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SADTLER N MR SPECTRA 1972 CHEMICAL SHIFT INDEX . SET THREE

ASS!GNﬁ CHEM SHIFT |PROTON
NMR NO.| MENT =PEN= GROUP ENVIRONMENTAL GROUPS S| SOLVENTY
12638M G 4.11 ACH R6N (N-CHICH2=CH3) /CH2) /A{C~C{OH)=CH-CICH3) /CH-CICH3 )} CDCL3
5450M c 2.22 BHR. R6BBBPPPLPN(CH2—Q3/CH31-BH/PHICH2-Q3/CH3)-BH> cocL3
54504 C l.40- 2.79 BHR RbBBBﬂ?P(PN(CHZ—(BIC&BI—BHIPHCCHZ—QBICHBI—EH> cocL3
5527M B 2.12 CCH3 | Ci=0)-0-R60 concL3
525TM E 2.60 CH AA<C~CH-C#/CH-CH-C*> /CH2-CH2/CH2-CH2 cCLs
12661M c 3.04 _CH AA{C—CH-C#-CACH3) /CH-CH-C*)/CH3/CH3 cCL4
12660M C 3 3.11 cH AA(C—CH-C#*-C{CH3)/CH-CH-C*}/CH3/CH3 - DMSO-De
12659M c 3.09 CH AA{C-CH-C#—C(CH3)/CH-CH-C*)/CH3/CH3 cocL3
10829M 8 L.77- 2.34 | CH" AALC-C*) /CH2-NH/CH2-CH2 5 cDCL3
10824M E 2.90- 3.54 | CH AA{C—C#*) /CHICH3/CH3) /CH2-NH2 cocL3
12017M D 3.69 , CH AATC-C*—CH-CICH3 )} /CH3/CH3 S| DMSD-D6
124604 D 3.70 | cCH AALC-C*—CH-CICH3)/CH-CH-C{CH3) ) /CH3/CH3 cDCL3
T068M (-} 3.73 - TH ANNALC—N-C#*/C(CL)-N-C*>/CH3/CH3 cDCcL3
11017TM B 3,10~ %.60 CH ANNA {C=N—-C*/C(SH)=N-C#*)/CH3/CH3 DMSO-D6
49344 A 5.45 CcH ANSC—CH-CH-N>/A/A coceL3
6869M | ‘D 2.40 CH ANCC-CH-CH-N>/CH2-CH2/CH2-CH2 CCL4
2260M A 5.50 ° CH ANSC—CH-N>/A/A ! - coCL3
4345H E. 5.28 CH _ ANZKC—C (CH3)-N-CICH3) /CICH3)>/0H/CH3 coCcL3
6329H c 4.26 " CH AN(C—N)I!(C-CH—CH—ClCLi>/CH2—CHZ~ DMSO-Dé
19034 A - 5.58 CH ANSC—N>/AZA CCL&
13377H D 2.59 CH "AN{ C-CH—CH-N) /CH2-CH2/CH3 CcCL4
6304M B %.39 CH AN/A/C(OM/A/CH3) . cocL3
T910M € 3.65 CH AR60ALC-C*—0-C*/CH-CH-CICH3)>)CH3/CH3 cocL3
5872M ] 2.20 APP. CH AR6RELC-CH-C*—CH2/CH-CH-C*>/CH3/CH3 . cbCcL3
5263M F 2.28 CH AR6<C-CH-C*-GH2/CH-CH-C*>/CH2-CH2/CH2-CH2 _ cCLS
12657H F 3.97 CH ARG (C-C*—C{=0)-CH(CH3)/CH-CH-C(CH3) ) /CH3/CH3 cDCL3
4541M D 3,27 CH A<C {OH)=CH-C(CH3) /CH-CICI=01—CH3)>/CH3/CH3 cocL3
9390M B 2.84 CH A<C—CH-CH-CUBR)>/CH3/CH3 cCL4
9469M C 2.80 CH A<C~CH=CH=CICH3)>/CH3/CH3 cCL4
5251M D 2.42 CH A<C—CH-CH~C (CHICH2/CH2) } >/ CH2-CH2/CH2-CHZ cCL4
5250M D 2.59 CH A<C—CH-CH=CI{CH(CH2/CH3) ) >/CH2-CH2/CH3 cDcL3
T835M 8 2.81 CH A<C—CH-CH-C(CHICH3/CH3) ) >/CH3/CH3 cCL4
2040M A 4.52 CH A<C—CH-CH-CICL)>/A<C—CH-CH-CICL)>/CH-CL2 cDCL3
1743M x 3.97 CH 4 A<C—CH-CH-CICL)>/A/CH2-CHZ S| cocL3
6825M B 2.99 CH A<LC—-CH-CH-CIC(=0)-H)>/CH3/CH3 CCL4
4121M 8 2.99 CH A<C—CH-CH-CIC({=0)-Q2)>/CH3/CH3 cbcL3
5575M c 4.82 CH A<C—=CH—CH-CIF)>7A/CH2-N s| D20
3761M A 5.40 CH A<C-CH-CH-CINH2)>/A/C:N S| TFA
8353M B 5.77 CH A<C— cu-cn—ctntcnalcnal|>/A<c—cu-cn—c1N|cnalcn3)J>I cDcL3
R6DAKC=C(OH) /CL=01>
6685M 8 2.81 CH A<C—CH—-CH-CIOH) >/CH3/CH3 cocL3
1579M F 3.75 APP. CH A<C—CH-CH-CI0-CH2)>/A/CH2-CH2 S| ‘TFA
6663M D 2.50 CH A<C—CH-CH-C{D-CH2)>/CH2-CH3/CH3 cCL4
8352M [ 6.11 CH A<C—CH-CH-C{D~-CH3) >/A<CC~CH-CH-C10-CH3)>/ cDCL3
R6A<C=CINH2)/Ct=0)>
B8348M B 5.94% CH ALC—CH-CH-C{0-CH3)>/ALC~-CH-CH-C(0-CH3)>/ - CDCL3 -
R6ALC=C(OH)/C(=0)>
8350M B 5.87 CH A<C—CH-CH-C(0-CH31>/A<LC-CH-CH—-CI0-CH3)>/ cDCL3 |
R6ALKC=C(0OH) /C(=0)>
T894M B 2.93 CH A<KC—CH-CH-C{Q2(H/C(=0J—0H/H) ) >/ CH3/CH3 cDCL3
T208M B 2.90 CH AKC=CH-CH-CISI{A/AZA))>/CH3/CH cDCL3
2978M "€ 2.98 CH ALC—CH=CH—CI{S02-NH)>/CH3/CH3 cocL3
1630M [ 4,28 CH A<C—CH-C(CH3)~-CI{0-CH3) /CH-C(CH3 ) >/ A<C-CH-C{CH3)}-C(O~CH - €DCL3
I 3)/CH-C (CH3)>/CH{A/A)
1629M c 4.38 CH A<C—CH-C(CH3)}~Cl0-C{=0)-CH3) /CH-C{CH3)>/A<C~CH-C(CH3)- . CDCL3
C{0-C{=0)-CH3)/CH-CICH3)>/CH(A/A)
2572M F 2.47 CH A<C—CH=C (CHICH2/CH3) )-C (0OH) >/CH2-CH3/CH3 CCL%
T836M B 2.82 CH A<C—CH-CICH{CH3/CH3) )>/CH3/CH3 CCL4
434TM C 2.95 CH A<C—tn-ctcn(cnslcﬂ3)l-C(soz—cL)/cn-c(cn(cnslcna);>/- cocL3
CH3/CH3
1524M 8 2.87 CH A<C—CH—C!CH(CH3/CH3))/CM—C(CHICH;ICH3))>/cu3/CH3 cocLs
S105M B 3.48 CH A<C—CH-CIC{=0)-0H)—C{DH)/CH-CICHICH3/CH3) )>/CH3/CH3 cocL3
5105M 8 2.88 CH A<LC—=CH-C{C{=0)-0H)-CIOH)/CH-C({CHICH3/CH3) ) >/CH3/CH3 cocL3
1907M c 2.72 CH A<C—CH—C(NH2)-CIUCH31>/CH3/CH3 . cCL4
8069M c 2.97 CH A<C—CH-C{ND2)—-C(CH3)>/CH3/CH3 . CCL4%
4831M D 2.64 CH A<C—-CH-C{NO2)-C{OH) >/CH2-CH2/CH3 cDCL3
2201M D 3.15 CH A<C—CH—C {OH)-C{OH) /CH-CICH(CH3/CH3} ) >/CH3/CH3 cDCL3
2201M D 2.74 CH A<C—CH-C {OH)-C {OH)/CH-C(CHICH3/CH3))>/CH3/CH3 cociL3
4699M D 2.85 CH A<C-CH-C{0-CH2)-C{CH3)>/CH3/CH3 cucL3
3100M | D %448 CH A<LC-CH-C(0-CH3)-C(0—CH3) >/A/CH2-C(=0)-0 CCL4
3094M D 4 .50 CH A<C—CH-C (0-CH3)-C (0-CH3)>/A/CH2-C (=0)-0 cocL3
3103M C 3.46 CH A<C—CH=C (0-CH3)=C(D=CH3 ) >/CH2-C(=0)/CH3 cDCL3
5494M C 3.10 CH - A<C-C(CH3)-CH-CICH3 1 /CH-C ICH{CH3/CH3) ) >/CH3/CH3 cDCcL3
1523M 8 3.19 CH A(C—C(CH(CHBICHS)I-CH-C(CH(CH!ICHB)ICH—C(CH(CHJICH3)l) cocLs
/CH3/CH3 :
202TM A 5.17 CH A<LC—C(CL)>/ALC—CH-CH-CICL )>/CH-CL2 cDcL3
1100M B 3.53 CH A<C—C{CL)=CH-CIRSNNNSN=C(=01/C(=0)>)/CH-C(CL)>/CH3/~ TFA
CH3
644TM D 2.51 CH A<C—C (NH2)>/CH2-CH3/CH3 CCL%
. 1896M 8 2.61 CH A<C—CINH2)>/CH3/CH3 cCL4
6451M D 2.80 CH A<C—C (NH-A) >/CH2-CH3/CH3 . CCL4
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SADTLER NMR SPECTRA 1972 SET THREE
ASSIGN-| CHEM SHIFT | PRCTON
NMR NOo|. MENT —PPM— GROUP ENVIRONMENTAL GROUPS SOLVENT
6617M B 4.30 CH A<C—C{OH)>/A/CH3 ‘ceLe
2687M D 2.97 cH A<C—C(OH) >/CH2-CH3/CH3 cCL&
1893M 8 3.20 CH A<C—C{OH)>/CH3/CH3 cCL&
3205M C 3.08 CH A<C—C(OH)—CH-CICH3)/CH~-CICL) >/CH3/CH3 CCL4
2116M c 3.23 CH A<C—C(OH)-CH-C(CH3) /CH-C {NH2) > /CH3/CH3 TFA
7910M D 2.99 CH A<C~C (OH)-CH-C(CH3)/CH-C (R60AACCH-C#-CICH3) /C¥— cbCL3
C(CH3)>)>/CH3/CH3
9558M D 3.38 APP. CH A<C~C (DH)-CH-C(0-CH2) >/CH2-C (=0 ) /CH3 DMSO-D6
4348M D 2.82 CH A<C—CUOH)—C (CH{CHZ/CH3) ) >/CHZ—CH3/CH3 ccLs
6439M 8 3.10 CH A<C—CIOH}~-C (CHICH3/CH3) )>/CH3/CH3 cCL&
6615M c 3.00 CH A<C—C(OH)—CEC{CH3/CH3/CH3))>/CH3/CH3 CcCLé
5105M C 2.88 CH A<C=C{OH)-CUC{=0)~0H)OCH-C{/HICH3/CH3) ) >/CH3/CH3 cocL3
5106M c 3.37 CH A<C—CADH)~CIC(=0)-0H)-CICH3)>/CHIICH3 cocL3
5105M c “3.48 CH A<C—C(OHI-C(C(=0)—0H) /CH-CICHICH3/CH3) ) >/CH3/CH3 cocL3
1910M 8 "3.53 CH A<C~-C{OH)~C [NO2) /CH-C IND2)>/CH3/CH3 cCLs
2201M c 2.74 CH A<C~C(OH)~C{OH) /CH=CICHICH3/CH3) ) >/CH3/CH3 cocL3
2201M (3 3.15 CH A<C—C(OH)—C (OH}/CH-C (CHICH3/CH3) }>/CH3/CH3 cocL3
6616M c 4.29 CH A<C—C{OH)/CH-C (CH3)>/A/CH3 cCLS
2572M G 2.92 CH A<G—C {OH) /CH-C (CH{CH2#CH3) ) >/ CH2~CH3/CH3 . cCLs
15044 c 3.21 CH A<C—C{0-CH2 )-CH-C (CH3) >/CH3/CH3 : TFA
3861M C 3.30 CH A<C~C{0-CHZ}-CH-C{CH3}>/CH3/CH3 cocL3
1509M D 3.24 CH ¥ A<C—C (0-CHZ21-CH-C(CH3 ) /CH-C (CL) >/CH3/CH3 TFA
4698M D 3.25 CH A<C-C(D~-CH2)-CH-C(CH3)/CH-C{CL)>/CH3/CH3 cocL3
2470M [ 3.19 CH A<C~C(0-CH2Z)-CH-C(CH3)/CH-C{T)>/CH3/CH3 TFA
2463M D 3.15 CH A<C—C{0-CH2)-CH-CICH3) /CH-CLI)>/CH3/CH3 €ocL3
96134 c 3.33 | cH " A<C-C(D-CH2)~-CH-C{CH3) /CH-C (SO2-NH2)>/CH3/CH3 DMSO-D6
2265M E 5.97 CH A<C—CI0-CH2 )-CH-CINHZ) /CH-C (0-CH2) >/ A<C~C {0~CH2)-CH- cocL3
3 . C(NH2)/CH-CLO-CH2}>/A :
5406M D &-22 CH A<C—C(0-CH3)—CH-C{0~-CH3) /CH—-C(D-CH3) >/ A<C—C(0-CH3 }-CH- cocL3
€ (0-CH3) /CH-C(B-CH3)>/A<C~CT10-CH31-CH-C{0-CH3) /CH~
Cl0-CH31> 3
1101M 8 3,34 CH “AKC—C{0—CH3 )=CH-C(0-CH3) /CH-C (RSNNNCN-C (=00 /C1=0)>) >/~ cocL3
. CH3/CH3
9623M D 3431 CH A<C—C (0-CH)—CH-C 1 CH3) /CH-C ( SO2-NH2) >/CH3/CH3 DMS0-D6
8l16M e 3.10 CH A<C—-C(O-C(=0)-CH2)—-CH-CICH31>/CH3I/CH3 cocL3
8112M ¢ 3.02 CH A<C-C{0-C(=0)-CH2)~CH-C(CH3)>/CH3/CH3 cDCL3
434TH D 4.26 CH A<C-C{S02-CL}-C(CHICH3/CH3) ) /CH~CICHICH3/CH3) ) >/CH3/~ cocL3
CH3 '
6005H 8 3.29 CH A<C—C/OH)-C (CHICH3/CH3) ) /CH—C (R6OACC-0/=CIOHI> > /CH3/ cocL3
CH3
736M E 4,45 CH ALC(S=CH3)/CH-CICL) }/A/CH2-CH2 cocL3
12299M c 2.74 CH A{C—CH-CH-CIA) ) /CH2-0H/CH2-CH2 cocL3
11032M B 2.88 CH ALC—CH-CH-C {CH2-C (=0)—-0H) ) /CH3/CH3 cocL3
12727M D 2.88 CH A(C—CH-CH-CUC{=0)-R3) ) /CHI/CH3 cCL4
13570M 8 3.85 CH A(C—CH-CH-C(F))/C:N/CH3 ccL4
12534M B 5.37 CH A(C—CH-CH-CINICH3/CH3 )1 ) /A{C—CH-CH-CIN(CH3/CH3) ) ) /A coce3
13705M c 8.19 CH A(C—CH—CH-CUN(CH3/CH3) ) )/R6NN{=C—C(=0)/C(=0)) DMSO-D6
14332M. c 4.08 CH A{C—CH-CH-CIO-CH3))/CH2-C(=0) /CH2-C(=0) cocL3
12903M B 2.90 CH A{C-CH-CH-CIO-C(=0D)-A) )} /CH3/CH3 cDCL3
12905M 8 2.90 CH A({C-CH-CH-C(D-C(=0)-A) ) /CH3/CH3 cocL3
12906M B 2.88 CH A{C—CH-CH-CE0-C(=0)—-NH) ) cDCL3
10061M 8 2.96 CH ALC—CH-CH-CIANENH—C(=5)))) cocL3
