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Figure 1. NMR *H spectra of compound 10a.
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Figure 2. NMR *3C spectra of compound 10a.
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Data Filename 2501.d Sample Name

Sample Type Sample Position Vial 12

Instrument Name Instrument 1 User Name

Acq Methed ACN-H20_60-40.m Acquired Time  2/24/2022 3:14:22 PM

IRM Calibration Status EE= oA Method 111m

Comment

Sample Group Info.

Stream Name Ic1 Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.06.01 (B6172 SP1)

User Chromatograms

x10 2 YWD1 - A:Wavelength=254 nm 2501.d
1 *3.327

24
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Integration Peak List
[Peak  [start [RT [End [Height [Area [Area % |
[ 1| zas| 3327 3673 229.41] 1657.68] 100

User Spectra
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191 ) EsSIL
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Figure 3. HPLC-HRMS-ESI spectra of compound 10a.

Mass spectrum NMR/24267933: formula Cl4HI1L5NO3, mol. mass 245.28
Max intensity: 999 for mass 186

Discrimination level for relative intensity: 5.0%,

whithin the interval of (molecular mas=s+50): 0.5% (marked with -->)

One symbol '*#' on graphic = 5% of maximum relative intensity
Mass Intens. Rel.Int(%) | Mass *k% Graphic ***
Eel.Int (%)

39 15 7.51 | 38 * 7.51
41 12 7.21 | 41+ 7.21
91 63 6.31 | 91 * 6.31
115 58 5.81 | 115 * 5.81
1lle 50 5.01 | 116 * 5.01
117 52 5.21 | 117 * 5.21
118 117 11.71 | 118 *=* 11.71
158 130 13.01 | 158 ** 13.01
172 59 5.91 | 172 * 5.91
186 999 100.00 [ 186  HrFkdkkdkkdkhkrkrikrxhxdk 100,00
187 151 15.12 | 187 kx# 15.12
200 15 1.50 -=> 200 1.50
201 172 17.22 - 201 *** 17.22
202 45 4.50 - 202 0+ 4.50
245 185 18.52 mol.mass: 245 HF* 18.52
246 29 2.90 - 246 2.90

Figure 4. Mass-spectra of compound 10a.
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Figure 5. NMR *H spectra of compound 10b.
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Figure 6. NMR '3C spectra of compound 10b.
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Data Filename 2502.d Sample Name

Sample Type Sample Position Vial 13

Instrument Name Instrument 1 User Name

Acq Method ACN-H20_60-40.m Acquired Time  2/24/2022 3:26:13 PM

IRM Calibration Status EE==l oA Method 111.m

Comment

Sample Group Info.

Stream Name LC1 Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.06.01 (B6172 SP1)
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*4.223
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User Spectra
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Figure 7. HPLC-HRMS-ESI spectra of compound 10b.

Mass spectrum NMR/24267934: formula Cl5HITNO3, mol. mass 259.30
Max intensity: 999 for mass 200

Discrimination level for relative intensity: 5.0%,

whithin the interval of (molecular mass+50): 0.5% (marked with -->)
One symbol '*' on graphic = 5% of maximum relative intensity

Mass Intens. Rel.Int(%) | Mass #%% Graphic **%*
Eel.Int (%)

130 63 6.31 | 130 * 0.31
132 78 7.81 | 132 * 7.81
172 95 .51 | 172 ** 9.51
13886 54 5.41 | 13¢ * 5.41
200 999 100.00 | 200 AEkkkkdkdkdkdkkkaakkkkkk 100,00
201 146 14.61 | 201 HE* 14.61
214 16 1.60 -—> 214 1.60
215 177 17.72 ——> 215 F** 17.72
216 34 3.40 ——> 216 3.40
259 188 18.82 mol.mass: 259 A 18.82
260 31 3.10 ——> 260 3.10

Figure 8. Mass-spectra of compound 10b.
Page S5 ©AUTHOR(S)



