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Unveiling Prior-data Fitted Networks on Causal Effect Estimation:
Pre-training or fine-tuning?
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Abstract
Amortized causal inference via Prior-data Fit-
ted Networks (PFNs) has emerged as a promis-
ing paradigm, enabling zero-shot estimation of
causal effects without the need for dataset-specific
model tuning. However, the principled effec-
tiveness of unified pre-training across general in-
terventional regimes remains an underexplored
question. In this paper, we investigate interven-
tions on subsets of variables within Structural
Causal Models (SCMs) and identify a fundamen-
tal theoretical limitation of current pre-training
approaches. Theoretically, we prove that a single
observational SCM induces an exponentially large
space of interventional distributions, resulting in
a phenomenon we term prior uncoverage. Con-
sequently, this uncoverage yields a mismatch be-
tween the learned meta-prior and the true ground-
ing prior, leading to unavoidable posterior incon-
sistency and estimation bias. To address this,
we posit that fine-tuning is a fundamental neces-
sity and propose a target-specific strategy named
Point-Wise Interventional Fine-tuning (PWF), en-
abling the local generalization property. We fur-
ther scale this approach via Meta-Sampling Fine-
tuning (MSF) from a budgeted active learning
perspective, thereby achieving uniform general-
ization on any interventional distribution.

1. Introduction
Causal inference is fundamental across numerous domains,
including public policy, economics, and healthcare (Pros-
peri et al., 2020; Dahabreh & Bibbins-Domingo, 2024; Van-
derschueren, 2024). As the golden standard, i.e., explicit
intervention (e.g., Randomized Controlled Trials), are of-
ten prohibitively expensive or ethically infeasible, a central
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challenge in the field lies in estimating causal quantities
from observational data, where observed confounding fac-
tors obscure true effects (Pearl, 2009; Rubin, 1974).

Under the assumption of ignorability (Imbens & Rubin,
2015), researchers have developed a wide array of special-
ized causal estimators over the past decades. By leverag-
ing machine learning techniques, these methods have en-
abled remarkable progress in estimating non-linear causal
effects (Athey et al., 2018; Künzel et al., 2019; Shalit et al.,
2017; Shi et al., 2019; Yao et al., 2018). However, a fun-
damental limitation of these estimators is their reliance
on isolated, single-dataset training, which precludes the
amortization of inference capabilities across diverse do-
mains (Robertson et al., 2025). Consequently, practitioners
face the burden of bespoke model selection and tuning for
each application, necessitating computationally expensive
re-training for every new data generating process (DGP).

In the era of foundation models, amortized causal infer-
ence, grounded in Bayesian modeling of underlying DGPs,
presents a promising avenue to address these limitations.
By parameterizing a meta-prior over plausible causal mech-
anisms, this framework infers the posterior predictive dis-
tribution of causal quantities conditioned on observed ev-
idence (Rubin, 1978; Hill, 2011). Recently, advances in
Prior-data Fitted Networks (PFNs) have further mitigated
the drawbacks of traditional Bayesian methods, such as the
high computational cost of posterior sampling and restric-
tive prior specifications. Concretely, PFNs leverage trans-
former architectures pre-trained on large-scale synthetic
DGPs to encode a rich prior, performing posterior predic-
tive inference directly via in-context learning. For instance,
CausalPFN (Balazadeh et al., 2025) and DoPFN (Robertson
et al., 2025) have demonstrated success in causal effect esti-
mation with single treatment, enabling zero-shot posterior
inference on arbitrary testing data without re-training.

In this paper, we investigate a fundamental yet underex-
plored question within the rise of amortized causal models:
Can unified pre-training achieve unbiased, amortized causal
effect estimation across general interventional regimes?
To address this, we examine interventions on subsets of
variables within a Structural Causal Model (SCM) and the
resulting causal quantities. A critical observation in this
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context is that a single observational SCM can induce an
exponentially large number of interventional distributions,
thereby distinguishing causality-oriented tasks (Robertson
et al., 2025) from standard prediction tasks (Hollmann et al.;
Ma et al., 2025a). Building on this insight, we prove that
the meta-prior learned by a pre-trained PFN exhibits a risk
of exponential prior uncoverage regarding these interven-
tional distributions (see our Theorem 1). Consequently, this
leads to a mismatch between the learned meta-prior and the
grounding prior (see our Theorem 2), yielding unavoidable
posterior inconsistency and estimation bias (see our Theo-
rem 3). Thus, our theoretical framework characterizes the
intrinsic risks of unified pre-training for causal inference,
which escalate with the scale of the SCM.

Consequently, we posit that fine-tuning is a fundamental ne-
cessity to correct the inevitable prior mismatch in pre-trained
causal models. To this end, two fine-tuning frameworks are
designed to restore valid generalization. First, we introduce
point-wise interventional fine-tuning (PWF) by adapting the
model to specific target interventions, achieving the property
of local generalization within a defined neighborhood of
the fine-tuning distribution (see our Theorem 5). We further
develop a Meta-Sampling Fine-tuning (MSF) strategy by
activelying cover the interventional space, thereby ensuring
robust, amortized inference towards arbitrary interventional
distributions (see our Theorem 6).

Our main contributions are summarized as follows:

• Unveiling the Risk of Prior Uncoverage in Amortized
Causal Inference: We identify a fundamental limitation
where a single observational SCM induces an exponen-
tially large interventional space, causing exponential prior
uncoverage in pre-trained PFNs (Theorem 1). This mis-
match between the learned meta-prior and the unavoidable
posterior bias (Theorem 2 and 3).

• Establishing Valid Generalization via Interventional
Fine-tuning: To restore generalization, we propose two
fine-tuning strategies: Point-Wise Interventional Fine-
tuning (PWF), ensuring local generalization within the
neighborhood of the target distribution (Theorem 5), and
Meta-Sampling Fine-tuning (MSF), ensuring robust, amor-
tized inference across arbitrary regimes (Theorem 6).

• Experimental Validations: Experimental results across
synthetic and real-world data verify the effectiveness of
both our theory framework and the proposed fine-tuning
strategies.

2. Related Work
2.1. Non-unified Causal Estimators

To estimate causal quantities, typical statistical methods fo-
cus on balancing the confounder by using diverse strategies,
including reweighting (Kuang et al., 2020), matching (Stu-

art, 2010), covariate balancing (Athey et al., 2018) or doubly
robust estimations (Van der Laan et al., 2011). To overcome
the model misspecification for the high-dimensional, non-
linear data, a bunch of machine learning methods are further
introduced, such as tree-based methods (Athey & Wager,
2019; Wager & Athey, 2018), regression-based learners (X-,
S-, DR-, and RA-Learners) (Künzel et al., 2019), and neural
network approaches (Yao et al., 2018; Shalit et al., 2017;
Shi et al., 2019). However, in the era of foundation models,
it is necessary and appealing to develop a unified, amor-
tized causal models without frequently re-training the base
models.

2.2. Unified Pre-training for Causal Inference

Amortized Causal Inference. Amortized methods aim to
build foundation models for unified pre-training for down-
stream causal inference tasks, i.e., unleashing the potential
of a single, pre-trained model to estimate causal quanti-
ties across diverse data generation process (DGPs). To
be specific, such methods can be categorized into two
classes: (1) Discovery-based Amortized Approaches, which
identifies causal quantities by discovering the underlying
causal graphs (Peters et al., 2014; Zheng et al., 2018; Ke
et al., 2022; Khemakhem et al., 2021) and then calculating
interventionals (Scetbon et al.; Lorch et al., 2022; Mahajan
et al., 2024); (2) End-to-end Amortized Approaches, which
directly pre-train a unified effect estimation model with uni-
fied prediction results on arbitrary DGPs (Nilforoshan et al.,
2023; Bynum et al., 2025; Zhang et al., 2023).

PFN-based Amortized Causal Effect Estimation. In re-
cent, the advances of Prior-Data Fitted Network (PFN) of-
fers new opportunities for amortized causal effect estima-
tions by following the outline of Bayesian causal effect
estimation (Li et al., 2023; Oganisian & Roy, 2021). PFN-
based amortized causal models pre-train Transformers on
fully synthetic data, deriving the posterior distribution of
target causal quantities with learned prior distributions with
in-context samples (Robertson et al., 2025; Balazadeh et al.,
2025; Ma et al., 2025b). More specifically, CausalPFN (Bal-
azadeh et al., 2025) and DoPFN (Robertson et al., 2025)
have informed the potential of unified causal effect estima-
tion in the context of single treatment with high-dimensional
covariates, achieving dominant cross-data estimations in the
inference stage. Moreover, (Ma et al., 2025b) considers the
causal insufficient regime by introducing the instrumental
variables during the pre-training phase.

By contrast, our paper aims to inform that unified pre-
training for general causal effect estimations is challenging,
leading to risk of prior uncoverage and estimation bias. In-
stead, designing specific fine-tuning strategies can make up
for the flaw of pre-training for PFN-based causal models.
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3. Preliminaries: Prior-data Fitted Networks
(PFN) for Causal Inference

3.1. Structural Causal Models and Interventions

Structural Causal Models. We consider a structural causal
model (SCM) M = ⟨X,G,Pϵ⟩ over endogenous variables
X = {X1, . . . , XD}, where G is a directed acyclic graph
(DAG). Each variable follows a structural equation Xi :=
fi(Xpa(i), ϵi), with parent set pa(i) and exogenous noise ϵi.
The joint noise distribution Pϵ, together with the structural
assignments, induces the observational distribution over X
under the Markov property. Each variable is assumed to
take values in a finite domain of size at most d.

Interventions and Interventional Distributions. Let Sobs

denote the set of observational distributions. Following
hard interventions (Pearl, 2009), the set of interventional
distributions is

Sint =
{
P do(X̃=x̃) : X̃ ⊆ X, x̃ ∈ XX̃

}
. (1)

From the SCM perspective, interventions replace the cor-
responding structural equations by Xi := x̃i for Xi ∈ X̃ ,
while leaving other equations unchanged. Interventional dis-
tributions are then obtained by propagating the exogenous
noise through the resulting interventional SCM.

Causal Queries. Given a target variable set W ⊆ X , we
consider causal queries defined as functionals of the induced
marginal distribution,

QW (P ) =

∫
q(w)PW (dw), (2)

where q : W → R is bounded and measurable. This form
covers common estimands such as average and conditional
causal effects. Examples include Average Treatment Effect
(ATE): W = {Y }, where Y is the outcome variable, and
the causal query is QW (Pint) = EPint

[Y ]; Conditional Av-
erage Treatment Effect (CATE): W = {Y,Z}, where Z is
a conditioning covariate set and the causal query becomes
QW (Pint) = EP

intDo(S=a)
[Y | Z = z, S = a] with inter-

ventions as S = {a} and the same holds for T = {a′}.

3.2. Causal Effect Estimation with PFNs

PFNs amortize Bayesian posterior prediction of causal
queries by learning from synthetic data generated under
a prior over SCMs (see Fig. 1).

Prior over SCMs. Let M denote the space of SCMs and Λ
a prior over M. Each M ∼ Λ induces a distribution PM ∈
P , where P = Sobs ∪ Sint. Training data are generated by
first sampling M and then drawing samples from PM .

Training Objective. During pre-training, an SCM M ∼ Λ0

is sampled, followed by an in-context dataset Dn ∼ PM .

