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SADTLER NMR SPECTRA 1972

CHEMICAL SHIFT INDEX

SET TWO

ASSIGN-| CHEM SHIFT  |PROTON X :
NMR MU0. | MENT -Pp M- GROUP ENVIRUNMENTAL GROUPS SULVENT
14098M A 0.00 CH3 SI(CL/CH2/CH3) cobcL3
34494 A 0.01 CH3 SIICH2/CH2/CH3) cL2c=CcCy2
9976M A 0.01 HCHR R3R5R6R 6R5C*—~CH2 /CH*-CH2> cocL3
99744 A 0.01 HCHR R3R5R6R6ER5<C*-CH2 /CH*-CH2> cocL3
9975M A 0.02 HCHR R3IRS5RHRER5KC*—CH2 /CH®-CH2> cheL3
8166M A 0.02 HCHR R3<CH(CHICH3/CH3) )-HCH> cCL4
8168M A 0.03 HCHR R3<CHICH2-R3)-HCH> CCL4
8754M A 0.04 CH3 SI(CH2/CH3/CH3) cocL3
6468M A 0.04 CH3 SI{0/CH3/CH3) CCL4
8760M A 0.05 CH3 SI(CH2/CH3/CH3) cocL3
B759M A 0.05 CH3 SI(CH2/CH3/CH3) cocL3
R752M A 0.05 CH3 SI(CH2/CH3/CH3) coCL3
BT53M A 0.05 CH3 ST(CH2/CH3/CH3) cocLl
B750M A 0.05 CH3 SI(CH2/CH3/CH3) -CHCL3
B183M A 0.05 HCHR R3<C(CH3/CH3)-CH(CH3)> CCL4
B755M A 0.06 CH3 SI(CH2/CH3/CH3) cocL3
BT49M A 0.06 CH3 SI(CH2/CH3/CH3) cocL3
BT56M A 0.06 CH3 SI(CH2/CH3/CH3) cocL3
BTS1M A 0.06 CH3 SI(CH2/CH3/CH3) cDCL3
65154 A 0.06 CH3 SI1L0/0/CH3) CCL4
3450M A 0.06 CH3 ST{Q3/CH3/CH3) cL2c=ccy2
25619 A 0.07- 0.68 | CH2R R3<CH(CH2-0H)-CH2> CCL4
B758M A 0.07 CH3 . ST(CH2/CH3/CH3) cbcL3
1364M A 0.07 CH3 SI(D/CH3/CH3) cDCL3
1364M A 0.07 CH3 SILO/I/CHI) cucL3
10789M A 0407 CH3 ST(RSAA/CH3/CH3) CucL3
4144M A 0.08- 0.74 | CH2R R3ICCHICH2-A)-CH2> COCL3
64674 A 0.n8 CH3 RBO0UVOSTSISISIKSIICH3)-0/G> CCL4
RTSTM™ A 0.08 CH3 SI(CH2/CH3/CH3) cocL3
23R1M A 0.09- 0.60 | CH2R RACCHICHIOH/A) ) -CH2> cCL4
25674 A 0e09= N.64 | CH2R R3ICCHICHIOH/A) 1-CH2> CCL4
14424 A 0.09 CH3 R6N3SI3<SI(CH3)=NH/NH> CCL4
121724 A 0.09 CH3 S1(0/0/0) CCL4
3163M A 0.09 HCHR R3<CHICH2-CH3 ) -HCH> CCL4
T686M A 0.10- 0,70 | CH2R R ICCHIRSNNLCIR3)-NH/C(=0)>)-CH2> DMSU-D6
1513M A 0.10 CH3 RAN4SI4<SI (CHII-NH/NHD> cCL4
107914 A 0.10 CH3 SI(O/CH3/CH3) cocL3
65164 A 0.10 CH3 SI10/0/0) CCL4
AL6S™ A 0.10- 0.70 UNSPECIFIED cCL4
37034 A 0.11 CH3 SIIN/CH3/CH3) CCL4
B1T4v A 0.11 HCHR R3<CCH(CH3)-CHICH3 1> cCL4
2382M A 0.12- 0.72 | CH2R R3CCH(CHIJH/RSS) )-CH2> cCL4
S5183M A 0412 CH3 GE(CH3/CH3/CH3) cbcL3
950 A 0.12 CH3 SI{CH2/CH3/CH3) CLL4
I66M A 0.12 CH3 SI(U/G/GQ3) cL2c=ccye
14364 A 0.13 CH3 SI(0/Q23/CH3) CCL4
B462M A Nelé HCHR R3ICCHICH2=RONN)=HCH> cucL3
132444 A 0.1% CH2R R3R6(CHE-CH2/CH*—CH2) CCL4
10787% A 0.16 CH? SI(C/CH3/CH3) cocL3
14439 A 0.16 CH3 SI{u-CH2/Q3/CH3) cCL4
3T02M A 0. 07 CH3 SI(N/CH3/CH3) CcCL4
3703 ) 0.18 CH3 STIN/CH3/CH3) cCL4
73704 A 0.18 Ch3 SI(U/CH3/CH3) CLL4
11616M A 0.18 Ch3 ST (IN/CHC/CH3) cCL4
81634 B 0.20- 0.80 [ CHR R3<(CH2=-CH3) /HCH-HCH> cCL4
R3944 A 0.20 CH3 SI(Q/Q3/CH3) cneLs
R1634 R 0.20- .80 | HCHK R3CCHICH2-CH3) -HCH> CCL4
71624 A 0.20- 2.00 UNSPECIFIED cneL3.
9522M A 0.21 CH3 SN{CH3/CH3/CH3) CCL4
5050M A 0421 HC 17~ RICLIC(LIH/A/CH3)/CH3)=HCH> cCL4
5950M ) 0421 HCHR R3<C(C(UH/A/CH3)/TH3)-HCH> CCL4
#1754 A 0.23 CH2R R3<C(CH3/CH3)=C(CHI/CHI> CLL4
94 ™ A Ne23 CH3 SI(Q/CH2/CH3) CCL4
107904 A 0.2% CH3 SI(SI/CH3/CH3) coeL3
4204w A 0.2%- 2482 UNSPECTIFIED clLa
13026M A 0.28 CHA SI(A/CH3/CH3) chcL3
12976M A 0.28 ® | cu3 SI(N3/CH3/CH3) coucL3
11616M ) 0.28 CH3 SI(O/CH3/CH3) CCL4
17134 A 0.28 CH3 SIIN/U/A) CCLs
1514M A 0.29 cH3 STIN/CH3/CH3) CCL&
1627 A 0.29 CH3 SILO/AZCHI) CCL4
13728M A 0.29 CH3 ST(C/FERRICENE ZCH3) cbeL3
137294 A 0.29 CH3 SI(U/FEFRICENE/CH3) CuCL 3
896HM A 0.30- 1.87 | CHR R6C(CH3) /CH2-CHICH3) /CH2-CHICH3)> cCLé4
38184 A 0.30- 1.50 | CH2 SN(CH2/CH2/CH2)/CH3 CCL4
38174 A 0.30- 1.50 | CH? SN{CH2/CH2/CH2)/CH3 CCL4
8968 A 0.30- 1.87 | CH2R R6KCHICH3)=CH2/CH(CH3)-CH2> CCL4
3318M A 0.30- 1.50 | CH3 CH2=SN CCL4
381 7M A 0.30- 1.50 | CH3 CH2-SN CCL4
54T4m A 0.730 CH3 GE(C/CH3/CH3) . CCL4
8166M H 0.31 CHR R3<C(CH(CH3/CH3) ) /HCH-HCH> cCL4
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8166M B 0.31 HCHR R3<CH(CH{CH3/CH3) )=HCH> CCL4
3766M 8 0.31 HCHR R3<CHI(C (OH/CH3) ) =HCH> CCL4
3766M A 0.31 HCHR R3<CHIC (OH/CH3) ) ~HCH> cCL4
11851M ] 0.32 NH C(=0)-0-NH/A DMSO
11851M D 0.32 NH 0-C{=0)-NH/C(=0)~-A DMSO
8183M ) 0.33- 0.97 | CHR R3<ICH3) /C{CH3/CH3)I-HCH> CcCL4
3773M A 0.33 APP. CH2R R3<CHIC{OH/R6/R3) )-CH2> CCL4
13755M A 0.33 CH3 SI{NH/CH3/H) cbcL3
8183M 8 0.33- 0.97 | HCHR R3<C(CH3/CH3)-CHICH3 > cCL4
5429M A 0.33- 2.00 UNSPECIFIED cCL4
9974M 8 0.364 HCHR R3RSR6R6RS5KC¥—CH2 /CHe~CH2> cocL3
2560M A 0.35 CH2R R3<CHICHIOH/A) )-CH2> cCL4
340M A 0.35 CH2R R3(CHI(C(OH/A/CH3) )-CH2) cCL4
9975M ) 0.35 HCHR R3R5R6R6R5<C*-CH2 /CH¥-CH2> cocL3
9976M B 0.36 HCHR R3R5R6R6R5<C*~CH2 /CH¥-CH2> cocL3
3768M A 0.37 APP. CH2R R3<CHIC(OH/A/CH3) )-CH2> cCL4
3914M A 0.38 CH2R R3<CHIC{OH/A/R3) }-CH2> cCL4
1872M A 0.39 CH2R R3<CHICHIR6NO/R6ND) 1 -CH2> cDCL3
1A72M ) 0.39 CH2R R3<CH(CH(R6NO/R6END) )-CH2> cocL3
13730M A 0.39 CH3 SI{FERROCENE /CH2/CH3) cocL3
12966M A 0.39 NH CH(CH2/CH3) /R6 (CH-CH2/CH2) cCL4
5453M C 0.40- 1.90 | CH2 CH2—-0H/CH2-R5N cDcL3
5453M c 0.40- 1.90 | CH2 RSN<CH-C (A/A) /CH2>/CH2-CH2 cocL3
1413M A 0.40- 0.98 | CH3 CH2-CH CcCL4
1413M A 0.40- 0.98 | CH3 CH(O-C(=0) /CH2) cCL4
3644 M A 0.40 CH3 SI{CL/CH3/CH3) cL2c=ccy
757M D 0.40- 2.20 UNSPECIFIED cocL3
758M D 0.40- 2.00 UNSPECIFIED cCL4
13244M B 0.40- 2.50 UNSPECIFIED cCL4
3912M A 0.41 CH2R R3<CHIC (OH/A/R3) )-CH2> cCL4
8168M ) 0.41 HCHR R3<CH(CH2-R3)-HCH> ccL4
3905M A 0.42 CH2R R3<CH(C (OH/A/R3) )-CH2> ccL4
3913M A 0.42 CH2R R3<CHIC (OH/A/R3) )-CH2> cCL4
3949M A 0.42- 2.10 UNSPECIFIED CCL4
4TT4M A 0.43- 2.26 UNSPECIFIED g cocL3
14494 A 0.4% CH2R R3<CHIRSNN<C(R3)-NH/C{=0)>)-CH2> cCL4
3448M A 0.44 CH3 SI(CL/Q3/CH3) cL2c=ccy
3766M ) 0.44 HCHR R3<CH(C (OH/CH3) ) =HCH> cCL4
3766M A 0.44 HCHR R3<CH(C (OH/CH3) ) ~HCH> cCLé
8322M A 0.45 HCHR R5RS5BICCH* (CH=/CH2) /CH#* {CH(CH2-0)/CH=)> cocL3
6640M A 0.46 CH3 SN(N3/CH3/CH3) DMS0-D6
12204M A 0.47 CH3 CHICH2/CH3) cocL3
