298 2 Carbon-13 NMR of aromatic compounds

Gross formula Structure Solvent  §°C [ppm], "J(C-H), "J(C-X) [Hz] Ref.
CoyHisFs CDCL,  123.4(C1) 131.6(C2) 125.0(C3) o5 Anm]

131.5(C4) 128.9(C5) 125.5(C6)
131.1(C7) 139.6(C8) 135.0(C4a)
130.0(C8a) 117.0(C1") 142.2(C2'/6")
136.6(C3"/5") 137.2(C4") 142.0(C1")
129.8(C2") 137.0(C3") 127.5(C4")
127.4(C5") 125.9(C6") n.r.(CHs)

Cy3H sF3 CDCl;  131.7(C1) 130.9(C2) 124.8(C3)
130.2(C4) n.r.(C5) 125.2(C6)
130.2(C7) 139.2(C8) 135.0(C4a)
130.0(C8a) 128.7(C1') 148.0(C2")
138.6(C3") 150.0(C4") 110.7(C5")
126.0(C6") 141.5(C1") 136.0(C2")
129.1(C3") 126.7(C4") 124.5(C5")

131.0(C6") n.r.(CH5)
Cy3H6F» CDCl;  132.8(C1) 131.0(C2) 124.8(C3)

129.8(C4) 128.7(C5) 125.4(C6)

130.5(C7) 139.4(C8) 135.0(C4a)

130.0(C8a) 133.3(C1') 158.5(C2")

102.7(C3") 161.6(C4") 110.0(C5")

133.0(C6") 141.7(C1") 136.1(C2")

129.5(C3") 126.6(C4") 124.5(C5")

131.1(C6") n.r.(CHs)

Cy3H6F» CDCl;  132.6(C1) 130.8(C2) 124.9(C3)
130.0(C4) 128.6(C5) 125.2(C6)
130.5(C7) 139.3(C8) 135.0(C4a)
130.0(C8a) 132.8(C1') 145.6(C2")
151.6(C3") 115.3(C4") 124.2(C5")
127.5(C6") 141.4(C1") 136.2(C2")
129.3(C3") 126.8(C4") 124.8(C5")

131.1(C6") n.r.(CHs)

CDCl;  132.7(Cl) 130.8(C2) 124.7(C3)
129.8(C4) 128.7(C5) 125.2(C6)
130.5(C7) 139.3(C8) 135.0(C4a)
130.0(C8a) 132.3(C1") 155.3(C2")
115.6(C3') 114.0(C4") 157.4(C5")
119.3(C6') 141.7(C1") 136.1(C2")
128.6(C3") 126.9(C4") 124.4(C5")
129.5(C6") n.r.(CHj)

Cy3H6F,

Landolt-Bornstein
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Gross formula Structure

Solvent

8°C [ppm], "J(C-H), "J(C-X) [Hz]  Ref.

CysHyF CDCls

Cy3H,604

C24H 14

CyHis

C24H20 CDC13

C24H2()Si CDC13

1
Q:%Si(C()HS)3

Landolt-Bornstein
New Series I11/35D2

134.0(C1) 131.0(C2) 125.1(C3) o5An
129.4(C4) 128.6(C5) 125.3(C6)

130.5(C7) 139.0(C8) 135.0(C4a)

130.0(C8a) 133.9(C1") 159.3(C2")

114.6(C3") 128.1(C4") 122.8(C5")

132.8(C6") 142.9(C1") 136.2(C2")

129.4(C3") 126.6(C4") 124.4(C5")

131.4(C6") n.r.(CHs)

137.8(C1) 122.8(C2) 125.2(C3)
127.6(C4) 105.5(C5) 148.9(C6)
148.9(C7) 102.8(C8) 134.0(C4a)
136.8(C8a) 127.6(C1") 111.0(C2")
147.8(C3") 148.6(C4" 113.2(C5")
125.1(C6") 21.2(CH3) 26.0(CH,CH)
14.5(CH,CH3) 55.8(6-OCHs)
55.8(7-OCHs) 55.8(3'-OCHs)
55.8(4'-OCHs)

123.2(C1) 126.7(C2) 126.3(C3)
128.8(C4) 127.7(C5) 121.4(C6)
122.3(C7) 128.2(C8) 119.6(C9)
121.5(C10) 127.9(C11) 127.5(C12)
121.7(C13) 115.5(C14) 132.4(C4a)
131.7(C6a) 127.6(C6b) 131.5(C9a)
140.4(C9b) 139.0(C13a) 135.3(C13b)
128.8(C13c) 130.1(C14a) n.r.(C14b)

