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SOAP3 vs. BWA time test
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Mapping rate between SOAP3-GPU and BWA
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SOAP time test (l1)
Time test at each step for short reads alignment
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1 |Inverted Indexing of Reference sequence| 2= N/A
2 |Query Record Indexing Lt N/A
3 |Mapping between Reference & Query g N/A
4 |Graph theory-based Clustering g g
5 |Gapped alignment by Smith Waterman g L=
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CUDA-GPU ((JPU verS|on)
nBlock |nThread | =& It |sec(Zts A7)
32 32 961M 2m33.702s f )
32 64 961M 2m2.097s C P U
32 128 961M 1m47.007s . .
32 256 961M 1m48.129s Time: 4m1.299s
32 512 972M 1m43.742s L
64 32 961M 2m1.741s sS40t 37| 963M
64 64 961M 1m47.360s \ Y,
64 128 961M 1m46.301s
64 256 972M 1m46.070s
64 512 978M 1m42.180s Cutoff
128 32 961M 1m54.738s
128 64 961M 1mA47.348s ‘4—»‘ ‘<—>| ‘4—»‘
128 128 972M 1m48.987s
128 256 978M 1m45.121s EE— — — —
128 512 983M 1m41.387s L — —
[ ]
256 32 961M 1m48.786s —
256 64 972M 1m43.246s m—
256 128 978M 1m45.195s
ggg gig ggim 1”1‘3‘3-2;25 — Clustering 2 HIOIE Il =2 & e
M27A2£535 — Z MAMSHH TIFlal2 5§
512 32 972M 1m45.553s OIOIE S 4 SEE S ofi O
512 64 978M 1m41.079s ol= 1= &oIgtS .
SIi 128 983M 1m45.405s
256 981M 1m42.975s
994M 1m39.523s




CUDA-GPU

nBlock

nThread

0m56.5125

256

643M

2m6.949s

512

247M

O0m19.149s

128 128 643M 2m6.717s

128 256/ 247M 0m19.842s

128 512  20M 0m14.204s

256 32| 475M 1m4.484s

256 64  490M 1m28.930s

256 128/  20M 0m14.144s

256 256/ 145M 0m15.945s

256 512 oM 0m0.625s

| 512 32| 288M 0m46.249s
512 64 20M 0m14.133s

512 128| 145M 0m16.875s

512 256 oM 0m0.595s

g 12 512 oM 0m0.248s

Gapped Alignment by Smith Waterman
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Test1. randomly mutated

Peptide with swine MHC -7000
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PCI validation *Process Overview PPI / PCI Analysis

# Based on the information about known Protein-Compound Interactions (PDB-Ligand pairs), PCl-validation predicts the
customer's proteins' or compounds' possibility of binding. It looks up proteins with a sequence similarity of 40% or more,
and compounds with a Tanimoto Coefficient of 0.8 or more.

Gene ID No. of Gene Chem No.of *P-G *T.C. Score Ref. **No. Ligand-PDB
AA Symbol ID Atoms  sim. PCI pair
Gid_4810622 200 Cthe_1472 CID_11282830 65 100 1 a4 PDB Ligand 1 ISX - 2bvd
User Compound Ligand

similarity
>80%

I I
Ligand-bDB pair

|
Interaction ??
. (Known PcI)

similarity
>40%

Docking prediction
(PCI-validation)

17 User -Protein
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PPI validation *Process Overview PPI / PCI Analysis

# PPI-Validation is a ‘PDB chains similarity’-based PPI prediction system. It searches for PDBs with a similarity of 40%
or above among amino acid sequences and suggests some candidate proteins of your interest.

Gene Gene Gene Gene PDB PDB % Sim 1 % Sim 2 % Sim Avg.
ID1 Symbol 1 ID2 Symbol 2 Chain 1 Chain 2
Gid_7308912 Ccel_1098 Gid_7309582 Ccel_0728 2vn6*B_64 2vnéta_151 96.830 100.000 98.415

Interaction ??

PDB chain 1 PDB chain 2
% Sim 1 . _ % Sim 2
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Intel(R) Xeon(R) CPU
X5690 @ 347GHz* 2= 12 core

=

+
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VECsim System (10~20 Times faster with GPU)
V: virtual
E: epitope, drug, RNA/DNA, any kind of | igands
C: complex modeling
sim: simulation

Things that Syntekabio guarantees for 1 year
- how to manipulate 3D homology modeling
- how to prepare pre-setting of simulation
- how to perturb 3D structure for complex modeling
- how to do simulation with AMBER-GPU
- how to find drugs and targets with local-browser
- fast system setting and delivery (less than one month)
-giving full scale instruction to bioinformatics specialist
- full technical support regarding the system

CPU: Xeon,
40(80)Cores,
Memory: 1TB
SAS RAID 10TB
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