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Summary

Factors affecting anaerobiosis in a loosely packed top soil in view of de-
nitrification have been evaluated by considering an ideal soil composed of sphe-
rical aggregates.

A computer program was developed in which an analytical solution for the
degree of anaerobiosis in aggregates, oxygen flow through the inter-aggregate
pore space, and water flow in the soil were integrated.

Results of this computer model show that respiratory activity, the distri-
bution of the respiratory activity over the aggregates, the diffusion coeffi-
cient of oxygen within a sphere, and the depth of the ground water table are of
crucial importance iﬁ determining anaerobiosis in this topsoil. Water consump-
tion rate by roots, critical oxygen concentration at which effectively anaerobic
s0il conditions prevail, and rain duration, intensity and distribution in time
have less impact on this parameter.

Due to lack of data no model calibration and validation could be performed in

this study.
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1. Introduction

1.1. General

"Denitrification appears to be the least understood of all the N-transfor-

mation processes", Tanji & Gupta (1977).

Denitrification or nitrate dissimilation denotes the microbial process by
which under very low partial oxygen pressures nitrates or nitrites are reduced
to gaseous compounds, usually nitrous oxide (NQO) and dinitrogen (N2). Like most
processes taking place in an environment where biological and physico-chemical
reactions interact, the rate of denitrification is affected by many variables
such as, the genera of microorganisms, availability of nitrates, amount and
quality of easily decomposable organic matter, partial oxygen pressure, soil
acidity and temperature (Allison et al., 1960; Fliihler et al., 1976a; 1976b;
Focht, 1974; Mc Garity, 1961; van Kessel, 1976; Stanford et al., 1975a; 1975b;
Woldendorp, 1963). v
Many of these parameters are very difficult to measure, supporting the view
expressed by Tanji & Gupta.

Denitrification is an important process. From the point of view of environ-
mental quality a favourable one, because it unloads waste water from the ballast
of nitrates (van Kessel, 1976). For agriculture denitrification means a waste of
money and labour, as nitrates are lost from the cultivated soil.

Expressed as a percentage of the total nitrogen application‘25—35%, Walker
(1956), up to 40-60%, Lemon (1977), of nitrates are reported to be transformed
into gaseous compounds. However, whether or not denitrification alone is respon-
sible for these large losses is still to be elucidated.

Up till now only a few serious attempts to model this microbial transfor-
mation process were reported. Hagin & Amberger (1974) took into account rate
constants depending on temperature, available organic matter, acidity and par-
tial oxygen pressure. They did, however, not specify the location of the deni-
trification process in soil except that it should take place in the water filled
pore space.

The model of van Veen (1977) described denitrification with respect to local
partial oxygen pressure. In a soil volume of 1 cm3, with known moisture charac-
teristics and pore geometry, it predicts where and when anoxic conditions will

occur, at a certain degree of water saturation, around a pore.



1.2. Aims of investigation

From the above considerations it becomes clear that anaerobic conditions
should prevail in a potentially denitrifying soil. Therefore, the work will be
confined to this physical soil condition.

A serious attempt will be made to give a theoretical basis for calculating an-
aerobic conditions in an idealized soil system. A basic assumption is that in
non-water-saturated soils local sites may occur, which are anaerobic due to
structural properties. Sometimes this assumption is called the microsite concept,%
after Currie (1961a) and Greenwood (1961).

The approach will be to outline a mathematical formulation of anaerobiosis
and to link this with other processes in soils such as water flow and oxygen
diffusion in the soil profile as a whole. Values for parameters will be col-
lected from literature or estimated.

The purpose of this modelling is twofold. First it enables to gain insight
in the gaps in existing knowledge. Secondly, a model may give insight in the
relative importance of the variables used: sensitivity analysis. Sensitivity
analysis is a method to investigate to which parameters the model is sensitive.
As a consequence these results point out which further investigations should
have priority.

Further, it is aimed at calculating the right order of magnitude of the
anaerobic soil volume. However, in view of the many simplifications to be made
to describe the system, and the scarce literature data available, this is pro-
bably a goal which first needs more investigation.

The computér program will be written in CSMP III, and run on a DEC 10 com-

puter.



2. Literature review

Mc. Garity (1961) investigated factors affecting denitrification in soils
under anaerobic laboratory conditions. Soil samples of a red-brown earth (fine
sandy loam to loam) and a black earth (clay loam) were collected and their ag-
gregates studied. The major conclusions of his work were that neither lack of
organic carbon nor lack of organisms would be factors limiting denitrification
in these soils: denitrification occurred in all aggregates collected from the
soil profiles up to a depth of 1.20 m. Combining this with the possible presence
of nitrates and anaerobiosis in the field situation, volatilization takes place.
It seems likely to locate anaerobiosis within soil aggregates. In this context
Currie (196l1a) and Greenwood (1961) described the aeration within spherical soil
crumbs. Currie (196la) stated that because soil microorganisms and plant roots
require intimate contact with the soil particles for satisfactory uptake of nu-
trients and water, they are predominantly found in the finer pores of the soil
within the crumb pores. Respiration tends to take place therefore within the
crumbs rather than between them. |
Flihler et al. (1976b) considered this approach a key for eliminating many mis-
interpretations of soil aeration measurements. A schematic representation of
this concept is given in Fig. 1, which shows that the sphere of interest, in
this case the anaerobic microsite exists next to aerobic pores (inter-crumb po-
res). In evaluating the significance of spatial resolution of aeration sensors,
they start from the basic assumption, that in soils built up of structural units,
two pore phases can be distinguished: intra-crumb pores and inter-crumb pores,
corresponding approximately to the familiar capillary and non-capillary pores,
respectively. At soil moisture suctions of 100 mbar, the larger inter-crumb
pores are involved in the exchange of gases between soil and atmosphere, because
they are air-filled. They supply oxygen to roots and microorganisms. Intra-crumb
pores however will be partially water-filled, thus decreasing the diffusion rate
of oxygen into the aggregates. Hence, it seems of importance to distinguish be-
tween the two pore phases. How this could be done will be dealt with in the
chapter concerning model evaluation. It suffices here to state that this soil
"econstant' is difficult to determine, considering for instance swelling and
shrinking associated with variations in water content, and the complex nature
of water films covering an irregular surface.

In contrast to pore phase distribution more is known about aggregate size-
-distributions in field soils. Gardner (1956) found that the majority of size-

-distributions (weight-fractions obtained by sieving, mainly American soils) of
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Figure 1. Schematic of an aggregated soil with different aeration sensors
inserted. After Fliihler et al. (1976b).



more than 200 samples, showed logarithmic-normal distributions, or nearly so.
Combining the results of Gardner (1956) and Currie‘(lQGla), Smith (1977) attemp-
ted to give formula's by which anaerobiosis can be calculated. However, the
question how log-normally distributed crumbs are arranged in a three dimensio-
nal soil system, was not included. This geometry seems of major importance to
the present author. Obviously, one arrives at the starting point again.

A simplification had to be made.

In a mathematical approach soil crumbs could be considered as spherical
elements, Currie (196la). This assumption was also the basis for building a mo-
del constructed of equal sized spherical rigid aggregates.

Assuming these aggregates to be non-porous, a certain inter-aggregate porosity
would result. On the other hand, any porosity assigned to the aggregates could
be called an intra-aggregate porosity or simply crumb-porosity. Thus, such a
model enables one to include the two pore phases, to make exact calculations
about the geometry of the system and to derive such properties as water content
versus suction.

This approach to model building is not new. Slichter (1899) was one of the first
scientists to perform purely theoretical calculations about the flow of water
through porous soils or rocks. For the purpose of constructing his formula, a
study was made of the pores of an ideal spherical-grained soil, arranged in the
most compact manner possible; the hexagonal or rhomboidal sphere packing or sim-
ply close sphere packing.

In 1921, Wilsdon published a paper titled "Studies in soil moisture', where the
hydrostatic pressure of "free'" water in the soil was treated. "Free" water was
defined as the water held at the points of contact between equal sized spheres.
The volume of water of these pendular rings was related to the moisture suction
and presented as a soll moisture suction curve. Unfortunately, Wilsdon did not
consider the pendular water rings in their spatial relations to adjacent wed-
ges, which resulted in a maximum moisture content exceeding the porosity of the
rhomboidal system, as was pointed out by Keen (1924). Further, soil cohesion as
developed by capillary forces was studied by Haines (1925a, 1925b,1927, 1930),
and Fisher (1926). Smith et al. (1931) and van Brakel (1975) devoted papers to
the capillary rise, whereas Sewell & Watson (1965) discussed hysteresis in the
moisture characteristics of ideal bodies.

A basic property of the ideal systems quoted, is the absence of pores within the
spherical particles.

It seems time for the introduction of this complicating factor and to link

this ideal aggregate system with the microsite concept for anaerobiosis.



3. Theory

Before giving details on the geometry of the ideal system, the basic as-
sumptions underlying the approach will be elucidated.
For a single sphere, the oxygen status will be governed by its'radius, the ex-
ternal oxygen concentration, the diffusion coefficient in the interior, the
solubility of oxygen in water, the oxygen consumption rate, and the water con-
tent.
For a certain sphere in the ideal soil system oxygen diffusion through the in-
ter-crumb pores will be hampered by the solid phase and the water-filled pores.
As a result, the external oxygen concentration will be governed by the macro
diffusion process.
Because the diffusion coefficient of oxygen in water is about 10.000 times smal-
ler than in free air, the diffusion rate of oxygen from a macro-pore into a
sphere will decline when water partially covers the sphere as can be the case
at the points of contact. The water covered or air exposed area of a sphere

will therefore be considered.

In the following theoretical treatment the physical properties of the sys-
tem will be derived.
At first the inter-aggregate properties are considered. Subsequently, the cal-
culation procedure of the anaerobic volume of a sphere éccording'to Currie
(1961a), will be given.

Whenever too much detail could be annoying, reference is made to the rele-

vant appendix.

3.1 Geometry of the rhomboidal ideal soil

A rhomboidal, hexagonal or closest packing is a way of arranging equidimen-
sional spheres in space so that the available space is filled as efficiently as
possible. Such an arrangement is achieved when each sphere is in actual contact
with the maximum number of like spheres. This means that each sphere has six
nearest neighbors in a closest-packed layer and twelve nearest neighbors in a
three dimensional closest packing. Figure 2 shows a layer of spheres arranged
in a hexagonal way. The area of the hexagonal is comprised of six triangles,
resulting in a surface area of 6 3 2 R VY3 R = 6 V3 R2. The (two-dimensional)

efficiency with which the available space in this layer is utilized is obtained



Figure 2. A closest-packed layer of sphefes.



by dividing the area of the circles enclosed by the hexagonal by its area. Thus,
this efficiency results in {(6 % +1) m Rz / 6 /§ RQ} 100% = 90.69%.

The remaining space is the porosity or void fraction, amounting to 9.31%.

In Fig. 3 it is readily seen that, if the spheres in a hexagonal closest-packed

layer are all moved from their original sites A to new sites B or C, other hex-

agonal closest-packed layers result. It should be obvious that, in the stacking

of layers to form a closest-packing, a hexagonal closest-packed layer can occupy
only the sites A, B or C. Figure 4, showing the simple two-layer sequence

~..A B A B... is adopted for further investigation.

A similar calculation as for a single layer may be made to obtain the space
efficiency and porosity or void fraction of a closest packing. Consider Fig. 5,
where a unit cell of the sequence A B A is shown, thick dots indicating the
sphere centers. To calculate the space efficiency, the number of spheres effec-
tively occupying the body E... F- G...L has to be known and of course the volu-
me of that body. As the surface area of the base is already known ( 6 V3 R2),
the height of the unit cell is to be calculated to find this volume. This figu-
re is composed of the height of the two dashed tetrahedrons, one with its apex
pointing down and the other with its apex pointing up.

From simple geometry the height of a tetrahedron is derived as 2 Y/2/3 R. Hence,
the volume of the unit cell is 2 (2 v2/3'R) 6 V3 R? = oy V2 RB. The number of
spheres in this volume is (1 + 6 %) % for both the bottom and top layers, while
the middle layer is effectively fully enclosed, yielding 3 spheres, the total be-
ing thus 6. The space efficiency therefore equals {6 g m R8/ ou V2 Rs} 100% =

74.0480%. The complementary porosity or void fraction therefore amounts to

25.9520%.

3.1.1 The voids in the rhomboidal packing

Two kinds of voids can be distinguished in a closest packing. If the trian-
gular void in a closest-packed layer has a sphere directly over it, a void re-
sults with four spheres arount it, as shown in Fig. 6A. The four spheres are
arranged on the corners of a tetrahedron (Fig. 6B), and such a void is called
a tetrahedral void. On the other hand, if a triangular void pointing up in one
closest-packed layer is covered by a triangular void pointing down in an adja-
cent layer, then a void surrounded by six spheres results (Fig. 7A). These six
spheres are arranged on the corners of an octahedron (Fig. 7B), and such a void

is called an octahedral void. Carefull examination of Fig. 3 learns that these
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are the only kinds of voids that can occur in a closest packing.

The number of voids surrounding any sphere in a closest packing may be
readily determined. A sphere in a hexagonal closest-packed layer A is surrounded
by six triangular voids of two kinds, B and C. When the next closest-packed layer
above is added, a B layer, then the three B voids become tetrahedral voids and
the three C voids become octahedral voids. Similarly, the closest-packed layer
below the A layer leads to three tetrahedral and three octahedral voids. Fur-
thermore, the particular sphere in layer A being considered itself covers a
triangular void in the closest-packed layer above and in the layer below the
sphere. Thus two more tetrahedral voids surround the sphere. This results in
2 3 = 6 octahedral voids and 2 3 + 1 + 1 = 8 tetrahedral voids surrounding the
sphere. Since the total number of spheres and voids in a closest packing is
very large it is only possible to determine the average number of voids of each
kind belonging to a sphere. Each octahedral void is surrounded by 6 spheres and
each sphere is surrounded by 6 octahedral voids. The number of octahedral voids

belonging to one sphere is given by the ratio

Number of octahedral voids around a sphere _ 6 _ 1
=g =

Number of spheres around void

Each tetrahedral void is surrounded by 4 spheres and each sphere is surrounded
by 8 voids. The number of tetrahedral voids belonging to one sphere is given by

the ratio

Number of tetrahedral voids around sphere _ 8 _ 5
n

Number of spheres around void

The number of octahedral voids in a unit cell of a closest packing, therefore,

is equal to 6, and the number of tetrahedral voids in the cell, is equal to 12.

3.1.2 Inscribed spheres inside the voids

Since the porosity of the unit cell of the rhomboidal packing seems rather
high to represent the inter-aggregate porosity of a loosely structured field
soil, the inscribed spheres in the tetrahedral voids and the octahedral voids
are calculated. When these spheres are inserted the inter-aggregate porosity
will decrease, while the water holding capacity is increased as will be shown

later.
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The inscribed spheres in both kinds of voids are located in the center of grav-
ity of the tetrahedron and octahedron, respectively. From geometry (see Fig. 8)
it is calculated that Rq =R J[g~ (g - Vfg.) = 0.2247 R, where Rq represents
the radius of the inscribed sphere in a tetrahedral void. For the inscribed
sphere in a octahedral void (see Fig. 9) this radius is calculated as R8 =
R (V2 - 1) = 0.4142 R, where the index 8 refers to an octahedral void.

The porosity of the unit cell of the rhomboidal cell with 12 inscribed
spheres in the tetrahedral voids and 6 inscribed spheres in the octahedral voids

is calculated as follows:
(1-{(&% + 2 (R\/g (g-\[g))3 + (R(W2-1)%) 6 1 g} / 2w3R%)100% = 19.0083%

The efficiency with which the available space in the unit cell is utilised is

80.9917%, and this may also be called the solid phase of the system.

