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Figure S27. HSQC spectrum of 2a in DMSO-ds (400 MHz for H)
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Analysis NameC:\data_sample\ES|_12131120_30\LowMassESI_F19_ Acquisition Date 11/22/2013 9:54:29 AM
B_17_5_1_20M31122P05_2 )
Operator bpfxshi@bjmu.edu.cn; Tel:010-82801
Instrument FT_MS _Bruker APEX IV (7.0

Comment ESI [0 C18H190SCL1 MW 362.09
CALSHE, 279,15683:310.14158;322 (4812;301.2B483;
413, 26647453, 34353,475.32548 509 25407,
50925407 611, 26126,8.26.47121,842 44514,

R 588.40054,679.51166:701,49361,626.47121, o
Acquisition Result Exact Mass Measured Mass Error (mDa) Error (ppm)  Description (e}
OH
HO o
Cl
— Sum Formula  Sigma _miz_Err[ppm] _Mean Err [ppm]  Err [mDa) rdb M Riule e
CIOHE5CIZNa 108 0019 74T ATTAT 460 T2 344 -53.00 ok ood
CIEHICIZNaZ2 010 DoR1 TATATI0R -3.60 =110 292 1650 ok syen
C3BHMCIZNai1 010 0030 747 17342 .68 2.1 -0.51 18.50 ok gven
C3ZHAICIING 1 012 0141 74717123 182 082 270 8950 ok even
CITH48CIENa 108 056 T4T.17623 o7 5 229 480 ok even
Imm: LowMaasES|_F10_B_17_5_1_20131122W05_2 +MS|
] T4TATIG
2

TTH1HETS TE1.02406

00 0 T20 T30 T40 750 TEO iy} Tan T80 miz
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Analysis NameC:\data_sample\ESI_12131120_30'LowMassESI_F18_ Acquisition Date 11/22/2013 9:54:29 AM
8 17 5 _1_20131122\POS 2 :
i = Operator bpfxsh@bjmu.edu.cn; Tel:010-82801
Instrument FT_MS _Bruker APEX IV (7.0

Comment ESI [ C19H1805CL1 MW 362.09
CALS88; 279.15693;310.14158;322.04812;391.28463;
413.26647;453.34353:475.32548;509.25407;
508.25407:611.26126:8:26 47121:842 44514:
588.40854;679.51166;701.49361;826.47121;

Acquisition Result Exact Mass Measured Mass Error ( mDa) Error (ppm) Description
363.09938 OOOOO00O0363.0987400000000.64000000001.760000000 M+H;-e

Sum Formula _Sigma miz__Err [ppm] Mean Err [ppm]  Err [mDa] rdb N Rule e
4.60 7.21 3.44

C30H165CI2Na 108  0.019 747.17737 -53.00 ok  odd
CIBH3IFCI2Na2010  0.021 74717102 -3.90 =110 -2.92 1550 ok even
C38H3BCI2Na1010  0.030 747.17342 -0.68 221 051 1850 ok even
C32H43CI3N21012 0141 747.17123 -3.62 -0.92 -270 950 ok even
CHH49CISNa 108  0.256 747.17623 .07 521 228 450 ok even
lrﬂal.ss. LowMassESI_F19_8_17_5_1_20131122P05_2: +MS5|
x105]
1.5
1.0 353.09874
as ‘ 36410211 '
0.0~ —— T L £t A bl r + ! ——
361 362 363 364 365 366 367 miz

Figure S31. HRESIMS spectrum of 3
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Figure S37. CD spectrum of 3
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Figure S41. HSQC spectrum of 3a in DMSO-dgs (400 MHz)
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W T ER 24 K A7 A 25 4 [ 31 R XS S2 B0 B

al'\.r.hﬁl.?
ﬁmal;rsil MNamat:\data_sampla\ES|_12131120_300Lo SI_F18_B Acquisition Date 11/22/2013 9:56:04 AM
8_1_1_2_20131122P0O5S_3
Operator bpfash@bjmuedu cn; Tel:010-82801
Instrument FT_MS _Bruker APEX IV (7.0

Comment ESI © C19H1BOSCLZ MW 336.05
CALSES; 27915693310, 141568,322 04812,201 26483,
41326647453, 34353,475. 3254850025407,
509,25407;611.26126:8:26.47T121:842.44514;

588 40954:679.51166:701.40361,826 47121, B (e}
Acquisition Result Exact Mass Measured Mass Error (mDa) Error (ppm)  Description O
OH
(@)
HO
 SumFormula Sigma  miz Em [mj_ Maan Elrl;;pm] Err[mDa] rdb MWFRuls &
CA0H3I5CI4010 0012 BI5.06788 :1.?3 #1.50 ok aven
CIBHIFCI4N 1010 0014 B15 08548 163 qoa 133 1850 ok even
CHHIZCIINTIONS 3101 B15.0%337 0495 -4.70 078 F2o0 ok odd
C40H33CIANAI08 0104 1500286 -1.58 537 1,28 21.50 ok even
CIHIMCIINGLOR 0905 81506045 -4.53 8,30 470 18.50 ok even
CIMHIOCIZNA 1014 0296 81509048 -4.50 .25 367 250 ok even
CA0HZICIZNINAZ011 0247 81509076 4,16 5,97 EEE 3500 ok odd
Insens. | ' LowMassESI F18_8_1_1_2_ 20131122 POS_% +M5|
1o B15.09415
B 1?00'!3?
4
2 J B33.06742
. ENN B4E137ET  B56.11861
Palicd Lamm-sESI F19_a_1_1_2_20131122P06 FCHBHIECIAMAT 00 81510
21500548
‘ 4
; 17.09324
2 ~
. o nm , _
400 E1D 20 B30 840 50 miz
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SKLNBD
Analysis NameC:\data_sample\ESI_12131120_30\LowMassESI_F19_ Acquisition Date 11/22/2013 9:59:04 AM
1
8 H2 2013112208 _3 Operator bpfxsh@bjmu.edu.cn; Tel:010-82801

Instrument FT_MS _Bruker APEX IV (7.0

Comment ESI C18H1805CL2 MW 396.05
CALS588; 279.15693:310.14158;322.04812;391.28483;
413.26647;453.34353,;475.32548;509.25407;
508.25407,611.26126:8,26.47121;842.44514;
588.40954;679.51166:701.49361;826.47121;

Acquisition Result Exact Mass Measured Mass Error (mDa) Error (ppm) Description

397.06041 1001 1397.06033 000 00000.080 00 0000490000000 M+H;-e
Table "GenF: aResults’ could not be found in this analysis
|r.ten:7 'i 405.09739wMassESI_F19_8_1_1_2 20131122P05_3. +M3)|
=1
|
0.8
0.6
0.4
399.06203
0.2 407 09676
414.08579
391 12044 397.06033 408.54267
J_ 401.05681 405
ﬂ.oLrLrl P et | | ] A .Ld._. ol fon
3900 3925 3950 387.5 400.0 402 5 405.0 4075 4100 4125 mfz

