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Figure S1. H NMR Spectrum of 1 in Pyridine-ds
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Figure S2. *C NMR Spectrum of 1 in Pyridine-ds
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Figure S3. HSQC Spectrum of 1 in Pyridine-ds
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Compound 1

Figure S4. HMBC Spectrum of 1 in Pyridine-ds
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Figure S5. 'H-"H COSY Spectrum of 1 in Pyridine-ds

F2.0

+2.0

3.0

3.0

~a.0

Compound 1 ﬁ%gw
=
Lo 3
e =
= =
™
o
(=]
-
a
= = 52D
= %’P = =
o -
= P &0
a -\'ﬁ - -
= o= m
= = =
S = B
o = -
24 57 5D 48 46 44 47 40 38 36 34 3F S0 Z8 F6 I4 FF OZOD 18 1B 14 12 10 08 DB D04
2 (ppm)

F5.0

fl {ppm)



Figure S6. ROESY Spectrum of 1 in Pyridine-ds
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Figure S7. HREIMS of 1

Elemental Composition Report

Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min =-10.0, max = 120.0

Selected filters: None

Monoisotopic Mass, Odd and Even Electron lons
24 formula(e) evaluated with 1 results within limits (up to 51 closest results for each mass)

Elements Used:
C:0-200 H:0-400 O:9-11

Page 1

Autospec Premier

M130403EA-14AFAMM 14 (1.285) P776
Voltage El+ 658.3703 11.8
v
0,-6—
L o LN s e e B S L e e e e e e e
657.80 657.90 658.00 658.10 658.20 658.30 658.40 658.50 658.60 658.70 658.80 658.90 659.00
Minimum: =10.0
Maximum: 200.0 10.0 120.0
Mass Calec. Mass mDa PEM DEE i-FIT Formula
658,3703 658,3717 -1.4 -2.1 11.0 5546027.5 €37 H54 010



Figure S8. IR Spectrum of 1
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1
Figure S9. H NMR Spectrum of 2 in Pyridine-ds
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Figure S10. '*C NMR Spectrum of 2 in Pyridine-ds
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Figure S11. HSQC Spectrum of 2 in Pyridine-ds
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Figure S12. HMBC Spectrum of 2 in Pyridine-ds
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Figure S13. 'H-'H COSY Spectrum of 2 in Pyridine-ds
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Figure S14. ROESY Spectrum of 2 in Pyridine-ds
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Figure S15. HRESIMS of 2

Elemental Composition Report

Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min =-10.0, max =120.0
Selected filters: None

Monoisotopic Mass, Odd and Even Electron lons
24 formula(e) evaluated with 1 results within limits (up to 51 closest results for each mass)

Elements Used:
C:0-200 H:0-400 O:9-11

Page 1

Autospec Premier

M130403EA-15AFAMM 14 (1.285) P776
Voltage El+ 658.3694 1.7
LA
Yo
0 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 T T T T T e MYZ
657.80 657.90 658.00 658.10 658.20 658.30 658.40 658.50 658.60 658.70 658.80 658.90 659.00
Minimum: -10.0
Mazximum: 200.0 10.0 120.0
Massz Calec. Mass mDa PPM DBE i=-FIT Formula
658,.3694 658,3717 —2:3 -3.5 11.0 554e066.0 C37 HH4 010
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Figure S16. IR Spectrum of 2
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Figure S17. H NMR Spectrum of 3 in Pyridine-ds
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Figure S18. '*C NMR Spectrum of 3 in Pyridine-ds
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Figure S19. HSQC Spectrum of 3 in Pyridine-ds
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Figure S20. HMBC Spectrum of 3 in Pyridine-ds
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Compound 3
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Figure S21. 'H-'H COSY Spectrum of 3 in Pyridine-ds
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Figure S22. ROESY Spectrum of 3 in Pyridine-ds
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Figure S23. HRESIMS of 3

Qualitative Analysis Report

Data Filename Sample Name
Sample Type Sample Position
Instrument Name Agilent G6230 TOF MS User Name
Acq Method ESL.m Acquired Time
IRM Calibration Status Success DA Method ESLm
Comment
Sample Group Info.
6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125.2)
User Spectra
Fragmentor Voltage Collision Energy Ionization Mode
200 0 ESL

