 -2 -4 11 29 4%-10 42 72 16% 6 438 14 1 3244 7 -1
-3 46 12 -1¢ -3 468 12 -2 -9 231 4 =5 7 163 17 -3 4 60 46 -19
-2 531 10 -0 -2 358 7 3 -8 28 62 -28%« 8 197 12 -3 5 252 6 -10
-1 537 16 =11 -1 245 4 1 -7 182 4 5 HeK= 24 2 6115 8 -0
0 22 29 -16% .0 701 11 -8 -6 353 8 -7 -10 226 22 -6 7 193 22 =2
1 738 11 4 1 15 20 4 -5 63 10 14 -9 52 62 27« 8 188 12 4
2 105 14 1 2 76710 10 -4153 7 -3 -8 308 17 -3 HeK= 24y 5
. 33713 4 =2 3 286 € 7 -3 31 59 -3% -7 282 7 -4 -9 20217 -2
4 451 12 1 4 205 3 -2 -2 683 2 3 -6 81 14 21 -8 47 53 25%
5106 15 -9 5 424 14 ~4 -1 269 8 -8 -5 300 8 2 -7 209 8 6
6 302 4 -¢€ 6 183 4 -0 0 89 15 -3 -4 150 3 4 =6 273 5 =4
7 105 11 -15. 7196 5 -0 1 895 5 9 -3 259 5 5 -5 48 23 28
8 148 20 =1 8 228 £ -10 2 468 5 7 =-2193 7 -5 -4 603 8 -2
HyK= 2, =€ '9 87 32 -5 3 656 8 1 -1 6617 24 -3 81 15 =6
-9 43 56 30% HeK= 2, ~-3 4 563 4 -0 0 760 7 -3 -2 53611 -7
-8 290 1 -1C -10 S8 47 21 5 45 50 -25% 1 84 1l4 0 -1 453 5 =5
-7 267 9 -8 -9 264 1 3 6 301 8 5 2198 4 -1 0 53 28 5
-6 45 61 1Cx -8 87 14 <=3 7151 7 -5 3 248 5 -6 1 313 3 -4
-£ 445 20 =13 -7 2¢4 6 -5 8 149 13 2 4 208 8 9 2 159 6 -11
-4 21 31 14*% -6 293 14 -5 9 264 6 -9 5 333 11 0 333 1 -5
-3 402 5 1 -5 84 11 4 HeK= 24 O 6 64 56 24 4 310 4 -1
-2 271 9 =3 -4 459 12 -1 -10 214 21 5 7 145 16 1 5 28 51 1%
-1 170 5 8 -3 7213 -7 -9 36 39 25% 8 245 13 =2 6 215 10 3
0 450 8 -3 -2121 6 2 -8 275 9 -11 HeK= . 2y 3 7 172 11 5
1 338 4 2 -13713 6 5 =-7201 9 -9 -10 79 33 10 HeK= 24 6
2 367 2 C 0 47 7T 20 -61312 8 -4 -9 296 17 2 -9 53 19 28
3 243 4 5 1 647 4 3 -5 317 11 1 -8 158 9 -1 -8 268 22 -9
4 159 10 -2 2° 45 55 8% -4 157 6 -2 -7 261 9 3 -7 271 16 -7
5374 6 -1 3 450 2 1 -3 831 13 10 -6 421 4 1 -6 39 47 -6%
6 96 24 22 4 509 14 17 -2 506 7 9 -5 117 5 10 -5 323 5 2
7 191 10 -¢ 5 6511 -6 -1 140 8 -2 -4 317 5 2 -4 124 6 0
8 276 14 -4 6 217 5 1 0 109 6 5 -3.380 5 1 -3 317 3 =0
HyK= 24 =5 7 114 1€ € 1 313 3 -1 ~2 690 12 -9 -2 123 6 -16
-9 195 22 1 8 114 8 .4 2 270 8 5.-1 581 8 7 -1 92 8 =6
-8 37 45 -5% S 259 10 7 "3 770 12 5 0 109 9 12 0 384 1 -4
-7 242 1 -13 HyK= 2, =2 4 343 3 -1 1 598 9 -1 1 68 15 -12
-& 315 15 -16 -10 205 15 1 S 360 11 -3 2 208 4 -0 2380 7 -8
-5 36 41 12% -9 43 61 40% 6 0 51 -26% 3 433 6 1 3404 2 -5
-4 586 19 -2 -8 341 23 -9 7237 7 12 4 400 8 -4 4 67 14 21
-3 70 15 -1¢ -7 183 S =0 8 214 S5 -2 5 69 14 6 5 367 4 -11
-2 513 14 -1 -6 394 1 -3 HeK= 24 1 6. 212 S 0 6 62 13 T*
-1 643 8 7 -5619 8 -3 -10 0 60 ~11% 7 175 7 6 7 162 6 =17
0 86 12 12 -4 3611 13 =-$.209 7 4 8 185 14 6 HeK= 2y 7
2, 4 -9 204 9 1

1405 2 3 -2434 4 -0 -8 104 T -7 He K=
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STRUCTURE FACTORS CONTINUED FOR
THORIUM(IV) TETRAKIS(PYRAZOLIDE-HEXAFLUOROACETONE)
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407
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0
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-3
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164
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18 =¢
T =4
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8 2
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S7 13x%
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46 ~1éex
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1l 297
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HeK=
-6 144
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) HeK=
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1 177
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0 8
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G -16
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2+ 11
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10 -6
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1¢ -3
9 =4
12 -4
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31 -18
€ 3
2y 12
25 =10
17 -10
56 —5%
G- -6
1€ -19
72 1%
10 -6
18 -14
23 =5
1¢ -3
2 13
22 -10
18 =22
1€ -19
14 -1¢
42 —4%
8 -4
3,-15
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14 2
44 =-23%
8 4
37 -35.
2,-14
56 13%
5 ~2
64 —6%
3 o
1¢ 11
7 4]
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5 3
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7€ S
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SG DEL
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9 =2
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13 -1
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20 -9
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39 =17
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He K=
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-6 252
-5 113

~NouwnmpdpwNn -

-4 262
-3 248
-2 588

-1 383
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THORIUW(IV) TETRAKIS(PYRAZOLIDE- HEXAFLUGROACETONE) : PAGE 6
L FOB SG DEL . L FOB SG DEL L FO8 SG DEL L FOB SG DEL L FOB SG DEL
-2 422 3 ¢ ~5217 € -3 -8 171 39 -6 160 11 10 3 123,16 -¢C
-1 267 6 -5 -4 139 3 =4 -7 316 3 —0 -5 355 7T -6 4 268 4 =2
0 87 21 7 -3 584 4 -1 =6 212 6 0 -4 129 1 2 HeK= 34 10
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34 1
g -1
3 3
56 39%
11 -8
17 3
62 ~16
6y~-11
14 =4
12 3
7 1
13 -9
56 1%
6 4
7 1
21 16
4 -3
14 -S
4 7
12 4
6:-10
22 18
11 1
4 )
10 -9
5 2
14, -2
3 3
9 1



STRUCTUPE FACTORS CONTINUED FCR

THGRIUM(IV) TETRAKIS(PYRAZOLIDE-HEXAFLUORCACETONE)

FOB
347
127
144
227
H'K=
67
193
116
156
318

SG
4
15
16
5
.Y)
26
14
17
12

3
65
9
8
18
9
18
4
8
25
._6’
7
18
8
4
14
2
11
9
14
15
7
27
13
4
-
5
67

. 5

-

12
12
4
1¢
8
4
17

4

DEL
-9
-21
-6
5
-G
21
4
21
1
-5
-11%
-8
-1
4
-2
-1¢
-8
14
-1
-8
-4
24

€
-

.
27
.
-S
-8
-S
53
-3
-8
-1
-7
-7

-14%

-€
-21%
-€
=10
4
-1

-4
-3

FOB
21
439
4]
193
322
24
288
189
187
249
0

’ H,K=

221
46
217
254
18
345
246
3¢6
192
104
359
146
161
lo6
Y
2¢€1

YH'K=

1C
-9
-8
-7
-6
-5
-4

%3

~1

-0

128
227
115

175

326
45
355

1€2

437
473
42

- 268

198
164
22
1C2

H'K-‘-

lu4
228
116

162

159
44
354

269

5%

482

- 19

SG DEL L
54 -3% ]
¢ -0 2
48 ~4% 3
4 1 4
1 2 5
34 2% 6
5 -1
5 3 -10
16 -3 -9
5 -1 -8
€3 —4¢% =7
€&y - -6
10 -4 -5
29 38 -4
8 6 -3
4 -1 -2
34 -3% -]
6 -2 0
5 -0 1
4 -4 2
1 3 3
15 9 4
4 -3 S
15 ~19 6
4 4
s -3 -]¢
42 ~45% -G
] ¢ -8
6oy =4 -7
27 -8 -6
8 ~6 =5
7 7 -4
12 4 ~3
4 1 =2
56 28% -1
-6 1 0]
4 =2 1
5 C 2
2 -1 3
16 2°¢ 4
E -4 5
6 -1 6
12 -8
8 € ~1¢C
31 -10 -9
6y -3 -8
13 -1 -7
[ S -6
15 24 -5
16 ~13 -4
11 S =3
4E 18% -2
7 -5 -1
5 =4 0
2 -1 1
2 -1 2
13 5 3

FOB
411
1690
211
140
93
252
HeK=
227
10
195
124
242
47¢C
131
261
304
387
520

37

232
184
166
285
62
Hs K=
127
172
103
135
354
2C1
347

45

482
229
147
426
50
311
225
125
244
Hy K=
217
46
209
120
198
£24
106
341
257
79
295
44
326
212

SG

6
12
58

n
OCNOOVVWSNN W

DEL
2
-4
3
2
28
-4
-2
0
-~84%
-2
12
6
8

17%

L FOB
4 65
5 245
6 25
Hy K=
-9 239
-8 67
-7 218
-6 358
-5 248
-4 306
23
228
204
135
419
124
254

U
VP WNHOMNW

Hy K=
-9 72
-8 288
-7 116
-6 277
-5 222

SG DEL
21 =32
7 3
70 16%*
6y 1
26 =2
13 41
14 -3
6 =6
"5 9
6 &
34 2%
5 =2
7 7
8 1
8 -192
22 ~4
4 -0
5 =7
35 -15
6y 2
58 42%
8 1
12 5
5 3
7 -4
26 46
4 3
4 -6
7 4
3 -1
12 -5
11 -2
11 =2
18 -3
8 13
6y 3
6 =2
60 ~-16%
3 0
6 8
11 -2
6 =2
34 -8
4 1
5 =4
5 7
5 3
s -7
6 -9
23 =2
40 22
6y 4
53 36
3 -3
17 8
8 -1
6 1

1

46

FGB

345

264
111
184
208

0

PAGE10
SG DEL
67 l4a*
‘3 -1

6 1
11 -8

3 1
10 -4

4 3

9 16

4 3

6y S
12 11
17 5
10 5

9 8-
13 -5
14 8

3 2

9 1
68 -8%

7 4
65 9*

T -4

& 7

6y 6

8 0
12 4
12 19

7 1
31 18

5 -5

8 9
11 -3
11 4
69 2%

6 -1

S 5

6y 7

6 o]

5 =3
€1 -7=%
11 -6
11 27

4 -2
11 7
€3 13%
10 -7
10 21

6y 8
18 22
26 15
11 ~-11
27 4
16 ~9
10 -3

9 6

7 -8
49 -28%
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STRUCTURE FACTORS CONTINUED -FOR-- A :
THORIUH(IV) TETPAKIS(PYRAZOLIDE HEXAFLUOROACETONE) PAGELl

L FOB $G DEL L FOB SG DEL L FOB G DEL. L FOB SG DEL L FOB. SG DEL
HeK= 6, S -8, 34 47 11% .5 242 5 4. -2 318 3 -0 =-7158 8 8
-5 5 69 -16% -7 134 18 =9  HeK= T, =5 =1 192 -7 =4 =6 197 5 15
-4 262 6 -0 -6 14813 '3 -9.229 5 =5 306. 5 =2 -53G68 9 2
-3 9310 4. -5155 9 7 -8 37 61 32% 49 58 -18% -4 33 39 -28%
-2 217 11 -1€  ~4 282 S =13 -7 189 13 0. 271 5 .1 -3 438 4 4
-1 192 24 =~4 =3 043 -10% -6.242 6 . .5 161 11 10 -2 163 13 -3
0 51 61 16% -2 20513 €& =-5118 8 =2 122 13 0 =-1232 7 9
HoK= . Te=14 -1 81 18 7 -4 287 3 =2. 5151 7 -2 0 389 4 -3
-3191 10 S © 98 8 =10 -3 96 22 =2 - Hek= 7, -1 113711 3
-2 45 61 -=15% 1320 .5 ~1 .-2 311 6 -7,.-9 145 22 ~1 . 2 20516 5
-1 141 17 8 2 7413 -1 -1309 3 1 -8 42 63 35« 3 179 14 -12
0 177 34 -16 3 249 4 5 136 10, 5 -7 352 6 =8 4 168 12 =2
HeK= Te=13 4 250 10 -4 378 9 4 .-=6 198 13 =9 . HyK= T, 3
-5 86 11 1S  HeK= T, -8 35 42 13% -5 57 67.. 23% -9 166 19 -6
-4 166 8 1 -8 206 4 -2 185 11 11, -4 324 8 O -8 26 45 -€l*
~3 0 43 -42% =7 €4 31 . 4 170 8 4 =3 .39 47 1% -7 171 9 8
-2 178 12 -5 =6 196 13 1 108 9 -6 =2 317 6.-} =-6190 7 =6
-1 145 11. 12 =-5279 17 -6 HeK= - T4 =4 =-1133 11 1 =515810 1
0 16 17 -10 -4 27 60 3% -9 59 70 -0* 0 106 39 14 =4 288 4 4
1241 7 7 -3299 € -3 -81228 4. 1 127111 -1 =3 3562 17*
2 61 64, 20% -2 184 T .11 =7 42 47 13%* 2 84 84 =-4% =2 376 4 0
- 3
4
5

’ 1
MmMPWN=O~N

MAdWNH-O

HeK=  T4-12 -1 189 ¢ -6 254 4 237 5 =-1r -1 293 5 3
190 15 -8 0 48 26 18
.0 59 . -3*% -1 179 11 1

HeK= 79 0 2 82 11 5

-9 97 13 21 3239 14 - G

228 .8' 4. HyK= Ty &

-7 268 4 =2 -8 261 & -6

* -6 122 28 -1 -7 16C 8 -12

-5 29C 6 -6 -6 92 39 -13
-4 65 1T 3. -5 213 6 11
=3. 354. -3 .0 -4 44 21 8

151 10 . -1 -3 325 9 -1

¢+ -3 <1 135 7 -1l1. -2 81.16 - =5
-7 0313 7 . 9 ~-1:227 14 2

=13 1 4l.44 =-11% (0 278 & <=2
=-0.. 2 205 6 0 1 12 59 -22%
T . 3 248 6. 11 2 233 .5 1
-10 4 163 13 5. 3.140 8 -~13
-0 HeK= Ty 1- HiK= - T7¢ 5
'17* -9 202 13 -3 -8 71 54 33

=8 . 0 74 ~28% -7 234 13 -1
-4 =7.226 5 -10 -6 258, 17 =2

-0 =-6-253. 71- 5 =5 111 9 11
.-G .=5 89 31 3 =4 199 S 3

8
-6175 5 S 0288 3 1 -5256.3
-5 188 12 -11 1 6834 2 -4115 11
-4 24 57 =-2* 2265 1 .6 -3 345
-3 207 5 1 3 €524 8 -2:174
-2120 9 -15 4190 16 1 .-1 215
-1 160 19 =5 HeK= T4 =7
0 183 14 12 -8 45 65 37 1
1 O 46 -18% -7.143 16 -1 286

0 371
1
N 2..
"2 208 14 =11 -6 238 13. € 3 130
4
5.

34

S

bp~c¢wno-4m-dorrmt»mcn&
[ R Lo '
Nﬁup}nmrpu:or‘ohub
| [
N ®

3127 18 -2 =% 1512 -1 175
- HeK=  7,-11 .5 194
38 45 17%  HeK=
=5 97 271 -24 328. 5 5 -9 234
~4 245 4 -6 326 4 -1 -8 105

-4
-€ 117 12 3 =3
-2
- 1 .
~3 45 54 20*% 0 52 €1 ~1% -7 224
1
2
3
4
5

(¥

-2 244 7 3 1312 3 -1 -6 109
-1 155 6 2. 2 3753 25% -5 135
0162 5 14 3191 1 =~4 -4 219
1.289 7 -¢ 259 8.-11 -3 15
2141 6 -0 512317 28 -2.321
3182 7T 5  HeK= 7, =6 -1 249
_ HyK=  7,-1C -9 68 45 -24 0 155-
-7 97 13 24 -8 255 8 =0 1 271 ,
-6 27 5 =1 -7 8853 16 2 61 71 I1¥ =4 361 2 -0: -3 54 61 26%
-£ 245 8 5 -6157 7 .3 . 3.263 .7 -1 -3 5916 :2 =-2324 1 13
4
5

n
AN WN
W

-4 108 7 & =-5234 € 3 183 .12 .-4- -2 354 8 -3 -1 279 5 2
-3 291 6 2. -4 33 42 5 2% g8 31 -8 ~1 150 16 5 0 .52 29 14
-2 118.11 -C -3.379 3 -0 . HeK= Ty =2. 0.:64 77 30% 1 229 6 10
-1133 7 -¢ -2 .82 10 =-9. -9.-.33.42 1% 1 329 12. -8 2 .92 11 S
0 231 .9 11 =-1295 8.-2 -8182 11 23 . 2186 8 . 1.. HyK=: Ty 6
1 86 25 12 0 383 4. 3 —-7..87 23 '-1. 325510 -7 =T .93 24 -12
2 258 4 2 110218 7 -6234 7 -9- 4:197 14 =1 -6 107 22 -10
3 130 10 4 2243 4 -2 -5 226 8 1. .. HeK= Ty - 2 =5229 16 3
4 2"163 6 10 =-4...52 18 =6. -9 50 53 10* -4 47 54 —-12%
4 176 1} 11 -3-306 8 -2 -8273 9. -9 -3 195 13 1

165 21 -~S
Hy K= Ts -6



STKUCTURE FACTORS CONTINUED FOR .
THORIUM(IV) TETPAKIS(PYRAZOLIDE HEXAFLUOROACETUNE) P PAGE12

L FOB SG DEL L FOB SG DEL L FOB SG DEL L FOB SG DEL. L FOB SG DEL
-2 9520 6 =4277 1 4 -1 260 4 -4 232 4 -1 212729 -4
-1 156 9 4 =3 44 47 -6% 0 188 6 2 =3 56 67 10% Hik= 8, 4

0213 6 6. -2 245 4 -8 228. 7. 0 =2291. 3 6 =7 115 14 =2

1 93 16 -3 -1 234 7 =9 93 15 21 -1.190 -7 1 -6 166 6 15

HeK= 7. 7 O 51 29 21 16525 .2 0167 9 11 =5 287 6 -1
-6 138 9 6 1148 10 10 178 13 16 - 1327, 6 2 =4 64 14 28
-5 43 44 =T1% 2 0 65 =24% HeK=. B8y -4 2 37 56 21* =3 188 5 12
-4 245 4 8 317415 -3 =~9 55 66 29% 3235 8 ~7 -2 119 14 29
-3 140 S 11 HeK= 8, =8 =8 224 10 -1 HeK= 8, 0~ -1 105 35 5
-2 14719 8 -8200 9 10 =~7 41 48 ~6% -8 308 6 -0. 0 133 26 -3

8

SWN=O

-1 222 11 -7121 14 -5 =-6138 '8 9 -7 18 7 -1 1 8620 5
0 167 7 -6'115 12 ~10 -5 149 8 -4 =6 212 6 =~6 » HyK= 8, S
HeK= Ty -5:220 9 3 -4 46 55 28% <5 239.11 =2~ =6 258 8 6
-5 141 1) -5 <-4 44 €3 =11% -3 326 5 ~3 —~4 42 52 8% -5 88 33 4
4 66 T4 28% -3 248 8 =2 =2126 6 11 =3 274 12 7 -4 254 6 3
-3183 18 -6 -2 16315 9 ~-1239 7 "4 -2 189 6 =4 -3 146 22 24
-2 181 30 -18 -1 268 1 - 039 5 & -1205 7 2 =-212618 =2
-1 109 44 -8 0210 4 -3 1 B219 28 0269 5 1 =1154 41 6
HeK= 8y=13 1 7018 54 2186 10 -2 1 3558 =-2% 0 160 22 13
-3 16 72 =C* 2 226 15 -2 .3 205 9 10 2258 5 =2 HeK= 8y, 6
-2138-12 -1 313512 0 4 16316 1 3 111:15 -6 =5216 9 6
—1 12 46 -3C*¥ HyK= 8, =T . HeK= 8y =3 HeK= 8y 1 =~4 59 59 23%
O 73 87 -26% -8 27 67 12% -9 2¢7T 6 5 -8 115 14 -6 =3 230 7 1
HeK= 8y-12 -7 265 & =2 =8 60 32 22 =-7250 6 0 =2 14512 -12
-5 168 13 5 =6 143 2¢ =2 =7 247 12 -9 -6 137 200 9 -1 111 38 3
-4 59 41 .16 =5 54 64 14% -6 185 T T =5 13513 =6 HeK= 9,-12
-3.225 16 =3 =4 257 7 3 =-514320 9 =423 7T =2 7322313 2
-2 10740 - 9 =3 ST 2C 40 =4 195 4 -8 =3 27 54 17% <2 57 50 12

-1 128 24 -7 =2 349 11. 5 =3 48 %8 5% -2 297 8 1 '~-1 161 6 7
0 199 13 1 -1 314 7 4 =2 352 4 ~3 =1 268..6 9 CHeK=  9,-11
1 53 63 11 0 143 €& -3 =1217 7 =0 0 94 28 13 =5 128 16 17