Issue in honor of Professor Girolamo Cirrincione ARKIVOC 2022, ii, S1-S29

C Takiaky lasiemin of Crgansc Cheminy, Moacorw, Tirabar IROUS00 SF=2080 11 WSEE (151 SamDA0. 5 Wom 000K) 131 ~bi28 W= 13 0 Wi=1 S0 HEb=0 000 Hi] S T8 TE=J00K. 1% Fubraary 3019 Oy Sewlann Tk, Frape Lo, Babr: COCDY,
] ] Found protons = 14 imsgearity® = 00 2
I NMR24267936 IR == : L] ]
: :
B N
- aF b :
H ‘ §
118
II
1
i K
1 1
: 3
CHOY W M
T T T T T T T T T T T T T T T T T
-] B T £.5 §.0 B £.0 E .10 i.s 3 Z.5 o 1.5 1.0 & e
H 1
Figure 9. NMR 'H spectra of compound 10c.
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Figure 10. NMR *3C spectra of compound 10c.

Page S6 ©AUTHOR(S)



Issue in honor of Professor Girolamo Cirrincione ARKIVOC 2022, ii, S1-S29

Data Filename 2380.d Sample Name
Sample Type Sample Position Vial 91
Instrument Name Instrument 1 User Mame
Acq Method ACN-H20_60-40.m Acquired Time  1/21/2022 11:18:31 AM
IRM Calibration Status _l:-.n Method 111.m
Comment
Sample Group Infa.
Stream Name LC1 Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.06.01 (B5172 5P1)
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*1.943
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o5 1 15 2 25 3 35 4 45 & &5 6 65 7 15
Response Units vs. Acquisition Time {min)
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Peak Start RT End Height Area Area Y
1 1,827 1.943 2.23 86,19 456.59 100
User Spectra
Fragmentor Voltage Collision Energy Tonization Mode
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Figure 11. HPLC-HRMS-ESI spectra of compound 10c.

Mass spectrum NMR/24267936: formula Cl5H1TNO4, mol. mass 275.30
Max intensity: 999 for mass 216

Discrimination lewvel for relative intensity: 5.0%,

whithin the interval of (molecular mass+50): 0.5% (marked with -->)
One symbol '*' on graphic = 5% of maximum relative intensity

Mass Intens. Rel.Int (%) | Mass *%% Graphic **%*
Eel.Int (%)

138 84 §.41 | 188 * 8.41
202 55 5.51 | 202 * 5.51
:_]_6 999 _]_OO_OO | :_]_6 AhkkdkhkdEhbbEhbbdr bbb d _]_O0.00
217 145 14.51 | 217 KE* 14.51
230 10 1.00 - 230 1.00
231 170 17.02 - 231 Kk 17.02
232 43 4,30 - 232 4,30
275 213 21.32 mol.mass: 275 k% 21.32
276 37 3.70 - 276 3.70

Figure 12. Mass-spectra of compound 10c.
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Figure 13. NMR *H spectra of compound 10d.
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Figure 14. NMR 13C spectra of compound 10d.
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Data Filename 2503.d Sample Name

Sample Type Sample Position Vial 14

Instrument Name Instrument 1 User Name

Acq Method ACN-H20_60-40.m Acquired Time  2/24/2022 3:38:08 PM

IRM Calibration Status Ee== oA Method t11.m

Comment

Sample Group Info.

Stream Name LC1 Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.06.01 (B6172 SP1)
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Figure 15. HPLC-HRMS-ESI spectra of compound 10d.

Rel

Mass spectrum NMR/24267935: formula CleH19NO3, mol. mass 273.33
Max intensity: 999 for mass 214
Discrimination level for relative intensity: 5.0%,

whithin the interval of (molecular mass+50): 0.5% (marked with -->)
One symbol '*' on graphic = 5% of maximum relative intensity

Mazs Intens. Rel.Int(%) | Mass k%% Graphic ***

.Int (%)

