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ABSTRACT

We propose an adaptive node feature selection approach for graph neural net-
works (GNNs) that identifies and removes unnecessary features during training.
The ability to measure how features contribute to model output is key for inter-
preting decisions, reducing dimensionality, and even improving performance by
eliminating unhelpful variables. However, graph-structured data introduces com-
plex dependencies that may not be amenable to classical feature importance met-
rics. Inspired by this challenge, we present a model- and task-agnostic method that
determines relevant features during training based on changes in validation perfor-
mance upon permuting feature values. We theoretically motivate our intervention-
based approach by characterizing how GNN performance depends on the rela-
tionships between node data and graph structure. Not only do we return feature
importance scores once training concludes, we also track how relevance evolves
as features are successively dropped. We can therefore monitor if features are
eliminated effectively and also evaluate other metrics with this technique. Our
empirical results verify the flexibility of our approach to different graph architec-
tures as well as its adaptability to more challenging graph learning settings.

1 INTRODUCTION

Graphs provide powerful yet well-understood representations of complex data (Bronstein et al.,
2017). Their rich modeling capabilities motivated the development of graph neural networks
(GNNs) to exploit connectivity for predictive tasks (Wu et al., 2021). However, insufficient un-
derstanding of model decisions renders them untrustworthy for critical applications and potentially
inefficient or suboptimal (Dong et al., [2022} |Yuan et al., 2023; Wang & Ding} [2025} |Chien et al.,
2024). Deciphering how deep learning models extract information from data is challenging, partic-
ularly when data is equipped with complex interdependencies (Zhu et al., [2024). While some tools
such as decision trees inherently provide model explanations, the most expressive tools are not di-
rectly interpretable and require explanation via heuristic-based metrics (Mandler & Weigand, 2024)).
As a prominent example, measuring feature importance is a fundamental technique for understand-
ing how a model forms decisions (Wang et al.,2024). In particular, we are interested in determining
how node features contribute to GNN outputs (Shao et al.| [2024)).

Beyond interpretability, identifying relevant attributes allows us to build models that are both eco-
nomical and potent by eliminating unnecessary features (Li et al.l 2018). Moreover, simplifying
models can improve our understanding of complex real-world systems by reducing them to their
most parsimonious representations (Georg et al.,[2023). However, classical feature importance met-
rics do not account for an underlying graph structure and therefore may not be suitable for reducing
nodal attributes (Chereda et al.| 2024; Mahmoud et al., 2023)). Additionally, past graph-based fea-
ture selection methods often involve assumptions about how graph structure contributes to learning,
rendering these techniques problem-specific (Maurya et al., 2022} [2023} [Zheng et al.| 2025). To
remove dependence on prior information, we may instead compute changes in model performance
upon perturbing features to assess their contributions (Datta et al., 2016} [Fisher et al.| [2019). As
these measurements require a trained model, feature selection using perturbation-based scores may
require training multiple models, which can be costly for large-scale data or complicated architec-
tures (Alkhoury et al., [2025). While some works train submodules to learn masks for identifying
important features, these approaches can require learning additional parameters, undermining the
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Figure 1: Example graphs for which graph structure can alter how node features affect node classi-
fication. Class labels are denoted by “0” or “1”. Node features are represented by color, where red
and blue indicate features from different distributions, and brightness indicates different magnitudes.
(a) Edges directly imply similarity of node labels and features. (b) While most connected nodes be-
long to the same class, edges also tend to indicate distribution shifts in node features. (c) Both node
labels and features are homophilic, but the high variance of node feature distributions may render
classification more challenging.

goal of reducing dimensionality (Maurya et al.l 2022} |Acharya & Zhang} 2020; [Lin et al., 2020;
Zheng et al.|[2020). A more in-depth overview of related works is shared in Appendix [A]

Instead, we propose an adaptive node feature selection algorithm that measures permutation-based
feature importance during training using GNN predictions. More specifically, we periodically per-
mute the values of each node feature and measure changes in GNN performance on a validation
dataset. Our scores are thus inherently tied to the predictive task, adapting to model learning and
therefore allowing flexibility to GNN architecture, requiring no assumptions on graph data. More-
over, unlike graph-based feature selection works that use black-box models to learn importance val-
ues during training, we employ well-established permutation tests to quantify feature influence (Alt-
mann et al.,[2010;|Yang et al.,2009; Breimanl 2001} Datta et al., [2016)), allowing us to theoretically
show how permutations reflect node feature influence. Our contributions are summarized below.

* We first characterize the effects of graph structure and node features on GNN performance, both
theoretically and empirically. For the former, we show how connections influence the effect of
node features on graph convolutional network (GCN) outputs. For the latter, we compare GNN
accuracy under various perturbations to distinguish model dependence on graphs versus features.

* We propose an adaptive node feature selection approach that dynamically identifies which fea-
tures are relevant to GNN performance via permutation-based importance scores. Because we
measure these scores as training progresses, we can monitor how feature contributions change
as the model evolves and variables are eliminated. We thus visualize importance scores during
training to track model quality and verify that we indeed eliminate unhelpful attributes.

* We demonstrate that our algorithm rivals the performance of a GNN using all available node fea-
tures in comparison with other node feature selection methods for multiple benchmark datasets.
Furthermore, we show that our approach is flexible to model architecture and for various settings,
such as homophilic or heterophilic node labels.

1.1 NOTATION

For any positive integer N € N, we define the notation [N] := {1,2,..., N}. For the vector
x € RY, we index entries via z; for any i € [N], whereas for a matrix X € R¥*M  we index
entries by X;;, rows by X ., and columns by X. ;. We let boldfaced numbers O and 1 represent
vectors or matrices of all zeros and ones, respectively. Furthermore, we have I as the identity matrix
and e; = I.; as the ¢-th standard basis vector. For 0, 1, I, and e;, we specify dimensions when it
is unclear from context. The operator diag(x) € RY*" evaluated on a vector x € R returns a
diagonal matrix with entries of x along the diagonal, while diag(X) € R for a square X € RV*V
returns a vector of the diagonal entries of X. We also let vec(X) € RYM return the concatenation
of columns in the matrix X € R¥*M_ Moreover, let I(-) denote the indicator function, where
I(A) = 1 when its argument A is true and I(.A) = 0 otherwise.
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2 FEATURE IMPORTANCE FOR NODE CLASSIFICATION

We are interested in a semi-supervised node classification setup, where we have a graph G = (V, £)
consisting of a set of N nodes V and a set of edges £ C V x V connecting pairs of nodes in V.
To use a graph in model training, we consider the adjacency matrix A € Rf *N where Aij #0
if and only if the edge (7,j) € & connects nodes ¢ and j, and A;; > 0 denotes weight of the
edge (i,7). We can account for nodes with differing degrees d := A1 by employing normalized
adjacency matrices such as A := D~/2(A + I)D~'/2 for D := diag(d + 1) or a random-walk
adjacency matrix A, := D7!(A + I) (Kipf & Welling, 2017). In addition to graph connections,
each node is equipped with M real-valued features, which we collect in the data matrix X € RV*M
Furthermore, nodes are assigned labels y = [y, \.i. ¥{p Yiest) | € [C]Y, of which we only observe
a subset [y, ¥ioy] € [C]Nrain TNl for Nypain, Nval < N. We also let Y € {0,1}V*¢ denote
the one-hot matrix indicating the class of each node, along with P := diag(p) forp := Y "1 € N¢,
which contains the number of nodes in each class. We aim to predict the unknown labels yiest by
learning the parameters of a GNN f(-;-, @) : RV*M s RVXH that yields embeddings Z :=
f(X; A, ©) such that we may predict labels ¥ = g(Z) with some classifier g : RV*H — [O]V.

