© UCRL-10923 .

University of Californjaf _

Ernest O. Lawrence
Radiation Laboratory

COMMENTS ON THE ORIENTATION OF THE
PROTON-PROTON VECTORS OF
WATER IN TUTTON’S SALTS

) | | '“j ,,

TWO-WEEK LOAN COPY

i T This is a Library Circulating Copy
which may be borrowed for two weeks.
For a personal retention copy, call

Tech. Info. Division, Ext. 5545
AN _J

____________



DISCLAIMER

This document was prepared as an account of work sponsored by the United States
Government. While this document is believed to contain correct information, neither the
United States Government nor any agency thereof, nor the Regents of the University of
California, nor any of their employees, makes any warranty, express or implied, or
assumes any legal responsibility for the accuracy, completeness, or usefulness of any
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California. The views and opinions of authors expressed herein do not necessarily state or
reflect those of the United States Government or any agency thereof or the Regents of the
University of California.
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~three sal‘t‘s, and in..no case is there any si(.rn’ifi‘cant ‘vdiffere’nce. - Fach

‘ (Nﬁh)2i~;g( Oh) 6.—: 20 by Marguhs and Terfpleton.
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Comments on the Orientation of the Proton-Proton ¥ectors

of Water in Tutton's Salts’
' éavid i, Templeton, .f'allan"'Zalkin,"avﬂ'd'_ T, N. !fiargg.'lis“r

L.;wrence Rddlat...on Laoordtory and x.epartrrent of Cntamstry,

Umversny of Cahforma, Berkeley, Cahforma

. . 1
rrcm p*oton r“agnetlc Tresonance data Chma.mbaram and Rao de verxmned

~ the.orientation oi‘ the p—p vcc;,cw of water. molecules in +wo Tutton's

salts and concluced »bat ..he re.,ulto were . 1ncon51stew‘ w1.,h ube crystal

- structure determmec by rdofmann. ht al-ros the same tine .a recetermination

“of the crystal structure by x-ray diffraction in our latoratory”’ revezled

Y

serious errors in the o:{ygen coordinates given by Hofmann. This x-ray

§

study also gave. ccorc:1 nates for the hydrogen atoms.

The orient,ations 'of ‘the B—'E vectors determined by the two methods

~are in excellent agreement. To facilitate the comparison_, we have calculated.

the angles éo and & (notation ofAChidambarém_and 20 ) from the bydrO"'en

‘coordinates determined in the x-ray work and list them with the other values

in Table I. Corresponding angles are expected to-be nearly the Sarre in the

b o

ol-

‘the wa ver protons ls mvolved in a normal hydrogen bond .as descrlbea for

3 .
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o lR.,Cnldauoaram and.C d. Rac, J. Chen. Prys.r°8 210 (1903)
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. proton-proton vectors.
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Work cone under the ausp1¢es of the U. S,'Atomlc Lnergy Ccmmlsslon.

TDepartrfnt of Crenlstry, Brandels JanGPSluy, ﬂ tndm, wassacbusetts.

2M. Hofmnn, é.:ﬂ‘lst. 78 279 (19

3. N. na”gh;ls ahd“D;’h Temnleton, . Krlst. 117 3uh (1902)




This report was prepared as an account of Government
sponsored work. Neither the United States, nor the Com-
mission, nor any person acting on behalf of the Commission:

A.

Makes any warranty or representation, expressed or
implied, with respect to the accuracy, completeness,
or usefulness of the information contained in this
report, or that the use of any information, appa-
ratus, method, or process disclosed in this report
may not infringe privately owned rights; or

Assumes any liabilities with respect to the use of,
or for damages resulting from the use of any infor-
mation, apparatus, method, or process disclosed in
this report.

As used in the above, "person acting on behalf of the
Commission" includes any employee or contracter of the Com-
mission, or employee of such contractor, to the extent that
such employee or contractor of the Commission, or employee
of such contractor prepares, disseminates, or provides access
to, any information pursuant to his employment or contract
with the Commission, or his employment with such contractor.






