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Abstract

In this paper, we present scaling results from two production quality supercomputers that use

the first generation of Arm-based CPUs that have been optimized for scientific workloads.

Both systems use Marvell ThunderX2 CPUs, which deliver high core counts and class-leading

memory bandwidth. The first system is Isambard, a Cray XC50 ‘‘Scout’’ system operated by the

GW4 Alliance and the UK Met Office as a Tier-2 national HPC service. The second system is

one of three Arm-based HPE Apollo 70 systems delivered as part of the Catalyst UK project,

running at the University of Bristol. We compare scaling results from these two systems with

three Cray XC50 systems based on Intel Skylake and Broadwell CPUs. We focus on a range of

applications and mini-apps that are important to the UK national HPC service, ARCHER, and

to our project partners. We also compare the performance and maturity of the state-of-the-art

toolchains available on Arm-based HPC systems.
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1 INTRODUCTION

The development of Arm processors has been driven by multiple vendors for the fast-growing mobile space, resulting in rapid innovation of

the architecture, greater choice for consumers, and competition between vendors. On May 7, 2018, Marvell announced the general availability

of ThunderX2, with a recommended retail price (RRP) for the 32c 2.2 GHz part of $1795 each. The year 2018 also saw the delivery of the

first generation of competitive high-performance computing (HPC) systems based on these processors, including the ‘‘Astra’’ system* at Sandia

National Laboratory, the first Arm-based supercomputer to achieve a listing in the TOP500. High-performance Arm server CPUs are starting

to emerge from more vendors, and in the next couple of years, we expect to see Arm-based HPC server CPUs shipping from Marvell, Fujitsu,

Ampere, and Huawei.

In response to these developments, the ‘‘Isambard’’ system† was developed as the world's first Arm-based production supercomputer, and

delivered as a Cray XC50 (Scout) system. Based on Marvell ThunderX2 32-core CPUs, Isambard is different from most of the other early

Arm systems since it is intended to be a production service, rather than a prototype or testbed machine—Isambard is openly available to any

researcher funded by the UK's Engineering and Physical Sciences Research Council (EPSRC) as part of the UK national HPC ecosystem.‡ Isambard

is also being widely used by researchers outside the UK who want to evaluate the Arm architecture for their scientific workloads. ThunderX2

CPUs are noteworthy in their focus on delivering class-leading memory bandwidth: each 32-core CPU uses eight DDR4 memory channels to

deliver STREAM triad memory bandwidth of around 240 GB/s. The Isambard system represents a collaboration between the GW4 Alliance

(the universities of Bristol, Bath, Cardiff, and Exeter), the UK's Met Office, Cray, Arm, and Marvell, with funding coming from EPSRC. At CUG,1

* https://share- ng.sandia.gov/news/resources/news_releases/top_500/
† http://gw4.ac.uk/isambard/
‡ http://www.hpc- uk.ac.uk/facilities/
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FIGURE 1 Isambard hardware. Pictures
© Simon McIntosh-Smith

we showed initial single-node results based on early-access systems that demonstrated that the performance of the Arm-based ThunderX2

CPUs was comparable to state-of-the-art x86 processors available at the time. The full Isambard system was delivered in November 2018, and

we presented our initial scaling results at CUG,2 showing that Arm-based supercomputers remain competitive at scale, running real scientific

workloads. Since then, the machine has opened up to computational scientists across the UK for production use.

Hewlett Packard Enterprise (HPE), another prominent HPC systems vendor, is also investing heavily in delivering an Arm-based product

portfolio. In collaboration with Arm, SUSE, and three UK universities, HPE announced the Catalyst UK project in April 2018, which aims to

strengthen the Arm software ecosystem for scientific computing.§ As part of this program, HPE delivered an Apollo 70 system to each of EPCC,

the University of Bristol, and the University of Leister. These systems make use of the same Marvell ThunderX2 32-core processors found in

Isambard, coupled with the latest Mellanox InfiniBand interconnect. The University of Bristol received their system in December 2018, and it is

currently being used both for benchmarking and by scientists across the university running production workloads.

In this work, we derive our benchmarks from two sources. Some of our benchmarks come from the most heavily used codes that are run

on the UK's national supercomputer, ARCHER (a Cray XC30 system), and to these, we add a set of well-known mini-apps. Together, this set

provides representative coverage of the types of codes used by citizens of today's HPC community.3 Being a standard XC50 system, Isambard

presents a unique opportunity for comparative benchmarking against XC50 machines based on mainstream x86 CPUs, including Broadwell and

Skylake processors. With near-identical Cray software stacks on both the Arm and x86 XC50 machines, and with a consistent Aries interconnect,

Isambard enables as close an ‘‘apples-to-apples’’ comparison between Arm and x86-based processors as possible. The inclusion of our Catalyst

system in this study allows us to highlight any differences in scalability when using the two different interconnects, both with the same ThunderX2

CPUs. We believe these results are the first to compare scalability across Arm systems using different interconnects.

