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0.13 NL:
100 A 2.67E9
- ,f' \ TIC MS
] [ MT-63
50i / N\
) ‘I
/ 052 060 071 079 090  1.08 1.16 1.26 1.37 1.49 157 1.68 1.76 1.84
o e —-— i
000 p L
’\‘ 0.16 6.31E8
~ / W Base Peak
i [N MS MT-63
50- \
= \
= \\
1 N 0.52 070 079 090 105 1.16 124 141 152 160 1.75 1.84 1.96
G T T T [ T gL ‘ T T T [ T T T ‘ T T T T T T T | T T T ‘ T T T T T T T T T ‘
0.0 02 0.4 06 08 1.0 12 1.4 16 1.8 2.0
Time (min)
N3 #7-19 RT: 0.09-0.26 AV: 13 NL: 3.42E8 R R T T
T.. MS + ¢ ESI Full ms [150.00-2000.00]
26510703
300000000
250000000
5200000000 771.22643
73 =
[ = =
k9] ]
E 150000000
100000000
3 397.10776
50000000 808.28191
] 639.22560
e | || |52920829 || 193051728 1338.88492 1629.39758 1785.58679
~ R T T e s e T Trigaln o [oouTRasnT:me i ] e PRI A R D e
200 400 600 800 1000 1200 1400 1600 1800 2000
m/z
MT-63 #7-19 RT: 0.09-0.26 AV: 13 NL: 6.69E7
T: FTMS + ¢ ESI Full ms [150.00-2000.00] [ %
ao7.10776 (£ 1 Ne)
Ca0 Hzz 05 Na S = 397.10802
-0.63312 ppm
100+ pp
90—
807 A
s o [t
5 3 392.15254
g 60 CaoHas 05 N S = 392.15262
2 509 o 7 & -0.19664 ppm
o 2=
£ 407 375.12600(}1*
g 302 C20H23 O5 S =375.12607
3 O ARR R 398.11111
204
o 3 1
105 3?31559
0T e T \[llw\ll Tl o i 1‘[1“‘\ 1‘| T T
365 370 375 380 385 390 395 400 405
m/z
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Verbindung 47 — Massenspektrum

\Orbitrap\Orbitrapdaten\20101221\MT-240
Sevenich,Kampling

12/21/2010 2:42:57 PM

MT-240 1/10

RT: 0.00-1.99 ,
100 e

|

\
\

\
i \
1 \ 032 040 052 066

Relative Abundance
1|

0.82 0.99

134 149 168 1.78 1.88

NL:

2.56E7

Base Peak F:
FTMS + c ESI
Full ms
[150.00-2000.00]
MS MT-240

1
Z 200009 | |\

10000=

=l N 080
T

{5 il T L e i
0.6 1.0
Time (min)

O (AU S )
0.0 0.2 0.4

M~ 0#8-14 RT 0.13-022 AV:7 NL: 1.93E7
F: b IMS + ¢ £ Full ms [150.00-2000.00]
775.21800

i
o
7

©
(=]

399.10327
|

©
o

267.10251

=
o

(o2}
o

N w B
o o o

=
o

)

Relative Abundance
15
te}
v v s T T T T e Ta

‘ ‘ 467.09024 J

1151.33218 1287.30884

1741.31600

NL:

5.20E4
Channel C UV
MT-240

‘[ 658.39257
e

800

|
T

400

1
{RaRE]

o

i SR T T
1000
m/z

e
200 600

MT-240 #8-14 RT: 0.13-0.22 AV: 7 NL: 1.64E7
F: FTMS + ¢ ESI Full ms [150.00-2000.00]

1005

90—

80
707

[ U

377.12162
CooH22 O4FS=377.12173
-0.30255 ppm

Relative Abundance
o
o
It

— N
(= )
el b e

86113181 1056.48915 |
Sl

-~ 1437.66403
27 TR
1400

T
1200 1600

[)/k\ Mﬁ]*
399.10327
C20Hz21 04 F Na S =399.10368
-1.01476 ppm

TN
394.14825
CooH25 O4NF S =394.14828
-0.08057 ppm

400.10627

ALY LA A R AR A

1800

1942.44720
T T F—'—}
2000

=Dl Ll L O ) D L R L e i e

T T
375 385
m/z

TooaTuanll (o
360 365 370

T Toelal
390 395
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Verbindung 48 — Massenspektrum