The system designed so far, is used in further discussions. For a very detailed

description of this system, reference is made to Slichter (1899) and Azé&roff (1960

3.2 Moisture characteristics of the system

3.2.1 Calculation of the pendular water ring volume

In the ideal soil the water will be present as annuli of wedge-shaped
cross-section around the points of contact of the spheres (pendular rings).
This conception of moisture distribution was introduced as early as 1837 by
Briggs.
Figure 10 shows such a pendular water ring. The formula to calculate the volume
of water at given soil-moisture suctions was derived by Wilsdon (1921), for
equal sized spheres in a rhomboidal structure. However, the system under consid-
eration contains spheres of smaller sizes in the voids, thus necessitating a
new formula. In order to keep the mathematics involved as simple as possible

this water volume was calculated as follows, (Fig. 11):

Vp.r. =V, - (VR + VRx + Vt) (1)

°

where Vp " is the water volume of the pendular ring
VC is the volume of a truncated cone

VR is the volume of a spherical segment of one base of the big spheres
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Figure 9. An octahedron with the center of gravity (C).
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Figure 10. A pendular water ring.



- 15 -

y -axis

R
e top of cone -

ht

B

|
g

R base of cone

R - / 2 (ren 12"
base R™-(R hg)

_ / 2o o
Rtot - Rx (Rx ht)

h. + hT = (RX+R)—RX costt - R cosy
(total height cone)
h. = R (1-cosYy)
h., = RX (1-coso)
R+ RR + R r-R_r
P pe
(R+R_) (R+r)
5 %
R"+R R +R r-R r
% XX
(R+R_) (R_+r)
X Y

coso=

k = (Rx+r) sina - v

Figure 11. General coordinate system to calculate pendular ring volume.
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\’ is, when x = 4, the volume of a spherical segment of one base of the
inscribed sphere in a tetrahedron, and when x = 8, it is this volume
of the inscribed sphere in an octahedron.

\% is a fraction of the volume of the torus included by the cone.

In Fig. 11 the geometry is shown and the important expressions to derive the
formula's for the symbols in Eq. (1) are given. The volumes of Eq. (1) are fully

derived in Appendix I, and the results are given as: '

Vc=g R'x{(l—coso&)& R (1+cos(a+B))HR%sin?(a+B) + Ri sin’a + R sino R sin(o+B8)}
(2)

Ve = I—Q-Ra (8 + 9 cos (04B)- cos 3 (a+B)) (3)

Vi ® T5 RS (8 - 9 cosa + cos 3 @) (1)

'Vt='rr{r2sina(r+RX)(—§—1éT—g- ~sinB)-3 r° cos(a+}B-90)sin 38} (5)

where o and B refer to the angles in Fig. 11, and r is the radius of curvature
of the air-water interface. All angles are expressed in degrees.

A number of assumptions had to be made in order to develop Egs. (1) to. (5).
First, gravitational distortion was ignored, furthermore, the properties of
both solid-fluid interface were considered uniform at all points in the region
in which the meniscus meets the solid surface. It follows that the three phase
line of contact is characterized by a uniform contact angle. Hence, the meniscus
will take the form of a surface of revolution. The contact angle, defined as the
angle between the tangent in the point of contact with the sphere, and the toro-
idal meniscus in that point, was taken as zero degrees. As the process of capil-
lary condensation, which actually is dealt with here, takes place after the
spheres have been covered with one or more absorbed layers, complete wetting
(contact angle equals zero) is plausible, Kruyer (1958).

Exact data for the meniscus surface were calculated by Radushkevich (cf.
Kruyer, 1958), who found it to be a nodoidal meniscus. Kruyer (1958) approximated
these exact data, using a surface of a hyperboloid, which compared very well. These
data in turn were compared with results taken from Carman (1953), who worked along
the same lines as the present paper. From data given by Kruyer it was calculated
that the toroidal approximation introduces a positive absolute error in the volum-

etric moisture content of 0.2066%, when the angle o amounts to 30° (cf. Fig. 11),
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which value corresponds to a relative error of 3.388%. On the other hand, using
a correction on this volume as given by Fisher (1926), (see his Fig. 4, page
502), this error was calculated as 3.0%. These data represent the maximum possi-
ble error in a system of equidimentional spheres as will be pointed out in the
next chapter. It is concluded therefore, that the toroidal approximation is suf-
ficiently accurate for the present purpose.

In the special case where o = Y, Egs. (1) to (5) should give the same
numerical results as the formula derived by Wilsdon (1921, p. 165); this was
indeed the case. In addition, for this case where the truncated cone takes the
form of a cylinder, the following formula, which expresses V uniquely in the

radii of the big spheres and the curvature of the air-water interface, was de-

rived,
Vp. “2ﬂr2{(———0 (R+—) (Jr +2Rr (ar081n el Rir l—(Rir)Q) +
- 2 %3;13)} (6)

Numerical results obtained with the Egs. (1) to (6) will be given after soil

moisture suction is dealt with.

3.2.2 Calculation of the maximum angle o

The angle o represents the distance in units of degrees between the point
where the spheres touch (C in Fig. 11) and the point A where the liquid surface
meets the sphere. Obviously, there is a limit to this angle when considering a
pendular water ring in its spatial relations to adjacent rings. A consideration
of one face of the regular tetrahedron, Fig. 12, will make this clear. In the
plane of this face the cross-section of the spheres and pendular rings shows
that the menisci of the latter will come into contact when the angle o is equal
to 30%. At other points in the mass, the menisci will not yet be in contact at
this angle.

For equidimensional sphere systems the moisture content calculations will break
down above this angle of 30%, as the water starts to coalesce. The most marked
effect will naturally occur where the air-spaces are narrowest, that is at the
connecting waists or windows. In this stage the water rings are unstable and
the change takes place spontaneously. Moreover, their volumes are no longer
expressed by the simple relations given above, (Haines, 1927; Keen, 1924). More

recently, van Brakel (1975) described capillary rise in a rhomboidal packing
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Figure 12. The maximum angle 0, at which pendular rings

touch eachother.
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by the subsequent closing of the tetrahedral and octahedral cavities, (pp. 120-
-121).

The system described, however, contains inscribed spheres as well. This
property would smoothen the changes described above because of the variations
in the size of particles, as suggested by Haines (1927). The process of capil-
lary rize will start at an earlier stage, too.

From geometry, it was derived that the radius of a cylinder which would just
pass a window is:

R+R_-A
X

max = R - RX + A Rx (7)

where A = JQ Rx R + Ri. The complete derivation of Eq. (7) is given in Appen-
dix II. It should be noted that for Rx = R, the value of r is obtained for which

r

coalescence just starts, i.e. a = 300, namely r = 0,1547 R.

3.2.3 The relation between suction and pendular ring volume

The relation between matrix suction (Sm) and surface tension (o) may be

described by the expression

g 1 1
Sm = —— (== + ) ‘ (8)
ceg r

where Sm is expressed in mbar or cm H20

. -1 _
0 1s expressed as dynes cm =~ = g. Ccm. S

p is the density of water, taken as 1 g. cm_3

g is the acceleration due to gravity, taken as 980 cm. 5_2

r,, v, are the principal radii of curvature, expreésed as cm.
The constant (0/pg) in Eq. (8) takes the value 0.0745 em™? at about 15°C.

Eq. (8) simplifies to Sm = 2 0/pgr, when the radii would be of the same magnitu-
de and curvature. This expression is often used in calculations where the soil
body is thought to be build up of cylindrical tubes, (c.f. Rao et al., 1976). The
radii in case of pendular water rings are of opposite sign and do not have the

same numerical value. They are taken as:

r, =r (cf. Fig. 11)
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\
2 \/(R+Rx+r) R Rx T
R (R+R +r) + R »
P P

= -{(Rx—r)

r, - r} (9)

Eq. (9) holds for both the asymmetrical spheres and the symmetrical ones, and

represents the diStance k in Fig. 11. For the symmetrical spheres, Eq. (10) was
derived from Eq. (9) by substituting R for R :

r, = - ( r2 + 2Rr - 1) (10)

The sign of r, is negative because the curvature is opposite to the one of r_.

2 1
In a static system, the surface free energy of the air-water interface

would be constant, which should be reflected by the radius of curvature (rc).

This is equal to the harmonic mean of the two principal radii of curvature r,

and T

c 1 2

*SIH
+
'3Il—\

2
r (11)
and should have a constant value at all points on the surface.

In case of a toroidal surface, this condition is not satisfied, because the

first principal radius r, equals the radius of the circular arc, which is con-

1

stant, whereas the second principal radius r, equals the distance from the axis

2
of revolution measured along the normal and taken with a negative sign, Ty
which varies from -R through -k to —RX, Kruyer (1958). In this paper, the high-

est value occurring on the surface was used by calculating r, from
2 _ 1 1 :
r r. k ' (12)

This was also done by Carman (1953). Kruyer, later on, commented that a better
approximation would have been to take the mean radius of curvature on the torus.
The implication of this approach is that at any given suction, the volume of
water is slightly overestimated, as was shown already.

Obviously, at a certain suction, different radii of curvature belong to the
inscribed spheres and the equidimensional spheres. Therefore, at the suctions
demanded the radii should be calculated, which should be used in their turn to

calculate the corresponding volume of water.
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3.2.4 Calculation of moisture content

The moisture characteristic of a soil, and so of this hypothetical system,
usually is given as suction (Sm) plotted against moisture content (Gv) expres-
sed as a percentage of the volume of soil. Hence, last but not least, an equa-
tion has to be advanced to calculate moisture content.

In chapter 3.1 it was shown that a unit cell contains 6 big spheres, 6 R_-spheres,

8
and 12 Rq—spheres.

The big spheres each have 12 points of contact among themselves. Each pendular
water ring actually belongs to two spheres. This means that each sphere has

12 1 = 6 waterrings around it, and 6 6 = 36 waterrings are due to the big

Spheres.
The R8—spheres each touch 6 big spheres, and will contribute 36 waterrings too.
The Rq—spheres each touch U4 big spheres, and will therefore contribute to the

moisture content 4 12 = 48 pendular rings.

°

Depicting the pendular rings in case of the big spheres as Vp p.? and the ones

in case of the other spheres as V and V , the following equation
p.r.8. D.r. U

gives the moisture content in a hexagonal structure:

36V 4836V o+ HBV
8,(%)= P-T: P- = P-T:* 100 (13)
ou /2 R

3.2.5 The moisture characteristic

The moisture characteristic of the ''soil" was calculated using Egs. (1) to
(13). Numerical results for R = 0.5 cm are presented in Table 1. This table
shows the contribution of the independent pendular rings at certain suctions of
the different spheres, as well as the complete system above a suction of about
1 mbar. Figure 13 shows the whole system graphically.

The moisture characteristic presented by Haines (1930) in his description of

hysteresis effects appears similar to the one given.

3.3 The air-exposed area of the spheres in the rhombohedron

Diffusion of oxygen from inter-aggregate pores into the spheres, when they
would be porous, will be hampered by the pendular water rings. The diffusion
will be proportional to the air-exposed area, which is defined as the area com-

plementary to the water-covered part of the sphere, and will be expressed as a
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Table 1. The moisture-suction relationship of the rhomboidal system; R=0.5cm.

Sm(mbar) ev.p.f. ev.p.r.8 ev.p.r*.'-# ev (%)
0.6106 6.3063 - - -

0.6368 6.0168 - - -

0.6985 5.4121 - - -

0.7701 4.8241 A - - -

0.8540 4.2546 - - ' -

0.9538 3.7056 - - -

0.8067 4.5615 1.6645 - -

0.9038 3.9656 1.4798 - -

1.0471 3.2867 1.2613 - -

1.2276 2.6623 1.0518 - -

1.0174 3.4114 1.3022 0.6843 5.3979
1.4615 2. 0944 0.8578 0.478Y 3.4306
1.7762 1.5854 0.666L 0.3863 : 2.6380
2.2208 1.1382 0.4947 0.2971 , 1.9300

2.5 0.9502 0.4199 0.2735 1.6436
2.8950 0.7564 0.3409 0.2127 1.3100
4.0322 0. 4445 0.2084 0.1357 0.7886
6.3393 0.2083 0.1022 0.0699 0.3804

10.0 0.0942 0.0479 0.0342 0.1762
13.3892 0.0559 0.0290 0.0211 0.1060
16.9525 0.0364 0.0192 0.0142 0.0698
22.9236 0.0209 0.0112 ’ 0.0084 0.0405

31.0 0.0119 0.0065 . 0.0049 0.0233
34,9418 0.0095 0.0052 0.0040 0.0187
71.2916 0.0025 0.0014 0.0011 0.0049
100.0 1.2846.107° 7.2033.10" " 5.7286.10 2.5778.107°
200.0 3.3478.107" 1.9017.10" 1.53u4.107" 6.7839.10 "
500.0 5.5571.107° 3.1937.107° 2.6118.10° 1.1363.10
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percentage. The equations to calculate the air-exposed area were derived taking
into account the geometrical properties of the pendular rings, as given in
Fig. 11, and the number of points of contact per sphere.

The general expression for the air-exposed area, due to C waterrings is

(Rx (RX +R) +1 (Rx - R))
(Rx + R) (Rx + r)

A.E.A. (B)={1-Cc 3 (1- )} 100 (14)

Equation (14) can be simplified for equidimensional spheres by substittllting R

for RX and than yields

2y = - 1 r
ALEA. (3) =(1~-¢C3 (R " r)) 100 (;5)
In determining the air-exposed area of the inscribed spheres, C takes the

value of 4 or 6 for Ru- and R -spheres, respectively. The situation is more

complicated for the big spherzs. First the value C equals 12 in Eq. (15), and
secondly there are %ﬁ = 8 points of contact due to Ru-spheres, and %9 = 6 points
of contact due to R8-spheres. This means that on the average the big spheres
have 12 + 8 + 6 = 26 points of contact each.

This more complex situation also implies the use of Eq. (14) twice with C = 8
and C = 6 respectively, and in combination with Eq. (15) these numbers apply

to the big spheres. Appendix III gives the derivation of Eq. (14) in more detail.
In Table 2 the numerical values of A.E.A. are given, whereas in Figs. 14 and 15,
suction vs. A.E.A. and ev vs. A.E.A. are plotted, respectively, for the three

sphere classes.

3.4 Calculation of the ratio D / Do

The ratio D / DO gives the diffusion coefficient of molecules in a porous
system (D) as compared to the diffusion of the same medium (water or air) with-
out any solid obstacle. Analytical solutions to the problem of soil aeration
have been given by van Bavel (1951, 1952) and Taylor (1949). These authors,
however, considered the soil to be uniform. Soil structure inevitably causus in-
homogeneity in soils, a factor investigated by Bakker & Hidding (1970) and
Currie (1960a, 1960b, 196la, 1961b). Currie presented detailed results with res-
pect to diffusion in systems having clear distinction between intra- and inter-
-aggregate pores, and carried out measurements in both dry and wet materials.

Later on, Millington & Shearer (1971) advanced an equation to describe diffusion

in such systems.
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Table 2. Values of Sm and A.E.A. for the different sphere classes.

Sm(mbar) A.E.A. (%)
big spheres R8—spheres Rq—spheres
1.0174 17.7761 22.9635 ©15.4701
1.4615 36.7948 38.6666 29.6317
1.7762 45.5915 46.3199 37.0243
2.2208 54,4637 54,3029 45.1029
2.8950 63.4146 62.6375 53.9616
4.0322 72.4463 71.3473 63.7138
6.3393 81.5595 80.4583 74.4996
13.3892 90.7508 89.9988 86.5003
16.9525 92.5975 91.9611 89.0672
22.9236 94 . 4465 93.9422 91.6957
34.9418 96.2975 95.9421 94.3896
71.2916 98.1493 97.9613 97.1539
100.0 98.6716 98.5343 97.9473
200.0 99.3288 99.2577 98.9557

500.0 99.7291 99.6999 99.5763
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The agreement between their results and those of Currie was within about 30%.
Therefore, although the calculations are somewhat cumbersome, use is made of
their equation.
Their basic assumption was the analogy between the diffusion process through
aggregates and inter-aggregate voids, and electrical resistances. The transi-
tion of gas flowing through an aggregate into the inter-aggregate void and
further into another aggregate, situated below the first one, is represented
by two resistances in series. Furthermore, there is a parallel flow path through
the continuous inter-aggregate voids, the diffusion through which is simply
added to the former result. :
The equation of Millington & Shearer is given as:

2%

(1-5,,)% (8-8,/a+8)7"(1-P") ((P-8,)-(P-6,) ) ) 2%, |
D/ D= + (18,517 (P-6,) |
2 2n 2x %)
(l—SWA) (A-GA/A+S) (1-P )+((P—6P)—(P—0P) )
(16)
where SWA = eA/ A , fractional liquid saturation in the aggregate pore space
SWP = BP/ P , fractional liquid saturation in the inter-aggregate pore space
0

A 1is the volume of water per unit bed volume contained in the aggregate
pore space

8, is the volume of water per unit bed volume contained in the inter-ag-

gregate pore space

A is the aggregate porosity, fraction

P is the inter-~aggregate porosity, fraction
S is the solid phase, fraction

n, x, and x, are obtained by an iterative procedure.

