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Figure 7: Samples generated by random-walk Metropolis, Gibbs sampling, and NUTS. The plots

compare 1,000 independent draws from a highly correlated 250-dimensional distribu-

tion (right) with 1,000,000 samples (thinned to 1,000 samples for display) generated by

random-walk Metropolis (left), 1,000,000 samples (thinned to 1,000 samples for display)

generated by Gibbs sampling (second from left), and 1,000 samples generated by NUTS

(second from right). Only the first two dimensions are shown here.

4.4 Comparing the Efficiency of HMC and NUTS

Figure 6 compares the efficiency of HMC (with various simulation lengths λ ≈ �L) and
NUTS (which chooses simulation lengths automatically). The x-axis in each plot is the
target δ used by the dual averaging algorithm from section 3.2 to automatically tune the step
size �. The y-axis is the effective sample size (ESS) generated by each sampler, normalized by
the number of gradient evaluations used in generating the samples. HMC’s best performance
seems to occur around δ = 0.65, suggesting that this is indeed a reasonable default value
for a variety of problems. NUTS’s best performance seems to occur around δ = 0.6, but
does not seem to depend strongly on δ within the range δ ∈ [0.45, 0.65]. δ = 0.6 therefore
seems like a reasonable default value for NUTS.

On the two logistic regression problems NUTS is able to produce effectively indepen-
dent samples about as efficiently as HMC can. On the multivariate normal and stochastic
volatility problems, NUTS with δ = 0.6 outperforms HMC’s best ESS by about a factor of
three.

As expected, HMC’s performance degrades if an inappropriate simulation length is cho-
sen. Across the four target distributions we tested, the best simulation lengths λ for HMC
varied by about a factor of 100, with the longest optimal λ being 17.62 (for the multivari-
ate normal) and the shortest optimal λ being 0.17 (for the simple logistic regression). In
practice, finding a good simulation length for HMC will usually require some number of
preliminary runs. The results in Figure 6 suggest that NUTS can generate samples at least
as efficiently as HMC, even discounting the cost of any preliminary runs needed to tune
HMC’s simulation length.
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