Hudng dan st dung HyperChem 7.04

Bai 1 Bat dau str dung phidn mém

Nhap chuot vao biéu tuong HyperChem, man hinh 1am viéc hién 1én nhu sau:
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Thanh tiéu dé (title bar)

Bi€u dién tén file dang biéu dién trén clra s6. Néu chua luu file thi tén s& 1a
untitled

Thanh cong cu lua chon (menu bar)

Chita cac cong cu tinh todn khac: File, Edit (hiéu chinh), Build (xay dung),

Databases (dir liéu), Setup (dat phuong phédp tinh), Compute (tinh todn),

Annotations (ghi chu, dién giai), cancel (thoat), Script, va Help (tro giup).
Thanh biéu twong cong cu (tool bar)

Chta cic cong cu cho phép ta vé, chon, biéu dién, va di chuyén cdc nguyén

tlr, phan tu. Phan bén phai thanh cong cu c6 chita cac cong cu giup ta ghi chd
thém, luu nhanh, cét, ddn, in, trg gidp.

Man lam viéc (workspace)

La noi biéu dién hé phan tr hién tai.
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Dong hién trang tinh todn (status line)

Cho ta biét thong tin nhu 1a s6 nguyén tir trong mot phan tlr, hién trang tinh
todn, gia tri tinh todn[’]

Tro gitp (help)
Chita cac huéng dan thém cho nguoi su dung.
Cach str dung chuot:

Mu6n thao tdc trén cong cu nao ta chi viéc nhép trai chuot (L-Click) vao bi€u
tuong cong cu do.

Vi du muon sit dung cong cu vé, ta di chuyén bi€u tugng chudt dén bi€u
tuong d6 va nhap chudt: al

St dung ban phim

Thay vi phai diing chuot ta cé thé dung ban phim dé di chuyén dén nhitng lua
chon can thiét. Vi du d€ md select menu ta nhan dong thoi hai phim [Alt] +
[S] ([Alt] va [S]). D€ chon cdc lua chon khéc trong hop thoai ta nhap tié€p vao
ky tu tit duoc gach dudi trong mdi lua chon. Vi du dé chon ti€p select all ta
nhap chit e trén ban phim.
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Céc phim tat khac:
Ctrl + N Tao trang lam viéc méi
Ctrl + O Mo file
Ctrl + S Luu file (save) trong File menu
Ctrl + X Cat (cut) trong File menu
Ctrl + C Copy (copy) trong Edit menu
Ctrl + V Dan (paste) trong Edit menu
Alt+F4  Thoat khoi HyperChem
Ctrl+ D Xo4 (delete) trong Annotations menu
Cul +K Lua chon tiép (select next) trong Annotations menu
Ctrl + L Lua chon phan truée (select previous) trong Annotations

menu

Ctrl + F Di chuyén ti€p (move forward) trong Annotations menu

Cul+B Di chuyén tré lai (move backward) trong Annotations
menu

Spacebar  Di chuyén hé phan tlr vao trung tam va biéu dién theo ty
1¢ man lam viéc.

F2 Tra lai ki€u bi€u dién lic truéc (last rendering) trong
Display menu

F9 Copy hinh anh (copy image) trong Edit menu

Esc Nhu muc tho4t (cancel) trén thanh cong cu

Céac cong cu quan trong trén thanh cong cu
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Cac thao tac trén HyperChem

Mo mot file vi du: Vi du ma file ¢6 duoi HIN.
1. Di chuyén con tr6 chuot dén File trén thanh cong cu.
2. Nhap trai chuot (L-click) vao File man hinh sé hién ra nhu sau:
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3. Nhap trdi chudt vao Open. Man hinh s€ hién ra nhu sau:
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4. Néu man hinh list vAn con cédc chat khac, cé thé kéo thanh truot dé tim
kiém.

Mana 1 Siza | Tya | Mot D -

B Arthiace 2FB  HINFi= 21136 310 P

) Biramne 1EB HINFi= 21595 130 PM— thanh e
M 160 14EE  HIM File

!]EII 2K HIMFi=

| M C2dil AR HiWFi=

E =11 ITEE HINFis

f o

Dé kéo thanh truot ta nhdp trdi biéu tugng chuot vao thanh truot, gitt nguyén

nhu thé va ré chuot theo chiéu muon kéo.

5. Mu6n m file nao ta chi can nhép trai (L-click) chuot vao file d6 roi nhan
ti€p vao nuit Open trén list

Open File HE
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Elllf‘&l] BE HH Fis EF?HPEl.’i'S:IIFM'
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Trén man hinh sé hién ra phan tlr chtta trong file
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Cach st dung Display Settings

Display settings chita cac lua chon dé€ biéu dién hé phan tir trén trang lam
viéc

Pé md& Display menu ta thuc hién nhu sau
1. Nhap trdi chudt vao biéu tugng Display trén thanh cong cu. Man hinh khi
do hién ra nhu sau:
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Nhép trai chuot vao Labels trong Display. Hop thoai Labels hién ra véi cac
lua chon khéac nhau, ta ¢6 thé lua chon hinh thitc nhan biéu hién cla cdc
nguyén tlr trong hé.