867M C 2.88 CH A(C~CH-CH-C{Q2{CH3/H/H)) }/CH3/CH3 cCLé
10173M c 2.92 CH A(C—CH-CH-C{R50S(C{CH3)-0/5)))/CH3/CH3 cocL3
12462M D 2.85 CH A(C—CH-CICH2-CH2)-C(CH3) ) /CH3/CH3 cocL3
12463M c .89 CH A(C-CH-C{CH2-CH2)=C (CH3) ) /CH3/CH3 cocL3
120714 c 2.85 CH A(C—CH-CICH2-CI=0))-C(CH2) ) /CH3/CH3 cocL3
420M c 2.78 CH A(C-CH-C(CH3)-CICH3)) /CH3/CH3 cCL4
14559M c 2.85 CH A(C—CH~-C (CH{GH3/CH3) )—C(0-CH2) /CH-C (CHICH3/CH3) ) ) /CH3/ cocL3
CH3
14558M B8 2.88 CH A(C~CH—-C (CH{CH3/CH3) ) ~C(O-CH3) /CH-C (CHICH3/CH3)0) / cocL3
. CH3/CH3
10301M D 1.70- 2.60 | CH A{C—CH-C{C(CH3/CH3/CH3))—C(OH)/CH-CIC(CH3/CH3/CH3)) )/ cocL3
- CH2—0H/CH3
684M G 2-72 CH A{C—CH-C (OH}=C(CH3) ) /CH3/CH3 ccLs
608M C 2.85 CH A(C—CH-C(0-CH2)-C(CH3) ) /CH3/CH3 cocL3
10849M 8 3.40 CH AlC- CH-C(D—CHZl-C(O—CHSI)ICHZ—C(=DD-DHICHZ-C(=DI—OH DMSO-D6
12457M C 3,31 CH A(C-C{BR)=-CH-C(CH3))/CH3/CH3 cocL3
12459M F 3.10 CH A(C—C{CH2—-CH)-CH-C(CH3) ) /CH3/CH3 cbcL3
13816M E 3.13 CH A(C-C(CH2-CH)—CH-C(CH3) ) /CH3/CH3 " CDCL3
138154 & 3.16 CH A(C—C {CH2—-CH)=CH-C{CH31 ) /CH3/CH3 cocL3
12015M D 3.17 APP. CH A{C—C{CH2-C)—CH-CICH3) 1 /CH3/CH3 DMS0-D6
424M C 3.02 CH A{C—C(CH3)—CH-CICHICH3/CH3) } /CH-CICH3) ) /CH3/CH3 cCL4
14605M c 3.15 CH A(C-C{OH)~CH-CICH3))/CH3/CH3 cDCL3
10802M D 3.12 CH A(C—C(OH)—CH-CI{CH3)/CH-C (RSOA(C{O/C*/A)}))/CH3/CH3 DMSO-D6
10040M C 3.32 CH A(C~C{OH)—C INH2}-CICH3 ) /CH-C (NH2)) CH3/CH3 D20
11384M C 3.43 CH ALC—C(OH)-CINU2)~CICH3 )/ CH~C (NO2) 1 /CH3/C*3 cocL3
599M C 3.24 CH A (C—C(0-CH2)-CH-C{GH3) } /CH3/CH3 cocL3
616M (i 3.24 CH A{G-C{0-CH2)~CH-C(CH3)/CH-CICL) ) /CH3/CH3 cDCL3
145594 D 332 CH A(C—C(D-CH2)-C(CHICH3/CH3) ) /CH-CICH{CH3/CH3) ) ) /CH3/CH3 coCL3
119944 D 3.16 CH A{C=C{0=CH3)~CH=C{CH3)/CH-C (NH-C{=0)) ) /CH3/CH3 cocL3
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ASSIGN-| CHEM SHIFT |PROTON : >
NMR ‘NO.| MENT e GROUP ENVIRONMENTAL . GROUPS > SOLVENT
14558M c 3.31 CH A(C-C(O—=CH3)-C(CHICH3/CH3) ) /CH-C(CHICH3/CH3) ) )/CH3/CH3 CcDCL3
126014 E 5.93 CH A(C-C(O-C{=8)-CH3)-CH-C(0-CI=8)-CH3) ) /A(C~CICH2-0-C(=0 €DCL3
174 '
126564 c 3.20 CH A(C~CIO-P({=0/0/0))=CH-CICH3) )/CH3I/CH3 ".cDCL3
220M A 5.50 CH A/AZA ; cDCL3
14236M 8 4,21 _CH A/AJCH2-A CcDCL3
L863M 8 3.82 CH A/AJCH2-CH2 ccLs
11435M 8 4.07 CH A/A/CH2~CH2 cocL3
112324 c 3.89 ‘CH A/A/CH2-CH2 2 CoCL3.
3051M C 4.11 CH A/A/CH2-CH2 ccLs -
3050M D 4,03 CH A/A/CH2-CH2 cCLs
5836M il ] 3.98 CH A/A/CH2-CH2 ’ - cocLa
1651M D 3.91 CH - A/A/CH2-CH2 . TFA
11578M B8 3.88 CH A/A/CH2-CH2 cocL3
11722M B . 4.81 CH A/A/CH2-C(=0) cDCL3
3049M B 4.51 CH A/A/CH2-C(=0)-0 cDCL3
5574M (o 4,72 CH A/A/CH2-N D20
846TM c 4.21 CH A/A/CH2-R6NN cDCL3
129H A 5.04 CH /AZC1=0)-0H CoCL3
15M A 4.99 CH /A/C-CL3 cocL3
8725M A 5.88 CH A/AZJROASC=CH/CI=0)> _ cocL3
834TH [ 6.09 CH A/A/R6ALC=CI{CH2-CH3)/CL=0)> cocL3
8349M 8 6.28 CH AJA/REALC=CINH2) /CI(=0)> cocL3
B724M A 6.01 CH A/A/R6ALC=C(OH) /C{=0)> 4 cDCL3
8351M B8 6.05 CH A/A/ROGALC=CIO-CH3)/Ci=0)> cocL3
8500M B 2.91 ‘CH A/CH2-BRYCH2-CH2 cCLs
2816M E 2.29 CH A/CH2-CH2/CH2-CH2 ccLs
2875M E 2.41 CH A/CH2Z-CH2/CH2-CH2 cCL4
9298M c 2.41 CH- A/CH2-CH2/CH2-CH2 cCLs
9236M c 2.25 CH A/CH2-CH2/CH2-CH3 cCLs
26%am £ 2.30 CH A/CH2-CH2/CHZ-CH3 ‘cCLs
28154 E 2.30 CH A/CH2=-CH2/CH2-CH3 cCL4
6107M c 2.70 CH AJCH2-CH2/CH3 cCLe
8509M 0 2.53 CH A/CH2-CH2/CH3 cDcL3
9295M c 2.58 CH A/CH2-CH2/CH3 cCL4
3441M D 2.60 CH A/CH2-CH2/CH3 ccLs
31M D 2.52 APP. CH A/CH2-CH3/CH3 cCLs
12060M £ 3.08 CH A/CH2-C(=0)—0H/CH2-CH2 DNSO-D6
7958M 8 3.08- 3.70 | CH A/CH2-C{=0) /CH3 cDoCL3
8499M (1] 2,73 CH A/CH2-0H/CH2-CH2 cocL3
8137M 8 2.85 CH A/CH2-0H/CH3 CCL&
11433M c 3.03 CH A/CH2-0-C (=0} /CH2-CH2 cocL3
11426M B 3.13 CH A/CH2-0-C{=0)/CH3 cocL3
10183M B 2.83 CH A/CH3/CH3 ccLs
13861M A 2.50- 3.30 | CH A/CHIAZCH2) /CH2-A €oCcL3
117434 c 3.64 CH A/CHIC(=0)-0/A)/CH2=A cDCL3
TT73M [ 2.90 CH A/CHICIN/A)/CH2-CH3 coCL3
ST72M 0 3.19 CH A/HCH-C (=0)-0/CH3 cCL4
4296M D 3.42 CH A/HCH-C(=0)/CH3 CDCL3 .
9686M A 5.81 CH A/OH/RSNNOSC=N-N/O-CINH2)> DMSO-D6
4064M B 3.78 CH A/QLUH/CLZCL)/CH3 c cCLs
458M A 7.20 CH A/RSNO(C-CUl=0) /N—C(A)) cociL3
13903M c 3,29 CH A/R500(C(CH3)—-0/0)/CH2-0-C(=0) cDecL3
590M D 7.70 CH A/RS50(C~CU=0) /CH2-CH2) TFA
9854M D 4.20 CH A/RENOSN-CH2/CH2>/CH2-C(=0) cocL3
23624 A 7.08 CH BR2/A<C-CICH-BR2)> TOCL3
6375M A 6.80 CH BR3 . cCLs
4609M c 5.12 CH BR/A<C—CH—-CH-CICH{BR/HCH) D2/ HCH—BR cbCcL3
45T9M c 5.14 CH BR/ALC—CH-C(CHIBR/HCH) ) >/HCH-=BR coCL3
10335M A 6.19 CH BR/A/A . cbCL3
223M 8 5.05 CcH BR/A/CH3 ccLs
13402M B 4,91 CH BR/A/CH{BR/C(=0)) CDCL3
3637M A 5.53 CH BR/A/CH(BR/C{=0)-0) C3H60
3637TM A 5.12 CH BR/A/CHIBR/C(=0)-0) C3H60
10623M c 5.10 CH. BR/A/HCH-BR cDCL3
13164M A 6.67 CH BR/BR/ANA {C—N—C*/CH-CH-C*) cocL3
9596M A 6.66 CH BR/BR/A<C~CH-CICH-BR2)> cocL3
2412M A 6.96 CH BR/BR/AKC-CIC:IN)> cocL3
1883M 8 5.69 CH BR/BR/CH2-BR cCcLS
6409M A 6.04 CH - BR/BR/CHIBR/BR) cCL4
6708M A 7.07 CH BR/BR/CL cCL4
9239M A G ROF. = CH BR/BR/C(=0)-A cDCL3
14411M A 5.90 CH BR/BR/C{=0)-0H cocL3
3823M c 6.31 CH BR/BR/C[=0)-R6N cCL4
6785M A 6.33 CH BR/BR/C-BR3 cocL3
256TM A 5.85 CH BR/BR/C:N - cCL&
7906M A 6.55 CH BR/BR/R50<C~-0/=CH> CCL4
4637M c 7.25 CH BR/BR/R6NAKC=C(BR)/C*> cocL3
11436M B 4,40 CH BR/CH2~BN/CH2-0-C (=0} cocL3
6735M c 4.32 CH BR/CH2-BR/ CH2-CL CCL4
4214M D 4.25 APP. CH BR/CH2-BR/CH2-0H cCL4
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ASSIGN—| CHEM SHIFT |PROTON
NMR NO.| MENT -PPM— GROUP ENVIRONMENTAL GROUPS SOLVENT
119224 B 4,79 CH BR/CH2-BR/CH2-0-P (=0/6:/0) cocL3
36294 [ 4.00 CH BR/CH2—-CH2/CH2-CH2 CCL4
6692M & 4.08 CH BR/CH2-CH2/CH3 v cocL3
839M E 4.03 CH BR/CH2-CH2/CH3 ‘cCL%
6736M D 4,20 CH BR/CH2=CH2/CH3 CCL4
408M D 4,02 CH BR/CH2-CH2/CH3 CCL4
3948M () 3.99 CH BR/ CH2-CH2/CH3 cCL%
3947M D 3.99 CH BR/CH2-CH2/CH3 cCcL4
227M = 3.99 CH BR/CH2-CH2/CH3 cCL%
6893M c 4.17 APP. CH BR/CH2-CH/CH3 cCL4
6T89M E 4,40 CH BR/CH2-(C{=0)—0/CH3 CCL4
6T14M [ 4,43 CH BR/CH2~C(=0)—0/CH3 cDCL3
4212M D 3.99 CH BR/CH2/CH3 cCL4
94584 E 4.57 CH BR/CHI{BR/CH2) /CH2-CH cocL3
9458M D 4,19 CH BR/CHIBR/CH2) /CH2-CH2 coCL3
3099M c 4.80 CH BR/CH(BR/C(=0))/CH3 - coCL3
8201M 8. 5.10 CH BR/CHI(DH/A) /A cDCL3
8199M c 5.10 CH BR/CH(OH/A) /A CcCL4
8199M c 4.98 CH BR/CHIOH/A) /A CCL%
67094 A 7.20 CH BR/CL/CL cCL4
2761M [ 4,45 CH BR/C(BR/BR/CH3)/CH3 cCL4
8200M D 4.11 CH BR/CICH3/CH3/CH3) /CH2-0H cCLs
81984 D 5.01 CH BR/C(OH/CH3/CH3) /A CCL4
10305M (o 6241 CH - BR/CI=D)-A/A cDcL3
10302M D 5.08 CH BR/C(=0)—A/CH2~-CH3 cocL3
5206M D 5.22 CH BR/C(=0)—-A/CH2-CH3 TFA
5200M [ 5.43 CH BR/C{=0)-A/CH3 TFA
10300M c 5431 CH BR/C(=0)-A/CH3 cocL3
496M 8 5.19 CH BR/C(=0)-A/CH3 cCL&
3099M D 5e42 CH BR/C(=0)-A/CH(BR/CH3) coCL3
5109M B 5.90 CH _BR/C1=0)-A/CHI{BR/C(=0)) cocL3
12662M c 4.39 CH BR/C (=D )-CH3/CH3) cCL&
13402M c 5.33 CH BR/C(=0)—-CH3/CH{BR/A) cDCL3
7128M [} 4.60 CH BR/C {=0)-CL/CH3 cCLé
-2490M c 4.63 ‘CH BR/C (=0)-NH/CH2-A . TFA
13638M D 4.55 CH BR/C1=0)-NH/CH2-CH DMSO-Dé
5017M (W 4.53 CH BR/C (=0)—-NH/CH3 DMSO-D6
2922M c 4.61 CH BR/C (=0)-NH/CH3 DMS0-D6
2075M D 4.33 CH BR/C(=0)=NH/CH{CH3/CH3) TFA
2489M E 4.40 CH BR/C (=0)-NH/CH{CH3/CH3) TFA
13086M = 4.32 CH BR/C(=0)-NH/CHI{CH3/CH3) cDCL3
13268M [ 4.T9 CH BR/C (=0)—NH/HCH—-A DMSO-D6
9834M A 5.39 CH BR/C(=0)1-0H/A cDCL3
2389M D 4.13 CH BR/C (=0)—-0H/CH2—-CH2 CCL&
12543M D 4.21 CH BR/C(=0)~-0H/CH2-CH2 cocL3
80TTM [ 4,12 CH BR/C(=0)-0H/CH2—-CH3 ‘CCL4
1644 B 4.42 CH BR/C{=0)=-0H/CH3 cocL3
3637M 8 5.53 CH BR/C(=0)-0H/CHIBR/A) C3H60D
3637M B 5.12 CH BR/C(=0)-0H/CH(BR/A) C3H60
9190M A 4.69 CH BR/C (=0)-0H/CH(BR/C{=0)-0) C3H60
6T44M c 4.49 CH BR/C{=0)-0H/HCH—-BR cocL3
9365M c 4.72 CH BR/C{=0)-0H/HCH-C (=0)-0 D20
5620M D 5.33 CH BR/C (=D)-0-CH2/A cocL3
9825M C 5.28 CH BR/C{=0)~-0-CH2/A cCL&
12089M E 4.09 CH . BR/C(=0)-0-CH2/CH2-CHZ cCL4
109314 D 4.08 CH BR/C(=0)-0-CH2/CH2-CH3 cCL4
6831M D 4,22 CH BR/C(=0)-0-CH2/CH3 cCL4
1880M c 4.T7 CH BR/C(=0)-0-CH2/C(=0)-0-CH2 cCL4
12954 D 4,25 CH BR/C(=0)-0-SN/CH3 cCL4
2491M E 4.18 CH BR/C(=0)-R6ND/CHICH3/CH3) cDCL3
1609M A 5.25 CH BRZC :N/CU{=0)—NH2 TFA
9114M c 6.25 CH BR/F/CIF/F/0) cocL3
9113M c 6.51 CH BR/F/C{=0)-0-CH2 cocL3
