GRRM11: L ZRIGERRBEENERTO T S L

Potential Energy Surface (PES)
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Starting from a minimum point, reaction paths can be
found by following ADDs: Compass for Potential Energy

Global Reaction Route Mapping (GRRM)

Start from a EQ
Repeat

Find all reaction routes

2R (GRRM) HAETREIC !
ET5IT. REQAYDADD 22 TRDIFHTE
RiRECEEEZRFE L. ADDF(EY ) & IRC(TF

Y ) Z{EHEHE cBEIT Global Reaction
Route Mapping (GRRM). AV EJ&EIC xS Tz 4], uphill§l, by ADDF
[4] Maeda, S.; Ohno, K. J. Phys. Chem. A 2005, 109, 5742.

Transition
Structure(TS)

Dissociation
Channel(DC)

A flowchart of GRRM and a schematic illustration of GRRM

A global map on the PES of CH,0; obtained by GRRM [5]
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Large-ADDF (I-ADDF) for low barrier pathways
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Structure prediction of the protonated water octamers by the I-ADDF method [8]
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! Macroiteration

Determination of the next reaction
path point in 3Ngm-atom - 6 dimension
(ADDF in uphill and IRC in downhill)

All reaction pathways starting from the Sig prism isomer for the prism deformation [9]
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A usage as a double-ended method

fﬂf(\w M)

BR(EQ@: ZREE
GRRM O2ERATH. EQ #HRDLE T BHE
ZIALDDLTORGERERRT B, TNIC
‘ W L. ZREATIE, BEERNLGHS, R
BEESXSNRNE ERNOMICRET 5

.\&% TET, BRETBRIGEREZRRICROBZ T &

- — HTES (56l

The sphere expansion mode for GRRM (left) and the sphere .

contraction mode for the double-ended method (right) [5] Maeda, S;;Ohno, K. Chem. Phys. Lett. 2005, 404, 95.
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A conversion pathway composed of 35 steps (35 TSs) between the fullerene (right) and ring (left)
isomers of Cyg cluster obtained by the double-ended ADDF (d-ADDF) method [6]
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Seam Model Function (SMF) Approach
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Mean potential energy "Apenalty function

A new potential profile of HCHO for So, S1, and T states [10]
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