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Our Focuses

We are particularly interested in clean energy materials and Al-guided battery management system.

Real-time Analysis
CEMP Registered Users: 6

Successfully Executed Compute Tasks: 19

v g Nz

lonic Liquids Polymers Crystals
lonic liquids are functional green Polymers are critical clean energy Crystals are magic materials, which
energy materials. You can search materials. You can oversee and you can always discover new
and explore the fundamental discover more functionalities of phenomenons and create new
physical and chemical properties of polymers in this module. research directions.
ionic liquids with varying cations
and anions.

Yi k. https://cleanenergymaterials.cpolar.top

Battery Manage System

Battery with Al is a brand-new
research areq, which will help us
build an intelligent and energy
efficient power supply system.
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@ Remember me Forgot Password?

Our Focuses

We are particularly interested in clean energy materials and Al-guided battery management system.
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Crystals Battery Manage System

Crystals are magic materials, Battery with Al is a brand-new a ST N ) .
which you can always discover research area, which will help LOgln 8 Elfxm)\ L}\ml‘kgﬁg'
new phenomenons and create nt a

new research directions. energy efficient power supply

system.
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‘ 2. AutocomputefEiit
AutocomputetiEi A P HE Mt 1 7R 2R il = E R v F AL 7 (QeCompute FTIMD Compute) BA K ZE & 44

1. Database

—~
M M
> Database
o The database contains results from high-throughput quantum chemistry calculations, including cations, aniens, ionic liquids, electrolytes, Li+-electrolyte dimers, and salts

(lithium salts, sodium salts, and potassium salts). The structure optimizations were performed at the B3LYP/G-311G* level with GD3BJ dispersion corrections. Frequency

i accounted for a ion factor of 0.9682. The energy calculations were carried out using initial configurations from the structure optimizations,
performed at the M062X/6-311+(2d,p) level with GD3 dispersion corrections.

The types of data in the database include:

Autocompute e
- SMILES
« Single-point energy (Hartree) .
- Free energy correction (Hartree)

+ Enthalpy correction (Hartree)
« Entropy (J/mol K}

Li-electrolyte

Database QcCompute MDCompute 2. QCCompute
is a high: quantum istry platform. Users can perform high-throughput quantum chemistry calculations based on Gaussian16 by
submitting Excel files in the specified format. The quantum chemistry tasks include structure optimization and energy using the same theoretical levels and
. computational methods as those adopted in the database.
point energy
. - EE
Single point Polymer +
energy molecule
HTQC bindin L = :
n Qenergy g POlymer melt Figure 1: Workflow diagram of the high- ‘quantum chemistry process in QCCompute.
3. MDCompute
. . is an dy i platform. Users can perform ly i based on 2018.8 by
m Bin d N g ene rgy submitting Excel files in the specified format. The calculations employ the GAFF force field and RESP atomic charges with a scaling factor of 0.7.

Figure 2: Workflow diagram of the automated molecular dynamics calculation process in MDCompute.

LTI I ILLL LTI 1A 0000700011000 00 10 100000 10112000 0010000 0011000100110 01 000770700 0007000000 7007 000077070777 BETIEE, IGTHER ///////
V7 hl: _https://cleanenergymaterials.cpolar.top/autocompute/ 6
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‘ 2.1 Autocompute — Database ZZ&#BIEEEE

Autocompute - Database$iefit | KE & T8I ddE, 5
1.

Cation: 4312&[H = 1%
Anion: 6345 = T %R
I On i C L iq u i d : 1065% —I%_‘ % ?‘//TQ 141 i& TE @ AUTOCOMPUTE Cation Anion IL electrolyte Li_electrolyte Salt example Home

Li- Electrolyte —Z&4A&: 41985%%# —
ow LEWUES Column visibility ~ | csv [l Copy to clipboard | Excel | PDF [} Print _
S alt: 499%%& TE ( L i+ , N a+ , K+ _J:!I:Z[E‘ ) id ~ a $ i %| Enen atree §| Thermal_correction_to_Gibbs_Free_Energy_Hatree 5| Tnermai