4537TM A 0.48 APP. CH2R R3<CHICH{OH/A) ) -CH2> coCL3
94873M A 0.48 CH3 SI(R5NN/CH3/CH3) cocL3
10097M A 0.48- 2.00 UNSPECIFIED cocL3
10184M A 0.48- 1.95 UNSPECIFIED cocL3
12200M A 0.49 CH3 CH(CH2/CH3) cocL3
1732M A 0.49 CH3 CHIC/CH3) D20
3700M A 0.50- 1.21 | CH2R R3<CHIC(=0)-NH2)-CH2> cbeL3
3699M A 0.50- 1.10 | CH2R R3<CH(C(=0)-NH}-CH2> cDCL3
8167M A 0.50 CH2R R3<CHIQ2(CH3))-CH2> cCL4
13937M A 0.50- 1.60 | CH2R R3(CHIRSSIC=CH/CH=))~-CH2) CCL4
13938M A 0.50- 1.60 | CH2R R3{CHIR5S(C=CH/S))-CH2) cCL4
13939M A 0.50- 1.20 | CH2R R3(CHIRSS(C=CH/S))-CH2) cCL4
1571M A 0.50- 2.20 UNSPECIFIED cCL4
11683M A 0.50- 2.10 UNSPECIFIED cocL3
99754 E 0.50- 2.20 UNSPECIFIED cocL3
9976M E 0.50- 2.20 UNSPECIFIED cocL3
12046M A 0.50- 2.80 UNSPECIFIED cCL4
14473M A 0.50- 2.20 UNSPECIFIED cocL3
4143M A 0.50- 2.75 UNSPECIFIED cocL3
9956M 3 0.50- 2.70 UNSPECIFIED cOCL3
6376M A 0.50- 2.00 UNSPECIFIED CCL4
637TM A 0.50- 2.10 UNSPECIFIED cCL4
6378M A 0.50- 2.00 UNSPECIFIED CCL4
10272M A 0.51- 2.10 UNSPECIFIED coCL3
8754M ) 0.52 APP. CH2 SI{CH3/CH3/CH3)/CH2-CH2 cOCL3
B756M ) 0.52 CH2 SI(CH3/CH3/CH3)/CH2-CH2 cocL3
3800M A 0.52 NHR R6NSCICH3/CH3)-CH2/CICH3/CH3)-CH2> CCL4
2152M A 0.52- 1.88 UNSPECIFIED CCL4
8772M A 0.53 NH CH2-CH2/CH2-CH2 cCL4
13764M A 0.54 CH3 SI{CL/CH2/CH3) coCL3
8753M B 0.55 CH2 SI(CH3/CH3/CH3)/CH2-CH2 CDCL3
S54T9M A 0.55 HCHR RSR5BI<CH*( CHINH-CH2)/CH2)/CH*(CH2/CH2)> cCL4
5887M C 0.56- 2.04 | CH2.X| CH2.4 cDCL3
9224M A 0.56 CH3 CH2-C cocL3
1085M A 0.57 CH2 S11(0/0/0)/CH2-CH2 cCL4
10830M A 0.57 CH3 CH(C/CH2) CDCL3
9990M A 0.57 CH3 RSR6RGR6KC*(CHICH2-CH3) /CH2) > cDCL3
8755M 8 0.58 CH2 SI(CH3/CH3/CH3)/CH2-CH2 CDCL3
1084M A 0.58 CH2 SI(0/0/0)/CH2-CH2 CcCL4
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ASSIGN-| CHEM SHIFT [PROTON
NMR NO.| MENT —PP M- GROUP ENVIRONMENTAL GROUPS ' S| SOLVENT
9278M A 0.58- 1.07 | CH3 CH{CH/CH3) CCL4
9278M A 0.58- 1.07 | CH3 CH{CH/CH) CCL4
9949M A 0.58 CH3 R5R6R6R6ELC* (CHIC(=0)-CH3)/CH2)> cbcL3
10404M A 0.58 NH R6/R6 CCL4
4557M A 0.58- 2.42 UNSPECIFIED CCL4
58T4M c 0.59- 2.00 | CH2.X| CH2.3 CcCL4
1456M A 0.59 APP. CH2R R3<CHIRSNNSCIR3)-NH/C(=0)>)-CH2> TFA
1477M A 0.59 CH3 R6<C (CH3 )=HCH/HCH> cocL3
14TTM 8 0.59 CH3 R6<C(CH3)-HCH/HCH> cDCL3
14184M A 0.59 HCHR RSR5BI ( CH*(C {CH2—0H/CH2-0H) /CH=)/CH* (CH=/CH2)) DMSO-D6
10773M c 0.59- 2.40 UNSPECIFIED cocL3
2771M 8 0.59- 2.00 UNSPECIFIED cCL4
5818M B 0.59 UNSPECIFIED cocL3
1463M A 0.60- 1.10 | CH2 GE(RSNN/CH2/CH2) /CH2-CH2 cCL4
9915M A 0.60- 1.30 | CH2 R600PR60BILC{CH2/CH2/CH2)>/CH3 cocL3
4431M B8 0.60- 1.97 | CH2.X| CH2.6 DMSD-D6
1463M A 0.60- 1.10 | CH3 CH2-CH2 cCL4
9915M A 0.60- 1.30 | CH3 CH2-R600PR60BI cocL3
9948M A 0.60 CH3 RS5R6R6R6CC*(CHIC(=0)-CH3)/CH2)> cocL3
13797M A 0.60- 2.20 UNSPECIFIED cocL3
6765M A 0.60- 2.00 UNSPECIFIED cCL4
5093M C 0.60- 1.62 UNSPECIFIED cocL3
13956M 8 0.60- 2.30 UNSPECIFIED cocL3
9974M E 0.60- 2.50 UNSPECIFIED cocL3
3964 M C 0.60- 2.00 UNSPECIFIED cCL4
11964M A 0.60- 1.92 UNSPECIFIED CCL4
3836M A 0.60- 1.80 UNSPECIFIED CcCL4
12047M A 0.60- 2.50 UNSPECIFIED cocL3
4560M A 0.60- 2.20 UNSPECIFIED cCL4
9299M A 0.61 CH3 CH2-C cCL4
9223m A 0.61 CH3 CH2-C coce3
9992M A 0.61 CH3 RSR6R6R3OR6KC* (CHICHICH2/CH3) 1/CH2)> cocL3
9951M A 0.61 CH3 RSR6R6REKC*(CHIC(=0)-CH3)/CH2> cocL3
9980M A 0.61 CH3 RS5R6R6R6EKC*(CHICI=0)-CH3)/CH2)> cocL3
6166M A 0.61- 2.59 UNSPECIFIED cocL3
5890M C 0,62- 2.08 | CH2.Xx| CH2.3 s| cocL3
950TM A 0.62 CH2R R3<CHIN(C(=0)-0/CH2))1-CH2> ccL4
3412M A 0.62- 1.00 | CH3 CH2-CH CcCL4
3412M A 0.62- 1.00 | CH3 CH(CH2/CH2) cCL4
12081M A 0.63 CH3 CH2-C coce3
12081M 8 0.63 CH3 CH2-C cocL3
108154 A 0.63 CH3 CH(CH2/CH3) cocL3
9993M A 0.63 CH3 R5R6R6RE6CC*(CHICHICH2/CH3))/CH2)> cocL3
9983\ A 0.63 CH3 RS5R6R6R6CC* (CHICH(O-C(=0)/CH3))/CH2)> cocL3
14724 A 0.63 CH3 SI(CL/A/ZCH3) cCL4
137654 A 0.63 CH3 SI(0/CH/CH3) cocL3
S5T51M A 0.63 NH CH2-CH2/CH2-CH2 CCL4
4434M 8 0.64- 2.13 | CH2 CH2-CH2/CH3 : DMSO-D6
71594 A 0.64- 1.36 | CH2 CH2-C/CH3 coCL3
4434M B 0.66— 2.13 | CH2 CH2-0/CH2-CH3 DMSO-D6
4212M ) 0.64- 2.11 | CH2.X| CH2.3 CCL4
4375M A 0.64- 2.57 | CH2R R5<CH2-C/CH2-CH2> cocL3
4375M A 0.64- 2.57 | CH2R R5<CIOH/C(=0)-0H)-CH2/CH2-CH2> coce3
10942M A 0.64 CH3 CH2-C 3 CcCL4
6159M A 0.64 CH3 CH2-CH2 cCL4
7159M A 0.64- 1.36 | CH3 CH2-CH2 cocL3
7079M A 0.64 CH3 R5NOR6SPIKCH-NICH3)/CH(A)> cocL3
9976M c 0.64 CH3 R5R6R6R5RICC*(CHICI=0)-CH3)/CH21> cocL3
9989M A 0.64 CH3 RSR6R6RELC*(CHICI=0)-CH3)/CH2)> cocL3
11868M A 0.64 CH3 R5R6R6R6 (C*-CHIC(=0)-CH3)/CH2) cocL3
11870M A 0.64 CH3 R5R6R6R6 (C*¥-CIO-C(=0)-CH3/C(=0G)-CH3)/CH2) cocL3
53914 A 0.64— 1.68 UNSPECIFIED CCL4
4023M B8 0.65- 1.90 | CH2 CH2-CH2/CH3 cCL4
4023M 8 0.65- 1.90 | CH2 CH2-0/CH2-CH3 cCL4
1461M A 0.65- 1.10 | CH2 GE(0-C(=0)/CH2/CH2) /CH2-CH2 ccL4
441TM G 0.65- 1.55 | CH2.X| CH2.3 CCL4
4580M 8 0.65- 2.08 | CH2.X| CH2.4 cCL4
2242M A 0.65 CH3 CH2-C cocL3
14184 A 0.65 CH3 CH2-CH2 ; clL4
1461M A 0.65- 1.10 | CH3 CH2-CH2 s CCL4
99754 C 0.65 CH3 R5R6R6RSR3CC*(CI(D-C(=0)-CH3/C(=0)=-CH3)/CH2)> cocL3
9950M A 0.65 CH3 R5R6R6R6KC*ICHICI=0)-CH3)/CH2)> cbCL3
9943M 8 0.65 CH3 RSR6R6R6CC * [ CH* /CH2) > cocL3
9943M A 0.65 CH3 RSR6RGR6KC*(C(OH/CI=0))/CH2)> cocL3
18384 A 0.65 CH3 RSRER6R6EKC*—CHIC(=0)-CH3)/CH2> coCL3
11866M A 0.65 CH3 R5R6R6R6 (C*—CHIC(=01-CH3)/CH2) coeL3
11873M A 0.65 CH3 RSRER6R6 (C*—C(O0-C(=0)-CH3/C(=0)-CH3)/CH2) cocL3
5845M A 0.65- 2.41 UNSPECTFIED cCL4
3907M B8 0.65- 2.17 UNSPECIFIED cCL4
T684M C 0.65- 2.19 UNSPECIFIED . TFA
5433M C 0.66- 1.84 | CH2 CH2-CH/CH3 5 cCL4
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5433M [ 0.66- 1.84 CH2 CH(C(=0)-0/CH3)/CH2-CH3 CCL4
3145M A 0.66 CH3 CH2-CH2 CCL4
4151M A 0.66 CH3 CH2-CH2 cocL3
1538M A " 0.66- 1.10 CH3 CHI(R5/CH3/CH3) CCL4
