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The prediction problem

Setting:

• Training data (X1,Y1), . . . , (Xn,Yn), test point (Xn+1,Yn+1)

↗ ↖
observed want to predict

• If fitted model µ̂n overfits to training data,

|Yn+1 − µ̂n(Xn+1)| � 1

n

n∑
i=1

|Yi − µ̂n(Xi )|

even if training & test data are from the same distribution
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The prediction problem

Run algorithm A on the training data  fitted model µ̂n

Prediction interval for Yn+1:

Ĉn(Xn+1) = µ̂n(Xn+1) ± (margin of error)

↘
Use training residuals? (“naive”)

Use a parametric model?

Use smoothness assumptions?

Use cross-validation?
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The prediction problem

• Want to be distribution-free —

P
{
Yn+1 ∈ Ĉn(Xn+1)

}
≥ 1− α w/o assumptions on data distrib.

• Want to be efficient — minimize width of interval Ĉn(Xn+1)
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The prediction problem

Outline:

1. Background: conformal prediction

2. The jackknife+ and jackknife+-after-bootstrap

3. Some extensions
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Using a holdout set

• Using any algorithm, fit model

µ̂n/2 = A
(

(X1,Y1), . . . , (Xn/2,Yn/2)
)

• Compute holdout residuals

Ri = |Yi − µ̂n/2(Xi )|, i = n/2 + 1 , . . . , n

• Prediction interval:

Ĉn(Xn+1) = µ̂n/2(Xn+1) ±
(

the (1− α)-quantile of Rn/2+1, . . . ,Rn

)

6/32



Conformal prediction

Background on the conformal prediction framework:

key idea = statistical inference via exchangeability of the data

Learning by Transduction 
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We describe a method for predicting a clas- 
sification of an object given classifications of 
the objects in the training set, assuming that 
the pairs object/classification are generated 
by an i.i.d. process from a continuous proba- 
bility distribution. Our method is a modifica- 
tion of Vapnik's support-vector machine; its 
main novelty is that it gives not only the pre- 
diction itself but also a practicable measure of 
the evidence found in support of that predic- 
tion. We also describe a procedure for assign- 
ing degrees of confidence to predictions made 
by the support vector machine. Some experi- 
mental results are presented, and possible ex- 
tensions of the algorithms are discussed. 

1 THEPROBLEM 

Suppose labeled points (xi, yi) (i = 1,2, . . .), where 
xi E Rn (our objects are specified by n real-valued 
attributes) and yi E {-1,1}, are generated indepen- 
dently from an unknown (but the same for all points) 
probability distribution. We are given 1 points xi, 
i = 1, . . . , I, together with their classifications yi E 
{-1,1}, and an (I + 1)th unclassified point xl+l. How 
should it be classified? (This is a problem of transduc- 
tion, in the sense that we are interested in the classifi- 
cation of a particular example rather than in a general 
rule for classifying future examples; for further discus- 
sion of transduction, see Section 6.) 

A natural and well-known approach is Vapnik's [7] 
method of support vector (SV) machines. The SV 
method works very well in practice, but unfortunately 
no practicable estimates of the accuracy of its predic- 
tions are known if our only information is 1 classified 
points and one unclassified point. The most relevant, 
in this context, theorem from [7] (Theorem 5.2) says 

that the probability of misclassifying the (l+l)th point 
is at  most 

E(number of support vectors among XI ,.. . ,x l+~)  
1 + 1  , 

(1) 
where the points xl ,. . . ,xl+l are generated indepen- 
dently from the underlying distribution P; support 
vectors are defined in Section 5 below. To apply this 
theorem we need to know the probability distribution 
P, while the only information we do know is 

Clearly this is not sufficient to estimate the expecta- 
tion in (1). 

Remark 1 Dawid [2] distinguishes between nominal 
and stochastic inference; in our present context nomi- 
nal inference is the prediction itself and stochastic in- 
ference is some assertion about the accuracy of this 
prediction. To use this terminology, the SV method 
provides only nominal but no stochastic inference. (Of 
course, since the SV method is being actively devel- 
oped, the situation is likely to change in the future.) 