410 & |+ Scan (1,527 min) 150917ESIA2.d

N 717.3823
|
08 }
06|
04|
02 ‘
0
717.3822 717.38225 717.3823 717.38235
Counts vs. Mass-to-Charge (m/z)
Peak List
mjz z [Abund Formula Ton
153.0541 7558.66
717.3823 1 [105559.87  |C37 HS58 Na 012 M+
718.3854 1 [35515.02 [C37 HS8 Na 012 M+
1064.5778 | 2 [8940.06
1065.0792 2 [10880.18
1107.6575 1 [10876.28
1379.8281 1 [7292.69
1411.774 1 [55602.59
1412.777 1 [45462.13
1413.7799 1 [15454.35
“Formula Calculator Element Limits
[Element _ [Min__ [Max |
C o] 200
H o[ 400
o of 15
Na 1 1
“Formula Calculator Results
[Formula [CalculatedMass [CalculatedMz Mz [Diff. (mDa) [Diff. (ppm) DBE
[c37 Hsg na 012 [ 717.3826] 717.3820]  717.3823] -0.1] -0.2] 8.5000]

--- End Of Report ---
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Figure S24. IR Spectrum of 3
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1
Figure S25. H NMR Spectrum of 4 in Pyridine-ds
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Figure S26. '*C NMR Spectrum of 4 in Pyridine-ds
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Figure S27. HSQC Spectrum of 4 in Pyridine-ds
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Figure S28. HMBC Spectrum of 4 in Pyridine-ds
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Figure S29. 'H-'H COSY Spectrum of 4 in Pyridine-ds
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Figure S30. ROESY Spectrum of 4 in Pyridine-ds
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Figure S31. HRESIMS of 4

Elemental Composition Report Page 1

Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min =-10.0, max =120.0
Selected filters: None

Monoisotopic Mass, Odd and Even Electron lons

25 formula(e) evaluated with 1 results within limits (up to 51 closest results for each mass)
Elements Used:

C: 0-200 H:0-400 O:9-11

Autospec Premier

M130403EA-13AFAMM 14 (1.285) pP776
Voltage El+ 662.4058 10.2
Jw
0’,.5_
661.80 661.90 662.00 662.10 662.20 662.30 662.40 662.50 662.60 662.70 662.80 662.90 663.00
Minimum: =10.0
Mazximuam: 200.0 10.0 120.0
Mass Calc. Mass mDa PPM DBE i=FIT Formula
662.4058 662.4030 2.8 4.2 9.0 5546027.0 (C37 H58 010
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Figure S32. IR Spectrum of 4

3500 3000 2500 2000 1500 1000 500
| 1 1 1 | 1 v 1
2 =l B RBYSERRESIE gd
) BB X ?vﬁgmﬁ?‘—jv'ﬁﬂ&iﬂ £
m o0 = T T T T T T T T T =9
1 1 1 J 1 1 1
3500 3000 2500 2000 1500 1000 500

Wavenumber cm-1

34

45

40

35

30

25

20

15



52
S.EE
498,
4 Bk
4 88
4.76
475
4.47
446
4,44
4.30
4,28
416
416
4.15
4.14
379
370
359
344
343
342
341
294
292

l . . .
Figure S33. H NMR Spectrum of 5 in Pyridine-ds
o ~1.30E+08
~1.20E+08
-1.10E+08
-1.00E+08
~9.00E+07
~8.00E+07
-7.00E+07
~6.00E+07
~5.00E+07
~4.00E+07
-3.00E+07
| ~2.00E+07
] -
b, | 1.00E+07
[ i |
~0.00E+00
F-1.00E+07
5.6 5.2 4.8 4.4 4.0 3.6 3.2 2.8 2.4 2.0 1.6 1.2 0.8 0.4
1 (ppm)
35



Figure S34. '*C NMR Spectrum of 5 in Pyridine-ds
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Figure S35. HSQC Spectrum of 5 in Pyridine-ds

Compound &
(- =i = o O '
o o - o e =
= e =
= @ £ - = =
&
o
£ Lo
@ Q
@ -
s L=
L -]
A
5.5 5.0 4.5 4.0 3.5 3.0 25 20 1.5 1.0 0.5
£2 (ppm)

