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gﬁ{goﬁ;ﬂ computational fields such as Biology, Physics, Materials, and Computer Science. The
Darshan I/O behavior of the emerging ML workloads distinctly differs from the traditional HPC
1/0 characterization workloads, such as simulation or checkpoint/restart-based HPC I/O behavior. Addition-
Machine learning ally, the ML workloads have also pushed for the utilization of GPUs or a combination
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Processing units and complex I/O behavior of ML workloads requires extensive study and is critical for

the efficient performance of various layers of the I/O stack and the overall performance
of HPC workloads. This work aims to fill the gap in understanding the I/O behavior
of emerging ML workloads by providing an in-depth analysis of ML jobs running on
large-scale leadership HPC systems. In particular, we have analyzed the behavior of jobs
based on the scale of the jobs, the science domains, and the processing units used by
the ML jobs. The analysis was performed on 23,000 ML jobs collected from one year
of Darshan logs running on Summit, which is one of the fastest supercomputers. We
also collect the CPU and GPU usage of 15,165 ML jobs by merging the Darshan dataset
with the power usage of the processing units on Summit. Therefore, this paper is able
to provide a systematic I/O characterization of ML workloads on a leadership scale HPC
machine to understand how the I/O behavior differs for workloads across various science
domains, the scale of workloads, and processing units and analyze the usage of parallel
file system and burst buffer by ML I/O workloads. We have made several observations
regarding 1/O performances and access patterns through various analytical studies and
discuss the important lessons learnt from the perspective of a ML user and a storage
architect for emerging ML workloads running on large-scale supercomputers.
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1. Introduction

As machine learning (ML) and deep learning (DL) technologies have gained more attention, particularly for solving
large and complex modeling problems, the I/O usage patterns of high performance computing (HPC) systems are diverging
from the patterns exhibited by traditional workloads. I/O behavior observed from conventional workloads like simulation,
visualization, or checkpoint/restart-based is different from the complex I/O of ML and DL jobs which involve multiple sub-
tasks applying a large number of read I/O calls for training on a numerous number of batches and across a large number of
epochs. The datasets involved in these tasks are also heterogeneous, such as images, text, and time-series vectors. Various
science domains such as biology, physics, and chemistry, have contributed to even more diverse I/O patterns in large-scale
data analysis and ML/DL workloads [1]. This diversity of I/O needs by HPC workloads warrants the need to characterize
the requirements of I/O in modern and future HPC centers.

There has been a number of works published [2-5] dedicated to the characterization of traditional workloads, such
as simulation involving write-heavy checkpoint/restart. Recent studies [6-9] have also focused on analyzing the I1/O
requirements of popular ML methods, like deep learning. However, there is a lack of research on a system-wide cross-
sectional analysis of HPC systems that can provide a holistic understanding of the typical /O characteristics of ML
workloads. The ML workloads generally follow several standard steps, such as reading data from a file system, processing
and organizing the data, and passing it to a ML training algorithm. It has been typically observed that ML workloads
have small read and write access patterns. The read calls are usually made in small batches during training for a large
number of epochs on entire datasets. However, based on different domain sciences, applications, the scale of ML jobs, and
CPU/GPU utilization, the 1/O calls can become very complex, especially on large-scale HPC systems having thousands of
nodes.

There are various I/O monitoring tools to record the performance of HPC storage systems. One such tool is Recorder [10],
which can capture I/O function calls at multiple layers of the parallel file system I/O stack without modifying an
application’s source code. An I/O toolkit called RIOT [11] provides a robust framework to analyze parallel file system I/O
behavior. Darshan [12-14] is one of the most widely used 1/O profiling tools for system-wide analysis of HPC workloads
performance. It is designed to capture an accurate picture of application I/O behavior, including properties such as access
patterns, with minimum overhead, and provides I/O metrics at the individual files level. It is lightweight and is efficiently
deployed on an HPC system. It provides valuable insights into potential performance-tuning efforts and enables evaluating
I/O trends for the entire HPC cluster. Darshan logs have been used in many studies to characterize the I/O needs of HPC
workloads. However, Darshan does not annotate the logs into ML and non-ML workloads. Therefore, it is a non-trivial
task to classify the two kinds of HPC workloads (ML and non-ML), which would help characterize the different HPC /O
behavior.

Most ML jobs are perceived to be read-intensive with a lot of small reads while a few ML jobs also perform small writes.
This kind of 1/O behavior suggests that an in-system storage, like a burst buffer [15] will provide better I/O performance
for ML workloads than a parallel file system, like IBM Spectrum Scale (GPES) [16], where the performance is limited by
a large number of metadata requests. On the other hand, a burst buffer is a fast and intermediate storage layer between
the non-persistent memory of the compute nodes and persistent storage — the parallel file system. The burst buffer layer
is configured to take a burst of read or write I/O at a very high rate. However, there has been no prior study on the usage
of burst buffer and parallel file system by large-scale ML I/O workloads.

ML scientists and engineers generally focus more on the computation portions of the jobs, thereby overlooking the
performance of the /O component. Therefore, it is essential to study the effect of I/O when ML jobs use different kinds
of processing units — CPUs and GPUs. Do ML jobs which use only GPUs fare better in terms of I/O performance than
their counterparts that use only CPUs? How do the different science domains use the processing units and the underlying
storage systems?

In this paper, we aim to fill the gap in literature by characterizing the 1/O behavior of ML workloads based on different
science domains, the scale of ML I/O job runs, and temporal trends over one year. We also analyze the usage of the
parallel file system and burst buffer by ML I/O workloads. To this end, we study the Darshan logs of 23,389 HPC ML I/O
jobs spanning over one year (January 2020-December 2020) on Summit [17] - the second-fastest supercomputer in the
world according to the latest top-500 list [18]. IBM Spectrum Scale (previously known as GPFS) [16] forms the parallel
file system in Summit. In the remainder of the paper, we use the term ‘GPFS’ for the parallel file system and ‘BB’ for burst
buffer.