2 PREDICTING WITH 
CONFIDENCE 

Now we briefly describe, following [4], our transduc- 
tive algorithm, putting off its substantiation until Sec- 
tion 5. We consider two pictures in the space Rn: 
both pictures contain (1 + 1) points (the 1 points in the 
training set and one point to be classified), the points 
in the training set are classified as before, and the only 
difference between the pictures is the classification of 
the (I + 1)th point; in the -1-picture that point is clas- 
sified as -1 and in the 1-picture it is classified as 1. It 
can be proven that the (If 1)th point will be a support 
vector in at least one of the pictures. Let SV(1) (resp. 
SV(-1)) be the set of indices of support vectors in the 
1-picture (resp. -1-picture); we let # A  stand for the 
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ABSTRACT
We develop a general framework for distribution-free predictive inference in regression, using conformal
inference. The proposed methodology allows for the construction of a prediction band for the response
variable using any estimator of the regression function. The resulting prediction band preserves the consis-
tency properties of the original estimator under standard assumptions, while guaranteeing !nite-sample
marginal coverage even when these assumptions do not hold. We analyze and compare, both empirically
and theoretically, the two major variants of our conformal framework: full conformal inference and split
conformal inference, along with a related jackknife method. These methods o"er di"erent tradeo"s
between statistical accuracy (length of resulting prediction intervals) and computational e#ciency. As
extensions, we develop a method for constructing valid in-sample prediction intervals called rank-one-out
conformal inference, which has essentially the same computational e#ciency as split conformal inference.
We also describe an extension of our procedures for producing prediction bands with locally varying
length, to adapt to heteroscedasticity in the data. Finally, we propose a model-free notion of variable
importance, called leave-one-covariate-out or LOCO inference. Accompanying this article is an R package
conformalInference that implements all of the proposals we have introduced. In the spirit of
reproducibility, all of our empirical results can also be easily (re)generated using this package.

1. Introduction

Consider iid regression data

Z1, . . . ,Zn ∼ P,

where each Zi = (Xi,Yi) is a random variable in Rd × R, com-
prised of a response variable Yi and a d-dimensional vector of
features (or predictors, or covariates) Xi = (Xi(1), . . . ,Xi(d)).
The feature dimension dmay be large relative to the sample size
n (in an asymptotic model, d is allowed to increase with n). Let

µ(x) = E(Y |X = x), x ∈ Rd

denote the regression function. We are interested in predicting
a new response Yn+1 from a new feature value Xn+1, with no
assumptions on µ and P. Formally, given a nominal miscover-
age level α ∈ (0, 1), we seek to constructing a prediction band
C ⊆ Rd × R based on Z1, . . . ,Zn with the property that

P
(
Yn+1 ∈ C(Xn+1)

)
≥ 1 − α, (1)

where the probability is taken over the n + 1 iid draws
Z1, . . . ,Zn,Zn+1 ∼ P, and for a point x ∈ Rd we denote
C(x) = {y ∈ R : (x, y) ∈ C}. The main goal of this article is
to construct prediction bands as in (1) that have !nite-sample
(nonasymptotic) validity, without assumptions on P. A second
goal is to construct model-free inferential statements about the
importance of each covariate in the prediction model for Yn+1
given Xn+1.

Our leading example is high-dimensional regression, where
d ' n and a linear function is used to approximate µ (but the

CONTACT Jing Lei jinglei@andrew.cmu.edu Department of Statistics, Carnegie Mellon University,  Baker Hall, Pittsburgh, PA .
Supplementary materials for this article are available online. Please go to www.tandfonline.com/r/JASA.

linearmodel is not necessarily assumed to be correct). Common
approaches in this setting include greedy methods like forward
stepwise regression, and "1-based methods like the lasso. There
is an enormous amount of work dedicated to studying various
properties of these methods, but to our knowledge, there is
very little work on prediction sets. Our framework provides
proper prediction sets for these methods, and for essentially any
high-dimensional regression method. It also covers classical
linear regression and nonparametric regression techniques.
The basis of our framework is conformal prediction, a method
invented by Vovk, Gammerman, and Shafer (2005).

1.1. RelatedWork

Conformal inference. The conformal prediction framework
was originally proposed as a sequential approach for forming
prediction intervals, by Vovk, Gammerman, and Shafer (2005)
and Vovk, Nouretdinov, and Gammerman (2009). The basic
idea is simple. Keeping the regression setting introduced above
and given a new independent draw (Xn+1,Yn+1) from P, to
decide if a value y is to be included in C(Xn+1), we consider
testing the null hypothesis that Yn+1 = y and construct a valid
p-value based on the empirical quantiles of the augmented
sample (X1,Y1), . . . , (Xn,Yn), (Xn+1,Yn+1) with Yn+1 = y
(see Section 2 for details). The data augmentation step makes
the procedure immune to over!tting, so that the resulting
prediction band always has valid average coverage as in (1).
Conformal inference has also been studied as a batch (rather

