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Huéng dan su dung HyperChem 7.04

Bai 1 Bat dau s dung phan mém

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

Biéu dién tén file dang bi€u dién trén ctra s6. Néu chua luu file thi tén s& la
untitled

Thanh coéng cu lua chon (menu bar)

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

Databases (d@t liéu), Setup (dat phuong phdp tinh), Compute (tinh toan),

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

Chtia cdc cong cu cho phép ta v&, chon, biéu dién, va di chuyén cic nguyén

tir, phan ta. Phan bén phai thanh coéng cu ¢6 chita ciac cong cu gitp ta ghi chd
thém, luu nhanh, cat, dan, i, tro giup.

Man lam viéc (workspace)

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

Cho ta biét thong tin nhu 1a sé nguyén tir trong mot phan tu, hién trang tinh
toan, gia tri tinh toan

Tro giap (help)
Chtta cac huéng dan thém cho nguoi st dung.

Cach su dung chuot:

Muén thao tdc trén cong cu nao ta chi viéc nhap trai chuét (L-Click) vao biéu
tuong cong cu do.

Vi du muén st dung cong cu V&, ta di chuyén biéu tuong chuot dén biéu
tuong d6 va nhap chuot: &l

Su dung ban phim

Thay vi phai dung chu6t ta c6 thé dung ban phim dé di chuyén dén nhiing lua
chon can thiét. Vi du dé md select menu ta nhan dong thoi hai phim [Alt] +
[S] ([Alt] va [S]). Dé chon cdc lua chon khéc trong hop thoai ta nhap tiép vao
ky tu tat duoc gach dudi trong méi lua chon. Vi du dé chon tiép select all ta

nhép chtt e trén ban phim.
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Cac phim tat khac:
Ctrl + N
Ctrl + O
Ctrl + S
Cul+X
Ctrl + C
Cul+V
Alt+ F4
Ctrl + D
Curl + K
Ctrl + L

Curl + F
Cul+B

Spacebar
F2

Fo9
Esc
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Tao trang lam viéc méi

Mo file

Luu file (save) trong File menu

Cat (cut) trong File menu

Copy (copy) trong Edit menu

Dan (paste) trong Edit menu

Thoat khoi HyperChem

Xoa (delete) trong Annotations menu

Lua chon tiép (select next) trong Annotations menu

Lua chon phan trudc (select previous) trong Annotations

menu

Di chuyén tiép (move forward) trong Annotations menu

Di chuyén tro lai (move backward) trong Annotations

menu

Di chuyén hé phéan tir vio trung tam va biéu dién theo ty

€ man lam viéc.

Tra lai kiéu biéu dién lic trude (last rendering) trong

Display menu

Copy hinh anh (copy image) trong Edit menu

Nhu muc thoat (cancel) trén thanh cong cu

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

Mo mot file vi du: Vi du mo file ¢6 duéi HIN.
1. Di chuyén con tro chuo6t dén File trén thanh cong cu.
2. Nhaép trdi chuoét (L-click) vao File man hinh s€ hién ra nhu sau:
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3. Nhap trdi chuot vao Open. Man hinh s& hién ra nhu sau:
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4. Néu man hinh list vin con cdc chat khac, c6 thé kéo thanh truot dé tim

kiém.
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Dé kéo thanh truot ta nhap trdi biéu tuong chudt vao thanh truot, gilt nguyén

nhu thé va ré chuot theo chiéu muén kéo.

5. Muén mo file nao ta chi can nhép trai (L-click) chuot vao file dé roi nhéan
ti€p vao nit Open trén list
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Trén man hinh sé€ hién ra phan tu chita trong file
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Cach st dung Display Settings

Display settings chtia cdc lua chon dé biéu dién hé phan tir trén trang lam
viéc

Dé mo Display menu ta thuc hién nhu sau
I. Nhép trai chuét vao biéu tuong Display trén thanh cong cu. Man hinh khi
do hién ra nhu sau:
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Nhap trdi chuét vao Labels trong Display. Hop thoai Labels hién ra véi cac
lua chon khac nhau, ta c6 thé lua chon hinh thic nhin biéu hién cua cac

nguyeén tir trong hé.

Labels x|
Ao Flezdu=s
@ Hone & Nong
" Symbel " Nane
" Nane ™ Sequerce
™ Numnber ™ Name=Seq
L Bonch
€ Chere = Mone
? :'g'n Pepulaton C Bond Length
C BassSet LI
* Chislty
" AMS Giadient
" Custom Cancel
Atoms
None Bo tit ca cac nhan.
Symbol Biéu tuong nguyén ttr, vi du C, O, N..
Name Tén cua nguyén tir theo ngan hang di liéu, vi du
CA, CB d6i v6i cacbon alpha va beta.
Number S6 thu tu tao nguyén tu.
Type Kiéu nguyén tu, theo tic dong cua trudng luc, vi
du CT do6i v6i cacbon ti dién trong truong luc
AMBER.
Charge Dién tich thuc cua nguyén tu.
Spin Tong spin thuc (alpha-beta) cia mot nguyén tu
Poputation
Mass Khoi lugng nguyén tu
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 hudng cua vecto bién thién mo ta truong
luc trén mot nguyén tu.
bat tuy chon.

Bo tat ca cac nhan.

Tén hop phan, vi du: TRP, ILE.

Thit tu hop phan tir hop phan duéi N (N-
teminus).1,2.3

Ca tén lan thu tu.
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None Bo tit ca cic nhan
Bond Length Do dai lién két gitta cic nguyén tu
Bond Order Th tu lién két tinh toan theo co hoc luong tu.

Hinh thic biéu dién phan tu:
Ta hoan toan ¢6 thé biéu dién cdc phan tr khac nhau trong hé.

Thay déi hinh thitc biéu dién:
1. Nhép trdi chué6t vao Rendering trong Display menu
Hop thoai lua chon hién ra nhu sau:

- B
ke

™ Babe and Cyinders
™ Dusilpong Sphete:
 Pots

T Sicks & Dals

Nhap trdi chuot vao mot trong nhitng hinh thic biéu dién, vi du chon Balls
and Cylinders (kiéu hinh ciu va hinh tru) thi trén ma hinh cac nguyén tr ctia
hé dugc biéu dién dué6i dang hinh cau, lién két dang hinh tru nhu sau:
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Chu y: HyperChem con ¢6 cac kiéu biéu dién khac:
- Sticks: Kiéu que.
- Balls :Kiéu hinh cau.
- Overlapping Spheres: Kiéu hinh cau chong lén nhau.
- Dots: Kiéu cham.
- Sticks & Dots: Kiéu cham - gach.

Dat mau nén trang lam viéc

Dé dat mau nén trang lam viéc ta lam nhu sau:

1. Nhép trdi chuo6t 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:

Seupinace | lssutace Coices | Pahe | Makwik Licsnse
Window Coko | Bord Cokor | Sebecbon Colar | Ted | Key
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