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S1 DO and OM processes in C-RIVE
S1.1 Dissolved oxygen evolution equations

DO in the water column depends on physical, bacterial, and phytoplanktonic processes:

d0s] _ d[Os) L diod] _ diod] s
dt dt physical dt phytoplanktonic dt bacterial

The physical process depends on reaeration due to dams, wind, navigation, the oxygen holding capacity of water, and the
diffusion of oxygen between the water-sediment interface as follows:

d[OQ] _ Kirca . . Dy _ d[OQ]
dt physical = h ([OQ]SCLt (T) [02]) T([Oﬂwater [02]sed> + At dams (SZ)
where,

h: water depth [m]

[O2]sat (T): the saturated oxygen concentration at temperature T [mgO,L"!]

Dy: the coefficient of diffusion between water and sediment layer [ms™]

K,eq : [ms] the reoxygenation coefficient calculated from the empirical formula of Thibodeaux et al. (1994) as follows:

/Dmea
Krea = Tt + (szndvjz%%l(Dm * 104)2/3 + Knavig) (53)

where,

K inq: reoxygenation coefficient due to wind [ms™]

Vwina: wind speed [ms]

Vwat: river flow velocity [ms™]

K pavig: Teoxygenation coefficient due to navigation [ms™'] (Vilmin, 2014)

D,,,: molecular diffusivity of DO [m?s™']

The phytoplanktonic process depends on phytoplankton respiration (1o, ,p) and photosynthesis (Pp, ,p) as follows:

d[Os]

dt phytoplanktonic

= POz,pp - ROz,pp (S4)

And the bacterial process that is the main source of oxygen consumption depends on the heterotrophic bacterial kinetics
and the availability of substrate matter (S, considered to be the rapidly biodegradable dissolved organic matter, DOMj, in this
model) as follows:

d[Os]

dt  bacterial

= —7up(1—Yup) uptake (S5)

2
—(T—Topt, HB)

(5]

2
Hmaz,HBE HB 7[HB]
uptake = I+ K (S6)
Yus
where,

[H B]: the concentration of heterotrophic bacteria (hereafter, called bacteria) [mgCL~1]
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Tag: 1.0 [molO2/molC] for full oxidation of OM in the respiration process

Y5 B: the growth yield of heterotrophic bacteria [-]

uptake: the uptake of substrate (here S = DOM,) for bacteria growth [mgCL~'h™!]
Topt, r B: optimum temperature for the growth of bacteria [°C']

Wmaz,q 5: the maximum growth rate of bacteria at T,,,; g [/h]

oy p: standard deviation of bacteria temperature function [°C]

K s: Monod half-saturation constant for bacterial growth (uptake constant) [mgCL~1]

S1.2 Organic matter degradation equations

The degradation of OM happens through the uptake of small monomeric organic substrates (S, here S = DOM;) by het-
erotrophic bacteria on the basis of the HSB model (Billen et al., 1988; Servais, 1989; Billen, 1991) and presented by Eq.
(S7) and (S9). These substrates are either the direct input (Ps) of DOM; from OM sources or produced from the exoenzy-
matic hydrolysis of the macromolecular fractions of both dissolved (DO Ms) and particulate (PO M7, PO M>) organic matter
(Billen, 1991) or they originate from the phytoplankton excretion, which produces more easily utilizable OM (DOM;) and
microorganism lysis products that are macromolecular matter (Larsson and Hagstrom, 1979; Garnier and Benest, 1990; Billen,
1991).

d[S = DOM;]
dt

where,
Ps, Pg, Pr: represent DOM; from the direct input of OM sources, phytoplankton excretion, and microorganism lysis, re-
spectively [mgC L~ h~1]

= hydpowm, +hydpoum, , — uptakeyp + Ps + Pp + Pr, (S7)

hydpor,: hydrolysis of DO M, into DO M based on the exoenzymatic hydrolysis equation of Michaelis-Menten [mgC L~ h 1]

hydponr, ,: hydrolysis of POM; and PO M, into DOM; and DO Mo, respectively, by first-order kinetics [mgCL~*h™1]

[DOM,)]
- HB
hydDOMg khyd,maw [DOMQ] T KDOJW2 ] (SS)
DOM
uptakerp = Hmaz,HB M{ [HB} (S9)
where,

uptake g g: uptake or consumption of DO M, by heterotrophic bacteria [mgC L~'h 1]
khyd,mas: coefficient for hydrolysis of DOMy; into DOM; [/h]
K poo: constant of semi-saturation for the hydrolysis of DOMs [mgCL™!]