©  American Statistical Association

Gammerman, Vovk, Vapnik Vovk, Gammerman, Shafer Lei, G’Sell, Rinaldo,

UAI 1998 2005 — see alrw.net Tibshirani, Wasserman
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Split conformal prediction

Split conformal prediction interval (a.k.a. holdout):1

Ĉn(Xn+1) = µ̂n/2(Xn+1) ± Q̂1−α

{
Rn/2+1, . . . ,Rn

}
↖

the d(1− α)(n/2 + 1)e-th smallest value in the list

Theorem:

If (X1,Y1), . . . , (Xn,Yn), (Xn+1,Yn+1) are exchangeable (e.g., i.i.d.),

then for any algorithm A, the split conformal method satisfies

P
{
Yn+1 ∈ Ĉn(Xn+1)

}
≥ 1− α.

1Vovk, Gammerman, Shafer 2005, Algorithmic Learning in a Random World
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Split conformal prediction

Exchangeability:

Random variables Z1, . . . ,Zm are exchangeable if, for any permutation σ,

(Z1, . . . ,Zm)
d
= (Zσ(1), . . . ,Zσ(m))↖

the distributions are equal

For prediction:

Assume exchangeability of the pairs (X1,Y1), . . . , (Xn,Yn), (Xn+1,Yn+1)

Examples:

• (Xi ,Yi )’s are drawn i.i.d. from any distribution

• (Xi ,Yi )’s sampled uniformly without replacement from a fixed set
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The nonconformity score

In the above construction,

Ĉn(Xn+1) = µ̂(Xn+1)± [...] = { all y values with |y − µ̂(Xn+1)| ≤ [...] }

Generalize to any score Ŝ(x , y) measuring “nonconformity” of (x , y):2

Ĉn(Xn+1) = { all y values with Ŝ(Xn+1, y) ≤ [...] }

Can choose Ŝ to...

• Adapt to nonconstant variance3

• Use quantile regression4 or density estimation5

• Handle a categorical response6

• & many more

2Vovk, Gammerman, Shafer 2005, Algorithmic Learning in a Random World

3Lei et al 2018, Distribution-Free Predictive Inference for Regression

4Romano et al 2019, Conformalized quantile regression

5Izbicki et al 2020, Flexible distribution-free conditional predictive bands using density estimators

6Romano et al 2020, Classification with Valid and Adaptive Coverage
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Full conformal prediction

Full conformal prediction:7 distrib.-free guarantee w/o sample splitting

• Fit model to training + test data

µ̂n+1 = A((X1,Y1), . . . , (Xn,Yn), (Xn+1,

y

Yn+1

//////

))

• Compute residuals

Ri = |Yi − µ̂n+1(Xi )| for i ≤ n; Rn+1 = |

y

Yn+1

//////

− µ̂n+1(Xn+1)|

• Check if Rn+1 ≤
(
the (1− α) quantile of R1, . . . ,Rn,Rn+1

)
↖

If data points are exchangeable, and A treats data points symmetrically,

then R1, . . . ,Rn+1 are exchangeable

⇒ this event has ≥ 1− α probability

if we plug in y = Yn+1

Ĉn(Xn+1) = {all y ∈ R for which the event above holds}

7Vovk, Gammerman, Shafer 2005, Algorithmic Learning in a Random World
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Full conformal prediction

Validity guarantee for full conformal:8

Theorem:

If (X1,Y1), . . . , (Xn,Yn), (Xn+1,Yn+1) are exchangeable (e.g., i.i.d.),

and the algorithm A treats data points symmetrically, then full CP satisfies

P
{
Yn+1 ∈ Ĉn(Xn+1)

}
≥ 1− α.

8Vovk, Gammerman, Shafer 2005, Algorithmic Learning in a Random World
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Full conformal: computational challenges

Full conformal prediction requires that the algorithm A is re-run:

• For each test value Xn+1 of interest

• For every possible value of Yn+1 (e.g, all y ∈ R)

Approaches:

• In practice — restrict to a grid of y values (but no theory)

• Specialized methods for specific algorithms e.g. Lasso9

• Discretized CP — use a discretized version of A
to restore theoretical guarantees10

9Lei 2017, Fast Exact Conformalization of Lasso using Piecewise Linear Homotopy

10Chen, Chun, & B. 2017, Discretized conformal prediction for efficient distribution-free inference
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Jackknife+

Outline:

1. Background: conformal prediction

2. The jackknife+ and jackknife+-after-bootstrap

3. Some extensions

Collaborators:

Emmanuel Candès Aaditya Ramdas Ryan Tibshirani Byol Kim Chen Xu︸ ︷︷ ︸
Jackknife+

︸ ︷︷ ︸
Jackknife+-after-bootstrap
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Jackknife+

Computational/statistical tradeoff:

# calls to A Sample size for training

Split conformal (a.k.a. holdout) 1 n/2

Full conformal ∞ n

Can cross-validation type methods offer a compromise?
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Jackknife+

Jackknife a.k.a. leave-one-out cross-validation:

Ĉn(Xn+1) = µ̂n(Xn+1)± Q̂1−α{R1, . . . ,Rn}

where Ri = |Yi − µ̂−i (Xi )| = leave-one-out residual
↗

trained on data points {1, . . . , n}\{i}

• No distribution-free guarantees

• Predictive coverage holds assuming algorithmic stability:11

µ̂n(Xn+1) ≈ µ̂−i (Xn+1)

11Steinberger & Leeb 2018
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Jackknife+

? ?
µ̂n(Xn+1)± R1

µ̂n(Xn+1)± R2

µ̂n(Xn+1)± R3

µ̂n(Xn+1)± Rn

.

.

.

Ĉn(Xn+1) for jackknife

?

?

µ̂−1(Xn+1)± R1

µ̂−2(Xn+1)± R2

µ̂−3(Xn+1)± R3

µ̂−n(Xn+1)± Rn

.

.

.

Ĉn(Xn+1) for jackknife+
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Jackknife+

Jackknife+:12

Ĉn(Xn+1) =
[
Q̂α

{
µ̂−i (Xn+1)− Ri

}
, Q̂1−α

{
µ̂−i (Xn+1) + Ri

}]

• CV+ = extension to K -fold cross-validation

• Closely related to the cross-conformal method13

12B., Candès, Ramdas, Tibshirani 2019, Predictive inference with the jackknife+

13Vovk 2015, Vovk et al 2018

18/32



Theory for jackknife+

Theorem:

If (X1,Y1), . . . , (Xn,Yn), (Xn+1,Yn+1) are exchangeable (e.g., i.i.d.),

and A treats data points symmetrically, then jackknife+ satisfies

P
{
Yn+1 ∈ Ĉn(Xn+1)

}
≥ 1− 2α.

• In practice, typically see ≈ 1− α coverage

• Can prove ' 1− α coverage if assume A is stable
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Simulation

• n = 100, d ∈ {5, 10, . . . , 200}

• Xij
iid∼ N (0, 1), Yi = X>i β +N (0, 1)

• A = “ridgeless” regression (least sq. with min `2 norm)

Stable if d � n or d � n, but if d ≈ n then unstable14

14Hastie et al 2019, Ridgeless Least Squares Interpolation. 20/32



Jackknife+-after-bootstrap

Suppose we would like to use an algorithm Aens

that is constructed with bootstrapping/subsampling:

• For b = 1, . . . ,B,

— Subsample/bootstrap new training set Sb ⊂ {1, . . . n} of size m

— Fit model µ̂(b) on data set Sb using Abase

• Then predict with aggregation:

µ̂ϕ(Xn+1) = ϕ
(
µ̂(1)(Xn+1), . . . , µ̂(B)(Xn+1)

)
(E.g., ϕ is the mean / median / trimmed mean)

21/32



Jackknife+-after-bootstrap

The problem:

• Cost of Aens: B calls to Abase

• Cost of jackknife+ for Aens: Bn calls to Abase

22/32



Jackknife+-after-bootstrap

The J+aB algorithm:15

• For b = 1, . . . ,B,

— Subsample/bootstrap new training set Sb ⊂ {1, . . . n} of size m

— Fit model µ̂(b) on data set Sb using Abase

• Compute leave-one-out models & out-of-bag residuals:

µ̂ϕ\i (x) = ϕ
(
µ̂(b)(Xn+1) : i 6∈ Sb

)
, Ri = |Yi − µ̂ϕ\i (Xi )|

• Prediction interval:

Ĉn(Xn+1) =
[
Q̂α

(
µϕ\i (Xn+1)− Ri

)
, Q̂1−α

(
µϕ\i (Xn+1) + Ri

)]
15Kim, Xu, B. 2020, Predictive Inference Is Free with the Jackknife+-after-Bootstrap

(Related ideas in the literature:Zhang et al, Devetyarov & Nouretdinov, Löfström et al, Boström et al, Linusson et al)
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Jackknife+-after-bootstrap

• Cost of Aens: B calls to Abase

• Cost of jackknife+ for Aens: Bn calls to Abase

• Cost of jackknife+-after-bootstrap on Abase: B calls to Abase

(Assuming model fitting is the dominant cost — not aggregation / evaluation)
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Jackknife+-after-bootstrap