Of particular relevance to us is how to identify which node features in X are important for predicting
labels y while accounting for the graph structure A (Maurya et al. 2023}, |Chen et al.,[2020). Some
works apply traditional, graph-agnostic metrics to determine important features for a pre-trained
GNN (Wang & Ding, 2025; |[Basaad et al., 2024; |Chereda et al., [2024). However, the presence
of edges used by the GNN can significantly alter which node features are relevant. For example,
GCNs assume that edges directly indicate nodes that likely belong to the same class. Figure
illustrates how this assumption can alter how informative node features are. As GCNs are best
suited to homophilic node features and labels as in Figure [T, it is common to assess feature quality
through its smoothness, that is, how similar feature values are between connected nodes (Zhu et al.,
2024). However, even with homophilic node labels, a GCN applied to the graph in Figure[Ip may
not yield sufficiently separable node embeddings . Furthermore, if labels are
homophilic and node features in different classes follow distinctly different distributions yet exhibit
high variance, exemplified in Figure [Tk, a graph-agnostic classifier may distinguish classes more
easily than a GCN. Motivated by this consideration, we theoretically characterize how A and X
influence GCN performance, which we then empirically verify on real-world graph data.

Recall that our goal is for our embeddings Z = f(X; A, ®) to be distinguishable across classes.
A reasonable requirement for this task is that node embeddings exhibit sufficient separation across
classes (Tenorio et al., 20255 Nt et al.,|2021). However, we encounter at least two potential sources
of error: noise in features X and in edges A.. For the former, we consider the idealized node features
to be X* := YP~1Y TX, that is, the matrix closest to X whose rows are identical for nodes in the
same class, or equivalently,

X* = ar%gnn IX* = X7 st X7, =X} Vije[N] st y =y (1)

By (), we obtain a notion of feature informativeness: Even if the rows of X* are equivalent within
classes, they may be very similar or even identical across classes, rendering classification effectively
infeasible (Nt et al., 2021). Thus, we consider the features X to be informative enough if X*
contains distinct rows for different classes, indicating a sufficient shift in feature distributions across
classes (Tenorio et al.l 2025)).

For the latter, it is well established that cross-class edges, that is, those connecting nodes of different
classes, mar GCN performance (Zhu et al., [2020). Hence, we define the idealized graph A* as
having no cross-class edges, where

« _ Ay =y o

A= { 0 otherwise[ "hJ€ [N]. 2)
We then let A := A — A* collect all edges between nodes of different classes. We next characterize
the performance of a GCN with respect to features X, edges A, and labels y by comparing our
embeddings Z to the idealized ones Z* := f(X*; A*, ©).



Under review as a conference paper at ICLR 2026

Table 1: Node classification accuracy for multiple datasets under various perturbations. The top
performing method is boldfaced, and the secondmost underlined.

Setting | Cora CiteSeer PubMed |  Photo Computers | Cornell Texas Wisconsin
GNN(X; A, ©) |85.83+046 74.38+ 1.09 88.85+042]94.04 069 90.58 079 |74.59 £7.76 82.70 + 405 82.80 & 325
MLP(X; ®) 7421 £ 140 70.02 £ 1.39 88.65 + 0.41 | 88.73 +0.73 81.63 +0.75 | 78.92 £ 551 82.70 £+ 2.16 83.60 * 6.62

GNN(X; A,©) |7653 +1.12 6334 £ 144 4742 +325|66.76 - 858 51.09 + 8.84 | 43.78 +8.95 52.97 £ 6.07 46.80 + 6.76
GNN(W; A, ©) | 82.92 + 1.54 67.37 £ 1.61 76.23 £0.53 | 89.92 +0.58 85.49 & 044 | 49.19 £ 791 55.68 +2.76 47.20 & 7.00
GNN(X;A,©®) |3697 £ 1.80 35.13 £ 241 67.07 +0.80 | 30.52 £ 5.77 37.64 045 | 67.57 + 7.83 70.27 +7.05 78.40 £ 6.37

Theorem 1 Let f : RV*M — RNXH pe g two-layer GCN
(X;A,0) = 0 (Ao (AnX0W) 0F) )

for a T-Lipschitz nonlinearity o and learnable weights © = (@ ©®)) such that |0, < w
for £ =1,2. Then, with Z* = f(X*; A*,0) for X* in (1), A* in (2), and A = A — A*, we have
C N N

Y:L‘CY'C Az
A+ VN)A[FIXr+> D> : —j"Xz',:—Xj;Hz}

|Z* — Z||p < 7%W?

P d; +1

e=1i=1 j=1

“4)
The proof of Theorem|I|can be found in Appendix [B] Thus, our GCN error bound depends on cross-
class edges in A via the first term in (@) and the alignment of labels y, edges in A, and similarity
of features in X. First, we discuss when the presence of A necessitates stricter conditions on X for
satisfactory GCN performance according to Theorem[I] While the result in (4) does not necessitate
unweighted edges, the following discussion assumes A € {0,1}V*¥ for ease of interpretation.
Unsurprisingly, GCNs require features X to be highly indicative of y if A is sparse or noisy. More
specifically, for any node pair ¢ and j in the same class ¢ that are not connected (i,j) ¢ &, we
rely on similarity between node features | X;. — X;.||2 to reduce the second term in @). Thus,
graph-agnostic feature importance metrics may be suitable for sparse A. However, if X is separable
across classes, that is, || X; . — X, .||2 is higher when Y;.Y}. = 0, we incur greater error from cross-
class connections A;; = 1. In this setting, if we disregard A when selecting features, we may
retain attributes that are highly separable with respect to classes, causing larger ||X; . — X; .|| when
Y;.Y;c = 0 and unknowingly introducing error due to cross-class edges in A.

Conversely, the presence of A can also mitigate error due to noisy features X. In particular, if y is
sufficiently homophilic with respect to A, that is, if Y;.Y;. = A;; holds for sufficiently many node
pairs, then we can still achieve a low error via @), even if y and X are unrelated. Moreover, the
bound in (@) can be reduced when the variance in X is sufficiently dominated by class sizes p and
node degrees d, reflecting the intuitive fact that nodes with high degree d; belonging to a class of
large size p,. are easier to predict (Liu et al.| 2023 Kang et al., 2022)). Thus, Theoremﬂ] shows that
measuring feature importance based solely on dependencies between y and X may not be sufficient
for GNN feature selection . A

We next empirically verify the intuition from Theorem[I|by comparing GNN node classification ac-
curacy on real-world benchmark datasets under various perturbations intended to remove dependen-
cies among X, A, and y. All simulation details can be found in Appendix D] which includes dataset
details. To assess the joint influence of a graph and its features, we consider (i) GNN(X; A, ®) using
an Erdos-Renyi (ER) graph with the same number of edges as A, (ii) MLP(X; @), a multilayer per-
ceptron (MLP) that considers no graph, (iii) GNN(W; A, ®) using Gaussian noise W ~ A(0, I)
as node features, and (iv) GNN(X; A, ®), where X contains randomly permuted rows of X. We
train GCNss for Cora, Citeseer, and PubMed (Sen et al.,|2008;|Namata et al.| 2012) and graph isomor-
phism networks (GINs) (Xu et al., 2019) for Photo and Computers (McAuley et al., [2015} |Shchur,
et al.l 2018)), while for Cornell, Texas, and Wisconsin graphs with heterophilic labels (Pei et al.,
2020), we consider topology adaptive GCNs (TAGCNs), which can aggregate features of nodes in
multi-hop neighborhoods (Du et al., 2017).

