Appendix 2 - Crystal Structures Determined During PhD Studies, Not Discussed in This Thesis
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P2 1/ n

a=12.3969(13) A

b=21.308(3) A
c=13.836(2) A
B=92.761(3)°
V =3650.5(7) A’

R, =0.0451

MRPK-57-FS
P-1

a=8.540(1) A
b=12.702(2) A
c=15.366(2) A
o =102.196(8)°
B=101.379(7)°
v =106.672(8)°

3
V =1500.3(4) A

R; = 0.0530

MRPK-64-FS
P2/c

a=18.192(7) A
b=13.185(5) A
c=15.021(5) A
B=111.193(8)°

3
V =3359(2) A

R;=0.1173

RWNWS5-1

\ Pr \ \/

_ / X &R Ptil ' ’

\ 52 \ 7

/'\ , N/ <
S P(1A
\ I \/ 0(2?\f’® o
=} Cl2A)
_ TN\ 0(3)
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P-1

a=9.505(2) A
b=11.215Q2) A
c=11.558(2) A
o= 66.711(5)°

B = 66.693(5)°

v =76.410(5)°

V =1034.83) A’

R;=0.0736

SNAC-13-Off
C2/c

a=26213(3) A
b=12.4787(9) A
¢ =32.038(5) A
B =113.478(12)°
V=9612(2) A’

R;=0.0633

SNCU-25_Off
P2 1/ n

a=12.060(3) A
b =28.536(5) A
c=15392(3) A
B =102.698(5)°
V=51672) A

R;=0.0773

N\
I~ N2) / S~
NI \ \
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SRPL-88-1
P21/n

a=11.593(10) A
b=9.521(8) A

¢ =12.996(12) A
B =98.23(3)°

V =142002) A’

R;=0.0913

SVBB4-1-off
C2/m

a=6.940(3) A
b=9.472(4) A
¢ =20.800(9) A
B=96.212(12)°

3
V =1359.3(10) A

R; =0.0472

USPK1-off
P-1

a=9.8630(7) A
b=10.952(2) A
c=12.1382) A
a = 84.904(13)°
B =67.383(10)°
v = 69.892(10)°

3
V=1135203) A

R;=0.0319

N(1)

N(2)

on)
3 0(3)

¥
Br{1) /\/\/\/\/7\/ /\/
&/ | N \gu)

\/v\,/

0(2)
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USPK2-1
P-1

a=9.846(2) A
b=10.928(3) A
c=12.148(3) A
o= 84.92(3)°
B=67.30(2)°

¥ =69.93(2)°
V=11312(5) A’

R;=0.0882

USPK3-Off

P21/C

a=11.553(3) A
b=12.52803) A
¢ =12.432(4) A
B = 106.320(5)°
V=17269(7) A’

R; =0.0503

YBCC24_Off
P2 1/ n

a=6.426(2) A
b =28.842(7) A
c=13.4133) A
B=99.157(7)°

V =2454.1(10) A’

R; =0.0549

Br(1)

I/\fK/\

o
/\ 0(2) /\
| )
NN

Cltn

0(2)

@\/\/\/\/’\/

“\

o

|
!

0(3)

Brzg()\
N7 \N7\/

Br(1)
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BCPK-45-fs
P-1

a = 8.2454(9) A
b=9.2117(11) A
c=16.0081(18) A
a=102.952(7)°
B=91.493(6)°
y=111.372(8)°

3
V=1095.7(2) A

R; =0.0260

BCPK-54-FS
P-1

a=9.309(1) A
b=112192) A
¢ =18.514(3) A
o= 75.934(6)°

B = 85.019(6)°

v =175.907(6)°

V =1818.4(4) &

=0.0704

BCPK-62
Pca21

a=163311(11) A
b=7.9541(5) A

¢ =18.1635(13) A
V =2359.4(3) A’

R;=0.0386

\
g

Sb(1)

l/ ‘/

—
/N
\
4
| citn ’
GO sh NGB ~
& 4 _ﬁ ‘
cI2)
\
N7\~



BCPK-65-2-FS
P2 1/ n

a=12.152(5) A
b=7.062(3) A
c=12.323(5) A
B=114.08(2)°

3
V =965.5(7) A

R; =0.0355

BCPK-72-FS
P21/C

a=17.1102) A
b=13.722) A
c=15.36(2) A
B = 106.66(2)°
V =3453(7) A’

R; =0.0896

BCPK-80

P65;/mmc

a=7243(4) A
¢ = 8.389(5) A
V =381.2(4) A’

R;=10.0631

clic)

cliB)

Mol1)

é 0(2)

CIE)

0(3)
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BCPK-82-FS
P21/ C

a=11.6333) A
b=11.096(3) A
c=14.877(4) A
B = 108.181(8)°
V =1824.4(8) A’

R =0.0449

BCPK-84-fs

P65;/mmc

a=7321(6) A
¢ =8.855(4) A
V =411.06) A’

R;=0.0300

BCPK-94-fs
P21/ C

a=15.279(2) A
b=18.049(2) A
¢=15.165(1) A
B =123.1420(8)°
V=3501.5(5) A’