9953M A 0.66 CH3 RSRO6R6RO6CC*(CH(CHICH2/CH3))/CH2)> CcDCL3
9981M A 0.66 CH3 R5R6R6R6CC*(CH(CHICH2/CH3) ) /CH2)> coCcL3
1L1890M A 0.66 CH3 R5R 6R6R6 (C*—C H® (CH2-CH2) /CH2) cocL3
14046M A 0.66 HCHR R3(C(C(=0)-0H/CH2-CH3)-C(C(=0)-0H/CH2-CH3)) DMSO-D6
1420M A 0.66 NH CH2-CH2/CH2-CH2 CCL4
B44TM A 0.67- 1.15 CH2R R3<CHIC(=0)-R6NN)-CH2> cDCL3
12081M -} 0.67 CH3 CH2-C cocL3
12081M A 0.67 CH3 CH2-C cocL3
10993M A 0.67 CH3 CH2-C cDCL3
10994M A 0.67 CH3 CH2-C CCL4
601M A 0.67 CH3 CH2-C CDCL3
2420M A 0.67 CH3 CH{CH2/CH3) CCL4
9965M A 0.67 CH3 RSROR6RELC*(CHIC (=0)~CH3)/CH2)> cocL3
11891M A 0.67 CH3 RSR6R6R6(C*~CHICHICH2/CH3))/CH2) cocL3
11886M A 0.67 CH3 RSR6R6R6 (C*~CHICH(CH2/CH3))/CH2) cocL3
11859M A 0.67 CH3 R5R6R6R6 (C*~CH(C(=0)-CH3)/CH2) cocL3
8462M 8 0.67 HCHR R3<CH(CH2-R6NN)—HCH> cDCL3
T049M A 0.67 NH CH(CH3/CH3) /CHICH3/CH3) CCL4
2240M A 0.67- 2.00 UNSPECIFIED cocL3
1872M B 0.68 CH2R R3<CHICH(R6NO/R6NO) )-CH2> cocL3
1872M A 0.68 CH2R R3<CHICH(R6NO/R6NO) ) -CH2> cocL3
12722M A 0.68- 1.30 CH2R R3(CHIC(=0)-A)/CH2) CCL4
256M A 0.68 CH3 CH2-C CCL4
2963M A 0.68- 1.15 CH3 CH2-CH2 TFA
9970M A 0.68 CH3 RSR6R6R6RS500SPILKC*(CHICH(CH2/CH3))/CH2)> cDCL3
9957M A 0.68 CH3 RSR6R6R6KC*(CHICHICH2/CH3))/CH2)> CcoCL3
9986M A 0.68 CH3 RS5R6R6R6KC*(CHICI=0)-0-CH3)/CH2)> cDoCL3
L1874M A 0.68 CH3 R5R6R6R6 (C*-C(0-C(=0)-CH3/C(=0)-CH3)/CH2) cDoCL3
8061M A 0.68 CH3 SNI(CL/CH3/CH3) coCL3
10898M A 0.68 NH R6/CH2~CH CCL4
4353M A 0.68- 2.17 UNSPECIFIED DMSO-D6
3906M A 0.68- 2.17 UNSPECIFIED cCL4
11898M c 0.68- 2.60 UNSPECIFIED cocL3
7300M A 0.68- 2.15 UNSPECIFIED cDCL3
3773M 8 0.69 APP. CHR R3<(CIOH/R6/R3))/CH2-CH2> CCL4
141724 B 0.69- 1.61 CH2 CH2—-R6NN/CH3 cocL3
9213M A 0.69 CH3 CH2-C COCL3
13873M A 0.69 CH3 CH2-C DMSO-D6
2504M A 0.69 CH3 CH2-C cocL3
108254 A 0.69 CH3 CH2-C cocL3
7563M A 0.69 CH3 CH2-C CCL4
9296M A 0.69 CH3 CH2-CH cCL4
9978M A 0.69 CH3 R5R6R6R6CC*(CHICHICH2/CH3))/CH2)> coCcL3
9942M A 0.69 CH3 RS5R6RG6R6LKC* (CHICHICH2/CH3) ) /CH2)> cocL3
9962M A 0.69 CH3 R5R6R6R6KC* (CHICHICH2/CH3) ) /CH2)> coci3
9940M A 0.569 CH3 RSR6R6R6SCE(CHICHICH2/CH3) )/CH2)> cocL3
9941M A 0.69 CH3 RSR6R6R6SC®(CHICHICH2/CH3) )/CH2)> cocL3
9999M A 0.69 CH3 RSR6R6R6KC*(CHICHICH2/CH3) )/CH2)> cocL3
9982M A 0.69 CH3 RSR6R6R6LCE* (CHICHIO-C(=0)/CH3))/CH2)> cocL3
L0000M A 0.69 CH3 R5R6R6RE6SC*(CHIOH) /CHICHICH2/CH3) ) > cocL3
11863M A 0.69 CH3 RSR6R6R6(Ce¢~CHICI(=0)-CH3)/CH2) cocL3
11860M A 0.69 CH3 R5R6R6R6 (C*-CHIC(=0)-CH3)/CH2) CcoCL3
11862M A 0.69 CH3 R5RE6R6RE(C#-CHICI=0)-CH3/CH2) cocL3
11879M A 0.69 CH3 RSR6R6R6 (C*—~C(D-C(=0)-CH3/C(=0)-CH3)/CH2) cocL3
1240M A 0.69 NH CH2-CH2/CH2-CH3 CCL4
1876M A 0.69 NH CH(CH2/CH3)/CH3 CCL4
5072M A 0.69- 0.91 UNSPECIFIED CCL4
6278M D 0.70- 1.51 CH2 CH2-CH/CH3 CCL4
5456M A 0.70- 2.10 CH2 CH2-C:N/CH2-R5N CcDCL3
13963M A 0.70- 1.60 CH2 CH2-C/CH3 cocL3
6278M D 0.70- 1.51 CH2 CHIC-CH3)/CH2-CH3 CCL4
5456M A 0.70 CH2 RSNSCH-C(A/A) /CH2>/CH2-CH2 CDCL3
12123M A 0.70 CH2 SI1(0/0/0)/CH3 CcoCL3
101644 A 0.70- 1.20 CH2 SN(O/CH2/CH2) /CH2-CH2 cocL3
B266M A 0.70- 1.21 CH2R R3<CHIC(I0)-0H)-CH2> CCL4
12723M ) 0.70- 1.30 CH2R R3(CH(C(=0)-A)/CH2) CcCL4
12724M A 0.70- 1.30 CH2R R3{CHIC(=0)-A)/CH2) CCL4
12727M A 0.70- 1.40 CH2R R3(CHIC(=0)-A)/CH2) CCL4
13864M A 0.70- 2.20 CH2R RS(CH2-CHICHICI(=0)-0H/A) ) /CH2-CH2) coCcL3
13864M A 0.70- 2.20 CH2R RS({CH(CHIC(=0)-0H/A))-CH2/CH2-CH2) cocL3
6085M A 0.70- 2.22 CH2R R6<CH2-CHIOH) /CH2-CH2> D20
2513M A 0.70- 2.00 CH2R R6<KCHICH2-NH2) —CH2/CH2-CH(CH2-NH2)}> cocL3
2530M A 0.70- 1.80 CH2R R6<CH(CH2-0H)-CH2/CH2-CHICH2-0H) > cocL3
6085M A 0.70- 2.22 CH2R R6<CH(OH)-CH(OH) /CH2-CH2> D20
6922M A 0.70 CH3 CH2-C cbCL3
11262M A 0.70 CH3 CH2-C cDCL3
11086M A 0.70- 1.12 CH3 CH2-CH CCLa
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11086M A 0.70- l.12 | CH3 CH2-CH2 CCLé
10164M A 0.70- 1.20 | CH3 CH2-CH2 cbCL3
13963M A 0.70- 1.60 | CH3 CH2-CH2 cocL3
12959M A 0.70- 1.00 | CH3 CH2-CH2 CCL4
3682M A 0.70 CH3 CH2-N cDCL3
3682M A 0.70 CH3 CH2-N CcDCL3
3682M B 0.70 CH3 CH2-N cocL3
3682M 8 0.70 CH3 CH2-N cDCL3
11001M A 0.70 CH3 CH2-R6NN coCL3
12959M A 0.70- 1.00 | CH3 CHI(CH2/CH2) CCL4
2419M A 0.70 CH3 CH{CH2/CH3) coCL3
9995M A 0.70 CH3 RSRO6R6R6KC*{CH2/CH2) > CDCL3
9994 M A 0.70 CH3 RS5R6R6R6KCH(CH2/CH2)> cocL3
9947TM A 0.70 CH3 RSR6R6R6LC*{CHICHICH2/CH3) ) /CH2)> cocL3
9979M A 0.70 CH3 RSR6R6REKC*(CHIC(=0)-CH3)/CH2)> cocL3
9987M A 0.70 CH3 RSR6R6R6EKC*{CHIC (=0)-HCH)/CH2)> cocL3
9988M A 0.70 CH3 RSR6R6REKC*{C(OH/CI=0)-HCH) /CH2)> cOCL3
9997M A 0.70 CH3 RSRER6R6EKC*(C (OH/C(=0)-HCH) /CH2) > cocL3
11887M A 0.70 CH3 R5R6R6R6 (C*~CHICHICH2/CH3) )/CH2) cocL3
11892M A 0.70 CH3 R5R6R6R6 (C*—CH{CHICH2/CH3))/CH2) cocL3
11888M A 0.70 CH3 RSR6R6R6 (C*—CHICHICH2/CH3))/CH2) cocL3
12335M A 0.70 CH3 RSR6R6R6 (C*-CHICHICH2/CH3))/CH2) cocL3
11889M A 0.70 CH3 RS5R6R6RE (C*~CHIC(=0)-CH3)1/CH2) CcoCcL3
9942M D 0.70- 2.30 UNSPECIFIED cocL3
8165M B8 0.70- 1.50 UNSPECIFIED CCL4
14327M A 0.70- 1.90 UNSPECIFIED DMSO-Dé
8032M A 0.70- 2.10 UNSPECIFIED cocL3
11897M [ 0.70- 2.58 UNSPECIFIED cocL3
138134 A 0.70- 2.10 UNSPECIFIED DMSO-D6
12527 A 0.70- 1.90 UNSPECIFIED D20
12335M D 0.70- 2.60 UNSPECIFIED cocL3
11044M A 0.70- 2.40 UNSPECIFIED CcCL4
12558M D 0.70- 2.30 UNSPECIFIED cocL3
13907M A 0.70- 2.00 UNSPECIFIED cocL3
9978M D 0.70- 2.70 UNSPECIFIED cocL3
3328M A 0.70- 2.00 UNSPECIFIED coCL3
954 1M A 0.70- 2.15 UNSPECIFIED cDCL3
12123M 8 0.70- 1.10 UNSPECIFIED coCL3
129634 A 0.70- 1.10 UNSPECIFIED cCL4
12965M A 0.70- 1.00 UNSPECIFIED CCL4
4356M 8 0.70- 2.30 UNSPECIFIED cocL3
54354 A 0.70- 1.90 UNSPECIFIED coeL3
145554 A 0.70- 2.20 UNSPECIFIED cocL3
14429M A 0.70- 1.20 UNSPECIFIED cCL4
5871M B 0.71- 2.17 | CH2 CH2-CH2/CH3 cocL3
5871M B 0.71- 2.17 | CH2 CH2-N(+)/CH2-CH3 cocL3