1
The terms used in Eq. (16) have the following meaning:

(l-SWP)2 is the probability of a continuous air-phase in the inter-aggre-

gate pore space.
(l—SWA)2 is the probability with reference to the intra-aggregate pores.
(l-SWP) and (l—SWA) represent the degree of air-saturation in the inter-
and intra-aggregate pore space.
(A-GA)/(A+S) is the porosity of the aggregates in cm3 per cm3 of aggregate.
((A—GA)/(A-I-S))2n is the effective pore area per unit area of aggregate.

P2x is the effective area maintaining pore continuity in case of the inter-

-aggregate pores.
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(1—P2X) is the area occupied by aggregates.
(P—GP) - (P—QP)2X is the effective area of aggregates exposed to the inter-

—aggregate pore space.

As it is difficult to explain the equation in more detail without repeat-
ing the original paper, the reader is kindly referred to that paper.

When the moisture depletion inside and in between the aggregates is known
as a function of suction, the air-filled pore space can be calculated for dif-
ferent suctions. These values in turn can be used to calculate the contribution
of the intra- (1 st. term of Eq. (16)) and inter-aggregate pores (2 nd. term of
Eq. (16)) to diffusion. These calculations were performed applying the hypothe-
tical suction vs. moisture content curve to represent the inter-aggregate pores,
and a suction vs. moisture content curve of a sandy loam soil to represent the
intra-aggregate properties. This moisture characteristic was taken from work of
Rijtema (1869), (soil no. 9), and the soil porosity amounts to 46.5%.

The total soil porosity amounts therefore to 46.5 + 19.01 = 65.51%. This number
will be discussed in section 3.5.

Results of the calculations with Eq. (16) are presented in Table 3 and
Fig. 16. It is seen that the ratio D / DO is hardly influenced when the aggre-
gate pores are filled with water (going from right to left in Fig. (16)). How-
ever, below the "point" where intra-aggregate pores start filling, e.g. Eg =
+ 0.216 there is a substantional decrease in this ratio.

Millington & Shearer (1971) found reasonable agreement between the shape of the
experimental and calculated curves assuming little or no overlap of pore size
classes between the inter- and intra-aggregate void components. Also here the
range of overlap is rather small 0.20 < Eg <0.238, resulting in a similar curve.

A rough control to check whether the ratio D / DO is in the expected order
of magnitude could be made by comparing the range (0.04 < D / DO <0.18) with
data from Currie (1965): 0,025 <D / DO<O.156 for eight soils with aggregate

porosities in the range of 0.25 to 0.4l.

3.5 The superposition of a moisture characteristic from literature and

the rhombohedron

The soil moisture characteristics of the rhomboidal system, with R = 0.5,
and that of the sandy loam soil from Rijtema (1969) were superimposed.
As a result the total system has a porosity of 65.51%, and the literature curve

refers uniquely to the aggregated soil fraction. If the data obtained with this



- 30 -

Table 3. The relation between D / D> Sv and eg for soil no. 9, Rijtema (1969),
and the rhombohedron.

GV sg D/ Do

soil no 9 rhombohedron total
0.0150 0.6401 5.572.10" 2 0.1241 0.1798
0.0610 0.5941 5,229,102 0.1241 0.1764
0.0920 0.5631 4.928.107° 0.1241 0.1734
0.1420 0.5131 4.290.1072 0.1241 0.1670
0.1950 0.4601 3.381.1072 0.1241 0.1579
0.2600 0.3951 2.020.107° 0.1240 0.1u442
0.3361 0.3190 7.645.107° 0.1240 0.1316
0.4101 0.2450 5.000.10"" 0.1237 0.1242
0.4283 0.2268 1.212.107% 0.1233 0.1234
0.4393 0.2158 5.560.10 0.1219 0.1220
0.4438 0.2113 3.529.107° 0.1205 0.1206
0.4541 ~0.2010 9.089.107° 0.1165 : 0.1165
0.4721 0.1830 9.207.107" 0.0979 0.0979
0.4790 0.1761 4.232.1077 0.0890 0.0890
0.4871 0.1680 2.149.1077 0.0781 0.0781
0.4958 0.1593 1.198.1077 0.0669 0.0669

-8

0.5165 0.1386 4.018.10 0.0uy1 0.0441
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system, would have to represent the properties of the sandy loam soil, serious
criticism would be justified. The reasons for this approach are however:
Firstly, the ideal soil is though to be the best approximation to represent a
tilled surface soil of say, 25 cm depth.
Secondly, for the'aggregated part of the soil some assumption had to be made
with respect to its moisture depletion with an increasing suction. A straight
line with a certain slope could have been taken, but a better estimate is pro-
bably obtained by assigning data from literature to the aggregates.
The model designed, will have to be considered in the prospect of the importance
of parameters which should be investigated in more detail experimentally. So,
it will be used as a tool to design experiments in the field of soil physics
and eventually in the field of microbiology.

The radius R was taken as 0.5 cm because this seems to be a fair estimate
of the largest aggregates present in a soil.

A discussion on the use and accuracy of the soil moisture characteristic,
as well as on the possibilities to determine roughly the intra- and inter-aggre-

gate porosities will be given in a later section.

3.6 Diffusion within an aggregate

The work presented here leans upon a paper by Currie (196la) titled:
"Gaseous diffusion in the aeration of aggregated soils". The soil is thought
to be made up of spherical aggregates, which are uniform with respect to their
diffusion (D) and respiration (S) properties.

For an isotropic concentric shell of radius r, the diffusion equation may

be written as

3(0,) 9 (0,) o (0,)
2 _ 1 2 2 2
5t "2 3w (Prap )t (17)

where € is the aggregate porosity, cma. cm
(02) is the concentration of oxygen in the pores, g Oé.cm—

D is the diffusion coeffient in the aggregates, cm2. d_l

t is time, day
S is the respiratory activity, g O2 cm_g. d—l
In a soil at equilibrium with respect to its oxygen status, the term 8(02)/8t

may be set at zero and Eq. (17) can be rewritten in the form:
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T ) = ~-S0p | (18)

For a uniform crumb in which D and S are independent of r, this gives

D PQ d (02) _ S PB
dr - 3

+ constant (19)

and if d (02)/ dr=0atr =0, then

da (0,)
2 _ _Sr
PIv o .
Further integration gives
_ s 2 _ 2
(0,) = (0,), +55 (a r°) (21)

where (02)S is the concentration at the aggregate surface (r = a). For diffusion

in the liquid phase in a saturated crumb, Eq. (21) becomes

S

) T
2’s1 7 6 D,

2 2

(0,) -r) (22)

0l = K (0

(a
where the index "1" means liquid
K is the solubility of oxygen in the liquid.

For the diffusion of oxygen, the deficit existing within a crumb can be written:

_S_

) -r7) (23)

(0)_ - (0) =5 (a

2°s
and the maximum deficit In the center is S a2/ 8 D, that is it is quadrupled
when the crumb radius is doubled.
The ratio ((02)S - (02)) / (02)S represents the oxygen deficit as a fraction of
the physical maximum. It is obvious that when this ratio tends to be greater
than unity, it points to the onset of anaerobic conditions within the aggregate.
In that case oxygen consumption is inhibited, that is, the respiration ceases
and the term S becomes zero.
The concentration gradients within the aggregate are modified to take into ac-
count this central anaerobic zone. If the critical concentration is reached
within the aggregate at radius r = b, the new boundary conditions become: for
all v, D is constant; for 0 € r < b, S = 03 for b < r € a, S = constant # 0;

and at r = a, (02) = (02)8. Then it follows from integration that for b € r € a:
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2

(0,) = (0)_ + €§5 { @2 -9 -2 b3(%-— ia} (2u)
and for 0 € r € b
2 2 3 :
_ S a b b
(02) = (02)S + ) (1-23 ;5 + 2 ;5 ) (25)

The maximum radius at which a crumb is just fully aerobic is given by substitu-
ting r = b = 0 in Eq. (24) and is called its critical radius a, where

S a2

_ c
((0)_ = (0))_ == (26)

for dry aggregates. The right hand part of Eq. (26) becomes S ai/ 6 DK for a
wet aggregate.

For all a > a, and wet aggregates:

2 3
(1-32 42 95 ) (27)
a

_s
((02)8 - (02))C ol %

o8
D K
Equation (27) is used to calculate the fractional anaerobic volume in terms of

the relative radius a / a . From Egs. (26) and (27) follows

(28)

which equation is presented graphically in Fig. 17. If, for example, an aggregate
has twice its critical radius, 30 percent of its bulk is anaerobic; at four times,
this value is 60 percent. The data calculated are presented in Table 4, too.

Data obtained with Eq. (28) were calculated by an iterative procedure according
to Newton (cf. Burington, 1973). An estimate of D / DO for the aggregates was
obtained by applying the first part of Eq. (16) for a completely dry aggregate.
It amounts to 0.0566, a value which is very close to the one presented in Table

3 for GV = 0.015. Currie (196la) used a value of 0.05 for his calculations on
anaerobiosis.

It should be realized that the parameters used to determine this ratio do not in-
clude the degree of cementation of the particles within an aggregate. This degree
of cementation, however, along with the geometric construction of aggregates,
should be a subject of investigation in the field of soil physics. The work pre-
sented by Currie (1965), dealing with complexity parameters of aggregates, and by
Redlich (1940), Emerson (1955), Emerson (1959), and Emerson & Dettmann (1959),
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Table 4, Values of the fractional anaerobic volume and the relative radius,

according to Currie (196la).

a/ a, B> / a3
radius relative anaerobic aggregate
to critical radius volume
0 0 ,
1 0

1.1 0.0175
1.25 0.0675
1.50 0.1574
1.75 0.2375
2.0 0.3057
2.5 0.4125
3.0 0.5

3.5 0.5610
4.0 0.61
4.5 0.65
5.0 0.6805
5.5 0.707
6.0 0.73
6.5 0.7495
7.0 0.766
7.5 0.7825
8.0 0.795
8.5 0.807
9.0 0.816
9.5 0.826
10.0 0.8335
14,1421 0.8809
18.2574 0.9072

31.6228 0.9460
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dealing with aggregate structures, can probably be a guideline in this direction.

3.7 - An example of the calculation of anaerobiosis

The anaerobic fraction of an aggregate may be calculated for any place in
the profile.
An aggregate will have a certain degree of moisture saturation, and a certain
air-exposed area (A.E.A.). The distribution of water inside the aggregate is of
prime importance. As a first approximation it is assumed that it is located in
a concentric sphere within the aggregate. Knowing the water content, the poro-
sity, and the radius of the aggregate, the radius (equivalent radius) of this
water-filled sphere can be calculated. The sphere volume, V, equals-% m R3.
Obviously, if 6v =€, req should equal R. For lower water contents a certain

6
fraction of € is assumed to be filled with water, e.g. Ezu The equivalent volu-

me amounts to:

0

3 v
= (29)

-8
Veq =g R

Veq can also be written as:

3
eq

n
= = 30
F T (30)

\

eq
Substituting Eq. (29) into (30) yields Eq. (31), which was used to calculate
the equivalent radius of a certain water-filled portion of the sphere at mois-

ture content ev and porosity €:

3 ev
r = R —_— (31)
eq €
. . . -5 -3 -1
Taking the respiration rate, S, as 6.4645 10 ~ g 02. cm ~ aggregate .d T,
- -1
which is equivalent to a respiration rate of 10 1 02.m2. (0.25 m depth of soil) ™.

2

d—l (Grable, 1966), the solubility of oxygen as 2.9736 10" “, the outside con-

H g.cm_a, equivalent to 21% 0, in air, the

- -1
diffusion coefficient in a water saturated sphere as 1.2715 10 . cmz.d , the

centration of oxygen as 2.7487 10

critical concentration at which effective anaerobic conditions occur as 2.24

-8
10 g 02.

vely, the critical radius, a,s and the fractional anaerobic volume can be cal-

cm—a, (van Veen, 1977), and a suction of 10, 25 and 100 mbar, respecti-

culated. The values are summarized in Table 5, for aggregate radii of 0.5 and
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Table 5. Calculation of the anaerobic fraction of aggregates of different radii

and at different suctions.

R, cm 0.5 1.0
Sm, mbar 10 25 100 10 25 100
ev 0.4438 0.426 0.26 0.4438 0.426 0.26
A.E.A. 0.8785 0.9480 0.9867 0.8785 0.9480 0.9867
acx, cm 0.4027 0.4183 0.4268 0.1425 0.1479 0.1508
req’ cm 0.4923 0.4856 0.4119 0.9846 0.9712 0.8238
req/ a, 1.2225 1.1609 0.9651 6.9141 6.5668 5.4595
anaerobic 0.0578 0.0377 - 0.762 0.750 0.703
sphere fraction

fig (17).
anaerobic soil 0.0428 0.0279 - 0.5642 0.5554 0.5206

fraction, see
Eq. (45), chapter 4.3.1

6 D AEA K ((02)8-(02))‘

* a = m 3 , which is Eq. (26)
S§ T a

rewritten for a wet aggregate.
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1 cm, respectively.

These results show the importance of the sphere radius in calculating the an-
aerobic fraction of soil. It is also seen that even at a suction of 100 mbar,
the fractional anaerobic soil volume amounts to 0.52, when R = 1 cm. More de-

tail will be given later on in the discussion.

3.8 The hydraulic conductivity of the soil

The hydraulic conductivity of the soil was calculated on basis of the soil
moisture characteristic given by Rijtema (1969), according to Eq. (1) of Green
& Corey (1971), i.e. Eq. (32).

K(8). = Ks 86400 y2 €
i K :

sc pen n2 J

m -2
T (25 + 1 - 2i) by ) - (32)

1i=1,2, ¢eeym

in which K(e)i is the calculated conductivity for a specified water content or

pressure (cm.d-l),
) is the water content (cms.cm_s),
i denotes the last water content class on the wet end, e.g., i =1

identifies the pore class corresponding to the lowest water con-
tent for which conductivity is calculated,

KS/KSC is the matching factor (measured saturated conductivity/calcula-

ted saturated conductivity),

is the surface tension of water (dynes.cm_l = g.cm.s_z),

is the density of water (g.cm_3),

is the gravitational constant (cm.s_Q),

is the viscosity of water (g.cm_l.s_l),

is the porosity (cma.cm_B),

5 M 3 Mm@ o <

is the total number of pore classes between 6 = 0 and 68, the sa-
turated water content,
h is the average pressure for a given class of water-filled pores

(mbar).

Equation (32) actually is similar to Eq. (7) as presented in the paper of
Marshall (1958), except that it contains a matching factor, (KS/KSC), by which
one point of the curve is matched with the conductivity at saturation as deter-

mined in the field.
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The influence of the inter-aggregate pores on the hydraulic conductivity in
these calculations was ignored, this being the only deviation from the model.
In Fig. 18 the calculated hydraulic conductivity is presented, details being

given in Appendix IV.
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Figure 18. The relation between hydraulic conductivity and moisture content.
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4. Program description

4.1 General

A model is a simplified representation of a system, with well defined
boundaries. A model can be built if the structure of the system is sufficiently
well known, so that the processes, playing a role in the system and their rela-
tions can be mathematically described.

In the state variable approach the rates of change are calculated from the
state variables and driving variables and are mutually independent. This allows
all rates of change to be calculated in any order at the same instant of time.
After calculating all rates new values for the state variables are obtained by
integrating the rates over a small time interval. In this way, a model operates
in semi-parallel fashion, de Wit & Goudriaan (1974).

State variables are for instance the amount of water, and the amount of oxygen,
whereas examples of rate variables are flow rates of water and oxygen.