Labelxz x|
—,ﬂnmg A=rdu=s
 Hone: @ Hong
" Symhbol " Hame
) Hame ™ Copuece
" Humnbei ™ Hame=Seg
L Banc
€ Cherpe &+ Maonz
™ Epin Population © Bond Length
T Mess - Bn:\m:l_ﬂldsf
(" BagzSet
™ Chirzliy
" HME Gradient
™ Customn ﬂl
Atoms
None Bo tit ca cac nhan.
Symbol Biéu tuong nguyeén ti, vi du C, O, N..
Name Tén cua nguyén tu theo ngan hang dit liéu, vi du
CA, CB doi v6i cacbon alpha va beta.
Number S6 thi tu tao nguyén tur.
Type Kiéu nguyén ti, theo tdc dong clia trudng luc, vi
du CT doi véi cacbon t¢ dién trong truong luc
AMBER.
Charge Dién tich thuc cua nguyén tu.
Spin Todng spin thuc (alpha-beta) cia mot nguyén tir
Poputation
Mass Khoi luong nguyén tir
Basis set Tap hop ham co ban dp dung cho nguyén tur
Chirality R hoac S

RMS Gradient

Custom
Residues

None

Name

Sequence

Name+Seq
Bonds

Gia tri vo huéng clia vecto bién thién mo ta truong
luc trén mot nguyén ti.
bit tuy chon.

Bo tit ca cac nhan.

Tén hgp phan, vi du: TRP, ILE.

Tht tv hop phan tr hgp phan dudi N (N-
teminus).1,2,30]

Ca tén lan thi tu.
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None BO tat ca cac nhan
Bond Length D¢ dai lién két gitta caic nguyén tu
Bond Order Th tu lién két tinh toan theo co hoc lugng tu.

Hinh thic biéu dién phan ti:
Ta hoan toan c6 thé biéu dién cac phan tir khac nhau trong hé.
Thay doi hinh thic biéu dién:

1. Nhip trai chudt vao Rendering trong Display menu
Hop thoai Iya chon hién ra nhu sau:

Crlrder: | vemlacring Schems |
RedergMethed | sise | Bak |
© i
T
™ Bake and Caindac
™ Dueilapping Spheie:
{ Edz
I Sicks & ds
Cred_|

Nhép trai chuot vao mot trong nhitng hinh thic biéu dién, vi du chon Balls
and Cylinders (kiéu hinh c4u va hinh tru) thi trén ma hinh cdc nguyén tir clia
hé duoc biéu dién dudi dang hinh cau, lién két dang hinh tru nhu sau:
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Chearre wanag rercrg apkony s

Chuy y HyperChem con ¢6 céc kiéu biéu dién khac:
Sticks: Kiéu que.
- Balls :Kiéu hinh cau.
- Overlapping Spheres: Kiéu hinh ciu chong 1én nhau.
- Dots: Kiéu chiam.
- Sticks & Dots: Kiéu cham - gach.

Dat mau nén trang lam viéc

Pé dat mau nén trang 1am viéc ta 1am nhu sau:

1. Nhap trai chuot tich chon Preferences trong File menu.

2. Tich chon muc Window Color trong hop thoai Preferences. Mau ngam
dinh cho trang lam viéc cua HyperChem la mau den:

Seuplinace | lsudace Coior | Fahe | Hansoik Licsnea
Windowe Cobr | Biod Cokos | Selecion Color | Ted | Kew

- g |
Cle |
1 Ekun |
T oCwan |
Red |
l"'_-,jgm;
T felm |

[ox ] e |
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3. Tich chon White i nhap OK dé xem biéu dién mau nén clia man lam

viéc. Mau nén ldc nay 12 mau trang:

i&. HyperChem - indo_hin O] x|

File  Edit Build Select Digplay Databases Setup Compute  Annotations  Script Cancel Help

B@L|O|twlsla] alN o0 D= ] &[==@ &2

Mauv nén dang li mav trang

N

C

|C0|Jy the current image to the clipboard |AM‘I

4

Chu y: Néu ta dat mau khac thi nén s€ c6 mau khac:
- Black: Mau den.
- Blue: Mau xanh nudc bién.
- Green: Mau xanh da troi.
- Cyan: Mau luc lam.
- Red: Mau do.
- Violet: Mau tia.
- Yellow: Mau vang.
- White: Mau trang.

Diat mau sic lién két trong phan tir

1. Tich chon Preferences trong File menu.
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