10294M 8 0.71- 1.89 | CH2R R6N(CH2-CHICH3) /CH2-CH2) cCL4
10294M 8 0.7T1- 1.89 | CH2R R6N(CH2-CH(CH3) /CH2-CH(CH3)) cCL4
12929M A 0.71 CH3 CH2-C OMS0-D6
10779M A 0.71 CH3 CH2-C cocL3
1835M A 0.71 CH3 CH2-CH2 cocL3
13475M A 0.71 CH3 CH2-R6N DMSO-D6
9991M A 0.71 CH3 RS5R6R6R6CC*(CHICHICH2/CH3))/CH2)> cocL3
9939M A 0.71 CH3 RSR6R6R6CC*(CHICHICH2/CH3) 1/CH2)> cocL3
12558M A 0.71 CH3 RSR6R6R6 (CE—~CHICHICH2/CH3) )1 /CH2) cocL3
11858M A 0.71 CH3 R5R6R6R6 (C#-CHICI=0)-CH3)/CH2-CH2) cocL3
11869 A 0.71 CH3 RSR6R6R6 (C*—C(OH/C(=0)-CH3)/CH2) cocL3
5294M A 0.71 CH3 R6NSCH-CHIOH) /CH (ACC—CH-CH-C{0-CH31>)> cocL3
65570M 8 0.71 CH3 R600P<C ( CH3 ) —HC H/HCH> cCL4
65T0M A 0.71 CH3 R600P<C (CH3 ) -HCH/HCH> cCL4
9051M c 0.71- 1.13 [ NH CH(CH2/CH3) /CH2-CH2 coCL3
7437M A 0.71 NH R6<CH-CH2/CH2>/CH2-CH2 cCL4
6713M A 0.71- 2.00 UNSPECIFIED cCL4
1328M A 0.72 CH3 CH2-CH2 cocL3
10999M A 0.72 CH3 CH2-R6NN cocL3
13100M A 0.72 CH3 CH2-R6NO OMSO-D6
11759M A 0.72 CH3 CHICH2/CH3) cDCL3
14117M A 0.72 CH3 CI{CH2/CH3/CH3) cocL3
9998M A 0.72 CH3 RSR6R6R6CC*(CHI(CI=0)-CH3)/CH=> cocL3
11893M A 0.72 CH3 RSR6R6R6 (C*—CHICH(CH2/CH3) ) /CH2) cocL3
118994 A 0.72 CH3 RS5R6R6R6 (C#-CHICH/CH2)/CH2) cocL3
L1187 7™ A 0.72 CH3 R5R6R6R6 (CE~CHIC(=0)-CH3)/CH2) cocL3
5053M A 0.72- 2.30 UNSPECIFIED cCL4
7587TM A 0.72- 2.26 UNSPECIFIED DMSO-D6
568M A 0.73 CH3 CH2-C cCL4
3979M A 0.73 CH3 CH2-C cocL3
2816M A 0.73 CH3 CH2-CH2 cCL4
10226M A 0.73 CH3 CH2-Q DMSO-D6
10681M A 0.73 CH3 C(CH2/CH3/CH3) cDCL3
9968M A 0.73 CH3 RSR6R6R6KC*(CHICHICH2/CH3))/CH2)> cocL3
9985M A 0.73 CH3 RSR6R6R6EKC* (CHICI=0)-0H) /CH2)> cocL3
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878M A 0.73 CH3 SI(CL/CL/CH2) CCL4
12792M A 0.73 NH2 CH2-CH2 ccLs
10830M 8 0.73- 1.40 UNSPECIFIED cocL3
9953M D 0.73- 2.25 UNSPECIFIED cocL3
13449M A 0.74 CH3 C{CH2/CH3/CH3) coCL3
13060M A 0.74 NH C(CH3/CH3/CH3) /CH2-CH2 cbeL3
10404M 8 0.T4- 2.09 UNSPECIFIED cCLe
8168M c 0.75 APP. CHR R3<(CH2-R3) /HCH-HCH> ccLs
12728M A 0.75- 1.30 | CH2R R3(CHI{C(=0)-A)/CH2) ccLe
12726M A 0.75- 1.30 | CH2R R3(CHIC (=0)~A)/CH2) ceLe
12725M A 0.75- 1.30 | CH2R R3(CHIC{=0)-R55)/CH2) CCL4
7155M A 0.75 CH3 CH2-C CCLa
12942M A 0.75 CH3 CH2-CH DMSO-D&
2815M A 0.75 CH3 CH2-CH2 cCcLe
1124M ) 0.75 CH3 CH2-CH2 cocL3
4145M A 0.75 CH3 CH2-C(=0) DMSO-06
L124M A 0.75 CH3 CH2-Q cocL?
L122M A Ce 75 CH3 CH2-Qi AXC-CH-CH-C(0-C{=0}-CH3)>/CH2-CH3/ALC~CH-CH~ cocL2
C(0-C{=0)-CH3)>)
1223M A 0.75 CH3 CH2-R5NA cneL3
2473M A 0.75 CH3 CHICH2/CH2) D20
12957M A 0.75 CH3 CH(CH2/CH3) cocL?
10999M B 0.75 CH3 CH(CH2/CH3) cnCL3
7732M 8 0.75 CH3 CH(C/CH3) D20
6460M A 0.75 CH3 C(CH2/CH3/CH3) cocL3
8103M B 0475~ 1.05 | HCHR R3R50<CH*-C(=0)/CH*-C(A/A)> cocL3
8103M A 0475~ 1.05 | HCHR R3RSOKCH*-C (=0) /CH&-C(A/A)> cocL3
8104M A 0.75 HCHR R3R50<CH*-C(=0) /CH#-C(Q/A)> cocL3
8174M B 0.75 HCHR R3<CHI(CH3)-CHICH3)> ceL4
9942M ) 0.75- 1.10 UNSPECIFIED cocL3
9949M C 0.75- 2.25 UNSPECIFIED CDCL3
4140M A 0.75- 2.10 UNSPECIFIED cocL3
5872M A 0.75- 2.10 UNSPECIFIED coci3
11039M A 0.75- 2.12 UNSPECIFIED OMS0-D6
26224 A 0.75- 2.26 UNSPECIFIED cocL3
S54T9M € 0.75- 1.90 UNSPECIFIED cCLa
3951M B 0.75- 2.16 UNSPECIFIED ceLs
12992v A 0.75- 2.67 UNSPECIFIED cocL3
8970M A 0.75- 1.00 UNSPECIFIED ccL4
13290M A 0.75- 2.16 UNSPECIFIED coceL3
10823M A 0.76 CH3 CH2-CH cocL3
2818M A 0.76 cH3 CH2-CH2 cCL4
3758M A 0.76 CH3 CHICH2/CH3) cocL3
13266M A 0.76 CH3 CHI{CH2/CH3) cocL3
5074M A 0.76 CH3 C(R6/CH/CH3) ccL4
9944M A 0.76 CH3 R5R6R6R6ESC*(CHIOH) /CH2)> cocL3
99604 A 0.76 CH3 RSR6R6R6EKC*(CIOH/CI=0)-CH3)/CH2)> cocL3
11875M A 0.76 CH3 R5R6R6R6 (C*—~C (OH/C(=0)-CH3)/CH2) coCL3
3822M 8 0.76- 2.17 UNSPECIFIED cCcL4
5143M A 0.77 CH3 CH2-C DMSO-D6
2147H A 0.77 CH3 CH2-CH cCL4
11713M A .77 CH3 CH2-CY cocL3
11714M A 0.77 CH3 CH2-CH2 cocL3
4210M A 0.77 CH3 CH2-Q cocL3
4918M A 0.77 CH3 C(R6/CH/CH3) cCLs
11883M A 0.77 CH3 R5R6R6R6 (CEx—CHIDH) /CH2) cocL3
7886M A 0.77 CH3 R600<C [ CH3 )=HCH/HCH> cCL4
T7886M B8 0.77 CH3 R600<C ( CH3)~HCH/HCH> CCL4
7207M A 0.77 CH3 SI(A/A/ZA) cocL3
8626M A 0.77- 2.11 UNSPECIFIED cCL4
3145M B 0.77 APP. UNSPECIFIED cCL4
8971M D 0.77- 2.09 UNSPECIFIED cocL3
12711M A 0.78- 1.32 | CH2R R3(CHIC(=0)-A)/CH2) coce3
4416M A 0.78 CH3 CH2-C CCL4
5939M A 0.78 CH3 CH2-C CCL4
6663M A 0.78 CH3 CH2-CH CCLe
2360M A 0.78 CH3 CH2-CH CCL4
2371M A 0.78 CH3 CH2-CH CCL4
24174 A 0.78 CH3 CH2-CH2 cocL3
3825M A 0.78 CH3 CH2-CH2 cocL3
131014 A 0.78 CH3 CH2-CH2 DMS0-D6
1226M A 0.78 CH3 CH2-CH2 cocL3
1226M A 0.78 CH3- CH2-R5NA cocL3d
7711M A 0.78 CH3 CH2-R6NN D20
38T3M B 0.78 CH3 CH2—-R6NN cecLs3
387 3M A 0.76 CH3 CH2-R6NN cbeL3
BTBS5M A 0.78 CH3 CH2-R6NN @ DMSU-D6
108244 A 0.78 CH3 CH{CH/CH3) cocL3
4TIM A 0.78 CH3 C{CH2/CH2/CH2) cCcL4
8920M A 0.78 CH3 C{CH2/CH3/CH3) cocL3
64614 A 0.78 CH3 C(CH2/CH3/CH3) corL2
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7860M A 0.78 CH3 R5RS5BI<C(CH3)-CH®/CHICH2-C(=0))> cCL4
7861M A 0.78 CH3 RSRSBI<C{CH3)—CH*/CHICH2-CL=0))> CCL4
7861M C 0.78 CH3 R5R5BI<C{CH3)—CH*/CHICH2-C(=0))> CCL4
1351M A 0.78 CH3 RS5R6R6REKC*¥~C{OH/CH3 }/CH2> cocL3
9995M ) 0.78 CH3 R6R6RO6RSKC*( CH*¥/CH2) > cocL3
9981M 8 0.78 CH3 R6R6ERERSKC*(CH*¥/CH2) > cocL3
1477M 8 0.78 CH3 R6<C (CH3 ) -HCH/HCH> coCL3
1477TM A 0.78 CH3 R6<C (CH3 ) -HCH/HCH> cocL3
10773M A 0.78 CH3 R6(CH-CH2/CH2) . cocL3
T49M A 0.78 CH3 R6{C (CH3)-CH2/CH2) cocL3
10788M A 0.78 CH3 SILA/A/A) cocL3
3900M A 0.78 NHR R6NCC{CH3/CH3)—HCH/C(CH3/CH3 )} =HCH> cCL4
2543M A 0.78 NH2 CH2-R6 cCL4
3900M A 0.78 APP. NH2 R6N<CH-HCH/HCH> cCL4
5351M A 0.78- 2.52 UNSPECIFIED CCL4
5469M v 0.78- 3.40 UNSPECIFIED cocL3
101854 A 0.78- 2.40 UNSPECIFIED CCL4
5861M A 0.78- 2.28 UNSPECIFIED 020
B8759M ) 0.79 CH2 SI{CH3/CH3/CH3) /CH2-NH cocL3
S156M A 0.79 CH2 SNICH2/CH2/CH2) /CHICH3/CH3) CCL4