This article extends our previous work [19] by merging the Darshan logs of the ML jobs with the power data of the
CPUs and GPUs for the jobs running on Summit. The Darshan dataset itself does not provide enough information about
the usage of CPU and GPU layers. Merging Darshan data with power consumption logs allows us to analyze the effects
of I/0 on the compute nodes’ processing units (CPU and GPU). Upon combining the two datasets, we are able to get the
CPU and GPU usage of 15,165 ML jobs.

Specifically, we make the following contributions with regards to the 1/0 behavior of ML workloads on a leadership
scale HPC systems.

e Develop a technique to annotate ML workloads from Darshan logs.
e Analyze the I/O behavior of large-scale ML workloads classified by different science domains and the scale of job
runs.
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Fig. 1. High-level overview of Darshan’s architecture.

e Study the usage of the parallel file system and burst buffer by ML I/O jobs and understand the scope of improvement
in I/O performance.

e Estimate the I/O effects caused on different layers of the storage subsystem by ML jobs submitted by various science
domains classified on the basis of CPU and GPU usage.

e Understand the I/O behavior and potential bottleneck caused during the execution of the workloads running on
GPUs.

From our study, we observe that ML workloads generate a large number of small file reads and writes, which is ideal
for burst buffer. However only few science domains use burst buffer, and out of those, only some use the burst buffer
efficiently. The temporal trend of ML workloads on Summit also indicates an exponential increase in the I/O activity from
ML workloads by different science domains which is indicative of the future which will be dominated by ML. We also find
that GPU only jobs cause a more significant I/O bottleneck than jobs running on only CPUs. Based on our observations,
we also list down key discussion points for the benefit of the ML scientists and the storage architects.

2. Background
2.1. Summit supercomputer

The Summit supercomputer is based upon IBM AC922 system and deployed at the Oak Ridge Leadership Computing
Facility (OLCF). It consists of 4,626 compute nodes. Each node is equipped with 2 IBM POWER9 (P9) processors and 6
NVIDIA Tesla V100 (Volta) GPUs. Also, each node has 512 GB of DDR4 CPU memory, and each GPU has 16 GB of HBM2
memory. An NVLink 2.0 bus connects each P9 CPU to 3 V100 GPUs. Mellanox InfiniBand Enhanced Data Rate (EDR) network
with a fat-tree topology connects the nodes. Summit’'s peak power consumption is 13 MW and is currently ranked No.
11 on the Green500 list with 14.719 GFlops/watts, supported by a 20MW facility that provides the necessary power and
cooling to the compute cluster floor. A 1.6 TB NVMe device is present on each compute node to be used as node-local
storage — burst buffer (BB). Summit is connected to Alpine, a 250 PB IBM Spectrum Scale (GPFS) file system. Summit can
access Alpine at 2.5 TB/s in aggregate under a large, and sequential write I/O access pattern. Alpine is a center-wide file
system and directly accessed by all other OLCF resources.

2.2. Darshan - HPC I/O characterization tool

Fig. 1 provides an overview of the Darshan architecture. As an application executes, the Darshan instrumentation
module for MPI, POSIX, and STDIO generates data records characterizing the application’s I/O workload within different
components of the I/O stack. The instrumentation modules for the various components are registered with the Darshan
core library. During application shutdown, each module organizes its records, compresses it and writes those collectively
to the log file. MPI-IO is recorded for every MPI_File_read() and MPI_File_write() calls. POSIX module records each read()
and write() call. Many applications rely on text-based I/O in leadership class computing facilities. The STDIO module
characterizes the stdio.h family of functions, such as fopen(), fprintf(), and fscanf(). We share a month’s worth of Darshan
logs collected from Summit supercomputer.

3. Methodology
3.1. Annotating ML jobs

Darshan provides darshan — util, a collection of tools for parsing and summarizing log files produced by the Darshan
instrumentation module. We use one of its tools darshan — parser, to parse the raw Darshan logs of one year (January to
December 2020) and get the file-wise 1/O statistics in each module (MPI-IO, POSIX, or STDIO) accessed by the application.
The metadata of each parsed Darshan log consists of jobid, userid, start_time, end_time, executable, no_of _processes, and
runtime. These parsed logs are used to annotate ML jobs and study their 1/O behavior.

2 Dataset: https://doi.ccs.ornl.gov/ui/doi/384, DOI: 10.13139/OLCF/1865904.
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Table 1
List of 42 ML keywords used to annotate ML jobs from Darshan logs.

List of ML Keywords

keras training solr_keras candle_keras cosmoFlow_cnn1 Large_Batch_Training

train tf_cnn stemdl randomForest STEMDL-Benchmark network_FCDenseNet_custom
imagenet tfrecord ppi-cnn-gpu ppi-3d-cnn tensorboardX pytorch_synthetic_benchmark
DeepBench epoch regression prediction batch_size federated-learning

nt_train FC-DenseNet iRF tensorflow genomicPredictionRF genomicPredictioniRF

sklearn horovod cnn.pickle convolutional.py spDNN_data sp1vfast3d_regression_ibm
interpolate pytorch tensorflow DNN train_tfrecord tf_cnn_benchmarks

To identify ML I/O workloads from the parsed Darshan logs, we create a list of ML keywords from the most common
ML libraries used on leadership scale HPC systems. By browsing through the executable and file names present in the
Darshan logs from the first two months, we find that most HPC ML workloads use libraries from either R or Python.
Combining the knowledge of ML terminologies found in the Darshan logs of the first two months and searching for the
top ML/DL libraries used in R and Python, a list containing 42 ML keywords is created, which is shown in Table 1. The
list of keywords may not be comprehensive, but it is sufficient to provide enough samples representing the ML jobs on
Summit.