13543M D 4222 CH BR/HCH-A/CH3 coCL3
187M D 4.15 APP. CH BR/HCH-BR/CH3 cCL4
231M c 4430 CH BR/HCH-BR/HCH-BR : cCL4
12874M B 4.99 CH CCL3/AIC—CH-CH-CIO~-CH3) ) /AIC—CH-CH-C(D-CH3)) cDCL3
904% c 1.95- 2.80 | CH CF3/CH2-C(=0)-0/CH3 ' cCL4
110184 [} 2.10- 2.86 | CH CH2—-ANNA/CH3/CH3 DMS0-D6
24T4M c 1.67 APP, CH CH2—A/CH2-CH2/CH2-CH2 D20
2473M D 1.80- 3.00 [ CH CH2—-A/CH2-CH2 /CH3 D20
8181N 8 1.81 CH CH2-A/CH3/CH3 coCL3
10087M B8 1.86 CH CH2-A/CH3/CH3 cocL3
10083M G 1.87 CH CH2—-A/CH3/CH3 cCL4
10089M 8 1.87 CH CH2-A/CH3/CH3 D20
124598 c 2.09 CH CH2-BR/CH2-A/CH3 cocL3
9203M B 2.21 CH CH2—-BR/CH2-CL/CH3 cDCL3
676TM B8 1.93 CH CH2-BR/CH3/CH3 CCL4
626TM A 0.89 CH CH2-CH2 cucL3
10884M D 4.10 CH CH2-GH2 CcCL4
2245M c l.42- 2.16 | CH CH2-CH2/CH2-CH2/CH2—-CH3 CCL4
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ASSIGN-| CHEM SHIFT |PROTON
NMR NO.| MENT —PPM— GROUP ENVIRONMENTAL GROUPS SOL VENT
3597M 8 1.53 CH CH2-CH2/CH2—-CH2/CH3 COCL3
3641M 8 1.76 CH CH2-CH2/CH2-CH2/CH3 cCL4
L1449M D 1.40- 1.90 | CH CH2-CH2/CH2—C/CH3 cbCL3
13156M 8 Le40- 2.20 | CH CH2-CH2/CH3/CH3 cDCL3
281M 8 1.50 APP. CH CH2-CH2/CH3/CH3 CDCL3
T914M B 1.09- 1.57 | CH CH2=CH2 /CH3/CH3 CCL%
10746M 8 1.00- 1.92 | CH CH2-CH2/CH3/CH3 CCL4
112274 8 1.50 APP. CH CH2-CH2/CH3/CH3 cocL3
1146M ¢ 1.36 APP. CH CH2-CH2/CH3/CH3 TFA
114524 [} 1.10- 1.60 | CH CH2-CH2/CH3/CH3 cocL3
9281M 8 1.41- 2.11 | CH CH2-CH2/CH3/CH3 cCL4
34138 c 1.00- 1.50 | CH CH2-CH2 /CH3/CH3 cCL4
6836M c 1.78- 1.92 | CH CH2-CH2/CH3/CH3 cCL4
6T54M 8 1.73 APP. CH . CH2-CH2/CH3/CH3 CcCL&
13398M¢ c 1.20- 1.80 | CH CH2-CH2 /CH3/CH3 cCL4
8153M c 1.48 CH CH2=CH2/CH3/CH3 CCL4
10941M 8 1.58 CH CH2-CH2/CH3/CH3 CCL4
10999M c 0.83~ 1.59 | CH CH2-CH2/CH3/CH3 cocL3
13878M B 1.30- 2.20 | CH CH2-CH2/CH3/CH3 cocL3
7201M B . 1.10- 1.90 | CH CH2-CH2/CH3/CH3 CcCL4
1694M D 1.30- 2.00 | CH CH2=CH2/CH3/CH3 cocL3
11788M B 1.20~ 2.00 | CH CH2-CH2/CH3/CH3 cocL3
14124M D 1.70 CH CH2-CH2/CH3/CH3 cocL3
414M (A 1.22- 2.10 | CH CH2-CH2/CH3/CH3 cocL3
2992M B 1.50 CH CH2-CH2/CH3/CH3 TFA
13617H B 1.40 APP. CH CH2-CH2/CH3/CH3 cCL4
1189M 8 1.10- 2.20 | CH CH2-CH2/CH3/CH3 ccL4
6699M c 1.22- 1.99 | CH CH2-CH2/CH3/CH3 cCL4
10478M B 1.07- 1.81 | CH CH2-CH2/CH3/CH3 cCL4
8640M 8- lo44 CH CH2-CH2/CH3/CH3 cocL3
54254 c 1.44 CH CH2-CH2/CH3/CH3 cocL3
5620M 8 1.50 CH CH2-CH2 /CH3/CH3 cocL3
2329M 8 1.35- ‘2,00 | CH CH2-CH2/CH3/CH3 cCL4
2351M B 1.62 CH CH2=CH2/CH3/CH3 cCL&
2347H 8 1.10- 2.04 | CH CH2-CH2/CH3/CH3 cCL&
13694M ] 1.30- 2.00 | CH CH2-CH2/CH3/CH3 D20
3780M 0 146 CH CH2-CH2/CH3/CH3 CcCL%
10720M B l.40- 2.01 | CH CH2-CH2/CH3/CH3 cocL3
107204 B8 1.40- 2.01 | CH CH2-CH2/CH3/CH3 2.01U
4230M ‘B 1.60 CH CH2-CH2/CH3/CH3 cCLs
5997H 8 1.45 | cH CH2-CH2 /CH3/CH3 cCL4
- 14459H c 1.40- 1.90 | CH CH2-CH2/CH3/CH3 cocL3
14426M B 1.10— 1.88 | CH CH2-CH2/CH3/CH3 cocL3
2768M 8 l.46 CH CH2-CH2/CH3/CH3 cCL4
2765M B 1.08- 1.83 | CH CH2-CH2/CH3/CH3 CCL4
2785M [} 1.03- 1.78 | CH CH2-CH2/CH3/CH3 cCLS
2961H B 1.60 CH CH2-CH2 /CH3/CH3 TFA
156M B 1.58 APP. CH CH2-CH2/CH3/CH3 cocL3
165M B 1.58 CH CH2-CH2/CH3/CH3 CCL4
1224 B 1.65 CH CH2-CH2/CH3/CH3 cocL3
149M c 1.53 APP. - | CH CH2-CH2/CH3/CH3 CCL4
121M B 1.76 CH CH2-CH2/CH3/CH3 cCL%
TLLI2M 8 1.10- 1.91 | CH CH2-CH2/CH3/CH3 cocL3
14300M B 1.10- 1.60 | CH CH2-CH3/CH2-CH3/CH2-CH3 cocL3
3412M 8 1.00- 1.50 | CH CH2-CH3/CH2-CH3/CH3 cCLS
34616M c 0.90—- 1.60 | CH CH2-CH3/CH3/CH3 CCL4
10884M c 1.28 CH CH2-CH3/CH-CH2 CcCL4
1547M D 1.80 APP. CH CH2-CH/CH3/CH3 cCL4
2245M c 1a42— 2.16 | CH CH2-CH/CH3/CH3 cCL4
287TTM c 1.91 APP. CH CH2-CH/CH3/CH3 cocL3
6984M B 1.10- 1.70 | CH CH2-CH/CH3/CH3 cocL3
6985M B 1.13- 2.00 | CH CH2-CH/CH3/CH3 cocL3
52M c 1.60 CH CH2-CH/CH3/CH3 ccL4
L1759M c 1.10- 1.80 | CH CH2-CH/CH3/CH3 : cociL3
4279M (1] 1.75 APP. CH CH2-CH/CH3/CH3 - CCL4
11224M c 1.18- 2.00 | CH CH2-CH/CH3/CH3 DMSO-D6
9269M c 1.74 CH CH2-CH/CH3/CH3 ccLa
11446M c 1.30- 2.00 | CH CH2-CH/CH3/CH3 cocL3
11447M c 1.20- 2.00 | CH CH2-CH/CH3/CH3 cCL4
14627M 8 1.20- 2.90 | CH CH2-CH/CH3/CH3 cocL3
8693M B 1.62 CH CH2-CH/CH3/CH3 cociL3
13638M B 1.20- 2.00 | CH CH2-CH/CH3/CH3 DMsSC-D6&
10384M [ 1.30- 2.00 | CH CH2-CH/CH3/CH3 CCL4
10437M C 1.33- 1.91 | CH CH2—-CH/CH3/CH3 cocL3
5554M 8 1.65 APP. CH CH2-CH/CH3/CH3 cocL3
12226M D 1.20- 2.00 | CH CH2-CH/CH3/CH3 cocL3
6208M D 1.69 APP. CH CH2~CH/CH3/CH3 CcCL4
4503M D 1.70 APP. CH CH2-CH/CH3/CH3 CCL4
11467™ ] 1.20- 1.90 | CH CH2-CH/CH3/CH3 cDCcL3
5717M 8 1.94 CH CH2-CH/CH3/CH3 cocL3
14400M B 1.30- 2.20 | CH CH2-CH/CH3/CH3 DMSO-D6
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ASSIGN-| CHEM SHIFT | PROTON
NMR NO.| MENT —PRM= GROUP ENVIRCNMENTAL GROUPS SCLY=NT
58094 c 1.30- 2.30 [ CH CH2-CH/CH3/CH3 coCL3
521M c 1.10- 1.85 | CH CH2-CH/CH3/CH3 CCL4
121374 8 1.10- 2.10 | CH CH2-CH/CH3/CH3 CCL4
12433M c 1.10- 2.00 | cH CH2-CH/CH3/CH3 cCL4
7845M 8 1.10- 2,00 | CH CH2-CH/CH3/CH3 D20
T834M ] 1.38- 2.14 CH CH2-CH/CH3/CH3 CCL4
2838M 8 1.77 APP. CH CH2-CH/CH3/CH3 cocL3
11011M c 1.48- 1.90 | CH CH2-CH/CH3/CH3 cocL3
12922M 8 1.60- 2.10 | CH CH2-CH/CH3/CH3 020
12908M c 1.20~ 2.00 | CH CH2-CH/ CH3/CH3 coCL3
6798M | B 1.05- 1.77 | CH CH2-CH/ CH3/CH3 CCL4
6966M c 1.58 CH CH2-CH/CH3/CH3 DMSC-D6
68994 8 2.49 CH CH2-CL/CH2-N/CH3 CocL3
6892M 8 1.91 cH CH2-CL/CH3/CH3 cCL4
14025M B 2.15= 2.60 | CH CH2-C {=0)-0H/CH2-C(=0)-0H/CH3 D20
5812M D 2.18 APP. CH CH2-C (=0)-0/CH2-CH2/CH3 cCL4
6801M 8 1.40- 2.33 | CH CH2-C(=0)-0/CH2-CH2/CH3 TFA
10558M 8 2.10 cH CH2-C(=0)-0/CH3/CH3 ccL4
1277M c 1.10- 1.80 [ CH CH2-C(=0)-0/CH3/CH3 cCL4
277 8 1.12 CH CH2-C(=0)-0/CH3/CH3 cDCL3
4243M E 1.00- 1.50 | CH CH2-C(=0)-07CH3/CH3 cCL®
695M c | 2.08 CH CH2-C(=0)-0/CH3/CH3 ccL4
10936M 8 1.12- 2.13 | CH CH2-C (=01 /CH2-CH2/CH3 cCL®
3896M c 1.96 CH CH2-C(=0) /CH2-CH3/CH3 ccLe
10135M 8 2.01 CH CH2-C(=0)/CH3/CH3 - cCL4
13310M 8 2.21 CH CH2-C (=01 /CH3/CH3 cocL3
10897M B 1.96- 2.34 | CH CH2-C(=0) /CH3/CH3 cCL
6261M 8 2.00- 2.50 | CH CH2-C(=0)/CH3/CH3 coCL3
343M 8 2.00- 2.55 | CH CHZ-C(=01/CH3/CH3 cCL4
9388M c 1.82- 2.38 | CH CH2-C(=0) /CH3/CH3 CCL&
809M 8 2.00 APP. | CH CH2-C(=0) /CH3/CH3 cCLé4
10201M [ 1.90- 2.37 | CH CH2-C(=0) /CH3/CH3 CCL4
30824 8 2.27 CH CH2-C(=0)/CH3/CH3 ccLs
12835M 8 1.97 CH CH2-C:N/CH3/CH3 ccLe
12129M D 1.30- 1.80°| CH- CH2-C/CH2-CH2/CH3 cocL3
11450M D 1.40- 1.90 | CH CH2-C/CH2-CH2/CH3 ccL&
10736M 0 . 1.70 CH CH2-C/CH3/CH3 ccLs
11442M D 1.70 CH CH2-C/CH3/CH3 cocL3
114434 D 1.74 CH CH2-C/CH3/CH3 ccLe
34324 D 1.63 APP. | CH CH2-C/CH3/CH3 ccLs
3294 E 1.80 APP. | CH CH2-C/CH3/CH3 ccLa
122004 c 1.20- 1.90 | CH CH2-C/CH3/CH3 cocL3
12204M (3 1.40- 1.90 | CH CH2-C/CH3/CH3 coCL3
12224m | € 1.68 CH CH2-C/CH3/CH3 cocL3
106284 [ ° D 1.68 CH CH2-C/CH3/CH3 ccLé
12128M D 1.68 CH CH2-C/CH3/CH3 cocL3
6008M D 2.00 CH CH2-C/CH3/CH3 cCL4
4385M € 1.70 CH CH2-C/CH3/CH3 ccL4
13266M 8 0.80- 1.75 | CH CH2—C/CH3/CH3 cocL3
18°1M | 8 1.73 CH CH2-1/CH3/CH3 ccLe
9175M c 1.09- 1.68 | CH CH2~-NH2/ CH2-CH3/CH3 cocL3
6499M 8 1.59 CH CH2-NH2 /CH3/CH3 cbcL3
3301M 8 1.70 CH CH2-NH/CH3/CH3 cociL3
1315M4 8 1.87 " CH CH2-NH/CH3/CH3 TFA
129994 B 1.77 CH CH2-NH/CH3/CH3 cocL3
10799M R 1.93 CH CH2-NH/CH3/CH3 cDCL3
12501M 8. 2.03 CH CH2-NH/CH3/CH3 020
2985M 8 1.83 CH CH2-NH/CH3/CH3 TFA
11919M c 2.33 CH CH2-NH/CH3/CH3 cocL3
2420M 8 1.50 CH CH2-NH/CH3/CH3 ccLs
2419M 8 1.55 CH CH2-NH/ CH3/CH3 cocL3
11812H 8 1.68 CH CH2-NH/CH3/CH3 cocL3
118134 8 1.67 CH CH2-NH/CH3/CH3 cDCL3
1693M 8 1.75 CH CH2-NH/CH3/CH3 cCLs
11970M 8 2.05 cH CH2-NH/CH3/CH3 DMSO-D6
136M c 1.60 cH CH2-NH/CH3/CH3 cCL4
5224M c 1.79 CH CH2-N/CH2-CH2/CH2—-CH3 CCL4
8641M 8 1.62- 2.20 | CH CH2-N/CH2-N/CH3 cocL3
4452M 8 2.17 APP, CH CH2-N/CH2-R6NSAA/CH3 cDCL3
117128 8 2.00 CH CH2-N/CH3/CH3 cocL3
1645M c 1571 CH CH2-N/CH3/CH3 cocL3
407T™ 8 2.13 CH CH2-N/CH3/CH3 cocL3
4090M 8 2.20 CH CH2-N/CH3/CH3 cocL3
11127M 8 2.02 CH CH2-N/CH3/CH3 DMSO-D6
7972 8 2.36 CH CH2-N/CH3/CH3 coCL3
7705M B 1.83 CH CH2-N/CH3/CH3 CoCL3
7391M 8 1.72 CH CH2-N/CH3/CH3 CCL4
7113 8 2.00 CH CH2-N/CH3/CH3 cocL3
3758M 8 1.83 CH CH2-N/CH3/CH3 cocL3
11284M 8 1.70- 2.64 | CH CH2-N/CH3/CH3 cocL3
112284 8 1.95 cH CH2-N/CH3/CH3 cocL3