37

f1 (ppm}



Figure S36. HMBC Spectrum of 5 in Pyridine-ds
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Figure S37. 'H-'H COSY Spectrum of 5 in Pyridine-ds
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Figure S38. ROESY Spectrum of 5 in Pyridine-ds
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Figure S39. HREIMS of §

Elemental Composition Report Page 1

Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min =-10.0, max = 120.0
Selected filters: None

Monoisotopic Mass, Odd and Even Electron lons

25 formula(e) evaluated with 1 results within limits (up to 51 closest results for each mass)
Elements Used:

C:0-200 H:0-400 O:10-12

Autospec Premier

M130403EA-12AFAMM 24 (2.203) P776
Voltage El+ 678.3990 1.60
1w
0},{]_
L e 2 2 2 2 2 e el 1174
677.80 677.90 678.00 678.10 678.20 678.30 678.40 678.50 678.60 678.70 678.80 678.90 679.00
Minimum: -10.0
Maximum: 200.0 10.0 120.0
Mass Calc. Mass mDa FPM DBE i-FIT Formula
678.3990 678.3979 1.1 1.6 9.0 5546025.5 (C37 H58 011
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Figure S40. IR Spectrum of §
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1

Figure S41. H NMR Spectrum of 6 in Pyridine-ds
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Figure S42. '*C NMR Spectrum of 6 in Pyridine-ds
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Figure S43. HSQC Spectrum of 6 in Pyridine-ds
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Figure S44. HMBC Spectrum of 6 in Pyridine-ds
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Figure S45. 'H-'H COSY Spectrum of 6 in Pyridine-ds
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Figure S46. ROESY Spectrum of 6 in Pyridine-ds
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Figure S47. HREIMS of 6

Qualitative Analysis Report

Data Filename Sample Name
Sample Type Sample Position
Instrument Name Agilent GE230 TOF MS User Name
Acq Method ESLm Acquired Time
IRM Calibration Status SUECEST RN 0A Methad ESLm
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 saries
Version Q-TOF B.05.01 (B5125.2)
User Spectra
Fragmentor Valtage Callision Energy Tonization Mode
250 o ESl
x10 % |+ Scan (1.176 min) 151022ES1A8.0
2 715.3656
175
15
125
1
075
05
028
g 5,
71536655 B J;mhw {miz) 71536665
Peak List .
E 3 Ifm armula n
299,1102 1 j23707.8 -
413.2664 1 |27078.22 )
715.3666 1 |199800.11 C37 H56 Na 012 M+
716.3604 1 |70347.52 C37 H56 Na 012 M+
7173769 1 [30343.79 C37 H56 Na 012 M+
peems ] ety T T
923.0115 1 |20421.78
1407.7419 1 |39622.61
1408.7446 1 |31648.32
1409.7501 1 |20666.53
ormu emen
emen n I3
C 0] 200
H 0of 400
o 5 13
Na ] 1 |
ul
(Formula  [CalculatedMass |

C37 H56 Na 012

49



Figure S48. IR Spectrum of 6
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1

Figure S49. H NMR Spectrum of 7 in Pyridine-ds
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Figure S50. '*C NMR Spectrum of 7 in Pyridine-ds
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Figure S51. HSQC Spectrum of 7 in Pyridine-ds
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Figure S52. HMBC Spectrum of 7 in Pyridine-ds
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Figure S53. 'H-'"H COSY Spectrum of 7 in Pyridine-ds

uM_J WWN

(uedd) 1

1

H. &R

!

a.m,...m.p.J i

"B

J

5

o2

[

0.5

20 1.5 1.0

6.0 ] 5.0 4.5 4.0 3.3 30 2.5
£2 (ppm)

6.5

7.0

55



P ./

_I Compound 7

——

Figure S54. ROESY Spectrum of 7 in Pyridine-ds

L

ﬁg)

2

4.5

=30

3.5

6.3

:_c'-,:"’g
=
\LF )
0
=]
G
@
) T T T T T T T T T T T T T T T T T T T T T
T.0 6.3 6.0 5.5 50 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.3
£2 (ppm}

56

=70

f1 (ppm)



Figure S55. HRESIMS of 7

Qualitative Analysis Report

Data Filename Sample Name
Sample Type Samphe Position
Instrument Name Agilent G6230 TOF MS User Name
Acg Method ESL.m Acquired Time
IRM Calibration Status SUCESE T oA Method ESLm
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series.
Version Q-TOF B.05.01 (B5125.2)
User Spectra
Fragmentar Voltage Callisian Energy Tonization Mode
w0 Q Esl
10 5|+ Scan (0.576 min) 151022681A5.4 o
7 538 2688
|

