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Prepare for a new experiment by creating a new data set and

initializing its NMR parameters according to the selected experiment type
For multi-receiver experiments several datasets are created.

Please define the number of receivers in the Options.
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[D,]7 & b >~ (CD,COCD,) 2.08 2.8 -95 56
[De] > > (CyDs) .27 0.4 - 80
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7.19
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[D,]J¥Z2onox % (CD,ClL) 5.32 5 =97 40
[D,]7 o€k L (COBr,) 6.83 8 150 H
(D ]1,1,2,2-F 52005 > 6.00 —44 146 H
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(0, )7 = Ju (CD,CN 93 2 - 45 82
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(SCS: substituent chemical shift)
SCS = §(X) — 6(H)

&(X): CH;—X, 86(H): CH;—H

CHs;—F CH3z—Br CH;—H

SCS =427

SCS =246
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. CHaX GEHCHHX C®H3CPHC!HoX
H(CHa).| H(C®Hg) i H(C'HR). | HI(C3Hs) | H(C?HL) i H(CH,)
= ©023)| (1.86) | ©86) | (191) | (1.33) | (1.91)
—CHs 063 | 005 | 047 004 | 023 065
~CeHe 212 | 035 177 004 | 032 1.68
—CN 1.75 | 045 1.49 020 | 038 1.38
—COOH | 185 | 0.30 1.50 009 | 035 1.40
—COOCH,| 1.78 | 026 1.42 005 | 022 ey
—cocHs | 186 | 0.19 1.61 002 | 023 1.41
~CHO 195 | 027 1.60 007 | 032 1.44
~NH, 201 | 102 1.88 002 | 010 1.70
~NO» 406 | 072 351 012 | 078 8.87
—OH 316 | 032 273 002 | 020 258
—0COCHs| 345 | 0.35 3.19 006 | 023 3.07
—SH 177 | 045 1.58 011 | o024 1.55
= 427 | 124 436 8 & = 5
—cl 283 | 047 261 015 | 048 256
—Br 246 | 080 251 015 | 056 2.44
= 193 | 100 230 012 | 055 025
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H': 5.25 + gem- SCS(COOCH3) + cis-SCS(CH,) -
5.25+0.80 — 0.28 = 5.77 (£ifl{E5.82)

H2: 5.25 + gem-SCS(CHj,) + cis-SCS(COOCH,)
5.25 + 0.45 + 0.55 = 6.25 (Ef{E6.47)

X gem-SCS trans-SCS c¢is-SCS X 5es 505 S0s
—H (5.25) (5.25)  (5.25) - 0;7 o "27 = 0;7 —
—alkyl 0.45 -0.22 -0.28 ' ' ‘
—CHs -0.17 -009 -0.18
—aryl 0.69 —-0.25 —-0.28 _CN 0.07 011 03
—CN 0.27 0.75 0.55 AT 0'8 o'm 0'2
=G0 ——— Ll g —COOCH; 0.74 0.07 0.20
—CO0Oalkyl 0.80 1.18 0.55 . 0.64 0.09 0.3
. , , :
—COalkyl 1.10 1.12 0.87 —CHO 0.56 0.0 0.29
—CHO 1.02 0.95 1.17 ~NH, —075 -024 -063
—Oalkyl 1.22 =2 =121 —N(CHa)g -0.60 —-0.10 —-0.62
—OCOaIkyI 211 -0.35 -0.64 —NO, 0.95 017 0.33
154 —-040 -102 —OH -050 -0.14 -04
—Cl 1.08 0.18 0.13 —0CHj -043 -009 -037
—Br 1.07 0.45 0.35 -0COCH;  —-021  -002 -
= 1.14 0.81 0.88 -F -0.30 -0.02 -0.22
"HOIADERIFUVESDBD |y Heom —cl 002 -006 -004
L —Br 022 -013 -008
7% \ — 040 -025 -003
Hcfs x
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®41_'°CETOLYOER K42 RENERICKEDS  BEMST D6, @
RE "°C Jobkr :
o] : ouf@
FIRTFLEL (%) 1.11 99.98 WF** c i ;O e H
ARG 6.726 26.752 b —e3 ;0.
BAE> () 1/2 1/2 ' T/ 6.5 g 0.86
S—E7RBE(MHZ)®  25.22 100.00 70/ 15.4(CH3), 15.9(CH,) 30.91 (CHs), 1.33(CHp)
*Ei‘jﬁ&g (EJ%SIU)*Z) ]/629 ] I}I_/.\/ ]238 525
ENmE (RAGEL)  1/5800 ] - . ;
‘1.4
*HBOREH 2.3488 T DEEDRIE el B e
Ryty |1285 :7.07
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K45 —BR~YSVD °C BRE(LEYT N (SCS)* £46 —EBRIFLVO'SCEBRE(EPI TN (SCS)"&R47 —BWR VLD '°C BRELFY Tk (SCS)*
X c! ce ce c* o X c! c2 X ipso-SCS  0-SCS m-SCS p-SCS
—H (187) (226) (34.5) - - -H (1283) (123.3) ‘gH “222) a 233) Qa 2845]3) <12§.?)
5 ; ; ; .