S1.3 Parameterization of organic matter partitioning and degradation

In order to account for the uncertainties related to the parameterization of OM degradation kinetics and its partitioning into
different constituent fractions, the following two sets of parameters are introduced:

S1.3.1 OM degradation parameters

The parameters related to OM degradation are K, (represents uptake of DO M, by bacteria), K poarz and kpyq,maa (represent
hydrolysis of DOM, to DOM;), which have been defined in section S1.2 and that already exist in C-RIVE. Hydrolysis
parameters of POM are not considered in this study because the rate of hydrolysis of POM , is slower than that of DOM,
by an order of magnitude of 100 to 1000 (Billen et al., 1994).
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S1.3.2 OM partitioning parameters

The following five parameters are introduced to represent the partitioning of OM:

. DOM
TOC
y, _ BDOM
DOM
_ DOM,
1= BDOM
y, - BPOM
POM
POM,
2= BPOM
where,

TOC: total organic matter or carbon (= DOM + POM) [mgCL™1]
BDOM: biodegradable DOM (= DOM; + DOM>) [mgCL~1]
BPOM: biodegradable POM (= POM; + POMy) [mgCL™1]

t: ratio between dissolved and total organic matter [-]

bli
S1.
bg:
S9:

ratio between biodegradable DOM and DOM [-]

ratio between rapidly biodegradable DOM and biodegradable DOM [-]
ratio between biodegradable POM and POM [-]

ratio between rapidly biodegradable POM and biodegradable POM [-]

DOM, 2,3 and POM; 5 3 were state variables in the former version of C-RIVE. They used to be forced information provided

by user. They are now defined by the proposed partitioning model which has the above-mentioned five parameters.

S2 SA methodology steps

1. Input parameter identification: Initially, a set of D input parameters (Table 4) are identified with their corresponding
ranges of variation (Table 1).

2. Parameter sampling and model input creation: Saltelli’s extension of the Sobol sequence (Saltelli, 2002) implemented
in PYTHON SALIB package (Herman and Usher, 2017) is employed to create different combinations of the input
parameters, which are designed to produce optimized simulations and efficient analysis results. Considering a sample
size of 10,000 (N) (needed for stable results based on Nossent et al. (2011)), a matrix with a size of N(2D+2) x D is
created for each SA analysis where every row represents one set of input parameters for the model.

3. Model simulation: In this step, the model inputs are launched into C-RIVE for the simulation period considered with a
1-min time step. As an output, a DO time series matrix with a size of N (2D + 2) x M, where M is the number of output
time steps based on a 15 min output time step !, is created corresponding to each input matrix created in the previous
step. Figure S1 demonstrates the ensemble of 260,000 [=N(2D+2)] DO simulations of TOC = 5 mgCL! in the second
SA analysis (TOC = 5 mgCL! is used in this study to represent the TOC range of 1-10 mgCL"! and to show the results
in case they are similar across all TOC concentrations).