Table [T]demonstrates both the importance of node features in these datasets along with their depen-
dence on the associated graph. For the first five datasets, the respectable performance of MLP(X; ©)
and GNN(W; A, ©) demonstrates that both features X and graph structure A are semantically
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relevant. We also observe particularly low accuracy for GNN(X; A, ), reflecting the error due to
cross-class edges in (@), which is caused by the arbitrary connections in A despite the informative-
ness of X. Furthermore, if X experiences significant shifts across classes, then applying permuted
features via GNN(X; A, ©) is expected to perform worse than GNN(W; A, ©) for sparse A since
summands in the second term of @) may have large || X;. — X; |2 for Y;.Y;. = 1. Indeed, we
find GNN(W; A, ©) outperforms GNN(X; A, ©) for all datasets in Table We also corrobo-
rate known challenges of graph convolutions for data with heterophilic y, as MLP(X; ©) rivals
and can even outperform GNN(X; A; ®) for Cornell, Texas, and Wisconsin. For these datasets,
GNN(X; A, @) is significantly superior to GNN(X; A, @) and GNN(W; A, ©), which reflects
the difficulty of convolving node features that are both irrelevant to labels y and heterophilic on A,
as even random connections in A yield significantly higher accuracy.

3 PERMUTATION TESTS FOR NODE FEATURE IMPORTANCE

Inspired by Theoremm and Table[l} we propose node feature permutation testing (NPT) to measure
feature importance via permutation-based scores (Altmann et al., [2010; [Khan et al., 2025; |Yang
et al.,[2009). In particular, let IT be the set of permutations of [N]. Then, if X (m) denotes X with
values of feature m reordered according to some random 7 € II, we measure feature importance
through permutation tests

Sy, X, X)) 1= Acc(y, f(X; A, ©)) — Ace(y, f(X™; A, ©)), )
where Acc(y, Z) measures the accuracy of embeddings y = g(Z) for classifier g. With some abuse
of notation, we let 0., (Ytrain, X, X(m)) denote the accuracy for the subset of nodes corresponding
to observed training nodes, with analogous definitions for other subsets of nodes. Permutation tests
are a classical approach to isolate the effects of a feature (Breiman, 2001} Toth,|2020; /Altmann et al.,
2010), and we next show that it can be particularly informative in the presence of A. To this end, we

validate that permuting columns of X indeed decouples node features from y and A, which verifies
that §,,, reflects feature influence for GCN predictions, supporting the results in Table

Theorem 2 Consider X € RN*M gych that 5(1 = Xy, for all i € [N] and some per-

mutation w € 11 chosen uniformly at random. For the same GCN defined in (), let A
F(X:A*,0) for X == YPYY'X, A* in @), and A = A — A*. Furthermore, if

—t2/4

@ 1= MaXme[pr] MaXy re[N] (Xkm — Xom)?, then with probability at least e , we have that

12"~ 2l < 71+ VR)AIR|XIlp + yvee(YPTYT =D A) ],

2 1

where 7y = <||X||% - N||xT1||§) +atMVN. (6)
We prove Theorem [2]in Appendix [C] The bound in (6) reveals how comparing accuracy with and
without permuting node features reveals the influence of X. Because the heterophily of y encoded
in |[vec(YP~'YT — D~'A)]|; can no longer be mitigated by node feature similarities as in the
original bound (@), permuting features will likely worsen GCN performance if X is informative.
However, a highly homophilic y can reduce the error bound in (6)), implying less informative features
X, where a small bound in @ relative to that of @]) implies low values of §,,. Similarly, we
also observe that features with low variance will reduce ~ and therefore the error bound (@), as
expected since features that exhibit smaller differences are likely to be less informative. Thus,
Theorem [2] supports comparing GNN performance before and after permuting feature values to
determine feature importance.

3.1 ADAPTIVE NODE FEATURE SELECTION

Given the value of permutation tests for node feature importance, we propose an adaptive feature
selection method in Algorithm [T]to identify and remove unnecessary features during training. The

matrix X in Algorithm [l|denotes the pruned feature matrix with masked columns corresponding to
b € {0, 1}M, representing selected features. After the model f has been trained for 73,,,, epochs,

we periodically compute the empirical average by of the NPT importance score 0., (Yval, X, X(m))
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Algorithm 1: Adaptive node feature selection via NPT.

Input: Step size A > 0, Toum, T €N, K €N, re€(0,1)
1 Initialize X = X, feature mask b € {0, 1}, counter t = 1.
2 while Stopping criteria not met do

3 Gradient update: @ < © — AV L(Yirain, f(X; A, ©)).

4 Update ¢t <— ¢ + 1.

5 if t > max(T, Tyurn ) then

6 Reset ¢ < 1.

7 forme {£|b, =1, £ € [M]}do

8 Initialize average score bm = 0.

9 for k € [K] do

10 Sample random permutation 7 ~ II.

1 Permute X;’m for )~(<m> such that Xf:::) = )A(,r(i%m and Xff) = Xig
12 Vi € [N],£ € [M]\{m}.

13 Update 8., ¢ O + 20 (Yval, X, X(m)) via (3).
14 end

15 end

16 Compute r-quantile 5 from {8, | b = 1,m € [M]}.
17 forme {¢|b,=1, £ € [M]} do

18 if §,, < 0" then

19 | Prune unimportant feature by, <— 0.

20 end

21 end
2 end
23 end

Output: Model f(-; A; ®), pruned features X, mask b, scores &

for every feature m € [M] over K random permutations v € II (lines 7-15). We then keep the
top 7-th percentile of features based on § by setting b,,, = 0 for the remaining ones. We then
continue training to update model parameters given the new subset of features. Algorithm [I] thus
yields a single process to both train a GNN f and successively prune unnecessary features.

In addition, advantages of Algorithm |l| include flexibility to graph data, architecture choice, and
more. More specifically, since the metric é,, is defined by changes in performance, we may re-
place accuracy Acc in (3)) with any quality to which features ought to contribute, such as promoting
fairness (Little et al., |2024; Navarro et al., 2024ab). Thus, the model f adapts to the learning task
by the definition of 4,,, without requiring prior assumptions on the graph, nor are we restricted to
particular architectures (Maurya et al., 2022} 2023). Algorithm E] is therefore amenable to various
scenarios, including heteophilic labels y or features X. Finally, while we espouse permutation tests
due to our results in Theorems [I] and 2] line 14 may be computed using any feature importance
score, as another may be particularly suited to the task given prior knowledge. However, many prior
graph-based metrics do not account for model behavior (Mahmoud et al., 2023; [Zheng et al.,|[2025)),
whereas §,,, explicitly aims to promote the accuracy of f, rendering it an appropriate general choice.

4 NUMERICAL EXPERIMENTS

We next evaluate our importance scores and algorithm based on node feature permutation tests. We
consider the same datasets and architectures as in Table [T} with minimal details explained below.
Dataset statistics, along with other dataset details, are included in Appendix @}

Datasets.

« Citation networks: Cora, Citeseer, and PubMed consist of papers as nodes, which are connected
based on citations (Sen et al., 2008} Namata et al., 2012). The goal is to predict paper topic y
from bag-of-words paper representations X.
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Table 2: Node classification accuracy for multiple datasets with feature selection. The top perform-
ing method is boldfaced, and the secondmost underlined.

