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Chemical Structure, MOLFILE
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Chemical Structures, InChl
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Chemical Structure, mChl Key YKMZGZLYVAUETK-LQJUTOEZSA-N
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89(126)111-76(42-6 1-32-34-65(120)35-33-6 1)92(129)108 -75(41-54(8)9)9 1(128) 113-78 (44-6 3-47-
Chemical Structures, InChI 101-70-30-24-21-27-6 7(6 3)70)9.3(130)109-74(40-53(6)7)9 0 (127)112-77(8 7(124)99-36 -37-118 )43
-62-46-100-69-29-23-20-26-66(62)69/h20-35,46-48,50-60,72-79,81-84,100-102,118,120H,19,3
6-45,49 H2,1-18 H3,(1,99,124)(H,10 3,132)(H, 104,119 )(H,105,121)(H,106,125)(H,10 7,122)(H,108,129)
(H,109,130)(H,110,131)(H, 111,126 )(H,112,127)(H, 113,128 )(H, 114,133)(H,115,123)(H, 116, 135)(H, 117,13
4)/t58-,59-,60-,72+,73+,74+,75+,76-,77-,78-,79-,8 1+,8 2+,8 3-,8 4-/m0 /s 1
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Chemical Structure, MOLFILE

.1023
. 7583
. 7374
.1041
.1709
2876
.4166
.4708
.3541
.2250
.9874
.8707
.6208
.5041
.3874
.2624
.2983
.4624
. 3540
3583
.9935
.6190
.3958
.2667

1
OCOOWRRPRORFROONOORARWNREPOORNWOU OIW

-14.5095
-16.1849

-6.5256
-6.5096
-5.6496
-1.3487
-3.0234
-0.3728
2.2177

3.9767
6.6540
7.6114

7.8252
7.0787

6.1021
5.8937
9.2441
9.2523
10.0839
14.5708
15.4531
19.8356
19.8441
20.6755
17.1028

17.1041

11.7792

12.5109
13.2312
13.2204
12.4831
11.7658

o
N
NNpRRPRrRRRRRRPRPRRPRRRERNENDN

CloNololooNoNoNoNoNoNoNoNoNoNoN TN SN ol o No)

=B,

-4
-4
-4,
-4,
-4,
-4,
-4,
-4,
-4,
-4,
-4.
-4
-4,

=3
-3.
=3
=B,

-3.
.6583

=5

-5,

=3 q
=3

-6.

=3 q
-6.
-6.

-2.

=dlc
-1.
-0.
-0.

-6.

L L T R T R B
NROWWRDOE NGO~ G

loNo¥oNoNoNoNoNoNoNoNolcNoNoNoRocoNoNoReNoNol

6458

.5500
.4000
.8041

7875

3708

8000
3834
8000
3917
4000
8084
8167

.4041

8208

.4041

5375
5334
1168

6417
5500

6624
5667
1589

.1620
-6.
-6.
=8 q

0786
9535
6283
0453

.0422

1101
0838
0870
2523
9850
1338
5446
8188
6691
0761

.9261
.6521
.0703
. 7532
.1844
.0261
. 7605
.3937
.5124
.2125
.6252
.1967
.3569
. 9475
.3783

loNo¥oNoNoNoNoNoNoNoNolcNoNoNoccNoNoNoReNoNo)
loNo¥oNoNoNoNoNoNoNoNolcNoNoNoRcNoNoNoNoRCNoNo!

0P PPRpooPPp PP o
®
@
@
®
0000000000 CP0n000Z0Z0Z200=2000000

PP PP PP PRPRRRR;PRR PP PP P PP PP

COpPePPRPEp PP PRPRRRR ;R [ EEEE PP PP P PP PP

R PP PR P PR ;0 R R EE PP Ee PP P RPN P VRN B

PP PPP PP P PRPRRRR ;PR PP PP PP PP

COpPePPO0 PP PP 000500 PPRe PP PP ®®Poooo

COpPePPRp PR PPRRRR ;PR EREE PP PP PP PP PP o

COpPePPRp PP PPRRRR ;PR [ EEEE PP PP PP PP oo

CRERPoPPRPE PP R PRPRRRR PR PP PPpPoPPoRoPPoe®P®?Poo oo

CRpRPePPRoPo0 PP ,00050000PP0p00 PP

PP PPRPp PR P PPRRRR ;00 R R PP PP PoPPeeoPRo @R

COpPePPCp PP P PPRROR PR PPRPrRPPpPoPPeR0RPPe®®®0o0

COpPePPO PP pPPPOR,00050pp0PPR0ePPpP0PP0RP0oe®®Poooo



PP PP PP RPRRRRPRRE P PPPpe PP PPPRPEPRPPRPeERPRPeRPRPpPRePe PP Pp PP PP
PP PP PO PPORPeRERRPOREPPPP PP PPPRPEPPRPEDRPPePPERPePe P PP ®Pe®PPo oo