B171M A 0.79 CH3 CH2-C cCL4
7217™ A 0.79 CH3 CH2-C cocL3
1879M A 0.79 CH3 CH2-C cCL4
10263M A 0.79 APP. CH3 CH2-C CCL4
2374M A 0.79 CH3 CH2-CH CCL4
13566M A 0.79 CH3 CH2-CH cocL3
11055M A 0.79 CH3 CH2-CH cCL4
9298M A 0.79 CH3 CH2-CH2 CCL4
12925M A 0.79 CH3 CH2-CH2 DMSO-D6
241 8M A 0.79 CH3 CH2-CH2 CCL4
7550M A 0.79 CH3 CH2-CH2 coCL3
16224 A 0.79 CH3 CH2-CH2 cocL3
1617M A 0.79 CH3 CH2-CH2 CCL4
1L711M A 0.79 CH3 CH2-CH2 cDeL3
7656M A 0.79 CH3 CH2-0-C (=0) cocL3
1222M A 0.79 CH3 CH2-R5NA cocL3
T160M 8 0.79 CH3 CH(C/CH3) cocL3
7160M A 0.79 CH3 CH{C/CH3) cocL3
10263M A 0.79 APP. CH3 C(CH/CH2/CH3) CcCL4
13956M A 0.79 CH3 C(R6/CH2/CH3) coCL3
8171M A 0.79 CH3 C(R6/CH2/CH3) CCL4
9952M A 0.79 CH3 RS5R6R6REKC* (CHICHIOH/CH3))/CH2)> cocL3
4142M A 0.79 CH3 R6<CH-CH2/CH2> cocL3
8114M A 0.79 CH3 R6<CH-CH2 /CH2> cocL3
136M A 0.79 NH CH2-CH/CH2-CH CCL4
6TTS5M 8 0.79- 2.10 UNSPECIFIED cucL3
6037M A 0.79- 2.10 UNSPECIFIED CCL4
9986M C 0.79- 2.45 UNSPECIFIED coCcL3
13266M 8 0.80- 1.75 | CH CH2-C/CH3/CH3 cDCL3
3821M B 0.80- 2.00 | CHR R6NC(CH3 ) /CH2-CH2/CH2-CH2> cCL4
8163M G 0.80- 1.50 | CH2 R3<CH-HCH/HCH>/CH3 CCL4
5234M D 0.80- 2.10 | CH2 RSNCCH-C(A/A) /CH2>/CH2-C(=0) cDCL3
BT52M L) 0.80 CH2- SI(CH3/CH3/CH3) /CH2-NH cDCL3
5155M A 0.80 APP. CH2 SN{Q3/Q3/CH2) /CH2-CH2 CCL4
12721M A 0.80- 1.40 | CH2R R3(CH(C(=0)-A)/CH2) cocL3
127124 A 0.80- 1.40 | CH2R R3(CHIC(=0)-A/CH2) cDCL3
3IR21M B 0.80- 2.00 | CH2R RENCCHICH3)—CH2/CH2-NIC{=0)-CH2)> CCL4
9968M D 0.80- 2.30 | CH2R RO6R6RO6RSCSCHICH)-CH2/CH2-C*(CH3) > cocL3
9968M n 0.80- 2.30 | CH2R RERGEROER5LC#(CH3 )—CH*/CH2-CH(OH) > cocL3
8177TM 8 0.80- 2.00 | CH2R R6KCH2-CHICH3) /CH2-CHI(CH3)> CCL4
8177TM 8 0.80- 2.00 | CH2R R6ECCHICH3)-C(=CH2)/CH2-CH2> CCL4
11367M A 0.80 CH3 CHI-CH COCL3
397M A 0.80- 1.00 | CH3 CH2-C cCL4
109884 A 0.80- 1.17 | CH3 CH2-C CCL4
B400M ) 0.80- 1.18 | CH3 CH2-C cocL3
5075M A 0.80 CH3 CH2-C cCL4
5144M A 0.80 CH3 CH2-C DMS(I—-D6
11123M A 0.80 CH3 CH2-CH CCL4
31M A 0.80 CH3 CH2-CH CCL4
T773M A 0.80 CH3 CH2-CH cucL3
12941M A 0.80 CH3 CH2-CH DMSO-D6
2572M A 0.80 CH3 CH2-CH cCL4
2330 A 0.80 CH3 CH2-CH cCL4
2475M A 0.80 CH3 CH2-CH2 D20
397M A 0.80- 1.00 | CH3 CH2-CH2 cCL4
108144 A 0.80 CH3 CH2-CH2 cocL3
827M A 0.80 CH3 CH2-CH2 cocL3
56824 A 0.80 CH3 CH2-CH2 cCL4
14046M ) 0.80- 1.10 | CH3 CH2-R3 DMSO-D6
8163M ¢ 0.80- 1.50 | CH3 CH2-R3 CCL4
4382M A 0.80 CH3 CH2-RSNN cocL3
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1347TM A 0.80 CH3 CH2-R6N CoCL3
8910M A 0.80 CH3 CH{CH2/CH3) OMS0-D6
TLI5T™ A 0.80 CH3 CHIC/CH3) cocL3
10988M A 0.80- 1.17 | CH3 CH(C/CH3) CCL4
6784M A 0.80- 1.20 | CH3 CH(R&/CH3) L4
118524 A 0.80 CH3 C{CH2/CH2/CH2) cocL3
86284 A 0.80 CH3 R4<C (CH3)—-CH{QN{CH3/0H) } /CHICH2-C(=01-0}> DM50-D6
9956M A 0.80 CH3 R5R6R6RSKCE{CH{O-CI=0)-CH2)/CH2)}> coCL3
9954M A 0.80 CH3 R5R 6R6R6LKC*(C(=0)/CH2)> cocL3
11902M A 0.80 CH3 RSR6R6R6 (C#-CHE (CHICH2/CH3))) cocL3
1186TM A 0.80 CH3 R5R6R6R6 (C#+—C(0-C(=0)-CH3/C(=0)-CH3)/CH2) cocL3
645TM A 0.80 CH3 R5<C(C{=0)-0H)-C [CH3/CH3 ) /CH2> DMSO-D6
4626M A 0.80 CH3 R600<C { CH2—-0H) ~HCH/HCH> coCL3
13954M A 0.80- 1.10 | CH3 R6R600SPI iCH-CH2/CH2) coeL3
13954M A 0.R0- 1.10 | CH3 R6R600SPI(C(CH3)-CH2/CH2) CoCcL3
9990M ) 0.80 CH3 R6R6RERSSC*{ CHE/CH2) > cocL3
9954M B 0.80 CH3 RG6RERGRSKC*#{ CH®/CH2)> ceees
9953M B 0.80 CH3 RO6R6RERS CC#{ CHE/CH2) > £neL3
11902M 0 0.80- 2.40 | CH3 RER6R6RS (C#~CHE/CH2) coCL3
6784M A 0.80- 1.20 | CH3 R6<CH-CH2/CH2> cCL4
10329M A 0.80 CH3 RE6{CH-CH2/CH2) cnCL3
2848M A 0.80 CH3 SI(CcL/CL/Q3) coLe
14046M ) 0.80- 1.10 | HCHR R3{C(C{=N)-OH/CH2-CH3)-C{C(=D)-0H/CH2-CH3)) DMSO-D5
3773M C 0.80- 2.00 | OH C{R6/R3/R3) cCcLs
11893M E 0.80- 2.10 UN cocL3
11900M € 0.80- 2.10 UN cnees
11888M E 0.80- 2.20 UNSPECIFIED cocL3
11892M E 0.30- 2.20 UNSPECIFIED coCL3
11890M C 0.80~ 2.05 UNSPECIFIED cocL3
11870M C 0.20- 2.30 UNSPECIFIED CoCL3
11878M C 0.30- 2.50 UNSPECIFILED cocL s
11886M E 0.30- 2.40 UNSPECTFIED cocLd
11868M c 0.80- 2.20 UNSPECTFIED COCL3
11874M C 0.80- 2.40 UNSPECIFIED coCcL.3
11881M c 0.80- 2.70 UNSPECIFIED cDeL3
11896M C 0.80- 2.00 UNSPECIFIED cocL3
L1877M C 0.80- 2.20 UNSPECIFIED cocLy
11900M C 0.80- 2.10 UNSPECKFIED cocL3
11865M C 0.80- 2.40 UNSPECIFIED coCL3
11899M £ 0.80- 2.10 UNSPECIFIED cocL3
118934 3 0.80- 2.10 UNSPECIFIED £OCL3
11863M D 0.80- 3.00 UNSPECIFIED cocL3
11871M B 080~ 2.30 UNSPECIFIED coce3
11864M [d 0.80- 2.10 UNSPECIFIED coCL3
11883M C 0.80- 2.20 UNSPECIFIED CNCLA
11862M () 0.80- 3.10 UNSPECIFIED CoCL3
11889M ¢ 0.80- 2.30 UNSPECIFIED cneL3
11887M 3 0.80- 2.50 UNSPECIFIED CDEL3
11885M c 0.80- 2.70 UNSPECIFIED cHcLs
118514 () 0.80~ 2430 UNSPECIFIED coeL3
11384M C 0.80- 2.10 UNSPECIFIED COCL3
11866M c 0.50- 2.30 UNSPECIFIED coeL3
11869M D 0.80~ 2.10 UNSPECIFIED COCL3
1186TM 0 0.80- 2.20 UNSPECIFIED cocL3
11880M (s 0.80- 2,20 UNSPECIFIED coci3
11872M ) 0.80— 2.20 ! UNSPECIFIED cocLa
11875M G 0.80- 2.20 ! UNSPECIFIED chet.3
B558M A 0.36- 3,10 i UNSPECIFIED CCL4
2799M (o 0.80- 2.15 ! UNSPECIFIED cocL3
3008M A 0.80- 1.90 | UNSPECIFIED CCL4
R025M A 0.30- 3,70 UNSPECIFIED coCL3
T146M A 0.40- 2,29 UNSPECIFIED cocL3 1
11611M A 0.20~ 2.00 UNSPECIFIED DM30=D6’
14028M A 0.80- 1.90 UNSPECIFIED CDCL3
14521M A 0.80- 2.10 UNSPECIFIED DMSO-06
7860M C 0.30= 2.10 UNSPECIFIED cCLa
131374 A C.80- 2,90 UNSPECIFIED COCL3
9940M 0 U.8C- 2.20 UNSPECIFIED cocL3
9941 M E 0e8C~ 2422 UNSPECIFIED coOcL?
Q9939M E 0.80- 2,10 UNSPECIFIED COCL3
994 7™ £ 0.80- 2.70 UNSPECIFIED D3
8180M g 0.36~- 7.30 UNSPECIFIED cClL4
13954M A 0.80- 2440 UNSPECTFIED coces
139454 A 0.30~ 2.00 UNSPECIFIED coctL 3 ]
13996M A C.P0O- 2,60 UNSPECIFIED cucL? i
5353M A 0.86~ 2.20 UNSPECIFIED CCL4
34TOM A 0 AC- i.,60 UNSPECIFIED Coct 3
1838M (s 0.80- 2.%0 UNSPECIFIED corys !
