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DHE (2)

Row
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19
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23
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Symbol
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X
4.1755510
4.7748450
4.1188370
2.5995310
1.9581070
2.6727330
4.5027460
4.5483460
4.5275640
2.5482430
2.1603370
4.7888720
6.3092030
6.9180030
6.3213090
4.3967220
6.7257470
4.5070640
6.6474770
6.6503190
6.7078220
6.6926500
1.7663500
2.1313720

Supporting Information

Y
2.0528860
0.8872690
-0.4663250
-0.3836400
0.9568650
2.0259880
1.0496920
2.0441360
3.0006460
-0.4473030
2.9551800
-1.5971300
0.8726530
-0.2642770
-1.6087740
-2.5699930
-2.4085060
-1.4732580
-1.8239030
0.7721580
1.8249740
-0.0962920
-1.5774060
-2.5022330

The cartesian coordinates for DHE (2) and Ergn (3) as below.

V4
0.4500790
-0.3442210
0.0633320
-0.3091720
0.0548630
0.4186510
-1.3975550
1.4839540
0.0247290
-1.4083630
0.6510830
-0.7598400
-0.2678580
-1.0787320
-0.6594130
-0.4490460
-1.2925050
-1.8137600
0.3635000
0.7683740
-0.6322830
-2.1449160
0.2262300
-0.2302220
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26
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28
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30
31
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36
37
38
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1.9286540
0.4688130
0.3410120
0.2513770
0.0524530
-0.2375400
-0.3278330
-1.7782630
-1.8518160
-0.3337320
-0.0603980
-0.1537640
-1.8066690
-2.3667260
-2.3203040
4.3085580
4.0599670
5.3408770
3.6748110
-0.2011250
-0.6966330
-0.6542270
0.8421880
-2.9936430
-2.9474490
-2.9744690
-2.8933400
-2.1366820
-3.8904010
-6.5087650
-6.4792250
-7.7479810

-1.6859770
0.9974870
0.8047920
-1.4676630
-1.5178160
-2.3369230
-0.1486520
0.2139650
-0.0759050
2.2645050
2.6687050
3.0550200
1.7766710
2.1932090
2.1071120
-0.7325200
-1.7656620
-0.5683300
-0.0809620
-0.0763350
0.8073570
-0.9520530
-0.0305660
-0.4390800
-0.1245120
-1.9725160
-2.3595430
-2.3698620
-2.3757230
0.0632640
-0.1597110
-0.7165960

1.3006420
-0.1756940
-1.2541540
-0.0279610
-1.1061470
0.4181760
0.5159820
0.0554490
-1.0011940
0.1321420
1.1105900
-0.6000620
0.1302810
-0.7091260
1.0380150
1.5739110
1.8265800
1.8871980
2.1793540
2.0512100
2.4597310
2.5239810
2.3675990
0.7753220
1.8278680
0.7499250
-0.2702840
1.3231220
1.1894810
-1.0268230
-2.1043330
-0.4836920
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ERGN (3)

Row  Symbol

-7.5065720
-8.0064370
-7.1088780
-8.3348520
-8.7937650
-9.0133510
-8.8402380
-9.8297990
-9.3607620
-6.6284640
-5.7813570
-7.5375090
-6.6517660
8.3323100

8.7286920

-4.2807840
-4.4050510
-5.2329810
-5.1200450

X
-4.1605480
-4.9111340
-4.1616360
-2.7389700
-1.9700430

-1.7808500
-0.4760310
-0.6572550
0.5502560
-1.1421360
-0.4471610
-0.6273370
-1.1011690
0.5839720
1.5857550
2.0845850
1.9542670
1.9023890
-0.2168030
-0.9303050
0.1409700
1.2070010
-0.5118400
-1.5809410

Y
-2.1836850
-0.9209450
0.3764870
0.3483390
-0.9194730

-0.6060750
1.0101440
1.6064370
1.2003760
1.3749610
-1.3107460
-2.3762300
-0.9907790
-1.1969120
-0.8877730
-1.3653090
-1.3677730
0.1581360
-0.8751550
-1.3851070
0.2171390
0.3839070
-0.4499800
-0.6209500

V4
0.0474430
-0.3852290
0.0513120
-0.6183520
-0.2673190
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-4.9061810
-4.1311450
-4.7036600
-2.9381670
-4.9668920
-6.3863150
-7.1432750
-6.4419930
-4.5026180
-6.9621370
-4.9158080
-6.5314600
-6.4820110
-6.8720780
-7.1741620
-1.9182020
-2.2922630
-2.0568850
-0.4195420
-0.2625880
0.0893870