R;=0.0365
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Brian36-off
P-1

a=7.9678(13) A
b=14.172(3) A
c=16.796(3) A
a=90.762(10)°
B = 91000(7)0
Y= 92000(8)0

3
V = 1894.9(6) A

R; =0.0705

Brian38-off
P-1

a=28.3216(12) A
b=15389(2) A
¢=16.939(2) A
o =64.679(4)°
B: 78050(6)0
Y= 80604(5)0
V=191L5(5) A

R, =0.0751

Brian48off
C2/c

a=212672(2) A
b=11.072(11) A
c=19.143(2) A
B =90.793(9)°

v =4507(5) A’

R;=0.1156

/\_
\_/7\
/\_/
\‘/ P(27)

se(20) &R §

CHQ)@\@ ci3)
gﬂm
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7
\ 0(1)
Brian49minioff

P21/C

a=15.1383) A
b=13.808(3) A

¢ = 16.874(3) A

B =99.36(2)°

V =3479.9(11) A’

R;=0.2071

BSPK32
P-1

a=8492(2) A
b=10.601(3) A
c=13.737(3) A
o = 85.39(3)°

B =73.92(2)°
v=79.53(2)°
V=1167.95) A’

R; =0.0583

BSPK32mini

C2/c

a=19.14(3) A
b=12.792) A
c=22.67(3) A

V= Ssaal) A I/ \,/ 3

R; =0.0662 ~ / N /
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BSPK-34-1TS_Off
P-1

a=8.987(5) A
b=15.11009) A
¢ = 15.777(10) A
o= 115.74(2)°
B=91.98(3)°

¥ =90.05(3)°
V=1928(2) A’

R;=0.1525

B Cl2
BSPK37

P2,242,

a=12.941(4) A
b=16.141(4) A
c=21.948(6) A
3
V =4584(2) A

R; = 0.0863
BSPK40
P-1

p— —
L —
c=16.6453(12) A y I adll I |

= 65.56(5)°

3: 79.92%5;o I N\~ N N\~ N
y=8L64(S)° l I /
V=1828.7(9) A \/\/ \/\/
R, =0.0732 \ / I\ /

40



BSPK451s
P-1

a=8.043(5) A
b = 8.499(6) A
¢ = 14.948(9) A
o= 74.38(2)°

B = 76.84(2)°

v = 65.54(2)°

Vv =888(1) A’

R;=0.0434

LD066-1
P2/n

a=8.842(4) A
b=5.9312) A
c=16.345(8) A
B =96.922(12)°

V =850.9(7) A’

R;=0.0634

PSDW1
P-1

a=7.6712) A
b =9.404(2) A
c=10.484(3) A
a=106.421(8)°
B = 104.690(8)°
v =106.308(8)°

V=649.13) A’

R; =0.0296

N(1)

) CINA)

Sell) @

Tell)
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PNPKO1-FS
P-1

a=8.0024(17) A
b= 10.504(3) A
c=10.821(3) A
o= 61.575(7)°

B = 69.414(7)°

v =79.266(7)°
V=748.7(3) A’

R;=0.0272

PNPKO02-FS
P21/ n

a=9.8117(9) A
b=162184(13) A
¢ =10.8329(8) A
B =90.330(6)°
V=1723.822) A’

R;=0.0177

PSC20-fs
P21/C

a=21.259(3) A
b=7.2032(9) A
¢ =20.189(3) A
B=116.264(9)°
V=2772.57) A’

R; =0.0691

NN

\\/\‘/

[ 1

\@’\
A
|}
AN
0
N7\~
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PSC21-1-FS
P-1

a=7.388(2) A
b=10.374(2) A
c=10.8102) A
a=107.355(8)°
B=107.255(8)°
vy =106.126(8)°
3
V=691.6(3) A

R; =0.0328

PSC22-FS
P21/C

a=18.0397(17) A
b=9.8619(10) A
¢ =15.5876(15) A
B=114.111(8)°

V =2531.2(5) A

R; =0.0462

PSC23-fs

P2,2:2,
a=7.15712) A
b=13.296(3) A
c=14.276(3) A .
V =1358.5(4) A

R; =0.0640

Sel2)
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PSC26-FS
P-1

a=9201(1) A
b=12.861(2) A
¢=13.126(2) A
o = 70.831(8)°

B =89.618(7)°

vy =78.617(7)°

V = 1435.4(4) &

R, =0.0267
PSC36-fs
P-1
a=7.474(1) A v
b=9.5952) A et
c=19.3193) A / N\ _—
o = 88.766(7)° ~\ / =
B = 82.404(6)° ‘ —_ \
y=85599(6)° \/
V =1369.03) A \ /
R, =0.0699
SelS) &

NBDW2-off

Sel6) &3
P21/C
a=12.2296(9) A NS
b=16.2379(11) A \ \
c=25.1151(18) A \
B =103.0270(14)° NN \

V =4859.1(6) A’

R;=0.0271 Sel(3) w
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