2 ISAMBARD: SYSTEM OVERVIEW

The Isambard system is a full cabinet of XC50 ‘‘Scout’’ with Marvell ThunderX2 CPUs, delivering 10 752 high-performance Armv8 cores. Each

node includes two 32-core ThunderX2 processors running at a base clock speed of 2.1 GHz, and a turbo clock speed of 2.5 GHz. The processors

each have eight 2666 MHz DDR4 channels, yielding a measured STREAM triad bandwidth of 244 GB/s per node, and a DRAM capacity of

256 GB. The XC50 Scout system integrates four dual-socket nodes into each blade, and then 42 such blades into a single cabinet. One blade of

four nodes is reserved to act as head nodes for the rest of the system, leaving 164 compute nodes, or 10 496 compute cores. Pictures of a Scout

blade and Isambard's XC50 cabinet are shown in Figure 1.

The results presented in this paper are based on work performed since April 3, 2019, when an upgrade to Isambard's hardware and software

was completed. Specifically, Isambard's Marvell ThunderX2 CPUs were upgraded to B2 silicon stepping, the latest version of CLE (7.0) based on

SLES 15 was installed, as was new firmware which enabled the ThunderX2's turbo mode for the first time. The Cray Programming Environment

includes Arm versions of all the software components we needed for benchmarking the ThunderX2 CPUs: the Cray Compiling Environment

(CCE), performance libraries, and analysis tools. In addition to Cray's compiler, Isambard also provides Arm's Clang/LLVM-based HPC Compiler,

and GNU Compiler Collection (GCC).

§https://www.hpe.com/us/en/newsroom/press- release/2018/04/academia- and- industry- collaborate- to- drive- uk- supercomputer- adoption.html

https://www.hpe.com/us/en/newsroom/press-release/2018/04/academia-and-industry-collaborate-to-drive-uk-supercomputer-adoption.html
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3 CATALYST: SYSTEM OVERVIEW

The Catalyst system comprises two racks containing 64 HPE Apollo 70 nodes, totaling 4096 Marvell ThunderX2 cores. As with Isambard, each

node is a dual-socket 32-core ThunderX2 system (64 cores per node), with 16 DDR4 dual inline memory modules providing 256 GB of dynamic

random access memory (DRAM) capacity. The base clock of the Apollo 70 nodes is 2.2 GHz, and turbo is not currently active, though may be

enabled with a future firmware update. Due to the difference in clock speeds, we observe a slightly lower STREAM Triad bandwidth of 232 GB/s

on our Catalyst system, compared to Isambard. Each node contains a 100-Gb/s Mellanox InfiniBand card, connecting to a nonblocking fat tree

network. The full system, including additional nodes used for service, login, and storage, consumes approximately 30 kW of power.

The system provides toolchains using both GCC and Arm's HPC Compiler (based on LLVM), along with Arm's Allinea performance analysis and

debugging tools. We primarily use HPE's HMPT implementation of message passing interface (MPI), although we also have OpenMPI available

for use when necessary. The system is running SLES 12 SP3, although will be upgraded to SLES 15 in due course.

4 BENCHMARKING RESULTS

4.1 Platforms

For each benchmark, we show scaling results for both the Isambard and Catalyst systems. Aside from the differences in interconnect (Aries versus

InfiniBand), the other main difference between these systems at the hardware level is the clock speed. Our Catalyst system currently has a fixed

clock speed of 2.2 GHz. On Isambard, the processors run with a 2.1-GHz base clock speed, and a 2.5-GHz turbo clock speed. We should note that,

in our testing, all the Isambard CPUs appear to run at the 2.5-GHz turbo speed all of the time, no matter what code or benchmark we ran, including

HPL. The ThunderX2 processors support 128-bit vector Arm Advanced single-instruction multiple-data (SIMD) instructions (sometimes referred

to as ‘‘NEON’’), and each core is capable of four-way simultaneous multithreading (SMT), for a total of up to 256 hardware threads per node. On

Isambard, the compute nodes are booted with all four hardware threads enabled, whereas the Catalyst system is booted using only two hardware

threads per core. The processor's on-chip data cache is organized into three levels: a private L1 and L2 cache for each core, and a 32 MB L3

cache shared between all the cores. Finally, each ThunderX2 socket utilizes eight separate DDR4 memory channels running at up to 2666 MHz.