6/25/2010 2:12:40 PM MT478 1110 M\f/ chve o de
Rals «meye* i X 4L S ia A 205 P, 3 Wl R o DA s, &
RT: 0.00 - 3.00
X 0.08 NL:
10 7.97E4
=1 Total Scan
60000 | PDA MT178
2 40000 i
|
20000 \
e sefom
=L O3 040 052 078 090 1.07 119 136 157 170 1.78 216 224 254 262 275 2.83
015 NL:
10()J 1.00E7
© TIC MS
8 MT178
8 80
=
o
B
o 60
= =
g ] N.040 045 070 091 109 127 157 . AJ7 200, 223 242 2.69  2.90
2 4] iy LI e T L O R =00
(‘T_r[l\W .[l\ﬁ'l' \.V}l',’\l\ \fl"f!} l![VV!‘TI\’\Il‘I\II\I\llm
0i0; 02 . oMins oo e o A J 2.0 (el ool gl g
Time (min)
MT478 #7-11 RT: 0.13-0.22 AV: 5 NL: 1.29E6 Ty P e S N I o
" TMS - ¢ ESI Full ms [150.00-2000.00]
317.08622
=
1200000~
1100000 \
=
10000007 }
900000 !
800000 j ‘
> =) |
£ 700000
| =~
[
= anoooo% :
500000 |
:! |
400000~ ‘ |
| 403.30839
l 543.16924
Ll s R 78517221 102120520 1213.24806  1441.19498 1781.94730
(ST TEs sl i L T e s s e v I | [ S L | TR S T T A
= 400 500 800 1000 1200 1400 1600 1800 2000
mlz
MT178 #7-11 RT: 0.13-022 AV: 5 NL: 129E6 ¥ ¥ AN (T e
T: FTMS - ¢ £81 Full ms [150.00-2000.00]
317.08622
C1aH1g OsF S = 317.08645
-0.7011
100‘] 0.70118 ppm
%, //7—//#— /ééﬂz ]
80
8 70— -~ =
=
B 60 / /7'//]
> | e
2 50-1 271.08099
¢ Cus Hag O F S = 271.08007
£ 40 ] 0.09967 ppm
kol g |
& any
20 . . 325.18385
233.26427 311.16869 T
10+ | 272.92161 ‘ ‘ ” }
|
=4 “\\‘:"|\" T yt“‘ﬁv‘%‘r"\|!|l \r\l\[\“.’lllill 11!1|!l\|l31\wTTT
250 260 270 280 290 300 310 320 330 340 350
miz
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Verbindung 50 — Massenspektrum

\\Orbitrap\Orbitrapdaten\20101221\MT-236

m/z

12/21/2010 2:45:38 PM MT-236 1/10
‘Sevenich,Kampling
RT: 0.00 - 2.00
0.15 NL:
. 1005 A 2.84E7
e ] / \\ Base Peak F:
2 80~ [\ FTMS + c ESI
g ] I Full ms
5 5 [ [150.00-2000.00]
3 607 il MS MT-236
< } \
[0} < ¥
> 40 | \
© ] T
[0} | \
x 20 [ A
) (. 036 054 060 078 089 101 114 1.22 141 455 470,181 198
0.07 NL:
T 6.99E4
EE Channel C UV
60000 s MT-236
= 40000
< 1
3 ]
20000 | |
e
sl R
‘ 0.31
O}‘Tll\“’l!l|\lyt‘}I¥\|\Il|\l\l\1|lly\ll
0.0 0.2 0.4 06 0.8 1.0 1.2 14 1.6 1.8
Time (min)
MT 6 #7-13 RT: 0.12-021 AV: 7 NL: 1.92E7
F: . .MS + ¢ ES| Full ms [150.00-2000.00]
100, 28227931
90~
) |
: ‘
|
© |
Q |
= |
(] 1
= 1325.14572
Q
<C
2
©
D 567.16569
527.15273
I 117123646 1403.31626 1603.80932 1775.31059
(B A R 2 R A R AN Bl 2R KRR REREH R 2 D R R i A B R 1 =D AR R R iy L R ]
400 600 800 1000 1200 1400 1600 1800 2000
m/z
MT-236 #7-13 RT: 0.12-0.21 AV: 7 NL: 1.92E7
F: FTMS + ¢ ESI Full ms [150.00-2000.00]
i 282.27931
90,
-
80 e
] SNV
g 70- 295.07742
S C13H17 O3 F Na S =295.07746
e 0.14521
= -U. ppm
= 503
(0]
2 40=
©
[0} b |
x 307
20 283.28244 289.09051
10- 280.26398 296.08055
: |
Oj'f” T e '[]'""'I“"'V“'I AT AR RRA R R \“ T R s DR BRRR e Tl ;"'\“wl‘-“wr‘ Az
270 275 280 285 290 295 300
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Verbindung 32 - IR
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Verbindung 32 — Massenspektrum