1 ComponentA9 CCOCC[N+]1(C)acce -484.6546604 0.242185 0.294891
2 ComponentA10  CCCCC[n+]1ccn(CC)c1 -501.7095016 0.231569 0.288519
3 ComponentA11 CCOCCn1lcc[n+](€)c1 -498.3066667 0.18283 0.236185
= 4 ComponentA12  CCOCC[n+]1ccccel -481.0483951 0.175027 0.225258
FARRRIAIE: HOMO, LUMO, BEE, & cosewno commmiooons
6 ComponentA22 COCC[n+]1cccec] -441.7393463 0.149945 0.196508
K, W, SAMTEBERE, EE, T
=19 H] 9 = 2 Hb ’ y A 7 ComponentA23 CCCOCC[n+]1ccdect -520.3545827 0.200094 0.254088
8 ComponentA24 CCCCCCC(O)CNCCCnlcc[nH+]c1 -789.4822513 0.354556 0.428035
HOMO-LUMO Tl i) A 2 7 1
= )\ ‘{)\ l§l o 9 ComponentA25 COCCC[N+]1(C)gcCC1 -484.6538342 0.242921 0.295276
10 ComponentA26 COCCC[n+]1ccecel -481.0480631 0.176316 0.225646
Showing 1 to 10 of 431 entries Previous 1 2 3 4 5 44 Next
MZ A A 4 [ BN \J AY »
» ) RYA > ) )-L
BRI A HdE e oRIE T H ) v

R R RS TR e

B
i
3
I
o

i

SN tﬂl\lﬂﬁ\ﬂl‘\

C

VilRbE: _https://cleanenergymaterials.cpolar.top/autocompute/Database | 7
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‘ 2.2 Autocompute — QcCompute FEEEFHFINHEEL TS

SN A Y it B AR, 40l
XK E S T el E T HAE

(HTQC single_point_energy il

HTQC binding_energy) LAAZ %1 %}/b &
o1 (BRI T BHRIRE T
2 HFEF Csingle point_energy Al

Binding_energy) . H P ATLURIEE &
W RIEFEEENIHE T, B
Aok P ETHEIEXFLLEE )
FEEUH 1 B S

« ®
Sy
0
c:" ) > 4) o
b - e ‘e
0 o £
TR |
e “ i
og® A° X e 8 ‘e
RS s @ {8
e

HTQC of single point Single point energy HTQC of binding
energy for 1 molecule energy
Bulk molecules, batch Single molecule, one-time Bulk dimers, batch
calculation. calculation. calculation.
v

3. Download EXCEL FILE 2. User Input
Name:

Download HTQC binding_energy EXCEL FILE (Dimer.xlsx)

4. Upload EXCEL FILE
SMILES:

Upload EXCEL FILE: BEAESA=E  No file chosen ‘ Upload ‘

Start
Elapsed Time:

E: BEREEEERTEURERFREE R R EMTF .

U 7] ok -

https://cleanenergymaterials.cpolar.top/autocompute/QCcompute

Binding energy for 1
dimer

Single dimer, one-time
calculation.

HEMSE,

g 2
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2.3 Autocompute — QcCompute EEEETFHEITEEFH PR XH:
Hxt K ES TR EBEETEAEF (HTQC single_point_energyfTHTQC binding_energy) LA A4t
OB (BN TR, P R ERIEERUEES .

________________________________________________________________________________________________________________________

1. HTQC single_point_energyfHR IR SCH: HTQC .xIsx

Name | SMILES |
test3 cooN  F P HFEEIH S Name FISMILESIURI ], R—AT AR —MHFE EE = HEN ST

test4 NCCO

VIRAAES, R |

A B G D E F G H I J K L
Neme | SMILES |rgy (Hatdo Gibbs lion to Emppy (J/moMO (HatreMO (Hatrelole (Debje Energyplpy (Hat| ECW (V) | ~I—ﬁéﬂ:% %‘Iﬁ’fm;u
test3 COCN -210. 353 0. 066505 0. 100628 300. 4907 —-0. 25184 0.03904 1.7721 -210. 287 -210. 253 7.911936
test4 NCCO -210. 362 0.067189 0. 101028 297. 9845 -0.24203 0.02038 1.4033 -210. 294 -210. 261 7.137552