The Cray XC40 supercomputer ‘‘Swan’’ was used for access to Intel Broadwell and Skylake processors, with an additional internal Cray system,

‘‘Horizon’’, providing access to a more mainstream SKU of Skylake:

• Intel Xeon Platinum 8176 (Skylake) 28-core @ 2.1 GHz, dual socket, with 192 GB of DDR4-2666 DRAM. RRP $8719 each.

• Intel Xeon Gold 6148 (Skylake) 20-core @ 2.4 GHz, dual socket, with 192 GB of DDR4-2666 DRAM. RRP $3072 each.

• Intel Xeon E5-2699 v4 (Broadwell) 22-core @ 2.2 GHz, dual socket, with 128 GB of DDR4-2400 DRAM. RRP $4115 each.

The RRPs were correct at the time of writing, and taken from Intel's website at that time.¶ The Skylake processors provide an AVX-512 vector

instruction set, meaning that each FP64 vector operation processes eight elements at once; by comparison, Broadwell utilizes AVX2, which is 256

bits wide, simultaneously operating on four FP64 elements at a time, per SIMD instruction. The Xeon processors all have three levels of on-chip

(data) cache, with an L1 and L2 cache per core, along with a shared L3. This selection of CPUs provides coverage of both the state-of-the-art and

the status quo of current commonplace HPC system design. We include high-end models of both Skylake and Broadwell to make the comparison

as challenging as possible for ThunderX2. It is worth noting that in reality, most Skylake and Broadwell systems will use SKUs from much further

down the range, of which the Xeon Gold part described above is included as a good example. This is certainly true for the current TOP500 systems.

A summary of the hardware used, along with peak floating-point and memory bandwidth performance, is shown in Table 1, while a chart

comparing key hardware characteristics of the main CPUs in our test (the three near-top-of-bin parts: Broadwell 22c, Skylake 28c, and ThunderX2

32c) is shown in Figure 2. We use McCalpin's STREAM benchmark for measuring the achievable sustained memory bandwidth of each platform,4

using arrays of 225 double-precision elements, with the kernels run 200 times. The number reported in the chart corresponds to the achieved

bandwidth for the Triad kernel. To measure the sustained cache bandwidths, we used the methodology described in our previous work,5 utilizing

BabelStream.6 The Triad kernel from the BabelStream benchmark was run in a tight loop on each core simultaneously, with problem sizes selected

to ensure residency in each level of the cache. The bandwidth is then modeled using the array size, number of iterations, and the time for the

benchmark to run. This portable methodology was previously shown to attain the same performance as handwritten benchmarks, which only

work on their target architectures.7

There are several important characteristics that are worthy of note. First, the wider vectors in the x86 CPUs give them a significant peak

floating-point advantage over ThunderX2. Second, wider vectors also require wider data paths into the lower levels of the cache hierarchy. This

results in the x86 CPUs having an L1 cache bandwidth advantage, but we see the advantage reducing as we go up the cache levels, until once

at external memory, it is ThunderX2 which has the advantage, due to its greater number of memory channels. Third, as seen in most benchmark

studies in recent years, dynamic voltage and frequency scaling makes it harder to reason about the percentage of peak performance that is being

¶ https://ark.intel.com/
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TABLE 1 Hardware information (peak figures) Processor Cores Clock TDP FP64 Bandwidth

speed Watts TFLOP/s GB/s

GHz

Broadwell 2 × 22 2.2 145 1.55 154

Skylake Gold 2 × 20 2.4 150 3.07 256

Skylake Platinum 2 × 28 2.1 165 3.76 256

ThunderX2 2 × 32 2.1 (2.5) 175 1.28 320

FIGURE 2 Comparison of properties of Broadwell 22c, Skylake 28c, and ThunderX2 32c. Results are normalized to Broadwell

TABLE 2 Best performing compilers determined during benchmarking Benchmark Broadwell Skylake Isambard Catalyst