'M = 45- or 5-day simulation period x 24 hrs x 3600 min / (1-min simulation time step x 15-min output time step) = 4230 or 480 depending on the

simulation period, respectively
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Figure S1. Ensemble of the 260,000 DO simulations for TOC = 5 mgCL"! in the second SA analysis

4. Dimensionality reduction: The empirical orthogonal function (EOF) method is an adaptation of principal component
105 analysis (PCA) to study a phenomenon that changes with a continuous variable, such as time, and is applied to transform
the output data from one coordinate system into another by introducing new uncorrelated (orthogonal) variables (princi-
pal components) (Jolliffe and Cadima, 2016). EOF is adopted to transform the model output, which is a DO times series
matrix composed of M columns into a smaller matrix where each simulation can be represented by a linear combination
of EOFs. The coefficients of this linear combination are indeed orthogonal projections that maximize the variance while
110 transforming the data from a higher-dimensional space into a lower one. The way EOF decreases dimensionality is such
that it ranks the components based on the maximized variance. In other words, most of the information is kept in the first
few components, thereby making it possible to reduce the number of dimensions without losing a considerable amount
of information (Wold et al., 1987). In this study, the first k¥ EOF elements that constitute at least 99% of the total model
variance are considered to represent each single simulation of the DO time series as shown for TOC = 5 mgCL"! in the
115 second SA (Fig. S2a), where four (k) significant EOFs are found such that the first EOF (FO F}) represents almost 55%
of the total variance. Figure S2b illustrates the evolution of the eigenvalues of the four (k) EOFs with time, which are
consequently used to represent each simulation in terms of the k& new coordinates . Thereby, an N (2D +2) x M matrix is
converted into a new matrix of N (2D +2) x k, which will be subjected to the Sobol SA method. The R prcomp function
is used to conduct the EOF analysis.

120 5. Sobol sensitivity analysis: The Sobol SA method (Sobol, 1993; Saltelli et al., 2010) is applied in this study to evaluate
the sensitivity of the model output against the input parameters. It is a variance-based method that classifies the parame-
ters based on their contribution to and/or influence on the total variance of the model output (Brookes et al., 2015). It is
a convenient method to be used for SA of complex models that involve interactions between parameters. In this method,
the model output (Y) is expressed as a function of D parameters:

such that the model output could be decomposed by elementary functions:

D D—-1 D
FX)=fo+ > F(X)+ > > fi(Xi, X)) + ot f.p(X1,... XD) (S11)
=1

i=1 j=i+1
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Figure S2. a) Cumulative sum of EOF variances and b) time evolution of four (k) significant EOFs for TOC = 5 mgCL™" in second SA

Here fj is the expectation of the model output and each one of the elementary functions have a zero mean and can be

computed by integration:

fo= / F(X)dx
[

0,117

filXi)=—fo+ / F(X)dx~i
[0,1]D71

Fir (X0 X)) = —fo— f(X0) = f3(X,) + / FX)dx i
[071]D—2

On the other hand, the total unconditional model variance could be defined as:

V(Y)= / P(X)dx — 2
[0,1]P

Thereby, the total unconditional variance of the model can be expressed as:

D D—-1 D
V) =Y ViX)+ Y > Vi(Xi. X)) + o+ Vi, (X, XD)
=1 1=1 j=1+41

(S12)

(S13)

(S14)

(S15)

(S16)

where, V; is the partial variance of the i, parameter and V;; is the interaction effect of the iy, and j;;, parameters. The

partial variance is calculated as:

1 1
Vi :/.../ffl ,,,,, o (X X3, )d Xy d X,
0 0

(S17)
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where s =1,...,D and f; is an elementary function. Therefore, the first-order Sobol SA indices can be computed as
follows:

Si=— (S18)

S; is also called as the "main effect” because it represents the contribution of a single input parameter ¢ on the total
variance. The total sensitivity index (St;), also called "global effect,”" is another index that represents the sum of the
first-order index (.5;) and the effect of the interaction between the parameters and is calculated as follows:

Sri=Si+Y Sij+ - (S19)
i
here, S;; = ‘(’/ is called the "second-order index" and measures the interaction between a pair of parameters X; and X;.

Therefore, the sum of second-order interactions of any parameter X 4 with other parameters (X, ..., Xp) is considered
to represent the second-order index of each parameter (S) as follows:

Soa=Y_Sa (S20)
j

Since the output of previous step is a matrix of k vectors corresponding to the k EOFs, the Sobol indices of parameters
are initially calculated k times for each EOF and then added while being weighted by the variance of the corresponding
EOF.
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