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Figure S1. 1H NMR spectrum of artemyrianin A (1) recorded in CDCl3 at 600 MHz
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Figure S2. 13C NMR (DEPT) spectrum of artemyrianin A (1) recorded in CDCl3 at 150 MHz
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Figure S3. HSQC spectrum of artemyrianin A (1) recorded in CDCl3
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Figure S4. 1H−1H COSY spectrum of artemyrianin A (1) recorded in CDCl3
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Figure S5. HMBC spectrum of artemyrianin A (1) recorded in CDCl3
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Figure S6. ROESY spectrum of artemyrianin A (1) recorded in CDCl3
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Figure S7. (+)-HRESIMS spectrum of artemyrianin A (1)
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Figure S8. [α]D spectrum of artemyrianin A (1) in MeOH
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Figure S9. IR spectrum of artemyrianin A (1)
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Figure S10. UV spectrum of artemyrianin A (1) in MeOH
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Figure S11. 1H NMR spectrum of artemyrianin B (2) recorded in CDCl3 at 600 MHz
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Figure S12. 13C NMR (DEPT) spectrum of artemyrianin B (2) recorded in CDCl3 at 150 MHz
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Figure S13. HSQC spectrum of artemyrianin B (2) recorded in CDCl3
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Figure S14. 1H−1H COSY spectrum of artemyrianin B (2) recorded in CDCl3
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Figure S15. HMBC spectrum of artemyrianin B (2) recorded in CDCl3
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Figure S16. ROESY spectrum of artemyrianin B (2) recorded in CDCl3
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Figure S17. (−)-HRESIMS spectrum of artemyrianin B (2)
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Figure S18. [α]D spectrum of artemyrianin B (2) in MeOH
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Figure S19. IR spectrum of artemyrianin B (2)
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Figure S20. UV spectrum of artemyrianin B (2) in MeOH 
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Figure S21. 1H NMR spectrum of artemyrianin C (3) recorded in CDCl3 at 600 MHz


[image: ]
Figure S22. 13C NMR (DEPT) spectrum of artemyrianin C (3) recorded in CDCl3 at 150 MHz
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Figure S23. HSQC spectrum of artemyrianin C (3) recorded in CDCl3
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Figure S24. 1H−1H COSY spectrum of artemyrianin C (3) recorded in CDCl3
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Figure S25. HMBC spectrum of artemyrianin C (3) recorded in CDCl3
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Figure S26. ROESY spectrum of artemyrianin C (3) recorded in CDCl3
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Figure S27. (+)-HRESIMS spectrum of artemyrianin C (3)
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Figure S28. [α]D spectrum of artemyrianin C (3) in MeOH
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Figure S29. IR spectrum of artemyrianin C (3)
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Figure S30. UV spectrum of artemyrianin C (3) in MeOH 
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Figure S31. 1H NMR spectrum of artemyrianin D (4) recorded in CDCl3 at 600 MHz
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Figure S32. 13C NMR (DEPT) spectrum of artemyrianin D (4) recorded in CDCl3 at 150 MHz
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Figure S33. HSQC spectrum of artemyrianin D (4) recorded in CDCl3
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Figure S34. 1H−1H COSY spectrum of artemyrianin D (4) recorded in CDCl3
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Figure S35. HMBC spectrum of artemyrianin D (4) recorded in CDCl3
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Figure S36. ROESY spectrum of artemyrianin D (4) recorded in CDCl3
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Figure S37. (+)-HRESIMS spectrum of artemyrianin D (4)
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Figure S38. [α]D spectrum of artemyrianin D (4) in MeOH
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Figure S39. IR spectrum of artemyrianin D (4)
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Figure S40. UV spectrum of artemyrianin D (4) in MeOH 


