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5000 Write (7,5004) (I, ¥, R°/2, G, , G,'+, G, %, 0, %, Qs *, Op
)

¥, » ¥, ut’ + I

i
=t
iy

v
=
=

%20 L %y %s> ’t_’ Y %o %8> %3
(Goes to 5001)
; 2 : :
5001 write (7,5005) (I, Y, R°/2, Tt Ea G Ly Os 200 Fa Bkm Tam G T

o, +, I=NN4, NN5)

y2’
(Gogs to 5002) | _
5002 Write (7,5006) (I, Y, R2/2, 'on, +, 0, *+, O_,+, I =NN3, mﬁ)

3901 FORMAT (9 1 'li) »

5004 FORMAT (13, F6.3, F9.3, 6F 7.2 /, 10F 7.2 /, 10F T.2)

5005 FORMAT (13, F6.3, F9.3, 6F 7.2 /, 8F 7.2)

5006 FORMAT (13, F6.3, F9.3, 6F T.2)

e

L. Selection bf~minimum number of least-square points:
—

This special purpose card is not recommended; the program has elzborate
decision sections which select how many points should be used automatically.
These automatic point selections have been tested ana are rather cruciai Tor
successful operation of the program. If it is wished to override this, however,
a "5" is placed in col. #l and the number of points is placed so that tThe last
digit is in coi. #4., Tahus, if 19 points are desired: A - (5{;
Col. #L 123 Lk 5 i :

> 19

5. Selection of minimnm concentration span for least-équare fits.

The same cautiop against the use of.this card applies as against the use
‘of the above card. If, however, it is wished to override the choice of the
program; place a "7" in column 1, a "1" in column 2 and the desired concentra-

tion span (in millimeters) in column 6 and onward. Thus, if 700pu fits are i 0%

'4‘"
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Addeandum to the ""”‘nual for the Use of the High-Speed Equilibriir= Ultre-

centrifugation Computer Program" of Roark and Yphantis

The following refers to article #1 under the hezding of “Special
Purpose Cards' on page 9 of the manual.

Two new rmethods of using the #1 special purpose card have bean
added. These nei: methods are not meant to replace the exfisting practice
of éx) running without the #1 special purpose caxrd, oz B) using the caxd
to cause a monomer-}—%}g-mér fit to help choose the zero conceatration level
and the integration constant for the calculation of 0,5 but these new
uses offer additiomal flexibility.

The two new methods of using this spe;:ial purpose card boih zely oz
virial expansion approximations:

a) Momomer Fit

The monomer sigma is inputed:
col. #1]2 3 4l5'6 789 10
3 4% 3 i
Then, in the section which chooses the zero=-lavel of coacentrzcion,
— .2 ,
1/0'1 + 15,

Gw is approximated by c,

In the section which chooses the integratiom comstazt for the

number average molecular weight

~ 2

Unﬂ

R

1/0'1 + li'Q'w
Both of these expressions are correct ta first power in comsenituce
tion., For nonideal systems, in which the nonidaczliity is primesily
in the linear term in concentratlon, these zpproximations cppaar

quite useful, r




b) N-whr Fit
Here the degree of polymerization is inputed. In the ordinary
use of the progrem {without specizl purpose cards) ia the de-

(o]

33

termination of the integration cozstaat for the calculatic

i

-k

o 59, andc:z are cozbined in such a mamner that the result i

L]

n

o, to firsﬁ order in concentratioa. Howaver, im az idezl monomar
trimer 51tuat10n, for example, there will be mo second virial
coefficient, but an important thxrd vxrial coefficient. In
general, for an ideal monomer-ﬁ-mzr system the fixst powar of
concentration to appear in the virial expansion will be the
<N~1) powar. Thus, for these caseé, it is advisabie %o correct
G, mot to the limear term ia ¢, but instead to the (N-1) term.
This special puzpose card accomplis Hes the coxrrect -som. Tor a
monomer-tetramer systen for ins“ance, we would use:

Col. # 1|2 34 5/6

1 4

This use of the #1 special ?urposa card is useful if i@ systeﬁ is
thought to follow a moromer-i-mer scheme, but the monomarx sioug i3
uncertain,.

To st up, one can do four things, 1) not use the #1 specisl
pu*poae card, and this will be the most usual choice; 2) input
botho‘1 aand N, causing a moncmer-ﬁ-mar fzt' 3) inm pab oaly 043

or 4) imput only N,