Figure S45. HRESIMS spectrum of 4
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Figure S49. 'H-'H COSY spectrum of 4 in DMSO-dg (400 MHz)
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Analysis Nam.aC ata_sample\ESI_12131120_30LowMassESI_F19_ Acquisition Date 11/22/2013 10:12:26 AM

8_18 1_2 20131122W035 3

Operator bpfxsh@bjmu.edu.cn; Tel010-82801
Instrument FT_MS _Bruker APEX IV (7.0

Comment ESI 0 C19H1808CL2 MW 305,05

CALSBE; 270.15653;310.14158,322 04812;301.28483;
41326647453 34353 475 32548,500 25407,
G089, 25407611, 26126,8,26.47121,842.44514,
588 4005467051166, 701.40361 82647121,

Acquisition Result Exact Mass Measured Mass Error { mDa)  Error (ppm)  Description

- Sum Formula _ Sigma miz Err[ppn] Maan Err [ppm] En'[mDa] rdb N Ruls a
CAIHISCI20M0 0017 B15.09768 015 21.50

ok aven
CHMHBCI4Na 1010 0.018  B15.08548 1,39 -2.83 113 18,50 ok Even
CIHIZCIANION 0100 B15.08337 -1.19 -4.63 087 2200 ok odd
C40H3ACIINEI0R 0103 B15.089266 182 -5.29 A4B 2150 ok even
C3BHMCIINa4 08 0105 B15.089046 477 B35 <380 1850 ok ewen
CIHICIZNa 1 014 0214  B16.09048 474 7.2 386 2150 ok aven
CAH20CIZNTNa2 011 0214 BIS0807TS .40 554 <358 25.00 ok odd
|I'ﬂl!"!? ) T LowhassESI_F18_8_16_1_2_20131122P05_3 +M3|
®10
1 B15.00943%
2 81709451
1]
E ?Ell'liiiﬁiﬂ 80832252 A48, 12620 956.11218
v LowhassES|_F15_B_18_1_2 20131122P0S 3 C 38H 36 CI4 Ma 10 10 81510
2 81509348
159 8]? 24
104
iy
oo ‘ l [
TR 750 BOG B30 B40 880 BED miz
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Analysis NameC:\data_sample\ESI_12131120_30\LowMassESI_F19_ Acquisition Date 11/22/2013 10:12:26 AM
8 _18_1_2 20131122\POS _3 :
=5 Operator bpfxsh@bjmu.edu.cn; Tel:010-82801
Instrument FT_MS _Bruker APEX IV (7.0
Comment ESI 1 C18H1805CL2 MW 396.05
CALS88; 279.15693;310.14158:322.04812;391.28483;

413.26647,453,34353,475.32548,509.25407;

509.25407:611.26126;8;26.47121;842.44514;

588.40954;679.51166,701.49361,826.47121;

Acquisition Result Exact Mass Measured Mass Error ( mDa) Error (ppm) Description

397.06041 11 010397.06091010 M+H;-e
Table ‘GenFormulaR could not be found in this analysis

|n::-as?. LowMassES|_F19_8_18_1_2_20131122P05_3 +MS

254
405.10196
2.04
399.06454
1.5
1.0-
0.5+
] i 401.05935 AUT.09840
L 397.06001 l 41408774
02601
I T W U.l o MJJLL _09.0ea01 -
390.0 3925 395.0 3975 4000 4025 405.0 4075 410.0 4125 miz

Figure S59. HRESIMS spectrum of 5
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Figure S60. *H NMR spectrum of 5 in DMSO-ds (400 MHz)

70



cl OH

HO

Cl

T T T T T T T T
170 160 150 140 130 120 110 100 a0 80 70 60 30 40 30
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Figure S62. HSQC spectrum of 5 in DMSO-dg (400 MHZz)
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Figure S63. 'H-'H COSY spectrum of 5 in DMSO-dg (400 MHz)
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Figure S64. HMBC spectrum of 5 in DMSO-dg (400 MHz)
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Figure S65. CD spectrum of 5
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Figure S69. HSQC spectrum of 5a in DMSO-dg (400 MHz)
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Figure S70. 'H-'H COSY spectrum of 5a in DMSO-dg (400 MHz)
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Figure S71. HMBC spectrum of 5a in DMSO-ds (400 MHz)
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‘i‘ ISR EN ) R A A= #9W [E S W L5 5080 55

L AN T
Analysis NameC:\data_sample\ES|_12131120_30\LowMassESI_F17_ Acquisition Date 11/20/2013 2:31:22 PM
7_8_2_20131121\P35 4 :
= Operator bpfxsh@bjmu.edu.cn, Tel:010-82801
Instrument FT_MS _Bruker APEX IV (7.0
Comment ESlpes [ C18H1FCLIOS MW 430
CALSEE; 2T0.15693:310.14158;322 04812301 28483; e)
41326647453, 34353, 4T75.32548:500_25407;
509.25407:611.26126.8:26 47121:042 44514, cl 0]
588.40954,679,51166,701,49361,826.47121;

Acquisition Result Exact Mass Measured Mass Error { mDa)  Error (ppm)  Description OH

HO
Cl Cl

R Sum Fermula __ Sigma miz__Em [ppm] Mean Err [ppn]  Err [mDa]  rdb N Rule e
CADH3ICIBEOI0 0023 88301084 3.56 ) fET) 315 2150 ok aven
CIEHMCIENa 1010 0028 883MTS3 0.84 -0.36 074 185 o%  avan
IMTDB?. LowhMassESI_F17_7_0_2 201H1121WP05_4: +M3]
e E83.01679
BB5.01558
z
i
em.ias-t? 1402637
5 .. L i LW
w07 LowMassES_F17_7_B_2_20131121P05_4 C M CIBNA 1010 ,581.02
125
BAG0S0T
1.00
BE3.0175
075 |
.50
Al
.00 — .I bl L,
850 70 a0 880 ] g0 miz
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Analysis Namac \data_sample\ESI_12131120_30\LowMassESI_F1¥_ Acquisition Date 11/20/2013 2:31:22 PM
ESEASINt ettt Operator bpfxsh@bjmu.edu.cn; Tel:010-82801
Instrument FT_MS _Bruker APEX IV (7.0

Comment ESlpos [ C19HI7CL30S MW 430
CALSBB; 279.15693:310.14158;322.04812;391.28483;
413.26647,453.34353,475.32548,500.25407;
509.25407;611.26126;8;26.47121;842.44514;
588.40954,679.51166; 701 A9361;826.4T121;