________________________________________________________________________________________________________________________

________________________________________________________________________________________________________________________

2. HTQC_binding_energy iR (I RERRSCAFE: Dimer.xlsx
)imer Nam¢mer SI[IL or}ent Nainel}t SMIlonent Nagnent SMIJ E\ (=S /fz[_( U\&X—J‘ﬁ QH/\E[/JName;FDSMILESfE EI]T

testl 0. [Li+] Li+ [Li+] H20 0

LORZAES, THAE

imer Nam{mer SMIL}onent Hainant SMIlonent Najnent SMI| A Energy B Energytion to dtion to prrectiomprrectionl Entropy

testl 0. [Li+] [Li+ [Li+] H20 0 7.2812 -76. 4219 -0, 01275 0. 00236 133, 0428
b Entropyl A HOMO t A LOMO |t B HOMO |t B LOMO | A Dipol{ B Dipoldt A LUMO |t B LUMO |bs Free B Enthalplbs Free B EnthalpEnergy |
2, 5488 0 -0. 29885 0 0 2.0707 -0.25486 0.02729 -7.29395 -7. 27884 83, 76]

HEER, RESIUER, 88 “RIE RSN H I FE T AT R AR

_______________________________________________________________________________________________________________________



2.4 Autocompute — QcCompute HiBEEETFHFTFE LR CHResult o
EFXfsingle_point_energy R¥IE A1 H (FRARETHED , B T iREGEE T =7 5dE 5 1 5%
EXCEL# M, IGHRML T TR (M0 SRER I g, chkblkoutscfp) ,
binding_energy F #7138 231 [B] — SAAFILH 73 B T4 0 B S, - rT DU B 5 75 g 2
AT IE— 2 00T, DUAREUE 25 FHE R

QD

(a) (b)

Single_point_energy Binding_energy

| |

Opt+freq

Opt+freq

Opt+freq

1]

1]}

Zl: (a) single_point_energy & 41 & 4L F2 0 F;  (b) Binding_energy & 41 & T4k 2 FE 04

BEFEMEE, YEmaE
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‘ 2.5 Autocompute — QcCompute Structure2SMILESZ: | 54%4k

e FiR A4 Hsingle_point_energyfIBinding_energyfsikh th I £E B% 1 Structure2SMILES £ il 5 3e,,
Ptk 7 — M4 VA P R E A AT T R ISMILES S, F P AT Lt 73+ 1 —4E 4544,

JeAt A B CER” SRIXSMILESH . ##14F3 T Ismol#efit, J& T javascriptidiff.

Il || X

T_
O

FG

<[ [=]=]e][=]]o]z]clt @[5
S

ERROR - problems in reading/processing molecule !

2l T Ei

—

o

E: BEREEEERTEURERFREE R R EMTF .

VilRhbE:  https://cleanenergymaterials.cpolar.top/autocompute/Single_point_energy

o =] T 2] MIN] [m

= =1=~AOSICIOIOIO|Fe | Y

c

N FRELSMILES

o R A SMILES X

S| c1=CcC=CC(CC)=C1

= A

I | Close

Ol =

Br

|

X >
HEmEE, YomeR
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‘ 2.6 Autocompute — MDCompute ZF3)J/JFEMHHEELFE
MD Computet 2 it T AL & LLHL A F 30T 70 3 35408540, B A AR B3R /N1

System construction Visualization
____________________________________
e RDKit Y . N :' :
[ Polymer repeat unit @ 1 1
. SMILES Molecule SMILES : : : : : I b :
I 1 o1 1 .
- 3D strcture ! o oo e . 3. Download the EXCEL(System.xlIsx) File
I ! 1 1 1 1
! ! 1 : 1 : 1 =~ 1
1
: 1 1000K. 5 NVT : : : : : Coordination environment :
,5ns,

i : 1 |V Coordinate structur R ' Download the System.xIsx
' | B oo ! Serial Number | Name
I ! T, 10ns, NPT 1 S‘;.‘}""t o +CN o | 1 PBDT
! . 1 bar, tau-p=0.5 1 e . Pl I 2 PEG
' ' B . : 3 Li+
! : T, 10 s, NPT R DR N !
: 1 1 bar, tau-p =2 : ! |r * Density 1! : - :
! : 1 : )+ Viscosity : : ,  Final box snapshot .
I . .. .
: ! Ko 20m ik |+ Tonic conductivity no | 4. Upload the EXCEL (System.xlIsx) File

T o I « Diffusion coefficient ! 1
' 1 . O o X " o R .
I : B '\ Transference Number :: , ! Upload EXCEL File: | i&EBY3T{4 | FHRiEFEILH Upload
! 1 1 . 1! 1
: | : ! Diffusion properties a meén st?uare i%lsplacemem : ! : : Sta rt
' 1 I« Static dielectric constant 1! X .
. e . dissoci i ! Elapsed Time:
I : l\ T _t_ ﬁ _ s_will o _gy ! : ;  Component snapshot |
1 1y 1 1