13495M c G.80= 2¢60 UNSPECIFIED LOCLs
14092M A G.80- 2.10 UNSPECIFIED UL
8098M ) 0.HO- 2.5G UNSPECIFIED CoLe (
|
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SADTLER NMR SPECTRA 1972 CHEMICAL SHIFT INDEX SET TWO

ASSIGN-| CHEM SHIFT |PROTON
NMR NO.| MENT -PPM- GROUP ENVIRONMENTAL GROUPS S| SOLVENT
12955M A 0.80- 1.10 UNSPECIFIED cocL3
12966M | B 0.80- 1.10 UNSPECIFIED CCL4
12048M A 0.80- 2.40 UNSPECIFIED cbcL3
4440M A 0.80- 2.28 UNSPECIFIED DMSO-D6
811M A 0.80- 2.00 UNSPECIFIED cocL3
5519M B 0.80- 2.25 UNSPECIFIED cocL3
14143M A 0.80~- 2.20 UNSPECIFIED cocL3
9992M D 0.80- 2.30 UNSPECIFIED cocL3
13747M 8 0.80- 2.10 UNSPECIFIED cocL3
11861M D 0.80- 2.20 UNSPECIFIED cocL3
11858M E 0.80- 2.20 UNSPECIFIED cocL3
11860M D 0.80- 2.30 UNSPECIFIED cocL3
11859M D 0.80- 2.30 UNSPECIFIED cocL3
6937TM A 0.80- 2.02 UNSPECIFIED cCLs
11924M 8 0.80- 1.90 UNSPECIFIED CCL4
11931M A 0.80- 2.10 UNSPECIFIED cDCL3
13197M A 0.80- 1.90 UNSPECIFIED DMS0-D6
2702M A 0.80- 2.72 UNSPECIFIED cocL3
12759M A 0.80- 2.60 UNSPECIFIED CcCL4
9008M ) 0.80- 2.20 UNSPECIFIED cocL3
9725H C 0.80- 2.32 UNSPECIFIED cocL3
13015M A 0.80- 2.00 UNSPECIFIED DMSD-D6
12806M B 0.80- 2.20 UNSPECIFIED ccL4
13252M A 0.80- 2.20 UNSPECIFIED cCL4
12334M A 0.80- 2.10 UNSPECIFIED cocL3
12283M A 0.80- 2.30 UNSPECIFIED cDCL3
291M A 0.80- 2.10 UNSPECIFIED cCL4
1313M A 0.80- 2.15 UNSPECIFIED cocL3
11256M A 0.80- 2.10 UNSPECIFIED cCL4
9311M 8 0.81- 1.74 | CHR R60<(CH3 ) /CH2—-HCH/CH2-HCH cCL4
9523M A 0.81 CH2 SN{CH2/CH2/CH2)/CH2-CH3 cCL4
9311M [ 0.81- 1.74 | CH2R R60<CH(CH3)—CH2/HCH-0> cCL4
6159M 8 0.81 CH3 CH2-C ccL4
11956M A 0.81 CH3 CH2-C DMSO-D6
3961M A 0.81 CH3 CH2-C cCL4
10828M A 0.81 CH3 CH2-CH cDCL3
6108M A 0.81 CH3 CH2-CH ccLs
7921m A 0.81 CH3 CH2-CH cCLs
2805M A 0.81 CH3 CH2-CH cCL4
3619M A 0.81 CH3 CH2-CH2 cCL4
6869M A 0.81 CH3 CH2-CH2 cCL4
17T A 0.81 CH3 CH2-CH2 cocL3
T78M A 0.81 CH3 CH2-CH2 cocL3
10821M A 0.81 CH3 CH2-CH2 cocL3
3961M A 0.81 CH3 CH2-CH2 cCL4
1221M A 0.81 CH3 CH2-R5NA cocL3
8347TM™ A 0.81 CH3 CH2-R6A cocL3
13476M A 0.81 CH3 CH2-R6N coCL3
13473M A 0.81 CH3 CH2-R6N coCL3
10822v A 0.81 CH3 CHIC/CH3) . cocL3
10819M A 0.81 CH3 CH{C/CH3) cocL3
10576M A 0.81 CH3 R3RSRSTRI(C#-CH*/CH#/C(CH2-CH2/CH3)) cCL4
10576M ) 0.81 CH3 RSRSRITRI(C(CH2-CH2)-C*{CH3) /CH*) cCL4
11900M A 0.81 CH3 RSR6R6R6 (C*-CHIOH) /CH2) cocL3
11882M A 0.81 CH3 R5R6R6R6 (C*—CHI(O-C(=0)=CH2)/CH2) cocL3
11896M A 0.81 CH3 RSR6R6R6 (C#-C (=0) /CH2) cocL3
9962M ) 0.81 CH3 R6R6R6RS5CC*( CH#/CH2)> cocL3
9983M 8 0.81 CH3 R6R6R6R5KC*( CH*/CH2) > ‘cocL3
11896M B8 0.81 CH3 R6R6R6RS (C#—CH*/CH2) coeL3
5050M A 0.81 HCHR R3<C(CIOH/A/CH3)/CH3)=HCH> cCL4
5050M 8 0.81 HCHR R3<C(CLOH/A/CH3)/CH3)-HCHD> cCL4
5680M A 0.81 APP. UNSPECIFIED ccLs
1653M A 0.81 APP. UNSPECIFIED cocL3
3921M | A 0.81 UNSPECIFIED cCL4
9159M A 0.82- 1.49 | CHR R3<(C:N) /CH2-CH2> cCL4
3137M A 0.82 CH2 CH2-R5AA/CH2-C:C DMSO-D6
8T60M B 0.82 CH2 SI(CH3/CH3/CH3) /CH2-NH cocL3
8751M ) 0.82 CH2 SI(CH3/CH3/CH3)/CH2-NH coCL3
91594 A 0.82- 1.49 | CH2R R3<CHIC:N)-CH2> CCL4
10614M A 0.82 CH2R R5R5BI(CH®(Q2/CH2)) cocL3
11448M A 0.82 CH3 CH2-C cocL3
T915M A 0.82 CH3 CH2-C cCL4
51454 A 0.82 CH3 CH2-C cocL3
2750M A 0.82 CH3 CH2-CH cCL4
10953M A 0.82 CH3 CH2-CH cCL4
268TM A 0.82 CH3 CH2-CH ccL4
14144M A 0.82 CH3 CH2-CH s| cocL3
1T751M A 0.82 CH3 CH2-CH CDCL3
5257M A 0.82° CH3 CH2-CH2 cCL4
1634M A 0.82 CH3 CH2-CH2 cCcL4
4853M A 0.82 CH3 CH2-CH2 cocL3
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SADTLER NMR SPECTRA 1972 CHEMICAL SHIFT INDEX SET TWO

ASSIGN- | CHEM SHIFT OTON
NMR _NO. | MENT —PPM—- GROUP ENVIRONMENTAL GROUPS SOLVENT
3877TM A 0.82 CH3 CH2-CH2 CCLs
5263M A 0.82 CH3 CH2-CH2 CCL4
564 8M A 0.82 APP. CH3 CH2-CH2 coCcL3
12051M A 0.82 CH3 CH2-CH2 TFA
12944M A 0.82 CH3 CH2-CH2 DMSO-D6
12946M A 0.82 CH3 CH2-CH2 DMSO-D&
12406M A 0.82 CH3 CH2-CH2 cocL3
12933M A 0.82 CH3 CH2-CH2 DMSO-Dé6
10565M A 0.82 CH3 CH2-CH2 DMSC-D6
T156M A 0.82 CH3 CH2-CH2 cocL3
T711M 8 0.82 CH3 CH2-CH2 D20
12957M 8 0.82 CH3 CHI{CH2/CH3) cocL3
10263M B 0.82 CH3 CH(C/CH3) CCL&
5475M A 0.82- 1.12 | CH3 CHIRS5N/CH3) CcCL4
4384M A 0.82 CH3 C(CH/CH2/CH3) CCL4
8672M A 0.82 CH3 C{CH/CH3/CH3) CCL4
2707™ A 0.82 CH3 R5R5BICC (CH3)-C*(CH3 ) /CH®> cDCL3
6395M A 0.82 CH3 RSRSBICC(CH3)-C*(CH3)/CH®> coCL3
6395M [ 0.82 CH3 RSRS5BICC{CH3)-C*{CH3)/CH®> cocL3
S24M A 0.82 CH3 RSR5BI (C{CH3)~C*(CH3)/CH*) cCL4
30M A 0.82 CH3 RSR5BI(C*~C(=0)/C/CH2) ccLs
30M 8 0.82 CH3 R5RSBI(C-C#/CH*/CH3) cCL4
30M c 0.82 CH3 RSR5BI (C-C*/CH®/CH3) cCLé
669M 8 0.82 CH3 RSRSBI{C-C#/CH®/CH3) D20
669M A 0.82 CH3 RS5RSBI(C-C#*/CH®/CH3) D20
9994M 8 0.82 CH3 R6R6RGRSCC*( CHE/CH2)> cocL:
2909M A 0.82 CH3 R6R6R6TRICC®(CH2/CH2/CH21> C€DCL3
2910M A 0.82 CH3 RG6R6RGTRILC®~CH2/CH2/CH2> cocL3
9725M A 0.82 CH3 R6<CH-CH2/CH2> cocL3
1270M A 0.82 CH3 SN{=S/CH3) ccLs
T435M A 0.82 NH R6<CH-CH2/CH2>/CH2-CH3 cCL4
5388M A 0.82- 1.98 UNSPECIFIED cDCL3
9705M A 0.82- 2.29 UNSPECIFIED coCL3
13851M A 0.82- 2.15 UNSPECIFIED TFA
10444M A 0.82- 2.07 UNSPECIFIED coce3
6234M A 0.82- 2.00 UNSPECIFIED cCL4
10999M (i 0.83- 1.59 | CH CH2—-CH2 /CH3/CH3 coCcL3
3913M 8 0.83- 1.50 [ CHR R3<(C(OH/A/R3) ) /CH2-CH2> cCL4
2831M A 0.83- 2.33 | CH2R R6<CH2-CHIOH) /CH2-CH2> cocL3
2831M A 0.83- 2.33 | CH2R R6<CHIOH)—CH (OH) /CH2-CH2> cocL2
13282M A 0.83- 2.20 | CH2R R6(CH2-CH2/CH2-CH2) TFA
13282M A 0.83- 2.20 | CH2R R6{CH2-CHINH-SO3H} /CH2-CH2) TFA
13269M A 0.83 CH3 CH2-C cCL4
7344M A 0.83 CH3 CH2-C C3060
9454M A 0.83 CH3 CH2-C coCL3
10436M A 0.83 CH3 CH2-C cocL3
4562M A 0.83 CH3 CH2-CH ccL4
11056M A 0.83 CH3 CH2-CH cCL4
7929M A 0.83 CH3 CH2~CH cCLs
4054M A 0.83 CH3 CH2-CH2 cocL3
12207M A 0.83 CH3 CH2-CH2 cocL3
10566M A 0.83 CH3 CH2-CH2 DMSO-D6
5123M A “0.83 CH3 CH2-CH2 cocL3
1473M A 0.83 CH3 CH2-CH2 cocL3
11677 A 0.83 CH3 CH2-CH2 cocL3
2875M A 0.83 CH3 CH2-CH2 cCcLs
6480M A 0.83 CH3 CH2-CH2 cock 3
12932M A 0.83 CH3 CH2-CH2 DMSO-D6
13596M A 0.83 CH3 CH2-R&N DMSO-Dé
T681M A 0.83 CH3 CH2-RSNN DMSO-0D6
11003M A 0.83 CH3 CH2-R6NN cocL3
13097M A 0.83 CH3 CH2-R6NO DMSO-06
5056M A 0.83 CH3 CHICH2/CH2) coceL3
B6T2M B8 0.83 CH3 CH(C/CH3) CcCL4
443M A 0.83 CH3 HCH-CH CCL4
6023M 8 0.83 CH3 R5R5BI<C (C*#/CH®/CH3)> cCL4
6023M A 0.83 CH3 R5R5BICCIC*#/CH®/CH3)> cCL4