Summit’s scheduler logs are merged with the Darshan logs to get the science domain (Physics, Chemistry, Computer
Science, or others) and the number of nodes on which the ML jobs ran. A total of 845,036 jobs ran on Summit in 2020.
Out of this, Darshan logs were generated for 279,642 jobs. The executable and filenames present in Darshan logs for the
entire year are checked against the list of ML keywords shown in Table 1, and the final dataset of Darshan logs for 23,389
ML jobs running on Summit in 2020 is obtained, which is used for the analysis in this paper.

The final number of ML jobs in the dataset is close to 9% of the entire number of jobs running on Summit for the year
2020. This is believed to be a sufficiently large number of jobs to provide logical observations as there have been prior
studies on 1/O analysis which have been done on one month of supercomputing workloads, where the number of jobs
were less than 10,000 [20]. Moreover, the above described process of filtering ML jobs ensures that the dataset does not
contain any false positives. However, there is no way to determine the true negatives, or the ML workloads that were
missed in the above process. This is an existing challenge in the community. Even manually scavenging workloads coming
for the ML domain suggests that not all workloads coming from even the ML domain can be classified as ML. Therefore,
the only option is to resort to keywords in the filenames or in the executable. This ensures that our observations are not
biased towards traditional simulation based HPC workloads.

3.2. Per-node processing unit power consumption and error management

We calculated the job-wise power measurement used in this work by aggregating the values recorded for the duration
of job run-time at each node on which the job was executed. The power data is collected at each node at a frequency
of 1 Hz based on the sampling from 500 s instantaneous power measurement. The recorded power data has separate
fields for CPU power, GPU power, and total power. We validated the aggregated values against the measurements from
the main switchboards (MSBs) that distribute power to the compute cabinets. Mainly, we compared the summation at
the per-node 10-second mean input power that belongs under each MSB. Overall, our method using the aggregation of
the 10-second mean power of each node was about 11% from the actual physical MSB measurement [21]. After that, we
calculated the mean values across all the nodes on which the job was running and for the duration of the job to get the
job-wise average power values.

4. Analysis of ML I/O workloads
4.1. Classification based on science domains

The science domain is a high-level classification of the workloads based on the project codes from which the job is
executed. We mapped every project with one science domain depending on the code, and several projects can belong to
one science domain. Analyzing ML workloads based on the science domain is necessary because the nature of applications
under different science domains exhibit significantly different /O behavior.

4.1.1. Distribution of ML I/O jobs

ML I/O jobs are analyzed to identify the science domains that make the most use of ML techniques in their HPC
applications. Fig. 2 shows the distribution of ML jobs in different science domains along with the number of users and
unique applications which make use of ML techniques in their HPC jobs. As explained in Section 3, a total of 23,389 ML
jobs were analyzed.

Observation: Biology constitutes the maximum proportion of ML jobs on Summit over a year. However, Computer
Science has the maximum number of users that use ML approaches in their jobs.

4
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Fig. 2. Classification of 23,389 ML jobs by science domains. (Note: #users specifies the number of unique users submitting ML jobs, and #apps is
the number of unique applications in each science domain).
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Fig. 3. The number of ML jobs using burst buffer and GPFS classified by different science domains on Summit.

4.1.2. Jobs using GPFS and BB
Fig. 3 shows the number of ML jobs in each science domain that either has at least one file access on BB (BB Jobs) or

all file accesses exclusively on GPES (GPFES jobs).
Observation: Computer Science has the most number of jobs that use BB compared to the other science domains. Only

four science domains (Biology, Computer Science, Materials, and Chemistry) use BB for their ML workloads. Contrary to
the common viewpoint, the plot shows the usage of BB is limited to users only from selected domain sciences and may
reflect a limited understanding of the BB techniques to improve I/O performance by various science domains.

4.1.3. Types of ML I/O jobs
For every science domain that uses BB, we classify each job into one of the three categories: Read-Intensive (RI),

Write-Intensive (WI), and Read-Write (RW).

ReadBytes — WriteBytes (1)
ReadBytes + WriteBytes

Eq. (1) specifies the job type based on the following:

result =

e —1 <result < —0.5: Write-Intensive (WI)
e 0.5 < result < 1: Read-Intensive (RI)
e —0.5 < result < 0.5: Read-Write (RW)

Table 2 shows the percentage of ML jobs classified into the job type (RI, WI, RW) that either use exclusively GPFS or
at least one of the file is in BB.
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Table 2
Comparison of the percentage of read-intensive (RI) vs write-intensive (WI) vs read-write (RW) ML jobs using GPFS
or Burst Buffer classified by the four science domains that use BB.

Job Size GPFS Burst Buffer
RI WI RW RI Wi RW
Comp. Sc. 82.21 9.41 8.38 3147 67.41 1.12
Biology 43.29 24.59 32.12 97.28 1.36 1.36
Materials 21.15 18.82 60.03 100.0 0 0
Chemistry 76.78 9.72 13.50 0 100.0 0
Table 3

The mean number of read and write calls per job made in each group of file access sizes classified by science domains.
The file access sizes are grouped into < 1MB, 1MB-10MB, 10MB-100MB, 100MB-1GB, and > 1GB bins. ~99% of the
read and write calls are less than 10MB calls.

Sc. Domains Number of read calls

<1M 1M-10M 10M-100M 100M-1G >1G
Biology 2.92e+7 922.12 678.61 70.07 2.48
Chemistry 8.63e+5 1135.22 21.2 0 0.02
Comp. Sc. 5.14e+6 421151.22 69558.12 1.45 491
Earth Sc. 5.57e+5 24435.34 382.81 0 0
Engineering 4.67e+5 12.99 104971.99 0.74 0.24
Fusion 3.05e+7 80.81 87.57 83.66 0
Mach. Learn. 3.90e+5 28126.52 6484.93 0.59 0
Materials 5.33e+6 7037.46 103.03 0.29 0.16
Physics 1.5e+7 1004.92 6644.35 25.76 31.34

(a) Mean number of read calls.