HeK= 8,-11 1 198 1% 2 ¢ 50 59 -19% 1 207. 5 5 =4 183 5 1

-6 99 41 28 - 2z 1C2 12 -29 1 332 4 7 2 102'11 7 -3118 8 11}

-5 125 10 =12 3176 11 9 2 30 72 ~8*% 3186 11 2 -2 262 8 6

-4 238 12 3 4 152 9 =3 3194 T . 1 . HeK=_ 8y, 27 =1190 16 4

-3 51 73 .28% . HyKz= B84 =6 4178 12.. 0 -8 210 18 4 _0 60 71 -7

-2 228 10 4 ~8 246 8 2 HeK= 84 =2 =7 172- 5 11 HeK= 9,-10

-1 160 9 -5 -7 15 49 ~1% =9 15 E7 ~26% -6 224 4 . 1 =~6 129 23 0
0 83 17 -6 -6 189 14 -2 =8 289 10'~12 =5 283 9 13 -5 189 7 6

-4 46 80 —12%
=3 181 10 7

1178 8 ~6 -5 145 16 -8 =7 151 6 20 -4 131"
2 63 26 5& -4 47 5€¢ 9% -6 117 7 13 -3 237 -8

3
13
HyK= 8y-1C -3 309 7 2 -5 255 1 0 -2 110 30 -5 -2 70 47 28
-7 196 13 =15 =2 140 8§ =2 =4 29 60 12* =1 184 12 -4 -1 164 15 -8
-6 163 8 2 -1274 5 =2 =3 250 13 6 0 218 8 0 *0 154 12 =9
-5 182 8 7 0287 4 13 -2 151 9 - 2. 1 45 30 20 1 100 11 3
-4 97 14 =1 1131 22 10 -1 215 13 0 - 2 277 13 .13  Hek= 9,y =9
-3 256 12 6 2 207 € =1 0 299 7 4 HeK= 8, 3 -6 122 10 -13
-2 138 17" ¢ 2 211 1¢ 5. 1 49 58 35¢ -8 31 91 -16% -5 74 19 1
-1 204 5 3 4 152 7 -8 2 256 6 2 -7223.17 18 <-4 162 12 -4
0 2083 10 ~¢ HeK= 8y =5 3135 17 1 -6 21911 10 =3 63 64 18%
1 59 15 16 -€& 88 1l¢ 2t 4 167 11 11 -5 128 7 4 <2 2C1 18 -7
2172 7 -4 -7 219 5 4 HeK= 8y, =1 =—4 237 13 -1 ‘=1 165 13 15
3 80 21 3 -6 196 7 3 -917020. 1 =3 56 16 ; . 0 107 35 =5

H¢K= 8, -9 -5 119 17 ~11 -8 37 73 ~-1* -2 195 11 -6 1 262 9 5
=7 157 1 -1 -4 270 € 12 =17 343 4 2 ~1 224 '4 11 ‘HeK= 9, -8
-6 124 1 4 ~3 120 19 5 ~6 7267 -1 0 93 14 9 =7 116 14 15
-5 120 20 S =2 3u4 3 -1 -5 77T 28 19 1 240 9 5 =6 166 20 =10
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STRUCTURE FACTDRS CONTINUED FOR :
THORIUM(IV) TETPAKIS(PYRAZOLIDE HEXAFLUOROACETONE) PAGE13

L FOB SG DEL - L'FOB SG DEL L FOB SG DEL L FOB SG DEL L FOB SG DEL
-5 194 13 ¢ -6 156 2¢ 9 -4 1271 15 13 He K= 10, -4
-4 106 11 -1 -3 127 1 -0 -3 229 7 6 -6 188 26 6
-3 106 1¢ 8 -4 236 8 8 ~=-2103 12 1% =5 140 19 2
-2 74 25 -14 -3 89 20 -2 =-1138 7 1C <-4 107 13 2
-3 192 9 =0 =2.279 4 8 017 8 0 =3 209 .22 1

0 136 8 -2 -1128 1 -3 HeK= 9y 3 -2 89 27 7

1 5423 18 0237 5 =3 =-617514 17 -1 131 11 5

22719 8 11 1185 8 é& -5 104 33 7 0 181 12 11

HeyKz 9y =7 2 J 56 ~£2% -4 289 14 8 HeK= 19, =3
-7 284 4 =5 HeK= 9y -2 =3 &8 49 -9 =6 141 18 5
-6 177 8 & -8.238 ¢ 1 -2134 8 -0 -5 161 11 =2
-5.134 19 1 -7 0 65 -51% -1 129 10 6 -4 187 10 29
-4 207 8 12 -6 172 12 3 HeK= 99 4 =3 104 13 24
-3 73 33 43 -5 248 12 =3 =5 1¢9 12 8 -2 182 26 - 4
-2 147 19 11 -4 50 6C 4% -4 57 63 -15% -1 129 10 2

-1 147 1 5 =3 347 &£ 8 ~3188 8 5 0 102 16 =6

0 132 11 S -2'1¢1 8 2 =-2103 11 -8 “HeK= 10y =2

1 2389 10 2 =-1.166 7 -0 HeK= 10,-10 =6 174 12 6

2 16 20 -3 0 184 ¢ 2 -3 175 14 2 -5 206 8 5

HeK= 9o -6 .1 83 20 -19 -2 88 47 19 -4 44 28 16
-7 69 33 =¢ 2 218 14 11 HeK= 10¢ -9 =3 165 10 0
-6 204 9 4  HyK=" Gy -1 -5 79 82 3% -2 114 23 6
-5 177 11 7 -8 0 45 -1%* -4 216 8 7 -1157T 7 -4
-4 69 47 3 -7 146 14 ~5 =3 44 41 0 0 167 13 -1
-3 150 12 E -6 164 8 13 -2 164 6 9 HeK= 10s =1
-2 159 28 3 -5122 22 3 -1 114 29 -7 -6 181 12 11
-1 203 8 2 -4291 1 8 HyK= 10, -8 =5 117 23 21

0 201 5 3 -3 22 60 —-24% -5 127 14 -1 -4 191 14 4 -
1 62 74 17* -2 182 21 -1 -4 6% 21 -18 =3 0 53 -47%
2 247 6 -6 -1 1€4 16 0 -3 187 1 -5 =2 199 .12 -5 -
-

HeK= 9y ~5 © 164 41 323 -2 ¢4 46 -12 -1 14916 10
-8 33 86 25% 1 213 €& 10 ~1 17313 13 HeK= 10, O
-7 236 15 =2 2 7121 sS4 0175 8 2 -6 l44 32 13
-6 ‘134 1C 18 HyK= Gy O HeK= 10y =7 -5 221 10 4
-5 147 8 14 =1 72 31 6 -6 126 19 15 =4 59 66 20%
-4 193 8 3 -€ 167 14 1 -5 191 11 =4 -3 236 4 8
-3 0 4C —46% -5 275 3 0 -4 241 12 =1 -2 195 22 14
«2 271 6 2 -4 51 76 -S5% -3 33 49 27* -1 189 9 19
-1 231 9 16 =-32:5) 13 5 -2 173 12 17 HeK= 12, 1

015217 3 -2 9719 & -111610 4 -5 129 14 25
1 199 14 -1 -1'1¢4 12. 4 0 68 74 21% -4 284 11 3
2 121 3) 31 027 12 -1 "HeK= 10, =6 ~3 83 15 53

HiK= Gy =4 1 88 14 20 -6 190 l6 2. =2 247 11 10
-8 226 5 ~1 HeK= S, 1 =518 6 13
-7 80 15 =21 =7171 71 -1C -4 173 23 2
-6 160 7 8 =€ 162 S -10 -3 216 15 &

-5 164 12 1¢ -5 11315 8 -2 78 29 9
-4 66 21 48 ~4 267 6 - 2 -112T7 10 5
-2333 4 6 -3 14 43 0% 0 191 17 4
-2 163 11 -1 -2 208 12 =1  HeK= 10y -5
-1 217 9 -1 -1189 8 8 -6 111 15. -3
C 236 11 1¢ € 69 50 -22 -5 19C 10 3
1 31 46 6% 1 306 10 10 =4 190 19 10
2 156 10 -1 HeK=. 9, 2 ~3 40 48 15%
HeK= 94 =3 =7 57 68 <-9% -2 1713 17 9
-8 52 €4 26* -¢ 165 12 10 -1 13¢ 8 9
-7 193 25 1l =-5233 S -8 0 87 41 30



Supplementary 0
Table 6. , 5
OBSERVED STRUCTURE FACTORS, STANDARD DEVIATIONS, AND OIFFERENCES (X 4.0) FOR

URANITUM(IV) TETRAKIS{(PYRAZOLIDE~HEXAFLUGROACETONE) F(0,0,0) = 4335
" FOB AND FCA ARE THE OBSERVED AND CALCULATED STRUCTURE FACTORS.
SG = ESTIMATED STANDARD CEVIATION OF FOB. DEL = /F0OB/ ~ /FCA/.
% INDICATES ZERO WEIGHTED DATA. »
L FOB SG DEL L FOB SG DEL L FOB SG DEL L FCB SG DEL L FOB SG DEL
HeK= 0y O 2 742 5 -7 £ 365 3 1 9 89 27:~11% -8 86 34 4%
1 0%35-253¢ 3 357 2 -4 €176 4 -1 10 70 25 -12% -7 292 4 3
2 101 5 3 4 145 4 0 7 45 51 23% 11 145 9 4 -6 214 8 9
3 54 1 0O 5378 3 4 8 139 11 11 HeK= Oy, 7 =5 120 14 7
4 51 10 6% 6 245 4 1 S 105 9 -0 <11 53 54 =7% =4 436 6 4
5191 4 -5 7 39 46 -16% 10 129 12 -2 -10 110 14 =3 <=3 164 5 1
6 364 3 3 8 256 & 2 11 18219 12 -9 211 3 4 =2 201 5 -8
7T 69 21 <3 9 143 1C 10 HeK= 0y 5 =8 37 41 4% -1 374 4 -1
8 360 3 -1 10 151 13 8 -12 168 13 5 =7 367 3 4 Q 0 38 -57%*
9 168 14 14 11168 8 10 -11 53 58 21% ~6 392 5 2 1 265 4 -6
10 150 &8 9 ‘HeK= 0, 3 =10 184.11 12 -5 21 40 =-4* 2 355 &6 3
11 201 16 6 -12 154 1C -2 =-S 220 13 4 -4 445 1 .1 3149 12 -1
12 77 85 58*-11 74 21 15% -€ 131 12 2 ~3 57 25 3% 4 298 4 -5
HeK= 0, 1 -10 124 10 12 -7 372 9 6 —~2 273 2 4 5 107 11 18
-12 124 34 2% -9 229 10 1 -€270 6 -2 -1 282 2 =2 6 103 14 9
~11 70 27 =4% -8 25 47 <-1% -5119 4 2 0 0 50 -19% 7 220 7 -1
. «10 116 18 -12 ~7 359 3 4 =4 501 2 4 1169 3 <4 8 41 69 1l4%
-9 230 6 -~-5 -6 284 4 3 -3 86 10 ~-11 2 621 2 1 9 124 21 23
‘~8 36 42 =-0% -5 237 3 0 -2 327 3 4 3116 4 7 10 108 42 10*
-7 266 T =6 =4 444 2 4 -1 420 3 1 4 390 4 -3 ‘HyK= 0y 10
-6 382 2 -0 -3 26 31 ~-5% C 21 30 o 5 171 4 4 =10 147 14 5
-5 166 9 -5 -2 280 2 3 1394 2 -3 6 131 14 1 -9 70 37 -~2%
-4 74 10 4 1374 2 .2 2 409 3 1 7 163 4 10 =8 224 1 =3
-3 148 5 4 ) 0 50 -13% 3 120 12 16 8 90 22 8% -7 182 17 9
-2 186 4 4 1 443 3 <2 4 558 7 4 9 144 14 =5 -6 137 ¢ 7
-1 695 9 -8- 2432 4 -1 5§ 7111 -7 10 122 16 4 -5 298 3 1
1 828 6 ~15 3271 3 3 € 232 8 3 HeK= 0, 8 =4 108 16 1
2 98 9 5 4 572 6 -5 1275 5 2 -11 182 15 =6 =3 326 3 3
3 431 2 3 5 181 17 2 € 103 19 =4 ~-10 103 19 -22 -2 220 28 -29
4 116 3 .3 6 254 4 2 9213 9 -3 -9 88 12 18 =1 0 69 ~81%
5 185 6 0 7398 6 =2 10178 14 6 =8 230 8 3 0 462 S5 -1
6 289 6 0 8 3557 -7+« 11 58 81 39% -7 227 6 7 1 143 5 5
7 364 4 -3 9197 22 =2 HeK= 0y 6 =6 123 10 3 2 125 13 -4
8 57T ST 18% 10 173 12 4 -11 173 11 ~1 -5 442 3 -1 3 286 3 5 .
9 249 10 5 11 25 65 —44%1C 123 11 -5 =4 150 3 1 4 " 49 58 4%
10 213 8 4 HeyK= 0Oy 4 =S 104 11 1 -3337 5 3- 5161 6 1
11 79 41 10%-12 40 53 19% -8 146 15 =10 =2 245 2 -3 6 241 10 3
12 152 20 21 -1} 201 22 24 . -7 171 4 11 -1'100 40 -=75%x 7 62 31 21%*
HeK= 0, 2 -10 108 25 13% --€ 291 2 3 0 266 3 =4 8 127 25 ~1%
-12 60 75 45% -9 70 3C =4% -5 379 3 10 1 330 3 4 9 107 38 29%
-11 209 9 ~0 =~8 325 4 3 -4 90 & 8 2 288 5 <=4 Hek= 0, 11
-10 119 17 22 -7 182 10 ~12 -2 397 2 3 3 435 2 1 ~10 154 11 ~9
-9 59 71 21% -6 362 5 =0 =2 l46 3 1 4 80 8 =0 -9 20017 -1
-8 389 5 3 ~5 354 3 -1 =-1221 2 1 5 236 5 =2 =8 49 25 7%
-7 84 8 3 ~4 3912 =-4* (C 325 2 =2 6 245 4 8 =7 217 10 -1
-6 334 4 7 -3 436 4 8 1 431 3 =2 7 61 17 =26% =6 246 12 1
-5 567 S 9 -2 264 4 1 2 350 2 -3 8 230 6 9 =5 24 51 9%
-4 123 7 0 -1 479 3 8 2393 3 -1 9 93 12 S =4 257 4 5
-3 582 4 10 0 82 12 5 4 28 44 ~38% 10 53 28 0% -3 186 4 =1
-2 262 1 1 1 451 2 2 £ 240 5 -8  Hek= 0, 9 =2 0101-157%
-1 290 S5 2 2 3717 1 1 € 281 9 . 1-11 117 21 0 -1 333 11 2
0 954 3 -10 3 485 2 1 7 50 59 12%-10 101 11 =3 0 0 65 -91%
1 199 5 3 4 40 23 ~-14% 8 223 T 3 -9 194 22 ] 1 290 5 2



v U

STRUCTURE FACTORS CONTINUED FCR
URANTUM(IV) TETRAKIS(PYRAZOLIDE-HEXAFLUOROACETONE)

L FOB SG DEL
2 85 12 -18
3 32 42 -31%
4 199 7 -3
5 117 1 -1
6 40 42 —1l4%*
7 184 15 19
8 42 70 13%
9 128 19 5.
HeK= 0y 12
-9 58 83 —44%
-8 277 16 4
-7 91 44 8%
-6 121 1 3
-5 372 5 1
~4 50 55 -13%
-3179 13 11
-2 22) 18 -17
-1 132 7 -19
0 412 3 1
1 129 14 0
2 212 10 2
3265 9 11
4 77 31 —-17%
5 65 16 —12¢
6 164 8 10
7 0 71 -9%
8 151 30 2%
HeK= 0, 13
-9 135 19 1l
-8 53 25 371%
-7 206 16 ~3
-6 151 9 <=2
-5 0 64 ~-27%
-4 260 8 7
-3 0136 ~60%
-2 30 54 --78%
-1 309 6 -~10
0 15 87 -82%
1 236 6 1
2 230 4 1
3 0 73 -36%
4 191 10 23 .
5 139 15 4
6 87104 11%
7 146 18 15
HeK= 0y 14
-8 182 16 13
-7 45 72 -20%
-6 119 19 -5
-5 263 8 3
=4 13 65 3%
-3 187 29 ~217
-2 214 13 -2
-1 0 69 ~-35%
0 202 8 ~5
1 41 41 -20%
2 167

10 4

L FOB
3 214
4 9
5 149
6 140
HeK=
-7 131
-6 163
-5 56
-4 195
-3 60
-2 52
-1 179

1 114

HyK=
-3 126
-2 131
-1 6

o 99
1 109
_ HeK=
-2 29
-1 101
0 117

2 143
3 60
4 80
. H|K=
~4 135

SG

6
59
10

48
11
26
23
26
12
21
2%
68
O,
19
11
50
30
34

14

17
13
30
79
13
83
6S

1,-

22

DEL
14
-29%
23
21
15

12%
. =5*
21
22%
17
~-31=»
8
8*
g*
-0

-30% -

[0}
8
-10*
18
-12
-3
-17%
-q%
21%
18
-0%
2
o*
-6%

2

-54%
10%
17
17

L
-3
-2
-1

c

1

2

2

4

-5
-4
-2
-2
-1

WA -0

4
5
6
1

-6
-5
g
-3
-2
-1

BN WNEO

-8

NS WN O

FOB
21
174
65
53
176
0
116
199
30
HeK=
48
61
174
0
85
146
0
156
135
84
241
50
106
H.K‘
17
109
162
0
86
139
73
168
74
123
145
43
207
127
He K=
45
117
70
86
183
115
184
368
85
183
142
64
201
116
148

157

HeK=
72

SG DEL
55 4%
14 5
81 ~22%
37 =27%
18 9
91 -57%
16 5
16 10
47 30%
19‘16
58 -28%
67 5%
12 6
71 = 74%
36 b*
28 -15%
80 -25%
17 ~14
17 6
18 0%
S 14
64 =-10%
45 ~-17%
1l,-
6T =22%
23 2%
8 -9
46 -2%
22 ~1l1l=%
22 -35
28 ~57%
6 =3
42 ~4*
23 =-3x%
26 ~18
51 27%
9 =4
20 -9
1,
53 31x
48 =5%
T4 ~-18%
55 1%
9 ~-11
20 =27
28 ~20
19 =12
13 8
15 ~4
9 1
69 ~38%
7 -0
10 -20
16 -0
22 17
l1¢-13
89 1l6%

51

PA
L FOB SG DEL L FOB SG
-7.128 21 -4 10 89 23
-& 21 79 -38% HeK= 1,
-5 139 11 -7 =10 47 73
-4 165 13 4 =9 98 12
-3 0 45 ~19% -8 189 13
-2 207 7 =71 =1 34 42
-1 136 33 =-65% -6 250 20
0 0 60 =-97% =5 179 18
1 312 13 ~3 =4 7218
2 8313 =27 =3 297 6
3 128 11 -4 =2 150195
4 215 9 -3 =1 180 5
5 0 56 -=39% 0 436 13
6 186 14 =9 38 532
7 240 11 2 2 344 3
8 75 43 -8% 3 317 3
9 163 13 3 4 185 7
T HeK=  1e~12 5 2716 10
-9 91 14 9 6 148 15
-8 116 11 -7 7 61 75
-7 0 46 =25% 8 199 9
-6 185 21 -5 9 077
-5 132 14 =13 10 144 22
-4 46 55 =~19% HeK= 1,
-3 234 6 9 -10 150 18
-2 Cl12-127% -9 90 28
-1:339 20 -7 -8 36 57
0 341 16 =0 =7 255 14
1 110 13 -7 =6 170 26
2 269 17 3 =5 154 8
3217 8 -0 =4.291 5
4 T4 27 -21% -3 2 33
5 245 5 8 =2 2271 3
6 46 49 -12* -1 391 5
7192 5 5 0 172 &
8 213 5 ~-10 1 404 16
9 0 73 -25% 2 165 8
HeK= 1,-11 3 168 5
-9 95 21 =~6% 4 245 8
-8 36 54 4% S 60 14
-7 202 21 -6 6 327 10
-6 18 42 -16% 1T 249 S
-5 152 20 =4 8 73 13
-4 208 6 6 9 215 8
-3 24 52 =4*% 10 113 18

“2 196 15 —42 H'K= lr
-1 262 10 -8 =10 31 77
0 75 12 =20 -9 119 19
1271 5 -2 =8 186 18
2 134 15 0 -7 67 32
3201 8 -5 =6 267 4
4 278 9 =4 =5 264 8
5 24 63 13% =4 161 16
6 252 16 2 =3 398 10
T 252 S =3 =2 97 12
8 47 36 ~13*% -1 313 3
9 160 14 =2 0 765 1S

GE 2
OEL
12%
~10
_8*
-9
-11
21%

-9
-3%

-91%

-10%



STRUCTURE FACTORS CONTINUED FOR
URANIUM(IV) TETRAKIS{PYRAZOLIDE~HEXAFLUOROACETONE)

- v
COVONCWMDWNM=T-

I B
bt s
O =

Lot~ i1
~N® O

VOOV WNEO

FOB
0
376
254
52
168
252
116
279
56
170
156
H'K=
40
146
152
60
280
168
256
327
130
443
228
73
611
444
179
373
55
328
198
113