6023M c 0.83 CH3 RSRSBIKC2{C/CH/CH2)> ccL4
10781M A 0.83 CH3 RSRS5BI(CICH3)-C#{HCH-SO3H) /CH*) 020
12190M A 0.83 HCHR R5RSBIR30RSR3ID(CH*( CHE/CH® ) /CHE (CH*/CHe) ) cDCL3
4024M A 0.83 CH2-R6A cocL3
2181M A 0.83- 2.17 UNSPECIFIED cocL3
™ A 0.83- 2.43 UNSPECIFIED cCL4
1355M B 0.83~- 2.90 UNSPECIFIED CCL4
9988M C 0.83- 2.42 UNSPECIFIED coCcL3
9979M c 0.83- 2.67 UNSPECIFIED cocL3
9987TM C 0.83- 2.60 UNSPECIFIED coCcL3
13908M A 0.83- 1.90 UNSPECIFIED DMSO-D6
5243M A 0.83~ 2.25 UNSPECIFIED D20
6080M A 0.84 CH3 CH2-C D20
62TT™ A 0.84 CH3 CH2-C CCL4
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SADTLER NMR SPECTRA 1972

CHEMICAL SHIFT INDEX SET TWO

ASSIGN- CHEM SHIFT |PROTON
NMR NO.| MENT -PPM— GROUP ENVIRONMENTAL GROUPS SOLVENT
627TM A 0.84 CH3 CH2-CH CCLe
2572M 8 0.84 CH3 CH2-CH CCL4
2578M A 0.84 CH3 CH2-CH CCL4
12229M A 0.84 CH3 CH2-CH cocL3
955M A 0.84 CH3 CH2-CH CCL4
5681M A 0.84 APP. CH3 CH2-CH CCL4
3616M A 0.84 CH3 CH2-CH2 CCL4
5681M A 0.84 APP. CH3 CH2-CH2 cCL4
12049M A 0.84 CH3 CH2-CH2 TFA
12021M A 0.84 CH3 CH2-CH2 DMSO-D6
946M A 0.84 CH3 CH2-CH2 cCL4
10987M A 0.84 CH3 CH2-CH2 cCL4
129354 A 0.84 CH3 CH2-CH2 DMSO-D6
12927M A 0.84 CH3 CH2-CH2 DMSO-D6
12937M A 0.84 CH3 CH2-CH2 DMSO-D6
14571M A 0.84 CH3 CH2-CH2 DMSO-D6
5268M A 0.84 CH3 CH2-CH2 cocL3
4831M A 0.84 CH3 CH2-CH2 cDcL3
3219M A 0.84 CH3 CH2-CH2 cocL3
13016M A 0.84 CH3 CH2-CH2 OMSO-D6
876M A 0.84 APP. CH3 CH2-CH2 CcCL4
9000M A 0.84 CH3 CH2-R5NN DMSO-D6
13474M A 0.84 CH3 CH2-R6N cocL3
5048M A 0.84 CH3 CH{CH2/CH2) cocL3
11886M 8 0.84 CH3 CHICH2/CH3) cocL3
10679M A 0.84 CH3 C{CH/CH2/CH3) DMSO-D6
4236M A 0.84 CH3 R5R5BIKC{C#/CH*/CH3> CCL4
3407M A 0.84 CH3 R6<CH-CH(CH3) /CH2> CcCL4
11689 A 0.84 HCHR RSRSBIR30(CH*{CH®/CH2)/CH*(CH*(C(=0)-0-CH2)/CH*)) cCL4
2974M A 0.84- 2.25 UNSPECIFIED TFA
9G51M c 0.84- 3.00 UNSPECIFIED coce3
4133M A 0.85 CH3 CH2-C cocL3
6910M A 0.85 CH3 CH2-C cCL4
59384 A 0.85 CH3 CH2-C CCL4
3925M A 0.85 CH3 CH2-C cCL4
13538M A 0.85 CH3 CH2-C D20
11464M A 0.85 CH3 CH2-CH cocL3
348M A 0.85 CH3 CH2-CH CCL4
6293M A 0.85 CH3 CH2-CH2 cocL3
11362M A 0.85 CH3 CH2-CH2 cocL3
10171M A 0.85 CH3 CH2-CH2 cocL3
11030M A 0.85 CH3 CH2-CH2 CCL4
3958M A 0.85 CH3 CH2-CH2 cCL4
3955M A 0.85 CH3 CH2-CH2 CCL4
3441M A 0.85 CH3 CH2-CH2 cCL4
108824 A 0.85 CH3 CH2-CH2 020
5261M A 0.85 CH3 CH2-CH2 CCL4
. 5251M A 0.85 CH3 CH2-CH2 cCL4
[- 131614 A 0.85 CH3 CH2-CH2 DMSO-D6
' Os191M A 0.85 CH3 CH2-CH2 cocL3
| 4123M A 0.85 CH3 CH2-CH2 cocL3
2766M A 0.85 CH3 CH2-CH2 cCL4
2747M A 0.85 CH3 CH2-CH2 cCL4
12938M A 0.85 CH3 CH2-CH2 DMSO-D6
9T44M A 0.85 CH3 CH2-0-C(=0) coci3
9T44M 8 0.85 CH3 CH2-0-C (=0) cocL3
1923M A 0.85 CH3 CH2-R6N cocL3
1121M A 0.85 CH3 CH2-R6NN cocL3
15514 A 0.85 CH3 CH2-R6R6NBI cocL3
1400M A 0.85 CH3 CH2-R800 cCL4
7113M A 0.85 CH3 CH(CH2/CH3) cocL3
9968M 8 0.85 APP. CH3 CH{CH2/CH3) cocL3
3415M A 0.85 CH3 CHICH2/CH3) CCL4
5074M 8 0.85 CH3 CH(C/CH3) cCL4
10818M A 0.85 CH3 CHIN/CH3) cocL3
136954 A 0.85 CH3 CHIRS5NN/CH3) DMSO-D6
9968M B 0.85 APP. CH3 CHIRSR6R6R6/CH2) cocL3
117TL7M A 0.85 CH3 C(CH2/CH2/CH3) coce3
[ 7915M 8 0.85 CH3 C(CH2/CH2/CH3) cCL4
3413M A 0.85 CH3 C(CH2/CH3/CH3) cCL4
2766M A 0.85 CH3 C(CH/CH3/CH3) cCL4
2502M A 0.85 CH3 C (CH/CH3/CH3) CcCL4
3955M A 0.85 CH3 C(CH/CH3/CH3) cCL4
3958M A 0.85 CH3 CICH/CH3/CH3) CCL4
3406M A 0.85 APP. CH3 C(HCH/CH3/CH3) cCL4
9008M A 0.85 CH3 C (R6/CH3/CH3) cocL3
3406M A 0.85 APP. CH3 HCH-C cCL4
| 5050M ¢ 0.85 CH3 R3<C(CI{OH/A/CH3) )—HCH/HCH> cCL4
| 30M A 0.85 CH3 RSRSBI(C*-C(=0)/C/CH2) cCL4
| 30M 8 0.8% CH3 RSRSBI(C-C*/CH*/CH3) cCL4
30M v C 0.85 CH3 R5RSBI(C-C#*/CH$/CH3) cCL4
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SADTLER NMR SPECTRA 1972 CHEMICAL SHIFT INDEX SET TWO

ASSIGN-| CHEM SHIFT |PROTON
NMR NO.| MENT —PPM— GROUP ENVIRONMENTAL GROUPS S| SOLVENT
99774 A 0.85 CH3 RSRORSRECCH(CHIO-CI=0)=R6)/CH2)> ] cocL3
9954M A 0.85 CH3 RSRER6R6ELC*(C(=0) /CH2}> cocL3
11923M A 0.85- 1.23 | CH3 RO6NN(C~NH/CH(CH3) ) cocL3 -
1690M A 0.85 CH3 R600P<CICH3)-CH2/CH2> cCcLs
1699M c 0.85 CH3 R600P<C (CH3)-CH2/CH2> cCL4
1699M A 0.85 CH3 R600P<C (CH3)-CH2/CH2> cCL4
1690M B 0.85 CH3 R600P<C(CH3)-CH2/CH2> cCL4
5153M A 0.85 CH3 R6R6BI<C#~C(=0) /CH2/CH2> cCL4
9954M 8 G.85 CH3 RO6R6RERSCC*ICHE/CH2D> coCcL3
9982M 8 0.85 CH3 RO6R6R6RCCH{CHE/CH2)> cocL3
9986M 8 0.85 CH3 R6RGR6RS "CE{CHE/CH2)> cocL3
9985M B8 0.85 CH3 RG6RGR6RS< #(CH®/CK2)> cocL3
9995M c 0.85- 2.00 UNSPECIFIE. cocL3
9970M C 0.85- 2.51 UNSPECIFIED cocL3
9999M D 0.85- 2.60 UNSPECIFIED cocL3
9819M A 0.85- 2.11 UNSPECIFIED ccL4
11368M A 0.85- 2.00 UNSPECIFIED cocL3
12969M D 0.85- 2.10 UNSPECIFIED cDCL3
4132M A 0.85- 2.25 UNSPECIFIED cocL3
T25M A 0.85- 2.00 UNSPECIFIED cCL4
104TM A 0.85- 2.30 UNSPECIFIED cocL3
T416M A 0.86- 1.80 | CHR R6NC(CH2-A) /CH2-HCH/CH2-HCH> cCcL4
T416M A 0.86- 1.80 | CH2R RONCCH{CH2-A)-CH2/HCH-NH> ccLs
4274M A 0.86 CH3 CH2-C cCL4
11492M A 0.86 CH3 CH2-CH cocL3
4348M A 0.86 CH3 CH2-CH ccLs
12436M A 0.86 CH3 CH2-CH cCL4
12132M A 0.86 CH3 CH2-CH cocL3
14300M A 0.86 CH3 CH2-CH cocL3
14301M A 0.86 CH3 CH2-CH cocL3
3416M A 0.86 CH3 CH2-CH CCL4
13111M A 0.86 CH3 CH2-CH2 DMSO-D6
2857TM A 0.86 CH3 CH2-CH2 coCL3
4431M A 0.86 CH3 CH2-CH2 DMSO-D6
788M A 0.86 CH3 CH2-CH2 cocL3
3826M A 0.86 CH3 CH2-CH2 cocL3
5606M A 0.86 CH3 CH2-CH2 cCL4
2336M A 0.86 CH3 CH2-CH2 coCL3
383M A 0.86 CH3 CH2-CH2 cDCcL3
66TTM A 0.86 CH3 CH2-CH2 cocL3
10881M A 0.86 CH3 CH2-CH2 D20
4523M A 0.86 CH3 CH2-CH2 ccLs
6292M A 0.86 CH3 CH2-CH2 cocL3
6263M A 0.86 CH3 CH2-CH2 cocL3
8544M A 0.86 CH3 CH2-NH coCL3
8926M A 0.86 CH3 CH2-0~C (=0) cocL3
2576M A 0.86 CH3 CH2-R6 ccLe
S270M A 0.86 CH3 CH{CH2/CH2) ccLa
4233M A 0.86 CH3 CHICH2/CH2) ccLe
S176M A 0.86 CH3 CH(CH2/CH2) ccLs
10746M A 0.86 CH3 CH{CH2/CH3) cCLs
52M A 0.86 CH3 CH{CH2/CH3) ccL4
S176M A 0.86 CH3 CH{CH2/CH3) cCLs
5682M ) 0.86 CH3 CH(CH2/CH3) cCL4
4233M A 0.86 CH3 CHICH2/CH3) cCL4
16454 A 0.86 CH3 CH(CH2/CH3) cocL3
5620M A 0.86 CH3 CHICH2/CH3) cocL3
5425M A 0.86 CH3 CHICH2/CH3) cocL3
12299M A 0.86 CH3 CH{CH2/CH3) cocL3
10260M A 0.86 CH3 CH(CH/CH3) cCL4
10828M ) 0.86 CH3 CHIC/CH2) cocL3
4274M A 0.86 CH3 CH(C/CH3) cCcL4
381M A 0.86 CH3 C(A/CH3/CH3) cL2C=cCH
8144M A 0.86 CH3 C(CH2/CH2/CH2) cocL3
6022M A 0.86 CH3 C(CH2/CH2/CH2) DMSO-D6