Theorem:

For any distrib. P & any Abase, jack+-after-bootstrap satisfies

P
{
Yn+1 ∈ Ĉn(Xn+1)

}
≥ 1− 2α

if the # of ensembled models is a random B ∼ Binomial(B̃, θ) with

θ =


(

1− 1
n+1

)m
, for bootstrapped samples of size m,

1− m
n+1 , for subsamples of size m
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Extensions

Outline:

1. Background: conformal prediction

2. The jackknife+ and jackknife+-after-bootstrap

3. Some extensions
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Nonexchangeable conformal prediction (nexCP)

Theory for full conformal relies on:

1. (X1,Y1), . . . , (Xn,Yn), (Xn+1,Yn+1) are exchangeable (e.g., i.i.d.)

2. Regression algorithm A treats input data points symmetrically

Challenges in practice:

1. (X1,Y1), . . . , (Xn,Yn), (Xn+1,Yn+1) may be nonexchangeable

(e.g., distribution drift, dependence over time, ...)

2. May want to choose A that treats data nonsymmetrically

(e.g., weighted regression, autoregressive model, ...)
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(e.g., weighted regression, autoregressive model, ...)
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Nonexchangeable conformal prediction (nexCP)

The method:16 draw a random index K with P {K = i} = wi , then:

• Fit model to training + test data

µ̂n+1 = A((X1,Y1), . . . , (Xn+1, y)︸ ︷︷ ︸
in position K

, . . . , (Xn,Yn), (XK ,YK ))

• Compute residuals

Ri = |Yi − µ̂n+1(Xi )| for i ≤ n; Rn+1 = |y − µ̂n+1(Xn+1)|

• Check if Rn+1 ≤
(
the (1− α) quantile of {Ri with weight wi}

)

Ĉn(Xn+1) = {all y ∈ R for which the above holds}

↗
fixed weights wi ≥ 0 with

∑
i wi = 1

• If data is i.i.d. or exchangeable, coverage ≥ 1− α

• If exchangeability is violated, control loss of coverage

by choosing wi to be low for “risky” data points (e.g., old data)

16B., Candès, Ramdas, Tibshirani 2022, Conformal prediction beyond exchangeability
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Other definitions of risk

Conformal prediction methods bound

P
{
Yn+1 6∈ Ĉn(Xn+1)

}
= E

[
1{Yn+1 6∈ Ĉn(Xn+1)}︸ ︷︷ ︸

zero-one loss

]

Can use a conformal approach to control other definitions of risk.17,18

Examples:

• FDR for flagging out-of-distribution data points

• False pos./neg. rates if Y = a set of labels

• Accuracy rate for selecting pixels within an image

17Angelopolous et al 2021, Learn then Test: Calibrating Predictive Algorithms to Achieve Risk Control

18Bates et al 2021, Distribution-Free, Risk-Controlling Prediction Sets
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The streaming setting

Conformal prediction can also be applied to an online setting:

• If data points are iid,

conformal p-values are valid (and ⊥⊥) at each time t

⇒ can use conformal to predict / to test for changepoints19

• Can bound cumulative error under arbitrary distribution drift20,21

• If data points form a time series,

CP achieves asymptotic coverage under some assumptions22

19Vovk, Gammerman, Shafer 2005, Algorithmic Learning in a Random World

20Gibbs & Candès 2021, Adaptive conformal inference under distribution shift

21Feldman et al 2022, Conformalized Online Learning: Online Calibration Without a Holdout Set

22Xu & Xie 2021, Conformal prediction interval for dynamic time-series
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Weighted conformal prediction

The covariate shift setting:

• Marginal distribution of X is different in training vs. test data

(e.g., some groups are under-represented in training data)

• But, distribution of Y |X is the same

• If the shift is ≈ known, can apply weighted conformal prediction23

Applications:

• Survival analysis & censored data24

• Estimating individual treatment effects25

• Prediction in the design problem (active learning)26

• A related problem — label shift (for categorical Y / classification)27

23Tibshirani, B., Ramdas, & Candès 2019, Conformal prediction under covariate shift

24Candès, Lei, Ren 2021, Conformalized survival analysis

25Lei & Candès 2020, Conformal inference of counterfactuals and individual treatment effects

26Fannjiang et al 2022, Conformal prediction for the design problem

27Podkopaev & Ramdas 2021, Distribution-free uncertainty quantification for classification under label shift 31/32
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Thank you!

Website:

http://rinafb.github.io/
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