Acquisition Result Exact Mass Measured Mass Error ( mDa) Ermror (ppm)  Description

431.02143 DO00O0 1000000 M+H;-e
________Sum Formula Sigma E"‘"_lEE'!] Mean E"’Iﬂﬂl_“[.___]_!& N Rule e_
C40H3IICIEO 10 0.023 3&019&4 315 2150 ok even
C3BH34ClGENa1010 0.028 883.01753 DB‘ —BEIES 0.74 18.50 ok even
intens CowMassES|_F17_7_8_2_20131121\P0S_4 +u§|
x10
0.8+
0.6
431.02178 43301785
44
g |
22 428.33406
423.47013 l
e il
4225 42’5.9 430.0 4325 4350 437.5 440.0 442 5 miz

Figure S73. HRESIMS spectrum of 6
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Figure S74. *H NMR spectrum of 6 in DMSO-ds (400 MHz)
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Figure S75. APT spectrum of 6 in DMSO-dg (100 MHz)

86



F18-7-8-2 H3QC

) ‘"
J J- n__JL A .IIII‘IIIL L ppm

20

CI\\\\ 40
SN -
C

HO;

[ 1]

80

100

120

140

iy

160

80 75 7F0 65 60 55 50 45 40 35 30 25 20 15 10 05 ppm

Figure S76. HSQC spectrum of 6 in DMSO-dg (400 MHZz)
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Figure S79. CD spectrum of 6
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Figure S81. *H NMR spectrum of 6a in DMSO-dg (400 MHz)
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Figure S82. APT spectrum of 6a in DMSO-ds (100 MHz)
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Figure S83. HSQC spectrum of 6a in DMSO-dg (400 MHz)
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Figure S84. 'H-'H COSY spectrum of 6a in DMSO-dg (400 MHz)
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\\‘ Bl T IR P s Sl o S = SN S T

= RN AT
Analysis NIth data_sample'\ESI_12131120_300LowMassESI_F19_ Acquisition Date 11/20/2013 10:34:43 AM
B T 2 2M3NM21P0S_2 N
Operator bphxsh@bymu, edu.cn; Tel:010-82801
Instrument FT_MS _Bruker APEX IV (7.0
Comment ESIpos C20HT18CLI0SE MW 444
CALSAS, 270.15683,110.141568;322.04812;381.28483;
41326647453, 34353475 32548, 500, 25407

500.25407,611.26126,8,25.47121,842.44514;
8840934 670.51 166,701 48361,826.47121;

Acquisition Result Exact Mass Measured Mass Error { mDa)  Frror (ppm) Description cl
HO
Cl
Sum Formula  Sigma __miz Err{nn-n] Mean Err [ppm]  ErrfmDa]  rdb NRule o
CA0H3IBCIBNA 1010 Q082 911 D4BYS 474 284 1850 ok mven
C46H3ICISNA10B 0127 $11.05103 -Daz .81 {076 2750 ok even
C45H3ICITNA 104 0134 911.05602 4.57 11,77 425 Z2 50 ok even
CAEHADCI8MNa1 01 0173 91104796 419 2,87 -381 2250 ok evan
CAdHINTCIING 1097 0312 911.05190 014 a5 013 2350 ok ewen
C4BHZECIZMa 1015 043 911.05410 2,55 12,76 232 3250 ok ewen
Irnens T T LowhlassES|_F18 6_7_7_ 2010112108 2 +W5
0¥ 91105177
143
i 01304596
1.07
i a28.01961
LS || |
i 1
Mwﬂﬁ st e b{ '\—l‘w‘\_““-‘!l’uu
fCB CowhassES ] Fm 6 7_2_20131121\1503_2 CADHIBCIENat 00 a1 =
sl 51104883
05 51304641
0.4 i
0.2 |
||| i ||I |r| .|| i |'| A )

- v r—r 7 T g

95 - 905 #10 w15 w0 925 w30 miz
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A\ TSR 245 4 R U5 = 255 427 1] B R AN S B S5

B LMsD
Analysis NameC:\data_sample\ESI_12131120_30\LowMassES|_F19_ Acquisition Date 11/20/2013 10:34:43 AM
6_7_2_20131121\POS_2 4
Operator bpfxsh@bjmu.edu.cn; Tel:010-82801
Instrument FT_MS _Bruker APEX IV (7.0

Comment ESipos © C20H19CL305 MW 444
CALS88; 279.15693;310.14158,322.04812;391.28483;
413.26647:453.34353;475.32548;509.25407;
509.25407;611.26126:8:26.47121;842.44514;
588.40954;679.51166:701.49361;826.47121;

Acquisition Result Exact Mass Measured Mass Error (mDa) Error (ppm) Description
445.03708 0000000445.0367500000000.33000000000.750000000 M+H;-e
Sum Formula Sigma miz__Err [ppm] Mean Err [ppm] Err [mDa] rdb N Rule e
C40H38CI6Na 1010 0.092 911.04883 -3.23 414 -2.94 18.50 ok even
C48HI3ICISNa108 0.127 911.05103 -0.82 6.91 0.75 27.50 ok even
C45H38CITNa104 0.134 911.05602 4.67 11.77 4.25 22.50 ok even
C46HA40CIBNa1 01 0.173 911.047986 -4.19 297 -3.81 22.50 ok even
C40HITCI3Na 1017 0.312 911.05190 0.14 8.69 0.13 23.50 ok even
C46H26CI2Na 1015 0.431  911.05410 2.55 1276 232 32.50 ok even
|ﬂ1:0-'-?; 428.33398 LowMassESI_F19_6_7_2_20131121WP0S5_2 +MS|
1.04
0.84
0.6 ™
447.02854
i 44503675
450.37768
0 437.19116 I
l 444 30672 J 459.19051
0.0 R : A A L | R b 5 L s J..“L_-.‘._‘ h
425 430 435 440 445 450 455 480 465 miz

Figure S87. HRESIMS spectrum of 7
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Figure $88. *H NMR spectrum of 7 in DMSO-ds (400 MHz)
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Figure S92. HMBC spectrum of 7 in DMSO-dg (400 MHz)
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Wawelength [nm]
Date/Time: 2001-1-3 5:30
Operator
File Name F19-6-7-2 txt
Sampie Name F19-6-7-2
Comment
Mo. nm CD[mdeg] MNo. nm CD{mdeg] No. nm CD[mdeq)
1 30 256119 2 2452 -1.40787 3 2264 -2.3779

Figure S93. CD spectrum of 7
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Figure S94. ESIMS spectrum of 7a
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Figure S95. *H NMR spectrum of 7a in DMSO-dg (400 MHz)
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Figure S97. HSQC spectrum of 7a in DMSO-dgs (400 MHz)
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Figure S98. 'H-'H COSY spectrum of 7a in DMSO-dg (400 MHz)
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Figure S99. HMBC spectrum of 7a in DMSO-ds (400 MHz)
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W T AR 24 4 e Ay A= 24 [ S W A S B 5