[ AN | 1

4

_______________________

E: (D BF07al A B R SR RN R, 83 H A s R, X ERA N2 R AR
AR (R P AR [R), P A =B [ 2250 nsLAPYD 5 (20 T RILH AR, B BB
YIgaic B PR IIR G 10, A3 B E XA .

s _ BEmEE, Yogmad
Y7l k. _https://cleanenergymaterials.cpolar.top/autocompute/MDCompute 12
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2.7 QueryZEHIREHRE A P Iy vk
QueryBiER A P& 5H P EBEZHEM IR, BADIgetd: E5IREesail. #ET. 3
R GRS T EE R A iR DI RE

Task Status Checker

Enter your encrypted ID to check the status of your task and download the

FEHRMNIE: N5 LIRSS - ]
SO SR
IEE%’%E»%ZI—'\‘: qz éﬂf%ﬁﬁrfﬁh Currently Total Pending and Queuing Tasks

Number of tasks still in progress: 0

RS E (RN PATIES ER N3 L
5SS 5

A
M

A

Your Task History
e ]

Created Send ]

A

fES4RA: Success, Pending, Failed,

At TASK Type Status PID Email TaskID

Queuing.

= inFEgRNA09BbLmM6ex2DKU82gNR4ZBvRrRgsBxuivRYugO6wHJwcben
09-18 bprFFvIWw9xGbB3BlocUywOvJaz9yeDEYP6Z8JeqRGjsBgG7TMIFvIsZVVJImRjHOva_WA4ll
14:28:38 AeuSQKfLBE3KVYhrsG5ir8i79zS7nDAzS5IINQ7vO_TvOI005yw8IVbBCP8642w9IVHzAZ5DI

2024- MDCoumpute success 50392 True gAAAAABmMENMLUI-umJc4X9nnZkBDsqFcTAZe3jMOhx1KDI7gsIsOAVIrFMzaQg0ZDINO3d:

09-18 uik3g02RFjcAZR_-QzpD3MEs-6q1iUn-E89P_VHOQgAC16JungawWid48oRFOTBBRu-srP2
N N \ 14:28:27
M40, e e, 15

HTQC_single_point_energy success 50392 True gAAAAABmMENMAPFEXLny7kkCrvuOLsYQC-GSo06_doWYq2y- 1CA01XDSUzEGdxoDjWib7

09-18 KbaE Jgic5TJWNKD2xhxyPSLfxoOHf7CEIShYfPX01MiXzmZDmThbPDdCy2VkJrLbLvOOWrE
» Y l_‘_? - . )
S i e A< RS % 14:28:16 CI9GE7VSeqnD6K10BOBvyZLZZvhKiO0thcvk3EMdg5eqePSWXQb32ns9ZGOsAx4CQadpl
7(:!—2\ /ff%’wilup\ LIy IDo

o _ BEEMmSE, NamaR
Uil k. _https://cleanenergymaterials.cpolar.top/query/ 3
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‘ZﬁQmwﬁﬁﬁﬁ%ﬁmﬁ%
(1) BEHISNAELZSH, (2) #A8%H; (3) FHAESLEE .

Task Status Checker Task Status Checker

Enter your encrypted ID to check the status of your task and download the
results.

d
o
Enter your encrypted 1D m Eﬁ%” )l—e—» R %E

Enter your encrypted ID to check the status of your task and download the
results.

gAAAAABmMEBNMWOinFEgRNAO9BbLmM6ex2DKU82qNR4ZB:

\ —>
I HAEAL
XL
Task completed successfully! You can download your files:
Currently Total Pending and Queuing Tasks Download File
Number of tasks still in progress: 0 Download File

Number of tasks still in queue: 0

INRAESIRES Y

Your Task History “success” , NI&ik
e .