CloverLeaf Intel 2019 Intel 2019 CCE 9.0 GCC 8.2

TeaLeaf Intel 2019 Intel 2019 GCC 8.3 Arm 19.2

SNAP Intel 2019 Intel 2019 CCE 9.0 GCC 8.2

GROMACS GCC 8.3 GCC 8.3 Arm 19.2 Arm 19.2

OpenFOAM GCC 7.3 GCC 7.3 GCC 7.3 GCC 7.1

OpenSBLI CCE 9.0 GCC 8.3 GCC 8.3 Arm 19.2

VASP Intel 2019 Intel 2019 GCC 7.3 -

achieved. For example, while measuring the cache bandwidth results shown in Figure 2, we observed that our Broadwell 22c parts consistently

increased their clock speed from a base of 2.2 GHz up to 2.6 GHz. In contrast, our Skylake 28c parts consistently decreased their clock speed

from a base of 2.1 GHz down to 1.9 GHz, a 10% reduction in clock speed. By comparison, during all our tests, Isambard's ThunderX2 CPUs

ran at a consistent 2.5 GHz, their turbo speed, which was 19% faster than their base clock speed of 2.1 GHz. At the actual, measured clock

speeds, the fraction of theoretical peak bandwidth achieved at L1 for Broadwell 22c, Skylake 28c, and ThunderX2 32c, was 57%, 55%, and 58%,

respectively.

To evaluate the state of the software ecosystem for Arm, we used all three compiler families available to us: GCC, the LLVM-based Arm HPC

Compiler, and Cray's CCE. The Isambard node-level performance paper at CUG 2018 was the first study to compare all three of these compilers

targeting Arm.1 Likewise, for the Intel processors, we used GCC, the Intel compilers, and Cray's CCE. For benchmarks that make use of Basic

Linear Algebra Subprogram (BLAS) and fast Fourier transform (FFT) routines, we also compared the difference between Cray's LibSci, FFTW, and

the Arm performance libraries. For each benchmark, the toolchain that achieved the highest performance for the largest node count was used in

the results graphs displayed below (see Table 2). It should be noted that all of these compilers and libraries are still relatively early in their support

for HPC-optimized Arm CPUs, and we continue to observe significant performance improvements with each new release of these tools. Section

4.5 compares the performance of the different toolchains in detail.

Most of the scaling results we show in the rest of this paper scale up to 32 nodes. This limit was imposed by the node counts in the x86 Swan

systems that we compare to. With the exception of SNAP (which has very high memory usage), all of the results are produced by strong-scaling

a single input problem. In most cases, we begin scaling from a single node; however, for GROMACS and OpenSBLI, we start from either two or
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four nodes due to memory and runtime constraints. Where an application presents a hybrid MPI/OpenMP implementation, we tune the number

of MPI ranks per node for the highest node count on each platform separately.

4.2 Mini-apps

In this section, we evaluate the performance of three mini-apps, scaling up to 32 nodes on each target platform. The mini-apps themselves are all

performance proxies for larger production codes, encapsulating important performance characteristics such as floating-point intensity, memory

access, and communication patterns of their parent applications, but without the complexities that are often associated with ‘‘real’’ codes. As

such, they are useful for performance modeling and algorithm characterization, and can demonstrate the potential performance of the latest

computer architectures.

4.2.1 CloverLeaf

CloverLeaf is a hydrodynamics mini-app that solves Euler's equations of compressible fluid dynamics, under a Lagrangian-Eulerian scheme, on a

two-dimensional spatial regular structured grid.8 These equations model the conservation of mass, energy, and momentum. The mini-app is an

example of a stencil code and is known to be memory bandwidth bound. CloverLeaf is regularly used to study performance portability on many

different architectures.9 The bm_256 test case that we used here consists of a grid of 15360 × 15360 cells and is suitable for strong-scaling up

to a system the size of Isambard. CloverLeaf is a member of the Mantevo suite of mini-apps from Sandia National Laboratory.10

The normalized results for the CloverLeaf mini-app in Figure 3A are consistent with those for STREAM on low node counts. CloverLeaf is

a structured grid code, and the majority of its kernels are bound by the available memory bandwidth. It has been shown previously that the

memory bandwidth increases from GPUs result in proportional improvements for CloverLeaf.9 The same is true on the processors in this study,

with the single-node improvements on ThunderX2 coming from its greater memory bandwidth. Therefore, for structured grid codes, we indeed

see that the runtime is proportional to the external memory bandwidth of the system, and the ThunderX2 provides the highest bandwidth out of

the processors tested. At higher node counts, the relative performance changes slightly due to the impact of communication overheads, with the

end result being that both SKUs of Skylake and the ThunderX2 CPUs all perform similarly well at scale; the parallel efficiency graph in Figure 3B

shows how both the x86 and Arm-based platforms scale similarly for CloverLeaf. Comparing the scaling of the two Arm-based systems, we

see that the Aries-based Isambard scales better than the Infiniband-based Catalyst system. For a well-behaved structured grid code such as

CloverLeaf, we would expect most systems to scale similarly well, so this is an unexpectedly large difference. We therefore believe that these

differences are likely due to known factors, such as the MPI tuning parameters on our Catalyst system, which are still immature.

