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Fig. 1.2. 'H and *C NMR spectral for 4
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Fig. 3.4. HMBC and MS spectrometry for 4
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Elemental Composition Report

Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min = -1.5, max = 60.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

17 formula(e) evaluated with 2 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:20-80 H:30-80 0:23-24 Na:0-1

LV36C2CEH1

SHINODA 001 104 (1.964) AM (Cen,4, 80.00, Ar,0.0,0.00,0.70); Sm (SG, 1x3.00); Cm (99:107)

1
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TOF MS ES+
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linimum: -1.5
Max imum: 5.0 10.0 60.0

Mass Calc. Mass mDa PPM DBE i-FIT Formula

| 1102.4862
1235.3
T T \] Ir T T m
1000 1100 1200

1085. 4773  1085. 4781 . -0.8 -0.7 11.5 179.3 C50 H78 024 Na
1085. 4805 2 2 245.

45. 2 C52 H77 024



Fig. 5.6. 'H and 3C NMR spectral for 5
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Fig. 7.8. HMBC and MS spectrometry for 5
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min = -1.5, max = 60.0
Element prediction: Off '
Number of isotope peaks used for i-FIT = 3 5 ‘

Monoisotopic Mass, Even Electron lons

143 formula(e) evaluated with 5 results within limits (all results (up to 1000) for each mass)
Elements Used: «

C:20-80 H:30-100 B:0-1 0:27-29 Na:0-1 I:0-1

LV 27CF8D
SHINODA 001 24 (0.460) AM (Cen,4, 80.00, Ar,0.0,0.00,0.70); Sm (SG, 1x3.00); Cm (21:32) 1: TOF MS ES+
’ 5.69+004
it 1249.5472
% 1250.5623
1244.6093
5352551 591.3671 \\[1251.5746
sereor [ 7714384800241 919.2877 1047,5273 1239.0831 | 43326563 14316087
400 | s00 ‘0 700 | 80 | 00 | 1000 | 100 | 1200 1300 | 1400
Minimum: -1.5
Maximum: 5.0 10.0 60.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
1249.5472 1249, 5465 0.7 0.6 11.5 3993.0 056 H90 029 Na
1249. 5461 1.1 0.9 -1.5 1404.3 C47 H99 B 028 |
1249. 5490 -1.8 -1.4 14.5 4548.9 058 H89 029
1249. 5450 2.2 1.8 18.5 4046. 8 C60 H86 B 027
1249. 5425 4.7 3.8 15.5 3556.8 €58 H87 B 027 Na



Fig. 9.10. 'H and 3C NMR spectral for 6

i) W}M | .
il

ooooooo

150,162

o




Fig. 11.12. HMBC and MS spectrometry for 6
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Elemental Composition Report Page 1 .
Single Mass Analysis
Tolerance =20.0 PPM / DBE: min = -1.5, max = 40.0
Element prediction: Off ‘
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
84 formula(e) evaluated with 6 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-100 H:0-100 ©0:25-29 Na:0-1
LV 27CF5B2
SHINODAO01 72 (1.361) AM (Cen,4, 80.00, Ht,0.0,0.00,0.70); Sm (SG, 1x3.00); Cm (63:72) 1: TOF MS ES+
2.20e+003
100 1249.5477
1250.5557
%
1047.5043 1251.5604
5913525  771.4171  1029.4943 [ 1048.5093 | [ 1565 5457
1 R, LEa2.3678: Ly % t ' 14116028 46657361 1863.8257  2071.5615
v T T T T U 1
400 600 80 1000 1200 1400 1600 | 1800 | 2000 | 2200
linimum: -1.5
Max imum: 5.0 20.0 40.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
1249. 5477 1249.5490 -1.3 -1.0 14.5 0.5 058 H89 029
1249 =1, 27 0 1.5 1.0 C56 H90 029 Na
. 5618 -14.1  -11.3 155 257 060 H90 026 Na
1249. 5254 2.3 17.8 16.5 5.6 059 H86 027 Na
1249. 5642 -16.5 -13.2 18.5 517 C62 H89 026
1249.5278 19.9 .9 19.5 6.6 C61 H8s 027