R LRl

Analysis NameC'data_samplelES1_12131120_30\LowMassES|_F19_ Acquisition Date  11/2002013 2:41:51 PM

B_24 2 2MI1Z21WPOS_3

Instrument FT_MS _Bruker APEX IV (7.0

Comment ESlpos | CI18HITOLIDS MWW 430

CALSES; 27T0.15693,310.14156;322 04812;301 28483;
41326647453 34353475 32548500 25407
509.25407,611.26126,8,26.47121,842.44514;
586.40954,679.51166,701 4936182647121,

Acquisition Result Exact Mass Measured Mass Error (mDa) Error (ppm)  Description

Sum Formula  Sigma miz  Err[ppm] Mean Err [ppm]  Err [mila] rdb M Rule .
CA0HIZCIG00 0040 38304584 0.BE -0.ar 077 .80 ok Even
CI/HMCIENa 1010 0041 88301753 -1.85 -G8 -1.83  18.50 ok puen
Inial\a’i o B T LowMzssES|_F10_8_24_3_20131121PO5_3 +W
€10
1.5 BES.02033
10

05 I | a00.G8124 32201140
x?ﬂg_‘—"-—m-“-""“"-'“-'— BESIAGEcE S| F19 B 24 2 J0131121F05_3% TS0 H 34 CI6Na 1010 88302

Tebo | a0 &0 50 0 910 220 miz
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Operator bpfxsh@bjmu edu.cn; Tel:010-82801

Cl

HO

Cl

)

Cl

OH



N\ T SR A A K A0y 2l 245 A2 6] B R 21 D B0 S

S L ST
Analysis NameC:\data_sample\ESI_12131120_30\LowMassESI_F19 g Acquisition Date 11/22/2013 10:33:09 AM
18_18_4_20131122\POS_8 -
Operator bpfxsh@bjmu.edu.cn; Tel:010-82801
Instrument FT_MS _Bruker APEX IV (7.0
Comment ESI C19H1TOSCL3 MW 430.01
CALS588; 279.15693;310.14158;322.04812;391.28483;
413.26647,;453.34353;475.32548,500.25407;
509.25407;611.26126;8;:26 47121;842.44514;
588.40954,679.51166;701.49361:826.47121;
Acquisition Result Exact Mass Measured Mass Error ( mDa) Error (ppm) Description

431.02143 0000 0O00431.02081 000000 00.820000000041.210000000 M+H;-e

Table "GenFormulaResults® could not be found in this analysis
oy CowMassESI_F19_8_18_4_20131122P05_0: +MS

1.04

0.8+

0.6
431.02091
437.19355

430.02345

432.071900

0.2+

428 430 432 434 436

.

Figure S101. HRESIMS spectrum of 8

114



F1%-8-18-49 400 MHz DMSO
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Figure $S102. 'H NMR spectrum of 8 in DMSO-dg (400 MHz)
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Figure S103. APT spectrum of 8 in DMSO-ds (100 MHz)
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Figure S104. HSQC spectrum of 8 in DMSO-ds (400 MHz)
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Figure S105. *H-'H COSY spectrum of 8 in DMSO-dg (400 MHz)
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Figure S106. HMBC spectrum of 8 in DMSO-ds (400 MHz)
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Sample Mame F19-8-18-4
Comment
MNo. nm CD[mdeg]
1 2938 -2.66382

Figure S107. CD spectrum of 8
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Figure S108. ESIMS spectrum of 8a
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Figure $S109. 'H NMR spectrum of 8a in DMSO-dg (400 MHz)
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Figure S110. APT spectrum of 8a in DMSO-dg (100 MHz)
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F1%-8-18-4-s-1  HSQC
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Figure S111. HSQC spectrum of 8a in DMSO-ds (400 MHz)
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Figure S112. *H-"H COSY spectrum of 8a in DMSO-ds (400 MHz)
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Figure S113. HMBC spectrum of 8a in DMSO-dg (400 MHz)
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Figure S114. IR spectrum of 9
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\S‘ FCEREG Y A A A5 E S8 B N S0 ==

‘EIH.NH.B
Analysis Namt(-‘"-dala _sampleESI_12131120_30\LowMassESI_F17_ Acquisition Date 11/20/2013 2:04:08 PM
T_8_5_1_20131121\P0OS5_2
Operator bpfxsh@bjmu.edu_cn; Tal:010-82801
Instrument FT_MS _Bruker APEX IV {7.0
Comment ESlpos [ C1SHIGCL406 MW 464
CALSSE; 279.15603;310.14158;322.04812;391, 26483,
413. 26647 45334353475 32548 500 25407;

509.25407:611.26126:8:26 47121:842.44514;
588, 40958,679.51 166,701 49061.826.47121; Cl

.qnqulalunn_ Result Exact Mass Measured Mass Error ( mDa) Error (ppm)  Description
HO

_Sum Formula _ Sigma miz__ Err[ppm]  Mean Err [HI'I'_I]_ Err [mnt] rdk MRue ¢
T CHHMCIE0T0 0028  950.94200 -1 250 ak  Bven
CIAHIZCIAMa 1010 0028 05093950 304 .n22 3?4 18,50 ok even
C44HZTCITNa 108 0062 B5084178 -1.63 2,38 -1.55 2750 ok &ven
C45H26CITOS D063 05004418 0.8 447 0.86 3050 ok even
lanusT LewtassES|_F17_7_9_5_1_20031121FP05_Z +M3|
w07
1.25 5094333
1.004 95403565
0.754 |
.50 | 970 A0
0.254
u Ao La AL
i Towifmsssl N AR 121\.905_2 TR T FEIE =T
54
41
G50 93050
EE | a5483450 !
2] ! l
1 A | | |
o ._-.—.—J-A-M-LLILILMJ . - - |
w30 950 950 70 Q80 miz
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“‘ IR 24 41 K2 )7 A= 25 427 [E] S i 25 =50 860 =5

o LB

Analysis NameC:\dBw_mmi\1ES|_12131 120_30\LowMassESI_F1¥_ Acquisition Date 11/20/2013 2:04:08 PM
7 1
SRR O 2 Operatorbpfxsh@bjmu.edu.cn; Tel:010-82801
Instrument FT_MS _Bruker APEX IV (7.0

Comment ESlpos | C19H18CL405 MW 464
CAL588; 279.15693;310.14158;322.04812;391.28483;
413.26647,453.34353,475.32548,509.25407;
509.25407.611.26126:8,26.47121,842.44514;
588.40954,679.51166;701.49361;826.47121;