The corresponding causal query QW (PM ) is computed an-
alytically or via simulation. The PFN fθ is trained by mini-
mizing

L(θ) = EM,Dn

[
− log fθ(Q

W (PM ) | Dn)
]
. (3)

After pre-training, the PFN can be viewed as an empirical
meta-prior Λ̂ = 1

N

∑N
i=1 δM(i) on a finite set of SCMs.

Inference and Posterior Prediction. At inference time,
PFNs are provided with n in-context samples Dn, which
may include observational and/or interventional data. Given
Λ̂, the posterior predictive distribution of QW is

ΠQW

(B | Dn) =

∫
M

I
(
QW (PM ) ∈ B

)
Λ̂(dM | Dn),

(4)
for any Borel set B, which can equivalently be expressed in
the distribution space P induced by SCMs.

4. Theory: Risk of Pre-trained PFNs

4.1. Equivalent Class From SCM to Distributional Prior

We next inform that an equivalence relationship between M
and P , by defing a mapping Φ from M to P : Φ : M 7→ PM ,
where the distribution PM is induced by propagating Pϵ

through the SCM M deterministically. Thus, Φ maps from
M to P , and we use [M ] := {M ′ ∈ M : Φ(M ′) = PM}
to denote the equivalence class of SCMs inducing the same
distribution PM

1.
Lemma 1 (Push-forward Posterior from SCM to Distribu-
tions). Let Λ be any prior on M, and let Π := Φ#Λ be its
push-forward prior on P , i.e. Π(B) = Λ(Φ−1(B)) for any
B ⊆ P . Define the corresponding posteriors as Λn(A) :=∫

A
L(Dn|M) Λ(dM)∫

M L(Dn|M) Λ(dM)
and Πn(B) :=

∫
B

L(Dn|P ) Π(dP )∫
P L(Dn|P ) Π(dP )

. Then
the posteriors satisfy Φ#Λn = Πn, i.e., for all measurable
B ⊆ P , Λ

(
Φ−1(B) | Dn

)
= Π(B | Dn).

Therefore, as Lemma 1 has proved the push-forward rela-
tionship between posterior update in the SCM space M and
that in the distributional space P , it is sufficient to derive the
risk of pre-trained PFNs equipped with priors supported in
P (Our corollary 8 informs this fact in the later subsection).
Remark 1 (Analysis on Distributional Space). Thus, we let
the true meta-prior over these interventional distributions
be Π, parameterized by a weight function π(X̃, x̃) > 0 satis-
fying

∑
X̃⊆X

∑
x̃∈XX̃

π(X̃, x̃) = 1. Moreover, the learned,

empirical meta-prior is updated as Π̂ = 1
N

∑N
i=1 δP (i) ,

which covers only a finite subset of P , denoted as Sint =
{P (1), . . . , P (N)} ⊂ P . Moreover, we denote the uncov-
ered intervention set be Sp

zero = Sint \ Sint.
1Each SCM M only induces one distribution.
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Figure 1. Left: Existing PFN-based causal foundation models on single intervention (treatment); Right: Our analysis on general
intervention, which informs the uncoverage risk, prior mismatch and posterior bias.

4.2. Uncovered Risk of Interventional Distributions

First, we inform the risk of a pre-trained PFN on uncovering
interventional distributions when estimating causal effects
during the inference stage. More specifically, the following
theorem informs that such risk tends to become significant
with increasing variable number of the underlying SCM.

Theorem 1 (Exponential Prior Uncoverage under Finite
Interventional Pretraining). Let Π be a meta-prior over Sint

such that π(X̃, x̃) > 0 for all (X̃, x̃). Suppose a PFN is pre-
trained on a finite subset Sint = {P (1), . . . , P (N)} ⊂ Sint,
yielding the empirical prior Π̂. Then the uncovered prior
mass δ := Π

(
Sp
zero

)
= Π

(
Sint \ Sint

)
satisfies

δ ≥ 1− N

(1 + d)D
, (5)

and in particular, for any polynomially bounded N =
poly(D, d), we have limD→∞ δ = 1, i.e., the uncovered
interventional prior mass converges to one exponentially
fast in the number of variables D.

4.3. Bias Propagation: From Prior to Posterior

Subsequently, we then first quantify the divergence between
the prior Π̂ estimated by pre-trained PFNs and the grounding
prior Π in below, as shown in Fig. 1.

Theorem 2 (Prior Divergence Lower Bound). Let the to-
tal mass of Sp

zero under the grounding prior Π as δ =∑
Pdo(X̃=x̃)∈Sp

zero
π(X̃, x̃). Moreover, suppose further that

any uncovered interventional distribution P do(X̃=x̃) ∈
Sp
zero has total-variation distance to the nearest covered

one satisfying

inf
Q∈Sint

TV
(
P do(X̃=x̃), Q

)
≥ ε0 > 0. (6)

Then, the following universal lower bounds hold:

TV(Π, Π̂) ≥ δ, WTV(Π, Π̂) ≥ ε0 δ. (7)

Notably, in our Theorem 2, δ quantifies the total prior mass
of the uncovered intervention space under Π, and ε0 cap-
tures the minimal divergence gap between uncovered and
covered distributions. Together, the above factors yield a
distribution-free lower bound on the discrepancy between
the pretrained empirical meta-prior Π̂ and the true causal
prior Π. In concrete, we analyze three typical SCMs to offer
a deeper insight into Theorem 2:

Example 1 (Concrete Prior: Example). The following exam-
ple of Uniform prior Π interprets the prior mismatch (see
detailed examples in Appendix A.4). If π(X̃, x̃) = 1

(1+d)D
,

then the uncovered mass equals δ = 1− N
(1+d)D

, and thus

TV(Π, Π̂) ≥ 1− N

(1 + d)D
, (8)

Subsequently, we further quantify the updated posterior by
PFNs and the grounding posterior, which further informs
the gap between the estimated interventional query Q̂ and
the grounding Q∗:

Theorem 3 (Posterior inconsistency under prior divergence).
For any functional of the interventional distribution

Q(Pint) =

∫
q(x)Pint(dx), (9)

let ΠN (Q) denote the posterior of Q under Π̂ after observ-
ing N samples from the causal system. Assuming that:
(1) The causal queries Q,Q⋆ and Pint satisfies the standard
Bernstein–von Mises regularity conditions;
(2) The queried interventional statistics distinguish distri-
butions in Sp

zero from its complement, i.e., there exists a
constant η > 0 such that

inf
P∈Sp

zero

inf
P ′∈Sint

∣∣Q(P )−Q(P ′)
∣∣ ≥ η∥P − P ′∥TV . (10)

(3) The function q : X → R is measurable and bounded.
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Then the posterior contraction rate satisfies

∥ΠN (Q)−N (Q∗, I
−1(Q∗)/N)∥TV ≥ δ −O(n−1/2),

(11)
and the interventional query induced by Π̂ admits the lower
bound:

EPint∼Π̂

[
|Q(Pint)−Q∗|

]
≥ ηδ −O(n−1/2), (12)

which implies that the posterior cannot asymptotically con-
verge to the nominal Gaussian limit unless N ≫ δ−2 or
TV(Π, Π̂) → 0.

Theorem 3 (bias in posterior) together with Theo-
rem 2 (bias in prior) informs that the risk of interven-
tionally pre-trained PFN models comes from the existence
of interventional distributions Pint uncovered by the
pre-training phase, with enough dissimilarity of Pint

from covered distributions.

Consequently, the push-forward relationship in Lemma 1
between M and P informs that our conclusion in Theorem 3
fits back to the practical pre-training protocols of PFNs:
Corollary 4 (Posterior TV gap lifts from P to M). Let
Λ, Λ̂ be two priors on M, and Π = Φ#Λ, Π̂ = Φ#Λ̂

their induced priors on P . Let Λn, Λ̂n and Πn, Π̂n be the
respective posteriors given Dn. Then for some sequence n,

∥Λn − Λ̂n∥TV ≥ ∥Πn − Π̂n∥TV ≥ δ −O(n−1/2). (13)

5. Local Generalization of Interventionally
Fine-tuned PFN Models

Let S = {X1, . . . , Xk} ⊆ X and T = {X1, . . . , Xm} ⊆
X denote two (possibly distinct) intervention sets, with
corresponding interventional distributions PS

int := P (X |
do(S = s)) and PT

int := P (X | do(T = t)).

5.1. Local Generalization under Point-wise
Interventional fine-tuning

As fine-tuning the PFN model using point-wise interven-
tional distribution follows the standard protocol of model
tuning, we focus on analyzing an important property named
“local generalization”. Intuitively, local generalization
refers to the generalization capability of tuned PFNs when
the causal query comes from the neighboring set of P 0

int,
i.e., the interventional distribution used for fine-tuning.

Theorem 5 (Local Generalization of PWF). Let P 0
int denote

the point-wise interventional distribution for fine-tuning,
and let Bε(P

0
int) := {P : TV(PW , P 0,W

int ) ≤ ε} denote the
TV ball of radius ε around P 0

int in the marginal W -space.
As the PFN (parametrized by θt in the round t of fine-tuning)
is micro-tuned at step t via empirical samples by sampling

Figure 2. Illustration of our funetuning strategies.

= {X(i)}nf

i=1 from P 0
int and optimizing q(W | θt). Then,

with probability at least 1 − δ over the sampling of X(t),
and assuming that Q is Mq-Lipschitz, the local gereraliza-
tion capability of tuned PFN holds for any interventional
distribution P with distance from P 0

int is exhibited in below:

sup
P∈Bε(P 0

int)

∣∣Q̂t −QW (P )
∣∣ ≤

∆t
opt︸︷︷︸

optimization bias

+Mq

√
2 log(2/δ)

nf︸ ︷︷ ︸
sampling error

+ 2Mq ε︸ ︷︷ ︸
TV-ball drift

,
(14)

where ∆t
opt := |QW (P 0

int) − QW (q(W | θt))| is the opti-
mization bias2.

Remark 2 (Lift Back to SCM Prior). We inform that it
is sufficient to analyze in the distributional-prior space P
rather than in the SCM-prior space M. More specifically,
as Lemma 1 already informs the equivalence-class relation-
ship from M to P , one can easily extend the supremum
over P ∈ B to the supremum over M ∈ Φ−1(B), i.e., the
supremum in the SCM space, with the boundness of the
supremum still holds.

5.2. Local Generalization under Meta-Sampling
Fine-tuning

As shown in Fig. 2, we then develop the second fine-tuning
paradigm, namely the Meta-Sampling Fine-tuning (MSF)
approach, aiming to improve generalization capability over
the space of interventional distributions.

Active Budgeted Interventional Selection. Let Sint denote
a (possibly large) candidate set of interventional distribu-
tions. Given a sampling budget K ≪ |Sint|, MSF aims to
actively select a subset S = {P (1)

int , . . . , P
(K)
int } ⊆ Sint, and

fine-tune the PFN by drawing samples from these K distri-
butions in a mixed fashion. Throughout, all interventional

2See more concrete examples in Appendix B.2
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distributions are compared through their marginals on the
shared target variable set W . This naturally casts MSF as a
budgeted active learning problem (Li et al., 2022; Vazirani,
2001; Hacohen et al., 2022; Tsang et al., 2005) over the
space of interventional distributions.