Fig. 13.14. 'H and 3C NMR spectral for 10
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Fig. 15.16. HMBC and MS spectrometry for 10
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 20.0 PPM / DBE: min =-1.5, max = 300.0 $
Element prediction: Off 3
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
10 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:1-300 H:1-1000 O:29-29 Na: 1-1
Lv27FDD2 .
M-11032 101 (2.115) AM2 (Ar,22000.0,0.00,0.00); ABS; Cm (98:112) 1: TOF MS ES+
1.48e+007
100 1251.5625
12525658
%
1253.5691
1265.5742 1267.5618
= 12388055 12430560 12475743 124954%3 | | ( (1245712500673 1opad830. " - [
7Y | O T T LS T |70 Y, S T I | R T L3S P SE) L L |
12400 1245.0 1250.0 1255.0 1260.0 1265.0 1270.0
Minimum: =145
Maximum: 100.0 20.0 300.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula

1251.5625 1251.5622 0.3 0.2 10.5 286.1 n/a n/a C56 H92 029 Na



Fig. 17.18. 'H and 3C NMR spectral for 11
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Fig. 19.20 HMBC and MS spectrometry for 11
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Elemental Composition Report Page 1
Single Mass Analysis (displaying only valid results)
Tolerance = 6.0 PPM / DBE: min = -1.5, max = 40.0
Isotope cluster parameters: Separation = 1.0 Abundance = 1.0%
Monoisotopic Mass, Odd and Even Electron lons
45 formula(e) evaluated with 2 results within limits (all results (up to 1000) for each mass)
LV27FIBH11 HPLC-) 23-Oct-2009
SHINODA 002 23 (0.424) AM (Cen,3, 80.00, Ht,5000.0,0.00,0.80); Sm (SG, 2x3.00); Cm (3:24) 1: TOF MS ES+
100+ 1233.5516__ 8.57e3
575.3649
%,
593.3735
1228.5985
617.2839
737.4073
1193.5604
| { |( pReasz | 7564178 899.4681 10315110 1071.4734
0 Tt | BARERE T T SARALRRAAN SAALE REANS LARAS RS {REEX) T {DAGRE) {SasL) Ty gl T 84 E AR USARLAAsaa LIz 4
600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200
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K/laximun: 10.0 6.0 40.0
Mass Calc. Mass mDa PPM DBE Score Formula



Fig. 21.22. *H and 3C NMR spectral for 12
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Fig. 23.24. HMBC and MS spectrometry for 12
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Elemental Composition Report : z . Page 1

Single Mass Analysis

Tolerance = 20.0 PPM / DBE: min = -1.5, max = 300.0

Element prediction: Off ; ‘
Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

10 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:1-300 H:1-1000 O:27-27

Lv374C2ED

M-11030 167 (3.483) AM2 (Ar,22000.0,0.00,0.00); ABS; Cm (156:170) 1: TOF MS ES+
: 3.31e+007
g 1195.5739
1196.5776
%
1193.5596 5636
1oy 1197.5828
ol 1186.0521 1189.75521191.5448 Ll [ | 11980800 120255061203,2307 12055491
7S] R T x LTS T 2P e e ey g e e S ) [ B X | T
1185.0 11875 1190.0 11925 1195.0 11975 1200.0 12025 1205.0
Minimum: -1.5
Maximum: 100.0 20.0 300.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula

1195.5739 1195.5748 -0.9 -0.8 11.5 295.0 n/a n/a C56 H91 027



Fig. 25.26. 'H and *3C NMR spectral for 13
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Fig. 27.28. HMBC and MS spectrometry for 13

g “ 4
1 |

(. 1 1 E
o 8 7 § 5 S e 5 3 1
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min = -1.5, max = 60.0
Element prediction: Off p
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
110 formula(e) evaluated with 2 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:20-90 H:30-140 ©0:25-30 Na: 0-1
374DEAH3
SHINODAI 001 39 (0.742) AM (Cen,4, 80.00, Ar,0.0,0.00,0.70); Sm (SG, 1x3.00); Cm (24:43) 1: TOF MS ES+
6.32e+004
100 1233.5531
%
628.2827
527.2590 are0 | 6372913
325.1349 §75.3760 |/ 7774302 1053.5297 44045430 1231.6230)
v T T T T | T T L
400 500 600 7(|)0 960 ' 1dDO ; 11|00 ' 12100 '
'inimum: ~1.6
X i mum: 3 5.0 10.0 60.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
1233.5531 1233. 5540 -0.9 4.7 14.5 6476.6 (58 H89
1233.5516 © 1.5 1.2 11.5 5771.0 C56 H90 028 Na
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Fig. 29.30. 'H and 3C NMR spectral for 13a