139

SG DEL" L FOB
38 -10% 10 181
6 -3 11 132
4 0 H,K=
17 13%-11 51
7 -3 -10 142
10 1l -9 129
10 -3 -8 112
17 -15 -7 354
36 4% -6 130
9 10 -5 204
10 3 -4 481
1y -7 -3 85
76 14*% =2 454
27 16% =1 405
14 -3 0 121
35 21* 1 668
8 -3 2 411
17 -14 3 320
L § 4 561
3 -5 5 7
10 13 6 391
2 =0 7 227
3 ~1 8 49
13 =6 9 265
9 =5 10 110
S 4 11 117
8 -8 H'K=
2 -3 -12 0
22 16%-11 160
2 =-2-10 74
17 -3 -9 94
19 3 -8 192
18 -8 -7 68
23 -7 -6 203
14 22 -5 384
1, -6 -4 &5
21 -0 -3 3224
64 -5% -2 186
22 171* -1 675
5 - 0 763
38 —4% ]} 213
7 =9 2 373
5 -3 3 462
7 2 4 136
2 -2 S 549
15 5« 6 207
4 2 7 294
3 2 8 225
13 ~11* 9 124
2 -1 10 206
4 3 11 177
8 7 HeK=
9 -2 -12 163
11 0 ~-11 45
8 -0 -10 200
13 -11 -9 132
27 17+ -8 114

SG DEL L
14 4 -7
21 =10 ~¢
ly =5 =5
60 21% -4
23 ~17 =2
17 -1 -2
10 -4 <=1
8§ -8 C
13 4 1
18 ~-12 2
5 -8 3
9 4 4
2 =0 s
1 =1 €
4 -3 7
K 4 8
7 4 S
3 2 1¢C
8§ -1 11
8 6
4 -1 -12
20 2 ~-11
26 ~-10%*-1C
11 -11 =S
8 S -8
10 23 -7
1y =4 =¢
55 -39% -5
15 -1 <=4
56 =2% -3
34 =4% -2
5 =0 -1
81 -4% ¢
6 -5 1
8 -5 2
12 10 3
3 1 4
4 -5 &
1 1 €
8 4 7
3 S [}
7 2 S
5 =2 1¢C
S 1 11
9 ]
4 -4 =12
3 1-11
13 3 -1C
17 -1 -G
17 -16 -8
17 2 -1
1y -3 <€
20 7 -£
6S —~7% —-4
5 3 -2
11 ¢ -2
10 =17 -1

F08
281
369
97
427
56

473

80
113
402
172

45
400

48
354
274
163
170

97

88

H'K=

40
183

99
191
376

86

158

586
47
552
177
899
883
476
671
400
32
446
226
94
298
63
191
158
""K=
142
74
195
232
83
305
265
315
190
211
161
460

S6
8
6

11

-
N oS

[

W .
VUV LWLWLLWWSHENO N

N
o

- O
W
-

DEL L
-7 0
-2 1
-5 2
-5 3
-6% 4

-1 5

8 6
-3 7
-1 8
-3 9

6% 10
-4 11
-0%

0 -12
-0 -11
-1 -10

4 -9

9 -8

3% -7
-2 -6
23% =5

6 -4
-1% -3
-8 =2

-11 -1
14% 0
-5 1
-2 2
-3% 3
-6 4
-4 5

3 6
-1 7

9 8

2 9

1 10

6% 11
-l :

-12 -12

-13%-11
-3 -10
30% ~9

2 -8
-1 =7
-1 -6
'3 =5
33% —4

2 -3
-1 =2
-9% -]
-9 0

6 1
-3 2
-6 3
-3 4

4 5

6

FOB SG DEL L
0%20 =22%* 7
399 2 5 8
T4 2 1 9
264 6 2 10
354 2 1 11
67 19 -8%
207 4 3 -12
151 18 «4 -11
93 20 5%=10
186 18 -6 -9
13117 ~-11 -8
85 22 17% -7
HeK= 1y 0 =6
47 57 32% =5
227 5 4 =4
131 9 =2 <3
179 6 =3 =2
35 6 -7 -1
81 7 13 0
464 14 6 1
64C 1 2 2
1863 S 3 3
5§63 2 =0 4
87 4 8 5
162 49 =20% 6
337708-445% 7
62 14 5% 8
679 1 4 .9
747 9 2 10
116 3 3 11
121 5 4
261 4 =2 =12
63 28 =-22*~11
261 4 -3 -10
46 58 18% =9
157 10 6 =8
163 32 -6% =7
HeK= 1, 1 =6
148 19 -9 =5
5C 30 =-8% -4
172 17 11 -3
185 17 =15 =2
131 12 6 -1
266 4 -6 0
85 9 18 1
371 71 -5 2
150 15 -10 3
149 6 15 4
96 S5 =2 5
839 3 -8 6
290 8 -8 7
472 4 9 8
473 2 -1 9
805 S5 4 10
418 13 -2 11
287 8 1
272 3 4 ~12

52

159

HeK=
175
28
181
192
102
266
305
130
500
275
526
628
145
682
534
266
432
301
242
258
63
2¢€1
109
60
HeK=
8l

PAGE 3
SG DEL
8 10
62 T*
11 -5
11 -8
45 =29%
ly 2
55 16%
19 =4
46 =3%
11 10
11 -1
17 -5
14 3
9 8
7 =6
1 1
7 6
7 2
3 2
é 3
2 0
4 =5
43 21%
5 =0
3 2
35 4%
s =2
28 19%
21 ~15%
16 17
l, 3
6 =1
61 S%
1C (0}
8 ~-16
8 4
10 -1
9 6
5 1
6 =5
6 9
4 =1
6 -5
2 =0
5 -8
8§ -1
3 2
& -4
] 1
8 -12
5 =0
17 -1x%
6 3
14 13
12 4%
le 4
52 31%



C 0

STRUCTURE FACTORS CONTINUED FCR
URANIUM(IV) TETRAKI S (PYRAZOL IDE-HE XAFLUCROACETONE)

U ]
O™~

i
[
N

=11

-10

=5
-4

UL T I I A
VONOVDIDWNHORMNWSLIWVMOND O

T .
OQVOAO~NOOWVSIGWNKELD

F08
168

40
123
334

85
n
441

20
395
447
281
537

358
396
105

259
80
257
88
147
142
HoK=
127
63
135
160

.62

294

90

SG DEL - L FOB SG DEL 'L
8 -9. -3526 5 0 8
48 -28% -2 341 2 -1 S
10 12 -1 394 3 3
3 =5. 0 309 8 ~10 -11
10 18 1279 5 -3 -1C
8 -8 2166 10 =6 =9
2 0 321 3 -8 -8
50 =7% 4 0 45 -18% -7
3 .0 5296 10 ~6& =-¢
2 -2 622215 -4 =5
4 =3 7148 6 2 -4
3 -4 822315 9 =32
20 ~11% 9 97 26 5% =2
6 -2 1012314 5 =1
6 ~12 HeK= 1y 7 C
4 -5 -11 54 65 28% 1}
4 -5 -10 12211 -4 2
12 2 -9 169 11 -11 2
23 -6%-8. 87 10 -6 . 4
7 -9 -7323 6 0 5
22 -2% -6 192 1 -8 &
18 -1 =5 147 19 -9 1
10 13 -4 382 5 1 8
1, 5 -3104 17 -0 S
73 ~24% -2 514 5 2
64 48% -1 372 4 =6 -10
14 =5 0 66 12 =4 =S
16 -8 1 393 5§ =9 -8
22 30% 2129 4 -1 =1
9 ~-12 3319 & & =6
4 -2 4 43718 ~1 =5
6 -0 5165 5 -6 -4
2 -1 6190 6 3 =2
7 5 7199 15 =4 =2
2 3 8 7419 43% -}
6 =0 9 112 21 ~-18* C
7 -2 10 73 56 -23*% 1
10 =18 - HeK= 1y 8 2
2 -2 -11 127 24 -8% 2
2 -2 -10166 12 13 4
7 -6 -9 134 17 17 5
8 5 -825 4 -2 6
6 -7 -7 148 9 =1 7
6 2 -6163 & -1 8
58 ~24% -5 411 4 -4
19 =5 =4 101 21 =3*1C
14 -3 -3 479 5 -3 ~9
1y 6 =2 274 .8 -8 =8
26 18% -1 259 & 12 =1
‘14 =1 0 7917 =6% -6
18 7 . 1275 3 =1 =5
25 =2% 2 340 4 4 =4
3 -6 333717 -2 =3
11 -9 4 41 51 ~32% =2
§ -7 5303 4 =5 ~1
5 =3 6159 1 5 ¢
7 3 1 15 =5 1

FOB
172
45
H'K=
1]
162
202
53
255
159
133
332
193
284

212
30 -

200
194
133
297

90
188
169

73
137

HeK=

141
169
255
73
241
259
30
278
157
43
380
54
210
290
67
194
131
70
149
HoK=
154
201
79
198
215
92
192
222
120
289
34
282

SG6

10

53
1.
70
1
6
20
14
10
14

71

DEL L FOB
1l 2 216
-8% 3 126
9 4 230
-67% 5 101
-1 6 88
3 7 148
-27% 8 517
12 HeK=
7 -10 124
6 -9 87
4 =8 219
9 =7 44
0 -6 216
-10 -5 310
-15% -4 0
-4 =3 238
~4 =2 312
3 -1 0
10 0 296
8 1 45
0 2 196
-5 3 216
64% 4 87
18« 5 116
10 6 103
6 7 0
14 HyK=
3 -9 153
2% -8 36
-1 =7 132
-3 -6 137
13% -5 99
1 -4 230
-11 -3 37
-10% ~-2. 154
s -1 2917
-8« 0 35
-5 1 255
-5 2 201
11= 3 96
6 4 197
-7 5 78
l6% 6 54
13 HeK=
11 -8 186
-2 -7 92
1 -6 119
14% -5 197
1 -4 47
0 -3 230
10% -2 222
6 -1 39
-1 0 145
-6 1 100
-2 2 132
-6% 3 169
-4 4

75

.SG DEL
6 =5
14 =5
S 2
11 1
14 13
14 23
41 39%
1y 12
27 - 1%
17 7%
6 10
72 27*
5 1
22 =3
40 ~41%
4 5
8 -1~
54 ~41%
8 -0
46 =35%

8 =10
7 3
17 21=
9 21
13 4
67 -30%
1, 13
10 7
54 20x
23 =2
T . -9
50 <=4%
9 =6
55 ~31%
11 4
3 =2
83 25%
4 -6
10 7
16 =20

23 24
23 11=%
76 =22*
1, 14
18 1
16 -1
31 13%
15 1
S4 ~13%
7 13
10 8
49 ~8%
6 1
12 =12
15 -4
10 5
23 69

53

PAGE 4
L FOB SG DEL
5 146 16 11

6 121 19 21
He K= 1, 15

-6 145 30 -7*

-1 174 9 2
0 0 53 ~14%
1 176 10 13
2 117 12 -1
3 21 64 -27%
4 168 15 12
5 59 70 13x

HeK= 1, 16

-2 141 30 10%
-1 31 48 -28%
0 182 10 21
1 76 26 -12%
2 81 71 -1%

HyK= 1, 17
-5 61 73 bL¥

=4 164 23 -3

-3 94 38 14%
-2 140 14 S
-1 127 13 -3
0 26 46 1l4*
1 127 25 6%
2 117 32 13%
H'K= 2,-19
0 42 68 =45%
1 18 13 14
HeK= 2,-18
-3 147 18 6
-2 0 72 -11%
-1 146 23 9
0 176 12 =2
65 ~29%

3 91 27 4%

-3 0115 =—43x%

0 77 24 <~7%

2 53 63 26%



STRUCTURE FACTORS CONTINUED FCR
URANIUM(IV) TETRAKIS(PYRAZOLIDE=HEXAFLUOROACETONE)

L
3
4
5
6

-6
-5
-4
-3
-2
-1

SOV WN~O

FO8
165
162

45
140

HeK=

142

FQ08.

188
116

€0
274
180
128
299

88
251
244

56
234
133
105
150

H'K=

98
98
47

252

182
78

268
57

195

191

104

323

127

102

282

100

204

178

0

H,K-’-

SG DEL L
24 12 -5
16 15 -4
50 1% -3
17 -30 -2
2+-16 <=1
25 2 (o}
52 -52%x 1
92 -12*% 2
29 2 3
54 -33% 4
25 -6 5
23 12 6
55 30% 7
5 5 8
18 -17 9
22 ~18%
12 23 -9
26 45% -8
16 -1 -7
2¢4~15 =6
12 2 =5
51 ~9% -4
19 -3 -3
1¢ 5 =2
48 ~34% -1
317 4%« 0
37 -11x 1
11 -8 2
& =4 3
11 -5 4
20 3 S
31 T* 6
63 -21% 7
14 18 8
30 19% 9
21-14
23 2%~10
52 28% -9
8 1 -8
12 2 -7
11 -0 -6
11 4 =5
42 10% -4
12 <13 -3
8 -8 -2
40 -3% -]
9-10 0
10 3 1
7 ~-13 2
15 9 3
67 —20% 4
12 4 5
10 -2 6
2,-13 7
71 -51*% 8
15 -9 9
61 -18%¥

93
69
104
172
15
138
236
38
248
133
171
253

87

187

- 288

11
248
184
166
163

,H,K:

SG DEL L
12 2 -1C
18 2 -5
26 S% —-¢
17 -2 =1
6 4 -—-¢
6 ~5 ~5
19 -1 =4
29 =~5% ~2
15 0 -2
4 4 -1
37 15% (C
13 6 1
12 1 2
15 6 3
25 =21 4
2:~12 5
37 3% ¢
11 17 7
58 16% ¢
8 3 9
21 -0 10
79 =17+*
7 -3 -10
24 =8% -6
7 =3 -8
4 =3 =1
31 -23% ~¢
9 =5 -£
15 0 -4
8 -3 -2
5 1 -2
25 11% -}
10 2 C
21 3 1
88 -5% 2
2+-11 2
49 =-15* 4
28 1» £
18 17 ¢
i¢ 2 7
23 =29 8
] 7 S
10 7 1¢C
48 10%
13 -8 -11
6 1 ~-10
15 -0 -6
4 -9 -8
25 =17% -7
11 -3 =-¢
4 0 =5
63 8% -4
8 -6 -3
18 -2 =2
15 o -1
7 7 c
2+-10 1

£08
0
147
169
35
214
201
86
273
182
2717
240
59
271
157
48

FoK=
1li9
15
119
176

180
350

80
278
184
350
417

19

SG DEL L
53 =34% 2
26 8 3
7 =4 4
46 5% 5
9 =2 6
4 -0 7
20 =-10* 8
13 -10 9
10 7 10
5 ~-10
5 -3 -~-11
61 =-17%~10
6 2 -9
8 4 -8
21 10% -7
16 1 -6
7 7 -5
14 4 =4
13 -0 -3
45 25% -2
9 18 -1
2) -9 ]
10 4 1
24 =2% 2
9 11 3
6 0 4
49 =37% 5
4 -9 6
4 =9 T
21 -0% §
12 =7 9
2 -1 10
8 -11 11
13 2
7 -4 =11
8 -3 -~10
8 6 =9
45 =14% -8
6 4 =7
12 -7 -6
10 -2 -5
16 =2 =4
56 =37% =3
2¢ -8 =2
33 ~12% -~}
35 27% O
12 5 1
11 -3 2
46 -26% 3
9 =5 4
11 -0 5
14 2 6
2 1 7
5 -0 8
11 -3 9.
2 ~1 10
38 -25% 11

FOB
189
127
18
262
155
187
239
39
209
H'K=
20
157
100
177
267
204
244
225
65
685
441
129
761
46
414

208

451

335
470
219
414
244
147
358
135
157
296

44
195
119

SG

O~y

25
34

22
48
16
8
61
6
5

W

W ok
N

N -
SO dNDOUMIMIEUVUNN~N

DEL L
-7 _
-4 =12

4 —-11
2 -10
-2 =9
7 -8
-1 -7
22% =6
-5 =5
-7 =4
10% -3
2 =2
1* -1
1 0
-4 1
-1 2

-12 3
-7 4
-2% .5
-3 6

1 7
-8 8
-1 9

3% 10
-1 11

2

-3 ~12
7 -11
-7 ~10
2% =9
-1 -8
13% =7
1* =6
-6 =5
-16% -4
-4 3% =3
-8 =2
-10 -1
-9%x 0
-6 1
-2 2
-3 3
-1 4
-40% ~ 5
8 6
-4 7
5 8
3.9
-6 10
-6 11

4
-4 =12
-6 ~-11
-8 ~-10
40% -9

1 -8
10 =7

54

PAGE 5
FOB SG DEL
HoeK= 20 -5
132 28 -9%
31 46 20%
194 7 ' 5
108 54 =8%
140 24 -11
332 4 -14
118 9 0]
276 6 -8
495 2 1
156 8 .1
516 2 2
528 1 -3
238 2 1
385 2 2
270 3 -1
423 2 1
416 5 2
42 50 8x
354 10 <=2
148 8 <2
60 43 1%
242 12 =6
20 44 ~14%
S8 19 12%
HeK= = 24 =4
89106 73%
154 22 . -5
75 26 23%*
183 7 2
2718 17 =2
34 55 -8%
407 8 =5
295 4 -3
294 8 -0
419 4 0
335 4 =3
384 7 <=2
608 2 -1
176 6 =2
762 5 3
281 5 =0
167 4 =2
443 4 2
249 11 ~7
179 4 -3
238 T =6
0 42 ~13%
238 9 -~11
142 29 -8
H'K= 2’ -3
108 26 -18%
18 71 ~13x
187 11 -2
160 11 =20
170 16 -8
305

3 =6



STRUCTURE FACTORS CONTINUED FOR
URANIUM(IV) TETRAKIS(PYRAZOL IDE=HEXAFLUOROACETONE)

L FOB
41

331
52
158
2317
69
704
89
4179
548
20
185
196
0
266
106
89
HeK=
0
172

-t Pt
= OVWONOVNHWNTO

$ 1t
(et fud st
Q=N

v o RSN E
OV NOUVMPWNEORNWSDITVOYDO

P
Yot bt s s
OrnN

T T T I I I I
NWLWSHSPUVOY O

312

e

SG DEL. L FOB
46 =T+ 1 947
4 5 2 471
5 2 3 668
8 19 4 506
5 =4. 5136
3 -1 6 308
12 -1 7 233
2 3 8 89
9 7 -9 282
7 2 10 138
7 0 11 48
36 13% HoK=
4 4 ~12 55
11 9 -11 152
38 ~18%-10-135
8 -12 -9 155
23 ~9% -8 263
§3 20% ~7 37
29 =2 =6 498
46 -55% -5 170
12 ~1 =4 236
20 ~5% ~3 914
-7 =12 ~2 218
3 -3 -1 58
35.-23%* 0 80
2 =2 1 224
9 4 2 344
7 6 3 772
2 2 4 344
1 1 5 351
2 2 -6 86
1 -2 7 192
1 1 8 262
s 5 9 57
3 4 10 132
25 15% 11 139
3 -1 HeK=
3 =0 -12 149
5 4 =11 0
6 =2 -10 195
45 13*% -9 116
8 5 -8 98
16 11 --7.315
2y =1 =6 265
10 -3 -5 216
73 65% ~4 336
1C -1 ~3 484
1C -2 -2 628
10 -14 -1 309
7 -6 0213
19 5 1 386
3 -0 2 492
6 0 3 631
6 8 4 326
1 -3 5 28
8 7 6 425
17 =3% 7 199

SG DEL L
2 4 8
3 6 9
6 10 1C
3 =4 11
3 (]

12 -6 -12
3 =3 -11

22 =2%*-1C

13 -9 -9

10 7 -8

34 ~26% -1
Zp 0 -6

30 3% -5

28 =7 =4

.14 -7 -3

13 3 =2
5 -6 =1

39 24% 0
9 -8 1
6 -3 2
5 -8 2
4 -5 4
7 7 s

13 0% 6
4 0 1
4 =4 8
4 10 9
6 5 1¢C
9 =0
5 =4 =12
8 14 -11

1¢ -4 -]1C

12 -6 =6

23 35% -¢

15 & =1

18 1 -é¢
2y 1 =&

28 =~15% <4

56 =-35% ~3

19 =3 =2

4 ~6% -]

17 -3 4]
5 =4 1
2 2 2
6 =14 3
2 1 4
2 3 5
2 1 €
3 =3 7
7 =6 8
2 -1 S
4 =2 1C
8 6
4 -3 -12

33 15%11
5 ¢ ~-10
4

0 =S

FOB
107
215

95

72
HeK=
76
200
109
212
339
78
259
230
15
475
12
186
651
58
278
207
171
316
102
75
297
39
142
HeK=
149

52
195
206
152
308
458 .
395
346
189
756
561
246
585
182
432
413

19
156
197

90
186
110
KoK=

52
203

12
172

6

SG DEL L
7 10 -8
9 17 -7

27 =7* -6

36 -12% -5
2¢ 2 =4

36 49% -3
9 7 =2

13 3 -1
9 -3 0
8 =6 1

18 12*% 2
8 =2 3
3 1 4

21 15« 5
1 0 6

41 ~24% 7
6 -6 8
2 -3 °9

12 -16% 10
4 1
2 =3 =12
7 9 -11
3 0 ~10

11 5 =9

12 17 -8

11 =2 -7

58 22% =6

10 18 =5
29 3 -4

12 8 =3

62 38% =2
6 =8 -1
4 -1 0

14 5 1
5 2 2
9 2 3
7 =7 4
4 -3 5
2 7 6
1 -2 7
1 -1 8
3 =3 9
5 =4 10
4 =6
2 1 ~12
2 -3 -11

19 -7%=10
5 3 -9
7 -3 -8

13 5 =7

5 10 =6

28 7® -5
2y 4 =4

62 7% -3
8 =2 =2

28 -8% -]

10 =11 (o]

FOB8
315
134

177
523
293

520
260
140
429
201
287

214

128
236
169
136
223
9
122
HeK=
122
71
190

161 .