[image: ]
	Figure S41. 1H NMR spectrum of artemyrianin E (5) recorded in CDCl3 at 600 MHz	
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[bookmark: OLE_LINK1]Figure S42. 13C NMR (DEPT) spectrum of artemyrianin E (5) recorded in CDCl3 at 150 MHz
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[bookmark: OLE_LINK2]Figure S43. HSQC spectrum of artemyrianin E (5) recorded in CDCl3
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Figure S44. 1H−1H COSY spectrum of artemyrianin E (5) recorded in CDCl3
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Figure S45. HMBC spectrum of artemyrianin E (5) recorded in CDCl3
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Figure S46. ROESY spectrum of artemyrianin E (5) recorded in CDCl3
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Figure S47. EIMS spectrum of artemyrianin E (5)
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Figure S48. HREIMS spectrum of artemyrianin E (5)
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Figure S49. [α]D spectrum of artemyrianin E (5) in MeOH
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Figure S50. IR spectrum of artemyrianin E (5)
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Figure S51. UV spectrum of artemyrianin E (5) in MeOH
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Figure S52. 1H NMR spectrum of artemyrianin F (6) recorded in CDCl3 at 600 MHz
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Figure S53. 13C NMR (DEPT) spectrum of artemyrianin F (6) recorded in CDCl3 at 150 MHz


[image: ]
Figure S54. HSQC spectrum of artemyrianin F (6) recorded in CDCl3
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Figure S55. 1H−1H COSY spectrum of artemyrianin F (6) recorded in CDCl3
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Figure S56. HMBC spectrum of artemyrianin F (6) recorded in CDCl3
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Figure S57. ROESY spectrum of artemyrianin F (6) recorded in CDCl3
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Figure S58. EIMS spectrum of artemyrianin F (6)
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Figure S59. HREIMS spectrum of artemyrianin F (6)
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Figure S60. [α]D spectrum of artemyrianin F (6) in MeOH
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Figure S61. IR spectrum of artemyrianin F (6)
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Figure S62. UV spectrum of artemyrianin F (6) in MeCN
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Figure S63. 1H NMR spectrum of artemyrianin G (7) recorded in CDCl3 at 600 MHz
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Figure S64. 13C NMR (DEPT) spectrum of artemyrianin G (7) recorded in CDCl3 at 150 MHz
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Figure S65. HSQC spectrum of artemyrianin G (7) recorded in CDCl3
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Figure S66. 1H−1H COSY spectrum of artemyrianin G (7) recorded in CDCl3
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Figure S67. HMBC spectrum of artemyrianin G (7) recorded in CDCl3
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Figure S68. ROESY spectrum of artemyrianin G (7) recorded in CDCl3
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Figure S69. EIMS spectrum of artemyrianin G (7)
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Figure S70. HREIMS spectrum of artemyrianin G (7)
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Figure S71. [α]D spectrum of artemyrianin G (7) in MeOH
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Figure S72. IR spectrum of artemyrianin G (7)
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Figure S73. UV spectrum of artemyrianin G (7) in MeOH

X-ray crystallographic data for artemyrianin A (1)
C15H20O2, M = 232.31, a = 6.7424(3) Å, b = 6.9858(3) Å, c = 7.7309(3) Å, α = 105.3440(10)°, β = 101.9110(10)°, γ = 106.6430(10)°, V = 320.37(2) Å3, T = 100.(2) K, space group P1, Z = 1, μ(Cu Kα) = 0.615 mm-1, 4616 reflections measured, 2090 independent reflections (Rint = 0.0519). The final R1 values were 0.0484 (I > 2σ(I)). The final wR(F2) values were 0.1244 (I > 2σ(I)). The final R1 values were 0.0485 (all data). The final wR(F2) values were 0.1245 (all data). The goodness of fit on F2 was 1.040. Flack parameter = 0.18(14).
[image: tqt]
View of a molecule of 1 with the atom-labelling scheme
Displacement ellipsoids are drawn at the 30% probability level
[image: djt]
View of the pack drawing of 1
Hydrogen-bonds are shown as dashed lines