The model presented here calculates the fraction of the (rhomboidal) soil
system which becomes anaerobic under certain boundary conditions. The model is
a formalization of the theory presented in chapter 3.

A full program listing is given in Appendix V. The CSMP-program can be split
into three parts: the INITIAL section in which the problem is set up, the
DYNAMIC section in which the time dependent calculations are carried out, and
an OUTPUT section. The dynamic section is subdivided into four major parts; the
subsection to calculate the anaerobic soil volume, the subsection water flow,
the subsection oxygen flow macro system, and the subsection in which some inte-
grals are defined. Each section will be described separately, and will include
the assumptions underlying the model and the equations describing the processes.
The numerical values of the parameters will be discussed in a following chapter.

Functions will only be presented in full detail in Appendix V.

4.2 The initial part of the program

In the INITIAL section, which is calculated only once at the onset of the
simulation, the invariable geometry of the system and the state of the system
is calculated at time zero. The variables decrared in STORAGE are subscripted
variable names for which memory space is reserved.

The numerical values can be calculated from the equations derived in the

theory:
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The thickness of a layer is taken as the height of a unit cell of the rhombo-
hedron, which was derived in chapter 3.1 as 4J?§]R. Taking R1 = 0.5 this thick-
ness (TCOM) is calculated as 1.633 cm.

Assuming no evaporation from the bare soil, and a water table of 100 cm depth,
the equilibrium water content in each layer can easily be calculated from the
moisture suction curve. All calculations are performed for the centers of the
layers, DO-loop 3, and therefore the moisture suction in the first layer will
be -(100-(1.633/2))= -99.1835 mbar, at which value a moistufe content of
0.261883 belongs.

4.3 The dynamic part of the program

The DYNAMIC is repeatedly executed at each time interval. In this part of
the program four subsections are distinguished. Each one is subdivided into a
definition section (comments), followed by a section containing the equations,

one defining the parameters, and one giving the functions.

4.3.1 Section to calculate the anaerobic soil volume

Usually, when solving a certain partial differential equation by a simula-
tion procedure, the subject studied is divided into small increments of space
and time. Then, the net flux over the layer boundaries of each space increment
(layer thickness) is calculated in a certain time increment. In the section to
calculate the anaerobic soil volume, the partial differential equation (Eq. 17)
has been solved already analytically in chapter 3.6, under the assumption that
at each moment equilibrium exists between the aggregate and its surroundings,
(3C/93t=0). The program, therefore, calculates for each layer the water- and
oxygen content, the critical radii of the aggregates at which anaerobic condi-
tions occur, a,» the equivalent radii, req, pertaining to a certain moisture
content, and the ratio, req/ac, which is used to read the fractional anaerobic

aggregate volume from Fig. 17, whereafter the anaerobic soil fraction is obtained.

The relative content of water and oxygen (cmg.cm—s) in layer I, is calcu-
lated in DO-loop 6, by Egs. (33) and (34):

WC(I)=AMW(I)/TCOM (33)

CO(I)=AMO(I)/(TCOM#(PVOL-WC(I))) (34)
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where AMW(I) and AMO(I) are the amounts of water in cm° and oxygen in grams in
layer I, respectively. As the thickness of the layer, TCOM, equals 1.633 cm,

and a unit surface area is considered, the numerical value of AMW(I) and AMO(TI)
~ is expressed per 1.633 cma. The oxygen concentration is based on the air-filled

pore volume, (PVOL-WC(I)), because of the low solubility of oxygen in water.

In DO- loop 7 the calculation is started with the potential consumption
rate of oxygen per layer:
CROC(I)=FRT#(COR+COM) (35)

The assumption was made that the roots are homogeneously distributed throughout
the profile considered, implying that the fraction of roots in each layer, FRT,
is inversely proportional to the number of layers, N(=15). The total consumption
of oxygen, COT, is thought to be made up of the oxygen consumption by the roots,
COR, and by the microorganisms, COM, in a ratio of 2:1 (Woldendorp, 1963, p. 37).
COT is expressed in g 02. cm“Q. DEPTHT_l. d_l, where DEPTHT denotes the total
soil depth, which amounts to 15 1.633=24.495 cm.

In Eq. (36) the oxygen consumption per unit volume of aggregates, CROCVS, is

calculated:
CROCVS(I)=CROC(I)®(VOLHEX/TOTVOL)/TCOM (36)

where CROC(I) is expressed in g 02. 1.633 cm—g. d_l, and therefore is diwided
by TCOM to obtain the consumption per cm8 of soil. The assumption was made that
respiration takes place within the aggregates, where intimate contact exists
between respiring tissue and soill particles. On the average, one cm3 of soil
contains 0.8099 cm3 of aggregate. Therefore the right hand side of Eq. (36)
should be multiplied by 0.8099_1, which is the total volume of the rhombohedron
or hexagonal, VOLHEX, divided by the total volume of aggregates, TOTVOL.

The actual consumption rate of oxygen in a layer is assumed to be proportional

to the fractional aerobic volume of the soil:
CRO(I)=CROC(I)®(1.-FANVOL(I)) (37)

where FANVOL is the anaerobic volume fraction of the soil. .
Numerical values of CRO(I) are used later on to calculate the net flow of oxygen.
The air exposed area, AEAR, for each aggregate class was calculated in chapter

3.3, Table 2. The suction values were replaced by the corresponding volumetric
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moisture contents and tabulated in the program. Equation (38) calculates the
air exposed area by linear interpolation (code: AFGEN) at a given water content

of the tabulated function, AEART.
AEAR(I)=AFGEN(AEART,WC(I)) (38)

As was already stated in chapter 3.3, the diffusion coefficient into the aggre-

gate is assumed to be proportional to the air exposed area. This is expressed by:
DCALC(I)=DCSPH%AEAR(I) (39)

where DCALC(I) is the calculated diffusion coefficient and DCSPH the diffusion
coefficient of the sphere. This parameter is calculated by the method of
Millington & Shearer (1971, chapter 3.4), which yields D/DO. Combining this
ratio with the literature value of the diffusion coefficient of oxygen in free
water, DO, gives the numerical value of D for diffusion in a water saturated
aggregate. The next step in DO- loop 7 is the calculation of the actual consump-

tion rate of oxygen in each aggregate class:
CROS(I)=CROCVS(I)%V#(1l.-FVLAN(I)) (40)

As before this consumption rate is inversely proportional to the fraction of
the aggregate which is anaerobic, (1.-FVLAN(I)), and V is the volume of an aggre-
gate, calculated in the INITIAL. All components are available now to calculate

the critical radius for each aggregate class in a certain layer:
RCRIT(I)=SQRT(6.2DCALC(I)%(CO(I)~CCO)=%=SOLO/CROS(I)) : (41)

where SQRT means square root, and CCO and SOLO denote the critical concentration
of oxygen where effectively anaerobic conditions occur, and the relative solubi-
1lity of oxygen in water, respectively. The latter variable has to be included to
make the transition from oxygen in air to oxygen in water. SOLO is expressed in
(g 02. cm_3 HQO)/(g 0,. em™3 air), and is thus dimensionless.

In DO- loop 8 first the equivalent radius, REQ(I), is calculated. In the
tabulated function REQT, this radius is given as a fraction of an aggregate,

with unit radius. Therefore, the value of REQ(I) has to be multiplied by the
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actual radius of each aggregate to obtain the real equivalent radius. This mul-
tiplication is included in Eq. (42), which calculates the ratio of the equiva-

lent radius and the critical radius.
RATIO(I)=REQ(I)*R/RCRIT(I) (42)

The fractional anaerobic volume of an aggregate, FVLAN(I), is determined from

the tabulated values of Fig. 17, in DO- loop 9. These values are generated by:
FVLAN(I)=AFGEN(VOLANT ,RATIO(I)) (43)

where VOLANT is the tabulated function referred to above.
The anaerobic volume of aggregates in a unit hexagonal cell is subsequently

calculated:
VOLAN(I)=FVLAN(I)%6 .2V (44)

whereafter Eq. (45) expresses the total anaerobic volume of the aggregates (in

cm3) as a fraction of the soil volume, FANVOL, by dividing by VOLHEX:
FANVOL(I)=(VOLAN1(I)+VOLAN2(I)+VOLAN3(I))/VOLHEX - (45)

The latter procedure was also followed to calculate the anaerobic volume of soil

in chapter 3.7, Table 5.

The reader might have noticed that when RATIO, Eq. (42) is to be calculated,
RCRIT, Eq. (41), should be known. RCRIT is dependent on CROS, Eq. (40), which
in turn can only be calculated when (1.-FVLAN) is known. As FVLAN can only be
calculated when RATIO is known, an algebraic loop is introduced.
One way to tackle this problem is to design an iterative procedure in which
RATIO and FVLAN are calculated several times within an increment of time, DELT,
until a preset error criterion is met.
Another way to bypass the difficulty is to calculate RATIO at time T based on
FVLAN of time T-DELT. The former procedure is physically sound. The latter meth-
od, which is followed here may give equally acurate results.
Whether the iterative method is more favourable with respect to cumputation

time is not yet clear, as it was not tried.
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4.3.2 The water flow section

Water flow through the soil is an important phenomenon as the oxygen situ-
ation in the soil is directly related to its moisture content. The submodel ap-
plied is based on a paper by van Keulen & van Beek (1971), and slightly modi-
fied for the present study.

-1

In DO- loop 10 the suction in cm H,0 and the conductivity in cm. d ~ of

2
the soil are read from tabulated functions with:

S(I)=-1.%AFGEN(SUTB,WC(I)) (46)
K(I)=AFGEN(KTB,WC(I)) 47)

These values are subsequently used to calculate the average conductivity,
2 -
AVK(em™. d l), for the layers 2 to N, and the total potential, ST(mbar or cm
HQO), with:

AVK(I)=(K(I-1)+K(I))%.5 (48)
ST(I)=S(I)+(GRWTAB-DEPTH(I)) (49)

The total suction refers to the hydraulic potential, Px, (Bolt et al., 1970)
and is composed of the matric potential S(I), and the gravitational potential,
(GRWTAB-DEPTH(I)), where GRWTAB represents the depth of the ground water table

below the soil surface.

The flow rate of water from one soll layer to the adjacent one, is gover-
ned by the average conductivity of the soil for water flow, and the difference
in water potential or the potential gradient existing between the centers of

the two layers, according Darcy's law:
FLW(I)=AVK(I)®(ST(I-1)-ST(I))/TCOM (50)
The flow rates over the first and last boundary must be calculated separa-

tely, according to the imposed boundary conditions. The flow rate into the first

layer, FLW(1), is determined by:
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FLW(1)=FCNSW(THWL ,AMIN1(MAXINF ,RAIN) ,AMIN1(MAXINF ,RAIN),

AMINI(MAXINF,RAIN+THWL/DELT)) ‘ (51)

where FCNSW is a CSMP function switch, which takes the value of the second argu-
ment, if the first one < 0, the third one, if the first one = 0, and the fourth
one if the first one > 0. AMIN1 is a functional statement, which takes as out-
put the smallest of the two arguments.

THWL is the thickness of the water layer on top of the soil.

MAXINF is the maximum infiltration rate under the given conditioms.

RAIN is the intensity of rain, dependent on time.

The thickness of the water layer on top of the soil is tracked in an integral

at the end of the DYNAMIC.

THWL=INTGRL(O.,RAIN-FLW(1)) (52)
The maximum infiltration rate is calculated according to:

MAXINF=(K(1)+KSAT)#.5%(STSURF-ST(1))/(.5%TCOM) (53)
where KSAT is the saturated conductivity of the soil.
STSURF is calculated as the sum of a matric suction term at the soil surface,
SSURF in mbar, a gravity potential term, GRWTAB, and the hydrostatic pressure
of the water on top of the soil, THWL:

STSURF=SSURI'+GRWTAB+THWL (54)
It is assumed that when there is a layer of water on top of the soil, or when
it is raining, there is always a thin saturated layer at the surface, which
means that then SSURF is always zero.

Rainfall is introduced as a forcing function with:

RAIN=AFGEN(RAINTB,TIME) (55)
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The tabulated values of rain intensities were based on weather data of the

years 1975 and 1976 in the Netherlands.
The flow rate over the last boundary is calculated by:
FLW(16)=(K(15)+KSAT )%.5%ST(15)/(GRWTAB-DEPTHT) g (56)

Equation (56) calculates the average flow of water over the soil layer below
the depth of interest, DEPTHT, which in this study equals 24.495 cm, to the

ground water level.

The water consumption rate of a crop is calculated in DO- loop 13, by assu-
ming a certain transpiration rate. Water uptake by the roots is assumed to be

proportional to their relative abundance in the profile:

CRWC( T )=FRT#CWT ‘ ' (57)

where CWT is the total water consumption, expfessed in cm3 H,O. cm—z. DEPTHT_l.

2
al.
Water uptake is not dependent on soil moisture suction, but is reduced by the

fraction of the soil which is anaerobic, under the assumption that root activity

ceases when oxygen shortage occurs.

CRW(I)=CRWC(I)%(1.-FANVOL(I)) (58)
The net flow rate into or out of each layer is calculated from the flow rates
over the top and bottom boundaries of a layer, and the water extraction from
that layer with:

NFLW(I)=FLW(I)-FLW(I+1)-CRW(I) (59)

4.3.3 The oxygen flow macro system

The oxygen flow from one layer of the soil to another is referred to as the
macro system, in contrast to the oxygen flow from the air-filled porosity of a
soil layer into the aggregates.

The oxygen concentration in the air-filled soil pores in each layer is calcula-

ted in this submodel. The ratio of diffusion of oxygen in a porous system to
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that in free air is obtained from a function, based on tabulated values of

Fig. 16:
DEFAC(I)=AFGEN(DEFACT, (PVOL-WC(I))) (60)

where DEFAC denotes the diffusion efficiency factor.

The effective diffusion coefficient, DEF, subsequently is calculated by:
DEF(I)=DZERO%DEFAC(I) (61)
where DZERO denotes Do’ or the diffusion of oxygen in free air.
The average diffusion coefficient over a boundary is calculated in DO-
loop 15, for the layers 2 to N by Eq. (62), whereas the diffusional flow of oxy-
gen is calculated similar to the water flow from the diffusivity and the gra-
dient of oxygen concentration in the two adjacent layers:
ADEF(I)=(DEF(I)+DEF(I-1))%.5 (62)

DFLO(I)=ADEF(I)%(C0O(I-1)-CO(I))/TCOM (63)

The flow rates over the first and the last boundary again must be calcu-

tated separately. The flow rate into the first layer, DFLO(1l), is defined as:
DFLO(1)=FCNSW(THWL,FLO,FLO,RDFLO) (64)

FLO and RDFLO in Eq. (64) are defined by:
FLO=DEF(1)%(COUT-CO(1))/(.52TCOM) (65)
RDFLO=DZWx(COUT-CO(1) )/ ( THWL+NOT(THWL) ) (66)

where COUT is the concentration of oxygen in free air.

DZW is the diffusion coefficient of oxygen in free water.

NOT(...) is a function to prevent zero division.

Equation (64) shows that the rate of oxygen diffusion into the profile is affec-

ted by the presence of a possible water layer on top of the soil. The presence

of such a water layer will seriously impair oxygen diffusion as the diffusion
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coefficient of oxygen in water is about 104 times smaller than that in free
air. .

The diffusional flow of oxygen over the last boundary is set to zero, as no
roots are present below this depth. This condition is already stated in the
INITIAL by: DFLO(16)=0..

In DO-loop 16 mass flow of oxygen due to changes in moisture content in
the profile is calculated, under the assumption that air moves in and out of
the profile fully complementary to the water:

MFLO(I)=NFLW(I)%CO(I) (67)

The net flow of oxygen is finally calculated from the flow rates over the upper
and lower boundaries of a layer, the oxygen consumption rate in a layer, and

the mass flow of oxygen:
NFLO(I)=DFLO(I)-DFLO(I+1)-CRO(I)-MFLO(I) (68)

4.3.4 The integral section

Throughout the program so-called array-integrals are defined, indicated
by the index (I).
In the integral section a few INTGRL statements are combined. Here, the amount
of water per layer, AMW, the cumulative infiltration, CUMINF, the cumulative
outflow of water, CUMOUT, the amount of oxygen per layer, AMO, the cumulative
oxygen inflow, CUMCOX, and the thickness of the possible water layer, THWL, are
taken care off by:

AMW=INTGRL(AMWI ,NFLW,15) (69)
CUMINF=INTGRL(O.,FLW(1)) (70)
CUMOUT=INTGRL(0. ,FLW(16)) (71)
AMO=INTGRL(AMOI ,NFLO,15) (72)

CUMCOX=INTGRL(0.,DFLO(1)) (73)
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THWL=INTGRL(O. ,RAIN-FLW(1)) (52)

4.4 The output section

In the output section FORTRAN statements have been used to obtain printed

output at each 0.01 day. The following variables are given per layer:
- the fractional anaerobic volume of soil, FANVOL, cm3.cm—3.
- the relative water content, WC, cm3.cm_3.