185
344
186
221

558

198
552
454
115
337
141
314

339

38
153
214

0
183
82
HQKS

14
13¢
129
164
257
152
207
303
138
314
136
293
291

SG

12

[

[

ot
ODHOoVVOLVISPOTNWLWWON

0 -
ow

10

N
-

12

[ N
ouvunN

~
NN WRNNONNSNODY

-
oW N

b »
o ON

-2y
54
-9
18

[

5
‘9

wmhvuwunwoe

55

DEL L FOB
-0 1 104
10 2 383
-3 3 427
0 4 96
-4 5 344
-1 6 104
-6 7 94
-14 8 159
-3 9 33
-8 HeK=
-2 =12 177
-10 =-11 SO
-9 ~10 222
-8 =9 135

1 -8 13

4 =7 297
-5 =6 174
0% -5 154
-15 =4 591
5 =3 219
-11 -2 316
67* -1 300
-1 0 108
-2 1 3¢4
5 2 103
-6 3 0
-6 4 347
-0 5 62
-2 6 193
1 7 203
-0 8 42
-4 9 149
-14 HeK=
-11 ~-11 124
-2 =10 135
-2 =9 122
-3 =~8 175
-11*% -7 65
-10 -6 298
-5 =5 239
-T7% -4 86
-3 =3 392
~5% =2 268
6 =1 286
-29% 0 256
-5 1 28
18 2 366
9 3 232
-8 4 0
-10 5 371
-9 6 93
-0 7 101
-5 8 160
0 9 0
-9 Hy K=
-3 -11 28
-5 =10 152

SG DEL
11 5
8 0
4 =3
12 1
117 6
11 ~13
11 -13
10 =16
48 —-28%
2y 7
9 6
76 41%
8 7
8 =21
16 -5
&6 4
14 -18
7 -5
3 -3
5 =6
8 2
4 -5
6 12
17 =2
22 —1l4%
61 -31=%
3 -7
21 =12%
9 4
8 1
46 25%
9 9
2 8
34 ~12%
24 =12
21 =17
6 -9
24 l4x%
5 ~12
8 =2
17 6%
5 =4
3 -5
3 -5
2 =6
36 14x
2 4
6 =0
52 =-33%
14 -3
19 5%
34 16%
10 =17
48 =43%
2y 9
59 2%
17 -6



STRUCTURE FACTORS CONTINUED FOR

ONOWVHWN~O

URANIUM(IV) TETRAKIS(PYRAZOLIDE-~HEXAFLUDRCACETONE)

FOB8
167
44
237
151
151
429
109
212
293
49
328
158
51
340
67
159
135
48
HeK=
142
165

252

34
283
213
41
380
117
97
297
59
1237
297

29
" 167

91
119
118

H'K=

!
I T I I I O I
ONWHFNOIT4O®OO

N UMD WN -

126
183
71
249
104
121
228
89
241
248
0
298
211
169
211
30
150
94

SG
12
53
4
17
7
7
12
3
10
21
8
1cC
17
7
31
13
15
50

29

7
-7
8

67

48

DEL -

-12
—2%
-1

5
1
-6
-7
2
0
-1%
4
-7
~12%
-9
17%
~1

-13
20%*
10
17
-1
-1

24% -

-9
8
~10%
2
0
-13#

~25%

-5

-53%

_11.
-1
41

12%

-12%

L FOB
H'K=
-9 97
~8 195
-7 61
-6 193
-5 100
-4 61
-3 283
-2 186
-1 133
229

86

191

COVMPWN O
N
Pt
¥

SG DEL
2y 12
26 10%*
13 =12
68 15+
5 0
27 2%
34 -~17»
4 -1
6 =15
9 =4
4 1
31 -15%»
9 -9
15 -3
44 =34%
15 15
60 «3%
2, 13
34 3%
TC 47+
7 -10
35 ~15%
15 ~-11
4 2
6 -1
9 =2
g -3
41 9%
17 =4
1€ 7
22 1=»
20 =7
69 18%
15 -12
2y 14
21 ~-12
48 23%
8 13
39 3
47 =9%
13 =4
24 4
2¢ 9*
13 4
68 25%
16 =1
10 -3
50 ~13%
12 10
2y 15
14 =2
15 -23»
S1 =29%
10 10
35 1%
14 14
29 -1%

L FOB $6 DEL
C 17 44 11%
1 163 9 5
2 110 13 14
2 25 50 =-27%
HeK= 2y 16
-6 150 18 23
-5 126 38 =16%
-4 59 68 53%
-3 169 9 -5
-2 107 10 -8
-1 60 71 3%
C 186 9 5
1 67 79 25=%
2 102 17 8
HeK= 24 17
-3 44 54 -Q0x
-Z 113 12 7
-1 143 12 10
HyK= 39=~19
-2 144 11 10
-1 55 79 -18%
Cc 118 13 -1
1 138 16 8
2 0 53 ~1=
H'K= 3"18
-4 91 27 27%
-2 99 13 ~14
-2 11 45 110%
-1 162 8 7
C 146 8 -8
1 59 70 =-31%
< 163 12 15
3 59 68 -11%
4 107 34 2%
HyK=  3,4=17
-£ 131 11 3
-4 96 28 =4%*
-3 0 47 =40%
-2 165 10 8
-1 79 16 5%
0 93108 ~11%
1181 15 2
2 40 47 37%
2173 15 =13
4 105 11 -5
5 49 58 ~11%
FeK= 3,~16
-7 47 96 15%
~€& 156 24 =6
~E 86 87 ~16*
-4 126 8 18
-3 180 9 2
-2 0 43 -26%
-1 156 16 11
C 130 20 1
1 0 45 =-13=%
2176 9 =12

L FO8
3 78
4 124
5 178
6 38
H,K=
-7 106
-6 o
-5 119
-4 129
-3 132
-2 221
-1 37
92
249
126
246
170
18
158
17 87
HeK=
-8 113
-7 77
-6 185
-5 93
-4 175
-3 190
-2 26
-1 214
0 140
1 71
2 333
3170
4 138
5
6
7
8

CUnMPWNE=O

238

4
142

151

HeK=
-9 54

-8 130

-7 135
-6 32
-5 183
-4 163
-3 100
-2 238
-1 139
0 145
1 308
2 74
3 254

4 259

5 114
6 2217
7 95
8 123

SG DEL L
40 L3
18 2 =9
11 8 =8
55 30% -7
3,~15 =6
28 =29% =5
64 =21% =4
11 =25 =3
22 3 =2
13 =6 =~1
5 3 0
56 =13 1
27 =6% 2
5 =3 3
27 =-8% 4
12 7 ]
21 ~14 6
61 -19% 7
37 -1*% 8
17 14 S
3,~14
31 9%~ 10
66 19% -9
16 -12 -8
10 -4 -7
5 2 =6
9 =9 =5
79 =38% ~4
7 1 -3
S 9 =2
23 =11% =)
4 1 0
8 0 1
9 6 2
5 ¢] 3
67 =33% 4
20 ~10 5
9 =5 6
3,~13 7
64 % 8
8 23 9
20 6
46 3%~10
8 2 =9
14 -0 -8
8 =11 =7
5 3 ~6
10 5 =5
16 9 =4
12 8 =3
37 &% =2
14 =12 =1
18 -1 0
12 8 1
13 5 2
25 13*% 3
31 =-0*x 4

56

F0B
H'K=
150
58
12
217
79
136
283
4]
189
231
48
342
68
171
281
83
200
141
0
HyK=
121
61
174
177
39
169
246
125
2€7
218
215
435
96
319
301
63
231
129
108
179
H9K=
36
189
10¢
41
163
200
219
260
18
372
298

81
353

70

61

PAGE 7
SG DEL
3,=-12
19 7
76 ~5%
54 =27%
12 =2
15 3%
17 6
10 -1
43 =-16%
8 -2
3 1
36 =5%
6 -3
22 8%
6 9
5 1
11 -3
16 9
10 -18
50 ~44%
3,-11
10 -0
79 20%
13 19
11 -3
54 ~26%
10 2
9 =¢
9 <=4
7 -5
11 =5
4 -4
8 -7
28 6%
6 -2
8 -1
65 14%
6 =2
8 -1
18 ~12
19 =11
3,~10
63 22¢
& -6
21 =7%
27 29%
S 1
7 -5
3 0
4 -1
67 ~34%
3 3
8 5
18 10%
7 1
23 =2x%
29 ~1x
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4503506

STRUCTURE FACTORS CONTINUED FCR
URANTUMIIV) TETRAKIS(PYRAZOLIDE-HEXAFLUOROACETONE)

L FOB

5 254

6 17

T 236

8 161

9 53
HoK=
-11 55
=10 164
-9 47

-8 156

-7 216
-6 0
-5 163
-4 233
-3 185
-2 570
-1 283

275

489
(1]
412

265

(>
CVONOOCVIDPWUNMCRO
N
-3

SG
T
37
5
12
27

H .
ooV MUVVMOODO

- N
N W

N W,
NN

29
22
13

236

DEL. L FOB SG DEL
-1 ~6 15 5 =2
~-17% -5 261 S -5
-0 -4 283 3 =0
.5 =3187 4 4
«20% ~2 628. 2 -1
-9 =1153 6 =4
29% 0 203 2 <=2
-1 ‘1 346 2 -1 10
-0% 2 180 & 3
3 3242 9 6 ~-12
~12 4 342 10 =2 -11
~13% S5 34 40 24%1C
=4 6 241 4 -2 =9
-12 7193 6 =5 -8
5 8 98 16 17 =7
-1 9203 8 1 -¢
‘6 ‘10 48 45 =5% -5
=0 T HeK= 3y =6 =4
-1 -12 69 27 16* -3
-~20%~11 121 12 ~8 =-¢
4 =10 44 45 -5% -]
2 ~9 154 9 4 C
~15%« -8 195 6 -8 1
I =7 111l1 7 12 é
11 ~-6 289 10 8 3
7 -5 175 5 =3 4
-8 =4 119 8 -1 5
15%¢ -3 412 2 -4 ¢
-8 =2 20 34 4% 7
~19%x ~1 308 5 4 8
34« 0 288 2 -3 S
5 1 419 6 6 10
-4 2 324 2 -1
35 3488 3 =2 -12
1 4 164 1°¢ 6 ~-11
~14% 5 308 5 -2 -10
-7 .6 90 8 10 -6
-4 7207 9 =3 =E
25% 8 252 12 -1 <1
3 9 47 66 ~-10% -6
5 10 193 10 -2 =5
2 HeK= 34 =5 =4
-6 ~12 111 45 1l4% -3
-1 -11 18 61 =1% =2
-4 ~-10 182 7 11 -1
l1 -9110 10 1 C
27* -8 136 S 2 1
-2 =7 333 4 -3 2
-10 -6 98 15 =12 3
~3% -5 383 8 ~3 4
-9 =~4 432 7 3 5.
~7 =3 3g 9 - 3% ¢
lex -2 376 2 -0 1
-6 -1 84 -6 -0 - 8
-9% 0 142 11 -7 S
3 1 346 2 1 lc
-2 2 4 =0

VOO HWE

FoB
351
342

302

S6 DEL L
3 ~-1-~-12
6 4 ~11

37 -8%¢~10
8 -5 -9
6 : 7T -8

12 -9 -7
4 6 -6

66 =40% =5
3y =4 -4

73 -10% -3
9 -3 =2

46 =-0% ~1
8 8 O
6 =5 1

10 =7 2
7 2 3
3 1l 4
7 -4 'S5
2 1 é
5 =0 7
3 1 8
3 -3 9
3 1 10
3 7
2 3 ~-12

6 4 -11
4 2 =10

26 8% -9
5 5 -8

16 5 =7

79 11* -6

28 =8% -5
3, =3 -4

38 =9% -3

65 ~42% -2
5 =3 -1

15 =12 0
8 =0 1
3 =4 2
5 (4] 3

10 -6 4
2 2 5
3 2 é
8 o 7
4 =2 8

40 ~16% 9
8 2 10
2 3

S 2 1 =12
2 4 ~11
9 8 -10
9 6 -9

15 4 -8

26 7% -7
7 S -6

15 -10 -5

-2 =4

3y

FOB
91

187

0
220
254

22
466
226
258
404

59
707
636
178
748
628

93
361

27
159
220

0

130

H'K=
146
71
206
108
136
350
245

COoVOODPODWNNSLMNMNNOWVWWSMUMY

SG
35

9
40

7
10
43

w

w
-4

) 71

51
6
3

45

18
5

DEL L
18%¢ -3
10 =2

-46% =1

2 0
-2 1
9% 2
-1 3
-1 4
1 5
P
-1* 7
o 8
-2 9
16 10
5
2 -12
2 -11
-4 =10
~15% =9
-4 -8
-1 =7
-6% =6
-1 -5
-1 -4
10 =3
43% =2
5 =1
9 o0
2 1
4 2
-3 3
4 4
3 5
-22% 6
17
5 8
-5 9
0 10
-0
3 -12
-0 ~-11
35%-10
-1 =9
2 -8
-6 =7
8 -6
16% =5
0 -4
4% =3
-5 =2

-22% -1

-13 0
-2 1
26% 2
-3 3
-8% 4

3 5

57

FO8
628
105
221
288
464
589
148
133
564
126
198
216

135
H’K=
107

223

PAGE 8
SG DEL
1 o0
6 8
4 =3
4 =7
3 2
3 5
5 4
12 10
10 -1
7 -0
6 =10 .
14 ~11
47 -33%
13 S
3, 1
29 =4%
64 =20%
9 =7
6 5
4 =2
8 -3
20 33%
3 -4
22
5 2
3 -1
2 0
3 -1
4 =4
10 -9
8 6
9 1
10 14
14 8
4 =2
25 =4%
15 3
38 28%
3, 2
54 g%
22 7
15 8
15 -6
8 ©
6 4
3 -2
15 -4
4 8
2 -3
6 5
3 -6
1 -1
4 S
6 =7
4 =2
28 4%
4 2



- STRUCTURE FACTORS CONTINUED FOR
URANIUM(IV) TETRAKIS(PYRAZOL IDE~HEXAFLUGROACETONE)

L FOB
6 154
7 156
8 179
9

SG
19
6
12
71
11
3,
32

69

18
.52
]
18

DEL L FOB SG
-6 -8 132 13
4 -7 363 10

0 =6 132 8
40% -5 389 9
6 -4 501 4

3 -3156 5
—-14% -2 337 3
24* -1 376 4
-2 . 0 268 3
-2 1 385 2
-3 2 185 3
-5 3132 7
6% 4 263 14
-10 5 93 15
-2 6 239 10
4 1210 7
-5 8 54 44
2 9 157 15

1 Hy K= 3,
-6 ~12 0 50
14%-11 189 21
6 -10 84 61
-3 -9 138 14
8 -8 160 10

1 -7 51 63
-3 =6 320 9
9% ~5 239 14
-6 -4 127 S
-1% -3 316 3
4 =2 249 5
-9% ~1 58 10
-11 0 274 6
14 1 187 8
-4 2 430 5
-2 3219 9
17# 4 178 16
-1 5 255 8
5 6 75 18
9% 7 163 7
=2 8 176 8
-8 -9 60 72
-3 HeK= 3,
-0 =12 146 33
-8 =11 0 54
-4 ~-10 182 17
. 3--9197 10
3 -8 6317
-3 -7 282 7
-11*% -6 21 56
3 ~5318 1

2 -4 475 3
-5% -3 109 6
5 =2 247 ¢
-8 =1 265 5
-13%. Q0 84 19
15 1 378 11
=11 2 145 5

DEL L
2 3
-8 4
-5 5
-2 6
0 7
7 8
-2
2 ~-11
1 -10
-2 -9
-1 -8
9 =1
-0 =6
17 =5
-5 =4
6 =3
19% =2
13 -1
é 0
~-31* 1
8 2
-6% 3
12 4
6 5
21*% ¢
-10 7
-4 8
-9
-3 -11
5 =10
-4 =G
-6 -8
6 -7
-4 =6
-3 =5
3 -4
3 -3
-6% -2
15 -1
1 c
46% 1
7 2
4% 3
-13*% 4
-6 5
~-13. ¢
28% 1
5
-369%1¢C
-C -9
-1 -8
7 -1
-8 =6
-0 =5
T* -4
-3 -3
1 =2

FOB SG DEL L
111 20 -1 -1
319 5 -1 0
54 43 ~-13* 1
171 16 4 2
189 10 5 3
56 67 21* 4
HeK= 3, 8 5
180 14 3 6
61 86 -10% 7
169 11 14
226 6 0-10
48 57 42% -9
328 5 -3 -8
212 4 1 -7
245 8 1 -6
348 5 -3 =5
297 3 =2 =4
331 7 2 -3
353 8 -8 -2
62 33 =~=9% =}
218 3 2 0
160 9 -8 1
103 16 -3 2
212 15 -10 3
90 10 5 4
125 11 18 5
149 12 11 6
HeK= 3 9
0 64 ~14% -9
156 7 5 -8
194 5 8 -7
28 68 8% =6
295 7 -6 -5
124 8 -1 -4
168 5 -3 -3
280 8 -0 =2
80 9 27 -1
272 3 0o 0
233 10 2 1
82 9 20 2
269 9 -1 3
96 20 11* 4
133 19 10 5
254 14 ~11
57 37 44% -8
129 52 1% -7
130 17 8 =6
HyK= 3, 10 =5
58 70 6% ~4
124 52 =3% -3
244 4 1 =2
31 45 4% -1
289 '8 3 0
227 4 2 1
125 18 15 2
280 3 <~4 3
- 153 12 -1 4

FOB
125
183
0
203
289
82
191
87
97
HeK=
150
113
45
243
25
234
327
37
267
196
75
232
190
99
189
58
176
HeK=
85
172
30
153
77
49
313
101
112
249
68
161
151
54
211
HeK=
49
159
38
161
204
73
196
143
0
195
17
122
147

SG DEL
12 =13
12 4
42 =15%
7 7
11 4
16 18%
9 4
34 5%
28 6%
3, 11
9 1
35 ~14%
82 12%
5 2
42 =28%
9 14
7 5
42 25%
6 6
10 -1
41 ~-3%
5 2
10 -8
22 =6*
5 1
54 8%
19 19
3y 12
50 ~13%
6 4
44 22%
33 -6%
36 =~12%
41 ~16*
5 -1
13 -7
15 7
9 7
28 18%
20 18
26 4
33 ~19%
26 22
3, 13
68 13%
7 =3
51 —-24%
13 6
8 -4
74 6%
10 -13
11 =2
48 =42%
11 20
30 -~0%
21 8
33 =4%

58

-6 83
-5 90

-3 19
-2 135
-1 167

PAGE 9
SG DEL
3, 14
50 3%
34 10%
23 -12
48 271%
14 -4
32 4%
13 15
27 13
60 24%
12 10
17 7
3, 15
91 10%
32 15%
9 -3
45 =6%
10 -6
12 10
66 ~25%
] 6
66 =-19*
3, 16
65 1l4%
8 5
80 =55%
10 10
14 19
49‘19
65 5%
16 14
47 -18%
8 19
16 -1é6
56 29%
44=18
71 28%
22 8%
44 -22%
53 33%
9 11
86 ~25%
41 ~11%
18 10 -
67 - 5%
20 0
49~17
82 ~14%
22 (4]
23 ~12%
64 —4%
10 13
62 —-57%
28 ~1x%
20 12
22 63%
11 6



STRUCTURE FACTORS CONTINUED FOR
URANTIUM(TIV]) TETRAKIS(PYRAZOLIDE-HEXAFLUOROACETONE)

L

FO8

4 121
5 96

-7
-6
-5
-4
-3
-2
-1

oOVMPWN=O

HeK=

45
149
64
100
141
713
133
172

76

167
68

SG DEL;' L FOB
25 18% -5 197
20 5% -4 219
4,~-16 -3 158
48 ~8% -2 248
19 8 ~1 47
76 15% 0 114
58 -11% 1 227
10 -6 -2 117
18 -12¢ 3 275
14 2 - 4 182
11 -8 5119
53 -8*% 6 217
28 4 7 52
25 —-30% - 8 109
13 =4 . HeK=
35. 8*-10 65
25 35% -9 169
4y~15 -8 118
23 20% -7 38
19 l -6 192
53 11% -5 8¢
13 20 -4 105
9 -13 -3 292
8 ~19 -2 9
10 4 -1 228
54 ~<8% 0 166
10 1 1 85
5 9 2 280
49 40% 3 155
7 3 ‘4249
8 -8 5 249
17 -25% & 56
S =-12 7 132
73 38 8 79
49-14 HeK=
31 2*~10 160
27 =-12% -9 37
54 ~15% ~8 167
26 =2% -7 201
217 ~-6% -6 9
12 -9 -=5'190
12 6 =4 255
20 10% -3 73
8 3 =2 364
12 3 -1 153
20 2% 0 230
9 4 1 331
7 =6 2 82
11 =22 3 249,
6 1l 4 227
62 =3 S5 77
6 5 6 160
-13 ‘7 102
74 -5% 8 136
11 -11 9 167
1C 0 HeK=
17

43%~11 119

SG DEL L
12 17 ~-1¢0
13 =2 =9
6 -10 -8
4 6 =1
56 2% -6
23 T* -5
10 T -4
52 5% -3
7 4 -2
7 =12 -1
17 -1 c
9 =5 1
56 =4% 2
45 —-18% 3
4412 - 4
41 571* 5
8 -5 €
20 =3 7
50 ~15¢ 8
5 5 9
19 23=%
47 =-11#%11
10 6 ~-10
49 -28% -G
6 =0 -8
5 2 =17
20 26¢% =€
8 =6 =£
22 =1 =4
1 -4 -3
12 -7 -2
68 41* ~-1
13 -9 0
36 =22% 1}
44-11 2
16 7 .2
50 =—-6% 4
21 6 &
6 -6 6
66 -13% 7
5 2 8
6 1 9
13 25
7 -6 ~11
15 =10 ~-1¢C
4 0 -9
2 1 -8
9 31 -7
9 5 =¢
8§ -5 =€
12 4 -4
20 3 -2
24 2% -2
11 -3 -1
11 -0 0
4,10 1
37 T* 2

FOB
45
166
69
108
249
64
‘176
229
20
424
209
123
486
179
151
209
36
166
152
85
HeKs=
62
174
24
189

252

36
276
291

99

475
202
332
414

51
220
331

45
193
155
141
201

FeK=
135

e

212
118
151
219

45
165

194

120
282
244
404
565

SG DEL L
80 36% 3
29 =12 4
15 =-6% 5
12 6 6
16 9 7
35 5% 8
10 -4 9
3 -3
32 4%=12
4 -1 -11
10 1 -10
9 ~7 =9
4 -6 -8
4 5 =7
4 5 =6
10 -2 -5
73 30% -4
11 -7 =3
18 -19 =2
24 21* -1
4y =9 0
26 20% 1
13 6 2
51 9% 3
5 9 4
¢ -1 5
66 33% 6
4 =3 T
6 =6 8
11 -4 9
2 2 10
3 -3
"5 =1 ~-12
2 l1-~-11
23 26%-10
4 ~6 =9
5 3 -8
54 11% =7
11 5 =6
9 3 -5
9 -7 -4
9 5 =3
4' -8 -2
11 13 =1
62 ~11* O
7 7 1
8 -4 2
13 4 3
6 2 4
48 =-6% 5
15 -5 &
6 2 7
9 é 8
4 1 9
5 =4 10
3 1
9

3 =12

£08
183
274%
233
85
280
212
30
HeK=
717
0
201
60
140
293
106
347
255
119
367

194

370
483

43
365 .