RFPRESENTS TRIPLE BOND, ~ REPRESENTS AN ARROW AND < AND > REPRESENT BRACKETS. PAGE

6




SADTLER NMR SPECTRA 1972

CHEMICAL SHIFT INDEX

SET THREE

ASSIGN-| CHEM SHIFT PROTON ,
NMR NO.| MENT -PPM— GROUP ENVIRONMENTAL GROUPS SOLVENT
13815M D 1.95 CH CH2-CH/CH2-A/CH3 cocL3
9323M c 1.52 CH CH2-0H/CH2-CH2/CH2-CH2 cCLé
T7318M B 1.00- 2.00 CH » CH2-0H/CH2-C/CH3 CcCLs
7317 D 1.10- 2.00 CH CH2—-0H/CH2-C/CH3 CCL4
14167TM A 1.71 CH CH2-0H/CH2-0H/CH2-A DMSO-Dé
T717M A 1.85 CH CH2—0H/CH2—-0H/CH2-A DMSO-Dé
TT721M D 3.22- 3.65 CH CH2-0H/CH2-0H/CH2-R& DMSO-D6
T219M B L.67 CH CH2—0H/CH3/CH3 - cCLs
11471M £ 1.74 CH CH2—0-C {=0) /CH2-CH2/CH2-CH2 cDoCL3
L1461M C 1.73 CH CH2—-0-C (=0) /CH2-CH2/CH2~-CH2 cocL3
114624 D l.76 CH CH2-0-C (=01 /CH2-CH2/CH2-CH2 cocL3
11472M c 1.76 CH CH2-0-C{=0)/CH2—-CH2/CH2-CH2 cDCL3
T4TIM D 1.82 APP. CH " CH2-0-C(=0) /CH2-CH2/CH3 CCLS
12907M D 1.80 CH CH2-0—-C(=0)/CH2-CH2/CH3 CCLs
12222M D 1.75 CH CH2-0-C [=0) /CH2-CH2/CH3 cDCL3
1875M B 1.72 APP. CH CH2-0-C(=0)/CH2-CH2/CH3 CCL4
11439M D 1.95 CH CH2—-0-C(=0)/CH2-=CH2/CH3 coCcL3
L1440M 0 1.96 CH CH2-0-C (=0) /CH2-CH2/CH3 CCL4
11427M 8 1.20- 1,90 | CH CH2—-0-C(=0)/CH2-CH3/CH2-CH3 cocL3
11429M 8 1.20- 1.80 CH CH2—0-C (=0)/CH2-CH3/CH2-CH3 CCL4
6431M B 1.27- 1.84 CH CH2-0-C{=0) /CH2-CH3/CH2-CH3 cocL3
T454M B L1.15- 1.65 CH CH2-0-C (=0) /CH2-CH3 /CH2-CH3 CCLs
12221M C 1.10- 1.80 CH CH2—-0-C (=0)/CH2-CH3/CH2-CH3 cDCL3
12613n 8 1.10- 1.80 CH CH2-0-C (=0) /CH2-CH3/CH2—-CH3 cDCL3
73054 B 1.10- 1.70 || CH CH2-0-C{=0)/CH2-CH3/CH2-CH3 cCL4
L2140M D 1.71 CH CH2-0-C (=0) /CH2-CH/CH2—-CH3 cCL4
11488M D 1.74 CH CH2—0—-C(=0) /CH2-CH/CH2-CH3 cocL3
B590M 8 1.91 CH CH2-0-C(=0)/CH3/CH3 CCL4
10388M B 2.07 cH CH2—-0-C (=0) /CH3/CH3 CDCL3
10540M B le63- 2.33 | CH CH2-0-C(=0)/CH3/CH3 DMSO-D&
6725M B L.98 CH CH2-0-C(=0)/CH3/CH3 cDCL3
6301M 8 2.05 CH CH2-0-C(=0)/CH3/CH3 C3060
1206M B 1.98 CH CH2—0-C (=0)/CH3/CH3 cCcLs
3179M B 2.01 CH CH2-0-C{=0)/CH3/CH3 CcCLs
3156M B 1.86 CH CH2-0-C(=0)/CH3/CH3 CCLs
10062M B 1.97 CH CH2-0-C(=0)/CH3/CH3 cocL3
6885M C l.11- 2.05 CH CH2-0-C(=0)/CH3/CH3 cCLs
L416M 8 2.10 CH CH2-0-C(=0)/CH3/CH3 cCLS
LL857M B l.11 CH CH2-0-C (=0) /CH3/CH3 TFA
10191M B 1.99 CH CH2-0-C(=0) /CH3/CH3 CcCLs
L1906M c 2.08 CH CH2-0-C (=0)/CH3/CH3 cDCL3
11913M B 1375- . 2+33 CH . CH2-0-C (=0) /CH3/CH3 CDCL3
11905M (@ 2.10 CH CH2-0-C(=0)/CH3/CH3 cDCcL3
11914M € 2.09 CH CH2-0-C(=0)/CH3/CH3 cDCL3
119151 B 2.07 CH CH2-0-C(=0) /CH3/CH3 cocL3
11904M | & 2.20 CH CH2-0-C{=0)/CH3/CH3 TFA
10732M B 1.98 CH CH2-0-C(=0)/CH3/CH3 cocL3
11752M B 2.04 CH CH2-0-C(=0) /CH3/CH3 CCL4
4237M c 1.58 CH CH2-0-C(=0)/CH3/CH3 CCL4
159M D 1.40- 2.10 CH CH2-0-C(=0)/CH3/CH3 CCL4
75M B 2.08 CH CH2-0-C(=0) /CH3/CH3 cDCL3
55M C 1.86 CH CH2-0-C(=0)/CH3/CH3 CCL4
11970M B 2.05 CH CH2-0-C(=0)/CH3/CH3 DMSO-Dé6
12012m C 2.05 CH CH2-0-C (=0)/CH3/CH3 DMSO-Dé
T24M B 2.07 CH CH2-0-C(=0)/CH3/CH3 CCL4
TO9M 8 2.02 CH CH2-0-C(=0)/CH3/CH3 CCL4
6428M B 2.20 CH CH2—-0-C (=0) /CH3/CH3 cocL3
27TTM B 1.12 CH CH2-0-C(=0)/CH3/CH3 coCL3
238M c 1.91 CH CH2-0-C(=0)/CH3/CH3 CCLs
T468M - B 1.34 CH CH2-0/CH2-CH3/CH2-CH3 cCLs
8961M 8 2.02 CH CH2-0/CH3/CH3 DMSO-Dé
4B96M C 2.00 CH CH2-D/CH3/CH3 CCLs
4890M G 2.01 CH CH2-0/CH3/CH3 cCLS
4895M 8 2.00 CH CH2-0/CH3/CH3 CCLS
4889M B8 2,00 CH CH2-0/CH3/CH3 CcCLS
962M B 1.84 CH CH2-0/CH3/CH3 cCL4
6282M 8 1.90 CH CH2-0/CH3/CH3 CCL%
1230M D 1.10- 1.70 | CH CH2-QN/CLH2-CH3/CH3 cCL&
9186M C 1.98- 2.40 | CH CH2—-QN/CH3/CH3 CDCL3
7917M (7] 1.26- 2.08 CH CH2-Q1/CH3/CH3 CCL4
4315M C L.71 APP. CH CH2-Q2/CH3/CH3 cCcLs
13618M B 1.32- 2.12 CH CH2-Q3/CH3/CH3 CCL%
10175M C 1«79 CH CH2—R50S5/CH3/CH3 d coCcL3
8910™ B 1.50 CH CH2-R6NN/CH3/CH3 DMSO-D6
11004M C 1.95 CH CH2-R6NN/CH3/CH3 cocL3
12746M B 2.49 APP. CH CH2—-R6NN/CH3/CH3 D20
59444 B 1.40 APP. CH CH2—-R6R6R6TRI /CH3/CH3 CCL4
3410M C 1.67 CH CH2-SH/CH3/CH3 CCL&
5156M = 1.9} CH CH2—-SN/CH3/CH3 cCL4
1673M C Z.07 APP. CH CH2—-SN/CH3/CH3 CCL4
16744 c 2.26 APP. CH CH2-SN/CH3/CH3 cCL4
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12097 c 1.90 APP. CH CH2=-S03H/CH2-CH3 /CH2-CH2 CCL4
L1665M B 1.91 CH CH2-S03/CH3/CH3 CCL&
1342M . 1.82- 2.80 CH CH2-S(=0)/CH3/CH3 CCL4
7512M B 2.11 CH CH2-S/CH3/CH3 cocL3
10884M Cc 1.28 CH CH3/CH2-CH CCL4
10824M D 2.02 CH CHIAA/CH2)/CH3/CH3 cDCL3
13086M C 2.36 CH CHIBR/C(=0))/CH3/CH3 CDCL3
2491M (o 2.34 CH CHIBR/C(=0))/CH3/CH3 cDCL3
2489M c 2.30 CH CH(BR/C(=0))/CH3/CH3 TFA
2075M B 2,32 CH CH{BR/C(=0))/CH3/CH3 TEA
12510M 8 1.88 CH CHICH2/CH2 )/CH3/CH3 cocL3
12509M B8 1.80 APP. CH CHICH2/CH2 ) /CH3/GCH3 CDCL3
12508M c 1.70 APP. CH CHICH2/CH2)/CH3/CH3 cocL3
L1438M Cc L.96 CH CH{CH2/CH3) /JHCH-0-C (=0 ) /CH3 cbcL3
12509M B 1.80 APP. CH CHICH3/CH3) /CH2-BR/CH2-A cbCL3
125104 B 1.88 CH CH{CH3/CH3) /CH2-C:N/CH2-A cocL3
12508M C 1.70 APP. CH CHICH3/CH3) /CH2-0H/CH2-A cDCL3
10219M 8 l.46 CH CH{CH37CH3 ) /CH3/CH3 CCL4
9278M B 1.38- 1.98 CH CHUCH3/CH3) /CHICH3/CH3)/CH3 CCL4
9278M 8 1.38- 1.98 | CH CHICH/CH3)/CH3/CH3 CCL4
13692M B 2.31 CH’ CHIC(=0)-0H/C(=0)-0H) /CH3/CH3 D20
12507M C 2.00 CH CHIC(=0)-0/CH2)/CH3/CH3 coCL3
4254M D 2.22 APP. CH CHIC(=0)-0/C(=0) ) /CH3/CH3 CCL4
S07T7TM E 2.17 CH CHIC(=0)-0/C(=0)-0) /CH2-CH2/CH3 cCL4
492TM E 2.05 CH CH{C(=0)-0/C(=0)-0)/CH2-CH3/CH3 cCL4
S076M c 2.33 CH CHIC(=0)-0/C{=0)—-0)/CH3/CH3 cCL4
13817TM c 1.60- 2.40 CH CH{C(=0)/CH2)/CH3/CH3 coCL3
1908M c 2.42 CH CHIC(=0)/C(=0)1/CH3/CH3 CCL4
12585M A 3.25 CH CHIC:N/A)/A/CH2-A CcDCL3
12506M Cc l.81 CH CHIC:N/CH2) /CHICH3/CH3) cbcL3
11438M B 1.00- 1.70 CH CH{HCH/CH3) /CH2-CH3/CH3 cocL3
5993M 8 4.39 CH CHUINH2/CH3)/A/A S D20
10363M C 2.22 CH CH{NH2/C(=0)-0H} /CH3/CH3 D20
520M D 2.28 APP. ‘CH CHINH2/C(=0)-0)/CH2-CH3/CH3 TFA
8709M Cc 2.42 CH CHINH2/C{=0)-0)/CH3/CH3 S cDCL3
8651M Cc 2.32 CH CHINH2/C({=0)—-0)/CH3/CH3" S D20
8895M 8 2.39 CH CHINH2/C(=0)-0) /CH3/CH3 S D20
5807TM c 4.28 CH CHINH-C(=0)1-0/C{=0)-0H/CH3) cDCL3
8660M c 2.01 CH CHINH/C(=0))/CH3/CH3 cocL3
8658M c 2.22 CH CHINH/C(=0)-0)/CH3/CH3 cDCL3
11584M Cc 2.02 CH CHI{NH/C{=0)—-0)/CH3/CH3 DMS0O-D6
8T63M Cc 2.18 CH CHINH/C(=0)-0)/CH3/CH3 cpCL3
ATT2HM 8 2.14 CH CHINH/C(=0)—-0)/CH3/CH3 DMSO-Dé
T964M c 2.60 CH CHIN/C—-BR3)/CH3/CH3 cDCL3
T963M c 2.40 CH CHIN/C-CL3)/CH3/CH3 cbcL3
875M 1] 1.52 APP. CH CHIOH/CH2 ) /CH3/CH3 CCLS
“387TTM 1] 1.52 APP, CH CHIOH/CH2)/CH3/CH3 cCL4
14429M 8 1.20- 1.70 CH CHU{OH/CH3)/CH2—-CH3/CH3 CcCL4