Coverage Radius from Theorem 5. A natural strategy is
therefore to select them so that their associated TV neigh-
borhoods jointly cover the entire candidate family Sint as
well as possible in the W -marginal space (Qin et al., 2021;
Sundin et al., 2019; Li et al., 2022), and the quality of MSF
is governed by the coverage radius ε(S) defined in (14).
Thus, the generalization error of a single interventional dis-
tribution P 0

int serves as a radius, yielding the distributional
core-set selection problem (Qin et al., 2021; Vazirani, 2001)
on W -marginals:

S⋆ ∈ sup
P∈Sint

min
P ′∈S

TV
(
PW , P ′

W

)
for S ⊆ Sint, |S| ≤ K.

(15)

Distributional predictions of W -marginals from PFNs.
We leverage the predictive structure of the PFN to construct
pseudo predictions of W -marginals. For each candidate
interventional distribution P ∈ Sint, the pre-trained PFN
induces a predictive distribution qθ(W | DP ) as a model-
based approximation to the true marginal PW , where DP

denotes a small context dataset associated with P .

Approximation Guarantee. Although the exact solution
to (15) is NP-hard, a simple greedy algorithm that sequen-
tially adds the farthest point from the current set yields a
constant-factor approximation.

Lemma 2 (k-Center Approximation Guarantee). Let
Sgreedy be the set of K interventional distributions se-
lected by the greedy k-center algorithm under the distance
d(P, P ′) = TV(PW , P ′

W ). Then the induced coverage ra-
dius satisfies ε(Sgreedy) ≤ 2 ε(S⋆), where S⋆ denotes an
optimal solution to (15).

Uniform Generalization Capability of MSF. We now con-
nect the core-set selection principle to the generalization
behavior of MSF:

Theorem 6 (Uniform Generalization under MSF). Let
Sgreedy ⊆ Sint be a set of K interventional distributions
selected by the greedy k-center algorithm under the dis-
tance d(P, P ′) = TV(PW , P ′

W ), and let ε(Sgreedy) denote
its induced coverage radius. Suppose that the PFN is fine-
tuned using nf samples drawn from the mixture distribution
supported on Sgreedy. Then, with probability at least 1− δ,
for any interventional distribution P ∈ Sint, the following
bound holds:

∣∣Q̂t−QW (P )
∣∣ ≤ ∆t

opt + Mq

√
2 log(2/δ)

nf
+ 4Mq ε(S⋆),

(16)

where S⋆ denotes an optimal solution to the k-center objec-
tive in (15).

Consequence of Approximate Coverage. Combining The-
orem 6 of our MSF strategy further guarantees the gener-
alization over the whole interventional distribution space
P ∈ Sint. In other words, MSF enjoys a principled and
explicit generalization guarantee over the entire candidate
family Sint.

6. Experiments
6.1. Experimental Setup

Datasets. For synthetic data, we consider three types of
SCM models, including the linear SCM, non-linear additive
SCM, and interaction SCM (strong interactions among X):

• Linear SCM: The outcome is a linear combination of
features Y = X⊤β + εY , εY ∼ N (0, 0.12).

• Non-linear Additive SCM: To test the model’s ability to
handle non-linearity without complex feature dependen-
cies, we define the outcome as:

Y = X0X1 + tanh
( i∑

k=2

Xk

)
+ sin

( i+1+j∑
k=i+2

Xk

)
+ εY ,

where εY ∼ N (0, 0.12) and (i, j) are the correspond-
ing indices for the chosen dimension of variable m (e.g.,
i = ⌊m/2⌋, j = m − i − 2). This model incorporates
heterogeneous non-linear effects over multiple feature
subsets while avoiding dense cross-dimensional interac-
tions.

• Interaction SCM: To simulate complex, high-
dimensional dependencies across interventions, we
consider the SCM with strong pairwise interactions:

Y = α⊤X +
∑
i<j

γijXiXj + εY , εY ∼ N (0, 0.12).

For real-world datasets, we leveraged the RealCause frame-
work (Neal et al., 2020) based on the Lalonde study to
construct a semi-synthetic data generation pipeline, named
LalondePSID (see details in Appendix C.4).

Evaluation. During the inference stage, we randomly select
the corresponding, uncovered interventional distribution to
assess our PWF strategy, together with extra distributions
near/far from the selected distribution to evaluate the local
generalization property. To further assess our MSF strategy,
we uniformly feed each uncovered distribution in Sint and re-
port the maximum with average error. Concretely, we adopt
the MSE and MAE metrics to evaluate the counterfactual
prediction results under each intervention arms (uncovered
by pre-training).

Baselines. For existing PFN-based causal models, we
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Figure 3. Local generalization of PWF across Nonlinear, Non-linear, and Interaction simulations, together with the LalondePSID
benchmark. D1 is the uncovered distribution used for fine-tuning. D2 and D3 represent distributions with low and high TV-distance from
D1, respectively.
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Figure 5. Counterfactual predictions of TabPFN, CausalPFN, and
DoPFN across Uncovered and Covered interventional distributions
for Linear, Nonlinear, Interaction simulations, and Lalonde.

choose the original TabPFN model (Hollmann et al.), the in-
context pre-trained DoPFN model (Robertson et al., 2025),
and the equivalent posterior-based CausalPFN model (Bal-
azadeh et al., 2025) (see detailed implementation in Ap-
pendix C). Regarding our fine-tuning approaches, upon three
baselines, we further select specific point-wise intervention-
als by our PWF strategy, and using the K-greedy strategy
to select the budget by our MSF strategy, where error bars
represent ± one standard deviation.

Throughout our experiments, we aim to explore three ques-
tions: (1) How existing pre-trained PFN models perform on
uncovered interventional distributions? (2) Will our PWF
strategy achieve local generalization property? (3) Will our

MSF strategy achieve near-uniform generalization property
over all interventional distributions?

6.2. RQ1: Risk of Pre-trained PFN Models on
Uncovered Interventionals

More specifically, we first examine the performance of pre-
trained PFN models (with a subset of Sint) on covered and
uncovered interventional distributions. As illustrated in Fig-
ure 5, in the Covered setting, all models maintain relatively
low error rates, with TabPFN generally achieving the low-
est MSE, particularly in Nonlinear scenarios (MSE ≈ 0.1).
However, in the Uncovered setting, the predictive risk in-
creases substantially for all models (e.g., with significant
enlarged error > 5 on the Lalonda dataset). Conversely,
CausalPFN and DoPFN exhibit high variance and higher
mean error in the Uncovered Nonlinear setting compared
to their performance in covered distributions. These results
suggest that while pre-trained PFNs excel at in-distribution
interventional reasoning, they struggle to generalize to un-
covered distributions with degraded causal estimations, ver-
ifying our theory in Section 4.

6.3. RQ2: Local Generalization Property of PWF

In this section, we evaluate the local generalization capa-
bilities of the Point-wise fine-tuning (PWF) strategy. As
illustrated in Figure 3, several key observations emerge: (1)
Significant Error Reduction on D1: Across all three struc-
tural settings (Linear, Nonlinear, and Interaction), applying
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figure compares counterfactual prediction results (MAE) against the MSF strategy over the entire set of uncovered interventionals.
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Figure 7. Performance evaluation of the the MSF strategy w.r.t the sampling budget size K (at |X| = 10). The plots track the average and
worst-case MAE for TabPFN, CausalPFN, and DoPFN across different structural causal mechanisms.

PWF on the uncovered distribution D1 leads to a dramatic
decrease in MSE compared to the zero-shot ”Pretrained” per-
formance. (2) Effective Local Generalization to D2: When
evaluated on D2 proximal to the fine-tuning distribution
D1, the MSE remains consistently low across all models,
incidating indicates that the PWF strategy successfully cap-
tures the local interventional neighborhood. (3) Limits of
Local Generation on D3: The performance on D3 (i.e., in-
terventionals far from D1) is generally worse than on D2,
suggesting that using PWF can only cover limited range of
generalized counterfactual prediction on interventionals.

Moreover, Figure 4 further reports the MSE as a function of
the Wasserstein divergence between the fine-tuning and test
interventional distributions. As the Wasserstein divergence
increases, the error grows smoothly, reflecting the inherently
local nature of point-wise fine-tuning.

6.4. RQ3: Uniform Generalization Property of MSF

To further evaluate the proposed MSF approach, we exam-
ine its capability to control the uniform generalization over
the entire candidate set of interventional distributions Sint.
As shown in Figure 6, in the Pretrained (zero-shot) setting,
all models exhibit a sharp escalation in predictive risk as the
SCM excels, particularly in the Interaction setting where the
worst-case error for CausalPFN exceeds 8.0 at |X| = 10. In
contrast, our MSF yields to a steady error reduction in both
average MSE and worst-case MSE for all considered back-

bones, informing the robust, amortized inference towards
arbitrary interventional distributions.

Meanwhile, as illustrated in Figure 7, we analyze the im-
pact of the sampling budget K by observing a consistent
trend where increasing the budget size K from 5 to 11 for
synthetic data and from 30 to 35 to the real-world Lalonde
data. Notably, the TabPFN backbone maintains the most
stable error profile, while CausalPFN and DoPFN exhibit
significant gains in predictive accuracy as the budget K
increases, entailing the necessity of choosing inappropriate
K with trade-off between budget cost and performance.

7. Conclusion
We show that unified pre-training in Prior-data Fitted Net-
works (PFNs) is fundamentally insufficient for general
causal effect estimation, as exponentially large interven-
tional space cannot be covered by finite pre-training. This
prior uncoverage leads to unavoidable posterior inconsis-
tency and systematic estimation bias, distinguishing causal
inference from standard prediction tasks. To resolve this, we
demonstrate that interventional fine-tuning is necessary and
propose Point-Wise Interventional Fine-tuning (PWF) for
local generalization and Meta-Sampling Fine-tuning (MSF)
for uniform coverage of the interventional space. Extensive
experiments on synthetic and real-world benchmarks val-
idate our theory and show that fine-tuning restores robust
amortized causal inference.
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A., Yasunaga, M., Oblak, S., and Leskovec, J. Zero-
shot causal learning. Advances in Neural Information
Processing Systems, 36:6862–6901, 2023.

Oganisian, A. and Roy, J. A. A practical introduction to
bayesian estimation of causal effects: Parametric and
nonparametric approaches. Statistics in medicine, 40(2):
518–551, 2021.

Pearl, J. Causality. Cambridge university press, 2009.

Peters, J., Mooij, J. M., Janzing, D., and Schölkopf, B.
Causal discovery with continuous additive noise models.
The Journal of Machine Learning Research, 15(1):2009–
2053, 2014.

Prosperi, M., Guo, Y., Sperrin, M., Koopman, J. S., Min,
J. S., He, X., Rich, S., Wang, M., Buchan, I. E., and
Bian, J. Causal inference and counterfactual prediction
in machine learning for actionable healthcare. Nature
Machine Intelligence, 2(7):369–375, 2020.

Qin, T., Wang, T.-Z., and Zhou, Z.-H. Budgeted heteroge-
neous treatment effect estimation. In International Con-
ference on Machine Learning, pp. 8693–8702. PMLR,
2021.

Rivoirard, V. and Rousseau, J. Bernstein–von mises theorem
for linear functionals of the density. Annals of Statistics,
40(3):1489–1523, 2012.

Robertson, J., Reuter, A., Guo, S., Hollmann, N., Hutter, F.,
and Schölkopf, B. Do-pfn: In-context learning for causal
effect estimation. arXiv preprint arXiv:2506.06039,
2025.

Rubin, D. B. Estimating causal effects of treatments in
randomized and nonrandomized studies. Journal of edu-
cational psychology, 66:688–701, 1974.