253
100

261

218
128
180
0
HeK=

92

124

25
140
186
200
325

107

239

385

310
414
503

463

361
203
328
336

72
2717
184

56
154

HeK=
37

SG OEL L
3 =2 -11
4 4 =10
5 =1 =9

15 1 -8
& =7 =7
6 =2 =6

45 -9% =5
4y =T =4

84 2% =3

46 =23% =2

T 11 -1

64 =3¥% 0

10 10 1
8 =2 2
6 3 3
4 -7 4
5 =0 5

10 1l 6
2 =1 7
5 1 8
4 1 9
2 0 10
10 29%

4 5 =12
3 =3 -11
8 4 -10
9 9 <9
5 =1 -8

18 13 =7
10 =12 =6

54 =~19% =5
47 -6 -y

19 3% =3

36 T* =2

53 8% ~1
8 4 (o}
9 0 1
6 S 2
2 -2 3
6 10 4
8 =2 5
4 1 é
6 7 7
3 =2 8
7 -3 9
6 4 10
3 4
3 2 ~-12
4 6 =11
5 =2 -10

20 =0%* =9
3 0 -8

10 -9 =7

77 =5% =6

31 -21%* =5

4y =5 =4

50 -13% -3

59

F08
28
173
105
100
352
12
362
213
86
435
310
448
283
76
474
142
57
310
104
168
217
é5
Hy K=
108
109
67
132
348
S9

366

229
367
302
110
308
172
262
502
315
335
375
S6
2417
186
40
140
H'K=
76
67
1€5
158
138
345
154
489
456
350

PA

SG
43
14
20
24
3
33
5
5

NNV ESENODONWDOO

e
o oW

19

GE1O

DEL
-T%
-3

3%
-1*
3
~-11=%
c=1
-3
=12
-2,
-1
-3
0
4%
8
-0
12%
-1
2
7
-8
49%
-4
9%
-0
26%
5
-0
-9

HMNNONNWHO NO

!
-

-19%
-3

17
-15
-3
-3%
-6%



STRUCTURE FACTORS CONTINUED FCR .
"URANIUM(TV) TETRAKIS(PYRAZOL IDE-HEXAFLUOROACETONE)

L F0OB SG DEL L FOB
-2 414 1 =0 5 175
-1 128 5 -5 6 315

0 186 7 -3 7 151

1 302 3 =2 8 100

2 330 2 4 9 145

3 290 5 1 10 o

4 408 4 -6 HeK=

5 25 45 11*~13 67

6 265 5 =-1-12 110

7 59 32 15%-11 198

8 136 8 9 ~-10 36

9 146 14 18 -9 270
10 54 67 35% -8 128

HeK= 4y -2 =7 133
-13 28 64 -~-9*% -6 310
-12 132 8 24 -5 328
-~11 169 11 -5 -4 30§
-10 38 44 6% ~3 671

-9 247 8 2 =2 321
-8 229 4 -2 -1 281
-7 113 15 6 0 322
-6 359 3 -2 1 34
-5 44 13 11% 2 214
-4 304 5 9 .3 164
-3 872 2 4 4 206
-2 48 21 -2*% 5 3217
-1 98 3 8 6 121

C 80 8 -4 7 251

1 286 8 .0 8 170

254 5 1 9 35

3 392" 3 5 10 119

4 394 3 0 HyK=

§ 332 3 -6 =13 114

6 76 11 9 -12 130

7171 7 -6 -11 74

8 121 10 -5 -10 219

9 40 53 32% ~9 140
10 155 8 4. -8 222

HyK= 4y =1 -7 336
-13 124 22 11 -6 26
-12 151 12 1 =5 237
=11 71 60 1l4% -4 576
-10 153 7 5 -3 97

-9 224 10 -6 -2 328
-8 131 9 3 -1 287
-7 179 S5 -5 0 274
-6 74 10 6 1 369
-5 465 5 0 2 116
-4 593 3 3 3 271
-3153 8 11 4 296
=2 357 3 -1 5 39
-1 78 10 =~5 6 310

0 111 3 -5 7 158
1 255 3 -6 8 172
2 9411 -2 9 176

3 285 3 =2 HeK=

4 533 3

3 -12 105

SG DEL L
10 11 -11
4 -5 -1C
6 10 -9
21 16* -§
8 -10 -7
55 =52% ~¢
4’ O -5
72 =1% -4
19 3 -3
15 -11 =2
67 29% -1
7 -8 c
s -3 1
13 7 2
3 -4 3
2 -3 4
3 -0 5
4 5 [
2 4 7
2 =2 8
3 =2 9
39 14*
S =4 ~12
3 -1-11
17 -6 —-10
6 =4 =S
35 —~4% -8
3 1 -7
10 -2 <6
47 23% -¢
67 =2% -4
4y 1 =2
24 S* ~2
24 =6% -1
43 18*x ¢
12 ~14 1
24 ~-14 2
3 4 3
5 4 4
42 12% 5
6 1 6
2 4 1
6 -6 " 8
4 -4 S
3 -1
6 ~1-12
2 =4 -11
L 3 ~10
3 -1 -9
2 -1 -8
46 12% -7
3 3 =¢
10 6 -5
28 =8% —~4
17 2 -3
4y 2 =2
14 3 -1

FOB
195

33
199
152

72
319
315
155
389
211
323
466

92
442
259
106
293

21
186

173 .

41
HyK=
122
0
253

98

515

SG DEL L
14 =5 0
48 21* 1
7 -8 2
7 =3 3
33 =4% 4
3 0 5
2 1 6
13 =5 7
6 =2 8
7 =6 9
2 =2
9 -5 =12
5 13 =11
6 0 -10
6 -0 -9
10 11 -8
3 -6 =7
37 4% -6
16 -4 =5
10 6 =4
51 30% -3
4’ 3 -2
14 =26 -1
46 ~45% (
10 =10 1
12 -5 2
7 -5 3
6 -7 4
37 6% 5
2 =3 6
3 4 7
7 16 8
4 =4
3 -3 -12
6 <3 -11
4 =2 =10
10 6 =9
12 -4 -8
7 2 =7
42 22% =6
6 -0 -5
13 -3 =4
44 4% ~3
26 9 =2
4' 4 -1
85 ~61*% O
24 =6 1
33 58« 2
27 =-17* 3
5 -8 4
4 -1 5
3 =2 6
19 16% 7
5 3 8
3 =2
3 -0 -11

FOB
526
1€4
316

68
137
247

50
150

194

49
H'K=
161
38
242
213
13
252
56
303
260
37
340
360
318
254
57
284
166
c
291
192
74
HyK=
817
204
48
168
243
103
267
90
353
460
225
434
362
39
292
99
147
242
143
114
152
H'K=
56

6 ~-16 =10 197

60

PAGELl
SG DEL L FOB SG DEL
2 =3 =9.200 8 1
9 =1 =8 0 41 -34%
2 =5 =7 304 4 =6
9 =9 =6 24 44 10%
6 5 =5262 1 -8
4 2 -412315 -8
19 16% =3 74 8 6
7 -12 -2 24711 -5
6 10 -1 261 6 -1
58 41%* 0 112 5 4
4 5 12719 8 4
9 2 2 9413 0
65 13% 3 241 3 7
7-21 4 169 8 12
6 =3 5 16 55 1%
43 =27% 6 157 14 -21
12 -5 7 137 12 23
29 32% 8 62 72 -13%
3 =2 HeK= 4, 8
3 -1 -11 133 18 -7
44 =-8*-10 43 52 19%
3 -3 -9171 & 9
4 4 =8 236 8 -3
4 =2 =7 45 23 25%
7 0 =-6329 6 1
23 15% -5 207 9 3
7 =1 =4 150 6 =10
12 1 =-3212 4 O
54 =11%* -2 80 14 13
10 -3 -1 241 4 -1
6 5 0 227 13 =5
23 20% 1 28 44 13%
4y 6 231511 5
24 =16% 3 176 13 -1
8 2 4 126 35 —14%
51 13% 5 186 11 O
7 -0 6 80 18 1l4ax
9 =4 7137 12 13
12 -9 HoK= 4y 9
3 =-5-11 &8 61 19%
18 =5%=10 156 11 19
10 6 =9 94 19 ~-19%
2 =1 -8 116 20 9
9 12 -7 291 4 O
10 2 =6 83 33 =5%
3 =8 -5 269 4 =4
47 =-28% -4 194 9 -11
8 8 =3 0 41 =40%
20 =17% =2 248 10 2
12 -3 -1 117 12 -1
13 -2 0 101 10 -4
12 -0 1 265 6 =1
9 =16 2 112 24 -8%
8 10 3173 9 11
4y T 4201 7T 7
67 17* 5 0 45 -23%
9 =4 6 147 10



£3_i} 3

STRUCTURE FACTORS CONTINUED FCR
URANIUM(IV) TETRAKIS(PYRAZOLIDE-HEXAFLUOROACETONE)

L

-10
-8
-7
-6
-5
-4
-3
-2
-1

COVDULUNMO

~10
-9
-8
-7
-6
-5
-4
-3
-2
-1

VMPWN=O

FOB
H,Kz
57
99
151
28
231
167
191

268

130
190
240
28
179
133
86
169
79
HeK=
167
141
61
182
49
186
249
102
207
205
113
182
119
105
170
11

H,Kz

-5

143

- 105

SG DEL
4y 10
68 24%
217 2*
18 -8
42 '16%
11 =2
14 11
9 -8
6 2
11 -8
10 7
4 4
65 ~17%
8 3
8 [
16 2%
9 =10
24 19%
4y 11
10 8
10 14
68 13%
6 8
60 =6%*
9 =5
10 3
22 =—-0%
5 -1
11 3
17 12
14 -1
7 10
44 -16%
7 3
57 -—-G%
4y 12
26 21
16 -1
71 48%
6 13
7 5
16 ~16%
9 =4
S4 ~-2%
8 5
6 -13
21  42%
18 16
31 17
22 19+
T4y 13
17 -22%
34 q*
38 15%
37 =-2%
T ~4.

L
-2
-1

0

1

2

3

HeK=

-7
-6

=5

-4
-3
-2
-1

0
1

2

FO8
167
124
59
171
30
79

51
140
155
88
174
60

138

181
43
153

HeK=

-5

-4

-3
-2
-1

97
143
0
161
120
0

"HeK=

-3
-2

....1

112
137
23

H,K’

-7

47

57 20% -6 110

SG DEL
9 18
15 -18
78 4%
25 =5
66 ~19%
26 =4%
4y 14
60 24
22 6
19 -5
29 - 32%
14 [
3S T*
15 -&§
21 14
56 38%*
12 23
49 15
56 1%
11 3
62 -~1%
27 5
11 -5
64 =57%
5+—19
14 39
13 -~Q
69 16%
15 22
23 1*
82 <=—6»
5.‘18
7€ 18»
21 5»*
10 18
39 =4*
27 8
70 5%
31 26%
6 14
41 48%*
5:-17
81 12%
9 4
40 3
16 11

7 4
17 22%*
6 6
10 =12
65 12%
17 2
122 =4
65 =143
51916
61 =2¢%

15 -1

- L FOB
-5 0
-4 114
-2 144
-2 0
-1 202
104
181
218

147
135
é6 50

HeK=
-8 85
-7 104
-& 61
-5 148
-4 66
-3.136
223
40
252
135
65
222

AN WA e

1
OB LN O =N

-3 114
-2 184

¢ 202

102

> 58

2

SG DEL L
65 -7% 1
19 5
7 2 3
T2 =45% 4
17 -1 5
27 -10% 6
7 -6 7
11. 16
18 3 ~10
8 -9 =9
8 4 -8
60 38% -7
S5¢-15 -6
24 =-9% -5
11 4 -4
44 15% -3
17 -4 =2
79 =3% -]
7 17 0
8 =0 1
33 =-6% 2
11 1 3
19 3 4
66 =6 5
5 6 6
34 -7% 7
3 8
8 9
5914 ~10
67 -25% -9
21 11% -8
19 =0% ~7
61 ~13% -6
-81 =2% -5
9 2 =4
5 7 -3
54 =36% -2
4 1 -1
76 =-3*% 0
11 5 1
5 12 2
51 25% 3
6 -12 4
9 3 S
58 26% 6
12 9 7
54~13 8
46 T*
30 ~5%=11
17 7 -10
59 25% -9
12 13 -8
6 -5 =7
17 -6 =6
6 6 <=5
52 12% ~4
5 -2 -3

FOB

126
21
253
170
158
201
35
H|K=
39
156
105
113
228
14

175

167
57
185
85
125
295
105
213
198
86
179
92
HeK=
116
0
155
183

SG DEL L
19 5 =2
44 2% -1
4 =2 o
12 2 1
15 16 2
6 =1 3
73 =~32% 4
59~12 5
51 4% 6
18 15 7
36 ~-2% 38
18 9
10 3 ~11
39 ~38%-10
6 5 =9
4 o -8
28 4% -7
8 =9 6
15 3 -5
8 6 =4
5 o -3
14 5- =2
6 -11 -1
10 =2 0
16 =17 1
15 7 2
60 5% 3
5¢~11 4
16 -8 5
52 =34% 6
6 1 7
11 -7 8
27 171 9
9 10
9 =12 ~-12
7 -1 -11
6 =4 -10
22 14% -9
4 2 =8
10 -5 =7
12 -0 =6
6 =2 ~5
6 =6 =4
19 -8 -3
8 5 -2
19 21% -1
6 22 0
Se=10 1
50 —-12% 2
58 15 3
8 8 4
14 4% 5
7 7 6
10 S 7
50 =15 8
8 5 9
4 <2

61

FO8
89
435
133
104
318
105
209
190
103
207
85
H,Kz
96
130

159
185

217
228
174
341
127
269
257

"305
239
147
315

111
100
HyK=
80
116

218
104
150
242
304
510
104
336
196
166
340
124
299
185

267
.107
49
HoK=

PA

SG
13
5
8
12
3
33
4
11
22

25
5y

GEl2

DEL
1
-4
-1
-6
1
-1%
-2
-3
11%
-1
-15%
-9
35%

-27%
-8
-5k
12%

-33%

-25%

-7



STRUCTURE FACTORS CONTINUED FCR
URANIUM(IV) TETRAKIS(PYRAZOLIDE-HEXAFLUORCACETONE)

L
-12
-11
-10
-9
-8
-7
-6
-5
-4
-3
-2
-1

CONOVNPWNN~O

' FOB
80
86
226
100
150
205
111
326
220

97
453
109
218
399

53

324

136
73
295
96
118

143

HeK=
122
136
49
184
153
159
278
61
389
488
32
358
437
304
417
71
321
209
92
233

S$G
25
24
10
18
13

[
oo

[
SNWwa~NSOW

D -
= \n

[
=0\,

—
o O w»
-

DEL L FOB SG DEL L
S -1 77 8 4 S
11* 0 313 S5 1
7 1 302 2 -0 -12
-7 2127 9 -~1-12
-3 '3 303 3 2 ~-11
-8 4 235 4 ~11 -1C
8 5 0 54 =23*% -9
4 6 292 4 -3 -8
-1 7 69 16 =9% =7
8 8 139 29 —4% -6
-1 9 185 13 S =5
4 " HeK= Sy =4 =4
0 -12 133 14 1 -2
3 —-11 145 19 =5 -2
-16%-10 87 19 =4% -]
3 -6 149 11 -1 0
-6 ~8 203 7 -3 1
-8% -7 247 5 3 2
1 -6 357 4 -0 3
4 -5 206 6 -3 4
2 -4 611 2 2 s
-9 =3 346 2 -1 (]
-6 =2 292 4 2 1
3 -1 518 2 0 8
18 0 323 2 1 S
11* 1 411 5 4
-4 2 430 5 9 -12
-4 3 67 13 =2%12
3 4 46 32 -10%-11
4 5 359 5 =5 -=1C
10 6 25 40 =24% -6
-3 7 240 5 -2 -8
-0 8 180 11 -2 =7
23%x 9 54 56 =13% =¢
-2 HeK= 54 -3 <=£
1 -13 155 11 21 =4
-2 =12 59 83 ~16% -2
4 ~11 86 23 21% -2
1 ~-10 159 ¢ 12 -1
-9 -9 84 20 =-15%
2 -8 136 5 4 1
-15% -7 227 3 -1 2
-7 =6 55 55 19% 3
-1 -5 450 4 5 4
-5% -4 111 16 =11 5
-5 =3 242 5 6 6
26% -2 186 5 1 7
12 -1 118 7 3 €
1 0 242 3 5 9
15¢* 1 353 2 -0
5 2 36 43 16%13
-7 3 .29¢ 11 1 -~12
18% 4 195 4 =12 ~11
-0 5 87 13 14 -1C
-2 6410 8 -11 -9
6* T 90 29 <~71* -8
-1 8 151 17 8 -1

FOB
138
HeK=
43
168
143
50
197
205
151
303
32
613
460
26
611
624
107
303
174
229
407
(V]
240
181
69
HeK=

113

111
.57
166
148
205
238
113
395
197

74
239
261
270
412

47
410

64
236
405
121
134
163
Ho K=

17
125
139

40
193
207
124

56
24

32

- n
WuUuea~NWoOoWwWNhDVOSNNSELIPOWM

[
w

8
15
5y
47
9
8
48
7
4
6

DEL L
-5 =6
-2 =5
15% -4
13 -3

1 -2
34% -]
8 0
2 1
9 2
10 3
1= 4
1 s
-1 6
-22% 7
1 8
o 9
-4
-3 ~13
6 =12
0 -11
-6 =10

-18% -9
-5 -8
-1 -7
26% =6
-1 =5

2 -4
6 -3

-12% =2
18 -1

-14 0

6 1
3 2
8 3
0o 4
3 5
2 6
-10 7
1 8
o 9
-1
13%-12
7 -11
-8%=10
6 -9
-9 -8
5 -7
8 -6
8 -5
0 -4

-33% -3

-11 =2
-0 -1
-1 0
-0 1
-6 2
11 3

3

FOB
399
175

89
198

88
581
325

4):
390

2517
246

97
156
160

58
HeK=
88

127

128
237
107
216
393
0
365
266
114
427
286
463
286
917
352
233
138
270
79
111
136
HeK=
111

145

417
318

370
111

109

SG DEL L
2 =6 4
3 6 5
8 4 6
7 -11 7

18 -4% 8
4 =3
5 2 ~-12

44 ~2%=1]
4 =0 -10
8 16 =9
3 2 -8
7 1 -7

15 4 =6
6 -3 =5

11 14 =4

69 12% -3
Se 1 -2

35 =21% =1

20 =6 0

39 2% 1
7 S 2

24 =1*% 3

15 =7 4
3 =1 5

36 ~18% 6
3 1 7
6 5 8

16 -1
2 1 ~12
3 1 ~-11
4 6 =10
3 =2 -9
5 =2 =8

12 -1 =7
3 -3 -6
13 12 =5

11 8 =4

26 =8% =3

11 9 =2

29 =~3% -]
S5y 2 0

17 10 1
6 =1 2

60 =-12% 3
5 =4 4

15 -3 5

47 -13% 6
4 =5 7
6 9 8
3 4
5 0 =12

36 30%~11
2 =2 -10
4 -8 =9

64 ~9% -8
2 0 =7

35 ~11* -6

62

FO8
132
181

152
137
HeK=
129
79
279
141
129
236

340
235
215
404
244
198
312

207
188
186
208
135
92
H'K=
~118
197

236
131

86
298

283
414
48
370
327
149
337
118
190
251
104
121

145

H9K=
113

240
155
173
180

PAGEL13
SG DEL
15 5
11 -9
43 12*

7 19
18 15

5, 3
27 =14%*
47 =1=%
12 -5
14 1
11 -13

4 5
51 29%

5 1

8 4

7 4

3 =4

s =0

3 3
10 =7

9 2

4 -1

8 6
by 2
20 =4
18 12
33 1%

Sy 4
21 10
22 -1
53 4%
11 -2
14 7
12 11

4 =6
16 -4

4 6

2 1
48 4%

5 =2
.2 0
11 -11
14 =4

7 8

8 12

7 =2
30 ~-10%
19 ~14
26 17

S5y 5
30 7%
66 5%

6 3
11 3

8 1
9 0
43 ~27%



0 0

STRUCTURE FACTORS CONTTNUED FCR <
URANIUM(IV) TETRAKIS(PYRAZOLIDE-HEXAFLUOROACETONE)

L FOB
-5 248
-4 224
-3 23
-2 267
-1 164
0 182
1 328
2 83
3 250
4 120
s 27
6 162
7 104