- the concentration of oxygen, CO, g 02.cm_8 air.
- the anaerobic volume of aggregates in a soil layer, VOLAN, cms.
- the ratio of the equivalent radius to critical radius for the largest aggre-

gates, RATIOl.
- the consumption rate of water, CRW, cm3 HQO. TCOM—l. d_l.

- the consumption rate of oxygen, CRO, g OQ.TCOM_l. d—l.

- the mass flow of oxygen, MFLO, g 02.TCOM_1. d_l.

the soil moisture suction, S, cm HQO or mbar.

In a CSMP PRINT statement the cumulative infiltration of water, the outflow of
water at the bottom of layer 15, the total oxygen consumption, and the thickness

of the water layer on top of the soil are asked for.

The integration method used is the rectilinear or Euler's method.

A finish condition was included to prevent the concentration of oxygen to
drop below the concentration of oxygen where effectively anaerobic conditions
occur. Purther calculations would have been meaningless. This drop in oxygen
concentration was thought to be possible when water would be present on top of
the soil. This condition, however, has never occurred in the runs made with the

model.

4.5 The parameters of the model

Nineteen parameter values are defined in the model. Fortunately not all
of them are subject to variation, at least when temperature and barometric con-
ditions are assumed to be constant. The numerical values of some important pa-

rameters will be discussed below.
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Grable (1966) reported values for oxygen consumption ranging from 5 to 10 1.

-1 e 2 e .
d ~. Bakker & Hidding (1970) reported the highest value of Grable for only

microorganisms (+ 8.9 1 02 m-z. 25 cm depth-l. d_l). Furthermore, Woldendorp

-2
m .

(1963), showed that the ratio of respiratory activity of roots to microorganisms

was about 2 to 1. This would imply that the highest reasonable estimate of oxy-

1

gen consumption may be about 26.67 1 0 m—2. 25 cm depth—l. a-.

Assuming a dense system of grass rootszin the upper 25 cm of soil, the oxygen
consumption per day and per cm2 may be calculated as 10 1.3088 10—4 = 1.3089
lO._3 g O2 for the lower limit and 26.67 1.3089 10-4 = 3.4904 10“3 g O2 for the
upper limit. The value of 1.3089 g 02 per liter of pure oxygen follows from the

identity that 2u4.448 1 of gas = 1 mol = 32 gram at 25°C. °

Lemon & Wiegand (1962), give the diffusion coefficient for oxygen in free
water as 2.6 10—5 ch.s_l at 25°C. In chapter 3.6 it was shown that the ratio
of the diffusion coefficient in a porous medium to that in a medium without any
solid obstacle, D / Do’ equals 0.0566 for a porosity of 0.465. Combining both
figures and converting to days yields the diffusion coefficient of oxygen in a
water saturated aggregate:

D = 0.0566 2.6 10 ° 86400 = 1.2715 10 * cm2. d T.

Grable (1966) reported a value of 0.039 g O2 l_l water at 25°C and 1 bar
pressure. Assuming 21% of oxygen to be present in air it follows that the con-
centration equals: 0.21 1.3089 10 °= 2.7u87 107 g 0,- em™® of air. The relative
solubility is obtained by the ratio of the amount of oxygen in water to that in

air and amounts to 0.039 10 ° / 1.3089 107% = 2.9796 1072,

Greenwood (1961) reported respiration to be inhibited at an oxygen concen-
- . . -3 .
tration of about 7 10 7 Molar. Conversion of this value to g 02.cm of soil
732 107% = 2,24 1078

gives: 7 10~ , which figure was used by van Veen (1977).
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This author, however, pointed out that there is a range of 02—concentrations at
which respiration of different microorganisms ceases rather than one single va-
lue. In view of this consideration, a run was made in which a higher critical

oxygen concentration was taken (CCO = 2.24 1077 g 0,. em™3 of soil).

The depth of the groundwater table in the model is either set at 100 cm or
50 cm below the soil surface. The initial equilibrium water contents, as given

in TABLE RWC, were adjusted accordingly.

The water consumption of a crop is given a small, 0.3, and a quite high
value, 0.9 cm. d_l.'The high value may be found on a very bright summer day in

the Netherlands.

Grable (1966), reported a value of 0.226 cm2. s—l at 25°C. Conversion to
the dimension cm2. d-l yields the value presented: 18526,
The oxygen concentration in free air, COUT, and the diffusion coefficient

in free water are given during the calculations above, and are known therefore.

4.6 The time constant

The simplest way to find the correct time-interval of integration of a
model is to run the model with values for DELT a factor two apart. A graph of
a representative output variable at a given moment against the time interval
used will show the region of instability of the system (de Wit & van Keulen,
1975). If reduction of the time interval by a factor two does not change the
relevant results of the simulation more than a preset relative amount, it may
be argued that a correct time-interval is reached (de Wit & Goudriaan, 1974).
Figure 19 shows the influence of DELT on results of FANVOL, WC, and CO. The
data for the water flow sub-model are very well described by both time inter-
vals, which equal 8.64 and 17.28 seconds, respectively. The data, however,
for the macro oxygen flow sub-model, start oscillating after 23 steps of inte-

gration (data not presented). The same picture is found for the variable
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Figure 19. The influence of DELT on simulated results of FANVOL, WC, and CO.
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FANVOL. This latter result is a consequence of the fact that CO starts to oscil-
late.

An estimate of the time constant (de Wit & Goudriaan, 1974), for the sub-
-model of oxygen flow, was obtained in a different way. Suppose the oxygen con-
centration to be CO(1l) in the upper layer. The maximum amount of oxygen to be

supplied to the first layer equals:
MAMO(1)=(COUT-CO(1))%(PVOL-WC(1) )*TCOM , (74)
The system will start oscillating if so much oxygen is supplied to the first
compartment during the first time interval that its oxygen concentration in-
creases beyond the outside concentration, COUT.
The flow rate at time zero into the first compartment equals:
FLO=DEF(1)%(COUT-CO(1))/(.5%TCOM) (65)
The time constant now is found by the inequality:

TMCNST%FLO<MAMO( 1) (75)

Rewriting gives:

2
0.5%TCOM“%(PVOL-WC(1))

TMCNST < SEF(D) (76)

where DEF(1)=DZEROxDEFAC (61)

Equation (76) indeed has the right dimension of day.
At a water content of 0.261883, DEFAC is found from the FUNCTION DEFACT at a
gas-filled porosity of 0.3932 as 0.1438. TMCNST can be calculated as:

TMCNST < O.521.633220.3932/19526&0.1438 = 1.867 10—4 day

In this perspective it is logical that an oscillation was found at a time-inter-
val of 2 10~V day, Fig. 19.
Following a similar procedure for the time constant of the water flow sub-

-model, de Wit & van Keulen (1975) derived the following equation:

2
TMCNST < IE%E— (77)
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where D is the diffusivity, calculated by dividing the hydraulic conductivity
by the cotangent of the soil moisture characteristic, both at GV = 0.465 in
the present case. A
Then D is found as 16.5/2.4 1073= 6875 cm2. d—l, and the time-interval should
be smaller than 1.6332/6875 = 3.8788 10—)+ = L 10‘” day. This value 1s seen to
be a factor two higher as compared to the time-constant in case of the sub-model
for oxygen flow, reason why this sub-model does not oscillate at a DELT of
2 qu day, Fig. 19.

It is concluded that DELT = 10_4 day is a good choise for the time-inter-

val of integration of the model.
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5. Evaluation of the model

5.1 General

According to van Keulen (1974), proper evaluation of models should consist
of two distinct phases: calibration and validation. In the calibration procedure,
a set of data is used to calibrate, within reasonable limits, weak or unknown
parameters or relations, to obtain the best overall agreement between simulated
and observed results. For validation other completely independent sets of data
must be used to show that the model yields correct results under different con-
ditions.
Due to lack of data the model "ANAEROBIC SOIL VOLUME" will be hard to calibrate
and validate. }
Another evaluation technique is sensitivity analysis, which is most conve- |
niently described as: a test on the relative influence of changes in input data
and parameters on the relevant output of models (van Keulen, 1974).
Some simulation experiments are carried out in which a range of input data or
parameter values and the output values are compared. This procedure is most
helpful when it must be decided which subsystem should receive most attention;
relations with the strongest impact on the final results should be studied with
high priority, while those showing only little influence, may first be left

alone.,

5.2 Semnsitivity analysis

The influence of the value of different parameters, as discussed in chap-
ter 4.5, on the results of the simulations was tested by comparing the simula-
ted results of the subsequent runs, in which one parameter or function was
changed at a time, with those of the so-called basic run . (Run no. 1). The sche-
dule of reruns is presented in Table 6.

The results are given in Figs. 20 to 33, and will be discussed below.

5.2.1 General features

In Figs. 20-29 the fractional anaerobic volume of the soil (FANVOL), ex-
pressed as a percentage, is plotted against time for different values of the
relevant parameters.

The graduated scales in all cases are the same, but the origin of the abscissa

is sometimes shifted to higher values than zero. In each figure three soil



Table 6. The schedule of reruns.

RUN

No. 1 2 3 y 5 6 7 8 9 10 11 12
PARA-
METER
GRWTAB 100 100 50 100 100 100 100 100 100 100 100 100
RAIN INT/DUR  9/3 9/3 9/3 9/3 9/6 9/3 9/3 9/3 9/3 4.5/12 9/2-2-2 9/3
KTB csch G&C G&C S G&C G&C G&C G&C G&C G&C G&C G&C
CWT 0.3 0.3 0.3 0.3 0.3 0.3 0.3 0.9 0.3 0.3 0.3 0.3
COTXlO3 1.3089 3.4904 1.3089 1.3089 1.3089 1.3089 1.3089 1.3089 1.3089 1.3089 1.3089 1.3089x
0002108 2.24 2.24 2.24 2.24 2,24 22,4 2.24 2.24 2.24 2.24 2.24 2.24
DCSPH%10 1.2715 1.2715 1.2715 1.2715 1.2715 1.2715 0.63575 1.2715 1.2715 1.2715 1.2715 1.2715
DEFAC(1) M&S M&S M&S M&S M&S M&S M&S M&S B&H M&S M&S M&S

Taac: according Green & Corey (1971); S: according Stroosnijder (1976); M&S: according Millington & Shearer
(1971); B&H: according Bakker & Hidding (19703 D / D0= 2 EZ).

*50% of aggregates respire, while total oxygen consumption equals the one in the basic run, no. 1.

6%
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layers are presented; layer 1, 7, and 15. Layer 1 and 15 represent the two ex-
tremes of FANVOL in the soils, while layer 7 shows an intermediate situation.
The results of the simulation runs no. 6 and no. 9 were within 0.5 and 2.5% of
the results of the basic run. Therefore they are not presented in separate fi-
gures.,

It is seen that at the onset of the simulations some time is needed to ad-
just FANVOL to its right initial value. This delay is somewhat longer for run
no. 2, layer 7 and 15, where no two successive values of FANVOL are equal, indi-
cating that probably equilibrium was not reached, when the calculations started.
In view of this adaptation time, the shower always started after 0.05 day, that
is after 500 integrations.

The abrupt increase of FANVOL in layer 1 under the different conditions indicates
the onset of rain. Similarly, the abrubt decrease of FANVOL in this layer points
to the end of the rain.

At the start and at the end of the simulation the values of FANVOL in layer 1 a-
re found to be the lowest, followed by layer no. 7 and no. 15, except in run

no. 4, where this sequence is 15, 1, and 7 at the end of the simulation. The
initial value of FANVOL was not reached at the end of one day, except in simula-
tion run no. 2, and no. 8 for layers 1 and 15. The same was the case with the
relative water content of the soill layers.

All figures show soil layer no 1 to react stronger to the changing weather
than the deeper soil layers; the total change in FANVOL as well as the maximum
FANVOL reached are greater. This indicates that even the soil surface can easi-~
ly be a potential place for denitrification, assuming that no other constraints
prevail; anaerobic conditions are reached very quickly after the onset of a
shower. The deeper soil layers lag behind in time as compared to the upper layer,
as demonstrated by the fact that their maximum anaerobic volume is reached later.
In fact, these maxima are reached after the rain has stopped. These deeper layers,
however, are always partially anaerobic, even when it does not rain.

The increase in anaerobic soil volume after the onset of a shower proceeds
faster than its decrease after rain has ceased. This is expressed by the skew
curve around the maximum values of FANVOL reached in each case. It indicates
that after a short rain there may be anaerobiosis in the soil profile for quite
some time.

The maximum decrease in oxygen concentration in the simulations amounted
to 1.106%, calculated for simulation run no 2, layer 15, at time 0.2 day. This

result was expected because of the high air-filled porosity in the soil model.
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5.2.2 Comparison of the results of the reruns with the results of the

basic simulation run

Two categories of tested parameters can be distinguished in the schedule
of reruns, (Table 6). There are four parameters influencing the moisture regime
of the soil (GRWTAB, RAIN, KTB, CWT), and another four which influence the oxy-
gen status of the soil (COT, CCO, DCSPH, DEFAC(1)). In the discussion these
categories will be treated as two separate groups, though this is not the same
sequence in which the results of the simulation runs are presented in the fi-

gures.

5.2.2.1 The influence of the moisture regime on FANVOL

Consider the Figs. 22 and 20. The initial anaerobic soil volume in all soil
layers in Fig. 22 is higher than in Fig. 20. Even the top layer in Fig. 22, has
an anaerobic volume of 1.33% at the onset of the simulation.

When rain starts the anaerobic soil volume in run 3 increases faster than in
run no. 13 d(FANVOL)/dt being 27.49 and 14.55, respectively. The maximum value
of FANVOL increases by factors of 2.65, 4.23, and 4.10 for the layers 1, 7, and
15, respectively. The relative water contents were 15, 31 and 32% higher.

A sharper decrease in FANVOL, after rain ceases is found in run no. 3, tooj;
within one day the initial anaerobic conditions are reached again.

It may be concluded that when the depth of the ground water table is
changed from one meter to 50 cm, anaerobiosis increases by more than their ratio.
This implies for instance that in most of the Dutch grassland area, where high
ground water tables prevail during the greater part of the year, anaerobic con-

ditions may occur.

Compare Figs. 24 and 20. The initial conditions in both cases are similar,
of course. The rain duration was doubled in this simulation run to 6 hours,
while its intensity remained the same (9 cm. d_l). The rate of increase in
FANVOL in the second half of these 6 hours is less than the first 3 hours;
with d(FANVOL)/dt= 5.88 and 14.55, respectively. This is also expressed by the
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maximum value of FANVOL reached in the different layers. Expressing these max-
ima as a fraction of run no. 1, as before, 1.44, 1.94, and 1.42 were calculated
for the layers 1, 7, and 15, respectively.

Though rain duration in itself thus has a minor impact on the anaerobic soil
volume as compared to for instance a higher groundwater table, it takes longer

for the profile to return to its initial values of FANVOL, Fig. 24, at time 1.

The influence of a change in rain intensity from 9 to 4.5 cm. d—l is shown
in Figs. 27 and 24. As rain duration was doubled to 12 hours, the total preci-
pitation equalled 2.25 cm in both cases.

The maximum value of FANVOL reached at a low rain intensity is less than that

at a high rain intensity, 1.72 and 2.51%, respectively for layer 1. In fact,
layer 1 of run 10 reaches about the same maximum FANVOL as layer 1 under a rain
intensity of 9 cm. d_l, which lasted only 3 hours, (Fig. 20). The maximum FANVOL
of the deeper soil layers is affected more by a longer rain duration as compared
to run no. 1, Fig. 20.