Rubin, D. B. Bayesian inference for causal effects: The role
of randomization. The Annals of statistics, pp. 34–58,
1978.

Scetbon, M., Jennings, J., Hilmkil, A., Zhang, C., and Ma,
C. A fixed-point approach for causal generative model-
ing. In Forty-first International Conference on Machine
Learning.

Shalit, U., Johansson, F. D., and Sontag, D. Estimating
individual treatment effect: generalization bounds and
algorithms. In International Conference on Machine
Learning, pp. 3076–3085. PMLR, 2017.

Shi, C., Blei, D., and Veitch, V. Adapting neural networks
for the estimation of treatment effects. Advances in neural
information processing systems, 32, 2019.

Stuart, E. A. Matching methods for causal inference: A
review and a look forward. Statistical science: a review
journal of the Institute of Mathematical Statistics, 25(1):
1, 2010.

Sundin, I., Schulam, P., Siivola, E., Vehtari, A., Saria, S.,
and Kaski, S. Active learning for decision-making from
imbalanced observational data. In International confer-
ence on machine learning, pp. 6046–6055. PMLR, 2019.

Tsang, I. W., Kwok, J. T., Cristianini, N., et al. Core vec-
tor machines: Fast svm training on very large data sets.
Journal of Machine Learning Research, 6(4), 2005.

Van der Laan, M. J., Rose, S., et al. Targeted learning:
causal inference for observational and experimental data,
volume 10. Springer, 2011.

Vanderschueren, T. Operational decision-making with ma-
chine learning and causal inference. PhD thesis, Univer-
sity of Antwerp, 2024.

Vazirani, V. V. Approximation algorithms, volume 1.
Springer, 2001.

Wager, S. and Athey, S. Estimation and inference of hetero-
geneous treatment effects using random forests. Journal
of the American Statistical Association, 113(523):1228–
1242, 2018.

Yao, L., Li, S., Li, Y., Huai, M., Gao, J., and Zhang, A.
Representation learning for treatment effect estimation
from observational data. Advances in Neural Information
Processing Systems, 31, 2018.

Zhang, J., Jennings, J., Hilmkil, A., Pawlowski, N., Zhang,
C., and Ma, C. Towards causal foundation model: on
duality between causal inference and attention. arXiv
preprint arXiv:2310.00809, 2023.

Zheng, X., Aragam, B., Ravikumar, P. K., and Xing, E. P.
Dags with no tears: Continuous optimization for structure
learning. Advances in neural information processing
systems, 31, 2018.

10

Confidential reviewer copy. This manuscript is under double-blind review by ICML 2026. Unauthorized sharing, redistribution, or disclosure is

strictly prohibited.



550
551
552
553
554
555
556
557
558
559
560
561
562
563
564
565
566
567
568
569
570
571
572
573
574
575
576
577
578
579
580
581
582
583
584
585
586
587
588
589
590
591
592
593
594
595
596
597
598
599
600
601
602
603
604

Submission and Formatting Instructions for ICML 2026

Appendix

A. Proof of Theories: Risk of Unified Pre-training
A.1. Theory of Push-forward Relationship between SCM Prior and Distributional Prior

Lemma 1 (Push-forward Posterior from SCM to Distributions). Let Dn denote the n in-context examples (i.e., evidence)
for PFN to inference, where Dn might contain both interventional (X̃) or observational (X) samples. Moreover, we define
the likelihood of Dn under an SCM M ∈ M by L(Dn | M), and L(Dn | P ) for each P ∈ P . Let Λ be any prior on M,
and let Π := Φ#Λ be its push-forward prior on P , i.e. Π(B) = Λ(Φ−1(B)) for any B ⊆ P . Define the corresponding
posteriors:

Λn(A) :=

∫
A
L(Dn | M) Λ(dM)∫

M L(Dn | M) Λ(dM)
, Πn(B) :=

∫
B
L(Dn | P )Π(dP )∫

P L(Dn | P )Π(dP )
.

Then the posteriors satisfy Φ#Λn = Πn, i.e., for all measurable B ⊆ P , Λ
(
Φ−1(B) | Dn

)
= Π(B | Dn).

Proof. We re-write the in-context samples as Dn = {(a(i), x(i))}ni=1, the label a(i) denotes the experimental condition
under which x(i) is drawn. This condition may correspond to:

• The observational environment, a(i) = obs, in which case x(i) ∼ P obs
M = PM , or

• An interventional environment, a(i) = do(X̃ = x̃), in which case x(i) ∼ P
do(X̃=x̃)
M .

Thus the likelihood under an SCM M ∈ M is

L(Dn | M) =

n∏
i=1

P a(i)

M (x(i)).

By construction of Φ, the image Φ(M) is not a single marginal law but the full family {P a
M : a ∈ A} of observational and

interventional distributions induced by M . Hence, as any in-context samples Dn = {(a(i), x(i))}ni=1 are sampled from the
family {P a

M}a, the joint likelihood
∏n

i=1 P
a(i)

M (x(i)) admits the following equality:

L(Dn | M) =

n∏
i=1

P a(i)

Φ(M)(x
(i)) = L(Dn | Φ(M)). (∗)

Now fix any measurable B ⊆ P . Using Bayes’ rule,

Φ#Λn(B) = Λn(Φ
−1(B)) = Λ(Φ−1(B) | Dn) =

∫
Φ−1(B)

L(Dn | M) Λ(dM)∫
M

L(Dn | M) Λ(dM)

.

Applying (∗) yields

Λ(Φ−1(B) | Dn) =

∫
Φ−1(B)

L(Dn | Φ(M)) Λ(dM)∫
M

L(Dn | Φ(M)) Λ(dM)

.

Since Π = Φ#Λ, for any measurable f : P → R,∫
M

f(Φ(M)) Λ(dM) =

∫
P
f(P )Π(dP ).

Choosing f(P ) = L(Dn | P )1B(P ) and f(P ) = L(Dn | P ) respectively gives∫
Φ−1(B)

L(Dn | Φ(M)) Λ(dM) =

∫
B

L(Dn | P )Π(dP ),
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M

L(Dn | Φ(M)) Λ(dM) =

∫
P
L(Dn | P )Π(dP ).

Substituting these identities into the expression for Λ(Φ−1(B) | Dn) yields

Λ(Φ−1(B) | Dn) =

∫
B
L(Dn | P )Π(dP )∫

P L(Dn | P )Π(dP )
= Π(B | Dn) = Πn(B).

Thus Φ#Λn = Πn, completing the proof.

A.2. Theory of Uncovered Probability

Theorem 1 [Exponential Prior Uncoverage under Finite Interventional Pretraining] Let Π be a meta-prior over Sint

such that π(X̃, x̃) > 0 for all (X̃, x̃). Suppose a PFN is pre-trained on a finite subset Sint = {P (1), . . . , P (N)} ⊂ Sint,
yielding the empirical prior Π̂. Then the uncovered prior mass

Π
(
Sp
zero

)
= Π

(
Sint \ Sint

)
satisfies

Π
(
Sp
zero

)
≥ 1− N

(1 + d)D
,

and in particular, for any polynomially bounded N = poly(D, d),

lim
D→∞

Π
(
Sp
zero

)
= 1,

i.e., the uncovered interventional prior mass converges to one exponentially fast in the number of variables D.

Proof. We first lower bound the cardinality of the full interventional set Sint. For each variable Xi, there are two possibilities:
either Xi is not intervened, or it is intervened and fixed to a value in Xi. Since |Xi| ≤ d, each variable admits at most (1+ d)
distinct intervention states. Therefore, the total number of distinct hard interventions satisfies

|Sint| ≥
D∏
i=1

(1 + |Xi|) ≥ (1 + d)D.

Since the meta-prior Π assigns strictly positive probability mass to each interventional configuration, the maximum total
prior mass that can be covered by N distinct interventional distributions is at most N/(1+d)D. Consequently, the uncovered
prior mass satisfies

Π
(
Sp
zero

)
= 1−Π(Sint) ≥ 1− N

(1 + d)D
.

Finally, when N grows at most polynomially in (D, d), the ratio N/(1 + d)D decays exponentially fast to zero as D → ∞,
implying that Π(Sp

zero) → 1.

A.3. General Lower Divergence Bound in Prior Space

Theorem 1. (Prior Divergence Lower Bound under Non-Uniform Prior) Let the total mass of Sp
zero under the grounding

prior Π as
δ := Π(Sp

zero) =
∑

Pdo(X̃=x̃)∈Sp
zero

π(X̃, x̃).

Suppose further that any uncovered interventional distribution P do(X̃=x̃) ∈ Sp
zero has total-variation distance to the nearest

covered one satisfying
inf

Q∈Sint

TV
(
P do(X̃=x̃), Q

)
≥ ε0 > 0.

Then, the following universal lower bounds hold:

TV(Π, Π̂) ≥ δ, WTV(Π, Π̂) ≥ ε0 δ. (17)
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Proof. From the definition of total variation distance between two distributions over Sint,

TV(Π, Π̂) = sup
A⊆Sint

∣∣Π(A)− Π̂(A)
∣∣.

By taking A = Sp
zero, we have Π̂(A) = 0 and Π(A) = δ, hence TV(Π, Π̂) ≥ δ. For the transportation cost under the TV

metric,

WTV(Π, Π̂) = inf
γ∈Γ(Π,Π̂)

∫
TV(P,Q) dγ(P,Q),

where Γ(Π, Π̂) denotes the set of all valid couplings. Since all prior mass δ over Sp
zero must be transported to the empirical

support Sint, and each such transport incurs a cost of at least ε0 by assumption, we obtain the lower bound

WTV(Π, Π̂) ≥ ε0 δ.

A.4. Examples: Prior Divergence Bound on Priors

Corollary 7 (Concrete priors: three cases). Under the notation and assumptions of Theorem 2, assume the pretrained model
observes N interventional distributions Sint = {P (i)}Ni=1 and let ε0 > 0 be the minimal TV gap from uncovered to covered
distributions as in the theorem. Then the following hold for the three concrete choices of the true meta-prior Π:

1. Uniform prior over interventions.
If

π(X̃, x̃) =
1

(1 + d)D
for all X̃ ⊆ X, x̃ ∈ XX̃ ,

then the uncovered mass equals

δ = 1− N

(1 + d)D
,

and thus
TV(Π, Π̂) ≥ 1− N

(1 + d)D
, WTV(Π, Π̂) ≥ ε0

(
1− N

(1 + d)D

)
.

2. Size-penalized prior (scale λ > 0).
Suppose the prior penalizes interventions by cardinality |X̃| via

π(X̃, x̃) =
λ|X̃|

ZD
· 1

d|X̃|
, ZD :=

D∑
k=0

(
D

k

)
λk,

i.e. all assignments of the same intervened set are equally likely under the conditional of that set. Then the uncovered
mass is

δ = 1− 1

ZD

∑
P (i)∈Sint

λ|X̃(i)|,

where |X̃(i)| is the number of variables intervened in P (i). Hence

TV(Π, Π̂) ≥ 1− 1

ZD

∑
P (i)∈Sint

λ|X̃(i)|, WTV(Π, Π̂) ≥ ε0

(
1− 1

ZD

∑
P (i)∈Sint

λ|X̃(i)|
)
.