Acquisition Result Exact Mass Measured Mass Error (mDa) Error (ppm) Description
464.98246 100 1464.98089 0O001.57000000003.380000000 M+H;-e
Sum Formula Sigma ~ miz Err[ppm] MeanErr[ppm] Err[mDa] rdb N Rule e
C40H3I1CIBO10 0.028 950.94200 -1.41 237 -1.34 21.50 ok even
C38HazciaNa1010 0,028 95093959 -3.94 -0.22 -3.74 18.50 ok even
C44HZ2TCITNa108 0.062 95094178 -1.63 238 -1.55 27.50 ok even
C4BH26CITO8 0.0683 950904419 0.20 497 0.86 30.50 ok even
lmﬂ':ﬁ LowMassESI_F17_7_8_5_1_20131121\POS_2: +MS|
x
2.5
2.0
45316552 da7 20 1A |
1.5 |
VE 464 98089
1 459.19293 458 97806
475.16643
0.5
0 uﬂrJ _ 4 I, : HMM Jads b, L‘J\‘J
452.5 455.0 457.5 460.0 462.5 465.0 467 5 470.0 4725 4750 4775 miz

Figure S115. HRESIMS spectrum of 9
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Figure S116. 'H NMR spectrum of 9 in DMSO-ds (400 MHz)
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Figure S117. APT spectrum of 9 in DMSO-dg (100 MHZz)
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Figure S118. HSQC spectrum of 9 in DMSO-dg (400 MHZz)
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Figure S120. HMBC spectrum of 9 in DMSO-ds (400 MHz)
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CO[mdeg] ° |
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Operator

File Name
Sample Name
Comment

No. nm

250 300 350
Wavelength [nm])

2001-1-3 6:11

F19-7-9-5-1.txt

F18-7-8-5-1
CD{mdeg] No.  nm CD[{mdeg] MNo. nm
-2 48479 2 251 -1.37738 3 2174

Figure S121. CD spectrum of 9
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Figure S122. ESIMS spectrum of 9a
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Figure S123. 'H NMR spectrum of 9a in DMSO-dg (400 MHz)
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Figure S125. HSQC spectrum of 9a in DMSO-dg (400 MHZz)
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Figure S126. *H-'H COSY spectrum of 9a in DMSO-dg (400 MHz)
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Figure S127. HMBC spectrum of 9a in DMSO-dg (400 MHZz)
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Analysis NameC: ﬁazsﬂn‘%&‘\gﬂz;ﬁzﬂﬂm 0L owMassESI_F18_ Acquisition Date 11/22/2013 8:15:42 AM
“““ 1 CALE26POS 12 Operator bpfxsh@bimu.edu.cn; Tel:010-82801
Instrument FT_MS _Bruker APEX IV (7.0

Comment ES| 0 C20H1B05CLA MW 477.99
CALS88; 279.156083:310.14 156:302 04512:301 28463:

413.2664T.453. 34358, 475.32548;509. 25407 fe)
500.25407,611.26126,8,26 47121,842. 44514, Cl
B . 586.40854,670.51166,701 4936162647121, cl Q
Acquisition Result Exact Mass Measured Mass Error (mDa) Error (ppm)  Description OCH,
HO o
Cl Cl
____ Sum Formula _Sigma miz__ Emr [ppm] ‘Mean Err MJ Err [m ] rdb NRule o
C4DH3GCIANa 1010 0080 97847080 RS0 ok evan
C4A0H29CISNa1 017 D20 G78.97396 32{]- 752 :!I-i 2350 ok avan
CADH2TCI4Na4 015 302 97896894 -1.83 115 88 23RO ok aven
CA0HIGCl4 Na 02 0,304 978.9T336 B.74 13.70 A85 2150 oF Even
C40H146CI3Na 1014 0387 07896704 387 147 SATE -34.00 ok odd
CA4H148CI N3 0N 0330 OTE.OTT48 6,80 12.02 666 -36.00 o odd
CAOHZ5CIZNaTOM 0380 S78.9630 08 -1.87 581 2350 ok aven
C40HITCIZMNaDOI0 0302 G78.97436 61 8.67 354 2150 ok Even
IrﬂTEsE ) LowMassESI_F19_6_7_4_2_1_2013112CALEIEP05_12 +M5|
)
g 982 96031 B, 1208
78! BTIII
: |
: uLu L'J MM
L S CAA .
Jﬂ'&: ' WSESIJ:W_E_T_AL?J_2D131122m1_3fEF05 12:C 40H 35 C18 Na 1010 573.67|
aj 962 96588
o

1
n AT

260 ¥4 570 ars 260 985 a0 s 1000 1008 1010 miz
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Analysis NameC:\data_sample\ESI_12131120_30WowMassESI_F19_ Acquisition Date 11/22/2013 9:15:42 AM
Operator bpfxsh@bjmu.edu.cn; Tel:010-82801

6_7_4_2_1_20131122\CALBZ6POS_10
Instrument FT_MS _Bruker APEX IV (7.0
Comment ESI C20H1B0S5CLY MW 477.099
CALS88; 279.15603;310.14158;322.04812;301 28483;
413.26847:453 34353;475.32548,509.25407;
500 25407:611.26126:8,26.47121:842 44514;
588.40954:679.51166:701.49361:826.47121;
Acquisition Result Exact Mass Measured Mass Error ( mDa) Error (ppm) Description
478.99811 DDOOODO478.996200000001.9100C000003.990000000 M+H;-e

Table "GenFormulaResults” could not be found in this analysis
Intens. LowMassESI_F19_6_7_4_2_1_20131122CALB2GPOS_10: +MS)
x106
[ %
ATE. 99620
4
480 99438
49127283
2
|
47322407 479 26353 481125612
o -u—--i._.n.m— -«.J‘L—.r\.—h’llﬂk__a_-dwm_m# ’..L_A-——-_-d'-_ —
467.5 470.0 4725 475.0 4775 480.0 482 5 485.0 487.5 490.0 miz

Figure S129. HRESIMS spectrum of 10
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Figure $130. *H NMR spectrum of 10 in DMSO-dg (400 MHz)
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Figure S133. *H-'H COSY spectrum of 10 in DMSO-dg (400 MHz)
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CD[mdeq] Na.  nm CD{mdeg) No. nm
-2 58481 2 2458 -1.28982 3 227

Figure S135. CD spectrum of 10
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Figure S136. 'H NMR Spectra of 9b in CDCl; (400 MHz) derived from 9 and 10
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Analysis N'amuc::wam_un'ple'iél_lzim 120_30LowassES]_F19_ Acquisition Date 11/2002013 10:24:34 AM