It is concluded that a higher rain intensity causes FANVOL to increase more
than a longer rain duration, on the condition that total precipitation is equal.
The total fractional anaerobic volume in the soil as a whole, however, does not
change much. This is explained by the fact that in both simulation runs, the total
amount of oxygen consumed in the course of a day, expressed as a percentage of
the maximum oxygen consumption possible, COT, was 96.36 and 96.31% for simula-
tion runs no. 10 and 5, respectively. These values denote that the average

FANVOL during the day was 3.64 and 3.69%, respectively.

In simulation run no. 11 the rain intensity equalled 9 cm. d—l, but it was
given intermittently by alternating 2 hour periods of rain and dry weather, as

shown in Eq. (78):

FUNCTION RAINTB = (0.,0.),(.05,0.),(.051,9.),(.1333,9.),(.1343,0.),
(.2176,0.),(.2186,9.),(.3009,9.),(.3019,0.),(.3852,0.),(.3873,9.),
(.4686,9.),(.4696,0.),(100.,0.) (78)

The total amount of precipitation amounted to 2.25 cm as before in simulation

run no. H5.
Figure 28 demonstrates that the conditions in the top soil layer follow the onset

and the end of the showers exactly. In the deeper soil layers this effect is
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smoothened out. In layers deeper than layer 7 there is no drop in FANVOL in the
periods without raih; resulting in nearly the same maximum percentage of FANVOL
for layer 15, e.g. 1.131 and 1.197% for simulation run no. 11 and 5, respecti-
vely.

The average value of FANVOL in the course of the day, however, amounted to 3.66%,

which is just in between of the values given above.

In simulation run no. 4 the conductivity curve calculated according to
Green & Corey (1971) was replaced by a conductivity curve given by Stroosnijder
(1976), for the same sandy loam soil as used in this study. The values used

were read from his Fig. 26i, page 87, and given below:

FUNCTION KTB = (.1933,.0001),(.2208,.0015),(.2625,.01),(.3,.037),
(.359,.15),(.4002,.82),(.4305,4.2),(.5165,16.5) (79)

This function was probably calculated by an empirical equation advanced by
Rijtema (1969), yielding lower values for thelhydraulic conductivity of the soil.
Therefore, (Figs. 20 and 23) the average rate of increase in FANVOL over the
rainy period is higher when compared to simulation run no. 1, for layer 1;
d(FANVOL)/dt = 20.64 and 14.55, respectively.

On the other hand, due to this low water conductivity, FANVOL in layer 15 was
not affected up to at least 20 hours after rain had ceased. Also the moisture
content of this layer hardly changed in that period; there was only a slight
decrease due to the water consumption by the roots, CWT.

The return of the anaerobic soil volume to its original value took longer
in case of run no. 4, expressed by the higher percentage at the end of the day
as compared to simulation run no. 1; 0.758, 0.798, and 0.050, 0.395 for layers
1 and 7, respectively.

It may be concluded that the moisture characteristics of the soil profile
are important, but, as in the discussion about rain duration, it seems to have
less influence on the anaerobic soil fraction than a changing ground water table.
The spatial distribution of the water within the profile as a whole and within
eventual aggregates in particular will be more important. This distribution
will, however, be linked to soil conductivity for water. Some remarks about

this subject will be made in the following chapter.
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The consumption rate of water by roots was set at 0.9 cm. d-'l in run no. 8.
This value is high for the Netherlands, but even than the influence of this con-
sumption rate on FANVOL is only of minor importance, (Fig. 26). All values of
the anaerobic soil volume are diminished slightly. In the long run, without
precipitation, this factor could play a role, but that situation is rather un-
likely.

In conclusion little attention seems necessary for this parameter. A devi-
ation from the picture presented in Fig. 26, especially for the upper soil lay-

ers, would be introduced when soil-evaporation was to be included in the model.

5.2.2.2 The influence of the oxygen regime on FANVOL

Up till now the maximum anaerobic soil fraction reported did not rise above
4,6%. In simulation run no. 2, (Fig. 21), this maximum value is roughly qua-
drupled in case of layer 1.

Initially in the upper layer an anaerobic soil fraction of more than 10.9% is
found, whereas the deeper soil layers no. 7 and 15 show values of about 12.1 and
13.3%, respectively. The average rate of increase of FANVOL during the rain a-
mounts to 35.25, which value is nearly the same as in case of simulation run

no. 7, where the diffusion coefficient of the aggregates was halved. The maxi-
mum FANVOL in run no. 2, expressed as a fraction of run no. 1, yields a factor
8.7, though only a 2.6-fold increase of the consumption rate was effectuated.

It may be concluded therefore that the model is very sensitive to changes
in respiratory activity. Hence it is suggested, that much attention should be

paid to this soil property.

The results of run no. 7, where the diffusion coefficient of the aggregates
was halved, are very similar to those of run no. 2. This results might have been
expected as both parameters appear in one and the same equation, (Eq. (41)).

The change in the value of the diffusion coefficient has been introduced because
of the possibility of the presence of slickensides on the aggregates. These

skins probably can seriously impair oxygen diffusion from the inter-aggregate
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pores into the aggregates, as shown by the results of the model.

The initial anaerobic soil volume is somewhat lower than in simulation run no. 2,

but there the oxygen consumption rate was higher by a factor 2.6 instead of a
factor 2 as is the case here.

It is suggested that the diffusional processes through the surfaces of dif-
ferent structural units in soils should be subject to investigation because of

the results presented in Fig. 25.
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Consider the Figs. 29 and 20. In simulation run no. 12 the total respira-

tion is restricted to 50% of the aggregates and equalled again 10 1 02. m-2.

DEPTHT ~. dul. This condition was introduced by replacing Egs. (36) and (44) in

the basic model by:

CROCVS(I)=2.%CROC(I)%(VOLHEX/TOTVOL)/TCOM (80)
and

VOLAN1(I)=FVLAN1(I)#%3.%V1 (81)

VOLAN2(I)=FVLAN2(I)%3.%V2 | (82)

VOLAN3(I)=FVLAN3(I)%6.%V3 (83)

Initially an anaerobic soil fraction of about 3.4% is found in the upper layer,
whereas in the deeper soil layers this value amounts to 3.8 and 4.9%, respecti-
vely.

The average rate of increase of FANVOL in layer 1 during the rain is calculated
to be 17.68, which value is somewhat higher than was found in the basic run
(14.55).

The maximum FANVOL, expressed as a fraction of run no. 1, equals 3.16. This va-
lue implies a strong non-linearity between FANVOL and total respiratory activi-
ty of the soil and it is concluded therefore that the spatial distribution of
this soil property is of primary importance for the degree of anaerobiosis to

be expected.
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The critical oxygen concentration at which effective anaerobic conditions
occur, is a property pertaining to microorganisms. Besides the value found in
literature, which was used in most simulation runs, a value 10 times higher was
~used. The results of the simulation run with that high value of CCO, however,
were so close to the one of run no. 1, that they are not presented.

From the point of view of anaerobiosis, the exact value of CCO seems un-

important therefore.

A surface crust could impair oxygen diffusion into the profile. Therefore,
an empirical equation, introduced by Bakker & Hidding (1970) was included in

simulation run no. 9, by replacing Eq. (65) by:
FLO=2.%DZERO%( (PVOL-WC(1) )#%3)%(COUT-CO(1))/(.5%TCOM) (84)

At an initial moisture content of 0.261883 cmg. cm—s, and thus a gas-filled po-
rosity of 0.3932, the diffusion coefficiehts in layer 1 can be calculated to

be 2808.6 and 2374.3 cm2. d_l respectively, according to the method of Milling-
ton & Shearer (1971) (Eq. (16))and the one of Bakker & Hidding (1970) (Eq. (8u4)).
The results of the simulation run no. 12, with lower values of the macro diffu-
sion coefficient for soil layer 1, were hardly different from the basic simula-
tion run. This result is in accordance with the findings by van Bavel (1951),
who stated that a relative shallow surface crust is not consequentional for the
aeration status of the soil. At the other hand Bakker & Hidding (1970) concluded
that the structure of the surface of the soil may become an extremely important
factor for the aeration of soil.

It does not seem possible to draw any definite conclusions from the evi-

dence at hand.

In the course of the work, it became evident that the relative water con-
tent probably could be correlated to the anaerobic soil fraction. This assump-
tion was based on two indications. First, the maximum FANVOL reached in all re-
runs coincided with the maximum relative water contents in the layers. Secondly,

the concentration of the oxygen in the profile never dropped by more than 1.106%.

Figures 30 en 31 demonstrate that this correlation indeed exists. Except for
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Figure 30. FANVOL and WC as a function of time and rain durations of 3 and 6
hours, respectively, for layer 1 of run no. 1 and 5.
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Figure 31. The relation between FANVOL and WC for different runs, layer 1.
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run no. 7 and no. 2 all runs could be plotted in one figure, thus composing a
line being discontinuous in the points of relative water content of 37.5, 41.8,
and 43.0%.

To reduce computation time it might be worthwhile to investigate the pos-
sibility of replacing the sub-model, which calculates the anaerobic soil volume,
by simple regression equations or a tabulated function. It should not lost sight
of , however, that the sub-model, calculating the macro diffusion process, will
be a limiting factor when it comes to the time constant of the model, see chap-

ter 4.6.

The sensitivity of the anaerobic soil fraction with respect to the parame-
ters in the model, can be summarized shortly, by expressing the results of each
simulation rerun as a fraction of the results of the basic run, in the course
of time. This has been done in Figs. 32 and 33 for layers no 1 and 7, respecti-
vely. Naturally, the conclusions so far advanced, do not change, but this way
of presenting the results once more clarifies the degree of sensitivity of the
model to the different parameters.

When a curve is decreasing, it denotes that FANVOL in that rerun does not in-
crease as fast as FANVOL in simulation run no. 1. An increasing value of

FANVOLi/FANVOLl, in the course of time points to the opposite situation.

Last but not least, a calculation of curves relating the anaerobic soil
fraction to suction, is presented for three inter-aggregate oxygen concentra-
tions e.g. 21, 19, and 17%, Fig. 34.

It is seen that for a soil, containing aggregates of 1 cm. diameter, the criti-
cal suction range is from zero to a suction of 100 mbar, the latter value cor-
responding to field capacity.

Figure 34 demonstrates that the influence of the oxygen percentage at a certain
FANVOL at low suction is not pronounced. At lower percentages of the fractional
anaerobic soil volume the influence of the outside oxygen concentration in-
creases.

Both findings point to the possibility that at low suctions the diffusion of
oxygen through the partially water-filled aggregates is hampered by the large
equivalent radii, whereas at the higher suctions the outside oxygen concentra-
tion has an edge over the influence of the equivalent radii, in determining the
anaerobic soil fraction.

The curves of Fig. 34 might be called "soil anaerobiosity characteristics™,
in analogy to the term soil moisture characteristic, which was proposed by

Childs (1940).
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6. Some cautioning remarks

It seems unfeasible to criticize the work presented in the foregoing
chapters in full detail, if only because of a sane self-conceit.
Attention should be paid to two basic problems, however: to what extent is it
permitted to distinguish between inter- and intra-aggregate porosities?, and:

what is the reliability of the soil moisture characteristic?

Pilot & Patrick (1972) investigated the effect of soil moisture tension
on nitrate reduction in different soils. Soil samples were passed through a
2 mm. sieve before investigation, resulting in strongly disturbed soil struc-
ture. Air-filled porosities of less than 11 to 14 percent were found to induce
denitrification, pointing to the onset of anaerobic conditions in the soil sam-
ples.

Possibly oxygen, entrapped by water-films between the soil particles was con-
sumed, resulting in an anaerobic microsite, which points out that an entrapped
air bubble in a soil void may act as an aggregate with a certain "equivalent
radius".

On the other hand, soils having a well-developed structure, like clay soils,
will be difficult to characterize with respect to this equivalent radius, too.
Firstly, because of the possibility of swelling and shrinking, and secondly be-
cause larger structural elements may be composed of smaller units, which com-
plicates the decision on aggregate size.

Obviously, it is of major importance to develop procedures to estimate an
"equivalent radius" or rather a range of "equivalent radii' for different porous

media, and in particular for field soils.

Usually when a soil is wetted, it will show at the same suction a lower
moisture content than when water is extracted. This phenomenon is called hyste-
resis.

Usually a so-called boundary drying curve is determined, denoting that the soil
moisture characteristic is determined by desaturating a previously completely
saturated soil sample and weighing it at different know suctioms.

The difference between a boundary drying curve and a boundary wetting curve can
be appreciable, however, (Topp, 1969). This author worked on soil water hystere-
sis measured in a sandy loam soil. From his Fig. 2, it can be calculated that

the maximum difference in moisture content between these two extremes, expressed
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as a percentage of the boundary drying curve, amounts to 40%, at a suction of
about 70 mbar.

The phenomenon of hysteresis implies that when rain is wetting a soil, the mois-
ture content will be lower than would be calculated from the boundary drying
curve, whereas the suctions are identical. The consequence for the anaerobic
soil volume will be that it is smaller.

It also means that the soil moisture characteristic, which is considered very
important, can not be determined very accurately, let alone the introduction of
this phenomenon into the model.

Also the rhomboidal soil system was shown to posses hysteresis, Sewell & Watson
(1965).

Emerson (1955) showed the process of water uptake by soil aggregates to be
delayed quite some time. From his Fig. 2, it can be read that it takes about 6.6
and 17.2 days to absorb 90 and 97.5% of the total water taken up by a Grassland
surface aggregate. FPurthermore, from this Table 1 it can be caliculated that the
increase of the moisture content of these aggregates directly after applying a
drop of water to initially dry samples, amounts to 63.6%, assuming a bulk densi-
ty of 1.5 g.cm_a. Tt may be argued that mainly the outer shell of an aggregate
is directly wetted, possibly resulting in a closure of the pores for further
oxygen diffusion. If this would be the case, it means that an air-bubble is
enclosed, which possibly will vanish quickly, due to oxygen consumption within
the aggregate, and that even at a lower water content of the aggregate anaero-
biosis can prevail.

Obviously, the rate of water uptake by aggregates, as well as the distri-
bution within the aggregates is of crucial importance to decide whether or not

and to what extent anaerobiosis can occur.
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APPENDIX I

A, The cone volume

The volume Vc of the cone equals, (Burington, 1873):

_1 2 .2
Vc—gﬂ(hB+hT)(RB+RT+RBRT) (1)
where = \/R2 - (R - h)7‘
Rp B
- 2 _ _ 2"
Rt-\/RX (R - b)
hB =R (1 - cos ¥v)
hT = R.X (1 - cos a)
hB + hT = (R + RX) - RX cos o0 - Rcos y = Rx(l - cos &) + R (1 + cos(o+B))
R%, R> and R R be derived now:
B> R an RB T can be derived now:
Ré = R2 - (R-R (1 - cos Y))2 = R2 - R2 0032 Y=
= R2 (1 - cos2 Y) = R? sin2 Y = R? sin2 (o + B)
R2 = R2 sin2 O,
frot R
Ry = R sin (a + R) R, sin o

and V= % W(Rx(l—COSd) + R (1+cos(u+8)))(RQSinz(a+B) + Ri sin2u+Rxsina Rsin(o+B))

c
(2)
B. The spherical segment for the RX spheres
The volume VR of a spherical segment is giﬁen by Burington (1973) as:
% 3
2 hT )
VRX =7 (Rhy - 57) (3

and using the above symbols:

3

T (R RQ(l - cosOL)2 - R (1 - cosu)s)
X X 3%

<3
1"

T Ri ( (1 - cosoL)2 - % (1 - cosu)g)
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]

™ Ri(l + c032a - 2 coso - % (1 - cosga - 3 coso + 3 cosQa))

T
12

Ri (8 - 9 cosa + cos 30)

Substituting the proper symbols, V_ is obtained easily as:

R

v. =T %8 + 9 cos (0 + B) - cos 3 (o + B))
R 12
C. The volume of the fraction of the torus

Consider Fig. 35 The volume of the napkin ring can be described as,

(Goudriaan, pers. comm.)

v,
Vt =27 f (x+&Ecos§-ysind)dEdy=
-y,
2 1A
=27 (xy+&Ecosdy~-32y° sin 62y d g
1

21 (2xy, +2Ey, cos8) dE=uT (x+E cos 8) y, 4 &

where y, =r sin A

Ezp (1l ~cosA)>dE&=rsinAdA

.
=B
Vt =49 f (x + v (1 - cos A) cos §) r2 sinQA d A
o
38 2B
= 47T x r2 f sin2 AdA+ 47 cos § r3f sin2 AdA -
o o

B

b rS cos § cos A sin2 AdA

O “=— NI=

B

O M =

;
2

= hom (% r2 + r3 cos §) f sin“"AdA-4T r3 cos &
o

B

<
il
|
Nl

uom (x r2 + r3 cos §) (3 A - % sin A cos A)O - % m r3 cos S(Sin3 A)

(4)

(5)

cos A sin2 Ad A

=

o}

B



_8LvL"

-

£
upper limit-

£
lower limit of integration

Figure 35. Coordinate design to calculate the volume of the napkin ring.