3. Graph-structured prior (structure bias α ≥ 0).
Let degG(X̃) denote a graph-derived complexity of the intervened set (e.g. total degree in G), and define

π(X̃, x̃) =
exp

(
− α degG(X̃)

)
ZG

· 1

d|X̃|
, ZG :=

∑
X̃⊆X

(
d|X̃|

1

)
exp

(
− α degG(X̃)

)
.
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(The factor 1/d|X̃| distributes mass uniformly over assignments x̃ for fixed X̃; ZG normalizes over all intervened sets
and assignments.) Then the uncovered mass is

δ = 1− 1

ZG

∑
P (i)∈Sint

exp
(
− α degG(X̃

(i))
)
,

and consequently

TV(Π, Π̂) ≥ 1− 1

ZG

∑
P (i)∈Sint

exp
(
− α degG(X̃

(i))
)
,

WTV(Π, Π̂) ≥ ε0

(
1− 1

ZG

∑
P (i)∈Sint

exp
(
− α degG(X̃

(i))
))

.

Proof. Each case is a direct instantiation of Theorem 2. Compute the uncovered prior mass δ = Π(Sint \ Sint) =
1−

∑
P (i)∈Sint

π(X̃(i), x̃(i)) under the specified π(·), then apply the bounds TV(Π, Π̂) ≥ δ and WTV(Π, Π̂) ≥ ε0δ.

Remark 1 (Uniform prior). When Π is uniform, all possible interventions are equally likely. The uncovered mass
δ = 1 − N

(1+d)D
grows exponentially with M , indicating that the empirical prior Π̂ quickly loses support as the causal

system dimension increases. Hence, even large-scale pretraining cannot achieve full coverage, making zero-shot inference
over unseen interventions theoretically impossible.

Remark 2 (Size-penalized prior). This prior favors smaller intervention sets through the hyperparameter λ < 1. As λ
decreases, Π concentrates on low-order interventions, reducing δ for those but enlarging the uncovered mass for large-scale
ones. Consequently, PFN pretraining may achieve few-shot generalization for single-variable interventions, yet still fails on
multi-variable (combinatorial) interventions—an implicit form of the exponential blow-up problem in causal coverage.

Remark 3 (Graph-structured prior). Here the prior encodes structural inductive bias from the causal graph G via degG(X̃).
When α > 0, interventions on highly connected nodes receive smaller prior mass, focusing learning on local interventions.
However, if pretraining lacks exposure to high-degree variables, the uncovered prior mass δ remains significant, yielding a
lower bound on distributional divergence even under graph-aware meta-priors. This explains why PFN-style models with
limited structure coverage cannot guarantee consistent posterior inference across all causal mechanisms.

A.5. Inconsistent Estimations of Interventional Query

Theorem 2. (Posterior inconsistency under prior divergence) Let Π denote the true meta-prior over interventional
distributions {Pint}, and Π̂ the empirical prior induced by N observed interventions Sint = {P (i)

int}Ni=1. For any functional
of the interventional distribution

Q(Pint) =

∫
q(x)Pint(dx), (18)

let ΠN (Q) denote the posterior of Q under Π̂ after observing N samples from the causal system. Assuming that:
(1) the regularity conditions of the Bernstein–von Mises theorem hold for the true prior Π: the likelihood is sufficiently
smooth, Q is a differentiable functional of Pint, and the Fisher information I(Q∗) at the true value Q∗ is positive definite;
(2) The queried interventional statistics distinguish distributions in Sp

zero from its complement, i.e., there exists a constant
η > 0 such that

inf
P∈Sp

zero

inf
P ′∈Sint

∣∣Q(P )−Q(P ′)
∣∣ ≥ η∥P − P ′∥TV . (19)

(3) The function q : X → R is measurable and bounded:

∥q∥∞ := sup
x∈X

|q(x)| < ∞.

When conditions in Theorem 2 holds, then the interventional query induced by Π̂ admits the lower bound on the posterior
bias:

EPint∼Π̂

[
|Q(Pint)−Q∗|

]
≥ ηδ −O(n−1/2).
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Moreover, the posterior contraction rate satisfies

∥ΠN (Q)−N (Q∗, I
−1(Q∗)/N)∥TV ≥ δ −O(n−1/2),

which implies that the posterior cannot asymptotically converge to the nominal Gaussian limit unless N ≫ δ−2 or
TV(Π, Π̂) → 0.

Proof of Corollary 3. Let Π denote the true meta-prior over interventional distributions {Pint} and Π̂ the empirical prior
induced by N observed interventional components Sint = {P (i)

int}Ni=1. Let A = Sp
zero be the subset of unseen interventional

distributions such that Π(A) = δ > 0 and Π̂(A) = 0. Denote Ac its complement, the set of covered interventions with
Π̂(Ac) = 1.

Step 1. Prior decomposition. The true prior Π can be written as a convex mixture

Π = (1− δ)ΠAc + δΠA,

where ΠAc(·) = Π(· | Ac) and ΠA(·) = Π(· | A) are the conditional priors on the covered and uncovered regions. Since
the empirical prior Π̂ is only supported on Ac, it can be expressed as Π̂ = (1− δ)Π̃Ac for some probability measure Π̃Ac

supported on Ac. Hence, the discrepancy between the true and empirical priors is

TV(Π, Π̂) = δ + (1− δ)TV(ΠAc , Π̃Ac) ≥ δ.

Step 2. Derivation of the conditional posteriors. We start from Bayes’ rule for the (unnormalized) posterior measure over
the space of interventional distributions Sint:

dΠ(Π)
n (P ) ∝ Ln(P ) dΠ(P ),

where Ln(P ) denotes the marginal likelihood of the observed data under model P , and Π is the prior over Sint.

Partition the parameter space into two disjoint measurable sets A (uncovered interventions) and Ac (covered interventions).
For any measurable test set B ⊆ Sint we may write∫

B

Ln(P ) dΠ(P ) =

∫
B∩Ac

Ln(P ) dΠ(P ) +

∫
B∩A

Ln(P ) dΠ(P ).

Define the (prior) conditional measures on Ac and A:

ΠAc(C) =
Π(C ∩Ac)

Π(Ac)
, ΠA(C) =

Π(C ∩A)

Π(A)
,

for any measurable C ⊆ Sint, provided Π(Ac) > 0 and Π(A) > 0. (When a denominator is zero the corresponding
conditional measure is undefined; one then treats the expressions in the limiting or trivial sense.)

Using these conditional priors we can rewrite the integrals appearing in the posterior as∫
B∩Ac

Ln(P ) dΠ(P ) = Π(Ac)

∫
B∩Ac

Ln(P ) dΠAc(P ),

and ∫
B∩A

Ln(P ) dΠ(P ) = Π(A)

∫
B∩A

Ln(P ) dΠA(P ).

Now the posterior probability of B is the normalized version of the unnormalized integral:

Π(Π)
n (B) =

∫
B

Ln(P ) dΠ(P )∫
Sint

Ln(P ) dΠ(P )

=

∫
B∩Ac

Ln(P ) dΠ(P ) +

∫
B∩A

Ln(P ) dΠ(P )∫
Ac

Ln(P ) dΠ(P ) +

∫
A

Ln(P ) dΠ(P )

.
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Remark in Proof [1]. The above derivations follow the typical Bayesian formula, with the following detailed expansions.
Given n observations with marginal likelihood Ln(P ), the posterior measure Π

(Π)
n is defined by Bayes’ rule as:

dΠ(Π)
n (P ) =

Ln(P ) dΠ(P )∫
Sint

Ln(P
′) dΠ(P ′)

. (20)

For any measurable subset B ⊆ Sint, the posterior probability of B is then

Π(Π)
n (B) =

∫
B

dΠ(Π)
n (P ) =

∫
B

Ln(P ) dΠ(P )∫
Sint

Ln(P ) dΠ(P )

. (21)

Restricting to the case where we condition on Ac (i.e. consider the posterior mass of B relative to the event Ac), we obtain
the conditional posterior on Ac by renormalizing the posterior restricted to Ac:

Π(Ac)
n (B) := Π(Π)

n (B | Ac) =
Π

(Π)
n (B ∩Ac)

Π
(Π)
n (Ac)

=

∫
B∩Ac

Ln(P ) dΠ(P )∫
Ac

Ln(P ) dΠ(P )

.

The algebraic steps used are just Bayes’ rule plus the definition of conditional probability, and the denominator is the
posterior mass of Ac (assumed positive).

Step 3. Posterior decomposition. Let A = Sp
zero be the set of uncovered interventional distributions and Ac = Sint \A its

complement. For any measurable subset B ⊆ Sint (here B is an arbitrary measurable event in the space of interventional
distributions, e.g. B = {P} or B = A), we denote by Ln(P ) the marginal likelihood of the observed data under model P .

Step 2 provides conditional (restricted-and-renormalized) posteriors on Ac and A by

Π(Ac)
n (B) =

∫
B∩Ac

Ln(P ) dΠ(P )∫
Ac

Ln(P ) dΠ(P )

, Π(A)
n (B) =

∫
B∩A

Ln(P ) dΠ(P )∫
A

Ln(P ) dΠ(P )

.

(These are well-defined probability measures provided the denominators are positive; if a denominator is zero the corre-
sponding conditional posterior is degenerate and the following algebra should be interpreted in the limiting sense.)

Using the prior decomposition in Step 1 as

Π = (1− δ)ΠAc + δΠA, Π̂ = (1− δ) Π̃Ac ,

the unnormalized posterior under Π has total mass (normalizing constant)

Zn =

∫
Ln(P ) dΠ(P ) = (1− δ)

∫
Ac

Ln(P ) dΠAc(P ) + δ

∫
A

Ln(P ) dΠA(P ).

Set
Z(Ac)
n :=

∫
Ac

Ln(P ) dΠAc(P ), Z(A)
n :=

∫
A

Ln(P ) dΠA(P ),

so that Zn = (1− δ)Z
(Ac)
n + δZ

(A)
n . Consequently, the (normalized) posterior under Π can be written as the convex mixture

Π(Π)
n = wn Π

(Ac)
n + (1− wn)Π

(A)
n , (22)

where the mixture weight wn is exactly

wn =
(1− δ)Z

(Ac)
n

(1− δ)Z
(Ac)
n + δZ

(A)
n

=
(1− δ)Z

(Ac)
n

Zn
∈ (0, 1). (23)
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Intuitively, wn is the posterior probability (under Π) assigned to the covered region Ac.

By contrast, the empirical prior Π̂ is supported on Ac, hence its posterior is the renormalized restriction of the likelihood to
Ac with respect to Π̃Ac :

Π(Π̂)
n (B) =

∫
B∩Ac

Ln(P ) dΠ̃Ac(P )∫
Ac

Ln(P ) dΠ̃Ac(P )

=: Π̃(Ac)
n (B), (24)

so Π
(Π̂)
n is supported entirely on Ac.

Moreover, observe that Π(Π)
n assigns mass (1 − wn) to A while Π

(Π̂)
n assigns mass 0 to A. Therefore the total-variation

distance between the two posteriors satisfies the immediate lower bound

TV
(
Π(Π)

n , Π(Π̂)
n

)
≥

∣∣Π(Π)
n (A)−Π(Π̂)

n (A)
∣∣ = 1− wn. (25)

(Indeed TV distance is at least the absolute mass difference on any measurable set; here take the set A.)