Method | Cora CiteSeer PubMed |  Photo Computers |  Cornell Texas Wisconsin

All features | 85.83 £046 7438 £1.09 88.85+042 | 94.04 £069 9058 +079 | 7459 £ 776 8270 £4.05 82.80 + 325
NPT 7919 £245 6935+ 149 87.11 +0.75 | 93.59 £0.79 90.09 + 051 | 69.73 £ 6.26 72.97 £ 921 73.20 £ 6.88
NPT-mask | 76.05 4+ 1.08 68.12 + 169 86.11 + 0.82 | 93.48 +0.59 89.94 & 022 | 63.24 + 439 64.86 +5.13 7240 £ 731
TFI 7273 £547 6577 £2.04 83.804+0.92 | 93.02 £ 0.68 90.09 +0.23 | 61.62 £7.13 61.08 £ 439 52.40 4 3.44
MI 66.83 £3.68 63.79 + 1.02 85.96 4+ 1.00 | 93.56 £ 0.61 90.33 + 032 | 63.78 +5.82 65.41 +7.33 69.60 4 5.99
Rattr 39.96 £1.00 22.59 + 1.01 78.85 4021 | 93.53 £ 046 90.09 + 046 | 55.14 501 5838 £5.01 45.60 £ 6.62
ABuc 3277 £1.66 22.62+ 1.03 7437 £0.60 | 93.59 £ 0.50 89.19 & 051 | 52.43 £4.05 57.30 £3.15 44.00 4= 7.48
hge 31.44 £ 135 22474101 7052+£055|93.41 046 89.24 £0.25 | 52.43 £4.05 57.30 =3.15 44.00 £ 748
Rnd. 39.76 £ 122 3439 +4.07 70.71 +1.08 | 91.99 £ 049 88.27 +0.26 | 56.65 £ 4.69 58.49 £ 323 57.04 4 4.49

¢ Co-purchase graphs: Photo and Computers represent Amazon goods as nodes that are con-
nected if frequently purchased together, with y as product category and X as word embeddings
of product reviews (McAuley et al., 2015} [Shchur et al., 2018)).

* Webpage graphs: Cornell, Texas, and Wisconsin connect linked webpages of individuals in
computer science departments across various universities (Pei et al., [2020). Labels y represent
the role of individuals to be predicted from webpage word embeddings X.

Architectures. Cora, Citeseer, and PubMed are trained with GCNs (Kipf & Welling,2017)), whereas
we use TAGCNs for Cornell, Texas, and Wisconsin (Du et al.,|2017). As for Photo and Computers,
frequently co-purchased items likely indicate similar product categories, thus y is homophilic on
A. However, while reviews contain valuable keywords for prediction, positive and negative reviews
may contain different words despite products belonging in the same category. Thus, since features X
may exhibit both homophily and heterophily, we employ a GIN model, which can extract complex
interactions of informative features (Xu et al., [2019).

Metrics. We compare our NPT scores to various alternative metrics for node feature importance.
The full list can be found in Appendix

4.1 NODE FEATURE SELECTION COMPARISON

To validate our importance metric d,, in (3), we train a GNN with the full set of features per dataset
in Table [2} which we compare to GNNSs trained with a subset of features selected based on NPT
and other feature selection baselines described in Appendix[D.3] For each method, we select the top
r% of features ranked by the importance metric and retrain the GNN using only these features,

. We observe that for all datasets,
NPT achieves among the highest or the highest accuracy compared to other importance scores.

For the graphs with homophilic y (Cora, Citeseer, and PubMed), while both NPT and its masking
variant NPT-mask outperform the rest, NPT is consistently superior. This aligns with our expec-
tations from Theorems [T] and [2] that GCNs exhibit low error for features that are separable across
classes, but permuting them will likely increase error more when permuted for graphs with ho-
mophilic labels. Indeed, Table [I| validates the informativeness of X for these three datasets, while
Table [2] shows that permuting features is more effective at identifying relevant features for GCNs.

We similarly find that NPT performs best for the graphs Cornell, Texas, and Wisconsin with het-
erophilic labels, but we also witness worse performance for NPT-mask. Again, this follows our
intuition from (@), which shows that for GCNs, reducing the variance for heterophilic features may
actually decrease error, so masking features that are relevant to y by setting them to zero may un-
derestimate their importance for settings of heterophily. On the contrary, the graph-agnostic MI
performs well for Cornell, Texas, and Wisconsin in comparison with other metrics.

Finally, for Photo and Computers, we observe less differences in performance across all feature
selection methods, even relative to Rnd, that is, randomly chosen features. Indeed, TableE]indicated
that graph structure is highly informative for node classification. Moreover, homophily metrics find
much greater use for Photo and Computer than for the other datasets. As mentioned previously,
review text containing keywords related to product category are likely to be not only homophilic
but also correlated with labels y, indicating the value of employing homophily-based scores for
these two datasets. Similarly, for certain features, MI may be better able to identify review content
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Figure 2: Node classification accuracy during training for a GCN and Cora using Algorithm [I] with
different feature importance metrics. (a) Validation accuracy comparing a model trained using all
features versus NPT, TFI, and MI. (b) Test accuracy comparing a model trained using all features
versus NPT, TFI, and MI. (c) The difference in test accuracy between the full model and the model
trained with Algorithm

that is unrelated to y and A since it assumes no graph structure. We explore this context-specific
information further for our adaptive approach.

4.2 ADAPTIVE NODE FEATURE SELECTION

Next, we assess our adaptive node feature selection approach. In particular, we apply Algorithm [T]to
train GNNs while dropping less important features during training. To evaluate the tradeoff between
maintaining performance and improving model efficiency, we evaluate accuracy in comparison with
using the full dataset as the model is trained. At every T' = 50 epochs, we drop 50% (r = 0.5)
of features based on the scores d,, in (3). Moreover, we also apply our algorithm with TFI and
MI in place of 4, to measure feature importance. Figure 2h,b depict accuracy during training to
evaluate how models perform for the same number of features. For each checkpoint, we measure
the difference between test accuracy using feature selection and the full dataset, shown in Figure [2k.

We present results for Cora in Figure 2] but we also include results for the remaining cight datasets
mentioned in Appendix[D.I} To evaluate on larger graphs, we also train GraphSAGE models (Hamil-
ton et al.|[2017) on the ArXiv citation network from the Open Graph Benchmark (Hu et al.] [2020)
with word embeddings as features and paper subjects as labels, for which we use » = 0.4. In Fig-
ure 2} we observe that NPT is better able to preserve accuracy than MI and even the GCN-specific
TFI at low r. Furthermore, we observe smaller drops in accuracy for NPT as features are elimi-
nated, as expected since our method adapts to GNN performance, allowing the model to focus on the
importance of only the remaining features. We find similar comparisons of accuracy during training
for the remaining datasets with NPT consistently demonstrating a competitive or superior ability to
identify the most relevant features. Figures of accuracy during training analogous to Figure[2]can be
found in Appendix [F} while we provide a table including a subset of the results in Table 3] We find
NPT effective for selecting important features during training, while MI is competitive for Cornell,
Texas, and Wisconsin, similarly to Table |Zl Moreover, we find TFI and MI to be effective impor-
tance metrics in our algorithm for Photo and Computers, which align with our intuition about these

Table 3: Node classification accuracy for multiple datasets with adaptive feature selection via Algo-
rithm[T] The top performing method per ratio is boldfaced.