29 65 6.51 | 29 * 6.51
41 70 7.01 | 41  * 7.01
130 64 6.41 | 130 * 6.41
146 76 T.61 | lag * 7.61
186 75 7.51 | 186 * 7.51
:l4 999 J_U0.00 r :J_4 B e e e J_UU'OO
215 170 17.02 | 215  **x* 17.02
229 143 14.81 - 229  *k* 14.81
230 33 3.30 - 230 3.30
273 151 15.12 mol.mass: 273  *k* 15.12
274 27 2.70 - 274 2.70

Figure 16. Mass-spectra of compound 10d.
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Figure 17. NMR *H spectra of compound 10e.
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Figure 18. NMR 3C spectra of compound 10e.
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Data Filename 2384.d Sample Name

Sample Type Sample Position Vial 95

Instrument Name Instrument 1 User Name

Acg Method ACN-H20_60-40.m Acquired Time  1/21/2022 12:10:11 PM

IRM Calibration Status EE=== o~ Method 111m

Comment

Sample Group Info.

Stream Name LC1 Acquisition SW £200 series TOF/6500 series
Version -TOF B.06.01 (B5172 5P1)
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Figure 19. HPLC-HRMS-ESI spectra of compound 10e.

D l

Mass spectrum NMR/24267937: formula Cl14H14FNO3, mol. mass 263.27
Max intensity: 999 for mass 204

Discrimination level for relative intensity: 5.0%,

whithin the interval of (molecular mass+50): 0.5% (marked with -->)
One symbcl '"*' on graphic = 5% of maximum relative intensity

Mass Intens. Rel.Int (%) | Mass #*%% Graphic **#%
Rel.Int (%)

41 63 6.31 | 41 * 6.31
136 84 g8.41 | 136 * g8.41
176 107 10.71 | 17¢ ** 10.71
190 72 7.21 | 190 =+ 7.21
204 999 100_00 | 204 *hkkhkkhkkbEh bbb AL L L J_{:]0.00
205 140 14.01 | 205 ** 14.01
218 9 0.90 -——> 218 0.90
219 157 15.72 -——> 219 xx* 15.72
220 34 3.40 -——> 220 3.40
263 155 15.52 mol.mass: 263  k* 15.52
264 23 2.30 -——> 264 2.30
276 19 1.90 -—> 276 1.90

Figure 20. Mass-spectra of compound 10e.
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Figure 21. NMR *H spectra of compound 10f.
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Figure 22. NMR 13C spectra of compound 10f.
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TRM Calibration Status EEEE oA Method 13022017.m
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Figure 23. HPLC-HRMS-ESI spectra of compound 10f.
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Figure 24. Mass-spectra of compound 10f.
Page S13

©AUTHOR(S)



Issue in honor of Professor Girolamo Cirrincione

ARKIVOC 2022, ii, S1-529

En’llrlh lnstrwie of Organsc Chervsry, Moscow, Traher THUCS SFcS00 1 Mk {1} S0 DEK SW | 0000 30 =004 PW =120 A= | A5 BT =)00 S| S2=21 17T TE=MOK 19 Febrasry 2013 {pr Sodesko Yok Prep 183 Sobe COCTK
T » Foend protoms =13 mmsgrarity® = 0.8 %
§ NMR24267931 F T oAs (1] | | .
B ]
2 1 =l
; 4 &
:I.
.I'
”
i
(=1 L M
T T T T T T T T T T T T T T T T T T
-] 8.0 & ] - [ & 5.0 5 i 3.5 3.0 Z.5 2 1.5 1.0 0.5 = |
¥ o 3 3
.
1
Figure 25. NMR *H spectra of compound 12a.
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Figure 26. NMR 13C spectra of compound 12a.
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Data Filename 2500.d Sample Name

Sample Type Sample Position Vial 11

Instrument Name Instrument 1 User Name

Acq Method ACN-H20_60-40.m Acquired Time  2/24/2022 3:04:31 PM

IRM Calibration Status EE===l oA Method 111.m

Comment

Sample Group Info.