HoK=
-12 132
-11 168
-10 - 24

-9 167

-8 227

-7 106

-6 345

-5 232

-4 188

-3 266

-2 45

-1 328
0 227
1 0
2 289
3 80
§ 145
5 254
6 48
T 149

HeK=
-11 61
-10 132

SG DEL. L FOB
7 ~0 -9 168
3 -3 -8 175

44 4% =7 45
2 -4 -6 311
3 -0 -5 162
4 ~6 -4 190

9 =0 -3 298

20 6% -2 50
6 5 -1 225

21 -0 0 226

55 13% 1 417

11, 3 2 289

21 12% 3 105
5y 6 . 4 109

25 -7* 5 181

14 -4 6 54

55 23%  HsK=

13 -0 ~10 145
S =4 -9 56

21 22% -8 134
8 2 -7 189
5 =6 -6 61
8 ~1 -5 254
4 ~3 ~4 224

48 =-7% -3 80
4 -0 -2 271
5 3 -1101

48 -15% 0 64
3 =2 1 293

25 17« 2 28

38 13* 3 129
8 11 4 157

58 4% 5 22

19 10 HeK=
S5y 7 ~10 45

73 =3% -9 172

15 -20 -8 156

44 =30% -7 0

19 -1 -6 182
7 1 -5 138

29 =23% -4 203
8 0 -3 206
4 =1 =2 4l

10 3 =1308
6 5 0 247
8 ~-20 1 0
5 =6 2178

10 .6 3 88

15 5% 4 113

14 -5 5 160

-5 12 HeK=

73 9% -9 129

12 -14. -8 110

35 1% -7 170
S5 8 =6 36

35 =-22% -5 153

76 =13% ~4

SG DEL
7 8
16 14
54 19*
4 7
10 ~11
10 -1
5 3
60 43%
10 5
7 2
56 32%
7 10
10 3
21 14»
16 1
77 21%
5, 9
13 =10
66 ~16%
16' 18

-9
25 -23%
6 -1
8 8
30 o*
10 7
23 11=*
17 ~13»
9 -0
41 6%
16 3
20 2
47 ~38»*
59 10
55 19%
1¢ -1
13 3
57 =23%
10 9
9 1
7 6
18 -3
44 ~12%
7 5
8 -3
60 =27%*
17 2
14 1
44 11%
17 13
59 11
21 37
20- 18
12 ~4
59 15#
12 18
10

L

-

-
-1
-¢
-
-4
-3
-2
-1
0
1
2
3

-1
-6
-5
<4
-3
-2
-1

0

1

~c
-4
-3
-2
-1

0

-3

-2
-1
0
1

-2
-1

FO8
114
242
133

87

191

0
137
140

HeK=

128
0
222
158
84
165
51
153
128
9
155
105

FeK=

146
49

147

149
42
174
64
101
162

H'K=

115
80
144
8
116
122

KoK=

94
138
41
153
73

6 4

SG DEL
8 2
7 3

25 =—6%

22 ~13%

10 =2

48 ~36%

18 2

18 19
5, 12

16 9

68 ~44%*

14 9

25 11

46 =-9%
7 11

T2 22*

15 4

36 7%

63 -38%

18 7

18 15
59 13

26 -3

52 6%

15 12

12 16

61 29%

12 -0

65 ~30%

11 10

18 15
5y 14

13 31

26 11«x

28 =9%

62 ~41%

23 ~1%

15 -8
6e=19

29 8%

11 13

57 20%

44 24%

60 =T%

-18

56 -3%

22 13

10 -3

22 22%

25 11

75 23=%

15 14

28 8%

68 4%
6+-17

56 =42%
9 4

L
-4
-3
-2
-1

0

1

2

3

4

-7
-6
-5
-4
-3
-2
=1

npHpPwWNN+=O

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

1
CVPWNIO -

.~9

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

FoB
30
137
126
43
196
72
57
169

94
H,Kf

85
134
50
158
157
7
210
58
153
183
48
124
150
H'K=
117
88
92
180

66

70
187
0
222
131
75

209"

41
124
182

H'K=
11¢

69

132
165

c
172
156
37
328
101
135
200
35
209
118
71
H'K=

63
SG DEL L FOB
46 ~23%=10 92
9 8 =9 €1
20 -8 -8 118
51 34% =7 131
6 7 =6 64
15 =0% ~5 242
28 5% =4 60
8 15 -3 89
22 23% =2 230
69=16 ~1 0
86 13% O 228
12 14 1 170
60 1= 2 103
13 10 3 227
24 ~10 4 121
59 =~31% 5 161
8 11 6 202
24 =4% T 27
7 -1 HeK=
25 =11 -10 46
53 27* -9 132
13 0o -8 37
15 8 =7 l46
“6y=15. =6 227
25 l4* -5 13
15 & =4 284
17 =21 ~3 122
24 12 =2 47
73  16*% =1 295
23 20% 0 142
5 2 1 184
59 =24% 2 288
15 <2 3 75
10 8 4 190
28 3* 5 109
5 =3 6 68
45 -5% 7 173
11 [} HeK=
13 =12 =11 57
6e~=14 -10 121
11 11 -9 68
70 13% -8 147
11 20 =7 140
18 S =6 105
59 =49% ~5 253
14 13 -4 65
7 15 -3 249
65 14% =2 210
4 1l -1 28
16 =6 0 209
10 5 1 321
14 13 2 S
41 4%. 3 281
9 =1 4 128
10 2 5 233
57 28% 6 200
6¢-13 7

PAGEl4
SG DEL
17 0%
72 59%
20 6
28 2%
21 6%
12 3
72 15%
30 16*

9 <1
49 —26%

8 2
14 7
18 -3

7 -1
28 —4x%
20 -8
14 5
58 —-10=*

64=12
56 ~9%
21 -8
47 =-28%
20 16

6 5
39 ~13%

5 =0
10 1
16 9%

7 2

5 -0

5 -3
12 -1
30 1%

5 5
25 1%
18 24%

7 0

69~11
67 =—6%
30 3%
55 38%

7 12
10 0
16 10

4 -3
37 3%

3 =1

7 5
47 =20%

5 4

4 =3
29 195%

5 1
24 6%

8 -0

6 2
44 1%



STRUCTURE FACTORS CONTINUED FCR
URANIUM(IV) TETRAKIS(PYRAZOLIDE-HEXAFLUOROACETONE)

L FOB
H1K=
15
49
162
69
152

-1
-10
-9
-8
-7
-6
-5
-4
-3

34
368
150
-2 78
-1 359

0 132
172
3176
50
212
207

78
178
76

OO\t W

HeK='

129
141
68
177
94
143
279
132
170
276
36
0 221
1 310
2 154
3 247
4 101
5 222
6
7
8

146

SG

6y

»
POV WLWVS VOO

DEL L FOB
-10 2 303
‘15% 3 48
15% 4 240
11 5 312
-1% 6 48
7 7 186
-6 8 65
6% HeK=
-3 =12 69
-4 -11 119
5 ~-10 169
-2 -9 50
-6 -8 166
5 -7 183
-3 -6 97
40* -5 293
-7 =4 224%
-2 =3 283
10% -2 208
-2 =1 43
-15%¢ 0 226
-9 1 282
30 2 56
3 3 247
~24% 4 154
2 5 96
-17%« 6 266
5 T 43
4 - B 146

6 H1K=

3 -12 127
-1 -11 124
19%-10 66
-3 -9 231
-4 -8 100
-4 -7 159
-7 -6 298
15 -5 13¢C
-2 =4 263
-9 ~3 399
12% =2 262
3 -1 287
-8 0 322
-1% 1 221
4% 2 316
16* 3 110
-2 4 264
5% 5 236

] 6 65
-3 7 245
~-38% 8 136
2 H'K=
-0 -12 44
—-17%-11 115
-9 =10 172
-4% -9 62
200

12 4

SG DEL L
5 =6 =1
42 25% -6
.6 1 -5
5 5 =4
42 9% ~3
19 7 -2
53 ~36% -1
6y =7 o
82 8% 1
1¢ 5 2
12 12 2
50 46* 4
10 2 5
5 3 [
17 1 7
2 =0 8

6 =6
5 3 =12
3 3 ~-11
22 13%10
4 -2 =S
4 -2 -8
31 13* -7
4 6 -—¢
8 l -5
20 10% -4
4 2 =3
" €C 8% -2
271 =2% -]
6y =6 0
19 1 1
28 3% 2
14 1l4% 3
6 3 4
20 4% 5
8 9 6
S 3 7
11 3 &

2 1
2 1 -~-12
3 5 -11
2 =2 -1C
3 -0 -9
10 3 -8
3 -1 =7
18 1l =6
9 =4 =F
14 3 -4
22. 30% -2
10 -4 =2
9 1 -1
6y =5 C
52 -19¢%¢ 1}
22 32% 2
13 =2 3
31 1* 4
5

F08
181
43
261
261
87
330
44
183
344
32
246
45
137
292
41
138
HeK=
130
185
117
214
153
180
229
236

356

472
284
630
398
196
327

71
185
267

SG
4
45
9
4
17
2
16
4
7
36

69

52

DEL L FOo8
-6 6 274
30« 7 103

6 8 124
4 H9K=
8%-13 36
1 ~-12 145
16#-11 163
0 -10 93
-3 =9 179
11* -8 177
7 -1 711
6% ~6 490
9 -5 176
-8 =4 295
28% -3 246
8 =2 196
-4 -1 396
-8 0 321
11 1 210
16 2 238
-1 3 32
-7 4 204
-4 5 245
-3 6 43
9 7 202
3 8 132
2 H'K=
7 -13 122
2 =12 66
2 =-11 13¢C
-1 -10 208
0 -9 22
6% ~8 175
-6 =7 203
10 -6 66

-35% =5 549

-7 -4 93
7 =3 28¢
-3 =2 473

-16% -1 108
11* 0 378

-13 1 349
51* 2 84
-4 3 371
-5 4 204
18« 5 207

1 & 250
6 7 109
9 8 147
-0 HeK=
6 ~-13 0
~4 =12 130
3 ~-11 155
21%=10 (4]
0 =9 244
2 =8 102
9 -7 119

SG
5

23

28
-

16

&

DEL L
-1 -6
~16% =5
~11% -4
-2 -3
19% =2
5 -1
-9 0
27% 1
-6 2
1 3
15« 4
-2 5
-9% 6
1 7
2 8
3
=0 -12
1-11
-4 -10
0 -9
1* -8
1 -7
-2 -6
17% =5
1 -4
-3 -3
-1 =2
5 -1
-5% 0
11 1
-9 2
-1% 3
-7 4
2 s
23« 6
-5 7
-6 8
-4
1 -12
-2 ~11
-1 ~-10
0 -9
2 -8
3 -7
-3 -6
8 -5
5 -4
-7% -3
-2 -2
0 -1
-10% 0
6 1
5 2
-18% 3
3 4
-9 5
12 6

64

FOB
483

54
244
230

244
127
169
376

178 -

245

142
124
HeK=
89
130
233
89
246
234

353
184
237
309

99
282
425

56
280
227
155

162 .

125
HoK=
120
131

248

220
294

50
242
294

48
410
152

93
324
124
245
237

PAGE1S
SG DEL
8 =7
65 39%
4 0
4 =6
23 2%
9 =3
10 1
4 -1
4 5
10 13
8 =10
9 0
53 -7%
15 21
15 31
6y 1
21 4%
28 =1%
16 -8
17 4%
6 =4
5 =6
7 25
3 4
6 =6
6 3
2 0
6 12
10 0
6 8
24 25%
3 1
10 =10
7 7
6 3
38 11=
9 -1
6y 2
9 '10
18 -1
46 =9%
4 =3
55 —=11%
7 -7
4 =0
59 =-1%
4 =2
4 =2
34 41%
2 -3
5 5
11 -4
5 2
8 9
8 2
10 0
58 =65%



STRUCTURE FACTORS CONTINUED FCR

-2

URANIUM(IV)
L FOB SG DEL L FOB
7 186 16 9 1 247
HeK= 6y 3 2 83
~12 81 40 =~2x 3 257
~11 51 60 ~15% 4 154
~-10 189 13 3 5 44
-9 51 ST -14% 6 158
‘=8 210 8 O HeK=
~7 188 4 3 -11 141
-6 158 9 1 ~10 46
-5 201 5 -3 -9 209
-4 171 6 2 -8 184
-3 190 6 - T -1 81
-2 30810 1 =6 246
-1 136 11 10 -5 133
0 319 ‘9 1 -4 226
1 394 3 0 =3 276
2 0 58 =~4% -2 93
'3 246 10 -8 . -1 347
4 171 11 =4 0 281
5 95 23 =21% 1 54
6 165 12 -3 2 259
7 69 82 12« 3 85
HeK= 6y 4 4 81
~12 137 27 11% S 167
~11 149 10 ~11 6 0
<10 58 69 13% . HyK=
- =9 230 6 -10 -11 56
-8 176 7 5 -10 156
-7 130 10 -0 -9 32
-6'292 3 -5 -8 172
-5 119 14 =2 -7 233
-4 180 7 3 -6 57
-3 338 5 -4 -5 185
~2 45 48 37% -4 234
~1.199 3 -0 -3 180
0 237 14 -1 =2 312
1 6516 9% -1 70
2 238 5 =2 0 148
3 32 41 11% 1 209
4 287 .6 10 2 51
5 207 6 4 3 151
6 68 48 S51x 4 128
7 181 10 18 5 63
HeK= 6y S5 HeK=
-12 8796 18%~10 37
-11 77 19 -1%* -9 189
~10 166 8 1 -8 119
-9 23 64 -24% -7 - 57
~8 194 7 =5 =6 244
-7 189 17 -1 -5 102
-6 49 15 16% -4 191
-57200 11 ~1. -3 250
-4 200 3 -3 -2 108
-3 148 9 =4 =1 224
-2 358 5 -1 0 188
~1 100 14 =4 1 128
0 200 4. 1 166

S$G DEL L
3 1 2
27 18% 4
6 -9 5
15 . 2
471 -27*=1C
7 3 =9
6' 6 -8
43 =2% -7
4S 22% -6
11 -4 =5
24 4 -4
26 =5%* =3
16 4 -2
8§ =4 -1
18 -2 0
4 6 1
10 10 2
4 2 3
9 1 4
17 13s
7 4 -S
46 41% -8
71 -20% -7
21 12 =¢
91 ~17% =5
6e T ~4&
33 ~5% -3
23 -8 <=2
47 15% -1
20 3 C
8 -8 |
15 2% 2
4 12 3
9 7
5§ -8 -8
3 4 =1
48 7% -6
9 =3 =5
10 =2 =4
40 33% -3
10 -1 =2
16 o -1
67 3% 0
6, 8 1
75 3% 2
15 -7
9.-16 =1
68 =15% =6
8 8 =5
36 ~1* -4
8 1 ~3
6 3 =2
20 18% -1
15 1 ¢
24 -2 1
26 8%
25 1 =5

FO8
16
110
167
H'K=
177
.88
126
168
0
220
161

112

261
80

117 |

220
48
151
124
H9K=
140
120
93
216
116
169
180
31
180
159
56
181
104
H,K=
.. 99
164
68
187
106
79
209
61
131
150
68
H,Kz
70
203
92
128
185
39
122
87
84
HeK=
137

SG DEL
79 =9%
20 4%
17 16
6y 9
8 8
33 - 25%
14 17
9 4
45 ~l6%*
6 12
18 9
9 =13
8 1
25 ~1%
18 5
1 2
57T 45%
12 9
20 1
6y, 10
9 -7
12 -8
12 10
8 2
11 24
21 19
7 6
85 <«~1%
6 5
16 -6
31 (12
9 15
14 9
6y 11
19 =3%
15 -10
35 50%
16 16
35 1*
34 6%
18 14
T3 . =4%
16 3.
21 =7
80 59«
6y 12
53 15%
8 18
38 28%
10 14
24 15
93 =1%
14 1
71 -13%
33 43=%
69 13
17 8

=2
-1

L FOB
-4 120,
-3 45
-2 164
-1 84

H’K=
-2 103
-1 59
H9K=

56

111

80"

62

-5
-4
-3
-2
-1 193
Y] o,
1 152
2 123
HeK=
-6
-5
-4
-3

0

-3

3 10

TETRAKIS(PYRAZOLIDE-HEXAFLUORGACETONE)

SG DEL L
10 7 -8
86 3% -7
8 11 -6
34 14% =5
Te=19. =4
18 -4 =3
67 29% =2
7+=18 =1
67 41%* O
10 10 1
40 =13% 2
T4 -19% 3
18 10 4
T2 ~-25% -5
11 16
13 17 -10
Te=-17 -9
26 14% -8
17 12 -7
58 ~28% =6
12 2 =5
12 11 -4
64 ~13% =3
10 7 =2
43 =4% =]
41 1* 0
19 10 1
Te=16 2
55 < 35% 3
49 =26% 4
82 16*% 5
9 3 6
8
19 =9%=10
8 =5 =9
49 -15% -8
15 =18 =7
7 8 =6
20 15% =5
18 15 -4
Te=~15 =3
69 —8% =2
63 =-10%* -1
22 -8* O
7 13 1
78 6% 2
16 15 3
19. -2 4
41 l6% 5
9 6 6
16 =14
48 =8%-~11
17 8 ~-10
.65 =18% -9
14 17 -8
Te=14 =7
29 3% -0

65

FOB
0
156
158
28
146
117
89
172
- 45
183
172
49
157
114
H'K=
111
56
143
107
100
169

74

116
223
25
192
164
102
214
32
73
152
HyK=
&2
100
70
191
172
50
228
128
88
213
0
161
224
42
177
125
0
H'K=
91
99

0
142
114
16%

PAGEl6
SG DEL
54 ~36%

7 18
10 =6
46 12%
14 10
16 11
13 ~14

6 -8
53 —-22%
24 6
12 -3 .
63 ~1%
26 1
16 1

Te—=13
41 10%
39 52%
12 14
25 ~18%
21 2%

5 =4
16 11x
17 -1
11 -1
53 =12%

& =13

5 =1
13 2

6 -0
57T =1%
32 =26%
23 -3

79=12
49 12%
11 ~12
86 8%

5 13

6 8
60 36%

9 4

6 -8
38 -9%
11 -6
51 —40%

6 ~8

1 -1
51 18%
12 1
24 =5%
46 —42%

Te=11
60 24%*
41 ~17%
63 —~19%
13 .5

9 '3

2

S



66
STRUCTURE FACTORS CONTINUED FCR N
URANIUM(IV) TETRAKIS(PYRAZCLIDE-HEXAFLUOROACETUNE) PAGEL7

L FOB SG DEL L FOB SG DEL t FOB8 SG DEL L FOB SG DEL L FOB SG DEL
-5 262 7 -1 ~-9199 5 5 & 96 15 =6 =1 20 36 =2% =7 114 16 5
-4 61 11 36% -8 54 64 33% 7 202 12 =24 0 325 2 -1 -6 308 10 -8
-3 233 4 ~7 -7 111 1¢ 9 HeK= T4 =5 1 220 8 1 -5 82 19 10%
-2 251 6 =13 =~6 264 1T =4 =12 32 45 -13% 2 209 4 0 -4 294 5 5
-] 27 26 -9% -5 34 49 17#%-11 110 29 16* 3 304 4 =2 =3 245 4 -1

0 288 8 =4 =4 261 6 0 —-1C 166 13 8 4 99 38 2% =2 112 § -5

1 277 6 <3.~-3210 7 -3 =9 24 53 =-1%¥ 5 153 10 3 -1 186 4 2

2 1 6

3 7 7

4

5

6

7

=7 61 2€ =16% HyK= T4 =6 139 2 =5 287 3 1 ~-11 98 14 -9
-6 106 13 8 ~12 114 217 4% 225 -2 =4 184 3 -1 -10 31 80 T*

0
1
2
-5 314 4 0-11 98 11 -7 3 35 42 -11% -3 280 4 =1 =9 212 10 -3
4
S
&
7

57 2 10% -2 164 9 -4 -8 194 13 5 224 16 =4 0 231 6 ~10
262 4 =1 372 13 =14 =71 774 % -28% 50 62 =2% 1 118 114 1
93 28 18% 0 247 8 -1 -—-¢€ 126 5 9 HeK= Ty =2 2 289 7 -1
100 21 -34*% 1 183 6 3 -5272 6 =1 -12 112 15 3 3 71 33 =1=%
164 12 =9 2 205 4 ~1 -4 97 9 7 -11 141 9 =13 4 218 5 =2
33 54 28% 3 56 39 10% -2 236 6 3 ~-10 89 14 28 S 183 12 3
HeK= T,4=10 4 310 7 -3 -2 317 4 0 -9 133 6 =7 6 43 53 -~-0x
~311 95 23 23% 5 187 19 =4 -1 49 64 13*% -8 81 26 6% 7 170 19 3
~-10 56 60 12%« 6 83 29 10*% 0 372 3 =5 -7 259 18 =4 HeK= 74 1
-9 128 8 3 7 214 11 -1 1255 7 =5 =6 266 T =5 -12 41 62 <=4%
-8 40 48 ~18% HeK= T4 ~7 2185 5 1 -5 32 38 9%=11 105 11 -2
=7 139 7 -1 -12 30 46 -12*% 3 269 3 9 =4 264 3 1 -10 165 15 4
-6 199 9 -8 -11 143 16 31 4 79 37 12% -3 260 4 0 -9 39 47 37¢
-5 35 37 21*~10 127 9 14 $ 158 9 =)0 =2 7612 -6 =8 247 10 -5
-4 279 7 =7 -9 95 23 32% 6 220 13 =4 -1 222 & 1l =7 221 71 -4
=3 141 13 1 -8185 9 -1 7 086 =57« (0 158 8 -7 =6 96 12 16
=2 94 27 7* -7 131 13 -5 8 156 29 12%# 1 125 13 13 <=5 31010 =2
-1 135 5 -5 -6 72 16 11* HeK= T4 =& 2 248 8 ~-1 =4 186 7 7
0O 116 11 16 ~-5209 7 -7 -12 118 14 =2 3 35 42 19% -3 3C9 7 -4
1 122 13 -6 -4 129 8 5 -11 138 9 -16. 4 194 8 =9 =2 236 3 =2
2 282 4 6 -3 311 6 -4 -10 82 41 14% 5153 7 16 =~1 45 53 16*
3 58 16 6% -2 292 5 -9 -9 224 4 6 & 83 21 62 0O 283 15. =2
4 305 12 -9 -1 58 11 13 -8 154 4 -1 7 165 32 4% 1 340 3 -3
5 167 12 3 0299 4 -7 -7 231 8 =0 HeK= Ty =1 2 42 48 24%.
6 T2 30 12% 1 196 4 3 =-6214 3 -1-12 61 72 21* 3 314 1 -9
7 188 6 -10 2 123 9 ~-12 -5 0 34 <~5%]11 121 15 6 4 124 19 11
HeK= Ty =9 3240 S5 =3 =4 306 3 0 -10 186 8 ~11 5 112 18 5
=11 96 25 =-10* 4 132 11 -1 -2 263 6 7 -9 60 19 29% 6 165 20 10
-10 113 31 -7« S5 200 6 1 -2 95 6 4 -8 207 6 1 7 58 69 25*%
-9 44 71 1l1* 6 176 7 1 ~-1340 3 =6 -7 354 4 =10 HeK= T4 2
-8 174 13 1 7 60 71 34% 173 8 5 =6 64 18 18*~12 150 7 24
4
7