Crystal data and structure refinement for 1
Identification code 	global
Empirical formula 	C15 H20 O2
Formula weight 	232.31
Temperature 	100(2) K
Wavelength 	1.54178 Å
Crystal system 	Triclinic
Space group 	P1
Unit cell dimensions	a = 6.7424(3) Å	= 105.3440(10)°.
	b = 6.9858(3) Å	= 101.9110(10)°.
	c = 7.7309(3) Å	 = 106.6430(10)°.
Volume	320.37(2) Å3
Z	1
Density (calculated)	1.204 Mg/m3
Absorption coefficient	0.615 mm-1
F(000)	126
Crystal size	0.700 x 0.400 x 0.200 mm3
Theta range for data collection	10.95 to 72.29°.
Index ranges	-7<=h<=8, -8<=k<=8, -9<=l<=9
Reflections collected	4616
Independent reflections	2090 [R(int) = 0.0519]
Completeness to theta = 72.29°	97.1 % 
Absorption correction	Semi-empirical from equivalents
Max. and min. transmission	0.89 and 0.58
Refinement method	Full-matrix least-squares on F2
Data / restraints / parameters	2090 / 3 / 157
Goodness-of-fit on F2	1.040
Final R indices [I>2sigma(I)]	R1 = 0.0484, wR2 = 0.1244
R indices (all data)	R1 = 0.0485, wR2 = 0.1245
Absolute structure parameter	0.18(14)
Largest diff. peak and hole	0.352 and -0.250 e.Å-3
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olph rt
This sample was measured on an Autopol VI, Serial #91058
Manufactured by Rudoph Research Analytical, Hacketistown, NJ, USA
Measurement Date - Saturday, 21-SEP-2019
Set Temperature : OFF
Time Delay : Disabled
Delay between Measurement : Disabled

n Average StdDev. %RSD  Maximum

5 4508 031 068 546 4462
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2 Jss-0 01:10:18 PM 4523 SR 0.0588 589 100.00  0.130 215

3 Jss0 011026PM 4500 SR 00585 589 10000 0130 215

4 Jsso 011034PM 4462 SR 00580 589 10000 0130 215

5 Jsso 011043PM 4508 SR 00586 589 10000 0430 215
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Rudolph Research Analytical

This sample was measured on an Autopol VI, Serial #91058
Manufactured by Rudolph Research Analytical, Hackettstown, NJ, USA.

Measurement Date - Friday, 29-NOV-2019
Set Temperature : OFF
Time Delay - Disabled

Delay between Measurement - Disabled

n Average Std.Dev. % RSD Maximum Minimum

5 -204.58 0.08 -0.03 -204.47 -204.65

S.No Sample D Time Result Scale OR°Arc WLG.nm Lg.mm Conc.g/100ml Temp.
1 J88-52 03:55:31 PM -204.56 SR -0.2332 589 10000 0.114 221

2 J88-52 03:55:39 PM -204.65 SR -0.2333 589 100.00 0.114 220

3 J55-52 035547PM 20447 SR -0.2331 589 100.00 0.114 220

4 J88-52 03:55:55 PM -204.65 SR -0.2333 589 10000 0114 220

5 J88-52 03:56:03 PM -204.56 SR -0.2332 589 10000 0114 220




image21.png
9 i - .
gt g,

% J%0 0% g9

09 617619

89 9L
=—Fu 16!

Yoz el pes
w L 6%
] b0t

£9°185
,WM&?S o Losal

[

y
,

// Voesy

E 606G 7967

1000

2000

WH (en-1)

3000

T eoree
)
L o o o
s 2 2 & = & = 8 = = B

4000

15552

Sample Nane
KBrAEH
SRR A

g
=
=
H
=

o
=
=
=

<
g
g




image22.png
Absorbance (AU)

08

07

06

05

04

03

02

01

200

220

240

260 280 300 320
Wavelength (nm)

340

360

380

400

Subtractado




image23.emf
HO

OAc

COOMe

H

H

5

7

14

13

1

8

10

11

12

15

4



image24.png
oz 9 —

o0z —

Fur

3.0

7.0 6.5 6.0 5.5 5.0 4.5 4.0

7.5

1 (ppm)




image25.png
aor—

04
i
i
5187

48°5a1—

Ve Ler—
$5°0L1—

I

10

2

30

40

50

70

)

%0

110

120

130

140

150

160

170

180




image26.png
10

20

30
o o @ 40
° 50

60

L

80

90

100
110
o6
120
130

140

l

150

6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 15 1.0
9 (ppm)

1 (ppm)




image27.png
o '
o .
o ®
0o
° B
- - . - . -
N |
= '
@9 0 =
) : =
- - .
'
6.5 6.0 5.5 5.0 45 4.0 3.5 3.0 2.5 2.0 15 1.0

"£9 (ppm)