4.2.2 TeaLeaf

TeaLeaf is a heat diffusion mini-app that solves the linear heat conduction equation on a spatially decomposed regular grid, utilizing a five-point

finite difference stencil.11 A range of linear solvers is included in the mini-app, but the baseline method we use in this paper is the matrix-free

conjugate gradient solver. TeaLeaf is memory bandwidth bound at the node level, but, at scale, the solver can become bound by communication.

We used the bm_5 input deck for the strong-scaling tests in this paper, which represents the largest mesh size that is considered to be scientifically

interesting for real-world problems (as discussed by McIntosh-Smith et al11). This utilizes a 4000 × 4000 spatial grid, running for ten timesteps.

Like CloverLeaf, TeaLeaf is also a member of the Mantevo mini-app suite.10

FIGURE 3 CloverLeaf scaling results up to 32 nodes
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FIGURE 4 TeaLeaf scaling results up to 32 nodes

Figure 4A compares the performance of the TeaLeaf mini-app between the four systems up to 32 nodes. The relative performance results

on a single node are similar to those presented by McIntosh-Smith et al,12 with small differences arising from the use of newer compilers and

a different platform for ThunderX2. TeaLeaf is largely dominated by DRAM memory bandwidth on a single node, which is reflected in these

results wherein the Isambard nodes are 80% faster than Broadwell and similar in performance to the Skylake systems. At scale, however, the x86

systems show a performance advantage for the problem that we are using.

As shown in Figure 4B, all platforms achieve superlinear scaling behavior up to around 16 nodes which, as observed by McIntosh-Smith et al,11

is due to cache effects of strong-scaling over a relatively small data set. The superlinear improvement is much less pronounced on ThunderX2

than with the x86 systems, which is primarily due to the much smaller ratio of DRAM to L3 cache bandwidth (as shown in Figure 2) and a smaller

L3 cache capacity. In addition, the overheads of some of the MPI communication routines such as the halo exchange and MPI_AllReduce

operations appear to be greater on ThunderX2, further impacting scalability. As a result of this, Isambard and Catalyst end up at around 2×
slower than the x86 systems when using 32 nodes. For the two Arm-based systems, the situation is reversed relative to CloverLeaf; here, the

Catalyst system scales slightly better than Isambard. There are a number of reasons why this is the case: Aries favors small (64-byte) messages

versus IB's preference for longer messages, and for CloverLeaf, the latter is a small advantage. In addition, Aries has a hardware-accelerated

MPI_AllReduce feature, which is not enabled on Isambard by default. At the scale of the results shown in Figure 4, most of the time is spent

in the dot product, relying on this all reduced feature. Experiments performed by Cray showed that by tuning the MPI rank placement, turning

on Aries' hardware reduction engine, and tweaking Cray MPI's E0 threshold to 8KB so that TeaLeaf's short messages are covered, Isambard's

performance for TeaLeaf on 64 nodes improved significantly. It should be noted that these gains also benefited the Broadwell and Skylake

systems in our test, but to a lesser degree. Because we wanted to focus on the kind of performance that most users would experience ‘‘out of

the box’’, we did not use Cray's improved TeaLeaf performance results in Figure 4.

4.2.3 SNAP

SNAP is a proxy application for a modern deterministic discrete ordinates transport code.13 As well as having a large memory footprint, this

application has a simple finite difference kernel, which must be processed according to a wavefront dependency, which introduces associated

communication costs. SNAP is unique in the applications in this study in that parallelism is exposed in two levels: spatially with MPI and over

the energy domain utilizing OpenMP. As such and as is common within the transport community, we have opted to explore the weak scalability

of this application. We have used a problem size of 1024 × 12 × 12 cells per MPI rank, with 32 energy groups and 136 angles per octant,

chosen to fit within the memory capacity of our baseline Broadwell system. We run with one MPI rank per socket, and use OpenMP threads to

saturate all cores of the socket. This configuration differs from our previous single-node analysis of this mini-app on ThunderX2 processors1 but

is representative of running at scale where spatial concurrency becomes limited.

