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B8 Show B C 5 1 7 132195953 111, 1000055 1200000378 06103245 =2 EEVFIT2 =1 SS0GEST 3
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演示文稿备注
表中所显示的栏目由工具栏上的按钮I控制。 高光按钮对应的栏目才是可见的，这些按钮均是开关按钮，通过点击这些按钮可以显示或隐藏相关栏目。 只有与当前分子结构相关的按钮才是可用的。
2.   从左边开始，它们分别管理 Z — 矩阵、笛卡儿坐标， PBC 任务中的分数坐标、 ONIOM 层指派及相关设置、分子力学的原子类型和数据、 PBC 文件残基和链数据等的显示。注意，阴影栏目是只读的。
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£ G1:M1V1 - Gaussian Calculation Setup e

Tille
Keywords H#p opt=icalcte, tight) freq=(roa) cphi=rdireq h6-31g
Chargetviult: 01

Job Type | Method | Tile | Link® | General | Guess @ MNBOD Solvation | Add. Inp

Opt+Freg -

Optimize o 3 Minimum - Use RFO step

Calculate Force Constants | Once - ¥ Use fight convergence criteria

Compute Raman Yes - Compute VCD Save Normal Modes
Compute ROA Yes - Read Incident Light Freqs [[ves | Skip diag. of full matrix

Select Mormal Modes

Anharmonic Comeclions

Additional Keywords

Scheme: | (Unnamed Scheme) = !l

Submit Quick Launch Cancal Edit Retain Dafaults Help
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[ Job Type]) &I

Title:
Keywords: #irc={forward,recalc=5.calcfc phase={1,5)) hi/6-31 g geom=conneclivity
Chargetull: 01

Job Type | Method | Title | Link0 | General | Guess | MBO Salvation
IRC -

Follow IRC Forward only - Do IRChax calculation

Force Constants | Calculate Once - Compule mare points, N=

® Recalculate Force Constants Every nth Point n= |5

Recorrect Steps. | Default |-

Add. Inp

Additional Keywords: |IRC(Phase=(1.5))

Scheme: | (Unnamed Scheme)

Submit... Quick Launch Cancel Edit... Eetain

Defaults Help e
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B GI:MIV1 - Gaussian Calculation Setup -

Title:
Keywords: # b3lyp/6-31 +gid,p)
ChargeMult. 01
Job Type | Method | Twe | Linko | General | Guess | NBO Sohation | Add. Inp
Multilayer OMNIOM Mode|
Method: | Ground State |- || DFT. = | | Default Spin - | [ B3LYP =
Basis Set | 6-31G w |+ |w (|d .61~
Charge: |0 Spin: | Singlet |-
Additional Keywords: |
Scheme; (Unnamed Scheme) - !I
Submit._. Quick Launch Cancel Edit._. Eetain Defaults Help y
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ﬂ[}l ‘M1:¥1 - Gausszian Calculation Setup

Title:
Keywords: # b3 1ypf6-31g(d p) geom=connectivity
Charge/Mult. : 0 1

Tob Type IMethnd |Title ILir.l-: 0 IGeneral IGuess |1mn |PB|: IS-:nlvati-:nn 4dd Inp.

Job Taitle:

Additional Eewwords:

Scheme: | (Unnamed Scheme]

Submit. . . Buick Launch Cancel Edit. .. Retain Defaults

Help | ,-:"/i
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Options | Edit |
Merary Limit: | Default ~]
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Readwite File:  |Don'tsave | | J

Linda Workers: ] Don't use :' |
Shared Processors: J Default :l
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[General] 1 [Guess])

Job Type Method Title Link O

Guess HEO FEC Solwation Add. Inp.

[] Use Quadratically Conwergent SCF [] Additional Print
Uze Modified Redundant Coordinates firite Commectivity

|:| Tznore Symmetry D Compute polarizabilities
Use Counterpolse Write FOE Data

Write Gaussian Fragment Data

D Use MaxDisk= b4 B

Job Type Method Title Link 0O General HEO FEC Solvation Add. Tnp.

Guezs Method: |Default "
Options:
|:| Mix HOMO and LIMO orbitals |:| Always generate guess in optimizations
[]only do guess (no SCF) [] Localize orbitals
D Save orbitals to checlkpoint file Permuted orbitals from MOs Dialog

Uze fragmentz [atom groups) for generating guess
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7. [INBO] M

Job Type | Method | Twe | k0 | Genersl | Guess | NBO |-s' | Sotvaton |
| Ful HED |

=l

Typs

Chackport Save: | Dont save
Don't srve

Save HLMOs
Save HNBOs
Save Moturs of NLMOs and NBOs

8. [Solvation]) H#k

Model: | Defauk =]

Sovert: |EEEE ~ |

[ Read addtonal npt

9. [PBC) @R sum
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k-Space Inbegration Wethaod Dot
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Speciy Number of Points
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[File] — [Preferences] — [Gaussian Setup]

1. ¥E Gaussian Calculation Setup X}iEHER]JEEE R PLE 3]
SR RIFE TR,

2. Mt [Calculate] — [Gaussian Calculation Scheme] ,
A3 H Gaussian Calculation Schemes & 0, Meik#E
BEFHRNTESFR, FNHBET S FH.

3. MTHST, VKK Default TR, {HE]PAENT
SRR ERERBR S EE HFRNEHE.

# Gausslan Caloulation Schemes (=] 5
o |Ham-e Eeywronds |LlnhI] Laek Uped
[Tipl swdll Sechuarran| B hL3 21 gadaietannmcindy % ik, = ianend bie nawras | chi
E nplcasd B B3PS G GeomaConrecisaly  Emems] 0B Zohis[paend fle name) ok Engeocshaseds] SunJul 118
Sl B BT < Gohion [paarerd Ble ruarme] chi Sumi-Jull 1 18
Paoplel # BILYF 3|1-I,'|u1;\- ok [parent Bl name] chke SMPocShaeds1h Sl 1 15§
| | i |
Ok I Cancel Help
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[Quick Launch]l] E#is417rGaussian fEMk.
[ Cancel] RPAXHERER B Bra By BAAE -
[Edit] ﬁﬂ% MRS G 8 A% BN\ 3O
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[ Retain] 9% FIXTERE, (A SCHEA 25 A8 B
BEHr, AR Gaussian 1EML.
[ Defaults] YRR BFHE U BIAE.
[Help] RO ERE IR LR TE BY .
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Gaussian Scan Grid

sC1

Current node [1.1] of 3x3, Molecule 1 of 9
SC1 = 1.05105. SC2 = 121.625, E = -112.352

Current node (1, 1) of 3x3, Molecule 10f 9 ; SC1 = 1,05105, 5C2 = 121,625, E- ';?I y



演示者
演示文稿备注
      在打开含有几何优化、势能面扫描、反应路径分析或 ADMP/BOMD 轨迹等计算结果的输出文件( *. out , * . log 和 *. cl州时, 需勾选j 。 这样，在优化过程中得到的每个结构，都会成为新的分子集合中独立的模型分子，在视图窗口中，可以动态地显示分子集合中每个分子的结构。否则，将只能显示优化后的最后一个结构。
　　　点击[Results] 菜单下的[ Scan] 、 [IRC] 、[ Trajectoη] , [ Optimization] 等菜单命令时，可以显示这类计算结果的能量变化图及其他计算结果图形
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