Created Send
At TASK Type Status PID Email Task ID

2024- HTQC_binding_energy success 50392 True [gAAAAABmMENMWIinFEgRNA0IBbLmM6Eex2DKUB2qNR4ZBvRrRgsBxuivRYugO6wHJwcbel
09-18 bprFFvIWw9xGbB3BlocUywOvJaz9yeDEYP6Z8JeqRGjsBgG7TMIFvIsZVVJmRjHOva_W4
14:28:38 AeuSQKILEE3KVYhrsG5ir8i79zS7nDAz5lINQ7vO_TvOI005yw8IVbBCP8642wIlVHfzAZS!
2024- MDCoumpute success 50392 True gAAAAABmMENMLui-umJc4X9nnZkBDsqFcTAZe3jMOhx1KDI7gslsOAVIrFMzaQg0ZDINO3d:
09-18 uik3g02RFjcAZR_-QzpD3MEs-6q1iUn-E89P_VHOQqAc16JungawWtd48oRFOTBBRu-srP2
14:28:27

2024- HTQC_single_point_energy success 50392 True gAAAAABmMBNMAPFEXLny7kkCrvuOLsYQC-GSo6_doWYq2y-_1CAo1XDSUzEGdxoDjWib7
09-18 KbaE Jgic5T]WNKD2xhxyPSLfxoOHf7CEI9hYfPX01MiXzmZDmThbPDdCy2VkJrLbLvOOWrg
14:28:16 CI9GE7VSeqnD6K10BOBvyZLZZvhKiOOthcvk3EMdg5eqePSWXQb32ns9ZGOsAx4CQadpl

s _ BERmSE, YEmLs
Uil k. _https://cleanenergymaterials.cpolar.top/query/ 14
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| 9.9 Emai ESRAES

CENPF &3t T 1SV EHRIRIN A, S0 P RS A S AR 5 e WA O 5 28 R
PUMET P R BSRBGHRE SR E R, F e DUB AR 3R BUE S FP2E . (ESIRE . ERma1E R
FA P8 5245 B W HRAE v AT $RAZ HIMEAE . CEMP P& H BTHIHEFE A: cemp5510@gmail. com.

Task Completion Notice - CEMP Platform LEHEES -
cemp5510 ITENEH
E21

AR BiEmTx

B 3wiERBITSRiEERSH! &N

Hello jifengwang,

We are pleased to inform you that the task you submitted on 2024-09-18 06:28:38 as part of the CEMP (Clean Energy Material Project) platform has been completed.

Task Details:

- Task Type: HTQC_binding_energy

— Submission Time: 2024-09-18 06:28:38
— Completion Time: 2024-09-18 08:06:05
- Task Status: Success

Please note that the data will be stored for 30 days only. We encourage you to log in to the CEMP platform and manage your task as soon as possible.

Best regards,
The CEMP Team

BFEMSE, YEmiaR
15



‘ 2. 10 AutocomputefEHR K] e

(1) HI7 75 ZAEX N D Re I U0~ s oscft (EXCELXXHE) JFHIEE, (2) KEEER4
R EAL)E, mdiStartRIa] iR, i R R R E—-ADEH, (3 ES5EH G, AP
SN — TSRS, (4 A58 “Query” B N HUEMALS ER, FHATLH5 K
IHES R a2 iR [T SR R 3 .

__________________________________________________________________________________________________

[ Encrypted ID \:
Step3 | . i
| Return E
,—"— ---------------------------------------------------------------------------------------------
N ) Enter \
@ =
| Save |
Stepl | User lDownIoad I :
L4 <o Finish 1
! Complete . I
! P =|§ Signal
| Upload < !
\ Template Server /
D e ey
Step2 E Send Email _ . !
I Django Emall '
" Platform !

__________________________________________________________________________________________________

BFEMSE, YEmiaR
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‘3. Ionic Liquidfik

lonic LiquidtEk N P it 1= it A e . =B A e el E TR . RN
VA ST TNAR PP« T I ot A ﬁ?psiﬁ‘]‘%?i&%%?%“ﬁﬁ

lonic L|qU|d

GeneratedIL IL Batch
Database Prediction

search lonic Liquid by Type search lonic Liquid by Name
type: Cation name:
Nam,
e ® e
¢ C=CCnicn[n+)(C)e1.CCCCE[N- a-cB+a-b22+a-  G-G49+c-bBO triazolium CCCCC[N-JoC €=CCnlen[n+](Cle1 051
:::* """" £5 Anion type: Anion name:
a-
c6ta- = e —
b22+4
b25 Dataset: Dataset:
2 . CCCnlen[n+](C)e1.CCCCEIN-10C  a-cBa-b22+a-  c-cdB+c-bB1 ‘triazolium CCCCEIN-]OC ceemenin](C)et 04 G en e rat e dl L D at ab ase physical @ physical B S e ar C h
ciBio- b6 Submit Submit
b81.
ccccc
zzzzzz
b25
e CCNIen(MI(CICICOCCEINOC  a-cB4a-b22+a-  c-cdDec-bl0  triazolium CCCCCINIOC  CCrienln+](Clel 04
c49te- b25 Value
bl0a-
cbea- ta availal ble
b22+a-
b25 tries
1.Introduction to the lonic Liquid Property Prediction Models sation Fiter Anion SMILES
Usiog XGBoos, i " oy
. Theory: heory: st
Dty - Basis set: Basis set: 6.3
Method: singe-point @ | Calculate Method: sngle-port @ Calcuiat
2.Notes
commas, periods, slashes, etc.).