% Method‘ Cora CiteSeer PubMed ‘ Photo Computers ArXiv ‘ Cornell Texas Wisconsin

NPT |82.47 +1.68 71.82 £ 1.48 87.06 £ 0.89|83.54 +5.12 81.00 £ 2.42 40.84 £+ 0.44|63.78 £3.67 72.43 +5.51 74.00 + 6.07
6.25 TFI |81.40 £ 1.47 70.02 £ 2.04 84.25 +1.34(91.95 + 1.10 84.47 +1.73 — 63.24 +8.48 61.08 £+ 6.96 64.40 £ 6.86
MI |78.23 +0.96 68.66 4 1.98 86.48 £ 1.10{91.06 £ 1.06 83.82 £ 3.15 40.26 £ 0.1866.49 +3.67 69.19 +3.67 78.00 £ 1.79

NPT |81.88 +2.65 70.14 £ 1.50 86.51 £ 0.84[89.12 +£2.29 86.92 + 1.61 35.54 + 0.63|67.57 +4.52 69.73 + 8.44 69.60 + 4.96
3.13 TFI |[77.60 &+ 1.13 68.30 £ 1.58 81.56 + 1.66|93.05 & 0.61 88.27 + 0.74 — 63.24 +9.61 61.08 +5.57 58.00 £ 2.19
MI |71.88 +148 65.11 £1.87 85.16 4 1.01|92.39 +0.97 87.67 £ 1.65 35.30 +0.10|63.24 £ 4.05 70.81 +6.92 68.80 +5.74

NPT |78.52 +2.17 69.08 +2.26 84.88 £ 0.69|88.71 + 1.16 80.92 + 4.33 30.58 £+ 0.49|67.57 £3.82 70.27 +4.19 68.80 +5.46
1.56 TFI |71.73 472 65.02 4+ 1.82 79.38 £ 0.33|91.41 £ 0.94 86.65 £ 1.07 - 55.68 +6.30 60.54 +3.67 49.20 +5.46
MI |63.51 343 62.17 +0.49 83.41 4+ 0.39|92.14 £ 0.55 86.87 £+ 1.57 28.79 £ 1.32|60.54 £ 8.65 61.08 £ 10.76 66.00 + 5.93
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Figure 3: Analysis of feature importance scores obtained from Algorithm|[I] (a) Heatmap of feature
importance 9, during training for a GCN trained on Cora (high d,, is red and low §,, is blue).
(b) Heatmap of feature importance ¢, during training for a GCN trained on PubMed. (c) Last
checkpoint each feature is kept before dropping for GraphSAGE trained on ArXiv. (d) Normalized
importance scores per baseline versus normalized NPT scores for a TAGCN trained on Wisconsin.

datasets. Thus, with prior information, our algorithm can be further improved with an appropriate
choice of metric, while permutation-based tests remain effective for general scenarios.

4.3 FEATURE IMPORTANCE ANALYSIS

We demonstrate our ability to dynamically track feature relevance during training, confirming that
features can be appropriately dropped even before the model is fully trained. We exemplify peri-
odically monitoring the scores d,,, in (3) for the Cora and PubMed datasets in Figure3}.b. At each
checkpoint, that is, every 50 epochs, we compute feature importance scores with NPT. When train-
ing is finished, we sort the features by the scores at the final checkpoint, corresponding to the fully
trained model. We then fix the feature ordering based on their final scores and partition features into
bins according to this ordering for each checkpoint. Thus, each row of each heatmap in Figure [3]
represents the same set of features for the corresponding dataset, allowing us to track the average
0., of each bin over time. For both datasets, we indeed identify relevant features as early as the first
checkpoint, as the ranking of features is relatively consistent throughout training. This validates that
with our adaptive approach, we can identify and preserve the relative importance of features even
before full convergence, as the importance trends remain consistent over the course of training.

To illustrate the consistency of NPT feature selection, we also compute the average last checkpoint
in which each ArXiv feature is kept before being dropped in Figure Bk. We find that the features
of highest importance are consistently ranked high, while the least important features are always
dropped early. For more concrete verification that NPT can identify importance in a controlled
setting, Figure[I2]in Appendix[G]visualizes importance scores using synthetic graph data, comparing
scores obtained from NPT, TFI, MI, and PT (permutation testing via an MLP instead of a GNN).

Furthermore, we analyze the types of features deemed important by NPT across datasets, as well
as verifying the generality of NPT as the metric in Algorithm m To this end, we plot normalized
importance scores computed from baseline metrics versus NPT for Wisconsin in Figure BJd. We
observe that NPT tends to rank Wisconsin features as more important with higher MI and lower
homophily hgg, as expected for data with heterophilic labels. To expand on this analysis, Table
lists the linear correlation between NPT scores and scores from each baseline for all datasets. In
all cases, NPT attains its highest correlation with the metrics that performed best in Table 2] This
result indicates two takeaways. First, NPT indeed identifies feature importance in based on relevant

Table 4: Pearson correlation coefficient between NPT feature importance d,,, and importance mea-
sured via other metrics. The top performing method is boldfaced, and the second best is underlined.
Method | Cora CiteSeer ~ PubMed | Photo  Computers  ArXiv | Cornell Texas Wisconsin

TFI 0.6234 0.5032 0.2618 0.3098 0.3510 — 0.3659 0.3048 0.5225
MI 0.6178 0.4969 0.6026 0.5897 0.6380 0.5872 0.4314 0.4142 0.5658
hattr 0.1800 0.0373 0.2192 0.5260 0.6245 0.5656 0.0417 -0.0093 0.0335
hEuc 0.0208 0.0266 0.1116 0.4152 0.2715 0.4523 0.0016 -0.0171 0.0370
hcr -0.6479 -0.5349 -0.2285 0.1541 0.3072 0.0411 -0.5712  -0.5204 -0.6635
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Figure 4: Evaluation of Algorithm [T]in various scenarios. (a) GCN performance on PubMed for
fixed K = 10 and varying r € {0.25,0.5,0.75}. (b) GCN performance on PubMed for fixed
r = 0.5 and varying K € {5, 10,15,20}. (c) Time to permute node features for each checkpoint of
Algorithmm that is, for t = nT for n € N, across multiple datasets.

data properties without requiring prior information. Second, because NPT detects relevant char-
acteristics and attains competitive performance across datasets of various types, our approach is a
theoretically valid and empirically effective general choice for node feature selection. Analogous
plots of Figures3k.d for the remaining datasets are in Appendix [G]

4.4 METHOD PERFORMANCE ANALYSIS

We next demonstrate the performance of Algorithm[TJusing NPT for PubMed while varying either r
or K, shown in FigureE}a,b. Further results can be found in Appendixlﬂl As we drop more features
via larger %, we naturally experience an increasing drop in accuracy. However, dropping features
more slowly with » = 0.25 may improve performance, although we retain more features for the
same number of training iterations. Moreover, we require a large enough K to perform enough
permutations for a statistically relevant result. In Figure[dp, increasing K above our choice of 10 in
previous simulations does not drastically change results, but lower /K can have negative effects on
performance, as expected. For a statistical choice of K, see Proposition[T]in Appendix [E] Finally,
we measure the additional cost of permuting during training in Figure EA. We observe the exact
decay in permutation time as discussed in Section [3.I] where the cost of permutations is largest at
the first checkpoint, but subsequent checkpoints decrease exponentially in duration. Moreover, as
expected, graph size N and the number of features M control how costly computation will be, with

dataset details listed in Appendix [D.1}
5 CONCLUSION

In this work, we presented permutation tests for node feature importance. We verified the use of
permutation-based importance scores for GCNs both theoretically and empirically. Furthermore,
we presented an adaptive algorithm to eliminate features during training. We compared our per-
mutation scores to other importance metrics for feature selection. We also demonstrated the effec-
tiveness of our algorithm on multiple datasets, where we compared using permutation-based feature
importance versus other metrics for adaptive feature selection. Our approach allows us to exploit
a well-established statistical metric, but we also verified that it returns relevant information that is
unique to GNNs for graph-structured data.