\\O}bitrap\orbitrapdaten\201 10419\MT256 4/20/2011 7:33:50 AM MT311 1/10

Sevenich

RT: 0.00-1.98
~ 1004

0.15
N
/

50—

0.42 0.50 0.64 0.69 0.81 0.91 0.99 1.08 127 135 145 1.56 1.76 1.83

NL: 6.58E8

TIC F: FTMS + ¢ ESI Full
ms [150.00-2000.00] MS
MT256

1.97

q [ 3
3 . N 0.45 0.55 0.64 0.81 0.91 1.04 111 1.23 1.30 144 156 1.73 1.83

NL: 1.45E8

Base Peak F: FTMS + ¢
ESI Full ms
[150.00-2000.00] MS
MT256

1.97

2 ) 043 052 065 074
- ) I o i ) B e
0.4 06

0.81 0.96
i |
1.0

Time (min)

1.04 1.18 1.23
()

140 1.54 159 1.73 1.85
T T T T T o T T T T T
12

T
1.4 1.6 1.8

I
0.8

NL: 8.03E6

m/z=
371.13044-371.13416 F:
FTMS + ¢ ESI Full ms
[150.00-2000.00] MS

1.92 MT256
Tl

1256 #9-16 RT: 0.12-0.23 AV: 8 NL: 1.09E8
TMS + ¢ ESI Full ms [150.00-2000.00]
388.15991

357.07721

758.28620

Relative Abundance

255.08537

461.]0196 727.20278 || 831.22783 1001.40926 1196.78092
R R e T aand T T T T

1491.35864 1603.53638 1741.26052 1984.58146
T T [ Rad B A A TR TR R T T

T T T T T
200 400 600 800 1000 1200 1400 1600

m/z

MT256 #9-16 RT: 0.12-0.23 AV: 8 NL: 1.09E8
F: FTMS + ¢ ESI Full ms [150.00-2000.00]

388.15991 CHaln Y

C1gH27 Os NF S =388.15885
2.73946 ppm

o
i

@
j_tl,l

393.11457

J

0.84092 ppm

Thun v ‘

Relative Abiindance
PN
o

37113326 ™ 389.16287
C1gH24 Os F S =371.13230
2.58030 ppm

Lf (T P g g

N
o
i

i\

T
1800 2000

e o3t

C1gH23 Os F Na S =393.11424

394.11765

o

T LT R L

385

T Tooe Taegloaml ]

I T
365 370
m/z

758.28620 oMM Y

C3s Hs0 O10 N F2 Sz = 758.28387
3.07202 ppm

MT256 #9-16 RT: 0.12-0.23 AV: 8 NL: 3.68E7
F: FTMS + ¢ ESI Full ms [150.00-2000.00]

763.24098
Ca6 Has O10 F2 Na Sz = 763.23927

100
1 2.23851 ppm

80
i | |

60—

B |
4 |
40— |

|

Relative Abundance

20-]

|
395

Eh s T e

Cars \o 3t

I 760.29260
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Verbindung 59 — IR
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Verbindung 59 — Massenspektrum