Running the weak scaling setup described above, the runtimes at all scales are similar across all the architectures tested, as shown in Figure 5A,

with the advantage initially seen on Skylake reducing at higher node counts. Our earlier analysis of the scalability of SNAP showed that, even

at relatively modest node counts such as those used in this study, the runtime is dominated by network communications.14 Therefore, a similar

level of performance can be seen at modest scale irrespective of the architecture. The Catalyst system however performs notably worse than the

others, which is attributed to the inability of GCC to efficiently vectorize the main computational kernel (on Isambard, we were able to use the

Cray compiler instead). Figure 5B also shows that each system has a very similar parallel efficiency up to eight nodes and follows a similar trend

to our previous work.14 While in the x86 systems we were using in these tests only had 32 nodes, we were able to scale up the SNAP run to a

higher node count on Isambard. At these higher node counts, the ThunderX2 scaling efficiency settles at around 80%.
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FIGURE 5 SNAP scaling results up to 32 nodes

4.3 Scientific applications

The Isambard system has been designed to explore the feasibility of an Arm-based system for real HPC workloads on national services, such

as ARCHER, the UK's National Supercomputer for researchers funded by the EPSRC.3 To that end, a number of real applications have been

selected for this study taken from the top ten most used codes on ARCHER, The applications we have selected represent over 30% of the usage

of the whole ARCHER system, in terms of node hours. Therefore, the performance of these codes on any architecture captures the interests

of a significant fraction of UK HPC users, and any changes in the performance of these codes directly from the use of different architectures

is important to quantify. The test cases were chosen by the group of core application developers and key application users who came to two

Isambard hackathons held in October 2017 and February 2018; details of the attendees are found in the Isambard paper from CUG 2018, which

focused on single node performance.1 Given that we wish to focus on scaling across the Isambard and Catalyst systems, we had to choose test

cases that were of scientific merit, yet that could be scaled from a single node up to a useful fraction of both machines.

4.3.1 GROMACS

GROMACS is a widely used molecular dynamics package that is used to solve Newton's equations of motion.# Systems of interest, such as

proteins, can contain up to millions of particles. It is thought that GROMACS is usually bound by the floating-point performance at low node

counts, while becoming communication bound at higher node counts. The FLOP/s–bound nature of GROMACS at low node counts motivated

the developers to handwrite vectorized code using compiler intrinsics in order to ensure an optimal sequence of these operations.15 For each

supported platform, computation is packed so that it saturates the native vector length of the platform, eg, 256 bits for AVX2, 512 bits for

AVX-512, and so on. For this study, we used a 42 million atom test case from the ARCHER benchmark suite,16 running for 800 time steps. On the

ThunderX2 processors, we used the 128-bit ARM_NEON_ASIMD vector implementation, which is the closest match for the underlying Armv8.1-A

architecture. We note that, within GROMACS, this NEON SIMD implementation is not as mature as the SIMD implementations targeting x86.

Figure 6a shows that at low node counts, GROMACS performance for this benchmark correlates to floating-point throughput and L1 cache

bandwidth. At two nodes, Skylake Platinum is 1.62× faster than Broadwell, while Isambard is 1.22× slower. The Catalyst system is even slower

again, due to the lower clock speeds delivering less cache bandwidth and lower FLOP/s. As the node count increases, the performance becomes

increasingly affected by communication costs. Figure 6B shows that the scaling efficiency drops to below 60% for Skylake Platinum at 32 nodes,

with MPI communications accounting for 72% of the total runtime. Since the node-level performance is lower, Isambard is able to achieve a

scaling efficiency of 90% for 32 nodes, and Catalyst reaches close to 100%. As a result of this, Isambard achieves performance almost on par

with the Skylake Gold SKU when using 64 nodes, making up for the lower floating-point throughput and cache bandwidth.

4.3.2 OpenFOAM

OpenFOAM is a modular C++ framework aiming to simplify writing custom computational fluid dynamics solvers.17 In this paper, we use the

simpleFoam solver for incompressible, turbulent flow from version 1712 of OpenFOAM‖, the most recent release at the time we began

benchmarking the Isambard system. The input case is based on the RANS Driver generic car model, which is a representative case of real

aerodynamics simulation and thus should provide meaningful insight of the benchmarked platforms' performance.18 The decomposed grid

consists of approximately 64 million cells. OpenFOAM is memory bandwidth bound, at least at low node counts.

# http://www.gromacs.org
‖https://www.openfoam.com/download/install- source.php

http://www.gromacs.org
https://www.openfoam.com/download/install-source.php
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FIGURE 6 GROMACS scaling results up to 32 nodes

FIGURE 7 OpenFOAM scaling results up to 32 nodes

The OpenFOAM results shown in Figure 7A start off following the STREAM behavior of the three platforms closely, confirming that memory

bandwidth is the main factor that influences performance at low node counts. With its eight memory channels, ThunderX2 yields the fastest

result, at 1.83× the Broadwell performance on four nodes, compared to 1.57× and 1.59× on Skylake 20c and 28c, respectively. At higher node

counts, other factors come into play, where in Figure 7B, we see Broadwell scaling the best of all the platforms, Skylake also maintaining good

scaling, and the ThunderX2 systems scaling the least well, with parallel efficiency dropping to below 85%. We suspect that, as with TeaLeaf, the

lower cache bandwidths on the ThunderX2 processors limit their ability to realize a superlinear speedup for kernels that begin to work out of

cache, impacting overall scalability compared to the x86 systems.