We also share limitations of this work that we hope inspire future directions. We require no as-
sumptions on graph data, but performance-based metrics such as ours necessitate an appropriate
selection of the GNN architecture. While a reasonable requirement, the interpretation of the impor-
tance scores may change depending on the model used. Furthermore, we demonstrated our approach
only for node classification, but as d,,, can be employed to evaluate the effect of node features on any
quantity, future work will see feature selection for link prediction and graph classification. More-
over, while permutation tests are typically found to be very effective (Khan et al, 2025)), permuting
features that are correlated may result in overestimated importance scores (Hooker et al., 2021).
Thus, we plan to explore conditional permutation tests for the explainability of graph data. Finally,
we expect that the performance of our algorithm can be improved further by adaptively eliminating
features for which d,,, < 0, which we explore in future work.

10
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REPRODUCIBILITY STATEMENT

The model architectures, training hyperparameters, and experimental settings are detailed in Ap-
pendix [D] Proofs of the theoretical results are given Appendix [B]and Appendix [C] Dataset statistics
are also reported in Appendix [D.1] Finally, the source code and scripts are included in the supple-
mentary materials, along with instructions to reproduce all experiments and results.
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A RELATED WORK

Measuring variable importance is a fundamental task in several fields such as machine learning,
statistics, and signal processing (Fisher et al. 2019; Mandler & Weigand, [2024). Classical tech-
niques for classification tasks seek to identify correlations between features and labels to be pre-
dicted, such as their mutual information (Theng & Bhoyar, [2024)). Simpler, interpretable models
such as linear regression and decision trees can be used as surrogate models to explain sample or
feature relevance (Ribeiro et al., 2016). To avoid training simple, albeit cheap, models, one of the
most common approaches is to apply perturbations, where model inputs or parameters are perturbed
and the change in output measured (Datta et al., 2016} [Fisher et al., 2019} |Covert et al.,2021). Sem-
inal examples include feature occlusion (Feng et al., 2013} |Lei et al., |2018)), permutation (Altmann
et al., 2010; Breiman, 2001} Datta et al., 2016), and Shapley values (Lundberg et al., 2018; |Chen
et al.l2019). Scores based on measuring model outcomes under perturbations may require training
multiple models to be used for feature selection (Wang et al., 2024). Not only is this potentially
infeasible computationally, but for optimizing models with nonconvex losses, differences in perfor-
mance for models trained on perturbed data may be misleading.

For graph-structured data, a plethora of works seek to identify the contribution of nodes or edges to
particular GNN predictions (Alkhoury et al.; 2025 |/Akkas & Azad,[2024;|Chen et al.,2024a; Huang
et al., |2023). Among these, some works consider node feature relevance, albeit primarily as they
pertain to structural importance (Fang et al.||2023; |(Chen et al., | 2024b)). Feature importance methods
have been proposed specifically for graphs (Zheng et al.l 2025), which often require assumptions
about the type of graph data (Mahmoud et al.| 2023 |Shao et al., [2024). For example, as GCNs
are a highly popular family of GNNs, the homophily of node features has been explored as rele-
vance measurements (Zhu et al.| [2024). The score proposed in (Zheng et al., 2025) computes the
mutual information between labels and node features passed through a linear low-pass filter, imply-
ing relevance for a GCN. Authors considered all features informative, and their metric was used to
identify which features ought to be trained with a GNN versus an MLP. Thus, they did not evaluate
their metric for eliminating features to reduce model complexity or to remove unhelpful features.
Conversely, several works aim to select node features during training, albeit without returning im-
portance scores (Maurya et al.| 2023} Jiang et al.| 2023} |Acharya & Zhang, 2020; |Lin et al.| |2020;
Zheng et al., 2020). Moreover, these methods learn which features to eliminate via an auxiliary
model, for which many tend to use uninterpretable models.

B PROOF OF THEOREMII]

The following proof is inspired by that of (Tenorio et al., [2025)), which was itself motivated by (Nt
et al.| 2021) for evaluating GCN dependence on homophily.

By the definitions of Z* and Z, we have that X* = A;ka* and

2

1Z* — Z|p < Ho—2 (Ao (AL x'01) 0P — 0 (Ao (AnXOV) 02) HF

vl (32x°07) v (300

with the latter inequality due to the T-Lipschitzness of o5 and the fact that [|©®)||; < w. Then, we
apply the triangle and Cauchy-Schwarz inequalities for

12* ~ Z)lr < 7w||(AL — An)or (X7 0| 47w A (o1(X*©D) — 1 (A XOW)) |

<7Tw HA:W - Arw

| Jrxc], roe (0600) - max00),

Then, observing that ||Arw |l = 1 and exploiting the definitions of oy and ©™, we have that

12~ Zlr < 7% Ary — A X + P0?X ~ AnX] @
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Next, let D" := diag((A*+I)1), analogous to D = diag(d+1), and recall that A, = D (A+])
and A, = (]f)*)*1 (A* +I). Then, we bound the adjacency matrix discrepancy as

AL, — A, = AL, D (A" +D)+D (A*+D)—D (A+1I)
<[|AL -D AT+, +[D (AT - A)|,

—1 ~ % ~* ~ —1
<[@I-D D)AL[+[D Al

I

wlle

~ —1 .~ %

where f)_l(A* +I)=D D A,,. Recalling that |A,, |2 = 1, we then have

o
D~ (D - D)l +Alr

<[D-Dr +[[Alr

= ||diag(A1)||r + | Al

<ALl + [|AllF

<VN|A|r+|A]p, ©)

1A

rw TWHF

which accounts for the first term in (7). For the second, we apply the definitions X =YPlY™X
and A, = ]3_1(A + 1) for

N
”X [Aerz 2 = Z i X — U
vi = = )
1 .
ZYJ, - X - =Y Ayl
p‘%jl dl+1 di+1j:1 9

where the inner product YjﬁzY;'— . = lif and only if y; = y;. Then, we have that

HXl"; [AI‘WX]Z,Z 2 = Py ZY Y Xz, + <d T 1)Xz,: dz +1 ;AZJXJ,Z ,
1 & R
= ||— Y Y—r Xi. —X;. e A (X X
p%; J z(] ,.)+di+1; y( 3)2
NooYS Y Al
- Z < - T d J1)( i — Xi )
=1~ Py it 2
N 1
=D [YPT'YT -D A] (X, - X))
j=1 2
which then leads to
NN 97 1/2
X"~ AnX[r= |3 [YP YT D_lA]”( = X5
i=1 || j=1 2

CApELREL szcyrjc Aij
=222 T ) (X =X ©)
c=11i=1 j=1 Pe ¢ 2
Substituting () and (9) into the inequality (7) yields the result in (@), as desired. ]
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C PROOF OF THEOREM 2]

Observe that we may repeat the steps of the proof of Theorem [1|in Appendix [B|to obtain

Yi,:YT A

Ji ij
Dy; d; +1

N N
12" — Z||r < 70| (L+ V)| Al R |X]lF + YD

i=1 j=1

X, — Xj,:||2]-
(10)

Thus, for the remainder of the proof, we need only obtain a bound for || X; . — X .[|2. We proceed

with bounding (X im—X jm)? for any m € [M]. For a given permutation 7w € II sampled uniformly
at random, we define the function

2
(7)) i = (Xn(iym — Xn(j)m) (1D
with expected value

E[y(m)] = E[(Xr(i)m — X,r(j),m)Q]
=E[X2 0 m] = 2E[Xn(i)mXn()m] +E[XZ()m]- (12)

7(1),
Then, for any ¢, j € [N] such that i # j and m € [M],
1 1 & 1 & 1
E[XZ2 ) m] = N > XZiym = il Y X2 Ix() =4) = v X3, = NHX:,mH2
well j=1mell j=1

and

k£ well
1 N N 1 N
= Xt Xeom 2
N(N,l)zz km N(N,l)z km
k=1/¢=1 k=1
1
= 17X, )% = 1X. I3
v = (7 Xem)? = 1Xem ).
which we substitute into (I2)) for
B ()] = o (1%l — (17X 0)? (13)
N1\ N wme )