0:\20120810\MT521 8/10/2012 12:20:36 PM MT521 110
Sevenich,Bruehl
RT: 0.00- 1.99
0.15 NL:
100] 1.60E8
a1 TIC MS
/ MT521
50t /
j [
- / 0.42 0.53 0.61 0.69 0.84 093 1.01 112 122 1.37 141 1.56 1.65 1.78 1.86 1.95
100 o1 o
7 \ 3.76E7
al Base Peak
j MS MT521
50—
]
- . 0.34 0.48 0.61 0.69 084 0.95 1.03 112 1.22 1.33 1.41 1.56 1.65 1.78 1.84
0.21 NL:
1OOq 0.16 3.78E4
| 0.24 m/z=
299.10967-
501 0.13 299.11267
j MS MT521
q 1038 0.42 051 0.78
0O+ I — T o T e 5 e R o e e (o )
0.0 0.2 0.4 0.6 0.8 1.0 1.2 14 1.6 18

e Time (min)

| MT:  #9-14 RT: 0.15-022 AV: 6 NL: 2.44E7
T: FTMS + ¢ ESI Full ms [150.00-2000.00]

100 R — }\_L\f,'\d\md'ﬂr ) [ unkbex o U-’Lk\r Aie \Q’\ibu)\gu\\& Aes Pt Qﬁﬂu‘ﬂ\'k‘. )

90

80—

705

Relative Abundance
o
T

= 318.24050

0 et UAl, J“w.zesgo 563'5‘,5060 790.71663 1016.81717  1196.36569 1428.58264 1638.04471 1885.65576
1 r T T T T T T T T T T T T T T T T T T T T T T T {Faaza| T T T T T T 1
200 400 600 800 1000 1200 1400 1600 1800 2000
m/z
MT521 #9-14 RT: 0.15-0.22 AV: 6 NL: 2.30E4 kaa G ML Cae N
T: FTMS + ¢ ESI Full ms [150.00-2000.00] ax ls g Q }
200.11085 LY+t

C15H20 03 F S =299.11117
-1.06920 ppm

299.25798

40

Relative Abundance
(€]
o

N
o

299.07697 299.09564

oo
LoDl

T
299.15
m/z

|
299.05
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Verbindung 77 — IR
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Verbindung 77 — Massenspektrum

E:\Orbitrapdaten\20100809\MT-199-B 8/10/2010 1:44:48 PM MT-199-B_1/10
+IVESVI-F]M’SV{ Sevenich S A8 »
RT: 0.00 - 1.99
’ 0.17 NL:
1007 \ 9.33E8
e TIC MS
8 o MT-199-B
= = |
© = ’ |
O — \
5 66 [
Q 3l ‘ \
< . \
g a0 |
Z i)
© |
x 20__ |
i 0.53 062 0.79 1.01 1.10 1.24 1.37 157 173 1.95
o 160
BIE5
j T 0.46 0.65 0.73 0.91 1.03 1.23 1.30 1.48 1.98
O §- R e e (e ey el Rl i S Pa iy i) \JhanneiA
3 - uv
1 MT-199-B
-50000— |
o .
3 -+ 4
-100000- ||
-150000— |
\“ll‘\II‘14|‘I\l‘III|III|\];|\\I|\\\[\I\
OIOE 0 28 om0l DG 0 D A e 51
Time (min)
MT-199-B #7-19 RT: 0.10-0.31 AV: 13 NL: 1.06E8 '
T: FTMS + ¢ ESI Full ms [150.00-2000.00] e St
45821799 LHAOHI
C2 Has Og N F = 458.21847
-1.04746 ppm
100000000
90000000
80000000
70000000
2 60000000~
£ =
< |
£ 50000000
40000000
30000000 (hrwy?
- 441.19189
20000000 Co2 Hap Og F = 441.19192
10000000~ -0.07269 ppm |464.17642
oo 30418724 420.20285 430.24350 | #42-19530 Gl
""\""\""\""I‘ “I""|”"I“"I""\"" (R R T 3 LTS U i B ]““1““I“"I""]"“ 5
400 420 440 460 480
m/z
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Verbindung 78 — IR
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Verbindung 78— Massenspektrum

\\Orbitrap\orbitrapdaten\20110309\MT-260
Sevenich,Kampling

Anhang Il IR- und Massen-Spektren — Teil A

3/9/2011 9:17:50 AM MT-260 1/10

. RT: 0.00-2.00
NL: 2.56E4
J Total Scan PDA MT-260
20000
=) ]
< a
‘ > 10000
| 01002 027 039 047 055 072 081 1.01 1.10 122 130 1.59 168 1.80 1.88
ok 0.15 NL: 3.97E7
. TIC MS MT-260
50-]
) > 038 052 070 086 083 1.10 119 1.33 1.58 165 186
0- frit
0.18 NL: 7.43E4
1005101158 miz=
] 343.15342-343.156¢
B F: FTMS + ns
50 [150.00-2000.00] MS
3 MT-260
] § 0.40 0.47 0.70 0.82 0.3 196 149 176
0 T e e P L R T T R T O L B P T e v Uy
0.0 0.2 0.4 0.6 0.8 1.0 12 1.4 16 1.8 2.0
i Time (min)