]

5 |

: |

3

; |

1

0 | :

530.29865 530.2687 538.25875 536,988 53079885
Counts vs. Mass-to-Charge (miz)

C30 H44 Na 07 M+
[C30 H44 Na 07 M+
€30 H44 Na 07 M+
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Figure S56. IR Spectrum of 7
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Figure S58 '3C NMR Spectrum of 8 in Pyridine-ds
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Figure S59. HSQC Spectrum of 8 in Pyridine-ds
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Figure S60. HMBC Spectrum of 8 in Pyridine-ds
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Figure S61. 'H-'H COSY Spectrum of 8 in Pyridine-ds
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Figure S62. ROESY Spectrum of 8 in Pyridine-ds
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Figure S63. HRESIMS of 8

Elemental Composition Report Page 1

Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min =-10.0, max =120.0
Selected filters: None

Monoisotopic Mass, Odd and Even Electron lons

21 formula(e) evaluated with 1 results within limits (up to 51 closest results for each mass)
Elements Used:

C:0-200 H:0-400 O:4-6

Autospec Premier

M130507EA-11AFAMM 33 (3.029) P776

Voltage El+ 488.3499 a7

n.l’{l

| 487.9716 488.2678 488.4046  488.5233 488.6648
L L s oo A s s o e e e e e e e e e L e e e e T (A e e e A S S s e oo e T L v s e o ey s o 11174
487 .60 487.80 488.00 488.20 488.40 488.60 488.80 489.00

Minimum: =10.0
Maximuam: 200.0 10.0 120.0
Mass Calc. Mass mDa PFM DBE i-FIT Formula
488.3499 488.3502 -0.3 -0.6 7.0 5546067.0 C30 H48B 05
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Figure S64. IR Spectrum of 8
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1

Figure S65. H NMR Spectrum of 9 in Pyridine-ds
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Figure S66 '°C NMR Spectrum of 9 in Pyridine-ds
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Figure S67. HSQC Spectrum of 9 in Pyridine-ds
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Figure S68. HMBC Spectrum of 9 in Pyridine-ds
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Figure S69. 'H-'H COSY Spectrum of 9 in Pyridine-ds
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Figure S70. ROESY Spectrum of 9 in Pyridine-ds
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Figure S71. HRESIMS of 9

Qualitative Analysis Report

Data Filename 151022ESIA3.d Sample Name

Sample Type Sample Position

Instrument Name Agllent G6230 TOF MS User Name KIB

Acq Method ESLm Acquired Time  10/20/2015 5:

IRM Calibration Status Sicoess I oA Method ESLm

Comment

Sample Group Info.
Acquisition SW 6200 serles TOF/G500 serles
Version Q-TOF B.05.01 (BS125.2)
User Spectra
Fragmentor Voltage Collision Energy lonization Mode
200 o sl
<10 3|+ Scon (0,827 min) 151022E 5183 0 ——
1.4 509.3188

1.2
1

o8
06|
04
O;I
559.31875 559.3188 5599.31885 598.3189
Counts va. Mass-to-Charge (m/z)
Peak List
iz 7 [Abund |
102.1284 1 [11537.5 -
121.0509 1 |62614.3
153.0543 1 [12896.9
2321118 1 |9774.8
2411702 1 [66952.9
242173 1 [969908
299.1101 1 |16003.32
301.1409 1 [10089.62
922.0058 1 |B3405.42
%%
ul mits
iemen n 1%
C 0] 200
H ol 400
0 1 12
|Na 1 1
Gl esul

[Formula _ [CalculatedMass [CalculatedMz Mz Wﬁ]—lm@)—mi—\
|2 res Na 09 | 599.3196] 599.3191]  599.3188[ 0.2 0.4] B.5000]

— End Of Report -
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Figure S72. IR Spectrum of 9
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1
Figure S73. H NMR Spectrum of 10 in Pyridine-ds
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Figure S74 '3C NMR Spectrum of 10 in Pyridine-ds
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Figure S75. HSQC Spectrum of 10 in Pyridine-ds
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Figure S76. HMBC Spectrum of 10 in Pyridine-ds
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Figure S77. 'H-'H COSY Spectrum of 10 in Pyridine-ds
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Figure S78. ROESY Spectrum of 10 in Pyridine-ds
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Figure S79. HRESIMS of 10