13653M C 1.71 CH CHUOH/CH3) /HCH-0H/CH3 cDCL3
3956M 8 1.60 CH CH{OH/Q3)/CH3/CH3 CcCL4
11493M D 1.40- 2.20 CH CHIO-C(=0)/CH2)/CH3/CH3 cocL3
114644M c 1.10- 1.60 CH CH{O-C(=0) /CH3) /CH2-CH3/CH2~-CH3 cocL3
4255M C 3.87 CH CHIO-C{=0)/CH)}/CH2-0-C{=0) CDCL3
1873M 8 2.10 APP. CH . CH{R6ND/C:N)7CH3/CH3 CDCL3
2027H B 6.75 CH CL2/CH(A/A) coCL3
2040M B 6.27 CH CL2/CHIA/A) cDCL3
1853M c 6.55 CH CL2/C(CHZ2/CH3/CH3) CCL4
1852M 8 5.36 "CH CL2/C(CH3/CH3/CH3) CCL4
B866M A 6.b64 CH CL2/C(=0)-A CCLs
1790M D 5.78 CH CL2/Ct=0)-CH2 cbcL3
1786M D 5.76 CH CL2/Ct=0)-CH2 cDCL3
3580M B 6.86 CH CL2/7R6NNAKC=N/NICH3)> cDCL3
3994M A S.42 CH CL2/RENNSASCH-NH/NH> C3H60
12156M B 6.22 CH CL/A(C-CID-CH3) /CH-CIND2))/CCL3 cocL3
11016M A 5.91 CH CL/A/A(C-CH-CH-CICL)) CCL4
3888M A 6.17 CH CL/BR/C(BR/CL/CL) CCL4
9312M c 4.07 CH CL/CH2-CH2/CH2-CH3 coCL3
9313M D 4.00 APP. CH CL/CH2-CH2/CH3 CCLe
9320M Cc 4,27 CH CL/CH2-CH2/CH3 CDCL3
9329M C 4.09 CH CL/CH2-CHZ2/CH3 coCL3
9326M D 4.12 CH CL/CH2-CH2/CH3 CCLa
9314M E 4.19 CH CL/CH2-CH2/CH3 cCLG
6764M D 4.21 CH CL/CH2-CH2/CH3 CCLs
9481M D 3.88 CH CL/CH2-CH3/CH3 CCL4
9161M c 3.31- 4.16 CH CL/CH2-CL/CH2-CH3 CCL4
6T769M 8 4.19 CH CL/CH2-CL/CH2-CL CCL4
10492M Cc 4.03 CH CL/CH2-CL/CH3 CCL4
9529M Cc 4.56 CH CL/CH2-C(=0)/CH3 cocL3
2514M D 3.83 CH CL/CH2-N/CH2~-N CCL4
12122M E 4.26 CH CL/CH2-RINAA/CH3 cocLs
6866M 8 4.11 CH CL/CH3/CH3 CCL4
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5418M C %.60 CH CL/CHICL /HCH) FHCH-CL CCL%
54194 c 4.45 CH CL/CHICL/HCH) /HCH-CL CoCL3
3652M 8 4,32 CH CL/CH-CL2/CH3 CCL4
10940M A G.44 CH CL/CH-CL2/CH-CL2 CCL4
685M A 6.60 CH CL/CL/A CCL4
T394M A 6.70 CH CL/CL/A<CH-CH-C{CH{CL/CL))> CoCL3
13179M A T.43 CH CL/CL/AIC-CH-CH-CIRSNAIN-C(=0)/Ci=0)))) DMSO-D6
934TM c 5.76 CH CL/CL/CH2-0H . CCLs
11482M B 5.90 CH CL/CL/CH2-0-C(=0) CDCL3
97T5M c 5.80 CH CL/CL/CH2-SH CDCL3
3652M c 5.85 CH CL/CL/CH(CL/CH3) CCL4
10940M 8 6.01 CH CL/CL/CHICL/CH) CCL4
10209M A 5.91 CH CL/CL/CHICE/CL) cDCL3
10513M A 7.21 CH CL/CL/CL CCL4
1215M A 6.47 CH cL/cL/cicL/cezch CCL4
9408M B 6.70 CH CL/CL/C(=0)-NH DMSO-D6
9418M 8 6.68 CH CL/CL/C{=0)—-NH DMSO-D6
94154 A 6.61 CH CL/CL/C(=0)—-NH DMSO-D6
9410M c 6.68 CH CL/CL/C(=0)~-NH DMSO-D6
9409M A 6.62 CH CL/CL/C{=0)-NH DMSO
1640M C 6.39 CH CL/CL/C(=D)=NH 020
13211m 8 6.08 "CH CL/CL/C(=0)—-NH CcDCL3
496TM A 6.31 CH CL/CL/C(=0)-NH2 C3H60
6590M B 5.94 CH CL/CL/C{=0)-0 CCL4
L66M A 5.97 CH CL/CL/C(=0)-0H CCL4
13210M 8 6.03 CH CL/CL/C(=01-0-CH2 CDCL3
11508M E 5.96 CH CL/CL/C(=0)-0-CH2 cocL3
12642M £ 5.98 CH CL/CL/C(=0)=-0-CH2" cocL3
1293M i 5.81 CH CL/CL/C{=0)-0-SN CCLs
389M c 6.11 CH CL/CL/C(=0)-R6N CCL4
2429M A T.45 CH CL/CL/F CCL4
8825M D 5.55 CH CL/CL/0H{O/0) CCL4
8354M A T7.07 CH CL/CL/RSNSACC=N/S> coCcL3
4897H 8 5.76 CH CL/CL/R6KCICH3 )~CH=/CH=> CcoCcL3
13765M 8 5.25 CH CL/CL/SI{0/CH3/CH3) cocL3
225TM A 6.30 CH CL/CI=0)-A7A cocL3
ST93M A 5.52 CH CL/C(=0)-CL/A CCL4
11260M 8 4.62 CH CL/C(=0)—-NH/CH3 DMSO0-D6
4281M A 4.77 CH CL/C(=0)-0H/CHICL/CI=0)—-0H) C3H&0
B8073M c 3.88 CH CL/C(=0)=0H/R5RS5BI<KCH-CH®/CH2Z> cbCL3
8021M D 4.00 CH CL/C(=0)—-0H/R6R6R6TRIKC*-CH2/CHZ/CH2> coCL3
2770M D 4.33 CH CL/C{(=0)-0-CH2/CH3 CCL4
9838M 8 5.30 CH CL/C{=0)-0-CH3/A CCL4
6TT4mM c’ 4.34 CH CL/C(=0)-0-CH3/CH3 CCL4
1297M D 4.25 CH CL/C(=0)—-0-SN/CH3 CCL4
12643M A 6.13 CH CL/C:N/AAIC-CxX¥) cocL3
958M c 5.98 CH CL/F/CF2-0 CCLs
932M A 6.10 CH ‘CL/F/C(BR/F2) CCL4
3634M| B 6.06 CH CL/F/CIF/F/0) CCL4
L2769M c 4.69 CH CL/HCH-C{=0)-0H/HCH-C(=0)-0H D20
2488M D 4436 CH CL/HCH-C{=0)-0/CH3 CCL4
3096M E 4.70 CH CL/HCH-C(=0)/CH3 cDCcL3
4066M E 4.21 CH CL/HCH-C/CH2-CH2 CCL4
6915M E 4.53 CH CL/HCH-N/CH3 D20
101814 Cc 5.81 CH CL/NO2/CH2-CH3 CCL%
9145M B 5.88 CH CL/NO2/CH3 CCL4
8235M C 5.51 CH CL/0-CH3/CH2-CL CCL4
3639M c 448 CH CL/Q3(H/H/H) /HCH-CL CCL4
7862M A 6.01 CH CL/S—-S02/C-CL3 CDCL3
10822M E 2.92 CH CUAA/C:N/CH2)/CH3/CH3 cocL3
10826M E 2.76 CH C(AA/HCH/CH2)/CH3/CH3 CDoCL3
1653M 8 1.35 APP, CH CI{CH2/CH2/CH3) /CH2-CH3/CH3 = coce3
10263M C 1.00- 1.82 CH CICH2/CH3/CH3)/CH3/CH3 CCL4
TT74M B 2.69 CH CICH3/CH3/CH3) /A/CHIC:IN/A) cocL3
10262H 8 1.10- 1.90 CH CI{CH3/CH3/CH3) /CH2-CH3/CH3 cCL4
8672M c 1.31 APP. CH CICH3/CH3/CH3)/CH3/CH3 CCL4
10988M D L.48- 2.19 CH CI{CH/CH2/CH2)/CH3/C(3 CCL4
12274M < 6.46 CH CICL/CL/CL) /A(C-C(D-CH3)/CH-CI(CH3))/A(C-CI0-CH3) /CH~ CoCL3
CICH3))
12273M 8 6.37 CH C{CL/CL/CL) /ALC~C(0-CH3)/CH-C(CL))/AIC-C{O—CH3)/CH-CIC CDCL3
12658M C 2.30 APP. CH CIC{=0)—-0H/C:N/HCH)/CH3/CH3 cocL3
6278M E 1.68- 2,12 CH CiC(=0)-0/C{=0)-0/CH2)/CH2-CH2/CH3 CCL4
13615M D 2.93 CH CI{C(=0)/AA/CH2)/CH3/CH3 cbCL3
8470M B 1.91 CH CIC:N/C(=0)-0/CH2)/CH2-CH2/CH3 CDCL3
12505M [ 1.19 CH CIC:N/C(=0)-0/HCH)/CH3/CH3 cocL3
7160M C 1.93 CH C{OH/A/HCH) /CH3/CH3 coCcL3
TIS7M D 1.90 CH C(OH/A/HCH) /CH3/CH3 cocL3
276TM F 1.68 CH C(OH/CH2/CH3)/CH2—-CH3/CH3 CCL4
42T74M D 1.35 CH C{OH/CHZ2/CH3)/CH3/CH3 CCL4
4944M D .1.55 APP. CH C{OH/CH3/CH3)/CH3/CH3 CCLs
B8244M E 1.71 CH CIOH/CH/CH3 ) /CH3/CH3 CCL4
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11454M D 1.45 CH C(0-C{=0)/CH2/CH3 ) /CH2-CH3/CH3 cocL3
10813M c 3.28 CH CU=0)-A7/CHZ—-CH2/CH2-CH3 cCL4
1044 7™ 8 3.47 CH Cl=0)-A/CH3/CH3 ccLe
2371M F 3.38 CH C(=0)-CH2/ALC—CH-CH-C(CH3)>/CH2-CH3 cCL4
2330M E 3.37 CH C{=0)-CH2/A<C—CH-C(G—CH3)>/CH2-CH3 cCL4
2374M E 3.35 CH C{=0)-CH2/A<C—CH-C(0—CH3)-C(0-CH3)/CH-C (0-CH3)>/CH2- cCL4
CH3
2360M F 3.93 CH C{=0)-CH2/A<C—C{O-CH3)>/CH2-CH3 cCL4
6108M 3 3.45 CH C1=0)-CH2/A/CH2-CH3 cCL4
1421M B 2.92 CH C(=0)-CH2/CH3/CH3 cDCL3
13398M D 2.25- 2.80 | CH C(=0)-CH2/CH3/CH3 cCL4
2833M D 2.28 CH C (=0)-CH3/CH2-CH2/CH2-CH2 ccLs
5874M E 2.39 CH C (=01-CH3/CH2-CH2/CH3 cCL4
139974 D 2.34 CH C=0)-CH3/CH2-CH3 /CH2-CH3 cocL3
1885M c 2.59 CH C(=0)~CH3/CH3/CH3 ccL4
1908M D 3.32 CH C(=0)-CH3/C(=0)-CH3/CH{ CH3/CH3) CCL4
35058 D 4.95 CH C (=0)-CH3/C 3N/ AR6 <C—CH-C#~CH2/CH-CH-C#> TFA
4561M D - 2.67 CH C (=0)-CH/CH2-CH2/CH3 ceLs
4562M D 2.47 CH C (=0)-CH/CH2-CH3/CH3 ccLs
4561M D 2.67 CH C{=01-CH/CH3/CH3 cCL4
8242M 8 2.63 CH C(=0)-CH/CH3/CH3 cCLé
448M C 3.80 CH C(=0)-CL/A/CH2-CH3 cCL4
996M (e 6.29 CH C[=0)—C{=0)-0/A<C—CLO-CH3) /CH-C(CH3)>/AKC~CLO-CH3)/— coCcL3
CH-C(CH3 1> '

10655M D 3.10 CH Cl=0)-C/CH3/CH3 coCcL3
10654M F 3.05 CH C(=0)-C/CH3/CH3 cCLe
443M D 3.21 cH C(=0)-HNH/A/HCH-CH3 CCL4
8588M A 4.89 CH C(=0)-H/A/A CoCL3
7329M c 2.09 CH C{=0)-H/CH2-CH2/CH2-CH3 ccLs
4387M D 2.23 CH C{=0)-H/CH2-CH2/CH3 cCL4