7260 #6-12 RT: 0.11-0.22 AV: 7 NL: 8.91E6
F: FTMS + ¢ ESI Full ms [150.00-2000.00]

282.27937

-
o
(=]

N ® ©
(=) i =)
Lovealin

o
INRENENEN

3

w0
(=]
[ETRNENEN

3

Relative Abundance
w
o o
e bbb

N

-
o

336.25104

563.54965
T T

b

775.27028 911.24470
T T T T

1233.25769 1401.64390  1634.52221 1792.33225
T T T T T T T T T T T

(=}

|
T

L‘ll L
| T

! [
200 400 600
MT-260 #6-12 RT: 0.11-0.22 AV: 7 NL: 1.61E5
F: FTMS + ¢ ESI Full ms [150.00-2000.00]

(MU
343.15473
C17H24 O6 F =343.15514
-1.20515 ppm

Relative Abundance

T
800

350.22972

[ |
1600 1800 2000

(Mt a7t
365.13699
C17H23 Og F Na = 365.13709

-0.26030 ppm

(e Tl T 2
1000 1200 1400

(Hibh, T
360.18155
C17H27 Og N F =360.18169
-0.38239 ppm

362.12797

a5

pue)

2.24522
354.31070 35632642

e \

362.62969 366.13969

[

] l}
T

L
= =T

I
348

N 1
A T
344 346

T

T
350

Tt [T T L e D

354
m/z

T N S ] S e L [ R e E U U
352 358 360 362 364 366
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Verbindung 91 - IR
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Verbindung 91 — Massenspektrum

0:\20110825\MT352 8/25/2011 12:57:44 PM MT352 1/10
Sevenich,Kampling

A NL:
1% S0 4.70E8

100
] e \\ TIC MS MT352

[

3]
o

08 R

/

/ z 0.57 0.64 0.72 0.82 0.86 1.01 1.09 118 1.26 136 147 162 1.68 1.76 1.86 1.93

NL:
0,11\%. D17 5.37E7
: Base Peak
miz=
150.00000-
\ 2000.00000

S~ 053 066 074 082092 099 105 118 1.26 1.36 143 1.51 168 176 1.86 1,93 MSMT352
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Table 2. Atomic coordinates ( x 1074) and equivalent isotropic
displacement parameters (A"2 x 1073) for a2012.

U(eqg) is defined as one third of the trace of the orthogonalized
Uij tensor.