6632 1 )
832 2013N211P08_8 Operator bpfxshi@bjmue.edu.cn; Tel:010-82801

Instrument FT_MS _Bruker APEX IV (7.0

Comment ESlpos  C20HIGCL3OS MW 244

CALSSS; 279163310, 14158,322 04812391.28483;
41226647453, 3435347 532648,509 25407,
S09.25407,611.26126,6.26. 421,842 44514;
S88.40854,679.51166;7 0140361 82647121,

Acquisition Result Exact Mrss Maazurad Mase Errar (mDa)  Error (ppm)  Deseription

Sum Formula  Sigma miz _Em [ppm] Mean Err [ppm]  Edr [mi rdb N Rule @
CAOHSBCIANa T OO 0.028 911.04853 283 238 267 1850 ok gven
CASH3BGITHa 104 0072 81105602 498 10,03 452 2250 ok even
CABH3ICISHNa10OB 0085 51105103 053 517 AR FTE) o aven
CIOH44CIBNa1 06 0121 91105383 255 7.35 232 1150 ok even
CABHMICIBNa1O1 0927 91104708 -3.80 122 385 2230 ok even
CHHICIINGTIOIT 0295 91108180 0.43 6,80 D40 2350 ok Even
CHHIBOZNa 1015 0408 91905410 2.4 1048 258 3250 oH aven
e ) LowhiassESI_F19_6 6_3_2 20131121%05_8: +M5
A0
20
93871907
= 91105151
1.0 304474
|
05 B0 (08D L 0300375
A J.- Loa A A k.
uft LembassESI_F15_6_6 3 2 201311120P05_ 6. CAOH 3B CIG6 Na 1 0 10 011,08
#] 911 04883
4 ?13.04541
. il
i il!.J ﬁ | MJ\. Ay
@10 #20
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Analysis NarruaC\dala sample\ESI_12131120_30\LowMassESI_F19_ Acquisition Date 11/20/2013 10: 24:34 AM
6.6_3_2 20131121\POS_6
Operator bpfxsh@bjmu.edu.cn; Tel:010-82801
Instrument FT_MS _Bruker APEX IV (7.0

Comment ESI|pos C20H19CL305 MW 444
CALS588; 279.15693;310.14158:322 04812;391.28483;
413.26647;453.34353;475.32548,509.25407;
509.25407:611.26126:8;26.47121,;842.44514,
588.40954;679.51166,701.49361;826.4T121;

Acquisition Result Exact Mass Measured Mass Error (mDa) Error (ppm) Description
445.03708 (00 0000445.03T7330 O0-0.250

Ooo0OO0-0.850000000 M+H;-e

__Sum Formula _Sigma miz  Err [wm] Mean Err [ppm] Err [mDa] rdb N Rule e
C40H3BCI6Na1010 0.0229 911.04883 -267 18.50 ok ewven
C45H 38 CIT Na 104 0.072 911.05602 4.96- 11303 452 2250 ok ewven
C46H33CISNa108 0.095 911.05103 -0.53 517 -0.48 27.50 ok even
C38H44 Cl8Na 106 0.121 911.05383 255 7.35 232 13.50 ok ewen
C46HA4A0CIBNa 1 O1 0.927 911.04796 -3.90 1.22 -355 2250 ok  ewven
C40H 31 CI3INa 1017 0.285 911.05180 0.43 6.80 040 23.50 ok ewven
C46H26CI2Na 1015 0.408 ©911.05410 284 10.48 259 32.50 ok even
e LowMfassESI_F19 6_6_3_2_20131121P05_6 +MS,
x108 |
0.8+ 1
44702937
06 445.03733 |
0.4
0.2
0.0 = -
444 246 448 450 452 454

Figure S139. HRESIMS spectrum of 11
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Figure S140. 'H NMR spectrum of 11 in DMSO-dg (400 MHz)
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Figure S142. HSQC spectrum of 11 in DMSO-dg (400 MHz)
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Figure S143. 'H-'H COSY spectrum of 11 in DMSO-dg (400 MHz)
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Comment
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1

nm
300.2

w
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Wavelength [nm]

2001-1-3 5:44

F19-6-6-3-2.txt

F19-6-6-3-2
CD[mdeg] No. nm CD[mdeq] No, nm
247715 2 218 -0.319702 3 2088

Figure S145. CD spectrum of 11
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Figure S147. 'H NMR spectrum of 11a in DMSO-ds (400 MHz)
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Figure S149. HSQC spectrum of 11a in DMSO-ds (400 MHz)
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Figure $150. *H-'H COSY spectrum of 11a in DMSO-ds (400 MHz)
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Analysis NameC-daia_semple\ESI_12131120_30\LowMassESL_F18_ Acquisition Date 11/22/2013 9:28:36 AM

T 4
8742 2 201131122108 Operatorbpfksh@bjmu.edu.cn: Tel:010-82801

Instrument FT_MS _Bruker APEX IV (7.0

Comment ES| [ G20H1805CL4 MW4T7.93
CALSSS; 270.15603:310.14156:302.04612:991.26483;

41326647453 343534 75.32548,509, 25407, o)
50025407611 26126:8,26 47121:842 44514;
5BB.40954679.51166:701.49361;826.47121; cl 0
Acquisition Result Exact Mass Measured Mass Error { mDa)  Error (ppm}  Descriplion Cl
HO o
cl cl OCHgz
. Sum Formula _ Slgma m/z  Err[ppm]  Mean Err [ppm]  Err [mDa]  rdb M Rule e
CAHIECIBMa 1010 0135 GTB.ETOES 13 254 1.28 1850 ok even
C40H2BCI5Na 1017 0.252 GTB.ET30G 444 B82 4,35 X150 ok mven
CA0HZTClaNad 015 0.331 S7TE.05854 .65 an 0,68 Z3.50 ok |ven
C4OHZECI4MaB012 0333 STRST9M 9.98 1273 9aTF P10 ok even
CADHMECIIMA1 Q14 0414 STEOETO4 263 0Ty 28T 300 ok oo
C4OMISCIIMAT 013 0416 G7A.05351 582 -2.89 570 FIS0 ok even
CAHMBECI 3Na 30N 0.417 GTBETTA8 B0 111 T.87 -36.00 ok add
CA0H2ZTCI3aNaB 010 0418 STEET435 4.B5 785 475 2150 ok éven
m?;ﬁ LowhassESI_F19_6_7_4 2 2 J0131122P05_2 +M5|
1.8 BHZ UGITS
1.0 76.9606 ‘984 81103

| 101498873

MR
e ———

R

€0 a&n 30 580 1000 T T miz
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\5‘ IR 251 B 057 A= 245 27 E =K 2 A SIS B S5

S LB
Analysis NameC:\data_sample\ESI_12140210_20\MassESI_f19_6_7_ Acquisition Date 2/14/2014 9:10:46 AM
4 2 2 20140214\NEG_8 = ;