PP PP PO PPPRPERERRPREERPPPP PP PPPRPEOPPRPEERPPePPEPPePe P PP PP oo ®a

PP PPHPOHTTOOORPEREEPRO PP PP OO {HOPOPPREOPPRPEERP OO PP Pe®Pep PP oo ®o
ArdqaNNdNd AT A A A A A AT A A AN AN N AN T A A A A A A A A A A A A A AN A AN A A A A A AN A A A A A AT g A gy N g 7
OCONTOLONNDNOOOITILLOANNODTHOO T NOM VOO HMNMO~NNMNMITOLONHOOOOTANMNMITOLONGNMNM)S N 0 o o™ [e Yo} (92] <t
17144441323333333344424m499mNS7778888888888999999994mm1m0505_nwa1o%mmm2ﬂ__41BMEZmﬂﬂ2w

o o — o oo Ia
496791221234562781901457980233012623456718900123556222844940.&1H3582892ﬂﬂ“2ﬂmn30
161334443333333333344331289999888788888888889998898n5515m4m57571971772ﬂﬂn2ﬂnﬂ2m



1011 2 0 0 O ©
118119 1 606 606 0 ©
2425 2 0 06 0 O
118126 1 0 ©0 O 0
1112 1 06 06 0 0
48121 1 06 0 0O O
2526 1 06 06 0 0
48122 1 ©6 0 0 ©O
16 20 2 0 0 O ©
46123 1 0 O O 0O
26 27 2 0 0 0 0
123124 1 0 0 O ©
2722 1 06 0 0 0
123125 1 06 0 O 0
57126 1 0 O O O
1921 1 06 06 0 0
126127 2 0 0 O 0
14 13 1 1 06 0 0
1514 1 0 0 0 0
7 8 1 06 0 0 O
8 9 2 06 06 0 0O
9 4 1 6 0 0 0O
4 1 1 6 06 0 0
12 2 06 06 0 0O
130 1 06 06 0 0
28128 1 06 0 0O O
2 3 1 6 06 0 0O
128129 2 0 © 00 O
3 5 1 6 06 0 0
1291306 1 0 O O 0
4 5 2 0 06 0 0
130131 2 0 O O O
5 6 1 6 06 0 0O
131132 1 06 0 0 0
6 7 2 06 0 0 O
132133 2 0 O 0O O
133128 1 06 0 0 O
M END

InChI=1S/C97H139N19017/c1-51(2)38-71(106-84(120)59(17)104-79 (119)49-102-94(130)80(55(9
)10)103-50-118)87(123)105-60(18)85(121)114-82(57(13)14)96 (132)116 -8 3(58 (15)16 )9 7(133) 115-
81(56(11)12)95(131)113-78 (45-6 4-48-10 1-70-35-27-24-32-6 7(64)70)9 3(129)109-72(39-52(3)4)8
8(124)110-75(42-61-28-20-19-21-29-6 1)9 1(127)10 7-74(41-54(7)8)90 (126 )112-77(44-6 3-47-100-6

Chemical Structures, InChl 9-34-26-23-31-66(63)69)92(128)108-73(40-53(5)6)89(125)111-76 (8 6 (122)98-36-37-117)43-6 2-
46-99-68-33-25-22-30-65(62)68/h19-35,46-48,50-60,71-78,80-83,99-101,117H,36-45,49 H2,1-1
8H3,(H,98,122)(H,102,130)(H,10 3,118 )(H,104,119)(H,105,123)(H,10 6,120 )(H,10 7,127)(H,10 8,128 ) (H
,109,129)(H,110,124)(H,111,125)(H,112,126 )(H,113,131)(H,114,121)(H,115,133)(H,116,132)/t59-,60-,71
+,72+,73+,74+,75-,76-,77-,78-,80-,8 1+,8 2+,8 3-/m0 /s 1
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Moiety (mixture component)

Name Quantity Undefined not 0

Moiety Characteristics
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InChI=1S/C99H140N20 0 17/c1-51(2)37-73(109-8 6 (123)59 (17)10 7-8 1(122)49-105-96 (133)8 2(55(9
)10)106-50-121)89 (126)108-60(18)8 7(124)117-84(57(13)14)98 (135)119-85(58 (15)16)99 (136)118
-83(56(11)12)97(134)116-80 (44-64-48-104-72-34-26-22-30-6 8 (64)72)95(132)112-76 (40-54(7)8)
92(129)115-79 (43-63-47-103-71-33-25-21-29-6 7(6 3)71)9 4(131)111-75(39-53(5)6)9 1(128) 114-78 (4
Chemical Structures, InChI  2-62-46-102-70-32-24-20-28-66(62)70)93(130)110-74(38-52(3)4)90(127)113-77(8 8 (125)10 0-35-
36-120)41-61-45-101-69-31-23-19-27-65(6 1)6 9 /h19-34,45-48,50-60,73-80,8 2-8 5,10 1-10 4,120 H,3
5-44,49 H2,1-18 H3,(H,100,125)(H,105,133)(H, 10 6,121)(H, 10 7,122)(H, 108,126 )(H,109,123)(H, 110,130
)(H,111,131)(H,112,132)(H, 113,127)(H, 114,128 )(H, 115,129 ) (H, 116, 134)(H, 117,124)(H, 118, 136 ) (H,119,1
35)/t59-,60-,73+,74+,75+,76+,77-,78-,79-,80-,8 2-,8 3+,84+,8 5-/m0 /s 1

Chemical Structure, InChl Key ZWCXYZRRTRDGQE-LUPUMBPSA-N
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