2 3 . .
=4 7T (xr” +r cos §)(gB - 2 sin 3 B cos 3 B) - g T v° cos § sin
where x = (RX + r) sina - v cos §
§=a+3B=-290
0 and B are derived from the law of cosines,
RX(RX+R)+P(RX—R)
cos O =
(Rx + R) (Rx + 1)
r (r+R+R)-RR
X x
cos B =
(R +r) (R+ 1)
b4
and substituting x and § yields:
_ 3 . 2 X 3 ; ] 3 ]
Vt =4 m(r sina + 1 Rx sin o - r” cos (o + 3B - W) + v° cos (o + %

(3B - % sin 2 B cos 1 B) - g T r° cos & sin3 z B

which equation is simplified to:

.
t

expressing all angles in degrees yields Eq. (5).

V, =41 (r2 sin a(RX + r)) ((B- sin B))—(g T o cos (o+ 2B - 2 m) sin’

=

3m))

B)



- 86 -

APPENDIX II

The radius of the cylinder which just can pass a window, (Eq. 7, page 19 )

Consider Fig. 36

21
A= JQ R_R +R (1)
X X
(R, y) is given by solution of the following set of equations:

R? + y2 = (R + r)2 > y2 = (R + r)2 - R2 - y2 =2Rr+ r2 (2)

A-y?=@® +r)>y=a-R -r (3)

Substituting Eq. (2) in (3) yields:

A2 4R+ 2 -2Ap-2AR +2R r=2Rp+0p°
X X X

from which r is solved as

A2 + R2 - 2AR (A - R )2
r = X X= X
2 (A +R - RX) 2 (A - RX) + 2 R
or
(R+R - A4)
r = X R
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Figure 36. Coordinate design to calculate the radius of the cylinder which
just can pass a window.
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APPENDIX IIT

The air-exposed area A.E.A.

The air-exposed area is obtained by calculating the water covered area of
a sphere and subtracting this area from the whole sphere surface. Compare Fig.

11 for the symbols.

a = area covered by a pendular ring = 2 7 RXhT (1)
where
hy = Rx(l - cos Q) (2)
R2 +RR + R r-Rpr
X 4 b
cos O = (3)

(R + RX) (RX + 1)

Substituting Eqs. (2) and (3) in (1) gives:

(R (R+R)Y+r (R -R))
az2TRE(1-2 X X ) (4)
(R + Rx) (RX + )

Expressing Eq. (4) as a fraction of the total sphere surface and taking C points

of contact yields Eg. (14):

(R_ (R_+R)+r (R_ -R))
X X X

AEA. (%) = (1 - (1 - ) ) 100

NIO

(RX + R) (Rx + 1)
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APPENDIX IV

Calculation of hydraulic conductivity as a function of moisture content.

A. The moisture characteristic is divided into 20 steps of 0.0135 each, with
respect to OV° It is supposed that beyond a suction of 200 mbar, the pores do

not contribute to flow.

Sm GV Sm class, i
0.0 0.465 5.9105 1
5.8210 0.4515 9.7366 5

13.6521 0.4380 19.8153 3
25,9785 0.4245 30.9252 4
34.4718 0.4110 37.4011 5
40.3303 0.3975 43,9595 6
46.1887 0.3840 49.1188 7
52,0472 _ 0.3705 5L4.9765 8
57.9057 0.3570 60. 8349 9
63.7641 0.3435 66.6934 ‘10
69.6226 0.3300 79 .5519 11
75.4811 0.3165 78. 4104 .12
81.3396 0.3030 8L, 2689 13
87.1981 0.2895 90.1274 m
93.0566 0.2760 95.9859 15
98.9155 0.2625 107.9191 16

116.9231 0.2490 127.3077 17

137.6923 0.2355 148.0769 18

158.4615 0.2220 168.8462 19

179.2308 0.2085 189.6154 20

200.0 0.1950

Suction Sm was obtained by linear interpolation of the curve no. 9 from Rijtema,
for the different values BV. The average suction, 55, belonging to each class 1,
was calculated by averaging Sm in its turn.

The formula used is:

(0.465)2

L (@ G2+ ... 2 (n- DHEM D (1)
(20)

K = 270 .
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where 0.465 1s the porosity of the sandy loam soil taken from Rijtema.

. "2 ¢ as . .
In the following table (Sm) ~, and the multiplication is presented to obtain

the calculated saturated conductivity.

(Gm) "2

i multiplica- Product
tion factor
1 1.1805.107% 1 1.1805.107%
2 1.0548.1072 3 3.1645.1072
3 2.5468.10° 5 1.2734.107°
4 1.0946.107° 7 7.6623.10 %
5 7.1488.10" " 9 6.4339.10°
6 5.3436.10 " 11 5.8780.10 2
7 4,144,107 13 5.3883.10 °
8 3.3086.10 " 15 4.9629.107°
9 2.7021.10" " 17 4.5935.107°
10 2.0u82.10" " 19 4.2716.107°
11 1.8998.107% 21 3.9895.10"°
12 1.6265.107" 23 3.7409.107°
13 1.4082.107" 25 3.5205.10 >
14 1.2311.107" 27 3.3239.107°
15 1.0854.107% 29 3.1476.107°
16 8.5862.10° 31 2.6617.10°°
17 6.1701.107° 33 2.0361.10°
18 4.5606.107° 35 1.5962.107°
19 3.5077.107° 37 1.2978.1073
20 2.7813.107° 39 1.0847.107°
Y Products =
2.2802.107%

Subsequently, the matching factor was calculated as

K 16.5 (86400)—1 3

s - = 5,7383 10

2
s¢ 2.2802 10T 270 5945251—-
(20)

where the factor 86400 converts days into seconds.
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: (0.222)°
Now K can be calculated f.i. for 6 = 0.222, then K = 270 —~4———7;— 86400
(2)
-3 -5 -5 -1 -1
5.7383 10 (3.5077 10 + (2.7813 10 7) 3) = 1.9551 10 cm.d .

In this way the following table was calculated and the SV corrected for the

water held in the inter-aggregate pores. From this table Fig. 18 was constructed.

K 2 Products 82.n-2 K cm.d—l GV
1-20 2.2802.10°% 5.4056.10 " 16.5 0.5165
2 - 20 7.4648.1072 5.6469.10" 5.6427 0.4562
3 - 20 4.9875.1072 5.9211.107" 3.9532 0.4390
5 - 20 3.0161.1072 6.5985.10 " 2.6641 0.4112
7 - 20 1.8957.1072 7.5233.10 " 1.9092 0.3841
9 - 20 1.1645.1072 8.8506.10 " 1.3799 0.3571

12 - 20 5.0038.107° 1.2367.107° 8.285.10™%  0.3165

15 - 20 1.6155.107° 2.1160.107° 4.577.10%  0.2760

18 - 20 2.8990.10" 6.1623.107° 2.392.10°1  0.2355

19 - 20 1.1852.10° " 1.2321.1072 1.955.107 % 0.2220

20 2.7813.107° 4.3472.1072 1.6188.107%  0.2085

where 82. n'.2 is the water-filled porosity divided by the n pore classes contri-
buting to flow. K was calculated by Eq. (1) and the conversionfactor for seconds

to days.
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APPENDIX V: Listing of the computer program

TITLF ANAFRHBIC QDIL VOLILAR
HRHHHFAE R R FHH R AR F#DOVITHDARY COMPTITTINNS MODED %3353 503303 33 24 % 34 %34 %3 3 % 3 46 3%
9 A5 40 A 3 56 Vb 46 3 30 30 B 06 63 I3 30 3 I I 300 36 30 30 30 3 646 4F 3 3 3636 0 3 3 0 46 OF 0 90 43 4646 40 3 36 2 0 B 3 4 6 %
DIMENSIONG GRAM  CENTIMETER DAY TEMP=25 C
FLOW DIRECTION OF WATEDR AnD nXYGED DOVHWARD POSITIVE
100 PERCFIT OF ROGTS HOANGFRENUSLY DISTRIBUTED 1M LAYEZR 0e25CH
GROUNDWATEF TABLE 10n CI1 BELOY SOIT, SURFACE
TOTAL CONSUMPTION OXYC,EID $0 LTTE p/”*%4/7fCM PEPTHR/TAY
MODEL VALUBLE RETURLT & =1,0171 AN 2480 MPAR .
SANDY LOAYM SOIL RYTZTHE M09, MOPIFIED WITHR HYRPOTEYTICAL MODEIL
RATN DURATION 3 HOURS THTENSTITY 9 CO/DNY
BB RFHHR R R SRR R THITIAL PART OF DEOGRATI %0303 330 35 85 3423050 % B ¥ ¥ X 88 W#%
PR U R UL BB W B U R U3 e H I 3 33 M 3 3 3 3 36 3 3 36 3 R R R R
INITIAL
STORAGE RWC(i6),0WC(16),5T(1a),S{16),AVE(16),K(16),FLW(16)
STORAGE DEPTH(16),FVLANL (L) ,FVLAI2(16),FVLANI(16)
STORAGE CO(16),CROC(16),CROCVS(IA),,CPO51(16),CROS2(16),CROS3I(16)
STORAGE AEAPIC16),ARARZ (1), AEAR3I(16),DCALCTICLE) ,DCALC2(16),DCALC3(16)
STORAGE RCRIT1(16).1:CPT™2 (10),R(PTT1(16).P}0(16)
STORAGE RATTINL(16),BATT I 2(16),RATIO3(16),FLO(16)
STORAGE VOLAT1(16) » VOLAT2(1EY ,VOTLANI(16) ,FARVOL(16),CRN(16),CRW(16)
STORAGE DEFAC(16), PhP(Lh)}ﬂfﬁk(16).DFLO(16),CPNC(16)
*****%***%%%*%%%%%#%fﬁ?i CTTTULOVIS R M 3 0 33 A 26 3 06 B 3 36 3 3 238 30 0 48 30 3 0 3 3 30303 30 30 3
¥ AMWI=AMOUYT WATER TITTTAT . APUSAMOUNT UAToR,NFLWsUET rLOW RATE WATEER
WC=WATER CUONLTENT, S=3UCTINN, 3T=sUCTION TOTAL,,K=COWPHCTIVITY WATER
AVK=zAVERACE CUMDUCTIVT”“ UATRR, FLWSFLOW RATE WATER
RWC=RELATTVE WATER CORTENT
AMOI=AMOUNT NXYGED TYMTTIAL, ANzAUOUNT OXYGEN
NFLO=NET FLOW PATE QYYGRN, FLOSFLO® RATE OXYGEH
N=NUMBER OF COMPARTINITS, TCONSTHICKNESS COMPARTMENT
PVOL=PDRDSI Y BY vOLURT, RI=RADIUS SPHERF{, VisVOLUME SPHERET
TOTVOL=TOTAL VOLIME 0OF SPIEPES IYM HEXAGONAL, VOLEEX=z=VOLUME HEXRAGUHAL
COT=CONSUMPTION OXYCR! TOTAL (GRAM U2/CMux2/DERPTHT/DAY)
COR=CONSUUPTIN: QOXVCERT POOTS
¥ COM=CONSUNPTION OXYRFED LHICTO0RCANTSNS
BB s R Rt g a kg # 3 DETIUTTION OF  GINEEF TIY 955643 3 36 36 3 3% 4 3 36 36 56 30 36 3 46 3363 363 30 36 36 3t 36 3¢
R2=,4142%R1

=,2247T#R1
TCOM=3,266%11
Vi=d, 1888#R1*%3
V2=4,1008#P2%%#3
V3=4,1888#R3#+3
TOTVOL=25, 1327% (P #534p 2% 342 #7353
VOLHEX=33,9411#R1#%3
U IR H e H R RCATLCULATTON OF  PRAKBIT TE S 35 3 5 5300 3 353630 36 3 3 0 36 3 36 3 36 3 Je 3t 3 %
CoM=C0T/3.
COR=2,%C0OT/13,
PARAM MN=15,PV0OL= 6551 ,R =,
TABLE RWC(1«1h)=, Glﬂd?:,Lh)6l ¢ 260014, 27318, 276945, ,28071 1 e0w
,284476,.288?4?,,292Pu7,.2qr77?,.2“953“:.303?04:.30707,.310835v..,
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FIXED N,1I

NOSORT

# CALCULATE WATER COnTer™ (G/LAYFPE)
DO 1 T1=1,r

AMWI(T)=RUC(TY®TON
i CONTTILUR
# CALCULATE 0OXTuiir ¢nwmi T (G/1AYER)
pn 2 1=1,0
AMOT (T)=,21%1,3000=3% (PVOL=RWUC(]))*TCOM
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2 CONTINUR

% CALCULATE DATA HALFWAY TCoOw
DEPTH(1)=,5%TCNOM
DO 3 T=2,.H
DEPTHCI)SDEPTH(I=1)+TCOM

3 CONTINUE
DO 5 I=1,N

# FVLAN=FRACTIOHAT, VOLUME ARAERCRLC PER SPUERE
FANVOL(I)=9,

FVLANI(I)=0,
FVLAM2(T1)=0,
FVLAN3(I)=Q,
5 CONTIHUE
DFLOCIAY=O0,

DYNAMIC

NOSORT

& SECTION TN CALCUOLATE AUVAERMALTC SNIL VOLUMY

G W T e S A6 S M T 33 3 30 R 3 3 3 A 4 2 3 0 B 303 3 3 33 3 3 3 30 35 36 30 90 36 A0 30 3 A H 30 36 36 3 3 30 3330 3 3k 4

BB GBY R R RN EHHDEE LT LT LOT S arsh 3 5 3033300 3 0 34436 53 40 2 06 3 346 36 30 3 3 36 36 36 36 3 36 36 3 3¢

CROC=COMSUNMPTION PATD OXYSGEY C\LPV”AT““ PR LAYERPR

CROCVS=CAXNSUMPTING PATE OXYOR!D CALCULXATED PER UNTT VOLUME OF SPHERES

FRT=FRACTION ROOTS

CRO= CU\IST‘“’PTTU;J RATE OQXYGEN

AEARI=AIR EXPOSED MREYN SPURRE CLAGS ONE (FRACTION)

DCALC=DIFFUSION COFRFFICIERT NXYCOET CALCULATED

DCSPH=DIFFUSTON COFFEICIEHT QXYCOFN 1IN WATER=-FILLED PART OF SPHERE

CROSIL(I)=COUSUNPTING BATE NXYGE] PER SPUFRF CLASS |

FVLAN=ZFRACTION OF VOLUME AMAFRRORTC OF A SPHERE

RCRIT=CRITICAIL RADTUSR 2a['0OVE WRICH ANALPOBY OCCURS

CCO=CRITICAL COHCENTRATTION DXYGET FUR FFFRCTIVE ANARRORIC CONDITION

SOLO=SOLURTLITY OXYomy IN WATER ((A/7CM##3 H20)/(G/CH##3ATP 1))

REQ=FQUIVALEHNT RADIUS “hiEH WATFR CNHCENTRATED 1M SPHERE CENTER

VOLANL (I)=VOLUME AMAERTORTC SPHERE CLASS NHE (CH#x3)

VOLANT=VOLIME ANAEPORIC TARULATED (FRACTION)

FANVOL=FRACTIONAT, RLAPEOBEIC VNLUME PER SOTL LAYER

CALCULATE WATER COUTENT (G/CH##3 ) AND CONCEHTRATION DXYGEN (G/UCM##3,.)