Operator bpfxsh@bjmu.edu.cn; Tel:010-62801
Instrument FT_MS _Bruker APEX IV (7.0

Comment ESI C20H1805CL4 MW 4779

CALS88; 279.15693;310.14158;322.04812;391.28483;
413.26647:453.34353;475.32548,509.25407;

509.25407:611.26126:8:26.47121,842.44514;
588.40954,679.51166;701.49361;826.47121;

Acquisition Result Exact Mass Measured Mass Error ( mDa) Error (ppm)  Description
476.98356 (OO NNN476.98441000000O0-0.8500000000-4.7900000000 M-H ;+e

Table "GenFormulaResults' could not be found in this analysis

Intens, { MassESI_f19_6_7_a_2_2_20140214NEG_B. -MS)
x107]

2.5

4T6 98441

o
=
X

47898072
1.54

0.54

Figure S153. HRESIMS spectrum of 12
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Figure S154. 'H NMR spectrum of 12 in DMSO-dg (400 MHz)
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Figure S155. APT spectrum of 12 in DMSO-dg (100 MHZz)
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Figure S156. HSQC spectrum of 12 in DMSO-dg (400 MHZz)
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Figure S157. *H-'H COSY spectrum of 12 in DMSO-dg (400 MHz)
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Figure S158. HMBC spectrum of 12 in DMSO-dg (400 MHZz)
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cD[mdeg] "'

DateiTime
Operator

File Name
Sample Name
Comment

No. nm
1 204

250 300 3so
Wavelength [nm]

2001-1-3 6:23

F19-6-7-4-2-2.bxt
F19-6-74-2-2 L

CD{mdeg] MNo. nm CD{mdeg] Na. nm

-2 56362 2 2442 -1.23014 3 2266

Figure S159. CD spectrum of 12
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Figure S160. IR spectrum of 13
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Ana]yslslﬂamaﬂ:ldaia_samplmESUHm 120_30LowMassESI_F19_ Acquisition Date  11/22/2013 10:07:16 AM

8 18_1_3_20131M22P0S_3

Operatorbpfxsh@bjmu.edu.cn; Tel:010-82801

Instrument FT_MS _Bruker APEX IV (7.0

Comment ESI [ C18H180SCL2 MW 506,05
CALSEE; 279.15603,310.14158;322.04812,391,2848%,
413.26647,453.34353,475.32548,509. 25407,
S09.25407,611,26126,8:26.47121,842.44514;
B8 40854;679.51166,701.49361,826.47121;

Acquisition Result Exact Mass Measured Mass Error { mDa) Error (ppm)  Description
B Sum Formula_ Sigma miz  Err [ppm] Mean Err [ppm]  Err [mDa] rdb W Ruls 8
CIHHIECI4Na 1010 0188 851509548 A -1.58 261 1850 ok Even
CMHIZGINIOI 0223 81509337 0.62 -3.86 051 2200 ok ood
CIMHMCIZNa4 OB 0223 B15.00045 -2.96 1.87 241 1850 ok even
C40H33CIZNa3OB 0230 B1509288 0.0 -4.40 001 180 ok even
CIEHIOCIZNa 1014 0278 B15.09048 283 BT 238 2350 ok even
CAOHZICIZN1Ma2011 0280 B1509078 2,59 6,39 211 2500 ok odd
IMT.;;E" a15.00287 LowiiassESI_F19_8_18_1_3_20131122P05_3 +Mg]
x £l -
203 0700500 +T.D§4£?
15
1.0
0.54
T Ty ] LA .I_I.Jui.. A AaUino, i 2
ofo LowhiassEE F16 B 18,13 20131 120P06 5 CABH JECia Na 1010 815,10
20 RI5.00548
15 +?.|:rm-1
10
05 ~
00 Jj.|il|'|1 , —
BOD gio a0 43 840 miz
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SKLNBD

Analysis NamaC-:I\d?‘.‘ah;T)sarSlgle\ENSEI§12614021()_20\ME|SSESI_I19__8_18 Acquisition Date 2/14/2014 8:51:20 AM
140214\
o = Operator bpfxsh@bjmu.edu.cn; Tel:010-82801
Instrument FT_MS _Bruker APEX IV (7.0

Comment ESI C19H1805CL2 MW 396.05
CALS588; 279.15693;310.14158;322.04812;391.28483;
413.26647,453.34353,475.32548,500.25407;
509.25407,611.26126,8,;26.47121,842.44514,
588.40954,679.51166,701.49361,826.47121;

Acquisition Result Exact Mass Measured Mass Error ( mDa) Error (ppm)  Description
395.04585 (1111 00395.046220000000-03700000 0-0.930 M-H ;+e
Table ‘GenFormulaResults’ could not be found in this analysis
lnl::ns, MassESI_f19_8_18_1_3_20140214WNEG_6: -MS
x
2.04 395.04622
1.54
1.04
509.03821
0.5
24206346 ' 1
1 1

QT ——— cscusigey . ' - ot

200 300 400 500 600 miz

Figure S161. HRESIMS spectrum of 13
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Figure S162. 'H NMR spectrum of 13 in DMSO-dg (400 MHz)
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Figure S163. APT spectrum of 13 in DMSO-dg (100 MHZz)
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Figure S164. HSQC spectrum of 13 in DMSO-dg (400 MHZz)
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Figure 165. 'H-'H COSY spectrum of 13 in DMSO-dg (400 MHz)
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Fl9-8-18-1-3 HMBC
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Figure S166. HMBC spectrum of 13 in DMSO-dg (400 MHZz)
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CD[mdeg] °

Date/Time
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File Name
Sample Name
Comment

1 2006
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-2 47295

Figure S167. CD spectrum of 13
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Figure S168. IR spectrum of 14
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N\ T ER 24 14 Kz A A 25 0 (] BT 0T A S0 06 =

Analysis NamaeC:\data_sample'ESI_12131120_30owhassESI_F19_ Acquisition Date 11/20/2013 2:41:51 PM
B_24_2 #0131121\P08_3 _
Operator bpfxshi@bhjmu.edu.cn; Tel:010-82801
Instrument FT_MS _Bruker APEX IV (7.0

Comment ESlpos | C13HITCLIOS MW 430
CALSBE; 279 15693,310.14158;322 D4812;301 28483;
41326647453, 34353475, 3254 8,500 25407,
S00.25407:611.26126,8;26.47121:842 44514;
5E8.40954:679.51 166,701 49361,826.47121; Cl

Acquisition Result Exact Mass Measured Mass Error { mDa)  Error (ppm)  Description

HO
Cl

Sum Formula  Sigma miz__Em[ppm]  Mean Err [ppm]  Err(mDa)]  rebh MRule o
CA0HIZCIE010  0.040 BA30TaM4 0.88 .87 077 2150 ok aven
CIEHMCIGENa1 010 0041 88301753 -1.85 358 -163 1850 ok aven