X % z U(eq)
F(1) 3838 (2) 1142 (1) 219 (1) 62 (1)
C(1) 14275 (4) 827 (2) 7572 (2) 59 (1)
0 (1) 13859 (2) 251 (1) 6844 (2) 56 (1)
C(2) 14469 (3) 270 (2) 5864 (2) 41 (1)
0(2) 15345 (3) 735(1) 5621 (2) 70(1)
C(3) 14128 (3) -346(2) 5138 (3) 54 (1)
C(4) 12488 (3) -594 (2) 5045 (3) 56(1)
C(5) 11283 (3) -129(1) 4404 (2) 35(1)
C(6) 9714 (3) -341 (1) 4355 (2) 31(1)
C(o") 11646 (3) 489 (1) 3895 (2) 38(1)
C(7) 8554 (3) 55(1) 3826 (2) 28 (1)
C(7") 10496 (3) 891 (1) 3345 (2) 31 (1)
C(8) 8952 (3) 673 (1) 3320 (2) 25(1)
0 (3) 7855 (2) 1099 (1) 2754 (1) 28 (1)
C(9) 6351 (3) 1171(1) 3210(2) 26 (1)
0 (6) 5343 (2) 607 (1) 2919 (1) 32(1)
C(10) 5692 (3) 1869 (1) 2804 (2) 24 (1)
0O (4) 4358 (2) 2024 (1) 3447 (1) 24 (1)
C(11) 5186 (3) 1842 (1) 1569 (2) 32(1)
0(5) 4447 (2) 2489 (1) 1303 (1) 40 (1)
C(12) 4541 (4) 2684 (2) 170(2) 53(1)
C(13) 4148 (3) 1216 (2) 1360 (2) 39(1)
C(14) 4972 (3) 552 (1) 1754 (2) 40 (1)
C(15) 3985 (4) -104 (2) 1578 (3) 65 (1)
C(16) 4287 (3) 2733 (1) 3768 (2) 22(1)
0(10) 5193 (2) 2867 (1) 4755 (1) 24 (1)
C(17) 2572 (3) 2943 (1) 3866 (2) 23(1)
O(7) 2505 (2) 3681 (1) 3952 (1) 29(1)
C(18) 2526 (3) 4028 (1) 2912 (2) 46 (1)
C(19) 1882 (3) 2644 (1) 4909 (2) 22 (1)
0(8) 331 (2) 2896 (1) 5052 (1) 25(1)
C(20) -850 (3) 2559 (1) 4377 (2) 36 (1)
C(21) 2928 (3) 2846 (1) 5906 (2) 21 (1)
0(9) 2414 (2) 2513 (1) 6895 (1) 25(1)
C(22) 4583 (3) 2576 (1) 5747 (2) 25(1)
C(23) 5754 (3) 2772 (2) 6676 (2) 37 (1)
C(24) 1210 (3) 2846 (1) 7434 (2) 27 (1)
O(17) 1869 (2) 3400 (1) 8104 (1) 28(1)
C(25) 471 (3) 2301 (1) 8163 (2) 26 (1)
0(11) -351(2) 1832 (1) 7419 (1) 33 (1)
C(26) -23(3) 1141 (2) 7480 (2) 42 (1)
0(12) 770 (3) 882 (1) 8216 (2) 62 (1)
C(27) =720 (4) 777 (2) 6504 (2) 66 (1)
C(28) =706 (3) 2621 (1) 8932 (2) 28 (1)
0(13) -1331(2) 2134 (1) 9679 (1) 35(1)
C(29) -206(3) 1793 (1) 10420 (2) 41 (1)
C(30) -34(3) 3279 (1) 9482 (2) 28 (1)
0(14) -1322(2) 3651 (1) 9964 (1) 36(1)
C(31) -1484 (4) 3588 (2) 11066 (2) 44 (1)
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C(16)-0(10)
C(16)-C(17)
C(16)-H(16R)
0(10)-C(22)
C(17)-0(7)

C(17)-C(19)
C(17)-H(17A)
0(7)-C(18)

C(18)-H(18A)
C(18)-H(18B)
C(18)-H(18C)
C(19)-0(8)

C(19)-C(21)
C(19)-H(19A)
0(8)-C(20)

C(20)-H(20A)
C(20)-H(20B)
C(20)-H(20C)
C(21)-0(9)

C(21)-C(22)
C(21)-H(21A)
0(9)-C(24)

C(22)-C(23)
C(22)-H(22R)
C(23)-H(23R)
C(23)-H(23B)
C(23)-H(23C)
C(24)-0(17)
C(24)-C(25)
C(24)-H(24R)
0(17)-C(33)
C(25)-0(11)
C(25)-C(28)
C(25)-H(25A)
0(11)-C(26)
C(26)-0(12)
C(26)-C(27)
C(27)-H(27R)
C(27)-H(27B)
C(27)-H(27C)
C(28)-0(13)
C(28)-C(30)
C(28)-H(28A)
0(13)-C(29)
C(29)-H(29A)
C(29)-H(29B)
C(29)-H(29C)
C(30)-0(14)
C(30)-C(33)
C(30)-H(302)
0(14)-C(31)
C(31)-0(15)
C(31)-C(32)
C(32)-H(32R)
C(32)-H(32B)
C(32)-H(32C)
C(33)-C(34)
C(33)-H(332)
C(34)-0(16)
C(34)-H(34R)
C(34)-H(34B)
0(16)-C(35)
C(35) -H(35A)