_ T4M c 2.05 APP. CH C(=0)-H/CH2-CH3/CH2—-CH3 cCL®
9370M B 2.38 CH C(=0)-H/CH3/CH3 CCL4%
5873M c 1.34- 2.26 | CH C(=0)-H/CHICH3/CH3)/CH2-CH3 cCL&
10976M 8 4.09 CH C(=0)-NA/OH/CH(OH/CH) D20
7368M 8 2.39 CH C(=0)-NH2/CH3/CH3 cocL3
13817M c 1.60- 2.40 |- CH C(=0)-NH2/CH{CH3/CH3 ) /CH2-A cocL3
2624M 8 3.70 CH C(=0)—NH2/C{=0)1-NH2/CH3 TFA
2621M ¢ 2.68 CH C(=0)-NH2/R6<C=CH/CH2>/CHZ-CH3 cocL3
4689M 8 3.72 APP. CH C (=0)~NH/ANSC—N>/CH3 coCL3
8261M 8 3.32- 3.77 | CH C(=0)—NH/A/CH2-CH2 DMSO-D6
6250M D 2.40 CH C (=0)~NH/CH2-CH3/CH3 cDCL3
9696M c 2.92 cH C{=0)-NH/CH3/CH3 cocL3
T066M c 2.46 cH C{=0)-NH/CH3/CH3 cocL3
805M D 3.54 CH C(=0)-NH/SH/CH3 coCcL3
6179M 8 4.52 CH C(=0)—0H/AALC-C*>/CH3 DKSO-D&
13900M B 4449 cH C{=0)-0H/AA {C-C*) /CH2-Q3 cocL3
139014 c 482 CH C(=01-0H/AA{C~C*) /HCH-RS50 cocL3
1712M D 3.80 CH C(=0)-0H/AR6<KC~C*>/CH2-CH3 €DCL3
1709M D 3.99 CH C(=0)-0H/AR6<C—C#—CH2=CH2>/CH3 cocL3
4351M 8 4.96 CH C{=0)—-0H/A<C-CH—CH-CICH3) >/ A<C-CH-CH-C(CH3)> coCi3
7560M A 5.11 CH C1=0)-0H/ALC-CH-CH-CICL)>/A<C—CH-CH-CICL)> €3060
12294M c 3.56 CH C{=0)—-0H/A(C-CH-CH-C{A) } /CHZ-CH2 cocL3
12297M c 3.59 CH C(=0)—0H/A{C-CH-CH-C(A) ) /CH2-CH2 cocL3
12295M C 3.41 CH C(=0)—0H/A(C~CH-CH-C(CHZ-A) ) cocL3
12296M c 3.70 CH C{=0)-0H/AlC-CH-CH-C{CH2-CH2) ) /CH3 coci3
113728 8 3.68 CH . C(=0)1=0H/A(C-CH-CH-CICL) }/CH3 cocL3
13036M 8 3.70 CH C(=0)—0H/A(C-CH-CH-CUF) ) /CH3 COCL3
10559M 8 4.32 CH C(=0)1-0H/A(C~-C{I)-CINH2)-C(L}/C(1))/CH3 DMSO-D6
3864 C 5.58 CH C{=0)1—-0H/A[C-C{OCH3) /CH-C{CH3)) /A(C~-CIOCH3) /CH-CICH3)) €DCL3
12873M B 5.27 CH C(=0)-0H/A({C-C{0~CH3 ) }/ALC-CH-CH-C(O-CH3) ) cocL3
12293M D 3.99 CH C(=0)-0H/A(C-CI0-CH3) /CH-CLA) ) €DCL3
135454 8 3.80 CH CU{=0)1-0H/A/CH2-A DMSO-D&
85014 B 3.34 CH C(=0)-0H/AZCH2-CH cocL3
8504M 8 3.40 CH C(=0)—0H/A/CH2—CH cocL3
8503M 8 3,34 CH C(=0)-0H/A/CH2—CH cocL3
8502M 8 3.42 CH C(=0)-0H/A/CH2-CH cocLs L
13844M 8 3.52 CH C1=0)—-0H/A/CH2-CH2 ouso
3187M c 3.37 CH C(=0)-0H/A/CH2-CH3 ccle
98894 ¢ 3.59- 4.08 | CH C(=0)-0UH/A/CH2~0 D20
3655M A 3.98 CH C(=0)-GH/A/CH2—0H C3H60 |y
6596M c 4.10 CH C(=0)—0H/A/HCH-C(=0)-0 C3060 | .
13864M G 3.29 CH Cl=0)-0H/A/RS cDCL3
4143M 8 3.20 CH C{=C)-0OH/A/R6 > cocL3
14199M -} 2+30— 3.15 CH Cl=C)1-0H/CH2-A/CH3 DMSO—Ob‘
14197M C 2.40- 3,10 CH C(=0)-0H/CH2~-A/CH3 cocL3 i
2832M C 2.28 CH C (=0)-0H/CH2-CH2/CH2~CHZ €cLe g
T293M D 2429 CH C(=0)-0H/CH2-CH2/CH2-CH3 CCLs
5433M D 2.30 CH C(=0)-0H/CH2-CH2/CH3 CCLa
136994 c 2.20- 2.80 | cH C (=0)—0H/CH2-CH2/CH3 D20
817M c 2.63 CH C (=0)=0H/CH2-CH2/CH3 TFA
6654M c 2.21 CH C{=0)-0H/CH2-CH3/CH2-CH3 cCL4
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ASSIGN=| CHEM SHIFT |PROTON

NMR NO.| MENT . —PPM- GROUP ENVIROMMENTAL GROUPS SOL VENT

317M D 2.36 CH C(=C1—-0H/CH2-CH3/CH3 coCcL3
7292M D 2.38 CH € {=0)-0H/CH2-CH/CH2-CH3 cCL4
140274 c 2.92 CH C(=0)-0H/CH2-C (=0 }-0H/CH3 D20
2108M C 2.55- 3.16 | CH C (=0)-0H/CH2-C(=0)-0/CH2-CH2 DMSO
6455M 8 3,22 CH C (=U)-0H/CH2=-C(=0)1-0/CH2-C(=0)-0 D20

S54M B 2.55. CH C(=0)-0H/CH3/CH3 ccL4
12507M E 2.51 CH C{=0)-0H/CHICH3/CH3) /CH2-A cocL3
5570M A 3.62 CH C(=0)—0H/C{=0)—0HR6DAAKCH-C*/C%> C3H60

891M c 3.61 CH C(=0)-0H/C(=0)-0H/CH2-CH3 TFA
3607M B 3.77 CH C (=0)—UH/C(=0)-0H/CH3 TFA
136924 c 3.21 CH C(=0)-0H/C(=0)-0H/CHICH3/CH3) D20
5562M A 3.82 CH C(=0)1-0H/C{=0)-0H/R60AASCH-C*/C*> C3H60
5569M A 3.66 CH C(=0)=0H/C({=0)=0H/R60AA<CH-C* /C*> Cc3D60
9002M c 3.23 CH C{=0)-0H/CL=0)-0H/R6<C(CH3)-CH2/CH2> DMSO-D6
12855M D 2.59 CH C{=0)—0H/HCH-CH/CH3 cDCL3
10967H A 3.75- 4.10 | CH C(=0)—-0H/NH2/CH2-0H D20
656TM B 5.27 CH C (=0)-0H/R5NASN-C (=0)/C{=0)>/CH2-A coCcL3
6568M 8 5.08 CH C{=0)—0H/R5NASN-C (=0)/C(=00>/CH3 cocL3
5019M c 1.95 APP. CH C{=0)-0H/R5<CH-CH2/CH2>/CH2-CH2 ccLS
2170M D 1.91 APP. CH C{=0)-0H/R5<CH-CH2/CH2>/CH2-CH2 ccLs
13281M ( 1.90 APP. CH C(=01-0H/RS{CH-CH2/CH2) /CH2-CH2 ccL4
3965M D 2.77 | cH C{=0)—0H/R6<C=CH/CH2D/CH2-CH3 ccLS
6537M | c 2.70 CH Ci{=0)-0—-A/CH3/CH3 cCLS
2951M c 3.53 CH C{=01-0-CH2/A/CH2—CH2 cocL3
6641M D 3.33 CH C(=0)-0-CH2/A/CH2-CH3 cCL4
9324M E 2.21 CH C(=01—-0—-CH2/CH2-CH2/CH2—CH2 cCLS
10852M 8 2.52 CH C{=0)-0—-CH2/CH2-CH2/CH2-CH2 cDCL3
9738M (o 2.29 CH C{=0)—-0-CH2/CH2-CH2/CH2~-CH3 cDCL3
10059M c 2.19 CH- C{=0)-0-CH2/CH2-CH3/CH2—CH3 ccLs

853M D 2.35 CH C(=0)-0-CH2/CH2-CH/CH3 _ cCL4
2662M D 1.68—- 2.53 | CH C(=0)-0-CH2/CH2-C/CH3 cCLs
6T724M D 2.44 APP. CH C(=0)-0-CH2/CH3/CH3 ccLs
2728M . B 2.53 CH C(=0)-0-CH2/CH3/CH3 cCLS
4239M c 2.44 CH Ci=0)-0-CH2/CH3/CH3 cCL4
8388M | E 2.49 CH C(=0)—-0-CH2/CH3/CH3 ccL4

238M D 2.48 CH CU{=0)-0-CH2/CH3/CH3 cCL4
2665M C 3.03 CH C(=0)-0-CHZ2/CH(C(=0)-0/C(=0)-0)/CH3 cCL&
2579M £l 2.62 CH C{=0)-0-CH2/CH(D/01/CH3 ccL4
2661M 0 3.10 CH C{=0)-0-CH2/C!C{=0)-0/C(=01-0/CH2)/CH3 ccLs
9930M D 4.65 CH C{=0)-0-CH2/C(=0)-A/CH2-CH cbpCL3
T856M F 4.28 CH C{=0)-0-CH2/C{=0)-A/CH2-CH2 cocL3
T7660M D 4,31 CH C(=0)-0-CH2/C(=0)—A/CH3 cCcLS
10006M D 3.64 CH C{=0)-0-CH2/C{=0)-CH3/CH2-A ccL4
T64TM F 3.29 CH C(=0)-0-CH2/C(=0)-CH3/CH2-CH2 CcCLS
76594 0 3.21- 3.68 | CH C{=0)-0-CH2/C(=0)-CH3/CH2-CH2 cCcLS
5008M E 3.44 CH C(=0)-0-CH2/CI=0)-CH3/CH2-CH2 ccLs
8555M F 3,30 CH C(=0)=0-CH2/C{=0)=-CH3/CH2~CH2 cCLs
8556M F 3.30 CcH C(=0)-0-CH2/C{=0)-CH3/CH2-CH2 cCL%
5430M D 3.49 CH C(=0)-0-CH2/Ct=0)-CH3/CH2-CH2 CcCLs
10495M E 3.85 CH C(=0)-0-CH2/C(=0)-CH3/CH2-C(=01-0 cCL4
T489M D 3.34 CH C{=01-0-CH2/C{ =0)-CH3/CH2-Q3 cCLé
5039M D 3.37 CH C(=0)-0-CH2/C{=0)1-CH3/CH3 ccL4
4254M E 3.05 CH C(=0)-0-CH2 /C(=0)—CH3/CHICH3/CH3) cCL4
3211M c 4,42 CH CU=0)-0-CH2/C1=0)—0-CH2/A cCL4
10093M c 5.40 CH C(=0)-0-CH2/C(=0)-0-CH2/AAIC-C*) coCcL3
10083M F 4.4l CH C{=0)-0~-CH2/C(=0)—0-CH2/AIC-CH-CH-C(CH2-CH)} cCLs
10082M E 4.52 , CH C{=0)-0-CH2/C{=0)1—-0-CH2/A{C-CH-CH-C(0-CH2)) coCL3
100B1IM D %.40 CH C(=0)-0-CH2/C (=0)-0-CH2/A(C~CH-CH-C(0-CH3)) cCL4
12776M E %4.79 CH C(=0)—0-CH2/C(=0)—0-CHZ/AIC=C(CH3)-CH~CICH3)/CH-CIOH) ) cocL3
4983M c 3.64 CH C(=0)-0-CH2/C{=0)—-0-CH2/CH2-A cbCcLy
TT13M [} 3.77 CH C(=0)-0-CHZ/C{=0)—0-CH2/CH2-A cbcL3
3872M E 3.28 CH C{=0)-0-CH2/C(=0)=0-CH2/CH2-CH ccLS
1515M, D 3.12 CH C{=0)-0-CH2/C(=0)-0-CH2/CH2-CH2 ccLs
391 7M E 3.24 CH Cl=0)-0-CH2/C{=0)-0-CH2/CH2-CH2 CCL&
3918M E 3.22 CH C (=0)-0-CH2/C (=0)-0-CH2/CH2-CH2 cCLS
3916M D 3.35 CH C(=0)-0-CH2/C(=0)-0-CH2/CH2-CH2 cCL4
3915M F 3,37 CH C1{=0)-0-CH2/C(=0)=-0-CH2/CH2-CH2 cCLs
12663M C 3.41 CH C{=0)-0-CH2/C{=0)-0-CH2/CH2-CH2 cCL4
13003M D 3.31 CH C (=0)-0—-CH2/C(=0)-0~-CH2/CH2-CH2 coCcL3
4558M C 3.23 CH C(=0)-0-CH2/C{=0)1-0-CH2/CH2-CH2 ccL&
441TM E 3.14 CH C{=0)-0-CH2/C(=0)-0-CH2/CH2-CH2 cCLS
117924 E 3.31 CH C(=0)-0-CH2/C(=0)-0-CH2/CH2-CH2 cOCL3
6792M D 3l CH C(=0)-0-CH2/C(=0)-0-CH2/CH2-CH3 CCL&
67374 C 3.22 CH C(=0)-0-CH2/C(=0)-D-CHZ2/CH2-Q3 CCL&
492 7% F 3.12 CH C(=00-0-CH2/C(=0)~0-CH2/CHICH2/CH3) CCL&
507 1Y F 3.07 CH C(=0)-0~CH2/C(=0)-0-CH2/CH(CH2/CH3) cCLS
5076M D 2.97 CH C(=0)-0-CH2/C(=0)~0-CH2/CHICH3/CH3) CCL&,
2665M D 3.57 CH C(=0)-0~CH2/C{=01~0-CH2/CHIC(=0)-0/CH3) cCLé
125¢ 74 C 3.50 CH C(=0)-0-CH2/C(=01-0-CH2/CHIC(=0)-0/C{=0)-0) cDCL3
2867M B 4.18 CH C{=0)-0-CH2/C( =0)-0-CH2/C(=0)—0-CH2 cCLé
9591M c 3.50 CH C(=0)-0-CH2/C(=0)-=0~CH2/HCH-ARS00 ccLS
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SADTLER NMR SPECTRA 1972 CHEMICAL SHIFT INDEX . SET THREE