4.3.3 OpenSBLI

OpenSBLI is a grid-based finite difference solver** used to solve compressible Navier-Stokes equations for shock-boundary layer interactions.

The code uses Python to automatically generate code to solve the equations expressed in mathematical Einstein notation, and uses the Oxford

Parallel Structured software for parallelism. As a structured grid code, it should be memory bandwidth bound under the Roofline model, with low

computational intensity from the finite difference approximation. We used the ARCHER benchmark for this paper,†† which solves a Taylor-Green

vortex on a grid of 1024 × 1024 × 1024 cells (around a billion cells). On each system we ran with one MPI rank per core, without using SMT.

The scaling efficiency for OpenSBLI, shown in Figure 8B, is similar across the four systems tested. At low node counts, performance of the

OpenSBLI benchmark is dominated by bandwidth to DRAM and L3 cache. The ThunderX2 systems are around 1.5× faster than Broadwell at four

nodes, and just a few percent slower than Skylake Platinum (see Figure 8A). Each system sustains efficiency above 80% up to 32 nodes.

** https://opensbli.github.io
††http://www.archer.ac.uk/community/benchmarks/archer/

https://opensbli.github.io
http://www.archer.ac.uk/community/benchmarks/archer/
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FIGURE 8 OpenSBLI scaling results up to 32 nodes

FIGURE 9 VASP scaling results up to 16 nodes

4.3.4 VASP

The Vienna Ab initio Simulation Package‡‡ (VASP) is used to model materials at the atomic scale, in particular performing electronic structure

calculations and quantum-mechanical molecular dynamics. It solves the N-body Schrödinger equation using a variety of solution techniques.

VASP includes a significant number of settings that affect performance, from domain decomposition options to math library parameters. Previous

investigations have found that VASP is bound by floating-point compute performance at scales of up to a few hundred cores. For bigger sizes,

its heavy use of MPI collectives begins to dominate, and the application becomes bound by communication latency.19 The benchmark utilized is

known as PdO, because it simulates a slab of palladium oxide. It consists of 1392 atoms, and is based on a benchmark that was originally designed

by one of VASP's developers, who found that (on a single node) the benchmark is mostly compute-bound; however, there exist a few methods

that benefit from increased memory bandwidth.20 We ran with one MPI rank per core, without using SMT. We tuned the value of NCORE, a

parameter which describes the parallel decomposition, for 16 nodes on each platform separately.

The scaling efficiency for VASP, shown in Figure 9B, is similar across the four systems tested. At 16 nodes, the ThunderX2 and Skylake

systems are all below 60% efficiency, with up to half of the total runtime consumed by the MPI communication. The remainder of the runtime

is split between DGEMM and 3D-FFT routines, which favor the higher floating-point throughput and cache bandwidth of the x86 processors

with their wider vector units. The net result (shown in Figure 9A) is that, at 16 nodes, Isambard is a 1.29× slower than the Broadwell system, and

1.62 − 1.66× slower than the Skylake systems.

‡‡http://www.vasp.at

http://www.vasp.at
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FIGURE 10 Efficiency of different compilers running on Isambard. The
BUILD and CRASH labels denote configurations that either failed to build or
crashed at runtime, respectively. A * indicates the use of GCC 7.3, due to
build failures with GCC 8.3

4.4 Performance summary

Overall, the results presented in this section demonstrate that the Arm-based Marvell ThunderX2 processors are able to execute a wide range

of important scientific computing workloads with performance that is competitive with state-of-the-art x86 offerings. At lower node counts,

the ThunderX2 processors can provide significant performance improvements when an application's performance is limited by external memory

bandwidth, but are slower in cases where codes are compute-bound. At higher node counts, the differences between node-level peak bandwidth

or FLOP/s often become less significant, with the network becoming the limiting factor. Given that, by design, four of the systems in our

comparison are Aries-based XC machines, one would expect to see performance between the systems converge, and this is indeed what we

observe in most cases. For the codes where we observed that the Arm-based systems do not scale as well as the x86-based ones, such as TeaLeaf

and OpenFOAM, we believe the lower cache bandwidth on the ThunderX2 CPUs is contributing to the lower performance (as strong-scaled

workloads start fitting into the cache hierarchy), and this is something we expect to see addressed with future generations of Arm-based

processors. The important conclusion is that Arm-based supercomputers can perform as well as x86-based ones at scale. The fact that the

Arm-based processors may be significantly more cost effective than x86-based ones therefore makes them an attractive option.