DO &6 T=1,0
WC (D) =AM (I)/TOCON
COCI)=ANG(I)/(TCOH# (PVDL=YC(T)))

6 CONTINTE

¥ CALCULATE NXYGEN CONSUNPTION PER SPHFERE (C/CM#%3SPUFRE/DAY)
DU 7 I=1,H
CROC(II=FRTR(COD+CHN)

CROCVS(II=CPOCCIY# (VOLREY/TOTVOLY /TCOMN
CPOCI=CRUC(I)* (1 ,=FARVOLCTIN

# CALCULATE AIPR EXPDSFD rRFEA PFER GPHEFRF
AEAPI(I)=AFGENC(ATARIT,,WCCIY)

AEARP2(IV=AFGEN(2TARZT,WwC (1))
AEARI(IN=AFCGEN(ATR3T,UC(T))

# CALCULRTE DIFFUSION COREFIICTIET TI0 GPIERE (CH##2/DRY)
DCALCI(I)=DCAPH®AFART (1)

DCALC2(L)=DCSPUSATAR2(T)
DCALCR(T)*WCwP”* VOAE3(T)

# CALCULATE COMSUMPTTON RATE (WXYGEY DER SPHERE
CROSl(T):CROCVU(T)*Vl%(1.-FVhAr1(J))
CROS2(T)=CROCVE(TI#VP® (1, =FVLAI'Z2(T))
CROS3(T)=CRACVS(TI#VI= (1, =FVLAII3(L))

# CALCULATE CRITICAL PADIINS OF SPHERES (CH)
RCRITL(II=SART(H . #0CALCH(I) % (CR(TY=CON)*SNLAO/CRNSTI(T))
RCRIT2(I)=8SART (&, #CALC2(T )*(rﬁ(t)wtr YRSOLO/CRNOS2(T1))

d o o dc Kk e ok st oM o e g ok ko R R
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RCRIT3I(IVI=50RT (&, xDCALC 3D+ COI)=-CCOY*SCLO/CROZI(I))

7 CONTINUE
# CALCULATE EQUIVALFMT pADIUS (REQ)
DO B I=1,M
REQCII=AFGENI(REQT,C(T))
# CALCULATE RADIUS RFELZTIVE TO CRITICAIL RADIUS
RATIOL(I)=RFEQ(TI#V1/RCPITI(T)
RATIOZ2(CII=RPEO(TYI%P2/FCRITZ2(I)
RATIO3(I)=FEQ(T)#D3I/FCPITICI)
8 CONTIMUER
# CALCULATE FRACTIOMNAL AMLERCRIC VOLUEFE PLP SIHEPE CLARXS
DO 9 I=i,n
FVLANT(I)=AFCGRN(VOLANT PATIOL(I))
FVLAN2 (I)=AFGEN (VOLAUT,,RATIO2(1))
FVLANI(I)=AFPGERN(VOLALT,,RATIO3(T))
VOLAN{(I)=FVLAUL(T) %6, %V '
VOLAN2(TII=SFVLAND (1) #6 ,#V?
VOLANS(TI)=FVLANI(TYK12 ,%V3
FANVOL(Y)= (VOLAI1(I)+V7LA”“(Y)+VWLN”3(T))/VWIiFk
9. CONTINUE
PARAM COT=1,3089F =
PARAM FRT=¢ 6667 {-2
PARAM DCSPHn1.27laR =1
PARAM CCO=7,24F=8
PARAM SQLO=2,97967=2
FUNCTION AFRARIT=,015,.9979, ,001,,9929, ,092,.9995, ,142,.9973 00
.195,,9933l,26va98f‘7l-7“"4I.Q$J]5l-“'Ur~qf‘?pa11q20.‘)q913,,4?73'-944c‘v-'-
04351,6926,,1393,.9075,.34438,,23735%, .,4541,,%15%6,5 4634, ,7245,.9712+ ¢
q6341l04730fub€v06; ,47‘4’,.‘wift(»,.1971,,4‘53,,,4958,,3670,,51@5,.1778
FUNCTION AEAR2T=,015,.0999, 4061,,9999,,092,.9994, ,142,.9975.195%5.45
.99261-26,.0853,,3?091.(}7 )61./‘.1“1lo0 "’4104119710(’}(;‘:’!04.7?33'9)2041'..
a4351(n 1QG;.4393r.91.44‘3't.aﬁquln454ll-8041.)0-4(‘!34'.713)’.4712,...
ab02645 e4730,:50818,04790,.5437.4871,.4032,,4958,,3867,,5160,,2296
FUNCTION AFARIT= 015,,2979, 061,.,9997%, 492,.2991,5 142, .9958)60cs
0195, .98965 .26+ 9795, 326029710, 341701, .94239, 4192, 93724 ,42837 400
0917504351, ,8907,.4393,,.605,,4438, 8258, 4454110735, .4634, 637170
9471209)396f¢473\)i .4 17;« .790,,,1)11.‘18'713.37(721.’&958'.?963,951651.1547
FUNCTION RENDT=.015¢s.3183:0006175.508150925 5827701425607 34:.1%%0c00
a 1485, 626, 8238, 3262, 83085, 4101, ,9588,.4192/.9659,.,4283,,9726/¢0
’4351009776’.4393l998051 q4§438IQQ832I04541'QQS93704634'09932’000 i
0871820069950 03730, .9957,,4790, 9962, 4871, ,9969, 44750, ,9975,,5165/,.7982
FUNCTIOK VOTART=0,0 00l arPDarlelrei75:,1.25,,0075,1,5:/61574,16757 005
02375, 2606305752457 6412553 craB5s3e5020010445e0104:57.65,59,16805,5:50c400
,707'6030073,6’5(.74.95]7.:.7(7'(3’7.61.7925(80!9795'8q5yg@(\»'?agglqgleﬁlli).bl-o
0826,10e¢so8335,14,1421,.28309,18,2574,,9072,31.6228,.946,100,+.9999;,.¢
101,,,9999
# WATER FLOW SECTIOHN
B A0 36 45 9 B 36 3 4 30 3 3B U A8 30 30 3 0 3 3 B R 3036 9 30 3 30 3 0 3636 30 36 B 3 40 4 90 30 36 3 B 36 3 50 0 3 b 35 26 26 0 36 0 3 e 3 B3 36 ¥
Bl S W R R AW R R R DT T LT L OMNE A 36 %3363 3 4638 96 3 3630 30 353 3 30 36 36 30 95 46 3 36 36 96 36 3 3 9 36 3 1 3 W I
# GRWTAB=CROURDWATER TAPHL » PEPRESEHTS GPAVITY POTRITIAL
DEPTHT=DEDPT/I TOTAL
THWL=THICKHESS WATER LAYER, PLEPRESEUTS HYDPROSTATIC PRESSURE
SSURF=MATRIC SUCTINN AT SOTL SURFACE Whit WATER TS5 STAMDIHNG OM PROFLI
STSURF=TOTAL SUCTINY AT S0O7L SUPFACL .
MAXINF=MAYTIUN INFILTPATION RATE WATER (CHM/DAY)
KSAT=COUDUCTIVITY AT SATURATION ‘
CHT=CONSIPMPTION WATER TIOTAL(CGRAA H2O0/CR%#2/DEPTRT /DAY
CALCULATE MATEIC SUCTTIOT AID COVDUCTIVITY OF SOIT, (CM/DAY)
DO 10 I=1,N
S(_ )=l (#AFGEN(SUTH,WC (1))

de o o & oo ok & ok
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K(I):AFGEH(KTB,MP(T))
10 CONTINUE
# CALCULATE AVERAGE COnnuCTIVITY (CH/ZBAYY AND SUCTTON TATAL (MBAR)
DO 11 I=2,N '
AVK(I)=(K(I=1)+E (1)) *,5
STCI)=S(I)+(GRYTIP«DEFTH(T))
11 COKNTINUE
# CALCULATF FLOW RATE 0OF WATFR
DO 12 I=2,N
FLW(I)=AVE(I)#(ST(T=1)=5T(CT1))/TCOH
12 CONTI%UF )
# CALCULATF MAXINF AND FAIN (CM/DAY)
STSURF=SSURF+GRWTADR TRV
ST(1)=S(1)+(CGRUTAR=DEPTH(1))
MAXTINF=(K (1) +KSATIH ,S#(STSURF=ST(1)) /(. 5#TCOM)
RAIN=AFGEN (RAINTR, TIME) "
# CALCULATE RESTRICTTON TaFILJRATIH (OF WATER IN SNIL
FLW(1)sFCHSW(THYL, ITHL (CHMAXTIMNE ,RATIN) , AMINL (IAXTYF , RATN ) j e u s
Aﬂ1r1( AXINF,rAIN+TiWL/D£LP))
# CALCULATE FINOW THRMUICT LOWER BOUNDARY
FLWC16)=(K(15)+KSAT)# 58T (15)/ (GRWTAR=DEPTHT)
# CALCULATE CONSUMPTION RATE WATER
DO 13 I=1,4
CRWC(I)=FRT#CWT
CRW(T)Y=CRWC(I)* (1 ,=-FANVOL (1))
CALCULATE HET FLOW PATE NF YWATFR
NFLW(I)=FLW(T)=FLI(I+1)=CRW(T)
{3 CONTINUFR
PARAM GRWTAR=100,,DEPTHT=24,4
PARAM SSURF=0,
PARAM KSAT=16,5
PARAM CWT=,3
FUNCTION SUTR=,015,1000000,,,061,16000as,092,2500,,142,500,.7.195,64
200,55 026210009 03262,71,2916,,4101,34,9418,,4192,31,,.4283,22,9236,.,.
24351,16,9525,.,4393,13, 19“2,.4438,10.'61%41,6 3393, ,4634,4,0322/ 000
,4712{2.895,.4730,2.5/. 700 7708,. 71;1 7762:.4958;1.461q1.J165l-oq
1,0174
FUNCTION KTR2,0158,6011,.17:035,,2085%,,1619,,222+:1955,.2355¢,023920cc¢
«276s 4577, ,3165,,8285,,357,1, 3790;.384,1 Q092,.4112,2,6641 ;54390000
3,95325,4562:5.6427,.5165,16€,
FUNCTION RAINTESO v 0.0 05,40 .l-0511q.l.17519¢p.17ﬁ10.1100.y0.
# OXYGEN FLNOW SECTION MACRO
%*****%%*%%%*%%*ﬁ%**%%%%*%*%#%*%*%*%#ﬁ*%#**%%%%%*%%**%%%#%%%*%*%%%%*%
HRNHEUF R R R R AR W BB REDET TN TTIONS K443 33 3 33 3 36 3 3 #3336 30 36 36 3 336 3 3 36 36 3 36 36 34 36 50 33 303 36 3 3
DEF=EFFECTIVE ?IFFU9T. COFRFFICIMET Ik SNIL SYSTEM
DZERO=DIFFUSION OF OXYGER TM FPEE AJTR, ADPFF=AVERAGE DEF
DEFAC=DIFFUSION EFFICTENCY FACTOR=DEF/DZERO
PFLOSDIFFUSIVE FLOW OF NXYGER
COUT=CONCENTRATION OF OXYGEN 1M FPEE ATR
RzRESTRICTED ,DZW=DIFFUSTION COAEFFICLFMT T1 FREE WATER
MFLO=MASS FLOW OXYGER NDUE TO ATR DISPLACEMENT RY WATER INFILTRATILON
CALCULATION QF DIFFUSION CQEFFICTENT I% S0TL (CH#s2,/DAY)
DO 14 I=1,N )
DEFAC(T)=AFGER(DNIFACT , (PVNL=WC(L)))
DEF(I)=DZERO*#IFAC (L)
14 CONTINUE
# CALCULATE AVFERAGE KIFECTIVE DIFFUSTON CORFFICIENT
DO 15 T=2,1
AREF(ID=(DEF(I)+DPLF(I=1))%,5
DFLOCI)=ADEF(I)#(CO(I=1)=CO(T))/TCOH

4
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15 CONTINUR
# CALCULATE DFLO FOr BOULDARTES
FLU:DFF(l)%(COHT-Fﬂ(1))/(,j*TFﬁH)
RDFLO=DZW (COUT=C0C1) )/ (TONL+HAT(THWI))
DELO( 1) =FCNSW(THYL, F LU, FLO, KDFLLY)
# CALCULATE RET FLOY OF CAYCEMN (NIFFUSTVE+ MASS FLOW)
DO 16 I=1,H
MELO(I)=WUFLW(T)=CI (1)
NFLO(T)=DFLOC(I) =P LI+ 1) =Crn(T)=RFL0{1)
16 CONTTINUE ' ‘
PARAM DZERO={,9526E4
PARAM COUT=2,7487K=4
PARAM DZW=2,2464
FUNCTION DhrACT-.13pb,,0111;.1?01,.mehQ,.lés..0/n1,.1761,.03 re €39, 40
00975, 4201, ,1165,,21123,,1206, ,2157,,122,.2268,,1231,,24%, 1242100
03289, ,1316,,3951,,1442,,4601, 1579, 9131, ,167,.,5631,,1734,.5%9410,0
21764, .6401,,1798

””****ﬁ*****&****%**%%INTFCHALS%a%%%%*****%%%*%%&*%*%%*%%%%%*%&%%%%**%*%*;

*****%**%**ﬁ**%*%%%ypyryfLT{OVE#&%%%%%*%%%%%*%%%*#%***#%*%**%%*%%%%%*%*3
% CUMINF=CUMULATIVE WATED THEILTRATION
# CUMOUT=CUMULATIVE NUTFLOW WATER
¥ CUMCOX=CUMULATIVE OYyCced CONSUMPTION
AMW=INTOGPLCANBI, "FLV,15)
CUOMIMNF=THTGRL(C,, P LY(1))
CUMDUT=INTGRL(DY ., FLA(16))
AMO=TUTGRL(ANDT, NP LO,15)
CUMCOX=INTGRI(D,,NFLO(CL))
THWL=INTGRL(O, yFAIL=FLW (1))
¥ QUTPUT SECTINN )
W A e Y S 36 3 A 6 A SR 3R 336 3 B 36 3 I 3 3 330 S B 5k A S 3 4 gk 36 SF S5 30 K 0 3 A4 3
CASIMPULS (O, ,PEDEL)
IF(A¥REEP T, T 053G T 99
WRITFE (6, T00Y(FAIVOL(T), ,I= 1,18)
100 FORMAT(/IH ,130FANVOL(1=15)=//%K10G,4/8R10,4/)
WRITE (6,101 (HC(I),I=51,158)
101 FOPMAT(/IH ,9RWC(1=15)=//8F10,4/78010,47)
WRITF(6,102)Y(CN(TI3,1=1,15)
102 FORMAT(/1H ,enco(1w15)=//anlo.a/na1o.1/>
WRITE(6,103)(VOLAYIC(T),  I=1,15)
103 FDR*ZT(/l P A3FVOLANL(1=18)=//8010,4/78FR10,4/)
WRITE (6, 1043 (NATICI (D), I=1,15)
104 FORMAT(/ll ;lBNR“TT‘1L1-1J) //RE10.A/8E10.4/7)
WRITE(O6H,105)CCRUW(T), I=1,15)
105 FORMAT(/1H ,10UHCPRY(1=15)=//3F10,4/R8E10,4/)
WEITE(H,1063{CR0(1Y,I=1,15)
106 FORMATI/1H ,10HCRC(1=18)=//8010.4/8FK10.1/)
WRITE(G, 107 UMILGCT) T2, 15)
107 FORPAT(/1H L1 {0PPL0(1=15)=//5512,1/5012,4/5E12,4/)
WRITP(6,108)(E(T),Ti1,15)
108 FORMAT(/1H,8HE(1=15)=//5E12.4/5012,4/5E12,.47)
PRINT THUWL,CUMINF,CHRCOX,CUDOUT
CONNE=COC 1)
FINISI CUONE=2,241F ="
99 CONTIVUR
METHOD PECT
TIMER FINTIMS1.00,PR0F L=, 01, DELT=,0001
END
STOP
ENDJOR