ASSIGN-| CHEM SHIFT Pnoronl 1
NMR NO.| MENT -PPH- GROUP ENVIRONMENTAL GROUPS SOL VENT
4150M B 4,02 CH ‘Ci=0)-0-CH2/C (=0)-D—-CH2/RSNNSCH-C{=0) /C(=0}-N> cDCL3
1636M B 1.60- 2.60 | CcH C{=0)-0-CH2/C (=0)-0-CH2/R55<CH-CH2/CH2> cDEL3
2223M c 2.74 CH C{=0)-0-CH2/HCH-CL/CH3 cCL4
1621M £ 5.41 CH C{=0)-0-CH2/R60A<C=C{OH) /C{=0)>/R60AKC=CIOH) /C(=0)> CDCL3
T4TM c 5.37 CH C(=0)-0-CH2/R60A(C=C{OH) /CI=0))/R6DAIC=CIOH)/CI(=0)) cDCL3
2578M 3 2.70 CH C (=0)-0~-CH2/R6<C=CH/CH2>/CH2-CH3 cCL%
1259M D 5.60 CH C{=0)-0-CH3/A<C>C{0-CH3) /CH-C [CH3) >/A<C~CL{O-CH3) /- cDCL3
CH-C(CH31>
12871M B 4,92 CH C(=0)-0-CH3/A(C-CH-CH-C{OH) ) /A(C—CH—CH-C(OH) ) DMSO-D6
2950M B 3.53 CH C(=0)-0-CH3/A/CH2-CH2 cDCL3
11743M D 3.98 CH C{=0)-0-CH3/A/CH{A/CH2) cocL3
4319M c 2441 CH C{=0)-0-CH3/CH2-CH2/CH3 cDCL3
3893M D 2.30 APP. CH C=0)-0-CH3/CH2-CH2/CH3 cCL4
3872M D 2.41 CH C (=0)-0-CH3/CH2-CH/CH3 cCL4
2535M (4 2.38 CH C(=0)-0-CH3/CH2-Ch/CH3 ccLs
14635M B 2.10- 3.20 | CH Ci=0)-0~CH3/CH2-C{=0)-0/CH3 CCL4
262814 D 3.61 APP. CH Cl=0)-0-CH3/CH2-R6N/CH3 cocL3
9480M B 2.49 CH € (=0)-0-CH3/CH3/CH3 ccL4
9594M B 2.68 CH € {=01-0-C{=0) /CH3/CH3 CDCL3
4231M 3 2.38 . CH C1=0)-0-C/CH3/CH3 cCL%
T7442M c 2.26 CH C(=0)-0-Q3/CH2-CH2/CH2-CH3 cCLe
9301M E 5.01 CH C(=0)-0-R6NRSBI/A<C—CH-CH-C(BR)>/CH2-0H cocL3
10239M D 3.50- 4.25 | CH C(=0)-0-R6NRSBI/A/CH2-0H DMSD-D6
10234M D 3.50- 3.90 | CH C(=0)-0-R6NRSBI/A/CH2-0H D20
10913M B 2.48 CH C(=0)-0-R6/CH3/CH3 cDCL3
1281M D 2.39 CH C (=0)-0—SN/CH2-CH3/CH3 cCL4
6603M 8 2.63 CH C(=0)-Q1/CH3/CH3 cCLé
6604M D 2.63 CH C{=0)-Q1/CH3/CH3 ccL4
1865M 8 2.56 CH C (=0)-Q2/CH3/CH3 cocL3
11199M A 5.04 CH C(=0)-RS5S5/C{=0)-CF3/R60AA{CH-C$/C¥) cDCL3
8448M ( 5.23 CH C(=0)-R6NN/A/A cociL3
13107M c 8.28 CH C(=0)-RTNAA cocL3
11266M A 3.10 CH c-A cocL3
11763M c 2.41 CH - c—C cucL3
444N A 2.10 CH C-CH2 cCL&
10968M A 2.54 ° CH C—CH2 CDCL3
359M ( 1.74 CH C—CH2 cCL4
11207M B - 3.51 CH C—CH2 DMSO-D6
7558M A 5.08 CH C-CL3/A/A cDCL3
9653M D 2.49 CH C-RS ccLe
9652M D 2.51 CH C-R6 cCL4
10520M 8 2.48 CH C-R6 cDCL3
9651M D 2.50 CH C-R7 : cCL4
12486M c 4.52 CH C:N/A{C—CH-CH-CICL) ) /HCH-C (=0) cocL3
12490M c 4.49 CH C :N/A(C—CH-CH-CIO—-CH3) )} /CH2-C(=0) cocL3
124 84M E 4.48 CH C :N/A(C—CH~CH-CI(O-CH3) ) /HCH-C{=0) cDCL3
12485M c 4.90 CH C:N/A(C—CI(CL))/CH2-C(=0) cbcL3
12487M c 4.89 CH C:N/AIC—CICL)) /C(=0)—A cocL3
6462M A 5.05 CH C:N/AZA cocL3
8498M c 3.70 CH € :N/A/CH2-CH2 cDCL3
T786M D 3.85 CH C:N/A/CH2-CH2 CDCL3
787M B 3.60- 4.10 | CH C:N/A/CH2-CH2 cbcL3
TT73M D 4.0% CH C:N/A/CH(A/CH2) cocL3
TTT4M c %.40 CH C:N/A/CH{A/C) cDCcL3
12488M c 4.52 CH C :N/A/HCH-C{=0) cocL3
12489M D 4.51 CH C :N/A/HCH-C(=0) cDCL3
4140M 8 3.60 CH C:N/A/R6 . cDCL3
8323M D 3.59 CH C:N/A/R6NSCH-CH2/CH2> cbDCL3
12585M B 4,08 CH C2N/CHIA/CH2) /A CDCL3
12506M E 2.50- 3,00 CH C2N/CHICH3/CH3) /CH2-A cbCcL3
2655M B 3.89 CH C3N/CHIC:N/C(=0)—-0)/A cocL3
2655M B 4.58 CH C=N/CHIC:N/C(=0)-0)/A cDCL3
14277 A 2.70- 3.30 | cH C:N/CH{0O/0) /CH2-A cDCL3
10986M E 3.34 CH C:N/C(=0)—0~-CH2/C (CH2/CH2/CH3) ccLe
10988M E 3.42 CH C:N/C(=0)-0-CH2/C (CH/CH2/CH3 L4
2655M A 3,89 CH C:N/C(=0)-0-CH3/CHIC:N/A) cocL3
2655M A 4,58 CH C:N/CI=0)-0-CH3/CH(C:N/A) cDCL3
10989M (W 3.30 CH C2N/C:N/C(CH2/CH3/CH3) cCL4
140294 B 3.08 CH C:N/HCH—NH/CH3 cocL3
2618M c 4.80 CH C :N/RENSN-CH2/CH2>/A cDCL3
13005M A 5.88 CH &U+) (A/A/A) /A/A TFA
2806M c 5.19 CH F/CF3/CUF/F/C1=0)-0) cCL4
2807™ c 4.68 CH F/CF3/CUF/F/0) CCL4
10090M A 5.79 CH F/C{=0)—0H/A cocL3
10087M D 5.70 CH F/C(=0)—0H/A(C—CH-CH-C (CH2—CH) ) (O
57784 E 4,71 CH F/C(=0)-0-CH2/CH2-CH3 CCL4
3786M D 4.87 CH F/C(=0)—-0-CH2/CH3 cCL4
10347M A 6.64 CH F/C(=0)—-0-NA/AALC—C*) D20
S619M B 5.85 CH FIF/CIF/F/CH2) cCL4
1681M C 5.89 CH F/F/CIF/F/CH2) cocL3
9124M 5.91 CH F/F/CI{F/F/CH) coCcL3
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ASSIGN-| CHEM SHIFT |PROTON
~ NMR NO.| MENT —PPM- GROUP ENVIRONMENTAL GROUPS S| SOLVENT
2302M C 6.01 CH F/F/ICIF/F/C) cocL3
2301M c 6.02 CH F/F/CIF/F/C) cocL3
1378M 8 6.02 CH F/FJ/CLE/F/C) TEA
6094M LA 6.15 CH F/F/C{=0)-0H D20
L1478M B 5.92 CH F/F/CI(=0)—-0-CH3 cocL3
4925M A 5.91 CH F/F/CI=0)—0-NA D20
5823M B 6.62 CH F/F/S02-A C3H60
5783M A 6.72 CH - F/F/S—A CCL4
956M A 6.86 CH F/I/CICL/F2) cCL4
2869M c 1.05- 1.81 | CH HCH=NH/CH2-CH3/CH3 CCL4,
12223M E 1.80 CH HCH-0~C (=0) /CH2-CH2/CH3 cociL3
9404M B le61— 2.50 CH HCH-RBNAA/CH2-N/CH3 cocL3
6753M A 5.20 CH 17171 DMSO-D6
8581M F 3.90 CH NH2/AN<SC=N>/CH2-CH2 CCL4
1225M 8 4.75 CH NH2 /A<C—-CH-CIBR)>/CH3 s| TFA
1137M c 4.69 CH NH2/A<C=CH-C(BR)}-CICH3) /CH-C{BR)>/CH3 S| TFaA
1145M E 4.48 CH NH2/A<C~CH=-C(CH3 )~C{(CH3)>/CH2-CH2 S| TFA
1143M L 4.68 CH NH2 /A<C—CH-C(CH3)—-CICH3)>/CH3 S TFA
11364 B 4.78 CH NH2/A<C-CH-C{CL)>/CH3 |s| TFA
11053M Cc 4.05 CH NH2/A(C-CH-CH-C{(BR) ) /CH3 cocL3
11046M c 4.08 CH "NH2/A (C—-CH-CH-C(CL))/CH3 cocL3
375H c 4.72 CH NH2 /A(C—CH-CH-CIC (CH3/CH3/CH3)) ) /CH3 S| TFA
373M B 4.77 CH NH2/A(C-CH-CH-C(F))/CH3 S| TFa
376M c 4.71 CH NH2/A{C—-CH-CICH3))/CH3 S| TFA
11600M 8 5,06 CH NH2/A/A cocL3
1164M D 4.52 _CH NH2/A/CH2-CH2 S| TFa
1146M E 4,49 CH NH2/A/CHZ2-CH2 S TFA
1141M D 4.50 CH NH2/A/CH2-CH2 S| TFa
14144M C 4,12 CH NH2/A/CH2-CH3 S| cCDCL3
11354 [} 4,77 CH NH2/A/CH3 S| TFA
3791M (o 4.01 CH NH2/A/CH3 cCL4
6079M D 4.01 CH NH2/A/HCH-A cCL4
26TTM C 5.01 CH NH2/A/HCH-CI=0)-0 TFA
3504M E 3.81 CH NH2/CH2-AR6/CH3 s| TFA
11777M E 3.52 CH NH2/CH2-A/CH2-CH3 S| Dp2o
13680M c 3.79 CH NH2/CH2-A/CH3 s| bp20
11778M 0 3.69 CH NH2/CH2-A/CH3 D20
3985M4 G 3.66 CH NH2/CH2-A/CH3 S| Dpa20
13428M e 3.73 CH NH2/CH2—-A/CH3 s| p20
13430M c 3.77 CH NH2/CH2-A/CH3 S D20
11847M D 2.67 CH NH2/CH2-CH2/CH2-CH2 cCL4
8638M D 2465 CH NH2/CH2-CH2 /CH2-CH3 cDCL3
20154 F 2.50 CH NH2/CH2-CH2/CH3 cocL3
11846M D 2.90 CH NH2/CH2-CH2/CH3 . cocL3
482M D 3.62 CH NH2/CH2-CH2/CH3 S| TFA
4985M E 2.87 CH NH2/CH2-CH2/CH3 cocL3
5093M D 2.86 CH NH2/CH2-CH2/CH3 cocL3
13264M D 2.83 CH NH2/CH2-CH2/CH3 D20
8937M™ D 2.81 CH NH2/CH2-CH2/CH3 D20
8639M D 2.59 CH NH2/CH2—-CH3/CH2-CH3 coCL3
8944M D 2.70 CH NH2 /CH2—-CH/CH2—-CH3 CcDCL3
7834M B 2.98 CH NH2/CH2-CH/CH3 cCL4
12861M E 3.69 CH NH2/CH2-C (=0)-0H/ CH2-CH2 s| Dpzo
12862M E 3.64 CH NH2/CH2-C (=0)-0H/ CH2—-CH2 s| D20
13313M E 3.79 CH NH2/CH2-C {=0)-0H/CH2-CH2Z TFA
13327M E 3.80 CH NH2/CH2-C (=0)-0H/ CH2-CH2 TFA
12187H c 3.61 CH NH2/CH2-C{=0)-0/CH3 020
141294 B 2.97 CH NH2/CH2—-N/CH3 cDCL3
9052M F 2.91 CH NH2/CH2=-N/CH3 cocL3
9361M B 3.30- 3.98 | CH NH2/CH2-0H/CH3 s| bpa2o
12781M (o 3.25 CH NH2/CH2-0/CH3 cDCL3
9118M B 3.04 CH NH2/CH3/CH3 D20
3625M B 3.33 CH NH2/CH3/CH3 S| DMSC-Dé)
5993M c 4 .66 CH NH2/CH(A/A) /CH3 s| Dzo
10464 1M D 3.08 CH NH2/CH(OH/A) /HCH-A cucL3
13821M c 2.45- 3.90 | CH NH2 /CH{OH/CH3) /CH3 cDCL3
2502M D 2.59 CH NH2/C{CH3/CH3/CH3) /CH3 CCL4
8656M B 4442 CH NH2/C (=0)-NH2/CH2—RSNA s| D20
7845M E 4.01 CH NH2/C (=03)-NH/CH2-CH D20
13088M D 4.71 APP, CH NH2/C (=0)-NH/CH3 TFA
8548M C 3.63 CH NH2/C {=0)-NH/CH3 cocL3
13245M (o 4.65 CH NH2/C (=0)=0H/CH2-A TFA
129224 C 4.11 CH NH2/C (=0)-0DH/CH2-CH D20
12831M c 3.79 CH NH2/C (=0)-0H/CH2-CH2 D20
102254 B 3.22 CH NH2/C (=0 )—-0H/CH2-CH2 D20
8837M CaY 4,28 CH NH2/C (=0)-0H/CH2-CH2 s| Dp20
13935M c 4.61 CH NH2/C (=0)—0H/CH2-CH2 TEA
14026M D 3.89 CH NH2/C (=0)—0H/CH2-CH2 D20
14112M 0 4.38 CH NH2/C (=0)-0H/CH2—-CH2 TEA
12106M c 4460 CH NH2/C (=0 )—0H/CH2-CH2 TFA
13052M C 3.78 CH NH2/C (=0)-0H/CH2-CH2 sl  Dp20

]
REPRESENTS TRIPLE BOND, - REPRESENTS AN ARROW AND < AHD > REPRESENT BRACKETS.
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SADTLER NMR SPECTRA 1972 CHEMICAL SHIFT INDEX