-4 85 39 =5%-10 114 34 25% 220 20 =4 -2 264 4 =4 =8 128 17 -9
-3 208 13 -1 =9 219 11 =7 148 13 =9 =1 42 50 23% =7 123 24 1%

-2 244 3 <4 -8 69 29 14* 63 28 26% 0 277 2 =3 =6 2¢6 4 .1
-1 74 26 -7% -7 153 13 6 143 10 15 1 245 10 -2 =5 25 47 17%
0 233 6 -2 -6 291 12 -10 FeK= "7y =3 2 49 33 30% -4 327 3 -5
1 299 5 =1 =~5 37 49 31*12 31 48 ~-4% 3 320 6. =5 =3 286 7 1

2 155 25 -1 =4 300 3 =~0 =11 121 24 =3% 4 127 20 3 =2 121 27 -15%

3 261 3 -5 =3 242 8 6 -1C 194 23 =22 5 114 17 =4 <=1 377 5 =14

4 156 9 10 -2 216 5 -5 -G 0 49 ~36% 6 173 10 =5 0 307 4 -3

$ 229 4 -7 =1 414 3 -5 =8151 5 4 7 28 45 19% 1 60 14 18%

6 147 18 1 0 192 10 5 =712 6 2 HyK= 7y O 2 253 6 6

T 62 80 22% 1 341 4 0 -6111 6 -18 -12 115 26 =1* 3 37 65 1=*

HeK= 7 -8 2 197 3 T -~5298 5 1 =11 103 39 =4% 4 246 13 9
-12 137 14 20 3 62 26 2% -4 57 12 9*%-10 94 29 13* 5 18011 .8
=11 72 30 -28% 4 246 5 =4 =3 245 9 1 -9 235 4 6 6 71 19 9x
~10 58 53 =0% 5 169 6 =4 =2 456 3

0 -8 103 8 10 HeyK= 74 3



STRUCTURE FACTORS CONTINUED FCR
URANIUM(IV) TETRAKIS(PYRAZOLIDE-HEXAFLUORCACETONE)

L FOB

45
124
157

47
197
183

94
215
135
330
351

56
0 207
1 149
2 13
3 283
4 144
5 124
6 175
HeK=

125

114

59
250
175

98
200

33
200
209

-12
-11
-10
-9
-8
-1
-6
-5
-4

362
194

242
12
185

LA )
CVHWNHO~NW

. 26
H'K=
- 122

158

238
223
3

154
205
289

180
173

40
173
157
105

199

146 -

150

29

206

70

G
53
11
12
56
13

19
-]
13
23

L FOB

DEL
2%  HeK=
19 =11 116
8 ~10 85
32% -9 226
-5 -8 83
-2 -7 183
24 -6 170
-11 ~S5 100
10 -4 176
-8 -3 185
-6 -2 71
-2% -1 278
-1 0 47
2 1195
-12% 2 234
7 3 18
12 4 135
3 5 157
16 HyK=
"4 ~-10 165
6 -9 24
-7 -8 201
15% -7 140
3 -6 60
T =5 184
11% -4 204
~14 3 49
26% -2 217
1 -1 59
-4 0 249
=10 1163
-1 2 39
-4 '3 187
-5 4 106
10_ H'K=
-17*-10 27
~-16 -9 164
5 -8 88
-13% -7 152
5 =6 175
18 -5 74
-11 -4 167
12% -3 209
1 -2 51
-5 =1 222
-34% (C 125
5 1 116
11 2 131
3 3 57
3 HoK=
-3% -9 -0
-2 -8 125
10 -7 176
12% -6 55
5 =5 155
23 -4 .83
8% -3 112

$G DEL
7, 6
12 1
18 5%
13 7
19 4%
9 -10
6 4
10 =20
6 3
8 3
85 -20%
13 8
49 =14
5 -7
8 -6
29 -6
28 13+
22 21
T, 7
15 12
45 10%
10 8
1 2
23 8%
5 -0
6 3
28 -29%
19 -5
19 17#
6 1
11 7
62 14
15 20
49 -3
7, 8
59 -16%
16 =2
18 -1%
7 -0
9 6
34 6
8 16
9 -1
59 . 39%
12 -1
13 6
34 11%
11 =22
23 o9
Te 9
50 -37%
12 -15
22 12
76 26%
20 6
85 ~10#

-5

-1

L FOB
-2 232
-1 86

¢ 191

1139

2 .0

3 133
HeK=

97

61

200

44

127

131
-2 76
-1 176

0. 92

1 88

2 176

HeK=
-7 169
-6 17
-5 210
-4 123
~3 80
-2 148
-1 54

0 109

HeK=
-5 59
-4 112
-3 122
-2 43

FeK=
~4 81
-2 1
-2 76
=1 140

c 76

1131

-8
-7
-6
-5
-4

-2
-

HoK="

79
96

~-é
-5
-4
140
117
41
¢ 187

1117

2 109
HoK=
97
91
40
147
86
138
176

-1
-6

-4
-3
-2

49

SG DEL L FOB
5 =3 0 0
26 21%* 1 133
14 3 2 118
21 7 3 63
66 ~15% HeK=
30 =9% -8 83
7¢ 10 -7 66
47 1%« -6 105
72 =14% =5 143
7 12 -4 39
52 27% -3 202
9 =5 =2 95
22 =22 -1 33
74 7T0% 0 197
17 9 1l 89
16 ~1 2 124
19 ~11* 3 163
12 9 4 ]
Te 11 HeK=
8 =4 -9 75
80 6% -8 52
S 20 -7 ¢l
21 14 <6 161
32 9% -5 38
11 3 <=4 184
41 '19% -3 76
20 -8 -2 111
T, 12 -1 73
78 19%* 0 42
49 ~12% 1 177
12 1l 2 136
48 39% 3 58
8:-18" 4 150
53 =14% 5 113
77 3% HeK=
40 -16% -9 65
11 11 -8 151
29 48% -7 74
30 1* -6 111
8e~17 -5 171
83 4% -4 10
18 5% -3 181
50 1l1% -2 116
10 2 =1 8¢
9 2 0 226
52 =-5% 1 173
7 9 2 148
12 37 3 182
22 =2% 4 65
8¢-16 5 134
18 3% HyK=
44 -1%-]10 81
47 8% -9 103
11 -7 -8 58
25 9% =7 146
13 10 <6 118
13 14 =5

76

67

SG DEL L FOB
45 =21% =4 211
17 <2 -3 173
43 15%« =2 116
57 =-14% =1 235
8¢=15 0 101
14 1 1 103
23 9% 2 138
11 27 3 30
13 10 4 173
14 8% 5 80
16 -10 H'K=
20 12%-10 76
62 3% =9 45
28 1 -8 124
25 12%= =7 107
13 6 =6 134
100 10 -5 194
51 =19% =4 36
8y=14 =3 224
79 =15% -2 231
54 47% ~1 92
47 -23%* 0 193
14 19 1 126
58 S% 2 148
6 4 3 181
14 6 4 72
10 2 5 186
13 =11 & 155
51 2% HoK=
12 4 -11 85
21 -5 -10 87
44 =6% =9 104
22 6 —~8 57
37 19% =7 155
B89=13 -6 129
77 33% =5 73
12 8 -4 257
18 =26%* -3 491
18 «~1 <=2 146
5 =1 =1 317
40 =18 0 91
9 -3 1 91
19 -4 2 159
12 17 - 3 47
12 4 4 269
8 5 5 104
‘9 2 6 127
9 =3 HeK=
78 29%-11 124
11 9 -10 118
8y=12 =9 62
81 31% -8 177
29 9% -7 114
24 -=5% -6 82
18 =4 =5 252
14 5 =4 36
14 3 -3 218

PAGE1S8
SG DEL
5 =1
38 =-9%
22 4%
4 -3
38 ~-19%
36 =5%
8 =10
43 -28%
14 -13
29 ~27*%
8e~11
28 ~6%
33 12%
9 5
13 -13
11 ~10
10 =6
62 8%
71 -4
6 -2
30 17%
6 4
11 -0
15 7
14 -14
77 33
12 6
15 =12
8y~10
32 16%
24 11%
16 3
69 =27%
9 1
10 -0
16 28%
1 -6
38 19%
5 =4
4 =3
12 -5
9 ~18
7 )
38 1l0%*
5 =14
21 -3=%
18 10
8y =9
40 24%
g =2
32 =2%
6 3
16 =15
30 g¥*
9 1
57 2%
17 5



STRUCTURE FACTDRS CONTINUED FCR
URAN!UM(IV) TETRA&IS(PYRAZOLIDE-HEXAFLUORUACETONE)

"L FOB SG DEL L FOB
-2 264 5 =7 -5 50
-1 77 23 42* -4 270
.0 124 11 =4 -3 244
1 137 13 6 =2 175

2 115 16 =1 -1 363

3 219 6 6 0 63

4 52 62 =4% 1 217
-5 192 12 =2 2 217
6 137 26 5% '3 54
HeK= 8y -8 4 225
-11 90 25 =-1* 5 133
-10 119 31 9% & 62
-9 207 9 0 7 140
-8 33 63 26% - HyK=
-7 147 13 0 -12 32
-6 163 27 1 ~-11 124
-5 21 35 —-14*-10 164
-4 246 5 -1 -9 23
~3 135 11 -16 =8 201
-2 264 5 =7 -7 103
-1 387 6 -10 =6 114
0 53 25 5% -5 209

1 172 7 =2 -4 109
22719 17 -6 -3 288

3 34 44 ~=2% -2 292

4 234 21 -2 -1 37

5 68 15 =6* 0 376

6 86 29 9% 1 102
HeK= 8y =7 2 62
-12 40 49 19%* 3 279
~11 100 21 ~14% 4 72
-10 134 24 -3 S 134
-9 88104 5% 6189
-8 199 13 -8 7 4S5
~7 B87 24 l4x HeK=
-6 117 11 14 -12 99
-5 155 5§ <3 ~11 101
-4 159 1 =2 -10 69
-3 277 4 ~4 =9 197
-2 290 8 -6 -8 48
-1 63 55 6% -7 180
0 339 4 -1 -6 175

1 83 36 17* -5 105

2 59 71 18% -4 193
3-265 4 -2 -3 98

4 80 41 45% -2 213

5 137 14 -13 -1 339
"6 167 29 12 0 213
7 0 56 =-4% 1 285
HeK= 8¢ =6 2 186
-12 111 11 7 3 68
-11 60 71 -29% 4 236
=10 100 27 9% 5 142
-9 216 10 3 6 65
-8 28 67 -28*% 7 166
-7 189 12 4 “HoeK=
-6 213 19 ~12 -12 53

-8

SG DEL L
18 T72=11
5 ~2 =10
4 =1 =S
16 -5 -8
4 =4 -7
64 42% -6
17 -2 -5
13 -4 <=4
65 7% =2
22 -8 =2
22 14 =1
80 27* ¢
21 -4 1
8¢ ~5 2
8l 9% 3
27 -5% 4
16 9 5
42 -17% ¢
23 6
27 =11%-12
19 12 -11
4 -1 -10
10 1 =S
4 -12 -8
3 =3 =7
55 13* ~¢
3 =45 <
16 -3 =4
37 11% -3
3 1 =2
55 13% =]
11 -17 c
13 -3
53 24%
89 -4
34 ~14*
30 1%
32 ~7%
8 6
ST 36%12
9 3 ~-11
13 5 -1C
10 16 -S
11 -11 -8
17 -1 =7
7 =1 =¢
6 ~12 ~¢
7 4 -4
8§ -7 -3
18 ~-11 - -2
47 32% -1}
4 -5 C
12 1 1
38 os 2
35 =4% 3
8y =2 4
61T 30¢% 5

FOB
117
144
0
311
164
44

283
34

253
312

42
323
295
132
259

38
144

SG
9
8

48

12
6

17
4

43
4
6

24

16

22

DEL L
8 6
-0
-21%=12
-1 -11
1 ~10
10% -9
-3 -8
-3% =7
-1 -6
-4 -5
-1l% =4
-0 -3
8 -2
-2 -1
-11 0
-11% 1
5 2
-10 ‘3
-2 4
-2 5
-34% 6
15%
-2 =12
-4 -11
-4 ~10
9 ~9
1% -8
-0 -7
-1 -6
-5 =5
-3 =4
6 =3
-4 =2
-2 -1
4% 0
-2 1
-2 2
18 3
-1 4
40% S
16 6
8
32%-12
-6 ~-11
6 ~-10
4 <=9
1 -8
8 =7
-3 =6
1 -5
20% -4
5 =3
9 =2
5 -1
~-10 0
12% 1
1= 2

FOB
125
H'K=
113
64
79
219
194
215
189
23
238
192
155
308
95
140
287
33

135

vH, K=

125
47
517

172

115

123

235
45

235
87

144

300
72

186

301

SG
9
8y

16

16

34
7

12

11
4

58

6

7
10
6
15
14

9
T4
10
16
37

68
16
20
48

13

54

17

18

8

DEL L
-19 3
0 4
-2 s
13+
-1%-11
2 -10
-17 -9
5 -8
-1 -7
12% -6
0 -5
3 -4
3 -3
-0 =2
-21 -1
-1 0
0o 1
-2% 2
-4 3
5 4
3% 5
1
28%-11
13 -10
0 -9
30% -8
-7 -1
4 -6
-3 -5
-6 -4
24% =3
-3 =2
9 -1
2% 0
-2 1
3. 2
15 3
8 4
17
14 =11
6 =10
2 -9
5¢ -8
-36% -7
-7% -6
-5 =5
-1 -4
4 =3
-2 -2
-10% -1
-6 0
32% 1
-10 2
2 3
8* 4
8
3 -10

68

FOB
19
154
152
H'K=
11¢
117
63
162
226
82
247
114
187
178
25
180
153

127
105
192

50
252
157

183
95
H.Kz
89

PAGE1S
SG DEL
26 50%

9 -19
‘15 13

8y 3
33 ~10%
38 -8%
74 32¥

9 -4

S =4
32 7%

4 -7

8 =2
13 1
5 4
49 -1%

9 1
15 6
58 11%

9 =2
22 =9%
12 9

8y 4
42 =6%
22 ~25%

8 0
51 15%

6 -3
12 4
13 0%
10 =2
12 3
23 1lax%

S S
40 =22%

8 =3
10 =2
61 -15%
13 2

8y 5
16 11
23 ~16%
74 =1&%
11 -8

7 9
27 12%

4 4
27 1
11 -3

5 4
271 46%

6 -0
17 2
49 leo%
14 ~-11
24 3%

By 6
52 16«



STRUCTURE FACTORS CONTINUED FOR .
“URANIUM(IV) . TETRA(IS(PYRAZOLIDE-HEXAFLUOROACETONE)

3

FOB
163
26

151

179
41
231
233
60

256

76
147
164

52

H'Kg

-10
-9
-8
-7
-5
-5
L
‘=3
-2
-1
.0
1

2
-3

152
50

150

113
63
223
65

117

243
31
210
133
74
143

HoK=

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

-2

-1
0
1
2

170

115
124
0
160
139
66
241
105

112

176

H'K=

=8
-7

150
121

85
170

80
124
179

33
158
123

H'K=

-6
-5
-4
-3

141
33
140

163

SG DEL
18 5
54 1%
15 ~15.
16 ~-18
48 35%
14 3
e 8
30 38%
4 11
12 32
9 18
19 =6
52 - 20%
8¢ 7+
24 17
68 40%
16 =10
31 14*
52 5%
8 11
70 -13%
11 13
4 4
56 11%
8 4
1€ 15
34 12%
29 =7%
.8y 8-
22 19
54 -63%
21 6
39 -13%
64 —-10%*
1 -4
9 5
79 28%
4 -0
17 36
29 5%
15 28
8y 9
2C ~4
15 ~-15
23 . 29%
7 2
14 8
30 3%
7 =1
S1 28%
12 -6
10 3
8y 10
19 6
62 23%
24 ~12

-1 16

L FOB

-2
-1

617
136

H'K=

-3

-2

25
69

HoK=

-5
-4
-3
-2

-1

0
1

76
0
123
84

84

116
93

HoK=

=1
-5

-5
-4
-3
-2
-1

0

1
2

-8
-7
-6

s
-4

-3

102
47
53

128
54

141

160

0

107

107

HyK=

135
32
92

100

54
174

123

50

SG DEL L FOB
67 45* -2 236
21 17 ~2 136

9,~18 =1 74
82 ~1% (C 228
82 -30% 1 51

9,17 2.117
23 -11% 3 141
52 ~10% 4 65
14 =13 HeK=
16 ~0*~10 74
40 26% -9 178
28 =10*% -8 46
17 17* =7 96

9,~16 -6 80
44 1* -5 84
53 1% -4 210
64 28% =3 45
21 6 -2 194
38 =4% =1 249
13 9 C 70
20 ~-10 1 221
94 ~28% 2 122
19 15 2 89
16 -4 4 179

9e-15 HeK=
25 12*10 66
52 =71% -GS 82
48 22% -E 128
36 T* =17 0
64 15% =-¢ 123

9 ~-6 =% 188
32 =2%* -4 51
69 =36% -2 213
14 11 =2 142
61 =4% -1 64
46 =-8% 0 209
28 6% 1 174

9914 2 124
58 32% 3 169
25 4% 4 47
45 =4% 5§ 135
43 20% . E¢K=

6 =-0-11 56
68 ~16%-10 70
14 -14 =S 105
10 3 -€& 33
43. 8% -7 200
20 =5 -6 129
26 =22% -5 26
66 8% ~4 183

9ey=13 ~3 0
70 =25* -2 161
32 1l4%* -] 188
69 =21% 0 49
31 -16* 1 275
12 ~16 2 117
62 3 59

14x

SG DEL t FOB
6 2 4 207
16 4 5 95
44 29% H'K=
8 7 -11 95
<65 ~15%-10 61
19 17 -9 41
16 -2 -8 212
75 50% -7 69
9e~12 =6 122
32 3% -5 196
29 ~18% ~-4 81
48 44% -3 95
17 4 =2 188
19 -9 -1 115
12 12 0 18S
10 -3 1 133
67 12%x 2 133
5 -0 '3 184
9 =2 4 29
15 16% 5 143
6 -3 H7K=
21 -8 =11 46
29 22%-10 101
14 -1 =9 148
. 9e~11 -8 45
‘51 =5% =7 263
12 28 -6 171
9 6 =5 106
49 ~65% =4 155
20 3 =3 98
7 -7 -2118
57 0% -1 202
10 -0 o 0
17 =6 1 25¢
13 5% 2 222
9 9 3 66,
18 16% 4 185
34 =2 5 91
[ ~0 HeK=
54 39%-11 100
12 3 ~-10 . 84
94~10 =9 37
65 23% -8 209
47 -10* -7 86
40 8% -6 139
42 -~6% -5 186
23 3 =4 34
16 ~6 -3 128
67 «3% =2 206
4 5 =1 117
44 ~17%* 0 236
. 8 =2 1 198
12 =4 2 133
56 24% 3 201
6 -6 4 47
24 ~=~4% 5 156
17

HeK=

SG

6

20
Iy
12
71
56
9

69

DEL L
2 -12
12%-11
-9 -10
11 -9
-15% -8
1% -7

7 -6

-30% -5

5 -4

5 -3
-7% =2

3% -1
-3 0

5 1

3 2
-2 3

-13 4

5 5

~13%

7 -12
-8 -11
15%-10
12% =9

6% -8
27% =7

2 -6
-4 =5

0 -4
-9 =3

3% -2
15% -1
1 0
-8 1
-6 2

3 3
37% 4

-16 5
26%
-7 ~-12
5%~]1
~3%-10
-7% ~9
-11 -8
-1 -7

0 -6
-0 =5
13% -4
14 =3

-10 =2
13 -1
-2 0
-3 1
-6 2
10 3
271% 4

3 5
-6

69

FC8
107
64
96
163
36
204
108
16
183
130
163
299
65
128
213
123
131
g2

163

151

H'K=

PA

SG

15
13

‘34

21
47

7
14
37
10
le6
22

9
33
17

9y

17
4
62
22
9y
22
49
12

10
64

11
8

62

5
S

GE20

DEL
9
25%
7%
-3
20%
0
-1
24%
~10
-13
-3
0
58%
-6
3
-1
-4
11%
-5
-1
o
3%
-2
7
16
6
13
-4
-6
1
-9
10
-12
1
—8*
-—4*
-4
-2
-23%
10
-14
43%
20
7
39%
4
-0
-9



STRUCTURE FACTORS CONTINUED FCR
a T URANIUM(IV) TETRAKIS(PYRAZOLIDE=~HEXAFLUOROACETONE)

- L FOB
-12 38
=11 123
-10 120

63

229

-9
-8
-7 75
-6 141
-5 275
-4 69

=3 280
-2 228
-1 109

0
1
2
3
4
5

269

12

139

‘272

79

104
HeK=
-~12 109
(o]

=10 129'

-9 1€5
-8 44
-7.152
-6 200
-5 49
-4 259
-3 184
-2 103

-1 225 .

o 10
1 215
2 193
3 72
4 le7
‘5 114
_‘H'K=
-12 45
-=-11 127
-10 128
-9 59
-8 210
-7 70
-6 139
-5 2717
-4 66
-3 231
=2 188
-1 47
0 236
1 92
2 116
3 197
4 71
5 98
HoeK=

SG DEL L 08
72 5%-11 ' O
30 15%-10 86
26 27* -9 157
32 4% -8 22
5 -10 -7 188
31 ~4% -6 196
8 4 -5 66
9 =2 ‘=4 234
10. 17 -3 106
7 -4 -2 138
4 3 =1 261
24 =1* 0 32
5 -0 1 248
38 -30% 2 201
14 -8 3 83
10 -8 4 162
28 13*% 5 113
21 -20% HyK=
"9 =2 =11 110
11 11 <10 124
4G ~-35% =9 49
14 -1 -8 173
9 -19 -7 91
59 ~0% ~6 133
1 0 -5 267
T =2 -4 50
25 1% -3 179
9 -5 -2 187
7 -4 -1 10
11 4 -0 212
3 ‘1 1 197
40 =4% 2 117
5 1 3174
5 1 4 102
S53  44% HeK=
15 1 ~11 45
35 =~8%-10 658
9y -1 -9 139
57 41% -8 53
21 3% ~7 183
19 5 =6 204
21 -0* -5 39
71 =9 =4 242
26 —-13% -3 152
20 -2 -2 98
6 -11 -1 1178
23 36% 0 42
4 3 1 226
6 =2 2178
58 2« 3 63
14 -7 4 156
12 1 H'K=
9 ~0-11 94
17 -7 -10 116
34 2* -9 59
15 -6 -8 166
9, 0 =7 128

18

69
12
5
57
4
8
43
11
9
17
6
47

- Qe

62
69
7
23
9
6
62
9
12

28

8
50

S
18
20
13

X
66

14 .