87Cho

136.2(C1/4) 129.4(C2/3/5/6) 132.9(CH)

136.8(C1) 132.0(C2) 134.3(C3)
136.4(C4) 128.1(C5) 125.5(C6)
125.8(C7) 128.2(C8) 126.0(C9)
124.0(C10) 133.0(C4a) 130.9(C4b)
132.3(C8a) 134.1(C10a) 137.9(C1")
131.7(C2'/6") 132.0(C3'/5') 138.8(C4")
33.6(1-CH,) 34.6(1'-CH.,) 38.6(4-CH,)
34.8(4'-CH,)

134.5(C1) 136.6(C2/6) 128.1(C3/5)
129.9(C4)
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2 Carbon-13 NMR of aromatic compounds

Gross formula Structure Solvent  §°C [ppm], "J(C-H), "J(C-X) [Hz] Ref.
CaosHoy 1 2 CDCl;  144.6(C1/2/3/4/5/6) 32.3(CH,) [93Ern|
C,sH,,04P CDCl;  149.1(C1) 126.1(C2) 131.1(C3)
H,C 126.2(C4) 137.1(C5) 120.6(C6)
Ly 15.1(2-CH;) 20.8(5-CHs)
> P=0
CHy/
C,4H,,0,P CDCl;  148.3(C1) 130.4(C2/6) 129.1(C3/5)
CH, 125.4(C4) 17.1(CHy)
! O
P=0
CH,/,
C,sH,,0,P CDCl;  148.7(C1) 121.2(C2) 138.2(C3)
133.6(C4) 130.6(C5) 117.2(C6)
19.8(3-CH;) 19.0(4-CHs)
C,4H,,0,P CDCl;  150.6(C1) 117.9(C2/6) 139.6(C3/5)
127.1(C4) 21.2(CH;)
CosHag CD;0D  125.1(C1/4/5/8) 124.0(C2/3/6/7)

130.0(C4a/C8a/C9a/C10a) 133.0(C9/10)

26.1(CH,) 28.4(BCH,) 25.3(YCH,)
28.0(8CH.) 25.3(¢CH,)

Landolt-Bornstein

New Series I11/35D2
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Gross formula

Structure

Solvent

8°C [ppm], "J(C-H), "J(C-X) [Hz]  Ref.

CysH,40

CysH,40

CyeHi4

C26H16

Landolt-Bornstein
New Series I11/35D2

DMSO-dg

DMSO-dg

TCE-d,

125.8(C1) 124.9(C2) 124.6(C3) P6Gad
126.8(C4) 126.3(C5) 124.7(C6)

128.9(C7) 120.0(C8) 192.7(C9)

121.7(C10) 127.7(C11) 133.0(C12)

119.0(C13) 116.9(C14) 133.5(C15)
124.4,125.2,127.4,128.5,128.6,128.8,
131.8,132.4(C4a,C6a,C8a,C8b,C9a,
C152,C15b,C15¢)

141.3,142.8(C13a,C13b)

126.2(C1) 125.1(C2) 124.8(C3)
127.4(C4) 127.0(C5) 124.7(C6)

127.8(C7) 121.2(C8) 122.3(C9)

133.3(C10) 127.2(C11) 122.1(C12)

191.5(C13) 118.0(C14) 127.4(C15)
126.0,128.1,128.9,129.4,130.2,131.9,
132.7,133.4(C4a,C6a,C8a,C12a,C13a,
C15a,C15b,C15¢)

140.2,142.9(C8b,C8c)

125.4(C1/3/8/10) 126.2(C2/9)
127.8(C4/7/11/14) 122.8(C5/6/12/13)
131.3(C3a/7a/10a/14a)

125.4(C5a/5b/12a/12b)

125.2(C14b/14e) 122.9(C14c/14d)

140.7(C1/2) 124.6(C3/8) 124.8(C4/7)
132.6(C5/6) 142.9(C2a/8a)

141.9(C4a/6a) 131.4(C8b) 131.7(C8c)
134.8(C1") 128.3(C2'/6") 128.7(C3/5")
127.4(C6")