SET THREE

ASSIGN- CHEM SHIFT | PROTON
NMR NO.| MENT —pPPM— GROUP ENVIRONMENTAL GROUPS S| SLLVENT
6704M ¢ 3.71 CH NH2 /C (=01-0H/ CH2-CH2 D20
6178M B 3.74 CH NH2 /C (=0)—0H/ CH2=-CH2 D20
123054 c 3.79 CH NH2 /C (=0)—-0H/ CH2—CH2 s| D20
4507TM D 3,77 CH NH2 /€ (=C ) —0H/ CH2—CH2 D20
5584M D 3.92 CH NH2/C (=0)-0H/C H2-CH2 s|  p20
5583M E 3.89 CH NH2/C (=0)-0H/ CH2—CH2 s| b2o
115994 c 4.18 CH NH2 /C (=0)-0H/CH2—-CH2 s| Dbz2o0
9800M c 3.82 CH NH2/C{=0)-0H/CH2-CH2 is| pz20
15434 " 3.74 CH NH2 /C (=0)=0H/ CH2-CH2 s| op2o
1542M B 3.75 CH NH2/C (=0)-0H/ CH2—CH2 s| Dp2o
101484 ¢ 3.80 CH NH2/C (=0)=0H/CH2—CH2 s| bpzo
119794 D 3.79 CH NH2/C(=0)-0H/CH2—CH2 D20
2873M D 3.88 CH NH2/C (=0)-0H/ CH2—CH2 s| bp2o
2868M ) 4.69 CH NH2/C(=0)-0H/CH2-CH2 TFA
28624 D 3.89 CH NH2 /C{=0)—0H/ CH2-CH2 s| Dbp20
13494M D 4.61 CH NH2/C {=0)—0H/CH2-CH2 TFA
8251M ¢ 3.30 CH NH2 /C (=0)—0H/CH2-CH2 D20
8213M c 3.29 CH NH2/C (=0)-0H/CH2-CH2 D20
13207M G 371 CH NH2 /C [=0)-0H/ CH2—CH2 s| Dp2o
11562M c 3.99 CH NH2 /C (=0)—0H/CH2—CH3 s| 2o
14176M C 3.7T1 CH NH2 /C {=0)-0H/ CH2—CH3 D20
6729M c 3.70 CH NH2 /C (=0)-0H/ CH2-CH3 D20
12980M 8 4.04 CH NH2/C (=0)=0H/CH2—-NH s| Dp20
8222M B8 4.07 CH NH2/C (=0)—-0H/CH2-NH2 s| pzo
13157M A 3.73- 4.15 | CH NH2/C (=0)-0H/CH2-0H D20
9189M A 3.79- 4.10 | CH NH2/C{=0)-0H/CH2—0H D20
137794 8 4.90 APP. CH NH2/C (=0)-0H/CH2-0-C (=0) TEA
12843M B 4.13 CH NH2 /C (=0)—0H/CH2—R5NN s| b2o
12844M B 4.19 CH NH2 /€ (=0)—0H/CH2—R5NN s| b20
143934 D 4.70 CH NH2/C{=0)~-0H/CH2-S TFA
14138M 8 3.99 CH NH2/C (=0)-0H/CH2-5 D20
12829M B8 4.43 CH NH2/C(=0)-0H/CH2=SH s| bpzo
128194 B 4439 CH NH2/C (=0)—0H/CH2—SH s| bp2o
12304M ‘8 3.70 CH NH2 /C{=0)—0H/CH3 D20
7553M B 3.79 CH NH2/C (=0)—0H/CH3 D20
520M E 4440 CH NH2/C(=0)—-0H/CH{CH2/CH3) TFA
10363M D 3.55 CH NH2/C{=0)-0H/CH{CH3/CH3) D20
9401M A 3.96 CH NH2/C(=0)-0H/CHIQH/ A) D20
119784 8 3.59 CH NH2/C {=0)-0H/CH{OH/CH3) D20
16441M B 4.40- 5,00 | CH NH2/C (=0)-0H/CH{OH/CH3) TFA
8212M 8 3.50 CH NH2/C (=0)—0H/CH{OH/CH3) D20-
9809M B 3.60 CH NH2/C{=0)-0H/CH{OH/CH3) D20
2305M D 4.37 APP. CH NH2/C(=0)-0H/CI{SH/CH3/CH3) TFA
10899M c 3.89 CH NH2/C(=0)-0H/HCH-C(=0)-0 D20
2872M D 4.51 CH NH2/C(=0)~0H/HCH-S TEA
2486M 0 4.26 CH NH2/C (=0)—0H/HCH-$ TFA
2802M c 4.52 CH NH2/C{=0)—-0H/HCH-SO3H . D20
834M D 4.62 APP. CH NHZ/C(=0)-0-CH2/CH2—A s| TEa
6118M D 4.39 CH NH2/C (=0)-0-CH2/CH2-A s| p2o
8802M C 3.73 CH NH2/C1=0)-0-CH2/CHZ-A cDCL3
2877M D 4.08 APP. CH NH2/C {=0)—-0-CH2/CH2—CH s| coci3
2866M D 4,40 CH NH2/C (=0)-0-CH2 /CH2-CHZ s| TFa
7826M D 4.48 | cH NH2/7C(=0)~0-CH2/CH2=SH s| »o20
14109M c 4.21 CH NH2/C(=0)-0-CH2/CH3 s| bp20
8651M D 4.01 CH NH2/C(=0)—-0-CH2/CHICH3/CH3) s| Dp20
12582M D 4.78 CH * NH2/C(=0)-0-CH2/CH{OH/C (=0)-0) s| bp2o
97604 c 4.51 CH NH2/C{=0)~0-CH3/CH2-A D20
9824M c 4.45 CH NH2 /C ( =0)—0-CH3/CH2—A s| pzo
STLTM D 4.13 CH NH2/C (=0)-0-CH3/CH2—CH s| coci3
9837M D 4.23 CH NH2/C(=0)—-0-CH3/CH2=CH2 s| 20
8895M D 4.10 CH . NH2/C(=0)-0-CH3/CHICH3/CH3) s| bp2o
9252M c 3.29 CH NH2/C(=0)-0-CH3/CH{OH/CH3) cDCL3
13636M A 3.35 CH NH2/C (=0)-0-CH3/C(=0)-0-CH3 s| o020
4007M E 4.10 CH NH2/C(=0)1-0-C/CH3 s| coci3
8709M D 3.81 CH NH2/C(=0)=-0-C/CH{ CH3/CH3) s| cocea
22804 E 3.03 CH NH2/HCH-ARS500/CH3 cocL3
3984 D 3.61 CH NH2/HCH—A/CH3 s| pzo
7276M D 3.66 CH NH2/HCH=A/CH3 s| D20
12262M D 3.72 CH NH2 /HCH—A/CH3 s| pz0
5824M E 3.10 CH NH2/HCH—A/CH3 cDCL3
127094 E 3.86 CH NH2 /HCH—C {=0) —OH/ CH2—CH2 TFA
B636M F 2.98 APP. CH NH2 /HCH=N/CH3 coCL3
6750M C 2.72 CH NH2 /HCH=0H/CH2—CH3 ' coCL3
8224M c 3.00 APP. CH NH2 / HCH-0H/CH3 COCL3
14194M D 3.90 CH NH2/P(=0/0:1/0H) /CH2=CH2 TFA
14145M B 3.45 CH NH2/P(=0/0H/0H) /CH3 p20
14190M c 3.21 CH NH2 /P{=0/0H/0H) FHCH-CH3 020 -
12706M D 5.22 CH NH2/R5S(C=CH/S) /CH2—C(=0)-0H TEA
127054 8 5.19 CH NH2/R55 (C=CH/S) /CH2—C{=0)-0H s| bp2o
1361M € 4,18 CH NH-ANA/CH2-CH2/CH3 s| p20
1051M B8 3.90- 4.65 | CH NH-ANN/CH3/CH3 COCL3
REPRE SENTS TRIPLE BOND, -~ REPRESENTS AN ARROW AND < AND > REPRESENT BRACKETS. PAGE 14
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CHEM SHIFT

PROTON

ASSIGN-| s
NMR NOo.| MENT —PPM- GROUP ENVIRONMENTAL GROUPS S SOL VENT
1050M B 4.07 CH NH—-ANN/CH3/CH3 cDCL3
1048M B 4.12 CH NH—ANN/CH3/CH3 cocL3
1D&9M B 3.93 CH NH—ANN/CH3/CH3 TFA
12965M c 3.71 CH NH—AN/CH2-CH2/CH3 CcCL4
3992M 8 4.02 CH NH—AN/CH3/CH3 S TFA
7134M G 519 CH NH—A/A/CH2-NO2 coCcL3
12052M A 4.70- 5.40 CH NH--A/A/CHINH/A) cpCcL3
416M E 3.23 CH NH-A/CH2-CH2/CH3 CCL4
44TM B 3.58 CH NH—-A/CH3/CH3 cDCL3
1335M Cc 3.54 CH NH=A/CH3/CH3 CCL4
3017M™ (¢} 3.82 CH NH=A/C (=0)—-NH/CH3 cbCcL3
13948M G 4,17 CH NH-A/C{=0)-N/CH2-CH3 cDCL3
13889M E 4.29 CH NH-A/C(=01-N/CH2-CH3 cocL3
13890M D 4.30 CH NH-A/C(=0)-N/CH3 cocL3
14086M C 4 .40 CH NH-A/C(=01-N/CH3 cocL3
4336M E 4.98 CH NH—A/C(=0)-0-CH2/A cocL3
13953M E 4.02 CH NH—A/C (=0)-R6NO/CH2-CH3 cDCcL3
13952M F 4.11 CH NH-A/C{=0)~R6N/CH2-CH3 cocL3
13940M F 4.26 CH NH-A/E (=0)-R6N/CH3 cocL3
8493M Cc 4 o BE CH NH—A/C:N/7Q2(A) - CDCL3
976M A 5436 CH NH-A/QN(A/A) /A coCL3
9T4M B 5.35 CH NH—A/QN (A/A) /A<C-CH-CH-C{O-CH3)> cocL3
11101M F 799 CH NH-A/RSNN{=C-C(=01/ClAl=) cocL3
11182M G 7.70 CH NH-A/RSNN{=C—C(=0)/CI(CH3)=) - cDCL3
11180M E 8.40 CH NH=A/RSNN{=C—-C(=0)/CI{CH3)=) DMSO-De
11181M F T.73 CH NH-A/RSNN{=C-C(=0}/C(CH3}=) cobcL3
11099M [ 4437 CH NH=A/RSNN(=C-C(=0)/C(CH3)=) . cbcL3
11104M E 8.12 CH NH—-A/R5NN{=C-C(=0)/C(=01) 4 cocL3
11104M E 8.38 CH NH—AZRSNN{=C-C{=0)/C(=0)) cDeL3
T81TM 8 3.69- 4.13 CH NH-CH2/A<C-CH-C{O0-CH3)>/CH3" S coCcL3
T441M E 3.63 CH NH-CH2/A/CH3 CCL4
12049M D 5.50 CH NH-CH2/A/CHINH/A) S TFA
12051M D 5.52 CH NH—CH2/A/ZCHINH/A) r TFA
118424 € 2.52 CH NH-CH2/CH2-CH2/CH2-CH2 cocL3
11845M D 2.68 CH NH-CH2/CH2-CH2/CH3 cocL3
118444 D 2.62 CH NH-CH2/CH2-CH2/CH3 cDpCcL3
26T6M E 2.66 CH NH-CH2/CH2-CH2/CH3 CCLs
T491M D 2.71 CH NH—-CH2/ CH2-CH2/CH3 cCLSs
13134M D 2.64 CH NH-CH2/CH2-CH2/CH3 CCLs
11910M C 1.29 CH NH-CH2/CH2-CH2/CH3 cocL3
8943M D 2.50 APP. CH NH-CH2/CH2-CH3/CH3 D20
9051M E 2.53 CH NH-CH2/CH2-CH3/CH3 CbCL3
T493M c 2.50 CH NH-CH2/CH2-CH/CH2-CH3 cDCL3
14404M B 2.72 CH NH-CH2/CH2-0H/CH3 CDCL3
2498M B 3.79 CH NH—-CH2/CH3/CH3 S TFA
9535M c 2.82 CH NH—CH2/CH3/CH3 cpcL3
11047 Cc 3.61 CH NH—CH2/CH3/CH3 s D20
12876M B 3.75 CH NH—CH2/CH3/CH3 L3 D20
6182M E 2.92 APP. CH NH-CH2/CH3/CH3 cCLS
6184M F 2.75 APP. CH NH—-CH2/CH3/CH3 CCLa
4393M D 2.42 CH NH-CH2/CH3/CH3 cDCL3
8946M Cc 2.78 CH NH-CH2/CH3/CH3 D20
8945M D 276 CH NH-CH2/CH3/CH3 020
1241M D 2,90 APP. CH NH-CH2/CH3/CH3 CCLe
4616M (i3 3.52 CH NH—CH2/CHIOH/A)/CH3 DNSO-D6
12501M E 3.97 CH NH-CH2/C{=0)-0H/CH2-C (=0)-0 D20
10682M E 3.50- %4.10 CH NH—CH2/C(=0)-0-CH3/CH2-C(=0) CDCL3
1387M E 5.45 CH NH—CH2/C—~CL3/A<LC-CH-CH-CICI=0)—-H)> S TFA
1349M E 6.15 APP. CH NH-CH2/C—CL3/A<C~CH=CH-CINICH2/CH2))> S TFA
11100M E 7+35 CH NH=CH2/R5NN{=C~C(=0)/C(CH3)=) CcDCL3
12807M c 3.80 CH NH-CH3/A/C(CH3/CH3/CH3) S| cCbDCL3
T277TM 53 2.81- 3.71 CH NH-CH3/CH2-A/CH3 cocL3
F455M C 2.60- 3,12 CH NH-CH3/CH2-A/CH3 S coCcL3
1876M 3] 2.68 APP., CH NH-CH3/CH2-A/CH3 CCL4
1618M D 2.32 APP. CH NH-CH3/CH2-CH2/CH3 CCL4S
4560M ] 2.52 CH NH—-CH3/CH2-R&/CH3 cCL4
4405M B 3.15 CH NH—CH3/CH(OH/A) /CH3 D20
44054 B 282 CH NH-CH3/CHIOH/A) /CH3 D20
12502M C 4.11 CH NH—-CH3/C (=0)—=NH/CH2-C(=0)-0 D20
12977M™ R 6.21 CH NH—CH3/C:N/R50(C=CH/0} S D20
12050M D 5454 CH NH-CH/A/CHINH/A) s TFA
12963M D 2.40- 2.90 CH NH—CH/CH2=CH2/CH3 CCL&
12050M o 3.28 CH NH—CH/CH3/CH3 s| TFa
T7049M c 2.88 CH NH-CH/CH3/CH3 CCL4
10798M G 5.07 CH NH—=C (=0)—C ({=0)—0-CH2/HCH-C(=0)-0 coCcL3
3483M (3 3.54 CH NH-C (=0)-0/CH2-CH3/CH3 CCL4&
2227 E 3.33- 3.77 CH NH-C(=0)-0/CH2-0H/CH2-CH3 CDCL3
4788M 8 3.83 CH NH—C (=0)=0/Ch3/CH3 CDCL3
4T92M B 3.83 CH NH-C {=00-0/CH3/CH3 CcOCL3
2857 E 4.13 CH NH=C(=0)-0/C{=0)-NH/CH2-CH2 cDoCL3
2839M € 4,27 APP. CH NH=C (=0)-0/C{=0)1-NH/CH3 cocL3
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