3.1 Important Considerations 11l:
- After the user uploads the lonic._ikquid_ist xisx fie and clicks the Start button, calculations wil begin.
~Once the ,

....... , ve s - IL Batch Prediction g
4. Download EXCEL FILE

Calculate

Cat-ion
Download ionic houid lst EXCEL FILE
ure 1: Example of ionic liqu (CEL fil.
pload E: ihow 1 @ entries
Upload EXCEL Fi No e chosen [IERY -
tart
Elapsed Time:

s : SRS BEMmMSE, PEmaE
PilaHdk: _https://cleanenergymaterials.cpolar.top/ionic_liquid/
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3.1 Ionic Liquid — GeneratedIL Databasett & & FiRiEEHE E

GeneratedIL Database$& it | F& T2 F AR AL plias A2 A5 20 B S AR, FESMILES, 14 5.
ECW. H5X,

AR BRI Tt H RO ER M 1 R I IR 4R s LR 2 2 ) B

Q7 1oNc LiQuID

2T .

GeneratedIL Database IL Batch Prediction Search Calculate Predict Home

EULUNR VI IEUEEE Column visibility = ] csv | Copy to clipboard || Excel | PDF [ Print Search:

EE T Yy ey e e e

C=CCnlen[n+](C)c1.CCCCC[N- a-cb+a-b22+a- c-c49+c-b60 CCCCCIN-]OC C=CCnlen[n+](C)e1 0.5
49+ Joc b25
b60.a-
cB+a-
b22+a-
b25

triazolium

2 c- CCCnlcn[n+](C)c1.CCCCC[N-]OC  a-c6+a-b22+a-
c49+c- b25

b81.a-

cB+a-

b22+a-

b25

c-c49+c-b81 triazolium CCCCC[N-]OC CCCn1cn[n+](C)c1 0.4

&) c- CCnlen[n+](C)c1.CCCCC[N-]OC a-cB+a-b22+a- c-c49+c-b10
c49+c- b25

triazolium CCCCC[N-]OC CCnilen[n+](C)c1 0.4
b10.a-

cB+a-

b22+a-

b25

4 c- CCnlcc[n+](N)n1.CCCCC[N-]OC a-c6+a-b22+a-
c140+c- b25

b10.a-

cB+a-

b22+a-

b25

c-c140+c-b10 triazolium CCCCC[N-]OC CCnlcc[n+](N)m1 0.4

5 c- CCCnilcc[n+](N)n1.CCCCC[N-]OC  a-cB+a-b22+a- c-c140+c-b81 triazolium

c140+c- b25

CCCCCIN-]OC ccemceln+](N)m 0.4.

HEMSE,

VilRjbE . https://cleanenergymaterials.cpolar.top/ionic_liquid/ILgenerator_IL_database

By 48 JE 5 i 2~ sUHFE AT R T InARTE AL BEEa. CEdE 4= B 3 T-XGBoostiR A475 2D
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3.2 Ionic Liquid — IL Batch Predictioni @& F i &

IL Batch Prediction#2 £t | & il & 5 WA S AR 7, B] PLALIHT 78 2 PRk s 1 B T B8 AR 1Y)
FEARVERE, TUMAIHE R AARE: . ECW. HB5X., e e 28 B FE a7 K FInAFE L BEEa,
P o T AR Y B T XGBoost H &k « SEE MR SO PARIRAS JG, AR ST M BT f] .

