352-02051

)] sSHIMADZU

Excellence in Science

HPLC (R¥5H5E (tr) TR AT L

HPLC (z) prediction and analysis system

LC-Providentia

Flow rate(mL/min) &
Column temp.(T)

£, (min) @ 1.0 mu/min



EX:

HPLCRFFBER TS R 7 Ls LC-Providentia™ &, HPLCORFEBZ TR T 27 TV r—2a> VI 7T BF
BERNEDMEHEANTBIET REXGTCORPMEORREREZ TR TEIENTEET,

HPLCIE. BEX, B bR SATHA IV REVSBLEVWDH T, HEODE - DITHEDNTVET,
HPLCIZ K 2MBEDAITITHEWNT. WAWAEIRIZERHVETH. REEARNWZIEIZIE. HPLCITE > THBEENMED
REFEER] CAHEERE) T, REFRRE IS DN RME (DFTE) CHEBOREE. DB S LOFEICE>TREVET,
REFEREE. DMBEOEUEDNEEEDNEZITO LT, EELBIZICEVET,

HPLC 2t DIREN T RN

gz
::tﬂQaz& T — 1
HREALE -
: o
A y 7|r
% <—> —
B HEVER HE{ER 1
Po— . % (38LY) (3L ?JE
= i - o
5 e | =)
ra ry tHE{EE HEfER
T ®BWw (3L
O /\ HHICRELEE | RS A>HS B

—RIIRRE

NI

HPLCRFFEFR TR AT A
LC-Providentia

DFEER

LC-Providentia

=S4 7N

HPLCAR¥FEFR T8I A7 L LC-Providentia l&. BEBLEEHR. DIEOD FEEBRD SREFERBZ

FRLET,



B

TEETELDREICHIS
BEQLFNEDNHEST FROLFEMEL L PubChem ICBBEN TV ELNE
ICERELTHY, CESELHHBORBBHEFATBTENTELT,
BEGRIETONFGDORFTH ATEE

REDODFERFOEBEDND. BEGRIETITOIEHTELT,
DIHBERADLEOATE. ARG ORIADBRICTAZH. WERALGDMHRETEL T

FVATLOT7O-
LC-Providentia
Av5—2yb
. |
| PubChem XBEOHHE «—  SHFEEOAN | ~

l

| fermEtumy e |
!

‘ SMILES %52 27 }——P{ SMILES REED AT }—P{ SMILES %352 }4—/
l

SRED M EE T
HSP{# 2 : 6D, 8P . SHDANXY KL
93 F467& - Mvol

BESEREAS o } .

- BENEAE R — %ﬁﬁﬁéﬁﬁ§ﬁk@
BE FHETS

l

gET—42L
a5 LOEH

I k

\ %

GE1) SMILES R L EMDIEER 1 (TOXFEITREL T 27D MRHRTTEI D1
(GE2) HSPIE : N\ AREINT A —2—
SD: 8\ (77T IVT—IVADF)
8P 1BMEE (FAKR—IVE—XVbDA)
SH:KEESE

LC-Providentia

1:ChemSketch (£ ACD/Labs#t OB BT,

(GE3) eZEEEXHEEY 7 b - ChemSketch', ChemDraw?7x & 2:ChemDraw & Cambridge Soft DB T,




| rEE

ANBIUTHAOEE

DFEBEREAWFEDOAN. FRATOITV OEREFEE. BLULR—MERE—DDBEECTCINTCTEET,

DIEAD
g fERET

LC-Providentia Projéct : Project Test  User ID : Shimadzu  User name : Taro Shimadzy - X

Project  Simulation Repert ! Help

Compounds structure view

neme Molecular formula Molecular weight Velume3d | “ ﬁ
phenol CEHBO 9411 795 §
p-chlarophenol CBHSCI0 128.56 953 &
acetophenon c8Hao 120.15 103.3

nitrobenzene CEHSNO2 123.11 96.3

C11H140

T
10 15 20 25 30 35

min
Separation mode : | Reversed phase V‘ No. «compound RT(min) k R -
1 phenol 279 1233
Stationary phase : [ ZORBAX SB-C18 V] ol 2 p-chloraphenal 439 2515 85
. 3 acetophenon 466 2732 13
2 Water v more
Mobile phase A : | ‘ 4 nitrobenzene 614 3911 58
Mobile phase B : [ Acatonitrile <] = 5 valerophenone 2534 19272 259
Mobile phase B% : | 40
Flow rate(mL/min) : | 10
Column temp.(C) : [ 40 ~]

t, (min) @ 1.0 mL/min : 1.25 Gradient settings
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LC-Providentia Report Project : Project Test

User ID : Shimadzu
Conditions User name : Taro Shimadzu
1. jon mode : Reversed phase