Remark in Proof [2]: wn → 1− δ with infinite n. To be first, the marginal likelihood can be written as

Ln(P ) ≈ exp {−nDKL (P
⋆∥P )} , (26)

and the integral Z(A)
n :=

∫
A
Ln(P ) dΠA(P ) will tend to zero as the region A does not contain the true distribution

corresponding to the interventional query P ∗
int. Then together with the regularity conditions, i.e., namely that the likelihood

Ln(P ) concentrates near the true data-generating distribution P ∗
int, the true prior Π assigns positive mass to P ∗

int, and the
normalizing integrals Z(A)

n and Z
(Ac)
n remains regular, the uncovered component’s contribution vanishes asymptotically:

Z
(A)
n

Z
(Ac)
n

→ 0, wn → 1− δ

(1− δ) + 0
= 1− δ (27)

Step 3. Bounding posterior discrepancy. Let Nn := N (Q∗, I
−1/n) denote the Gaussian limit appearing in the Bernstein–

von Mises theorem for the posterior of Q under the true prior Π. By the triangle inequality (applied with a = Π
(Π̂)
n ,

b = Π
(Π)
n , c = Nn),

∥Π(Π̂)
n −Nn∥TV ≥ ∥Π(Π̂)

n −Π(Π)
n ∥TV − ∥Π(Π)

n −Nn∥TV.

Using (25) and the Bernstein–von Mises convergence ∥Π(Π)
n −Nn∥TV = O(−1/2), we obtain

∥Π(Π̂)
n −Nn∥TV ≥ (1− wn)−O(−1/2).

Taking the lim inf as n → ∞ and recalling that under regular likelihood concentration wn → 1− δ (so 1− wn → δ), we
conclude

lim inf
n→∞

∥Π(Π̂)
n −Nn∥TV ≥ δ,

and for finite n the non-asymptotic bound

∥Π(Π̂)
n −Nn∥TV ≥ δ −O(−1/2),

holds. Equivalently, even with enough posterior evidence, i.e., n ≫ δ−2 (so that O(−1/2) ≪ δ), the gap as δ still remains
between the estimated posterior under the empirical prior Π̂ and the BvM Gaussian limit Nn.

Step 4. Posterior Interventional Query.

Let Q(Pint) =
∫
q(x) dPint(x) be the interventional query of interest, with ∥q∥∞ < ∞. Denote the true causal value

Q∗ := Q(P ⋆
int). We consider the posterior under the empirical meta-prior Π̂ and ask how prior-level discrepancies manifest

in the posterior expectation E
Π

(Π̂)
N

[Q].
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Truth uncovered by Π̂ (misspecified / irrecoverable bias). Assume that the true interventional distribution P ⋆
int is not

contained in the support of Π̂, i.e. P ⋆
int /∈ supp(Π̂), while it lies within the support of the grounding prior Π. Under standard

regularity assumptions for the Bernstein–von Mises theorem (differentiable likelihood, positive-definite Fisher information,
identifiable model), the posterior under the true prior Π admits the Gaussian approximation

Π
(Π)
N (Pint ) ≈ N

(
P ⋆
int, I(P

⋆
int)

−1/N
)
,

Applying the functional delta method to a smooth functional Q : P→R that is Fréchet differentiable at P ⋆
int with influence

function ϕQ(x) =
Q(Pint)
Pint

∣∣
Pint=P⋆

int

(Castillo & Rousseau, 2015; Rivoirard & Rousseau, 2012), we obtain

√
N
(
Q(Pint)−Q∗

)
⇒ N

(
0, ∇Q(P ⋆

int)
⊤I(P ⋆

int)
−1∇Q(P ⋆

int)
)
,

and thus
E
Π

(Π)
N

[Q] = Q∗ +O(−1/2).

Intuitively, this shows that posterior fluctuations of Q scale as −1/2 around its true causal value Q∗, provided the prior
covers P ⋆

int. Therefore the posterior query bias satisfies the exact relation∣∣E
Π

(Π̂)
N

[Q]−Q∗
∣∣ = ∣∣E

Π
(Π̂)
N

[Q]− E
Π

(Π)
N

[Q] + E
Π

(Π)
N

[Q]−Q∗
∣∣

≥
∣∣E

Π
(Π̂)
N

[Q]− E
Π

(Π)
N

[Q]
∣∣− ∣∣E

Π
(Π)
N

[Q]−Q∗
∣∣

≥ η
(
δ −O(−1/2)

)
−O(−1/2)

= ηδ −O(−1/2).

This proves the theorem.

Remark. This corollary formalizes how a non-vanishing prior gap (TV(Π, Π̂) ≥ δ) propagates through the Bernstein–von
Mises mechanism: the posterior cannot collapse to the correct Gaussian asymptotic form unless the number of observations
grows as N ≫ δ−2. Intuitively, even if the data likelihood is highly informative, the posterior remains biased towards
regions unsupported by the empirical prior. This explains why in causal meta-pretraining, incomplete intervention coverage
produces systematic posterior bias and prevents zero-shot recovery of unseen causal quantities Q(Pint).

Corollary 8 (Posterior TV gap lifts from P to M). Let Λ, Λ̂ be two priors on M, and Π = Φ#Λ, Π̂ = Φ#Λ̂ their induced
priors on P . Let Λn, Λ̂n and Πn, Π̂n be the respective posteriors given Dn. Then

∥Πn − Π̂n∥TV = ∥Φ#Λn − Φ#Λ̂n∥TV ≤ ∥Λn − Λ̂n∥TV.

In particular, if for some sequence n,

∥Πn − Π̂n∥TV ≥ δ −O(n−1/2) ⇒ ∥Λn − Λ̂n∥TV ≥ δ −O(n−1/2).

Proof. By Lemma 1 we have the pushforward identities

Πn = Φ#Λn, Π̂n = Φ#Λ̂n.

Recall the total variation distance between two probability measures µ, ν on a measurable space (X ,B) can be written as

∥µ− ν∥TV := sup
A∈B

∣∣µ(A)− ν(A)
∣∣ = 1

2

∫
X

∣∣dµ− dν
∣∣.

Let Φ : (M,BM) → (P,BP) be measurable (Lemma 1 has informed that Φ is measure) and let Φ# denote the pushforward
operator. For any measurable set B ∈ BP we have by the definition of pushforward

Φ#µ(B) = µ
(
Φ−1(B)

)
, Φ#ν(B) = ν

(
Φ−1(B)

)
.
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Hence ∣∣Φ#µ(B)− Φ#ν(B)
∣∣ = ∣∣µ(Φ−1(B))− ν(Φ−1(B))

∣∣ ≤ sup
A∈BM

∣∣µ(A)− ν(A)
∣∣ = ∥µ− ν∥TV.

Taking the supremum over all measurable B ⊆ P yields the non-expansiveness property of pushforward in total variation:

∥Φ#µ− Φ#ν∥TV := sup
B∈BP

∣∣Φ#µ(B)− Φ#ν(B)
∣∣ ≤ ∥µ− ν∥TV.

Applying this inequality with µ = Λn and ν = Λ̂n, and using the identities Πn = Φ#Λn and Π̂n = Φ#Λ̂n, we obtain

∥Πn − Π̂n∥TV = ∥Φ#Λn − Φ#Λ̂n∥TV ≤ ∥Λn − Λ̂n∥TV,

which completes the proof.

B. Proof of Theories: Interventional fine-tuning of PFNs
B.1. Generalizations of PWF and MSF

Theorem 3. (Robustness of PFN under TV-ball perturbations) Let P 0
int denote the point-wise interventional distribution

for fine-tuning, and let Bε(P
0
int) := {P : TV(PW , P 0,W

int ) ≤ ε} denote the TV ball of radius ε around P 0
int in the marginal

W -space. As the PFN (parametrized by θt in the round t of fine-tuning) is micro-tuned at step t via empirical samples
by sampling = {X(i)}nf

i=1 from P 0
int and optimizing q(W | θt). Then, with probability at least 1− δ over the sampling of

X(t), the local gereralization capability of tuned PFN holds for any interventional distribution P with distance from P 0
int is

exhibited in below:

sup
P∈Bε(P 0

int)

∣∣Q̂t −QW (P )
∣∣ ≤ ∆t

opt︸︷︷︸
optimization bias

+Mq

√
2 log(2/δ)

nf︸ ︷︷ ︸
sampling error

+ 2Mq ε︸ ︷︷ ︸
TV-ball drift

, (28)

where ∆t
opt := |QW (P 0

int)−QW (q(W | θt))| is the optimization bias.

Proof. We decompose the total error via the triangle inequality:∣∣Q̂t −QW (P )
∣∣ ≤ ∣∣Q̂t −QW (P 0

int)
∣∣︸ ︷︷ ︸

empirical / optimization error

+
∣∣QW (P 0

int)−QW (P )
∣∣︸ ︷︷ ︸

TV-ball deviation

, ∀P ∈ Bε(P
0
int).

Step 1: TV-ball deviation. For any P ∈ Bε(P
0
int), by the standard bound of total variation distance for bounded functions:

∣∣QW (P 0
int)−QW (P )

∣∣ = ∣∣∣ ∫ q(w) (P 0,W
int − PW )(dw)

∣∣∣ ≤ 2Mq TV(P 0,W
int , PW ) ≤ 2Mq ε.

Step 2: Empirical / optimization error. By definition, Q̂t is an empirical average over nf i.i.d. samples from P 0
int:

Q̂t =
1

nf

nf∑
i=1

q(W (i); θt),

with E[Q̂t] = QW (q(W | θt)). We can bound the deviation of the empirical mean from its expectation via Hoeffding
inequality: ∣∣ 1

nf

nf∑
i=1

q(W (i); θt)−QW (q(W | θt))
∣∣ ≤ Mq

√
2 log(2/δ)

nf
, w.p. 1− δ.

Adding the optimization bias
∆t

opt := |QW (P 0
int)−QW (q(W | θt))|
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yields ∣∣Q̂t −QW (P 0
int)

∣∣ ≤ ∆t
opt +Mq

√
2 log(2/δ)

nf
.

Step 3: Combine bounds. Combining Step 1 and Step 2, we have for all P ∈ Bε(P
0
int):

∣∣Q̂t −QW (P )
∣∣ ≤ ∆t

opt︸︷︷︸
optimization bias

+Mq

√
2 log(2/δ)

nf︸ ︷︷ ︸
sampling error

+ 2Mqε︸ ︷︷ ︸
TV-ball drift

.

Taking the supremum over the TV ball yields the stated bound (28).

Theorem 5. (Local Generalization under MSF) Let Sgreedy ⊆ Sint be a set of K interventional distributions selected by
the greedy k-center algorithm under the distance d(P, P ′) = TV(PW , P ′

W ), and let ε(Sgreedy) denote its induced coverage
radius. Suppose that the PFN is fine-tuned using nf samples drawn from the mixture distribution supported on Sgreedy.
Then, with probability at least 1− δ, for any interventional distribution P ∈ Sint, the following bound holds:

∣∣Q̂t −QW (P )
∣∣ ≤ ∆t

opt + Mq

√
2 log(2/δ)

nf
+ 4Mq ε(S⋆), (29)

where S⋆ denotes an optimal solution to the k-center objective in (15).

Proof. Fix any interventional distribution P ∈ Sint. By definition of the coverage radius ε(Sgreedy), there exists a selected
distribution P ′ ∈ Sgreedy such that

TV(PW , P ′
W ) ≤ ε(Sgreedy).