4. Download EXCEL FILE

Download ionic liguid list EXCEL FILE

5. Upload EXCEL FILE

Upload EXCEL FILE: SIS S8  No file chosen | E[¢E

Start
Elapsed Time:

s : L BEmEE, PNiEmaE
Uil k. https://cleanenergymaterials.cpolar.top/ionic_liquid/search 20
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1
[}
[}
[}
1
[}
1
1
L}
[}
1
[}
1
1
L}
[}
1
[}

- -

\

\\ Submit

‘ 3.3 Ionic Liquid — Search®E FRIAEEIR
Search¥ ik 7 2R B Fi AR ThRE, i 22 kU5 A lolitech A W] T 74 10 BS FR ARSI B de, Hop

FREN & 1A AR S S PR AFAE T F HoaT UK R, PRy seie i . H - Al DL SE e & 1

WARFP IS E W Bl i IR L PR i, 4 N E AR .

-

-

Cation type: Cation name:

_________ 2]
Anion type: Anion name:
--------- 2]
Dataset: Dataset:
physical e physical
Submit

N e e e e e e e e e e e e e e e e e e e e e e e e Ee e e e mm e E e e e Em e e e e e e e = e =

-

/" search lonic Liquid by Type Search lonic Liquid by Name ™,

()

——

\

N e o o = = - ——

JER B R4

HRFECE: Machine learning-guided discovery of ionic polymer electrolytes for lithium metal batteries

4 label formula cation anion cation_type anion_type ECW
Choli
oine C7HIINO3 Choline  acetate Choline acetate 0.0
acetate
melting_point conductivity T_conductivity viscosity T_viscosity density T_density
>RT 0.0 25 0.0 25 0.0 25
R o N >
EEMIE, PPEmai

Vi lal ik https://cleanenergymaterials.cpolar.top/ionic_liquid/XGBoostigtetict 7T 2 I 21
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3.4 Ionic Liquid — CalculateBFREAEETHFIHTHE
Callculatef2 it 7 & WA = FAL A B IhRE, S22t EdE it HAERAHE, X R HpsidfE A
HHEER, AP REHASMILESI, HEAMZEGE, A REFHE FAATE . (HEATEF AR
3T Gaussian16 ) & T AT BRRE P BT AR e MR AL Tpsid, AT DOZAR Hed &g 1818 v
K. B LU F Autocompute i & T AL AR A0

Cation Enter Anion SMILES

Asphericity 0.420323
basis_sets b3lyp/6-31g*
Theory: scf Theory: scf @ - yp/ >
Basisset: 631 @) Basis set: 6-31g' @ Dipole_Total 0.0
Method:  single-point @ | Calculate Method: single-point @ Calculate
. + Dipole_x 0.0
THREER
> Dipole_y 0.0
Dipole_z 0.0
Eccentricity 0.964396
energy -79.828835
ExactMolWt 30.04695
FpDensityMorganl 20

RFEICE: Machine learning-guided discovery of ionic polymer electrolytes for lithium metal batteries
S : e ; : BEMEE, YEmES
V7Rl Hidk: https://cleanenergymaterials.cpolar.top/ionic_liquid/calculateff & #: E % Z 22
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‘ 3.5 CEMPTi H Ih e —"%
B E

sRETIHEEIEE:  https://cleanenergymaterials.cpolar.top/autocompute/Database

2. BTHATHEHIEE: https://cleanenergymaterials.cpolar.top/ionic_liquid/ILgenerator_IL_database

RIER/ PR EARR

1.

B R S EEETTERER: https:/cleanenergymaterials.cpolar.top/autocompute/HTQC_single_point

2. BETHERESIHERER: https:/cleanenergymaterials.cpolar.top/autocompute/Single_point_energy

3. ZRBWRIZGEREBEITEER: https:/cleanenergymaterials.cpolar.top/autocompute/HTQC_binding_energy
4, “RIRIZERER ST ERER:  https://cleanenergymaterials.cpolar.top/autocompute/Binding_energy

5. 73 1B ML TIER: https://cleanenergymaterials.cpolar.top/autocompute/MDCompute

PR PR -

1. B TRAMNFREBEERNAEF: https:/cleanenergymaterials.cpolar.top/ionic_liquid/XGBoost_predict

FEMSE, YEmEE

EEZIEEIEETF K F -, RS
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. REEE TR
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REW2Dto3DAE AL P

KEMHARE RGBS SRR
EPNY R CITEAS

2R A B s

B TR Jo S A Y

BAFSCHF:

1 o o=

= Gaussianl6
718715 Gromacs2018. 8
FHEZE: Django

FRiES: Python, Javascript, HTML
AT ¥F: CHATGPT, Perplexity

HEMSE,

g 2
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| CEMPP-&5 S50 T AR MR H