Sc. Domains Number of write calls

<1M 1M-10M 10M-100M 100M-1G >1G
Biology 5.41e+7 79.57 11.62 0.29 0.03
Chemistry 1.77e+7 117.08 305.52 0 0
Comp. Sc. 1.98e+6 406.57 5883.53 0.26 0.01
Earth Sc. 6.93e+4 48.97 7.49 0.10 0
Engineering 5.49e+5 1192.63 241313.12 0 0
Fusion 2.05e+3 325.89 959.40 239.85 0.17
Mach. Learn. 1.62e+3 89.91 1.48 0 0
Materials 4.49e+6 2.34 17.58 0.26 0.23
Physics 3.59e+6 959.99 44.69 1.50 0

(b) Mean number of write calls.

Observation: Computer Science and Chemistry have a high percentage of RI ML jobs which have all files in GPFS.
Therefore, a large percentage of read-heavy files from Computer Science and Chemistry can be migrated from GPES to BB
to improve the I/O performance of the ML workloads.

4.1.4. 1/0 activity of ML I/O jobs in GPFS and BB

Fig. 4 shows the density distribution of I/O behavior (x-axis: bytes written, y-axis: bytes read) by ML jobs in both GPFS
and BB classified by the four science domains that use BB. Based on the job types (RI, WI, RW) discussed above, the plot
suggests that jobs which are nearer to the x-axis and further away from zero are WI, the jobs which are close to y-axis
and far away from zero are RI, and the jobs in the middle are RW. Fig. 4 is consistent with Table 2 which shows that
Computer Science and Chemistry ML jobs which use BB are mostly WI, while the ML jobs using BB from Materials and
Biology are mostly RI.

Observation 1: ML jobs that use BB can either be classified as read-intensive or write-intensive, while a large majority
of jobs use exclusively GPFS are read-write. This warrants further investigation into the read and write access sizes of
the ML workloads, which is discussed in Section 4.1.5.

Observation 2: A large number of ML jobs performing fewer reads and writes (closer to zero along the y-axis)
exclusively use GPFS. This shows that many ML users believe jobs performing less I/O will incur a much higher overhead
in copying files from GPFS to BB than the gain in I/O performance by doing 1/O on BB.

4.1.5. Read and write access sizes

Table 3(a) and Table 3(b) show the mean number of read and write calls used per ML job in different access sizes
respectively. The various file access sizes are grouped into five bins: < 1MB, 1IMB-10MB, 10MB-100MB, 100MB-1GB, and
> 1 GB. This analysis is important because large sequential read and write (higher sized bins) gives a higher performance
from GPFS, while small reads and writes (lower sized bins) are more efficient in BB. The classification by different science

6
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Fig. 4. Density distribution plots of I/O activity from ML jobs using either GPFS or BB classified by science domains.
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Fig. 5. Classification of Small-Scale (18,269), Medium-Scale (5043), and Flagship-Scale (77) ML jobs. (Note: #users is the number of unique users
submitting ML jobs, and #apps specifies the number of unique applications in each science domain).

Table 4

Summit scheduling groups by job node count.

Category Number of Nodes Max Walltime (hours)
Flagship 922-4608 24

Medium 46-921 6 or 12

Small 1-45 2

domains shows that the amount of calls across different bins depends on the science domain. At the same time, a large
number of [/O calls in all the science domains fall under the smallest bin of < 1MB.

Observation: Almost 99% of the read and write calls for ML workloads are less than 10MB. This implies that burst
buffer is an excellent candidate to improve I/O performance as a large number of small read and write requests overloads
the parallel file system. There is a massive scope in I/O performance improvement, especially in the Physics domain, which
comprises a healthy portion of ML I/O jobs on Summit as shown in Fig. 2. Physics has a large number of small file accesses
but does not utilize burst buffer as previously seen in Fig. 3.

4.2. Classification based on scale of jobs

We define the scale of the jobs based on the number of nodes on which the job is executed. The need to classify
jobs based on the number of nodes is because the bigger jobs that usually run on a large number of nodes affect the

performance of the HPC system differently compared to smaller jobs that may have little impact on the HPC system
performance.

4.2.1. Distribution of ML I/O jobs

Based on Summit’s scheduling policy [22], the ML jobs are classified into three categories: small, medium, and flagship.
The description for each category is shown in Table 4.

Fig. 5 shows the classification of small, medium and flagship scale ML jobs by science domains.

Observation: More than 78% of ML jobs run on less than 45 nodes with Biology and Computer Science having the
maximum proportion of jobs. Biology has more than two-third share of the medium-scale ML jobs while Computer Science
and Physics have the maximum share among the 77 ML jobs which run on flagship scale.

7
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Fig. 6. Number of ML jobs which either access at least one file on BB or all files exclusively on GPFS classified on the basis of the scale of jobs and
science domains.

Table 5

Comparison of percentage of read-intensive (RI), write-intensive (WI), and read-write (RW) jobs for GPFS and Burst Buffer classified

by the scale of job runs.

Burst Buffer

Job Size GPFS

RI WI RW RI WI RW
Flagship 78.57 21.43 0 88.89 11.11 0
Medium 55.94 14.29 29.77 37.04 62.50 0.46
Small 56.43 30.71 12.86 52.24 46.76 0.99

4.2.2. Jobs using GPFS and BB
Fig. 6 shows the number of ML jobs that either has at least one file access on BB or all file accesses on GPFS.