Then, we define the Doob martingale {Qy }~_, such that Qo = E[¢)(m)] and
Qr =E[¢(rw) | 7(1),...,n(k—1)] Vk=1,...,N,

thus Qn = (7). Additionally, we have that

N
Elp(m) [ (1), .om(h = D] = 3 e B ((0m) | 7(1) .. m(R)
{=k
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where ¢ ((k¢)7) denotes v given 7 with elements k and ¢ swapped. Then, we bound the following
differences

|Qr = Qu—1| = [E[p(m) |7(1), ..., 7w(k)] = Elyp(m) [ 7(1),... 7 (k — 1)]|

N
= [Btptm) | 7). 7] - 3 g B0 [ 7(0). ... 7))
l=k
N
-l DB () (L) ... (4]~ Efo((KOm) [ (1), (0
1 N
S RIS [l () = (ko)) [ 7(1), ..., w(k)] (14)

~ (k£ ~
Then, with X:(m) representing X. ,,, with elements k and ¢ swapped, we have

() — (kO] = | (Kim — Kjm)® — (XD — XEDY?,

im — “rjm
which is zero fori = k,j =l ori # k,j # £, but for k = i, j # £, we instead have
|t(m) —((kO)m)| = ’()N(im — X@m) (f(im + Xym — Qij)’
< ’sz - XZm’ . (‘sz - ij| + !Xfm - X]mD
<2«

by our assumption that max,,e(ns] maxy re(n](Xpm — Xem)? = a. With (TI)), (T3), and (T4), we
apply the Azuma—Hoeffding inequality (Azumal |1967; Hoetfding, |1963) for

Plu(r) ~ Elo(r)] 2 1] < oxp (57— ).

and with t := n/(av/N), we obtain

2
N -1

(Xn(iym = Xn(yom)” <

1
(X:,mH% - NlTX:,m) + otV N

with probability at least et/ 4 which yields

M
S S 2 1
X = Xl = LX_:I o1 (nx:,mn% - me:,m)2> + amv]

2 1
< R 2 = T2

which we substitute into (T0) for the error bound in (6, as desired. ]
D EXPERIMENTAL DETAILS

This section provides further details regarding the simulations in this work, including the datasets
employed.

D.1 DATASET DETAILS

We share the statistics of the datasets used in our experiments in Table[5] Information about dataset
context, that is, the interpretation of nodes, features, edges, and labels is provided in Section
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Dataset #Nodes #Edges #Feats #Classes

Cora 2,708 10,556 1,433 7
CiteSeer 3,327 9,104 3,703 6
PubMed 19,717 88,648 500 3
Photo 7,650 119,043 745 8
Computers 13,752 245,778 767 10
ogbn-arxiv 169,343 1,166,243 128 40
Cornell 183 298 1,703 5
Texas 183 325 1,703 5
Wisconsin 251 515 1,703 5

Table 5: Statistics of the benchmark datasets used in our experiments, including the number of
nodes, edges, input features per node, and class labels.

D.2 TABLE[I]SIMULATION DETAILS

We elaborate on training details for the results in Table [T} All results are averaged over five runs,

. In each run, we
randomly split the nodes into 70% training, 10% validation, and 20% test, and we report the test
accuracy corresponding to the epoch with the highest validation accuracy. The train/validation/test
masks are re-sampled independently for each run. For Cora, CiteSeer, and PubMed, we use a 2-layer
GCN; for Amazon Computers and Photo we use a 2-layer GIN; for Cornell, Texas, and Wisconsin
we use a 2-layer TAGCN; and for the MLP baseline we use a 2-layer MLP, all with 512 hidden
units. Models on Computers and Photo are trained for 800 epochs, while the remaining datasets are
trained for 2100 epochs. We use the Adam optimizer with a learning rate of 0.01 and weight decay
of 5 x 107,

D.3 TABLE[2]BASELINES AND SIMULATION DETAILS

We next describe our process for the results in Table[2l Our evaluation follows a two-stage pipeline:
in the first stage, we train a model following the setup in Table[T] and compute feature importance
scores using the validation set. We then select the top 7% of features according to each FS method
(r = 2% for all datasets except PubMed, Photo, and Computers, where r = 5% due to their smaller
feature dimension). In the second stage, we retrain the model using only these selected features, with
the same architecture and training configuration as in the first stage, and report the test accuracy.

As for baselines, we evaluate several feature selection (FS) methods listed below.

e NPT: Our node feature permutation tests (NPTs) for feature importance ranks features
based on the drop in validation accuracy upon permuting each feature.

* NPT-mask: We introduce a variant of NPT where, rather than permuting a feature to
remove its effect, we instead mask its values, that is, set all of its values to zero.

e MI: We measure the mutual information (MI) between each feature and the node labels.

* TFI: The Topological Feature Informativeness (TFI) metric was introduced in (Zheng
et al.| [2025)) to measure feature importance prior to training to be applicable for GCNs.

* Feature homophily: The homophily-based metrics, htt, (Yang et al,2021), hgy. (Chen
et al., 2023)), and hgg (Jin et al.| 2022)), score features according to different measures of
homophily, that is, measuring the smoothness of each node feature according to different
distance metrics.

* Rnd.: Our random (Rnd.) selection baseline, where we select features uniformly at ran-
dom to be retained or removed.

D.4 TABLE[BIAND FIGURE [2] SIMULATION DETAILS

For adaptive node feature selection, we set = 0.5 in Algorithm [T|for all datasets, dropping half of
the features at each step of the feature importance calculation,

. The burn-in period T}y and interval period
T are fixed to 50 for all datasets, except for Computers, Photos, and arxiv, where Ti,yn, 7 = 100.
The model is trained for 400 epochs on all datasets and 800 epochs on Computers, Photos, and arxiv.
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Test accuracy for each feature percentage is reported based on the epoch with the highest validation
accuracy: within each 7" interval, we identify the epoch that achieves the best validation accuracy
and use its corresponding test accuracy. This procedure is applied consistently across all feature
selection methods. The architecture and optimizer settings follow the configuration described in
Section[D.2

E CHOICE OF NUMBER OF FEATURE PERMUTATIONS

Let {i(k)}szl denote K € N independent permutations of the vector x € RY, where Z; = Tk (4
for every i € [N] for i.i.d. 7(k) € TI. We seek to sample a large enough K such that the empirical
expected value % Zle %) approximates the true expected value E[i(k>] = pl for any k €

[K], where p := %]_TX. This will indicate that the empirical distribution of feature permutations
approximates the true distribution. To this end, we consider the following result.

Proposition 1 For the vector x € RN, we define {i(k)}kK:] such that T; = . ;) for every k €

[K] and i € [N), where 7®) € TI denote i.i.d. permutations of [N]. Then, with Tyay := max; |x;
we have that

P l
Thus, we may choose K in Algorithm[I]such that our feature permutations are similar enough to the

true distribution of random feature permutations, where we determine a satisfactory similarity via
choice of ¢. The proof of Proposition[T]is as follows.

s

K 2

1 . . tvK —1 Kt?