1 (ppm)




image28.png
1

L1

. Y soe e © @
R
o o o8 | -Q o om ot
. o0 @ Ca’
o6 4 ) [-) @
o o @
[} . PRY ) . 2a® e o Ve ®

6.5

6.0 5.5 5.0 45 40 3.5 3.0 2.5 2.0 15 10
9 (pom)

20

30

40

50

60

70

80

90

100

110

120

130

140

150

160

170

180

1 (ppm)




image29.png
(uad) 13

1.0

L5

2.0

2.5

3.0

3.5

4.0

4.5

5.0

5.5

6.0

6.5

2 (ppm)




image30.png
Qualitative Analysis Report

oata Fllename 5270 Sample Name 15527
Sample Type sample position Pp
Instrument Nome Instment 1 user Name
Acq Method sm Acquired Time  12/9/2019 2:46:01 P
1M Cabration Status  SEGEESSMIII DA Method | Octautm
Comment
Sampla Group Info.
Acquisiton SW 6200 sries TOF/6500 seres:
Version QToF 80501 (551252)
User Spectra
Frmentarvoage Cotisontnergy | Tonaation Made
= ( o
o4 [ S G o s s S -
04 | s
° E3 Eg B 35 ES 347 EJ Eg 380
R
peakList
Loz + RS [Formuls Tor
629615 1529.06
0162 273028
210509 | 1 Jsoav.i6
150121 | 1 Jossos
isiise | 1 [1s6077
G0z [t ez
Basaers |1 iwnzes [cinzos [Grerar
St [ 1 [ese [cisnos (rita)
set.a08 [ 1 [o7s0.57
eo7305 1 1 [osenia
Forimila CidTator Flement LTEs
[Element — Wi [Hax
Ic 3w
i o 10
lo D
TS CReuTator Results
[Formula——— TCoulatedass— TCaleulatedis_THz 2 Gl N LA

ToBE ]
[cis 605 I 322.1780] 35,1672 3451675 0.30] 087 6.0000]





image31.png
Iph R Analy

This sample was measured on an Autopol VI, Serial #91058
Manufactured by Rudolph Research Analytical, Hackettstown, NJ, USA

Measurement Date - Tuesday, 06-AUG-2019
SetTemperature : OFF

Tine Delay : Disabled

Delay between Measuremen : Disabled

a Average Std.Dev. %RSD  Maximum Minimum

5 10971 085 20359 10893 -110.71

SNo Sample ID ime Resulf Scale OR°Arc WLG.nm La.mm Conc.g/100ml Temp.
1 5527 052854PM 11071 SR 01200 589 10000 0112 25

2 527 052902PM  -10955 SR 01227 589 10000 0412 245

3 8527 052910PM 10955 SR 01227 589 10000 0112 25

1 8827 052018PM 10982 SR 01230 589 10000 0112 245

5

Jss27 052926PM  -10883 SR 01220 589 10000 0112 245
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Elemental Composition Report

Page 1
Single Mass Analysis (displaying only valid results)
Tolerance = 10.0 PPM / DBE: min = -1.5, max = 50.0
Selected filters: None
Monoisotopic Mass, Odd and Even Electron lons
15 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used
C:0-200 H:0-400 O:4-7
JSs-7 06-Mar-202011:30:17 Autospec
M200306EA-01AFAMM 20 (1.836) Voltage El+
100 326.1148 16.0
%
0t T T T T T T T T T T miz
325.800 325.900 326.000 326.100 326200 326.300 326.400
Minimum: -1.5
Maximum: 500.0 10.0 50.0
Mass cale. Mass mDa pEM DpBE i-Frm Formula
326.1148  326.1154 -0.6 -1.8 11.0 5546027.0 c13 HlE 05
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Rudolph Research Analytical

This sample was measured on an Autopol VI, Serial #91058
Manufactured by Rudolph Research Analytical, Hackettstown, NJ, USA.