1. CalcUS: FFJEIIHEAL%F 4, Djangodfk, KIEHE =77 (GaussianZ) HHTE T, E /
A I tEariv b R A, WA SERREE . (ARXIV) |

2. Rowan Chttps://rowansci.com) : FMLHIZE T mH AR = 705, WEBHG, FE4E 7B AGE. il
pka. MRER. HaEmEEAH . FAIE R RN

3. AceCloud?: JFHEMI =i T8 J12A L, HTFACEMDEF A, BAFEZ:, FEM a7,
WA EAL S, & B RN FIH 2ot SRR TMD . (JCIMD

4. GROMACS in the Cloud®: JFEH) = 7> ¥2h 715284, it B2 [ AceCloud (JCIMD .

5. Visual dynamics* ( http://visualdynamics.fiocruz.br/login ) : FIRAIWEBLw (FlaskH %) 7713l
NG, FEHTEARS TR, T Gromacs, #it#H&ZEITFCEMPHIMDCompute.
(BMC Bioinformatics)

6. WebGro Chttps://simlab.uams.edu/) : FFEWEBYGF &, Bl &R 2T CEMPHIMDCompute.

7. QCArchive (https://gcarchive.molssi.org/) : FFIEWEBM V&, XHrE FAL2ETHE, F@EAIESLH.

[1] CalcUS: An Open-Source Computational Chemistry Web Platform.

[2] AceCloud: Molecular Dynamics Simulations in the Cloud

[3] GROMACS in the Cloud: A Global Supercomputer to Speed Up Alchemical Drug Design
[4] Visual dynamics: a WEB application for molecular dynamics simulation using GROMACS

BFEMSE, YEmiaR
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‘CEMPﬂZm

T BIR TR A

1. F—FRMEETFTE . 273 1B L P&

2. M HH P K, FNEREEE, ErsitE. ol TEERUMNEL T 5,
3. XFrmiEEIERERFPAT

W%k B BT R 2 4k

1R ST AT B TR AN B, 40 T30 20 05, WG RIS

FH P AT Lde 3 75 AT A B PR o
2. WA R TFAETFHIEWm 2L
3. AIHMTEZIMEIIRE, HlanAERmaAE . VB, Saik RS
4, BHEFERIAS BRI A un B AE E A R Materials Project.
RRE W :
1. WuhfEHZFE L, N3] https://simlab.uams.edu/ProteinlnWater-tutorial/index.html
2. BT EThAE, M) https://rowansci.com/features

3. WEEEAT E, MNE>. https:/simlab.uams.edu/ProteinlnWater-tutorial/index.html

HZm

SE, PEmEE
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1.

| Ve

ol S TR AR S5 2, T BEIRPR 1 LA RRAL, AT OCERXS BRI PN BT BUE AR -

2. FESHARUSREB0F, S SR
3. HEACHIHHAG 2 25 (A7 AR e,

4.

5. T EATATIRE, R RK A VEIRIT TR 5 503, TEAEIE AT EE S SO 3, AN

AT B IRPR B, B AR R DAOULE % OB e Sus 17, P JCER L

HEBABAA, ARSSRAGRIR, BRI ESIEMES S HRES, Ui EZIRER IS
DL BB JRIR 5% -

I $E 5 AL 55 e R AAT IS BRON T2/, AR SAAT I [l 1 72/, AR S5 R 4o ] 2% 1
FIT U T 00 578l i, SCCRRRE I T AL (50ns LD, Tl B8 T 2R
GRS TR 2, T2 2 IRIRSAT 55 LU T kE I

GaussianBEARRAL, R T EE B, WHEHHFEAGRH T RRIE R H .
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Ying Wang

Contribution:

1. Provided the website concept.
2. Guided the design direction.
3. Developed the framework of the website.

4. lonic Liquids section.

Contact: wying@fudan.edu.cn

Jifeng Wang

Contact: wangjifeng11111@gmail.com

Contribution:

1. Autocompute section.

2. lonic Liquids section.

3. Query Algorithm.

4. Logic Algorithm and Function Development.

5. Contributor section.

Uil k. _https://cleanenergymaterials.cpolar.top/contributor/

JiaZhe Ju

3

\.i

1. BATTERY MANAGE SYSTEM section.

Contribution:

2. Website details.

3. User login and management.

BFEMSE, YEmiaR

Contact: jiazheju@gmail.com
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