59
S
21

DEL L
-53% - ¢
0% =S

1 -4

-12% -3
-6 -2
-20 -1
15¢ ¢

5 1
15% 2
-2 3

1
-1%-1¢
-2 -9
71 -8
46% =17

0 -6

4 -5

1 -4

3% -3
19 -2

-12% -1
-1 0
-24% 1
-5 2

2 3
3gs

7 -10

7 =9

~27% -8
-9 -7

5 -6
-5 =5

5 =4
6% -2

2 -2
-6% ~1

-14% C

11
41 2
-7
-1 =9

-11% -8
-5 =1
11 -6
15% -5
-3 -4
19% =2

4 =2

7 -1
37% ©

5 1

3 2
—5'

5 =€
30% -7
-2 -6
-8 -5

£08
109
203
100
101
157

43

195
1i9
139
180

H,K=-

90
148
13
179
175
75
263

192

74
204
45
152
175
15
HeK=
124
52
143
121
125
188
53
124

198 .
70 -

190
117
86
H,K=
163
62
121
154
86
164
126

65

199
14

109

124
HeK=
138

97
109
182

SG DEL
20 7
7 -5
55 21%
22 2%
14 3
56 22%
10 -9
19 2
11 6
22 8
9 .4
45 8%
14 -11
63 2%
11 5
11 -2
14 =-2%
4 11
12 5
55 3%
6 =3
53 =3%
'8 =9
19 9
45 S54%
9y 5
24 3*
69 42%
15 =5
15 15
14 -11
10 3
T4 =-9%
10 -2
11 -1
82 43%
8 1
28 13%
50 Ox
9, 6
14 12
30 15%
14 9
8 3
12 =2
7 -1
8 1
80 ~18%
21 1
80 19%
36 =7%
25 =5%
9, 17
10.~10 -
28 1%
24 19%
6 1

L FOB
-4 41
-3 138
-2 186
-1 39

0 125

1 95

HeK=
-7 113
-6 126
-5 63
-4 175
-3 145
-2 80
-1 137

. HeK=
-5 156
-4 104
-3 106

-2 103

-6 86

-3 149

SG DEL

L
49 24% -5
13 12 -4

9 0 -3
66 9% =2
12 =12 -1
54 ~15% 0

9, 8 1
38 2% 2
30 -1% 3
46 43x%

6 20 -9
24 24 -8
16 28% =7
44 1% =6

9y 9 <=5
24 =3 =4
10 37 -3
49 10% =2
104~17 <=1
69 =3% 0

8 21 1
59 -18% 2
10,-16 3
52 -10%

14 19 =10
27 8% -9
49 25% -8
19 11 =7
30 ~18* -6
50 =37% =5
104-15 <-4
69 =5% =3
48 6% =2
31 13% -1
58 =8 0
10 22 1
93 =-8%x 2
27 12% 3
29 . =2%. 4
55 25%
104~14 ~10
60 19%. <9
33 21ix -8
26 14% =T
18 27% -6
13 15 -5
60 =3% =4
10 1 -3
20 =20 =2
24 18% -1
13 =3 0
19 8* 1
10,-13 2
72 -10% 3
11 3 4
51 31*
15 12 -10

70

PAGEZ21
FOB SG DEL
127 8 22
50 59 30«
197 14 =6
138 20 16
95 23 —~17%
183 9 2
36 45 =2%
90 37 =3%
118 57 1%
HeK= 10,~12
54 65 =21%
61 24 12%
127 13 2 .
73 34 <2%
58 61 S%
193 22 8
36 56 ~-20%
156 18 2
164 14 ~17
69 15 ~11%
15 7 2
121 13 6
43 51 -29%
HoK= 10|°11
78 23 24%
38 47 =40%
132 22 7
. 17 51 =-2%
98 18 -0=
130 17 10
26 56 30%
145 32 ~-8=x
126 7 13
113 22 o*
185 6 3
61 36 40%
163 16 10
159 16 &4
54 58 47%
HeK= 10"10‘
95102 = 3%
95 44 ~-3%
13 44 ~-15*
207 20 10
sS4 9 1
49 38 -7*
220 12 -3
77 16 2%
141 9 7
191 9 - 8
27 52 ~19%
201 10 2
145 15 10 '
85 29 -5% o
141 14 10 N
HeK= 10y =9 &
0 68 -61x



a2y,
e

H

U
o

STRUCTURE FACTORS CONTINUED FCR
URANIUM(IV) TETRAKIS(PYR!ZOLIDE-HEXAFLUOROACETONEl

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

-1.

SO

- ~10

FOB
91
153

14
131
154

55
166
156
123
207
100

143
- 173

0

HQK?A

49

108

105
0
210
97
206
216
70
136
164

43 .

254
120
85

179

HeK=

-11

-10

W =11

- -5
-4

108
94
69

154
.80

213

182
88

176

131
55

200

102

234

SG DEL ’L FOB
50 28% =3 65
11 ~15 -2 133
36 1* -1 184
25 2« Q0. 75
24 1. 1 218
56 16% 2 139
9 19 3 86
13- .9 4 159
18 10 HeK=

5 -6 -11 128
29 19*~10 85

1 ~=27 -9 171
12 -5 -8 159
T4 =% -7 75
10, -8 =6 177
50 44% -5 126
10 13 -4 62
21 0% -3 216
67 ~15% ~2 121

9 9 -1 89
17 -8 0.205
8 7 1 67

6 2 2 217
45 =2« 3 181
13 -7 4 &0

7 2  HiK=
47 =-7%-11 20

7 =3 ~-10 .65
15 9 -9 136
13 7 -8 69

8 16 -7 158
10, -7 -6 135
29 17% -5 126
42 25% -4 192
70 36% -3 148
11 5 -2 151
47 1% -1 176
12 10 0 38
10 =1 1 199
18 -10% 2 161
16 -7 3 13
11 -0 4 163
49 ~2% Ho K=

9 ~14 ~-11 102
19 7=~10 71
20 5 -9 86
13 -1 =8 177"
45 11*x -7 170
10, ~6 -6 182
51 21*% -5 197
15 14 -4 31
15 ~12. -3 157
64 21% ~2 175
24 7 -1 103
15 -9 0 187

8 -1 1 50
9 1 2 95

SG DEL L OB
44 -7+ 3 128
12 -6 4 0
9 1 HoK=
35 35#%11 60
5 -7 ~1C 111
7 9 =9 141
47 15% -8 41
13 4 =17 146
10y =5 -6 205
16. 18 -5 73
36 =S5% =4 179
13 24% =3 65
6 =11 =2 161
17 6% =1 206
21 -5 0 30
13 =9 1 213
39 38% 2 135
17 2 3 62
18 -1 4 154
8 14 HeK=
6 =3 =11 130"
28 271*-1C 92
5 1 -9 107
14 7 -8 151
77 59% -7 96
10, =4 =¢ 133
61 2% =5 255
58 -26% -4 27
29 =12#% -3 157
46 4&T*% -2 169
18 =2 =1 75
24 =5 C 226
7 -3 . 1115
12 1 2 84
12 =2 2 152
16 -1 HeK=
15 4 -11° 0
49 =4%-1C 101
7 =6 -9 108
20 5 -8. 0
45 =23% -7 155
12 1 -6 158
10y.-3 =S 115
15 =12% -4 293
81 9% -3 85
13 -3 .~z 181
13 2 -1 234
77 8* 0 71
13 4 1 186
15 -S 2 139
49 4% 3 49
5 5 HeK=
8 6 =11 147
12 «2 ~1C 77
5 -1 -9 72
66 =-0% -8 140

€

2} =-29*% -7 95

<
&
e

SG DEL L FoeB:
11 -7 =~6 115
45 -21% -5 215
10, =2 =4 46
17 26% -3 192
20 1 -2 176
6 & -1 53
73 30%¢ 0 178
16 7.3 1 66
15 =-1. 2 123
23 16% 3 141
5 3 HoK=
70 =-23%~10 102
8 11 -9 151
13 7 -8 o}
45 11* -7 164
8 100 -6 109
T =4 =5 94
78 22% =4 252
15 0 -3 83
10, =1 =2 149
19 4 =1 177
14 5 0 33
44 11* 1 180
18 =4 2 144
21 14%* HeK=
8 18 -10 101
7 -7 -9 15
54 17*% -8 142
26 =14 -7 80
14 =0 =6 142
19 =-8% =5 193
6 =8 ~4 72
16 6 =3 163
22 8% -2 127
9 -0 -1 79
10, O 0 182"
79 =64% 1 106
13 -5 2113
13 10 H'K=
49 =23% =9 145
18 6 -8 C
6 ~1 -7 157
8 31 =6 134
11 -8 -5 93
25 =3% =4 185
12 6 =3 172
11 2 =2 75
60 38% -1 159
11 -2 ‘0 6
7 12 1 152
75 18% HyK=
10 1 -8 128
12 52 =7 74
19 =34% <6 144
60 16% -5 154
14 13 -4 75
21 33% -3 1178

SG DEL
T 22
8 4

57 40x

12 =14
T 19

20 4%

13 =2

76 1=

10 4

11 -7

10, 2

13 4
9 13

55 =9%

11 4

34 ~17*

44 —-8%
9 5

25 0%

17 9

15 11

48 22%

10 =9
8 8

10, 3

16 <=4

52 =29%

14 =6

47 1*
8 8
5 =2

56 36%

25 16
8 12

21 34%

10 -3

12 9

13 9

10, 4
8 6

65 -~18%
7 =5

20 11

32 1l6%

17 9

35 =2%

35 -11=%

22 21

47 =24%

12 8

10, 5

10 8

38 14=*

13 =14
7 =7

60 . 50%

19 12

71 o

L FOB
-2 1¢C3
-1 34
0 156

HeK=

-7 129
-6 119

-5 67
-4 153
-3 96
~2.-140
-1 111

'H'K=
-6 98
-5 131
-4 46
=3 141

H’K?
-3 o

HeK=
-6 112

=5 95

-4 28
-3 136
-2-. 0
-1 9¢

H,K:.

=7 99
-6 67

-5 108

-4 120
-3 26

-2 156

-1 124
0 69
HoK=
-8 67
-7. O

-6 112
-5 74

-4 24

-3 174

-2 58
-1 86
0 135

-8 80

-=7 113

-6 31
-5 130
-4 134
-3 62
-2 148
-1 141

0 s3

1 163

PAGE22
SG DEL
20 0%
53 1lo¥

7 =4
10, 6
15 3
40 0%
37 26%
14 10
19 &%
24 35
15 =7
10 7
42 11*
12 &
66 - 13%
14 7
11,~16"
67 ~1x%
11,~15
29 l9*
26 4%
47 . —-8%
24 22
ST =32%
18 15=%
11,~14
23 10«%
26 9%
12 29

9 -3
50 20%
25 3
14 5
22 31%-
114-13
48 —-1éx
66 ~-T*
12 7
28 20%
52 =1%
27 - 3
62 =T*%
19 -10%

g8 =3
5§52 =3%
110-12
63 41%*
19 -6
48 ~10%

7 15
.9 2
40 24x%
17 11
15 15
64 ~22%
24 1
87 9*x

Y



- STRUCTURE FACTORS CONTINUED FOR
URANIUM(IV) TETRAKIS(PYRAZOLIDE-HEXAFLUOROACETONE)

L

-9
-8
-7

-8
-5
-4
-3
-2
-1

[
1

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

FOB
H'K=
95
110
0
130
108
61
120
105
94

= 11,

SG DEL L FOB
11,-11 ~10 43
12 28 ~S 70
16 -5 =8 124
48 ~-27% -7 16
24 —2% -6 146
21 14% -5 168
44 41* -4 88
46 -0+ -3 188
13 10 -2 70
23 6% -1 101
8 -1 0170
61 38* 1 69
12 13 2 129
11,-10 3 129
18 ~13% HeK=
79 26%-10 110
8 11 -9 83
77 6% -8 46
16 =7 -7 167
.9 6 =6 93
72 16% -5 90
29 ~=1% -4 186
23 -17%* -3 - O
65 12% -2 127
5 10 -1 134
33 =2 0 35
= 11, -9 1 212
64 2% 2 120
19 10 3 48
17 -4 HoeK=
50 26*-10 0
217 =9% -9 119
33 ~-2% -8°135
61 4% -7 53
22 =2 -6 169
10 3 -5 190
42 2% ~4 62
8 ~6 -3 168
57T =4*% -2 61
17 -3 -1 90
17 3 0 226
11, -8 1 658
24 1= 2 147
39 -17« . 3 139
34 33% HeK=
15 2 -10 113
13 -2= -9 88
9 4 -8 58
§ =5 ~7 148
22 48% -6 127
29 1 -5 92
11 14 -4 170
49 26% -3 68
6 1 -2 126
9. o=-1171
73 “1* 0 39
187

-7 1

15 -13

SG DEL Lt
75 -8% 2
46 -5% 3

21 4
42 <=4%1¢
13 10 =9
6 =3 =~¢
19 =5% -7
8 1 -6
32 -23% -5
‘19 2% ~4
14 16 -3
30 17#% =2
12 ~6 =1
9 =5 C
111 ‘6_ 1
28 =—-6% 2

26 o*
26 31%10
16 17 =S
76 -17% -8
15 -0 =1
6 -3 =¢
43 =36*% -5
26 1* -4
17 -2 =3
5$ 2% =2
10 -1 -1
17 -13 4]
87 -16% 1
11, -5 = 2

60 =43%
10 2 ~-1¢
2¢ 9% -6
42 22% -8
21 4 =1
13 -1 =~¢
16 26% -5
9 -5 -4
36 -9% -3
10 -5 -2
11 -6 =1
3 36 -6% O
8 21 1
27 2% 2

11y -4
26 7*-10
23 =7% =S
20 1l4* -8
10 3 <7
10 -5 =¢
26 17*% -5
21 -8 -4
76 41% -3
22 9 =2
7 12 =1
46 1* 0
)

FO8
75
123
HeK=
73
108
116
0
167
173
63
217
85
52
218
56
130
boK=
122
109
83
163

76

111
197

112

191
150
45
164
109
HeK=
90
30
130

17

135
129
o
212
142
111
210
18
103
HeK=
104
108

81 .

159

59
118
177

86 -

176
144

81
145

$G DEL
51 -6%*
17 24
11' -3
19 1l4%
32 5%
11 -2
44 =-17%
21 1
6 5
35 44%
23 S.
24 5%
59 =-28%
15 -1
24 35%
9 4
11y =2
11 26
26 =4%
16 30%
7 13
22 =-28%
10 21
11 6
20 22
20 5
8 -8
36 =1%
16 -3
22 19%.
11, -1
48 13%
65 =21%
14 -3
44 9%
12 -1
10 -5
76 ~-10%
9 =2
22 15
27T 22%
12 18
71 -8%
13 12
11, O
16 2
22 =~1x%
18 51«
15 4
70 7%
21 7
9 ~14
22 13%
15 5
25 =0
26 17%

11 -0

-7

-4

t FOB

HeK=
-9 .49
-8 139
-7 -C
-6 114
-5 151
-4 54
-3 137
-2 101
-1 128
0 167
1 17

HeK=
-9 102
-8 c
183
112
95
159
74
85

-6
-5

SG DEL

11, 1
59 1%
19 5
72 =12%
10 =24
18 9
21  42%
9 =4
33 =8%
11 16
8 9
51 ~23%
11, 2
49 ~-8%
73 =24%
20 6
17 -1
11 28
17 5
34 =3%
18 - 12%
10 22
78 49%
11, 3
10 -6
60 25%
30 lo=*
13 -18
66 =—6%
10 9
67 =23%
85 2%
11, 4
13 12
15 =7%
41 ~11%
14 3
51 56%
32 18=%
11, 5
30 4%
63 24%
124=14
19 14%
25 =5%
51 33«
12,-13
48 38%
33 4%
40 3%
8 3
51 4%
10 16
124~12
21 16
58 10%
19 =3%

-7

-7
-6 71

.72

L FOB
=4 140
-3
=2
-1

-8

-6
-5
-4
-3
-2 26
-1 88

0 139

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

o 38

-9 58
-8 14
-7 31
-6
-5
-4
-3
-2

-9 63
-8 &6

-5
-4
-3 16

-1

-9
-8
-7 10
-6
-5 112
-4 52
-3
-2

PAGE23
SG DEL
24 6
74 37%
33 -8%
72 =1%*
12,~-11
51 -10%
46 30%

9 5
39 =29%
39 24%
11 20
59 15%
14 -10
11 9
12,~-10
63 5%
27 2%
41 12%
57 =13*
16 -8
60 8%
24 ~16%
10 11
49 -18%
12y =9
65 ~15%
77 =16%
61 15%
10 -7
12 15
11 16
13 12
52 =0
51 19*%

9 6 -
91 31=%
12y -8
75 =7
66 12*
10 7
28. 15%
45 1%
23 2
48 =4%
40 1=
39 9%
55 4%
1 -3
129 -7
29 21x%
21 -0
56 =5%
29 1b%
26 ~14%
62 ~28%
27 13
47 =19%
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STRUCTURE FACTORS CONTINUED FCR o
"URANIUM(1V) TETRAKIS(PYRAZOL IDE~HEXAFLUOROACETONE)

L FOB

-]
-0
1
-9
‘~8

-6.

-5
-4

=3

-2
-1
0
1

99
169
66

HeK=

99

24
137

14
137
170
81
141
101

49
140

HeK=

-9
-8
-7

-f-

-5
-4
-2
-1

-9
-8
-7
-6

-4
-3
-2
-1

-8
-7

-5
-4

64

104

0
150
162

58
168
81
106

130

SG
35
8
70
12,
13
65
19
49
13
15
16
8
20
5%
21
12,
55
12
45

32

10

71

23
12
29
33
57
12,
60
22
25
52
17

12

T4
13

48
55
£9
14
27
72
13
49
217
45
12y
22
61
17
58
25
17

DEL

—7*
8

64%*
-6
17

~-16%

-1
-55%
32
8
48%
14
14%
15%
-12
-5
1%
-1
-29%

-1
-6*
16
11
—2*
2%
43%
-4
-g%
20%
-6%
-19%
-12

-13%
)

-gx%

-Gk
-5
-3

~37%

—7‘
Sl%
15
~10%
. 13%
-2
~26%
13%
-8'
-2
2%
~3%
-2
5%
—2*
0

. L FOB

-3 24

=2 151

-1 141
0 91

-8 90
-7 49
-6 122
-5 95
-4 11
-3 179

-2 178

-1 116

-3 135

H.KS
-6 65
-5 c
~4 139

) HeK=
-5 178
-4 54

H’_K=

-6 62

-5 105

-4 135
-3 1
. HeK=
-7 25
-6 92
-5 82
-4 116
-3 152
-2 97

HgK’
-7 114

‘-6 53

-5 100
-4 135
-3 70
-2 131

"HyK=

-7 0

SG DEL
62 9%
8 0
16 8
44 32%»

12y =1
22 ~18%

58 35%
19 6
41 0+

24 10%

13, -8
44 18%
65 41%
87 -—6*
43 26%
22 40%
17 0
139 -7
48 ~31%

L FOB
-6 128
-5 81
-4 84
-3 131

-2 51

-7 105
-€& 66
-5 125
-4 96
-2 66

&
<
o
O

SG" DEL
15 3
42 5%
23 13%
8 15
61 19%
13, =6
12 =10
22 53%
11 15
34 ~6%
71 52%

12 14 .
13y =5

45 56%
23 2

19 5%

65 1%
10 17
65 2%
139 -4
10 -4
86 50%
13 7
62 ~-40%*

90 60%

9 -6
134 -3
13 6
36 18%
38 12%
19 3
13, =2
64 b64%
19 2
27T =6%

L FOB SG DEL

73
PAGE24

L FOB SG DEL
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LEGAL NOTICE

This report was. prepared as an account of work sponsored by the
United States Government. Neither the United States nor the United
States Energy Research and Development Administration, nor any of
their employees, nor any of their contractors, subcontractors, or
their employees, makes any warranty, express or implied, or assumes
any legal liability or responsibility for the accuracy, completeness
or usefulness of any information, apparatus, product or process
disclosed, or represents that its use would not infringe privately
owned rights.
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