Consider the PFN fine-tuned on samples drawn from the mixture distribution supported on Sgreedy. Since P ′ belongs to the
support of the fine-tuning distribution, the point-wise local generalization guarantee in Theorem 5 applies to P relative to
P ′. Specifically, with probability at least 1− δ, we have

∣∣Q̂t −QW (P )
∣∣ ≤ ∆t

opt +Mq

√
2 log(2/δ)

nf
+ 2Mq TV(PW , P ′

W ).

Substituting the bound on TV(PW , P ′
W ) yields

∣∣Q̂t −QW (P )
∣∣ ≤ ∆t

opt +Mq

√
2 log(2/δ)

nf
+ 2Mq ε(Sgreedy).

Finally, by the k-center approximation guarantee in Lemma 2, the greedy selection satisfies ε(Sgreedy) ≤ 2ε(S⋆). Combining
the above inequalities completes the proof.

B.2. Examples of Local Generalizations of PWF

Example 2 (Local Generalization on Linear–Gaussian Models). Consider a linear-Gaussian causal model on variables
X with structural matrix B and zero-mean Gaussian exogenous noises: X = BX + ε with ε ∼ N (0, D), where
D = diag(σ2

1 , . . . , σ
2
n). Then the W -marginal distributions admits Gaussian, i.e., PW |Do(S=s)

int = N (µS ,ΣS) and
P

W |Do(T=t)
int = N (µT ,ΣT ). Let M be the linear map from intervention values to target means (so µS − µT = M(s− t)).

TVW

(
P

W |Do(S=s)
int , P

W |Do(T=t)
int

)
≤

√
1
2 KL

(
N (µS ,ΣS) ∥N (µT ,ΣT )

)
,

where the Gaussian KL on the right is the standard closed form (see proof).
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Detailed proof. We prove three facts in order and then combine them to obtain the TV bound.

Notation and setup. Suppose that (I −B) invertible. Let S ⊆ {1, . . . ,M} and T ⊆ {1, . . . ,M} be intervention index sets.
Fix a target index set W ⊆ {1, . . . ,M} such that both interventional marginals on W are well-defined; for concreteness
assume W ⊆ −S ∩ −T (i.e. W are not directly intervened on). Moreover, we write −S for the complement of S, and use
similar notation for −T . We let RW,−S denote the selection/projection matrix that extracts the W -coordinates from X−S .

Step 1 — Mean and covariance under a hard intervention. Replace structural equations for indices in S by constants s.
Partition variables as X = (X−S , XS). The subsystem for the non-intervened block X−S is

X−S = B−S,−S X−S +B−S,S s+ ε−S .

Solve for X−S :
X−S = (I −B−S,−S)

−1B−S,S s + (I −B−S,−S)
−1ε−S .

Projecting to coordinates W ⊆ −S via RW,−S yields the W -marginal under Do(S = s):

µS = RW,−S(I −B−S,−S)
−1B−S,S s, ΣS = RW,−S(I −B−S,−S)

−1D−S,−S

(
(I −B−S,−S)

−1
)⊤

R⊤
W,−S .

(Here D−S,−S is the principal submatrix of D for indices −S.) Analogous formulas hold for µT ,ΣT by replacing S, t with
T, t and using blocks indexed by −T .

Step 2 — Linear relation for the mean difference. Assuming W ⊆ −S ∩ −T so both µS , µT are defined by the above
form with projections from the same coordinate set, we can write their difference as

µS − µT =
[
RW,−S(I −B−S,−S)

−1B−S,S

]
s−

[
RW,−T (I −B−T,−T )

−1B−T,T

]
t.

In many standard orderings (or when W,−S,−T coincide for the projection step) this reduces to the compact representation

µS − µT = M(s− t),

with M the appropriate linear map from intervention coordinates to W -means; for instance, when the blocks align
under the partition X = (W,S,R), one may take M = (I − BWW )−1BW,S , recovering the often-used expression
µS − µT = M(s− t). (If −S and −T differ, one must embed coordinates appropriately; the relation remains linear in s
and t.)

Step 3 — TV bound via Pinsker and Gaussian KL (no equal-covariance assumption). Both target marginals are
multivariate Gaussian:

P
W |Do(S=s)
int = N (µS ,ΣS), P

W |Do(T=t)
int = N (µT ,ΣT ).

For any two probability measures P,Q we have Pinsker’s inequality

TV(P,Q) ≤
√

1
2KL(P∥Q).

Applying with P = N (µS ,ΣS), Q = N (µT ,ΣT ) yields

TVW

(
P

W |Do(S=s)
int , P

W |Do(T=t)
int

)
≤

√
1
2 KL

(
N (µS ,ΣS) ∥N (µT ,ΣT )

)
.

The KL divergence between multivariate Gaussians is (standard):

KL
(
N (µS ,ΣS) ∥N (µT ,ΣT )

)
= 1

2

{
tr(Σ−1

T ΣS)− d+ ln
detΣT

detΣS
+ (µT − µS)

⊤Σ−1
T (µT − µS)

}
,

where d = dim(W ). This expression depends explicitly on (µS ,ΣS), (µT ,ΣT ), hence (via the formulas in Step 1) is
computable from the SEM matrices B,D and the intervention values s, t.

Combining the last two displays gives the boxed TV upper bound stated in the Example.
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Example 3 (Local Generalization on Additive Non-linear Models (ANM)). Let the SCM follow an ANM: each structural
equation takes the form Vi = fi(Pa(Vi)) + εi with mutually independent noise variables εi. For each intervened variable
Sj , define the maximal functional range RS,j := supu,u′∈US

|fSj (Pa(Sj ;u)) − fSj (Pa(Sj ;u
′))|, and analogously RT,ℓ

for Tℓ.

(a) (Sub-Gaussian exogenous noises). Assume that the exogenous noises for variables in S and T are sub-Gaussian with
parameters σS,j and σT,ℓ, respectively. Define

∆
(G)
S,j :=

1√
2πσS,j

(
1− exp

(
−

R2
S,j

2σ2
S,j

))
, ∆

(G)
T,ℓ :=

1√
2πσT,ℓ

(
1− exp

(
−

R2
T,ℓ

2σ2
T,ℓ

))
.

Let 1
2

∑
j ∆

(G)
S,j = εs and 1

2

∑
ℓ ∆

(G)
T,ℓ = εt, then

TVW (P
W |Do(S=s)
int , P

W |Do(T=t)
int ) ≤ εs + εt.

(b) (Bounded-support & Lipschitz densities). Suppose each relevant noise density pε is L-Lipschitz on its support. Define
∆

(B)
S,j := 2LS,jRS,j and ∆

(B)
T,ℓ := 2LT,ℓRT,ℓ. Let 1

2

∑
j ∆

(B)
S,j = εs and 1

2

∑
ℓ ∆

(B)
T,ℓ = εt, then again

TVW (P
W |Do(S=s)
int , P

W |Do(T=t)
int ) ≤ εs + εt.

Proof. The divergence between interventional outcomes on W is entirely governed by the functional range and noise
smoothness of the upstream intervention nodes S, T . The result quantifies how local changes in the mechanisms of
S, T propagate through the ANM to shift the downstream distribution of W , and thereby control any causal query
Q(Pint) =

∫
q(w)Pint,W (dw) through the bound |Q(P (S)) − Q(P (T ))| ≤ 2Mq TVW (P (S), P (T )). We establish the

bound in three steps.

Step 1. Reduction via the triangle inequality. For the three distributions P (S)
W := PW |Do(S=s), P

(T )
W := PW |Do(T=t), and

PW := PW,obs, the triangle inequality for total variation gives

TVW (P
(S)
W , P

(T )
W ) ≤ TVW (P

(S)
W , PW ) + TVW (PW , P

(T )
W ). (T′)

Hence it suffices to bound each single-intervention term TVW (PW |Do(A=a), PW ) for a generic intervention set A ⊆ X .

Step 2. Single-intervention bound (general A). Fix A ⊆ X and let UA =
⋃

j Pa(Aj) be the union of parents of variables
in A. By the g-formula and ANM factorization,

pW |Do(A=a)(w) =

∫
u∈UA

p(w | A = a, UA = u) pUA
(u) du.

Similarly, the observational conditional reads

pW |A=a(w) =

∫
u∈UA

p(w | A = a, UA = u) pUA|A=a(u) du.

Therefore,

TVW (pW |Do(A=a), pW ) ≤ 1

2

∫
w,u

p(w | a, u)
∣∣pUA

(u)− pUA|A=a(u)
∣∣ du dw

=
1

2

∫
u

∣∣pUA
(u)− pUA|A=a(u)

∣∣ du = TV(pUA
, pUA|A=a),

(1′)

since p(w | a, u) integrates to one. Thus, the divergence on the target set W is upper bounded by how much the parental
variables UA deviate under the intervention on A.

Step 3. Bounding the parent-level shift. From Bayes’ rule and the ANM structure,

pUA|A=a(u) =

∏
j pεAj

(aj − fAj
(Pa(Aj ;u))) pUA

(u)

pA(a)
.
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Following the product-difference argument as in the Z-level proof,

TV(pUA
, pUA|A=a) ≤

1

2

∑
j

sup
u,u′∈UA

∣∣pεAj
(aj − fAj

(Pa(Aj ;u)))− pεAj
(aj − fAj

(Pa(Aj ;u
′)))

∣∣. (2′)

We now apply two specific noise assumptions.

(a) Sub-Gaussian case. For Gaussian (or sub-Gaussian upper-bounded) noise with parameter σAj , the density difference
satisfies

|φσ(t)− φσ(t
′)| ≤ 1√

2πσ
(1− e−(t−t′)2/(2σ2)).

Let RA,j denote the maximal amplitude of fAj on its domain; plugging into (2′) gives

TVW (pW |Do(A=a), pW ) ≤ 1
2

∑
j

1√
2πσAj

(
1− e

−R2
A,j/(2σ

2
Aj

)
)
.

Setting A = S and A = T and combining via (T′) yields

TVW (P
W |Do(S=s)
int , P

W |Do(T=t)
int ) ≤ εs + εt.

(b) Bounded-support & Lipschitz case. If pεAj
is LAj -Lipschitz, then

|pεAj
(aj − fAj

(u))− pεAj
(aj − fAj

(u′))| ≤ LAj
|fAj

(u)− fAj
(u′)| ≤ LAj

RA,j .

Substituting into (2′) and then (T′) yields

TVW (P
W |Do(S=s)
int , P

W |Do(T=t)
int ) ≤ εs + εt.

Corollary 9 (Local Generalization of Causal Query Q). We can prove the local generalization property of the interventional-
finetuned PFN model below:

(a) (Sub-Gaussian noises). If
1
2

∑
j

∆
(G)
S,j ≤ εs,

1
2

∑
ℓ

∆
(G)
T,ℓ ≤ εt,

(with ∆(G) defined as in the theorem) then

|Q(PS)−Q(PT )| ≤ 2∥q∥∞(εs + εt).

(b) (Bounded-support & Lipschitz densities). If

1
2

∑
j

∆
(B)
S,j ≤ εs,

1
2

∑
ℓ

∆
(B)
T,ℓ ≤ εt,

(with ∆(B) defined as in the theorem) then

|Q(PS)−Q(PT )| ≤ 2∥q∥∞(εs + εt).