302

2 Carbon-13 NMR of aromatic compounds

Gross formula Structure Solvent  §°C [ppm], "J(C-H), "J(C-X) [Hz] Ref.
CaHie Ac-dg 127.4(C1/8) 128.0(C2/7) 130.4(C3/6)  |00Hof|
208.5K  121.0(C4/5) 141.7(C9) 142.2(C4a/4b)
138.8(C8a/9a)
CaeH 6Br4 Br Br  CDCl;  139.0(Cl) 130.4(C2/6) 129.0(C3/5)
Q O 119.6(C4) 137.2(C)
1
C=C
Br Br
CaH16Cly c cl CDCl;  141.1(Cl) 132.4(C2/6) 128.3(C3/5)
Q G 132.9(C4) 139.5(C)
C=C !
Cl Cl
CaH16N4Og ON No, CDCl;  147.2(C1) 131.8(C2/6) 123.9(C3/5)
Q O 147.2(C4) 141.5(C)
/1
CaHis CS,/Ac-dg 127.8(C1/8) 126.5(C2/7) 126.3(C3/6)

122.4(C4/5) 136.8(C9/10) 129.9(C4a/4b)
131.8(C8a/10a) 139.3(C1") 130.8(C2/6")
127.5(C3"/5" 126.3(C4")

Landolt-Bornstein
New Series I11/35D2
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Gross formula Structure Solvent  §°C [ppm], "J(C-H), "J(C-X) [Hz] Ref.
CysHig CDCl; 137.5(C1/2) 125.9(C3/8) 120.6(C4/7) |76Tr0|

32.4(C5/6) 135.6(C2a/8a) 146.7(C4a/6a)
126.7(C8b) 135.3(C8c¢) 136.3(C1')
128.3(C2'/6") 129.9(C3"/5") 126.7(C4")

CyH 150 10 10a 11 11,12 CDCl;  126.6(C1) 124.9(C2) 124.7(C3)
127.3(C4) 127.1(C5) 125.5(C6)

126.0(C7) 127.0(C8) 126.8(C9)

122.4(C10) 38.3(C11) 116.5(C12)

127.5(C13) 108.3(C14) 153.9(C15)

130.8(C4a) 130.5(C6a) 124.3(C8a)

142.5(C10a) 144.4(C11a) 133.1(C15a)

137.5(C15b) 132.7(C15¢) 129.1(C15d)

132.3(C15e) 53.5(0CH;)

CaeHao Ph CDCl;  143.8(C1) 131.3(C2/6) 127.6(C3/5)
{ 126.4(C4) 141.0(C)

Ca6Ha00 Ph  Ph CDCl;  138.7(C1) 128.3(C2/6) 127.6(C3/5)
L 127.1(C4) 73.9(C)
W
ae
CsHa Ph Ph CDCl;  143.5(C1) 128.5(C2/6) 128.1(C3/5)
n-da ! 125.8(C4) 56.4(CH)
Ph ©
CaH»,0, Ph Ph CDCl;  144.3(C1) 128.7(C2/6) 127.3(C3/5)
L 126.9(C4) 83.1(C)
Ph [ ]
OH OH
CaHa4NP P CHph CDCl;  138.9(C1) 128.8(C2/6) 128.1(C3/5)

127.0(C4) 140.3(C1") 132.4(C2/6")

N
Q . \0}112 128.5(C3"/5") 128.1(C4") 54.3(CH,)

Landolt-Bornstein
New Series I11/35D2
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2 Carbon-13 NMR of aromatic compounds

Gross formula

Structure

Solvent

8°C [ppm], "J(C-H), "J(C-X) [Hz]  Ref.

CysHg

C29H200

C50H2304

C30H24

C30H2,0,

OCH

CDCl;

, CDCL

129.2(C1) 124.5(C2) 126.5(C3) [o9Min]
127.9(C4) 126.1(C5) 138.2(C6)

125.5(C7) 126.8(C8) 127.7(C9)

127.8(C10) 127.7(C11) 126.2(C12)

124.4(C13) 129.0(C14) 132.6(C4a)

131.9(C6a) 131.1(C8a) 131.9(C10a)
130.4(C14a) 126.9%(C14b) 127.8%(Cl4c)
131.1(C14d) 140.8(C1') 130.5(C2'/6")
128.4(C3"/5") 127.5(C4")