“F i . L - —CHa 10.6 =79 —C(CHa)s 22,1 -34 -0.4 -3
=0l 30.6 10.0 —5.3 -05 =L —C(CHa)3 253 ~18.3 —CN 157 36 07 43
—Br 193 101 -41  -07 00 _CN 151 140 O g e i -
- -74 105 -21 —=11 -0 e ap 8.9 —COOCH, a5 95 i a5
1B 9.3 94 -25 0.4 0.2 CODCH, s - —COGH, 8.9 o1 —01 A
—NH, 29.7 11.2 —50 0.1 0.0 —CHO 8.4 12 05 5.7
—0OH 48.3 100 -6.0 0.3 0.2 —COCH, e 2 —NH, 182 ~784 08 =100
—CHO 314 07 -18 08 05 —CHO 131 12.7 ~N(CHy)» 225 —154 08  -115
—COCHs 307 21 -1p 1.4 12 —N*(CHa)s 19.8 —-106 ~NO, 199 -49 0.9 611
—COOH 205 23 -27 0.2 0.3 —NO, 22.3 -0.9 —-OH 26.9 —-128 1.4 -74
—G=N 3.7 32 -29 -04 08 —0OCH, 29.4 -389 —0OCH; 31.4 —14.4 1.0 -77
—C=CH 50 58 -30 0.4 - —0COCH;z 18.4 —-26.7 —0COCH3 22.4 =7 04 —-32
—-CH=CH, 203 62 -28 00 -01 A 24.9 ~343 it Al - 0.3 e
* DO CHDBIENY YV EEDED ¢l o6 e ~F . A e s
—Cl 6.3 0.4 1.4 -1.9

=B =79 =14 —Br 58 32 16 -16

—| —-38.1 7.6 - —34.1 8.9 1.6 -1.1
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® % Bracket Properties 306 3.06
N4 Check Structure Estimation quality is indicated by color: good, medium, rough
N A Clean Up Structure Shift+Crl+K F.
N9 Clean Up Reaction ShiftCrl+X \Q/\/
% Expand Label i
e Contract Label <>
% Expand Generic Structure
NEI Add Multi-Center Attachment
DN Add Variable Attachment
N © R-Logic Query.
o Add 3D Property »
% R
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~ B Clear

>0 Analyz net - ! m ‘
o0 Predict 1H-NMR Shifts T & T § T J T 5 T % T { T
Predict 13C-NMR Shifts PPM
o0 e
> A7 Protocol of the E-1 NMR Prediction:
Define Nickname
o0 Convert Name to Structure Shift+Ctri+N
e S A+CHIAN Node shift Base + Inc. Comment (ppm rel. to TMS)
I CH 6.52 1-benzene
1 -F
= Y - = L+ |,
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Spectra Properties Value Condition Note Top
Carbon-13 NMR Spectrum See spectrum (¢A)
Proton NMR Spectrum See spectrum (3]
Structure-related Properties Value Condition Note Top
Polar Surface Area 3.24 A2 1
Thermal Properties Value Condition Note Top
Boiling Point 257.7+20.0 °C Press: 760 Torr 1
Enthalpy of Vaporization 49.53+3.0 kJ/mol Press: 760 Torr 1
Flash Point 109.7421.8 °C )]

\51) Calculated using Advanced Chemistry Development (ACD/Labs) Software V11.02 (© 1994-2013 ACD/Labs)
2) Predicted NMR data calculated using Advanced Chemistry Development, Inc. (ACD/Labs) Software V11.01 (© 1994-2013 ACD/Labs)
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