Observation 1: Only ML users from Computer Science use BB for flagship jobs, while the ML users from other domains
using BB; Biology, Materials, and Chemistry use it for jobs running on less than 922 nodes. The reason might be the
multiple legacy codebases from the three science domains are in the process of being scaled up to include BB and improve

I/O performance.
Observation 2: Typically, the number of jobs having at least one file on BB is lesser than the number of jobs using GPFS

exclusively. Contrary to the pattern, the number of Computer Science jobs at the flagship scale, which uses BB, surpasses
the number of jobs only using GPFS.

4.2.3. 1/0 activity for different types of jobs in GPFS and BB
The different job types: RI, WI, and RW, are described above in Section 4.1.3. Table 5 shows how the different types

of jobs use GPFS and BB based on the scale of the ML jobs.
Observation 1: Flagship jobs which use exclusively GPFS are more read-intensive. Therefore, there is a scope of

improvement in I/O performance if these RI ML jobs can migrate the read-heavy files from GPFS to BB.
Observation 2: Medium scale jobs which have at least one of their files on BB, use it more for WI jobs. This implies
that ML users might not be confident of using BB for improved read performance and still prefer to use BB in a traditional

manner, that is, for capturing periodic write bursts.

4.3. Temporal trend of ML I/O jobs

In this sub-section, we analyze the month-wise behavior of the ML jobs for one year period. The temporal analysis of
ML workloads will reveal the I/O behavior of the emerging ML workloads.

4.3.1. High-level I/O trend
The evolution of the I/O characteristics of ML jobs over a period of one year is shown by Cumulative distribution

function (CDF) plots for read and write bytes in Fig. 7.
Observation: More than 50% of the I/O happened in the later part of the year (starting mid-August). This suggests an

exponential growth in the use of ML technologies in the HPC workloads and the importance of such a study to build
better technologies to meet the future I/O needs of such ML applications.
8
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Fig. 8. CDF plots showing the temporal trend of bytes read and written by ML jobs on GPFS and BB over a period of one year classified by science
domains.

4.3.2. ML I/O behavior trend of different science domains

Figs. 8(a) and 8(b) show the temporal trend of the percentage of bytes read and written by ML jobs on GPFS and BB
over a period of one year classified by the four science domains that use BB.

Observation 1: Users from Computer Science started adopting BB for their ML jobs earlier than the other science
domains. The steep jump in the usage of BB in Chemistry, Materials, and Biology suggests that only a few users used
BB in a small time period. Fig. 8(b) follows the same trend as Fig. 7, where most of the ML jobs were run in the last
few months of the year. Therefore, domain sciences outside Computer Science are starting to make use of BB in a more
prevalent manner for their ML workloads, which will continually be on the rise. This means that better I/O optimization
methods need to be developed to use burst buffer more efficiently.

Observation 2: The temporal trend for reads and writes is similar on both GPFS and BB, except for Computer Science
for reads on BB, which suggests that there might have been benchmark runs from the users in Computer Science to test
the read performance of BB at the start of the year, before using BB in the ML applications.

4.4, Usage of burst buffer by ML I/O jobs

As seen in Section 4.1.5, a large number of small reads and writes constitute the I/O behavior of ML workloads which
is more suitable for BB than GPFS. Therefore, in this section, we analyze the usage of BB by ML jobs. Out of a total of
23,389 ML jobs, only 1046 jobs make use of BB.

4.4.1. Jobs having common files in BB and GPFS

Write-intensive ML Jobs typically use BB for temporary writes and then persist those to GPFS. On the other hand, read-
intensive ML jobs copy files from GPFS to BB, and then the files are read from BB to improve the overall read performance
of the ML job. Therefore, from all the 1046 ML jobs that use BB, we analyze only the jobs with common files in both GPFS
and BB and observe the distribution of bytes read and written by these common files.

9
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Fig. 10. Bytes persisted from burst buffer to GPFS classified based on reads and writes.

Figs. 9(a) and 9(b) show the percentage of RI, WI, and RW jobs classified based on the science domains and the scale
of job runs that have common files on both GPFS and BB. We found a total of 396 jobs that have common files on GPFS
and BB.

Observation 1: Fig. 9(a) shows that ML jobs from Biology performed persistent writes while the other types of jobs do
not have any common files. This is completely opposite to the behavior exhibited by ML jobs from Chemistry, where the
WI jobs do not have any files which are persisted. Jobs coming from Materials are only RI jobs, some of which use BB to
improve read performance. ML users from Computer Science try to make optimal use of BB by having all three categories
of jobs; RI, WI, and RW, use BB to either improve read performance or persist write-heavy files from BB to GPFS.

Observation 2: Fig. 9(b) shows that the trend of common files across all the scales of jobs is dominated by Computer
Science shown in Fig. 9(a). However, as more ML technologies are adopted by science domains other than Computer
Science, the usage of burst buffer will be skewed towards the sub-optimal BB usage. Therefore, for an optimal system-wide
I1/0 performance, ML users need to be well educated on the benefits of BB as well as novel I/O optimization techniques
similar to [23,24] should be developed which can transparently make use of BB without making changes to legacy code
bases.

4.4.2. 1/0 activity of files persisted from BB to GPFS

Fig. 10 shows the I/O distribution of ML jobs which use BB to gauge the data size which are persisted from BB to GPFS.
Total bytes read/written are the total bytes by the ML jobs which use BB. Burst buffer bytes read/written are the total bytes
read or written from BB. Persisted bytes read/written shows the size of files which are persisted from BB to GPFS after they

are read or written.
10
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E(a)lr)rllga(iison of 1/0 performance for files in the ML jobs on GPFS and Burst Buffer.
I/0O Rate GPFS Burst Buffer
(MBps) Mean Median Std. Dev. Mean Median Std. Dev.
Read 721 390 967 3576 2994 2518
Write 782 257 1285 2721 2807 1792

Table 7
1/0 performance comparison for ML jobs using either exclusively GPFS or at least one file on Burst Buffer
classified by science domains; (a) read rate, (b) write rate.