Measurement Date : Monday, 06-MAY-2019
Set Temperature : OFF

Time Delay : Disabled

Delay between Measurement : Disabled

n Average Std.Dev. % RSD Maximum Minimum

5 -185.16 024 -0.12 -184.76 -185.42

S.No Sample ID Time Result Scale OR°Arc WLG.nm Lg.mm Conc.g/100ml Temp.
1 JS8-7 02:18:06 PM  -18542 SR -0.4172 589 100.00 0225 26.7

2 Jss-7 02:1814PM 18520 SR -0.4167 589 100.00 0225 267

3 4887 02:18:22PM 18524 SR -0.4168 589 100.00 0.225 267

4 4887 02:18:30PM  -18520 SR -0.4167 589 10000 0225 267

5 Jss-7 02:18:38PM  -18476 SR -0.4157 589 100.00 0225 26.7
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Elemental Composition Report

gle Mass Analysis (displaying only valid results)
Tolerance = 10.0 PPM / DBE: min = -1.5, max = 50.0
Selected filters: None

Monoisotopic Mass, Odd and Even Electron lons
12 formula(e) evaluated with 1 results within limits (up to 50 closest resuits for each mass)
Elements Used:

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

Page 1

Jss-1s 16-Apr-20201:02:21 Autospec
M200417EA-02AFAMM 95 (8.998) Voltage El
100 84152 139
o]
T T T T T T T T T T miz
3255800 325900 326000 326100 26200 326300 326400

Mininum: 1.5
Maximum: 500.0  10.0 500
Mass Calc. Mass  mDa e DEE —FrT Formula

c19 mis

3261152 326.1154 -o.

o5
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Rudolph Research Analytical

This sample was measured on an Autopol VI, Serial #91058
Manufactured by Rudolph Research Analytical, Hackettstown, NJ, USA.
Measurement Date - Tuesday, 14-APR-2020

Set Temperature : OFF

Time Delay - Disabled

Delay between Measurement - Disabled

n Average Std.Dev. % RSD Maximum Minimum

5 152.45 0.07 004 152.53 15233

S.No Sample D Time Result Scale OR°Arc WLG.nm Lg.mm Conc.g/100ml Temp.
1 jss-15 10:05:14 AM 152.47 SR 0.2287 589 100.00 0.150 193

2 jss-15 10:05:22 AM 152.47 SR 0.2287 589 100.00 0.150 193

3 jss-15 10:05:30 AM 15233 SR 0.2285 589 100.00 0.150 193

4 jss-15 10:05:38 AM 152,53 SR 0.2288 589 10000 0.150 193

5 jss-15 10:05:46 AM 152.47 SR 0.2287 589 10000 0.150 193
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Elemental Composition Report Page 1
Single Mass Analysis (displaying only valid results)
Tolerance = 10.0 PPM / DBE: min =-1.5, max = 50.0
Selected filters: None
Monoisotopic Mass, Odd and Even Electron lons
17 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used
C:0-200 H:0-400 O:4-7
JF347A 06-Mar-202011:38:31 Autospec
M200309EA-01AFAMM 23 (2.112) Voltage El+
3421104 284
1004
o T T T T T T T T T T T T miz
341.800 341.900 342.000 342.100 342200 342300 342.400
Minimum: -1.5
Maximum: 500.0 10.0 50.0
Mass Calc. Mass mDa. PPM. DBE i-FIT Formula
342.1104  342.1103 0.1 0.3 11.0 5546152.5 C13 H18 06
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Rudolph Research Analytical

This sample was measured on an Autopol VI, Serial #31058
Manufactured by Rudolph Research Analytical, Hackettstown, NJ, USA.

Measurement Date : Monday, 06-MAY-2019
Set Temperature : OFF

Time Delay : Disabled

Delay between Measurement : Disabled

n Average Std.Dev. %RSD  Maximum Minimum

5 -17.81 066 370 7.2 -18.64

S.No SamplelD Time Result Scale OR°Arc WLG.nm Lg.mm Conc.g/100ml Temp.
1 Jss-8 0224:31 PM  -17.12 SR -0.0214 589 100.00 0.125 263

2 Jss-8 02:24:39 PM -17.28 SR -0.0216 589 100.00 0.125 262

3 JSS-8 0224:47PM  -17.68 SR -0.0221 589 10000 0.125 262

4 Jss-8 02:24:55PM  -18.32 SR -0.0229 589 10000 0125 262

5 Jss-8 0225:03PM  -18.64 SR -0.0233 589 10000 0125 262
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