Table S2 — Definition of internal coordinates used in the normal coordinate analysis of MCPIC.

N°  Definition “ Approximate

description

S V(C3—Co) v(C-C,)

Sy V(Cs=07) v(C=0)

Ss v(Cs-0Og) v(C-0)

Sy v(0g-Co) v(O-CH3)

Ss v(C,—Cly3) v(C-Cl)

Se V(C—Cyy) V(C-Cr)

S; V(Co—H2)+v(Co-H,0)+v(Co—H; 1) vCH; s

Sg 2v(Co—H2)~v(Co-H,0)-v(Co-H; ) vCH; as”

Sy v(Co—H;p)—v(Co—Hy;) vCH; as™

Sio 8(Hio~Co-H;)+6(H;~Co~H0)+0(H 1;~Co—H 1)-8(H 2~ Co~Og)—-d(H;¢~Co~Og)-0(H 1 —Co—Os) 8CHj; s

Sii 28(H—Co—H;1)-0(H;,—Cy—H 0)-8(H;,~Co-H;,) 3CHj as”

Siy S(H ;~Co—H,p)-8(H,,-Co-Hy ) 3CHj as™”

Siz 28(H3-Co—0g)-0(H;o~Co—Og)-8(H; 1—Co—Og) yCH;”

Sis 3(H;g—Co—0g)-6(H,;—Cy—Os) yCH;™”

Sis T(H3~Co—03g-Ci)+1(H—Co—O5—Ce)+1(H;;—-Co—05-Cs) tCH;

Sis T(N4=C3-C=07)+1(Cy~C3-Cc=07)+1(N4=C3-Cs—05)+1(C,~C5-Cs—O3) ©(C-Cy)

Si7 1(07=Cs-05—Co)+1(C3-Cs-05-Cy) ©(C-0)

Sis 1(Cy=C—C,4—C9)+1(05-C=C4-C,9)+1(C,=C;-C4-C;5)+1(05—C,—-C,4—C;5) ©(C-Cpr)

S 28(05—Cs=07)-8(0s—Cs—C3)-0(07;=Cs—C3) 3(0CO)

Sz 8(0g-Cs—C3)-8(07=Cs-C3) 3(CC=0)

S ¥(07=05-04-C3) y(C=0)

822 V(C 1 =C2)+V(C2—C3)+V(C3=N4)+V(N4—O5)+V(05—C 1) vlsox1

523 3V(C 1 =C2)+3V(C3=N4)—2V(Cz—C3)—2V (N4—05)—2V(O5—C 1) viIsox2

So4 v(C=C,)-v(C3=Ny) vIsox3

Sos 2v(Cy—C3)-v(N4—0O5)—v(0s—Cy) vIsox4

N V(N4—O5)-v(0s—Cy) vIsox5

Sy; O(N4—05—C)-0.8095(C3=N,4—05)-0.8095(05—C=C,)+0.3095(C,—C3=N,)+0.3095(C,=C,—C3) dlsox1

Sog —1.11838(C5=N;4~05)+1.1185(05—C=C,)+1.8095(C,—C3=N,)-1.8095(C,=C,—C5) dlsox2

Sy T(C3—C,=C;-05)-0.809t(N4=C3—C,=C;)-0.8097(C,=C;—05-N4)+0.3097(05—N4=C5-C,)+ tlsox1
+0.3091(C-05-N,4=C3)

NEN 1.1181(Cy,=C1—05—Ny)—1.1181(N4=C3—C,=C;)-1.809t(C1—05-N,4=C3)+1.809t(05—N,4=C;3-C,) tlsox2