Read Rate GPFS Burst Buffer

(MBps) Mean Median Mean Median
Biology 658.79 652.38 3319.09 2366.32
Chemistry 365.01 50.90 0 0
Comp. Sc. 724.03 399.09 4617.62 4455.59
Materials 709.75 38.39 5465.60 5535.77

(a)

Write Rate GPFS Burst Buffer

(MBps) Mean Median Mean Median
Biology 220.71 85.30 3838.12 4560.81
Chemistry 281.58 280.39 2560.34 2753.97
Comp. Sc. 1216.89 826.57 2844.06 4041.16
Materials 124.30 2.89 0 0

(b)

Observation: Files which perform read bytes from BB are not persisted back to the GPFS. Also, as expected almost
all the write bytes on BB from Computer Science are persisted to GPFS. However, this behavior does not hold true for
Chemistry which do not persist the write bytes that were performed on BB. This might imply that ML jobs from Chemistry
might write into a lot of temporary files which need not be persisted.

4.5. ML I/O job performance on GPFS and burst buffer

In this section, we analyze the performance benefit that can be observed by using the BB more efficiently by ML I/O
jobs.

4.5.1. Read vs write performance

Table 6 compares the mean, median and standard deviation of read and write performance by files in the ML jobs on
GPFS and BB.

Observation 1: Both read and write performance on BB outperforms GPFS. BB gives a better improvement on read
performance (4.95x) when compared to the write performance (3.48x) than GPFS.

Observation 2: Based on the mean and standard deviation on BB, we can conclude that 66% of the reads and writes
on BB get I/O performance between 1GBps and 6GBps. This is consistent with the theoretical peak that can be obtained
on BB from a single node on Summit - 2.1 GBps for writing and 5.5 GBps for reading [25].

4.5.2. 1/0 performance by different science domains

Table 7(a) and Table 7(b) show the read and write performance of ML jobs classified by science domains when they
either exclusively use GPFS or have at least one file access from BB. ML jobs from Chemistry do not perform any read on
BB, and the jobs from Materials do not have writes on BB, therefore the corresponding values are zero.

Observation 1: The performance of both reads and writes on BB surpass those on GPFS for all the domains. This suggests
that there is a huge scope of performance improvement by using BB more efficiently.

Observation 2: ML jobs from Computer Science have a better mean performance combining file accesses on both GPFS
and BB, compared to other domains. This implies that Computer Science makes better use of BB and GPFS, for example,
not using BB for ML jobs doing small overall 1/O, copying read-heavy files from GPFS to BB before doing the reads on BB,
capturing burst of writes for write-heavy files on BB before persisting it on GPFS. This again suggests that there should be
better optimization technologies that can transparently migrate files between GPFS and BB for the domain sciences who
are less informed about BB.

4.6. ML I/O job performance based on processing unit usage

From the power dataset, we get the mean power consumption on the CPU and GPU per job. Combining the power data
with the Darshan dataset, we are able to analyze the I/O performance of ML jobs based on CPU and GPU usage by jobs.

11
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Fig. 11. Density distribution plot based on the classification of 15,165 ML jobs by processing units. The jobs are classified into CPU only, GPU only,
and CPU and GPU jobs.

Table 8

Classification of ML jobs into RI, WI and RW for CPU and GPU usage.

Job Type CPU GPU CPU+GPU
Read-Intensive (RI) 4297 4588 112
Write-Intensive (WI) 2421 1170 221
Read-Write (RW) 1670 401 241

4.6.1. Classification of ML jobs

We augment the Darshan dataset that we used for the I/O pattern analysis with the power dataset to classify workloads
into three classes that are GPU only jobs, CPU+GPU jobs that run on both CPU and GPU, and remaining jobs which are
CPU only jobs. The classification of jobs is based on comparing the mean power consumption of CPUs and GPUs per node.
If the mean power consumption of CPUs is greater than 250 W and the mean power consumption of GPUs greater than
260 W, we label the jobs as CPU + GPU jobs (jobs that use both CPU and GPU). If the mean power consumption of GPUs is
more than 260 W and the mean CPU power is less than 250 W, we label the jobs as GPU only jobs. The remaining jobs that
consume GPU power less than or equal to 260 W are labeled CPU jobs, including jobs that use low CPU power, i.e., CPU
power consumption is less than 250 W. The equations below summarize the classification of jobs into three categories.

e CPU Jobs: GPU Power < 260 W
e GPU Jobs: (GPU Power > 260 W) and (CPU Power < 250 W)
e CPU+GPU Jobs: (GPU Power > 260 W) and (CPU Power > 250 W)

Fig. 11 shows GPU power vs. CPU power consumption, kernel density estimate plot (KDE) of the ML jobs in the three
categories, i.e., CPU only, GPU only, and jobs that uses both CPU and GPU (CPU+GPU) jobs. A KDE plot [26] is a visualization
technique to show the continuous probability distribution of observations in a dataset. It is analogous to a histogram, but a
histogram bins the data points in discrete bins. In contrast, KDE smooths the observation with a Gaussian kernel resulting
in a continuous density estimate or continuous probability density curve.

Observation: Based on the classification, the number of ML jobs using only CPU is 8294. The number of ML jobs utilizing
only GPUs for computation and processing is 6291, while a smaller number of 580 ML jobs use both CPUs and GPUs for
processing and computation tasks.

4.6.2. Classification based on I/O activity

Table 8 shows the further classification of each group of ML job into read-intensive, write-intensive and read-write
jobs.