LowMes=ESI_F10_8_24_2_20131121F0S_3 +M3]
BR3.01917
TALOZE4 |J 101 grarn
e 862.02910 i
- LmﬂﬁsEsl_L15_5_24_2_20131121'|PC15_:!- D!&Hﬂ{?gﬁ.n‘-ﬁ_li EREELE
15 865.01753
10 |
ERE 1507
a5
L -
70 750 B0 850 500 950 1000 1050 iz
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Analysis NameC: \gfta saTgﬁ\gﬁL 5231 3:‘31120 _30LowMassESI_F19_ Acquisition Date 11/20/2013 2:41:51 PM
-2.20 Operatorbpfxsh@bjmu.edu.cn; Tel:010-82801

Instrument FT_MS _Bruker APEX IV (7.0

Comment ESipos [ C19H17CL305 MW 430
CALSBB; 279.15693;310.14158;322.04812:391.28483;
413.26647;453.34353;475.32548;509.25407-
509.25407;611.26126;8:26.47121;842.44514;
588.40954,679.51166;701.49361;826.47121:

Acquisition Result Exact Mass ‘Measured Mass Error (mDa) Error (ppm) Description

431.02143 0DO0OD00431.021990000000-0.5600000000-1.290000000 M+H;-e
. SumFormula Sigma  miz Errl:epml Mean Err lwml Err[mDa] rdb NRule e
C4DH33CI6010 0.040 883.01904 87 077 2150 ok even
C38H34CI6ENa1 010 0.041 883.01753 -155 3aa 163 18.50 ok even
'nt:'as?‘ LowMassESI_F19_B_24_2_20131121WP05_3 +MS|
0.8+
437.19481
0.6
0.4
0.2+ 431.02199
. o 433, msss
T L
oo ™ A { S e J.n WAL i ' -
4225 4250 4275 435.0 437.5 440.0 4425 miz

Figure S169. HRESIMS spectrum of 14
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Figure $170. *H NMR spectrum of 14 in DMSO-ds (400 MHz)
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Figure S171. APT spectrum of 14 in DMSO-dg (100 MHZz)
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Figure S172. HSQC spectrum of 14 in DMSO-dg (400 MHZz)
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Figure S173. *H-'H COSY spectrum of 14 in DMSO-dg (400 MHz)

192



Fl9-5-24-2 HMBC
A __,ﬂJ ﬁ\__, ppm
- L) e ¢4
3 20
—] \\ N :
o e 40
cl i/ ©
| ] NC
o 60
HO™ T =
| OH
80
100

— it

- ‘ 120
— ) b .

] s - 140
— ]

160
11 10 9 8 [ 6 5 4 3 2 1 ppm

2
Figure S174. HMBC spectrum of 14 in DMSO-dg (400 MHZz)
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CD[mdeg] o
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Sample Name
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No. nm
1 2972

250 300 350
Wavelength [nm]

2001-1-3 5:04

Memory#3
F19-8-24-2

CD{mdeg]
25273

Figure S175. CD spectrum of 14
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\\‘ TS8R 254 F2 477 2k 24542 [E] S 0T N S 56 52

G L D

Analysis Nlmgc \data_sample\ES|_12131120_30\WLowMassESI_F17_ Acquisition Date 11/20/2013 2:13:27 PM
T 85 2 2M131121\POS_3
Operator bpfxsh@bjmu.edu.cn; Tel:010-852801
Instrument FT_MS _Bruker APEX IV (7.0
Comment ESlpos | C1SHIGCL40S MW 464
CALGEE; 270.15693:310.14158;322.04812;391.26483;

413.26647,453,34353,470 32048,509.25407,
S0, Z5407 611.261268,26 47121842 44514;

S8E A0054,670.51166;701 40361826 4T121; e}
Acquisition Result Exact Mass Measured Mass Error { mDa)  Ermor (ppm)  Description al o
Cl
HO o
Cl cl OH
Sum Formula  Sigma miz  Erf[ppm] Mean Errjppm] Em[mDa] rdb N Rule LR
CAOHIN CIEC10 DOSE 95094200 Q.70 5m D.67 21.50 o8 BVEN
CABH32CIEMa1 010 DO5E 95093853 «1.8% 242 =174 1E50 DM EVEN
C4aH2TCI7TNa 108 DOTE 95094178 0468 457 D46 27.50 ol Even
CAEH2BCITOR 0077 98094419 am 754 286 3050 oh even
e 854 53142 LowMazsES|_F17_7_5_5_2_20131121F05 3 w5
s
50,5413
14 97090182
Awe ‘
0.50'_.
0.2 ’ LJ' \ ) | |
Pt P bttt sty Mol amaare el i s
Ei@- Q0 QHWF1?_?_9_5_2_2!)131121'FDG L+ 33 HI2CIBMNa 1010 950.94

-

% ﬁ*__lU_UJ |lujulu

35 a0’ a6 70 o5 @0 mi
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Analysis NameC:\data_sample\ESI_12140210_20\MassESI_f19_7_5_ Acquisition Date 2/14/2014 9:04:11 AM
5_2 20140214\NEG_8 3
Operator bpfxsh@bjmu.edu.cn; Tel:010-82801
Instrument FT_MS Bruker APEX IV (7.0

Comment ESI C19H1605CL4 MW 484
CALS88; 279.15693;310.14158;322.04812;391.28483;
413.26647;453.34353:475.32548;500.25407;
500.25407;611.26126,8;26.47121;842 44514,
588.40954;679.51166;701.49361;826.47121;

Acquisition Result Exact Mass Measured Mass Error ( mDa) Error (ppm) Description

46296791 110010101462.96842010 0O00-0.51000000001.410000000 M-H ;+e
Table ‘GenFormulaResults’ could not be found in this analysis
'“':";i MassESI_118_7_8_5_2_20140214NEG_B8. -MS,
1.251
1.00-
454 965508
0.75
46296842
0.50-
0.25-
§23.05375
0.00 doi
400 420 Laso 460 480 500 520 miz

Figure S177. HRESIMS spectrum of 15
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Figure S178. *H NMR spectrum of 15 in DMSO-dg (400 MHz)
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Figure S179. APT spectrum of 15 in DMSO-dg (100 MHZz)
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Fl18-7-9-5-2 HSQC
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Figure S180. HSQC spectrum of 15 in DMSO-dg (400 MHZz)
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Figure S181. *H-'H COSY spectrum of 15 in DMSO-dg (400 MHz)
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Figure S182. HMBC spectrum of 15 in DMSO-dg (400 MHZz)

202
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1

m
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Figure S183. CD spectrum of 15
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