9941M B 0.86 CH3 C(CH2/CH3) cocL3
9276M A 0.86 CH3 R4<C(CH3)-CHIOH) /CHIOH)> DMSO-D6
1363M A 0.86 CH3 RSR6R6RERSNNSC#~C (OH/CH3 ) /CH2> TFA
11897M A 0.86 CH3 RSR6R6R6 (C#—~CH(O-C(=0)-CH2)/CH2) coCcL3
367M A 0.86 CH3 R600P(C (CH3)~CH2/CH2-0) coCL3
367TM c 0.86 CH3 R600P(C (CH3)-CH2/CH2-0) cocL3
2847TM A 0.86 CH3 SI(CL/CL/H) cCL4
4263M A 0.86 NH CH2-Q2/CH2-CH3 cCL4
2507M B 0.87- 2.24 | CHR REN<{CH2-NH2) /CH2-CH2/CH2-CH2> | coci3
2507M 8 0.87- 2.24 | CH2R R6NSCH(CH2-NH2 ) -CH2/CH2-NH> cocL3
13955M A 0.87 APP. CH3 CH2-C cocL3
3875M A 0.87 APP. CH3 CH2-C CCL4
3976M A 0.87 CH3 CH2-C cCLs
686TM A 0.87 CH3 CH2-C D20
6278M A 0.87 CH3 CH2-C ’ . CCL4
3187M A 0.87 CH3 CH2-CH - CCL4
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2815M 8 0.87 CH3 CH2-CH CCL4
8943M A 0.87 CH3 CH2-CH D20
6641M A 0.87 CH3 CH2-CH CCL4
6104M A 0.87 CH3 CH2-CH2 DMSO-D6
2875M B8 0.87 CH3 CH2-CH2 CCL4
2850M A 0.87 APP. CH3 CH2-CH2 CCL4
4426M A 0.87 CH3 CH2-CH2 DMS0-D6
3135M A 0.87 CH3 CH2-CH2 CCL4
793M A 0.87 CH3 CH2-CH2 cocL3
28M A 0.87 CH3 CH2-CH2 cocL3
5311M A 0.87 CH3 CH2-CH2 cCL4
5263M B8 0.87 CH3 CH2-CH2 CCL4
2214M A 0.87 CH3 CH2-CH2 cocL3
13513M A 0.87 CH3 CH2-CH2 DMSO-D6
10898M 8 0.87 CH3 CH2-CH2 cCL4
3875M A 0.87 APP. CH3 CH2-CH2 CCL4
3691M A 0.87 CH3 CH2-CH2 cCL4
3691M A 0.87 CH3 CH2-CH2 CcCL4
24T74M A 0.87 CH3 CH2-CH2 D20
5257M B8 0.87 CH3 CH2-CH2 cCL4
416M A 0.87 CH3 CH2-CH2 cCL4
3753M A 0.87 CH3 CH2-CH2 coCL3
1417M A 0.87 CH3 CH2-CH2 cCL4
5193M A 0.87 CH3 CH2-CH2 cocL3
5186M A 0.87 CH3 CH2-CH2 coCcL3
135954 A 0.87 CH3 CH2-CH2 cDCL3
13626M A 0.87 CH3 CH2-CH2 coCcL3
2454M A 0.87 CH3 CH2-CH2 cCL4
2458M A 0.87 CH3 CH2-CH2 cCL4
2441M A 0.87 CH3 CH2-CH2 CCL4
2456M A 0.87 CH3 CH2-CH2 CcCL4
2445M A 0.87 CH3 CH2-CH2 CCL4
2455M A 0.87 CH3 CH2-CH2 cCL4
2453M A 0.87 CH3 CH2-CH2 cCL4
245TM A 0.87 CH3 CH2-CH2 cCL4
640M A 0.87 CH3 CH2-CH2 cocL3
2816M ) 0.87 CH3 CH2-CH2 cCLs
2R14M A 0.87 CH3 CH2-CH2 cCL4
10708M A 0.87 CH3 CH2-CH2 DMS0-D6
738M A 0.87 CH3 CH2-CH2 cocL3
106M A 0.87 CH3 CH2-CH2 cocL3
125M A 0.87 CH3 CH2-CH2 cCL4
4217M A 0.87 CH3 CH2-CH2 cocL3
62T78M A 0.87 CH3 CH2-CH2 CCL4
260M A 0.87 CH3 CH2-CH2 coce3
4601M A 0.87 CH3 CH2-CH2 cCL4
46714 A 0.87 CH3 CH2-CH2 DMSO-D6
315M A 0.87 CH3 CH2-R6 ccL4
564TM A 0.87 CH3 CH2-R6N cDCL3
11712M A 0.87 CH3 CH(CH2/CH3) cocL3
5265M A 0.87 CH3 CHICH2/CH3) cCL4
526TM A 0.87 CH3 CH{CH2/CH3) ccLs
3156M A 0.87 CH3 CH(CH2/CH3) cCL4
2850M A 0.87 APP. CH3 CHICH2/CH3) cCL4
3416M B 0.87 CH3 CH(CH2/CH3) cCL4
3413M ) 0.87 CH3 CH(CH2/CH3) CcCL4
9940M B 0.87 APP. CH3 CHICH/CH2) cocL3
BT5M A 0.87 CH3 CHICH/CH3) ccLs
T160M A 0.87 CH3 CHIC/CH3) cocL3
T160M B 0.87 CH3 CH(C/CH3) cocL3
9953M C 0.87 APP. CH3 CH(RSR6R6R6/CH2) cocL3
4385M A 0.87 CH3 C(CH2/CH2/CH3) ] cCLs
99513M C 0.87 APP. CH3 C(CH2/CH3) cocL3
1897M A 0.87 CH3 C({CH2/CH3/CH3) cCLs
139554 A 0.87 APP. CH3 C(R6/CH2/CH3) cocL3
7953 A 0.87 CH3 R4R6BIKCICH3)-CH®/CHE> cocL3
4366M B8 0.87 CH3 R4<C (CH3)/CH/CH> cocL3
4366M A 0.87 CH3 R4<C(CH3)/CH/CH> coCcL3
9974M D 0.87 CH3 RSR3R6R6RS<C*( CHE/CH2)> cocL3
64T2M A 0.87 CH3 RSR5BICCICH3)-C*(HCH-SO3-NA) /CH$> s| D20
64T2M ) 0.87 CH3 RSR5BICC(CH3)-C*(HCH-SO3-NA) /CH%> s| Dp20
9974M € 0.87 CH3 RS5R6R6R5R3IKC*(C(OH/C2CH)/CH2)> cocL3
14196M A 0.87 CH3 R6R6R6TRI(C*(CH2/CH2/CH2)) DMSO-D6
758M A 0.87 CH3 R6(C(CH3)-CH2/CH2) cCL4
7584 c 0.87 CH3 R6(C(CH3)-CH2/CH2) cCL4
1576M A 0.87 CH3 SI(CL/A/A) cCL4
9990M C 0.87- 2.00 UNSPECIFIED cocL3
3788M ) 0.87- 2.00 UNSPECIFIED coCL3
3234M A 0.87 APP. UNSPECIFIED cCL4
T216M 8 0.88 CH2 CIOH/CH2/CH2) /CH3 cCL4
2313M 8 0.88- 1.83 | CH2.X| CH2.3 cCL4
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318M A 0.88 CH3 CH2-C cCL4
T216M [} 0.88 CH3 CH2-C CcCL4
11852M 8 0.88 CH3 CH2-C coce3
302M A 0.88 CH3 CH2-C cocL3
9049M A 0.88 CH3 CH2-C 020
3302M A 0.88 CcH3 CH2-CH cocL3
49358 A 0.88 APP. CH3 CH2-CH cCL4
5595M A 0.88 CH3 CH2-CH CCLs
12133M A 0.88 CH3 CH2-CH cocL3
644TM A 0.88 CH3 CH2-CH cCLe
5268M B8 0.88 CH3 CH2-CH cDCL2
11494M A 0.88 CH3 CH2-CH cocL3
14M A 0.88 CH3 CH2-CH coCL3
10560M A 0.88 CH3 CH2-CH DMSO-D6
1053 7M A 0.88 CH3 CH2-CH DMSO-D6
14306M A 0.88 CH3 CH2-CH cCL4
2621M A 0.88 CcH3 CH2-CH CoCL3
2818M 8 0.88 APP. CH3 CH2-CH cCcL4
4009M A 0.88 CH3 CH2-CH2 cocL3
4016M A 0.88 cH3 CH2-CH2 cocL3
3583M A 0.88 CH3 CH2-CH2 cCL4
3612M A 0.88 CH3 CH2-CH2 CCLs
2091M A 0.88 CH3 CH2-CH2 cocL3
5865M A 0.88 CH3 CH2-CH2 cocL3
5893M A 0.88 CH3 CH2-CH2 cCLa
5868M A 0.88 CH3 CH2-CH2 cocL3
1557M A 0.88 CH3 CH2-CH2 cCL4
1546M A 0.88 CH3 CH2-CH2 ccLa
1560M A 0.88 CH3 CH2-CH2 cCL4
2817M A 0.88 CH3 CH2-CH2 ccL4
2776M A 0.88 CH3 CH2-CH2 cCLs
2828M A 0.88 CH3 CH2-CH2 cCLs
2743M A 0.88 CH3 CH2-CH2 ccLs
2760M A 0.88 CH3 CH2-CH2 cCL4
2752M A 0.88 CH3 CH2-CH2 cocL3
25944 A 0.88 CH3 CH2-CH2 cocL3
2596M A 0.88 CH3 CH2-CH2 cCL4
2634M A 0.88 CH3 CH2-CH2 cDCL3
10747M A 0.88 CH3 CH2-CH2 'DMS0-D6
641M A 0.88 CH3 CH2-CH2 TCL4
644M A 0.88 CH3 CH2-CH2 cocL3
642M A 0.88 CH3 CH2-CH2 cCLs
663M A 0.88 CH3 CH2-CH2 CCL4
T27M A 0.88 CH3 CH2-CH2 cCLé
6T1IM A 0.88 CH3 CH2-CH2 cCL4
121844 A 0.88 CH3 CH2-CH2 cocL3
3414M A 0.88 CH3 CH2-CH2 ccL4
3422M A 0.88 CH3 CH2-CH2 cCL4
3391M A 0.88 CH3 CH2-CH2 cocL3
157M A 0.88 CH3 CH2-CH2 cocL2
202M A 0.88 CH3 CH2-CH2 ccL4
16TM A 0.88 CH3 CH2-CH2 coCcL3
105M A 0.88 CH3 CH2-CH2 cDCL3
151M A 0.88 CH3 CH2-CH2 cocL3
100M A 0.88 CH3 CH2-CH2 cocL3
203M A 0.88 CH3 CH2-CH2 cocL3
194M A 0.88 CH3 CH2-CH2 cCLs
195M A 0.88 CH3 CH2-CH2 ccLs
5197M A 0.88 CH3 CH2-CH2 cocL3
5194M A 0.88 CH3 CH2-CH2 cocL3
5125M A 0.88 CH3 CH2-CH2 cDCL3
5137M A 0.88 CH3 CH2-CH2 coCcL3
5056M B 0.88 CH3 CH2-CH2 cocL3
2452M A 0.88 CH3 CH2-CH2 CCL4
2438M A 0.88 CH3 CH2-CH2 cDCL3
2440M A 0.88 CH3 CH2-CH2 cCL4
2459M A 0.88 CH3 CH2-CH2 cCL4
2460M A 0.88 CH3 CH2-CH2 ccLs
11126M A 0.88 CH3 CH2-CH2 cocL3
13098M A 0.88 CH3 CH2-CH2 DMSO-D6
1464M A 0.88 CH3 CH2-CH2 cCL4
1419M A 0.88 CH3 CH2-CH2 cCcLs
5684M A 0.88 CH3 CH2-CH2 cCL4
1816M A 0.88 CH3 CH2-CH2 CCL4
9M A 0.88 CH3 CH2-CH2 cDoCL3
2053M A 0.88 CH3 CH2-CH2 CcOCL3
11397M A 0.88 CH3 CH2-CH2 D20
5330M A 0.88 CH3 CH2-CH2 coCcL3
.2389M A 0.88 CH3 CH2-CH2 CCL4
2416M A 0.88 CH3 CH2-CH2 cocL3
2241M A 0.88 CH3 CH2-CH2 CCL4
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