S V(C14~C5)+V(C 5-C6)+V(C16-C 7)+V(C7-C15)+V(C 5-C19)+V(C1o-Cy4) vPh1

S V(C14~Ci5)+v(C16-C17)-v(C17-C13)-Vv(C19-Ci4) vPh2

S33 —V(C4-C,5)+2v(C5-C16)-v(C6-C17)—v(C7-C5)+2v(C 5-C19)-v(C19-C14) vPh3

S34 V(C14~Ci5)-v(C6-C7)+v(C17-Ci3)-Vv(C19-Ci4) vPh4

S35 V(C14~C15)-v(C6-C7)-V(C17—Ci9)+V(C19-Ci4) vPh5

S36 V(C5—Ci6)-v(C15-Ci9) vPh6

S3; V(Ci5—Hy) v(C-HI)

S3g V(Ci6-Hz)+v(Ci7—Hp)+v(C g-Hy3) v(C-H2)

S39 V(Ci6—Hy1)-v(Ci5-Hs3) v(C-H3)

Sao 2v(Ci7-Hp)~v(C6-Hy)-v(Cs-Hy3) v(C-H4)

Sai V(Cio—Has) v(C-H5)

Sp 3(C5-C14~C9)-8(C4~C19—C;)+3(C19—C;3-C5)-8(C5-C17-C;6)+0(C17-C;6-C5)-0(C16-Ci5-C14) SPhl

Su3 3(C5-C14~C9)-3(C9-C5-C;)+3(C17-C;6-C5)-0(C16-C5-C14) dPh2

Ss 28(Ci5-C14~C19)-0(C14~C19—Cy5)-d(Cy9—Ci3-C5)+28(C 5-C7-C16)-0(C17-C16~C15)-0(C16-Ci5-C1a) SPh3

S4s T(C15-C14-C9-Ci)+1(C5-C4—C9—Hag) +1(C=C14~C19-C ) +1(C=C14~C19-Hpy)— tPhl
—1(C14~C19-C5-C7)-1(C14—C9~C3-Hp3)~T(Ho4~C19-C5-C7)-T1(H24~C19-C3-Hp3)+
+7(C19-C5-C17-C16)+1(C19-C15-C17-Hp)+1(H33-C3-C7-C16)+T(Ha3~C15-C7-Hpo)—
—1(C15-C7-C16-C,5)-1(C13—C17—C 6-Hy)-t(H2~C7-C6-C5)-1(H2~C7-Cs-Hy )+
+1(C17-C16-C5-C14)+1(C7-C16-C5-Hy)+1(H;=C16-C5-C4)+t(H,=C16-C5-Hyo)—
—1(C16-C5-C145-C9)—1(C6—C5-C4-C))-1(H0~C;5-C4-C19)—1(H50—C5-C14-C))

S4s T(C5-C14—C19—C9)+7(C15-C14-C19-H34)+1(C—C4-C;9-C3)+1(C—C4~Co—Hos)- tPh2
—1(C19-C5-C7-C,6)—1(C19—C5-C7-Hp)~1(H23-C3-C7-C6)-1(H23-C3-C7-Hp)+
+7(C15-C17-C16-C,5)+1(C15-C7-C6-Hz )+1(H3-C7-C16-C5)+t(H—~C17-Ci6-Hy )~
—1(C6-C5-C145-C9)~1(C6-C5-C4-C))-1(H0~C;5-C4-C19)—1(H50—C5-C14-C))

S47 —1(C5-C14~C19-C,5)~1(C;5—C4~C9-Hp4)~1(C=C4-C19-C3)—1(C|—C4~Co—Hoy)+ tPh3

+27(C14-C9-C5-C7)+27(C4~C19-C3-H3)+21(H14~C19-C3-C17)+21(Hp4~C9-C 5-Hy3)+
—1(C19-C5-C17-C6)~1(C19—Ci5-C17-Hp)~t(H23-C15-C17-C 6)~T(H23-C15-C7-Hpp)—



