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step 1. access your supercomputer

ssh <your_account>@frontera.tacc.utexas.edu

step 2. reset .bashrc

cp ~/.bashrc.bak ~/.bashrc

step 3. create globus compute endpoint required environment

module load python3/3.9.2

unset PYTHONPATH

pip3 install --user urllib3==1.26.6

step 4. install globus compute endpoint

pip3 install --user globus-compute-endpoint

export PATH=~/.local/bin:$PATH

Endpoint Setup



step 5. globus compute endpoint login

a. copy the authenticate url to browser

b. finish the login flow on browser

c. get an authorization code and copy it to terminal

step 6. configure your endpoint

globus-compute-endpoint configure <endpoint name>

step 7. start your endpoint
globus-compute-endpoint start <endpoint name>
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Diamond Login bit.ly/3GnF4Rl

https://bit.ly/3GnF4Rl


Select Image Builder on the side bar

Deepspeed Finetuning
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B
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A: select the endpoint you created

B: select RTX

C: input CCR23026

D: Rutgers_RTX_April29

D
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A: input a container name

B: input the $WORK 

(/scratch1/00946/zzhang) path

C: haotianxie/deepspeed-base:0.7



Select Next, skip all



Check all the inputs, then submit, wait 

until submit success

Once building start, logs will display 

on the logs box



View the created image on image manager page



Select Job Composer on the 

side bar

A: input a task name

B: select the endpoint you 

created

A

B



A: select rtx

B: input CCR23026

C: input Rutgers_RTX_April29

D: input 1

E: select the image just created

F: input $WORK path

G: input the command line to run a job
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D

E

F

G



Command line for deepspeed finetuning

deepspeed --num_gpus 4 /workspace/DeepSpeedExamples/applications/DeepSpeed-

Chat/training/step1_supervised_finetuning/main.py --model_name_or_path

/scratch1/09912/haotianxie/huggingface_cache/hub/models--facebook--opt-

125m/snapshots/27dcfa74d334bc871f3234de431e71c6eeba5dd6    --gradient_accumulation_steps 8    --lora_dim 128    -

-zero_stage 0    --deepspeed --enable_tensorboard --output_dir $WORK    --tensorboard_path $WORK 



submit the task and wait to see the logs



Select Image Builder on the side bar

Openfold Training
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B

C

A: select the endpoint you created

B: select a partition

C: input CCR23026
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B
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A: input a container name

B: input the $WORK path

C: input gcyang/openfold:0.1



Select Next, skip all



Check all the inputs, then submit, wait 

until submit success

Once building start, logs will display 

on the logs box



View the created image on image manager page



Select Job Composer on the 

side bar

A: input a task name

B: select the endpoint you 

created

A

B



A: select rtx

B: input CCR23026

C: input <>

D: input 1

E: select the image just created

F: input $WORK path

G: input the command line to run a job

A

B

C

D

E

F

G



command line for openfold training

python3 /opt/openfold/train_openfold.py \

/scratch1/00946/zzhang/datasets/openfold/openfold/ls6-tacc/pdb_mmcif/mmcif_files \

/scratch1/00946/zzhang/datasets/openfold/openfold/ls6-tacc/alignment_openfold \

/scratch1/00946/zzhang/datasets/openfold/openfold/ls6-tacc/pdb_mmcif/mmcif_files \

full_output \

2021-10-10 \

--val_data_dir /scratch1/00946/zzhang/datasets/openfold/openfold/cameo/mmcif_files \

--val_alignment_dir /scratch1/00946/zzhang/datasets/openfold/openfold/cameo/alignments \

--template_release_dates_cache_path=/scratch1/00946/zzhang/datasets/openfold/openfold/ls6-

tacc/mmcif_cache.json \

--precision=32 \

--train_epoch_len 128000 \

--gpus=4 \

--num_nodes=1 \

--accumulate_grad_batches 8 \

--replace_sampler_ddp=True \

--seed=7152022 \

--deepspeed_config_path=/scratch1/00946/zzhang/frontera/openfold/deepspeed_config.json \

--checkpoint_every_epoch \

--obsolete_pdbs_file_path=/scratch1/00946/zzhang/datasets/openfold/openfold/ls6-

tacc/pdb_mmcif/obsolete.dat \

--train_chain_data_cache_path=/scratch1/00946/zzhang/datasets/openfold/openfold/ls6-

tacc/chain_data_cache.json



submit the task and wait to see the logs
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