Observation: For CPU only or GPU only jobs, the number of read-intensive jobs largely surpasses the number of write-
intensive or read-write jobs. This concurs with the popular opinion that ML jobs have more reads than writes. However,

12
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Table 9
Classification of ML jobs based on science domains and processing units.
Science Domains CPU GPU CPU+GPU
Biology 4947 1977 301
Chemistry 155 150 98
Comp. Sc. 1121 1505 38
Earth Sc. 209 388 4
Engineering 52 14 0
Fusion 3 0 44
Mach. Learn. 93 208 0
Materials 729 543 38
Physics 985 1506 57
Table 10
Classification of ML jobs into GPFS and BB jobs based on science domains and processing units.
Science Domains CPU GPU CPU+GPU
BB GPFS BB GPFS BB GPFS
Biology 81 4866 26 1951 11 290
Chemistry 2 153 37 113 44 54
Comp. Sc. 113 1008 306 1199 11 27
Materials 3 726 161 382 0 38

the ML jobs that use both CPUs and GPUs for their processing, do not have a clear distinction in the read-write intensity
and are therefore difficult to optimize.

4.6.3. Classification based on science domains

Table 9 shows the classification of ML jobs based on different science domains and how they use the processing units.
Jobs classified under the Machine Learning domain are jobs from new proposals which are specifically labeled as ML. The
jobs in other domains have more traditional HPC workloads. Therefore, this section provides the comparison of jobs from
the ML domain with jobs from other domains.

Observation: ML jobs originating from Biology majorly use CPUs than GPUs. However, ML jobs from Computer Science
and Physics domains use more GPUs. Jobs which label themselves as machine learning (ML domain) do not use a
combination of CPUs and GPUs. They majorly use GPUs which suggests that the emerging ML workloads are shifting
towards using more GPUs than CPUs or a combination of both.

4.6.4. Classification based on usage of GPFS and BB

As seen in the previous sections, there are only four science domains, namely, Biology, Chemistry, Computer Science,
and Materials, which use BB for their ML jobs. Table 10 shows the number of BB jobs based on the usage of processing
units.

Observation: ML jobs which use only GPUs have a higher tendency of also using BB for their file accesses. The
explanation for this usage behavior is due to the increased processing power provided by GPUs, which, if used purely
on GPFS for file accesses, will lead to a much higher I/O bottleneck.

4.6.5. I/0 performance of BB jobs

We find the 1/0O performance of BB ML jobs based on their processing unit usage. Fig. 12 shows the 1/O performance of
BB jobs classified according to science domains and the usage on processing units. For every science domain, we plot the
overall performance of the jobs, followed by the performance of files accessed on BB and GPFS, respectively. Fig. 12(a-b)
shows the read and write performance of CPU only BB jobs, Fig. 12(c-d) demonstrates the read and write performance of
GPU only BB jobs, and similarly, read and write performance of jobs that utilized both CPU and GPU during their execution
is shown in Fig. 12(e-f).

Observation 1: The mean [/O performance of BB jobs originating from Biology and Computer Science have a much
greater dependency on the BB performance than the jobs which originate from Chemistry and Materials, irrespective
of the usage of processing units. For example, BB Jobs from Biology in Fig. 12(c) has the overall read performance very
similar to the performance of files accessed on BB. In contrast, the BB jobs in Chemistry in Fig. 12(f) has the overall mean
performance similar to the files accessed from GPFS. This discrepancy in the I/O performance might be related to the
read/write pattern on BB as discussed in the previous sections.

Observation 2: GPU only BB jobs from Materials and Computer Science yield a much higher performance for both reads
and writes compared to BB jobs which use only CPU or both CPU and GPU. The I/O performance of BB jobs from other
science domains (Biology and Chemistry) are similar. This suggests that jobs which use BB for file accesses and GPUs for
processing have a much higher chances of achieving a better 1/O performance.
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Fig. 12. 1/0 Performance of BB ML jobs based on usage of processing units.

4.6.6. I/0 performance of GPFS jobs

The read and write performance of ML jobs which do not use BB but only use GPFS to access files are shown in Table 11.

Observation 1: ML jobs which use only GPUs in association with GPFS tend to get much better read and write
performance than the jobs which use only CPUs or a combination of CPUs and GPUs. It might be because of prefetching
data into the GPU memory which is not possible for jobs using CPUs.

Observation 2: Read performance in general surpasses the write performance from GPFS. However, the trend is not
true for ML jobs in Fusion and Physics. This might be because of the file sizes that the jobs from these two domains access.
Large number of small reads vs a big write can explain such behavior which is synonymous to the behavior of ML jobs
which are not optimized for I/O.

4.6.7. Is I/O really the bottleneck for ML applications?
In this section, we aim to check if I/O is the real bottleneck for ML applications. First we see the percentage of I/O time
that contributes to the application total runtime. The following is the mean I/O percentage for the different types of ML
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Table 11
Read and write performance (MBps) of ML jobs which access files only from GPFS classified based on science domains
and processing unit usage.

Science Domains CPU GPU CPU+GPU

Read Write Read Write Read Write
Biology 19779 11303 20400 12302 19809 8966
Chemistry 9144 5090 9113 4923 8550 10306
Comp. Sc. 12570 11386 20356 10669 11477 3113
Earth Sc. 40179 4127 40394 10774 8438 1836
Engineering 6433 11917 5086 36 0 0
Fusion 2879 10048 0 0 2550 11501
Mach. Learn. 4919 2749 10893 10554 0 0
Materials 22830 10240 16635 2992 7298 889
Physics 9464 11686 8072 9888 6372 7960

Table 12

Dependency of job runtime on the [/O time for different kinds of jobs for two applications — train_cvae, and
bert_horovod.