(
UMJW W uL

- rrrmwm. i




Fig. 31.32 HMBC and MS spectrometry for 13a
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 15.0 PPM / DBE: min = -1.5, max = 60.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
53 formula(e) evaluated with 3 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:10-100 H:10-100 O:17-23 Na: 1-1
LV374111
SHINODA 001 207 (3.902) AM (Cen,4, 80.00, Ar,0.0,0.00,0.70); Sm (SG, 1x3.00); Cm (207:232) 1: TOF MS ES+
5.37e+004
100 413.2778
%-1301.1396
1071.4935
14.2910
527.2651
3|49 0729 . [ o 639.[3001 782.5870
{55 BAGE RER RASZA REAN] QUL RALH A R k) LRAAAY DARAS RN LARKE ) DAREE RAAAY LARSE RANAY LARES RLbM) LARAY RARAS LASAI RAAA LARA) WASAN MAARY LASA) RAALIN |17
300 350 400 450 500 550 650 700 750 800 850 900 950 1000 1050
Minimum: -1.5
Max i mum: 5.0 15.0 60.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
1071. 4935 1071. 4929 0.6 0.6 19.5 10172.7 057 H76 018 Na
1071. 4988 -5.3 -4.9 10.5 9722.1 C50 HBO 023 Na
1071. 4777 15.8 14.7 15.5 9939. 4 C53 H76 021 Na



Fig. 33.34. 'H and 3C NMR spectral for 14

L(‘\)‘%w\%‘\‘

VI
§1§ 2
b [ T
<

. . . -

on a3 8.0 7.5 7.0 g2
g £ 58
= 2 2 88

Ve




Fig. 35.36. HMBC and MS spectrometry for 14
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 20.0 PPM / DBE: min = -1.5, max = 300.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
10 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:1-300 H:1-1000 O©O:29-29 Na: 1-1
74DEAH22
M-11031 129 (2.691) AM2 (Ar,22000.0,0.00,0.00); ABS; Cm (115:129) 1: TOF MS ES+
1.21e+007
1 1249.5466
1250.5497
%
1251.5533
1252.5574 5
1242.8788 12449023 12470381 Ll ‘ S 12572119 1259.7917 s
= il g L S S T B S N i Tt T SRR ¥ LI L
1240.0 12425 1245.0 12475 1250.0 12525 1255.0 12’:!»7.5 1260.0
Minimum: =1.5
Maximum: ! 100.0 20.0 300.0
Mass 4 Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula

1249.5466 1249.5465 0.1 0.1 11.5 279.7 n/a n/a C56 H90 029 Na



Fig. 37.38. 'H and 3C NMR spectral for 15
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Fig. 39.40 HMBC and MS spectrometry for 15
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Elemental Composition Report : Page 1

Single Mass Analysis

Tolerance = 15.0 PPM / DBE: min = -1.5, max = 60.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
15 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

Elements Used:
C:10-100 H:10-100 O:20-21 Na:1-1
LV51G
SHINODA 001 57 (1.080) AM (Cen,4, 80.00, Ar,0.0,0.00,0.70); Sm (SG, 1x3.00); Cm (54:71) 1: TOF MS ES+
1.13e+005

100 Ll 955.4127

%

487.3712
413.2759 3890
ohi 505.3438 659.3072 744.4706
0

350 - 400 450 500 550 600 650 700 750 800 850 900

Minimum: ' -1.5
Maximum: 5.0 15.0 60.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula

955.4127  955. 4151 -2.4 -2.5 10.5 160.2 C44 H68 021 Na



Fig.41. Toxicity curves of 1 and 8.
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