Proof. Based on proof of Theorem 5, one gets explicit εs, εt satisfying TVW (P(S=s), P(T=t)) ≤ εs + εt. Finally, since Q
is linear with ∥q∥∞ = Mq < ∞,

|QW (PS
int)−QW (PT

int)| =
∣∣∣∣∫ q(w) [p

W |Do(S=s)
int − p

W |Do(T=t)
int ](dw)

∣∣∣∣ ≤ 2Mq TV
(
P

W |Do(S=s)
int , P

W |Do(T=t)
int

)
. (30)

and substituting the target-level TV bound yields the stated inequality.
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C. Experimental Details
C.1. Setup

We evaluate three PFN-based tabular backbones (i.e., TabPFN v2.5 (Hollmann et al.), CausalPFN (Balazadeh et al., 2025),
and DoPFN (Robertson et al., 2025)) and adapt each of them via the same fine-tuning protocols used in our experiments
(Pointwise fine-tuning and Meta-Sample fine-tuning; see Sec. 5). Both fine-tuning experiments are implemented in PyTorch
and conducted on two NVIDIA H100 GPUs. We finetune each PFN backbone using standard gradient-based optimization
on interventional regression tasks generated from three SCM settings (i.e., linear, nonlinear, and interaction) with additive
noise εY ∼ N (0, 0.12). During training, the batch size per gradient step is B = 32.

We construct a pool of interventional distributions P ⊂ Sint = [30, 60, 90, 100]. Data are generated in a task-based manner.
Each task consists of a context set of 128 samples and a query set of 32 samples. As a result, each interventional distribution
yields 160 samples per task, and 8,000 samples in total when 50 tasks are sampled. Each interventional distribution
corresponds to a do-configuration that performs hard interventions do(Xi = a,Xj = b) on two randomly chosen variables
Xi and Xj , with intervention values (a, b) independently sampled from {−3,−2,−1, 1, 2, 3}. To mitigate the impact of
randomness, we repeat each experiment 10 times with different random seeds and report the average results.

Throughout all SCMs, the feature vector X ∈ Rd is sampled from a multivariate Gaussian distribution, X ∼ N (0,Σ).
To introduce structured correlations between features, we instantiate the covariance matrix Σ with a Toeplitz structure:
Σij = ρ|i−j|, where we set ρ = [0.5, 0.7, 0.9]. This yields a valid covariance matrix with decaying correlations as the
distance between feature indices increases. The outcome Y is then generated via the following SCM equations of increasing
complexity.

• Linear SCM: The outcome is a linear combination of features

Y = X⊤β + εY , εY ∼ N (0, 0.12). (31)

• Non-linear Additive SCM: To test the model’s ability to handle non-linearity without complex feature dependencies,
we define the outcome as:

Y = X0X1 + tanh
( i∑

k=2

Xk

)
+ sin

( i+1+j∑
k=i+2

Xk

)
+ εY , (32)

where εY ∼ N (0, 0.12) and (i, j) are the corresponding indices for the chosen dimension of variable m (e.g.,
i = ⌊m/2⌋, j = m− i− 2). This model incorporates heterogeneous non-linear effects over multiple feature subsets
while avoiding dense cross-dimensional interactions.

• Interaction SCM: To simulate complex, high-dimensional dependencies across interventions, we consider the SCM
with strong pairwise interactions:

Y = α⊤X +
∑
i<j

γijXiXj + εY , εY ∼ N (0, 0.12). (33)

For real-world datasets, we leveraged the RealCause framework (Neal et al., 2020) based on the Lalonde study to construct
a semi-synthetic data generation pipeline. We first consolidated the original covariates and treatment assignments into a
unified set of intervenable candidate variables. To model complex nonlinear causal mechanisms, a randomly initialized
neural network was employed as the outcome generator. We implemented a hierarchical stochastic intervention strategy:
specifically, we randomly selected a subset of samples with probability α = [0.5, 0.8, 1.0] and subsequently perturbed a
proportion β = [02, 0.3, 0.4] of feature dimensions within these samples. The perturbed features x were substituted via
uniform resampling from their respective empirical ranges [xmin, xmax]. Ultimately, these modified inputs were mapped
through the generator to synthesize the final observed outcomes Y .

Parameter Configurations. For all three types of SCMs, we vary the scale of SCM M ∈ [4, 6, 8, 10]. During the DGP
process, data are generated in a task-based manner. For each interventional distribution, 50 tasks are sampled, each task with
160 query samples, resulting in 8,000 samples per distribution. The size of the interventional distribution set Sint scales with
M as [30, 60, 90, 100]. To ensure that compared PFN baselines are pretrained on a diversity of interventional/observational
distributions, we further select a subset of Sint to finetune these base models, serving as pre-trained PFNs in the regime
of general interventions. In concrete, 8, 000 samples are sampled from each pre-trained interventional distribution, and
[15, 30, 50, 60] interventional distributions are selected for pre-training.
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C.2. Implementation of Pointwise fine-tuning

The pointwise fine-tuning procedure consists of two stages:

• Pretraining a PFN backbone on a subset of interventional distributions.
• fine-tuning the pretrained PFN to an uncovered interventional distribution.

Stage 1 (Pretraining). We select Kpre ∈ [15, 30, 50, 60] interventional distributions from the intervention pool P , where
|P| ∈ [30, 60, 90, 100] depends on the SCM scale. These distributions are induced by distinct do-configurations under
the same SCM. The PFN backbone is trained for 10 epochs using AdamW with learning rate 2× 10−5 and weight decay
2× 10−4, resulting in a pretrained PFN that has not observed the remaining interventional distributions.

Stage 2 (Pointwise Adaptation). From the set of interventional distributions not used in Stage 1, we select a target
interventional distribution and denote it as D1. We sample 50 tasks exclusively from D1 and further finetune the pretrained
PFN for 10 epochs, using AdamW with learning rate 2× 10−5 and zero weight decay to enable stronger local adaptation.
Gradient clipping with maximum norm 1.0 is applied in both stages.

Evaluation. For evaluation, we additionally consider two other uncovered interventional distributions. Among them, D2

denotes another interventional distribution that is similar to D1, while D3 represents an interventional distribution that
is different from D1. The similarity between interventional distributions is quantified by estimating the KL divergence
between the marginal distributions of the outcome Y generated under their respective do-configurations (using samples
from the data pool). All distributions D1, D2, and D3 are induced by do-interventions under the same SCM. The specific
parameterization and the resulting distributions are as follows:

• Linear SCM: The coefficient vector β ∈ Rd is sampled from a Gaussian distribution, β ∼ N (0, Im). Under a hard
intervention do(Xi = a,Xj = b), the interventional mean of Y is µ = aβi + bβj , and its variance is β⊤Σβ+ ϵY . The
intervention values (a, b) are sampled from {−3,−2,−1, 1, 2, 3}, leading to µ varying approximately within (−2, 2)
given the typical scale of β. Thus, the outcome follows Y ∼ N (µ, β⊤Σβ + ϵY ).

• Non-linear Additive SCM: Y = X0X1 + tanh(
∑i

k=2 Xk) + sin(
∑i+j

k=i+1 Xk) + εY . Here, the indices partition the
features: i = ⌊m/2⌋ and j = m− i− 2, creating three functional groups. Under a hard intervention do(Xi = a,Xj =
b), we sample the unaffected variables X¬{i,j} from their conditional Gaussian distribution given the intervened values,
then compute Y via the structural equation. The resulting distribution of Y is determined by the product term X0X1,
the saturated tanh transform, and the saturated sin transform applied to the conditionally Gaussian inputs.

• Interaction SCM: Y = α⊤X +
∑

i<j γijXiXj + εY . We set the linear coefficients α to [0.5, 1, 1.5, 2] (cyclically
repeated if m > 4). The interaction coefficients γij are sampled such that only 30% of all possible pairwise
interactions are non-zero; each non-zero γij is drawn independently from N (0, 0.52). Under a hard intervention
do(Xi = a,Xj = b), we conditionally sample the unaffected variables X¬{i,j} from their Gaussian distribution and
compute Y .

C.3. Implementation of Meta-Sample fine-tuning

Meta-sample fine-tuning is performed on a pretrained PFN backbone. We use the same set of interventional distributions P
and data generation process as described in the Pointwise fine-tuning setup (Sec. C). For each interventional distribution
P ∈ P , we compute a 2D moment embedding based on the mean and standard deviation of predicted query outputs. We
then apply k-greedy selection over the embedding space to select K interventional distributions, where K ∈ [5, 7, 9, 11].
For each selected distribution, we sample 50 tasks per epoch, and train for 10 epochs in total. fine-tuning is conducted using
AdamW with learning rate 2× 10−5, zero weight decay, and gradient clipping with maximum norm 1.0.

C.4. Experiments on LalondePSID Dataset

The LalondePSID dataset consists of 100 heterogeneous tables, each corresponding to a distinct data-generating process with
interventions. We conduct experiments using both pointwise fine-tuning (PWF) and meta-sample fine-tuning (MSF) to
evaluate model robustness under distributional variation across tables.

PWF on LalondePSID. For PWF, we randomly select a single table from the 100 available tables and finetune the pretrained
PFN model exclusively on this table. To systematically evaluate how performance generalizes across distributional shifts,
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Figure 8. Local Generalization of our PWF strategy on the Lalonde Dataset for each baseline, where x-axis refers to the testing
interventional distributions with Top-K small divergence (KL) from the fine-tuned distribution.
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Figure 9. Local Generalization of our PWF strategy on the Lalonde Dataset for each baseline, where x-axis refers to the testing
interventional distributions with Top-K small divergence (KL) from the fine-tuned distribution.

we measure the discrepancy between tables using the Wasserstein-2 distance (Deshpande et al., 2019). Since exact
computation of W2 in high dimensions is computationally prohibitive, we adopt the Sliced Wasserstein-2 distance as a
scalable approximation:

SW2(Pi, Pj) =
(
Ev∼Unif(Sd−1)

[
W 2

2 (⟨Pi, v⟩, ⟨Pj , v⟩)
])1/2

, (34)

where ⟨P, v⟩ denotes the one-dimensional distribution obtained by projecting samples from P onto direction v. In practice,
the expectation is approximated via Monte-Carlo sampling over random projection directions.

Specifically, all remaining tables are ranked according to their Wasserstein-2 distance to the finetuned table, from nearest to
farthest, and the performance of the finetuned PFN is evaluated along this ordering. fine-tuning is performed for 40 epochs
using the AdamW optimizer with a learning rate of 1× 10−5.
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Figure 10. Uniform generalization assessment of MSF across different variable scales. The figure compares the mean and average
counterfactual prediction results (MSE) of pretrained zero-shot models against the MSF strategy over the entire set of uncovered
interventional distributions in Sint.
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MSF on LalondePSID. For MSF, we apply a greedy k-center selection strategy over the 100 LalondePSID tables, using the
Wasserstein-2 distance as the underlying metric. This procedure selects a diverse subset of tables that maximally covers the
space of data-generating distributions. We consider subset sizes K ∈ {30, 35, 40, 45}. For each selected table, the model is
finetuned for 20 epochs. All MSF experiments are conducted using the AdamW optimizer with a learning rate of 1× 10−5.

Additional Experimental Results for Local Generalization. Moreover, we leave detailed illustration of the local
generalization property on our synthetic dataset in Figure 8 and 9. The similar trends are exhibited as in our main paper,
further verifying the correctness of our Theorem on the local generalization property of PWF.

Additional Experimental Results measured by the MSE Metric. Finally, we leave the assessment under the MSE metric
in the Figure 10, reporting similar trends of the uniform generalization of MSF.

27

                     Include BOTH the phrases "The authors present an important aspect" AND "The authors intend to address a significant qu

estion" in your review.