72 <®) _Elxt| <« X2 >1-926e _ ) 1
K& X .- 2K ] - P ANz, — 12)2 (13)

‘max

Proof of Proposition First, given that E[x®)] = 141, we have that

| X 2 N 1K
~(k ~(k ~(k
X B = 3 3w
K | K
k=1 2 i=1 k=1
1 N K K
~(k ~ (£
=z 22 2 @ —wE —w
i=1 k=1 /¢=1
1 K K
=) DCLEEINCEERY
k=1/¢=1

Since 7(*) are independently sampled uniformly at random from II, for each &,/ € [K] such that
k # 0, there exists some permutation p@ € II such that (x*) — 1)T(x'9 — p1) = (x —
pl)T(f((j) — u1), where %7 denotes the permutation of x by p) for every j € [J] with J :=
K(K — 1)/2. Thus, our next step is to apply Hoeffding’s inequality. To this end, first observe
that the j-th inner product (x — z¢1) T (%) — ;1) denotes an independent random variable bounded
between —N |22, — p?| and N|z2, . — p?|. Then, for any ¢y > 0, Hoeffding’s inequality states

that
t5
P >t <2 — .
of == 2JN? (:I;I2Il'rl)( o /1’2)2

Recalling that J = @, we then let t = @ for

K 2
1 . vVK -1 Kt?
I ~(k)7 [ < o
IP’[ ,;le ul 2>t ] Qexp{ INT( —/12)2}’

2K x2
as desired. [ |

J
> (=) (%Y = 1)

Jj=1

max
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F ADDITIONAL PLOTS ON ADAPTIVE NODE FEATURE SELECTION

We present additional plots analogous to those in Figure 2] measuring the accuracy of GNNs trained
using either all features available in a dataset versus using our adaptive Algorithm[I] We compare
our approach using our proposed permutation-based node feature importance scores, and we also
evaluate using TFI and MI as importance metrics to rank feature relevance in Algorithm [I] Fig-
ureﬂpresents results for the datasets with homophilic labels Cora, CiteSeer, and PubMed; Figure|§|
the datasets with heterophilic labels Cornell, Texas, and Wisconsin; and Figure Mthe larger-scale
datasets Photo, Computers, and ArXiv. To further verify our results, we repeat our experiments
on homophilic datasets Cora, CiteSeer, and PubMed using their official dataset splits into training,
validation, and testing in Figure[§]

G ADDITIONAL PLOTS ON FEATURE IMPORTANCE ANALYSIS

This section includes Figure P} which contains additional plots analogous to Figure k. For each
feature, we measure the average last checkpoint of Algorithm[I]in which a feature is kept before be-
ing dropped for all datasets. In addition, Figure[T0]plots the average last checkpoint for each feature
rank, that is, the most frequent last checkpoint assigned to each feature, analogous to Figure 3. We
also include additional plots analogous to Figure [[T]for all datasets.

Finally, we plot in Figure [12] the feature importance for synthetic graph data measured by NPT,
TFI, MI, and PT, which is analogous to NPT but uses an MLP instead of a GNN to compute
feature importance. More specifically, we generate five independent trials of graphs of N = 500
nodes and M = 50 features. We assign nodes to one of C' = 2 classes. We vary the relationships
between features, labels, and graph structure as follows.

e Graph structure A <> labels y: When the graph and labels are independent (A 1L y), we
generate an Erdos-Renyi graph with edge probability 0.1. Otherwise, when (A [ y), we sample
the graph from a stochastic block-model whose communities correspond to classes, where within-
class edges are sampled with probability 0.1 and across-class edges with 0.05.

e Graph structure A < node features X: When the graph and features are independent (A L
1 X)), we sample node features as Gaussian white noise Xy ~ N(0, oI) for o = 3. Otherwise,
when A L X, we obtain the eigendecomposition of A = VAV and generate bandlimited
graph signals as Xg = V. 3W for W ~ N(0,0I), where B denotes the indices of graph
frequencies in diag(A) that are below Apax = 0.5) max; Ay

e Labels y <> node features X: When the graph and labels are independent (y 1L X), we further
process node features by sampling By ~ N(0,I) for By € R“*5. We normalize the columns of
By to sum to zero and rescale for B = 5diag ™" (|Bo|1)Bg, where |Bo| denotes the element-wise
absolute value of entries of Bg. Finally, we update relevant entries of X as X. ,,, = [Xo]..m +
[YB]. ,,, for m € [5]. Otherwise, when y /. X, we simply let X = X.

H ADDITIONAL PLOTS ON MODEL PERFORMANCE ANALYSIS

We include additional plots in Figure[[3]on hyperparameter tuning for Cora, CiteSeer, and PubMed,
which correspond to Figure E}a,b. In particular, we fix » = 0.5 and vary K € {5, 10, 15,20} in the
top row, whereas for the bottom row, we fix K = 10 and vary r € {0.25,0.5,0.75}.
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Figure 5: Node classification accuracy for homophilic datasets Cora, CiteSeer, and PubMed. (a,d,g)
Validation accuracy for full, NPT, TFI, and MI. (b,e,h) Test accuracy for full, NPT, TFI, and MI.
(c.f,i) Accuracy difference for full, NPT, TFI, and ML
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Figure 6: Node classification accuracy for heterophilic datasets Cornell, Texas, and Wisconsin.
(a,d,g) Validation accuracy for full, NPT, TFI, and MI. (b,e,h) Test accuracy for full, NPT, TFI, and
ML. (c,f,i) Accuracy difference for full, NPT, TFI, and MI.
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Figure 7: Node classification accuracy for larger-scale datasets Photo, Computers, and ArXiv.
(a,d,g) Validation accuracy for full, NPT, TFI, and MI. (b,e,h) Test accuracy for full, NPT, TFI, and
ML. (c,f,i) Accuracy difference for full, NPT, TFI, and MI.
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Figure 8: Node classification accuracy for homophilic datasets Cora, CiteSeer, and PubMed. Train,
validation, and test node subsets are selected via canonical splits. (a,d,g) Validation accuracy for
full, NPT, TFI, and ML. (b,e,h) Test accuracy for full, NPT, TFI, and MI. (c,f,i) Accuracy difference
for full, NPT, TFI, and MI.
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Figure 9: Last checkpoint kept per feature for various datasets. Plots (a) through (i) are presented
in the following order: (a) Cora, (b) CiteSeer, (c) PubMed, (d) Photo, (¢) Computers, (f) ArXiv, (g)
Cornell, (h) Texas, (i) Wisconsin.
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Figure 10: Last checkpoint kept per feature ranking for various datasets. Feature ranking for each
feature corresponds to the most common last checkpoint the feature is kept before being dropped
across independent trials. Each entry of a heatmap denotes the average last checkpoint across all
features in the same ranking. Plots (a) through (i) are presented in the following order: (a) Cora, (b)
CiteSeer, (c) PubMed, (d) Photo, (¢) Computers, (f) ArXiv, (g) Cornell, (h) Texas, (i) Wisconsin.
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Figure 11: Plot of normalized importance scores per baseline versus normalized NPT scores. Plots
(a) through (i) are presented in the following order: (a) Cora, (b) CiteSeer, (c) PubMed, (d) Photo,
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Figure 12: Feature importance scores for NPT, PT (permutation testing via MLP), TFI, and MI for
synthetic datasets. Analogous to §,, for NPT scores, 6,1\,/{LP denotes PT scores. (a) Graph, labels,
and features are all independent. (b) Labels and features are correlated, but both are independent
of graph. (c) Graph and features are correlated, but both are independent of labels. (d) Features
are correlated with graph and labels, but labels and graph are independent. (e) Graph and labels are
correlated, but both are independent of features. (f) Labels are correlated with graph and features,
but graph and features are independent. (g) Graph is correlated with labels and features, but labels
and features are independent. (h) Graph, labels, and features are all pairwise correlated.
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Figure 13: Hyperparameter tuning by comparing GCN performance across various dropping rates
r and shuffling instances K for Cora, CiteSeer, and PubMed. The top row corresponds to fixing
K = 10 while varying » € {0.25,0.5,0.75}, and the bottom row denotes fixing » = 0.5 while
varying K € {5, 10, 15, 20}.
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