4.5 Toolchain comparison

Figure 10 compares the latest available versions of the three compilers on Isambard, normalized to the best performance observed for each

benchmark, running on 32 nodes (16 for VASP). There are three cases that fail to build: OpenFOAM with CCE 9.0 and VASP with Arm 19.2 and

CCE 9.0. It is worth noting that none of these issues appear to be specific to Arm platforms; CCE 9.0 fails to build OpenFOAM and VASP on x86

systems as well, and the Flang front end from which the Arm 19.2 Fortran compiler is derived also fails to build VASP. GCC 8 raises syntax errors

in both OpenFOAM and VASP, indicating that these build failures may be issues with the applications rather than compiler bugs. In addition, the

Arm 19.2 build of SNAP crashes at runtime, which is attributed to excessive stack usage in the SNAP code itself.

The largest performance difference between compilers is observed with SNAP, for which performance depends heavily on efficient

vectorization of a fairly complex kernel. The Cray compiler yields a 1.7× improvement over GCC here, giving an advantage to Isambard over the

HPE Catalyst system as noted in Section 4.2.3. Conversely, GCC provides a 15% improvement over CCE for TeaLeaf, generating more efficient

code for the core solver routine. Interestingly however, for TeaLeaf at low node counts, the Cray compiler is the fastest, with a much faster

reduction operation negating the slower solver routine. Overall, GCC is the fastest for four out of seven benchmarks, with the Cray compiler

fastest for two and the Arm HPC compiler only fastest for GROMACS, where it just edges out GCC. Table 2 shows the best compilers used for

each benchmark for all the systems used in this study, indicating that no single compiler dominates performance on x86 platforms either.

We also explored the use of the Arm Performance Libraries (ArmPL) for GROMACS and VASP, comparing to Cray's LibSci and tuned FFTW

libraries that are the default on Cray systems. For GROMACS, using ArmPL instead of FFTW resulted in a small drop in performance at all node

counts. For VASP, using ArmPL instead of LibSci for the BLAS routines resulted in a small but consistent improvement. We were unable to get

VASP working when using ArmPL for the FFT routines however, and are still investigating this.

5 REPRODUCIBILITY

With an architecture such as Arm, which is new to mainstream HPC, it is important to make any benchmark comparisons as easy to reproduce

as possible. To this end, the authors are making all of the detailed information about how each code was compiled and run, along with the input

parameters to the test cases, available as an open source repository on GitHub.§§ The build scripts will show which compilers were used in each

§§https://github.com/UoB- HPC/benchmarks/releases/tag/CCPE- CUG- 2019

https://github.com/UoB-HPC/benchmarks/releases/tag/CCPE-CUG-2019
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case, what flags were set, and which math libraries were employed. The run scripts will show which test cases were used, and how the runs

were parameterized. These two sets of scripts should enable any third party to reproduce our results, provided that they have access to similar

hardware. Many of the scripts do assume a Cray-style system, but should be easily portable to other versions of Linux on non-Cray systems, as

evidenced by the inclusion of scripts for our HPE Catalyst system.

6 CONCLUSIONS

The results presented in this paper demonstrate that supercomputers built using Arm-based processors are now providing production performance

competitive with state-of-the-art offerings from the incumbent processor vendors. We found that, even in cases where x86-based CPUs

with higher peak floating point performance would beat ThunderX2 at low node counts, at realistic scales appropriate for real science runs,

ThunderX2 often become even more competitive, due to its greater memory bandwidth benefiting communication performance. We also saw

that most codes scaled similarly between x86 and ThunderX2, and between two ThunderX2 systems with different interconnect technologies.

With future Arm-based processors set to increase floating point performance and cache bandwidth with the introduction of new technologies

such as the Arm scalable vector extensions, the CPU offerings from these vendors are set to become even more compelling. The majority of our

benchmarks compiled and ran successfully out-of-the-box, and no architecture-specific code tuning was necessary to achieve high performance.

This represents an important milestone in the maturity of the Arm ecosystem for HPC, where these processors can now be considered as viable

contenders for future production procurements.

Overall, these results demonstrate that Arm-based server CPUs that have been optimized for HPC are now genuine options for production

systems, offering performance at scale competitive with best-in-class CPUs, while potentially offering attractive price/performance benefits.

With multiple systems vendors now offering solutions using these CPUs as part of their standard product portfolio, Arm-based processors look

to become part of the future of the scientific computing landscape.
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