Elemental Composition Report Page 1

Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min =-10.0, max =120.0

Selected filters: None

Monoisotopic Mass, Odd and Even Electron lons

21 formula(e) evaluated with 1 results within limits (up to 51 closest results for each mass)
Elements Used:

C:0-200 H:0-400 O:4-6

Autospec Premier

) M130507EA-09AFAMM 14 (1.285) P776
Voltage El+ 488.3508 151
o
%_
488.2687 488.4101
L B e e L o e e o L o o e e o e o e o o e B L B e o o o e . e e e o e e e ey N B e e e el 11174
487.80 487.90 488.00 488.10 488.20 488.30 488.40 488.50 488.60 488.70 488.80
Minimum: -10.0
Maximum: 200.,0 10,0 120.0
Mass Calc. Mass mDa PFL DEBE i-FIT Formula
488.3508 488.3502 0.6 1.2 7.0 5546094.0 C30 H48 05
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Figure S80. IR Spectrum of 10
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1

Figure S81. H NMR Spectrum of 11 in Pyridine-ds
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Figure S82 *C NMR Spectrum of 11 in Pyridine-ds
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Compound 11

Figure S83. HSQC Spectrum of 11 in Pyridine-ds
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Figure S84. HMBC Spectrum of 11 in Pyridine-ds
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Figure S85. 'H-'H COSY Spectrum of 11 in Pyridine-ds
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Compound 11

Figure S86. ROESY Spectrum of 11 in Pyridine-ds
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Figure S87. HRESIMS of 11

Quaiitative Anaiysis Report
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Figure S88. IR Spectrum of 11
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1
Figure S89. H NMR Spectrum of 12 in Pyridine-d5s
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Figure S90 '°C NMR Spectrum of 12 in Pyridine-ds
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Figure S91. HSQC Spectrum of 12 in Pyridine-d5s
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Figure S92. HMBC Spectrum of 12 in Pyridine-d5s
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Figure S93. 'H-'H COSY Spectrum of 12 in Pyridine-ds
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Figure S94. ROESY Spectrum of 12 in Pyridine-ds

96



Figure S95. HRESIMS of 12

Elemental Composition Report Page 1

Single Mass Analysis
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Figure S96. IR Spectrum of 12
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Figure S97. Cell morphology and expression of CD11b and CD68 of differentiated
and undifferentiated THP-1 cells. A. Undifferentiated THP-1 cells; B. Induction of
monocyte-macrophage differentiation by 100 nM PMA for 24 h; C. CDIll1b
expression of the differentiated cells. D. CD68 expression of the differentiated cells;
Expressions of CDI11lb and CD68 were measured by flow cytometry using
FITC-labeled anti-CD11b mAb and anti-CD68 mAb. Analyses were conducted on a
PARTEC brand flow cytometer.
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Figure S98. Effects of compounds 1-12 on the viability of PMA-induced THP-1 cells.
PMA-induced THP-1 cells were treated with indicated concentrations of compounds
1-12 (0-100 M) and cell viability was assessed after 48 h using the MTT assay. Data
points represent mean £+ SD of three measurements.
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Figure S99. Representative pictures of the migration of PMA-induced THP-1 cells.
Up panel: The migration of PMA-induced THP cells without compound 7 (Three
parallel experiments); Down panel: The migration of PMA-induced THP cells with 50
uM compound 7 (Three parallel experiments).
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Figure S100. Key ROESY correlations of compounds 4 (4a) and 8 (8a).

Table S1. Primers’ information for CD147 and MMPs in the present study

CTGGTACAAGATCACTGAC EMMPRIN(H)-F
GAGGAACTCACGAAGAAC EMMPRIN(H)-R
CTGAAGGACACACTAAAGA MMP2(H)-F
CGATGGTATTCTGGTCAA MMP2(H)-R
GGCAGATTCCAAACCTTT MMPI(H)-F
GCAAGTCTTCCGAGTAGT MMPI(H)-R
AAAGGGTCATCATCTCTG GAPDH-F
GCTGTTGTCATACTTCTC GAPDH-R
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