SSS
Sse
S57
SSS

Sso
Seo
Se1
Se2
Se3
Se4
Ses
Ses

—1(C15-C17-C16~C,5)-1(C13—C17~Ci6-Hy)-t(H2~C17-C16-C5)-1(H2~C7-Cs-Hy )+
+27(C17-C6-C5-C14)+27(C17-C16-C15-Hp0)+21(H3=C16-C5-C14)+21(Hy —C6-C/5—-Ha0)—
—1(C6-C5-C145~C9)~1(C6-C;5-C14~C)-1(H0~C;5-C14-C19)-1(H0-C5-C14-C))
8(Cy5-C14-C)-0(C19-C14—Cy)
S(Hz—C5—C14)-0(Hy~C5-C16)+0(H;~C6—C15)—0(Hz—C16-C7)+06(Hpp—C17-C 6)—0(Hp—C7-C5)+
+0(H3—C3—C7)—8(H23—C15-C9)+0(Hp4—C19—C4)—8(Hp4—~C19—C}5)
8(Hzp—C5—C;4)-0(Hy—C;5~C;6) +6(H3—C;6—C5)-0(H,1—C16-Ci7)
+0(Hy3—C3—C,7)—-8(H23—C15-C9)+0(Hp4—C19—C4)-8(Hp4—~C19—Cy5)
8(Hz—C5—C;4)-0(Hp~C5—~C16)—20(Hp—C17-C,6)+20(H—~C17—Cig)+ 6(Hp4—C9—C 4)-0(Hp4—C9-Cyg)
8(Hz—C5—C;4)-0(Hy~C5—C16) —8(H,—C6—C5)+8(H;—C6-Cy7) +
+0(H3—C3—C7)—-8(H23—C15-C9)-8(H4—C9—C;4)+8(Hp4—~C19—Cy5)
28(Hy—C15—C14)-28(H,p—C5—C;6)-38(H;—C6—C;5)+38(H3—C6-C7)+26(Hp—C;7-C)6)—
—28(H3,—C17-C;8)-38(H,3-C5—C;7)+38(Ha3—C5—C19)+28(Hps—C19—C4)—28(Hp4—C19—Cyg)
Y(Hz~C14-C15-Ci6)+7(H21=C15-C16~C17)+y(Hyp~C16-C17~C1g)+y(Ha3-C17~Cy5-Cio)+
+Y(H4-C13-C1o-Cyy)  y(C-HI)
Y(Hz0-C14=C15-Ci)+y(Hz—C5-C16~Ci7)—y(Hp3~C17-C5-Ci9)~y(Hp4—C3-C19-C14)
Y(Hz0-C14-C15-C16)-2y(H2~C16-C17-C ) +y(Hp4—C5-C19-C14)
Y(Hz0~C14~C15-C16)~y(Hz1=C15-C16-C17)+y(Hp3~C17—Ci5-C19)—y(Hp4—C3-C19-C14)
2y(Hy—C14~C15-Ci6)-37(Hp1~C5-C16-Ci7)+2y(Hp—C6-C17-Ci)-37(Hp3—C7—C5-Cio)+
+2y(Hz4~C15-C19-Ci4)

Y(Cl1;3-C=C-C;)

Y(Cs—Cy—C3=Ny)

¥(C14~C,=C,-05)

¥(C—C5—C14—Cyo)

3(Cs—05—Co)

3(Cl3-Co—C3)-8(Cl;3-Co=C))

3(Cy—C5-C6)-0(N4=C3-Cs)

3(C=C-C14)-8(05-C|—C\4)

w(Ph-Isox)
3(C-H1)

6(C-H2)

S6(C-H3)
5(C-H4)

S5(C-HS)

y(C-H2)
y(C-H3)
y(C-H4)
y(C-HS)

Y(C-C)
y(Isox-E)
y(Isox—Ph)
y(Ph—Isox)
3(C-O-CH5;)
w(C-Cl)
w(Isox-E)
w(Isox—Ph)

“Normalization factors not shown. v, bond stretching, 8, bending, y, rocking, w, wagging, t, torsion,
IR, inter—ring; Isox, isoxazole ring; Ph, phenyl ring; E, ester. See Figure 1 for atom numbering. The
molecule belongs to the C; symmetry point group (all coordinates belong to the A symmetry
species).