0.1796780

1.5845470

1.5253070

0.1735050

-0.0853270
0.0357030

1.6253890

2.2920670

2.0064440

-4.0303690
-3.7365640

-0.9111350
-2.2469750
-3.0703370
0.2829920
1.5875650
-0.9395950
0.2801250
1.5747950
2.5216140
2.4349840
1.5853330
1.6774170
-0.9709250
-1.8446000
0.2346350
1.6309640
2.4258830
1.9901750
1.4378030
1.1526790
2.3930040
0.3397920
-0.1959880
-0.2804900
-2.1486360
-2.6820930
-2.8630250
-1.6309420
-2.2880450
-1.5989850
0.4660120
1.4718850

-1.4866390
1.1406420
-0.2978770
-1.7012320
-0.4818530
0.0455490
-0.4665470
-0.0513380
-0.1535800
-0.4913810
-1.5790620
1.0352080
1.1360460
-0.3330490
-1.5677600
-0.3866380
-1.0380720
0.6361610
-0.6429580
-1.6903370
-0.4975950
0.2578120
-0.2113690
-1.3066140
0.3401270
1.2612220
-0.4768820
0.3720490
-0.1875450
1.3983160
1.5882980
1.8983040
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-4.9702600
-3.2770270
0.2314410
0.6412440
0.8512790
-0.7674070
2.8588720
2.9619650
2.7968160
2.5741510
2.0354700
3.7482890
6.7047650
6.5881200
7.9960870
7.7738130
8.3812240
7.5690950
8.6543680
9.2453110
9.1867920
8.9295870
10.0367300
9.5272740
6.8055160
5.9473290
7.6998920
6.8369060
-8.4733140
-8.9620910
4.1202490
4.1185440

0.2412870
-0.2271380
0.7958900
0.0156710
1.6886930
1.0266200
0.6244210
0.6441660
2.0775730
2.1151220
2.6596870
2.5901620
-0.2404660
-0.2177870
0.5725930
1.6057840
0.6024690
0.9775560
-0.3926900
1.2546960
0.1099110
0.0866110
0.7877800
-0.8903030
-1.7164480
-2.2891850
-2.1937460
-1.8210860
0.2006330
0.9651000
-0.0769270
0.0263420

2.0945320
1.9674520
1.7362150
2.3824650
1.8594170
2.1097880
0.1214640
1.2147850
-0.3762640
-1.4477490
0.1429870
-0.2193960
-0.4807660
-1.5737050
-0.1794490
-0.4784360
1.3081100
1.9356830
1.6714730
1.4650350
-1.0330580
-2.0964630
-0.9106860
-0.7491560
-0.0613470
-0.4196790
-0.4689850
1.0274010
0.0523180
-0.2685510
-0.4429090
-1.5369820
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71
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73
74
75
76
77
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4.0567260
5.4542030
5.4520670
5.5378100
-0.6889680
-2.7320330
-2.8039000
-2.1896090

-1.1465950
0.4431430
0.3181140
1.5192700
-0.9146420
-2.2044560
-2.3513020
-3.0659580

-0.2383510
0.1148580
1.2050440
-0.0692310
0.1255600
-0.5199310
-1.6088050
-0.1275390



"H NMR and '3C NMR spectra
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Figure S1. "H NMR spectrum of compound 3

Figure S2. *C NMR spectrum of compound 3
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Figure S4. "H NMR spectrum of compound 5b
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Figure S5. "H NMR spectrum of compound 5S¢
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Figure S6. "H NMR spectrum of compound 3a
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Figure S7. "CNMR spectrum of compound 3a
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Figure S8. "H NMR spectrum of compound 3b
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Figure S9. *CNMR spectrum of compound 3b
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Figure S10. '"H NMR spectrum of compound 3¢



w1 Mmool w s oo eomo o w oo omomow o os S oo W R oS & S o w o P m oS oMM o WMo W owm o

:hbocumenta and Sebbiagatdh, e} 3 g\ 0AIAE Al gl gl yeasidesi iyl -Bega-130- 2] Fb als

pI-1710

Ez3 21
czoot
LT
Tnc-at
BER BT
nez-nz
LB 02
EAS ST
EoE" L2
EEME]
nTE B2
cAEA 13
EzenE
pEe TE
BEL " EE
SEE"tE
Ean cE
EE3 " 5E
LERSA S
2e5LE
ESE"EE
TeE - 20
tAERT
55 B0
Ezn-ic
tEEREE]
2ez 1L
eET 5e
EnE- i
Eas-ac
czn-EnT

ze1-E2T
oo ezt
EEL E2T
123 E21

e e

oER LT
128 st —"

821" SET

aeT CET &
ase SET

s cET \I
Ted SED

13 n:u__

LED - zRT
mER BRI
ntocERT ",
EEL BRI
Eca-EeT
ETn-nct
EST OLT
EERE 14

EES CE?

Figure S11. CNMR spectrum of compound 3¢