2.Stationary phase - ZORBAX SB-C18, 150.0 mm L. x 4.6 mm LD, 5.0 ym
Inter porosity-0.4, Intra porosity-0.4, N 10000
3.Mobile phase A water
4_Mobile phase B Acetonitrile
5_Mobile phase B% : 40
6.Flow rate(mL/min) : 1.0
7.Column temp () - 40
8.Gradient setting - Initial B%40, Final B%:80, Start time(min):2.0, End time(min)-5.0
9.compound information

‘Compound Molecular formulza | Molecular Weight | Volume3D
phenol CEHEO @411 705
p-chiorophenol C6H5Clo 12856 953
acetophencn CEHEO 12015 1033
nitrobenzene CEH5NO2 12311 96.3
valerophenone C11H140 162.23 141.3
1 phenal
2 pchiorophencl
@ 3 acelophenan
4] 4 nrobenzene
£ 5 valerophenane
2
i
#
A
T v T T
10 15 20 25 30 33
min
Peak table
No. compound RT k R Smiles
- po (min)
1 | phenol 279 | 1233| - |ci=cc=c{c=ci)o
2 | p-chlorophenol 4.39 2.515 9.5 | C1=CC{=CC=C10)C|
3 | acetophenon 486 | 2732 | 1.3 [CC(=0)Ci=CC=CC=Ci
4 | nitrobenzene 6.14 3.811 5.8 | ci1=CC=C(C=C1)[N+](=0)[O-]
5 | valerophenone 25.34 | 10.272 5.0 | CCCCC(=0)C1=CC=CC=C1
Structure
phenol p-chlorophenol acetophenon nitrobenzene wvalerophenone
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& é
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r 100
1 phenol
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3 acetophenon
4 nitrobenzene
- 60 5 valerophenone
i 40
20
T T 0
6 8
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S EREERE PIRED AL BRA 207
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17 LGER ZORBAX SB-18C (ODS) . Shim-pack Scepter C18-120 (ODS)
B A K
AR B Acetonitrile
AR 20 % ~ 80 %
<3 0.01 ~ 10.0 mL/min
HoLRE 25 °C. 30 °C. 35°C. 40 C. 50 °C
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HEm T —2ICAVWIREIZLN (1)

SHfiE DFIER baiix:] FIER
No. &5 DFEE DFR No. &5 DFEE AFR
4 Br
1 | benzyl alcohol é C7H80 15 | bromobenzene @ C6H5Br
OH
2 | phenol © C6H60 16 | naphthalene C10H8
H
Lo}
3 | 3—phenylpropanol E C9H120 17 | ethylbenzene é C8H10
OH
4 | p—chlorophenol <> C6H5CIO 18 | p—xylene (> C8H10
cl
Cl
0O,
5 | acetophenone 5 C8H80O 19 | p—dichlorobenzene © C6H4CI2
Cl
N
i
6 | benzonitrile @ C7H5N 20 | propylbenzene 5 C9H12
Oy-0
7 | nitrobenzene @ C6H5NO2 21 | n—butylbenzene C10H14
O‘O H
8 | methylbenzoate 5 C8H802 22 | diethylformamide 0PN C5H11NO
\
_ Oy 0O
(o]
9 | anisole @ C7H80 23 | methylparaben 5 C8H803
HO
(
[0 (o}
10 | benzene © C6H6 24 | ethylparaben 5 C9H1003
HO
Oy-0 H
11 | p—nitrotoluene <> C7H7NO2 25 | propylparaben é C10H1203
Oy-0 H/
12 | p-nitrobenzylchloride éj C7H6CINO2 26 | butylparaben é C11H1403
a o
ko
13 | toluene @ C7H8 27 | acetanilide © C8HINO
o O @
14 | benzophenone O C13H100 28 | propiophenone C9H100
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ShiE SFER DI SFER
No. e DFHEE DFR No. B2 DFIEE Sy
O'H
o]
29 | butyrophenone C10H120 43 | hydroquinone © C6H602
H'O
oH
30 | valerophenone “ C11H140 44 | resorcinol /@ C6H602
(o}
H
oH
31 | hexanophenone © C12H160 45 | catechol H°© C6H602
32 | heptanophenone g C13H180 46 | o-terphenyl o: C18H14
33 | octanophenone 05))/ C14H200 47 | triphenylene 080 C18H12
o oM
34 | anthracene C14H10 48 | quinizarin O‘O C14H804
o} O\H
% [
35 | benzo[alpyrene “l C20H12 49 | caffeine NJ\/[) C8HT10N402
J |
36 | chrysene O‘OO C18H12 50 | riboflavin LK C11H1403
LT
0 o
37 | fluorene O O C13H10 51 | estradiol C18H2402
38 | pyrene C16H10 52 | amylbenzene j C11H16
o b )
39 | iso—propylparaben C10H1203 53 | triptycene ‘ C20H14
3 O
e Q
40 | iso—butylparaben é C11H1403 54 | bisphenol A = C15H1602
Y
Lo
41 | o-xylene f) C8H10 55 | adenosine :L C10H13N504
f;u
42 | m—xylene /© C8H10 56 | bisphenol F O C13H1202
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