200.2(C1) 125.4(C2/5) 154.6(C3/4)
130.8(C1') 130.2(C2'/6") 128.0(C3'/5")
127.5(C4") 133.2(C1") 129.4(C2"/6")
128.0(C3"/5") 128.5(C4")

136.9(C1) 132.5(C2/6) 113.0(C3/5)
157.8(C4) 138.4(C) 55.0(0CHs)

133.0(C1/16) 128.4(C2/15)
127.0(C3/14) 131.0(C4/13)

123.7(C5/12) 119.2(C6/11)

123.4(C7/10) 126.8(C8/9)

132.0(C4a/12a) 127.7(C6a/10b)

129.7(C6b/10a) 133.1(C16a/16d)
126.3(C16b/16¢) 22.1(1/16-CHy)
19.7(4/13-CHy)

133.5(C1/16) 129.2(C2/15) OOMi
129.2(C3/14) 131.1(C4/13)

126.7(C5/12) 122.5(C6/11)

189.2(C7/10) 138.5(C8/9)

132.3(C4a/12a) 127.2(C6a/10b)
129.2(C6b/10a) 131.5(C16a/16d)
131.6(C16b/16¢) 21.9(1/16-CHs)
19.6(4/13-CHs)

Landolt-Bornstein
New Series I11/35D2
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Gross formula Structure Solvent  §°C [ppm], "J(C-H), "J(C-X) [Hz] Ref.
C50H40, CDCl; 132.5(C1) 130.3(C2) 129.2(C3) |99Mi2|

131.1(C4) 25.6(C5) 25.9(C6) 188.6(C7)
138.2(C8) 139.3(C9) 188.5(C10)
123.3(C11) 126.9(C12) 130.7(C13)
129.1(C14) 128.9(C15) 134.5(C16)
138.1(C4a) 140.4(C6a) 141.7(C6b)
138.2(C10a) 125.3(C10b) 132.2(C12a)
130.1(C16a) 133.6(C16b) 128.0(C16c)
136.8(C16d) 20.1(1-CH;) 19.6(4-CHs)
19.4(13-CH;) 21.4(16-CHs)

CsoHay CDCl;  136.2(C1) 129.3(C2/3/5/6) 129.9(CH)

CisHa CDCl;  138.5(C1/4) 138.9(C2/3) 127.0(C5/8)
125.3(C6/7) 132.1(C4a/3a) 140.5(C1")
131.3(C21/6") 127.5(C3"/5") 126.4(C4")
139.6(C1") 131.3(C2"/6") 126.6(C3"/5")

125.9(C4")

C34H40, 134.3(C1/18) 128.8(C2/17)
128.7(C3/16) 130.8(C4/15)

125.9(C5/14) 122.7(C6/13)

186.8(C7/12) 126.3(C8/11)

33.3(C9/10) 132.1(C4a/14a)

127.7(C6a/12b) 129.5(C6b/12a)

126.6(C7a/11a) 131.5(C18b/18¢)
131.4(C18a/18d) 21.7(1/18-CH3)
19.3(4/15-CH3)

CyoHus (H,0),C c(cuy, THF-dg  116.1(C1) 153.4(C2) 118.9(C3)

298.5K  125.9(C3a) 151.6(C6a) 147.5(C6c)
O O 35.8(CCH;) 31.0(CHz)
W Wi
3a
3

(H,0),C C(CH,),

Landolt-Bornstein
New Series I11/35D2



306 2 Carbon-13 NMR of aromatic compounds

Gross formula Structure Solvent  §°C [ppm], "J(C-H), "J(C-X) [Hz] Ref.
C4HyN5P @hcH)N CHPh CDCly 130.5(C1) 130.1(C2/6) 129.0(C3/5) [80Gra|
27277
P-N 129.3(C4) 49.6(CH,)
(PhCH,),N CH2
CyHuy H,0).C C(CH,),CD,Cl,  119.4(C1) 151.8(C2) 119.4(C3)

298.5K  132.6(C3a) 140.4(C6a) 137.3(C6c)
0.0 136.8(C12d) 35.2(CCH;) 31.1(CHs)

(H,0),C C(CH),
CioHsy HO.C C(CH),CDCL,  141.1(C1) 130.9(C2/6) 124.2(C3/5)  [81Sm]
148.9(C4) 140.1(C=) 34.4(CCH5)
31.3(CCHs)
c=c!
(H,C),C C(CH,),

Landolt-Bornstein
New Series I11/35D2
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