Job Type #Nodes Data Transfer Size (bytes) Job Runtime (s) I/O Time (s)
GPU Job 32 3.78e+07 597 9.08
1(train_cvae) 32 3.78e+07 595 5.15
GPU Job 32 9.8e+10 478 138.31
2(train_cvae) 32 9.8e+10 455 65.26
CPU Job 2 2.69e+10 187 8.64
1(train_cvae) 2 2.88e+10 176 7.86
CPU Job 6 1.58e+11 4851 33.39
2(bert_horovod) 6 1.58e+11 3930 34.92

jobs based on the processing unit usage.

e CPU jobs: 1.35%
e GPU jobs: 16.47%
o CPU+GPU jobs: 16.12%

Observation 1: ML jobs that use GPUs generally have a more significant 1/O percentage, which indicates that the
workloads that run on GPUs perform computation part quickly and are likely to have higher chances of I/O bottleneck.

Next, we see if such an I/O percentage causes an effect on the job runtime. To answer this question, we consider an
application from the Biology science domain. The application is train_cvae. We chose this application because this was
run on only CPUs as well as only GPUs. We also choose another application - bert_horovod to showcase the behavior for
CPU only ML job. The result is shown in Table 12. We also observed a similar pattern for I/O time and job runtime for
other applications and used train_cvae and bert_horovod as a representative of those applications. In this paper, we use
the two applications as examples. However, this was a trend that was observed in most of the ML applications.

Observation 2: For the same or similar data transfer size and running on the same number of nodes, ML jobs which
run on GPUs show that job runtime is directly proportional to the I/O time. However, this is not true for CPU only jobs.
This means that I/O performance deeply impacts the job runtime for jobs which use only GPUs rather than jobs which
use only CPUs. This contradicts the popular opinion that having more GPUs would improve the ML job runtime. For more
GPUs, the 1/O bottleneck might have a larger impact which means that I/O optimization should go hand-in-hand with
increasing processing power.

5. Discussion

The analysis of I/O behavior of 23,389 ML jobs (15,165 ML jobs from power usage on processing units) provides
valuable insights into the future of HPC storage systems. This study is focused on Summit — the world’s second-fastest
supercomputer. However, the ML jobs studied in this paper represent other leadership scale HPC systems as well.

Recently, a study of the I/O behavior for all of Summit workloads (that is, traditional HPC and emerging ML) for the
year 2020 [27] points out the BB usage pattern. On comparing that study with our study of ML jobs running on Summit
for the year 2020, there is an observation that many domain sciences, such as Physics and Earth Science use BB for the
traditional HPC workloads but not for ML workloads. However, the number of read and write calls which are below 1MB
is of the same magnitude. This shows the difference in the usage of the storage system by traditional HPC workloads and
the scope for improvement in the emerging ML workloads.
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5.1. Lessons for domain scientists

o ML workloads from all science domains generate a large number of small file reads and writes, which is better suited
for BB. However only few science domains use BB for their ML workloads. Therefore, domain scientists need to be
trained to use BB for their ML workloads.

e HPC ML users from Computer Science makes use of BB more efficiently which results in the much better I/O
performance compared to other science domains which also use BB. It is observed that ML workloads from Computer
Science copies read-intensive files from GPFS to the BB and performs most reads from BB, and burst of small writes
also happen on BB which is later persisted to the GPFS. This means that other domain scientists should also be
trained to use BB more efficiently to yield better I/O performance.

e Irrespective of using CPUs or GPUs, few science domains like Fusion and Physics have write performance better than
read performance when the reads and writes happen from the parallel file system. This suggests that the reads of
such ML jobs are not optimized, and the I/O performance of such applications can be improved by optimizing the
reads, either by coalescing the reads or by using BB.

5.2. Lessons for storage architects

e The temporal trend of ML workloads shows that there is an exponential increase in the I/O activity from ML
workloads which is indicative of the future which will be dominated by ML. Therefore better storage solutions need
to be designed that can handle the diverse I/O patterns from future HPC ML I/O workloads.

e It can sometimes be difficult to modify legacy code bases from various science domains to include the usage of burst
buffer. /0 optimization techniques must be developed that can help use the burst buffer transparently without
modifying the application code.

o The trend for ML jobs is to shift the processing from CPUs to GPUs to make use of the increased processing power of
GPUs. However, our study indicates that GPU only ML jobs are much highly affected by I/O bottlenecks. Therefore,
storage architects should focus on developing I/O optimization techniques for GPU only jobs rather than pushing for
more GPUs in the HPC clusters.

e This study also provides guidance on the capacity of future HPC storage systems, which will be dominated by ML
workloads.

6. Conclusion

There is an exponential increase in the use of ML technologies in HPC I/O workloads by various science domains.
Therefore, understanding the I/O characteristics of ML workloads is very important for system architects, file system
developers and HPC users. This paper analyzed the Darshan logs of more than 23,000 ML workloads running on Summit.
The Darshan logs were also merged with the dataset containing the processing units power usage to get the CPU and GPU
usage of 15,165 ML jobs. Our study showed that ML workloads generate a large number of small file reads and writes
which is ideal for a burst buffer compared to a parallel file system. However not many science domains use burst buffer
efficiently for their ML I/O workloads. Even the different scale of jobs affected the I/O usage of ML workloads, where only
applications from Computer Science used burst buffer for running jobs on more than 921 nodes. This is a lesson for both
domain scientists to use burst buffer more efficiently for their ML workloads, and also for storage architects to build better
storage solutions for future large-scale HPC storage systems. We also noticed that processing on GPUs and 1/O on BB is
the ideal combination for getting the best I/O performance for ML jobs. If ML jobs use only parallel file system, then the
reads needs to be optimized. Also a much higher /O bottleneck is observed for ML jobs running on only GPUs rather than
only CPUs. This paper therefore provides critical insights to build better storage system optimization tools for the storage
architects and gives ML users techniques to achieve better I/O performance when running emerging ML workloads. In the
future, we will use this study as well as a few ML techniques developed for Darshan trace generation [28] to build a tool
that can characterize ML workloads from Darshan without the need of ML keywords.
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