Anhang Il Kristalldaten — Teil A (Verbindung 90) | [1-59

OrRP OO RPHOOORRPKEPPRLRPOOOFRRPHEPFPOOORRLPRPERPEPPREPPRPOOOREPFRPERPHPOOORRPREPPOOORRERERERERRER

.414(2)
.516(3)
.0000
.440 (3)
.415(3)
.526(3)
.0000
.423(3)
.9800
.9800
.9800
.417(3)
.513(3)
.0000
.416(3)
.9800
.9800
.9800
.440(2)
.514(3)
.0000
.389(3)
.512(3)
.0000
.9800
.9800
.9800
.431(3)
.518(3)
.0000
.429(3)
.428(3)
.521(3)
.0000
.350(3)
.198(3)
L471 (4)
.9800
.9800
.9800
.416(3)
.521(3)
.0000
.435(3)
.9800
.9800
.9800
.447(3)
.520 (3)
.0000
.352(3)
.195(3)
.487 (4)
.9800
.9800
.9800
.501 (3)
.0000
.413(3)
.9900
.9900
.421(3)
.9800
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Symmetry transformations used to generate equivalent atoms:

for a2012.

The anisotropic displacement factor exponent takes the form:

-2 pi~2

Anisotropic displacement parameters (A"2 x 1073)

Table 4.

]
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+ 2 h k a* b*

h*2 a**2 Ull + ...

[
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and isotropic

Hydrogen coordinates ( x 1074)
displacement parameters

Table 5.

for a2012.

(A2 x 1073)
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H(14R) 5977 499 1358 48
H(15A) 4593 -512 1843 98
H(15B) 3706 -159 788 98
H(15C) 3018 -64 1989 98
H(16A) 4733 3021 3167 27
H(17A) 1933 2783 3197 28
H(18A) 2596 4535 3031 68
H(18B) 1554 3919 2476 68
H(18C) 3443 3870 2514 68
H(19A) 1849 2122 4851 26
H(20A) -1890 2746 4543 54
H(20B) -825 2055 4523 54
H(20C) -651 2644 3596 54
H(21A) 2942 3367 6000 25
H(22A) 4547 2054 5678 30
H(23R) 6797 2584 6521 56
H(23B) 5406 2577 7373 56
H(23C) 5817 3283 6735 56
H(24R) 403 3035 6883 32
H(25A) 1314 2044 8603 31
H(27A) -559 271 6589 100
H(27B) -210 939 5840 100
H(27C) -1855 877 6434 100
H(28A) -1622 2779 8444 33
H(29A) -766 1540 10989 62
H(29B) 495 2144 10773 62
H(29C) 422 1461 10005 62
H(30A) 798 3156 10063 33
H(32A) -3122 3881 12157 97
H(32B) -3716 3981 10892 97
H(32C) -2478 4522 11454 97
H(33A7) -227 3864 8049 37
H(34A) 1727 4720 8498 46
H(34B) 321 4728 9341 46
H(35R) 3406 4871 11189 84
H(35B) 1590 5081 10966 84
H(35C) 2888 5337 10135 84
Table 6. Torsion angles [deg] for a2012.

C(1)-0(1)-C(2)-0(2) 1.7(4)
C(1)-0(1)-C(2)-C(3) 176.2(2)
0(2)-C(2)-C(3)-C(4) -139.0(3)
O(1)-C(2)-C(3)-C(4) 46.7 (4)
C(2)-C(3)-C(4)-C(5) 70.6(4)
C(3)-C(4)-C(5)-C(6") 1.7(4)
C(3)-C(4)-C(5)-C(6) -177.0(3)
C(6")-C(5)-C(6)-C(7) -0.7(4)
C(4)-C(5)-C(6)-C(7) 178.1(2)
C(6)-C(5)-C(6")-C(7") -0.2(4)
C(4)-C(5)-C(6")-C(7") -178.9(3)
C(5)-C(6)-C(7)-C(8) 0.8(4)
C(5)-C(6")-C(7")-C(8) 0.9(4)
C(e')-C(7")-C(8)-C(7) -0.7(3)
C(6')-C(7")-C(8)-0(3) -180.0(2)
C(6)-C(7)-C(8)-C(7") -0.1(3)
C(6)-C(7)-C(8)-0(3) 179.1(2)
C(7")-C(8)-0(3)-C(9) -142.3(2)
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Symmetry transformations used to generate equivalent atoms:
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Verbindung 107 — IR
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Verbindung 107 — Massenspektrum
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