Stream Name LC1 Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.06.01 (B6172 SP1)

User Chromatograms

Fragmentor Voltage 191 Collision Energy 0 Ionization Mode  ESI

%10 & |* TIC Scan 2500.d Smooth
*3.540

D = MW o

D40608 1 12141618 2 222426 28 _3 3234 3638 4 42 44 46 48
Counts vs. Acquisition Time (min)

Integration Peak List
[Peak  [Start [RT [End [Height [Area [Area % |

[ 1] 3325]  354] 3.005] 6590441.04] 70010421.29] 100]

User Spectra

Fragmentor Voltage Collision Energy Ionization Mode
191 0 ESL
x10 5 |5.5.7-trimethyl-1H 3H.5H-[1 2Joxazino[5.4, 3-ijlquincline-1,3-dione: + Scan (3.424-3.457, 3.623-37
244 0952
: |
34 e e
21
| .
. 1 [ | 3seosey S08.1777 752.2715

200 300 400 500 60D 700 800D 900 1000 1100
Counts vs. Mass-to-Charge (m/z)

Figure 27. HPLC-HRMS-ESI spectra of compound 12a.

Mass spectrum NMR/24267931: formula Cl4HI3NO3, mol. mass 243.26
Max intensity: 999 for mass 184

Diszcrimination level for relative intensity: 5.0%,

whithin the interval of (molecular mass+50): 0.5% (marked with -->)

One symbol '*' on graphic = 5% of maximum relative intensity
Mas=z Intens. Rel.Int(%) | Mass *%% Graphic ***
Eel.Int (%)

128 68 6.81 | 128 * 6.81
129 50 5.01 | 129 # 5.01
156 86 8.61 | 156 * 8.61
L84 999 _]_00_00 | 184 khkkhkhkdkhkdhbhhhkhddidhk _]_00.00
185 132 13.21 | 185 *+* 13.21
198 9 0.90 > 198 0.90
200 17 1.70 > 200 1.70
228 81 8.11 > 228 * 8.11
229 12 1.20 - 229 1.20
243 108 10.81 mol.mass: 243  *%* 10.81
244 15 1.50 -—> 244 1.50

Figure 28. Mass-spectra of compound 12a.
Page S15 ©AUTHOR(S)



Issue in honor of Professor Girolamo Cirrincione

ARKIVOC 2022, ii, S1-529

En’il.rl‘n lnspruts of Crges: Chamaery, Moacow, Trakar [0S0 5 =00 13 MSEE §IM] 50 DS SW 0000 O] =804 P =120 A0 | 238 RD=000 H%=| S2=23 99 TE=HO0K 19 Febrasry 2019 Opr: Ssslaaka Yob. Mg | 809 Sabv COCIE
! , Fommd promns = 14 imageerity* =22 %
! NMER/24267932 o = : ([ ([
- |
: .
z N
-~ M2
g =
.
& - 1
L=} ey ™S
T T T T T T T T T T T T T T T T T
B.O T T 6.0 5.5 a i 1.0 3.5 3.0 z.5 zZ.0 1.5 o o
i 1 d12b
Figure 29. NMR *H spectra of compound 12b.
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Figure 30. NMR 3C spectra of compound 12b.
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Data Filename 2353.d Sample Name
Sample Type Sample Position
Instrument Name Instrument 1 User Name

Acq Method ACN-H20_&0-40.m Acquired Time

IRM Calibration Status EE= oA Method

Comment

Sample Group Info.

Stream Name LC1 Acquisition SW
Version

User Chromatograms

ARKIVOC 2022, ii, S1-529

Vial 12

1/112022 3:23:20 PM
111.m

6200 series TOF/6500 series
Q-TOF B.06.01 (B5172 5P1)

x10 2 WWD1 - A:Wavelength=254 nm 2353.d

35
3
25
2
1.5
1
0.5

*5.403

1]

05 1 15 2

Integration Peak List

25 3 : 45 5 5§
Response Units vs. Acquisition Time (min)

6 685 7 75

[Peak  [Start [RT [End [Height [Area [Area %0

| 1| 5287 sa03] se13 337.7| 175563

100

User Spectra

Fragmentor Voltage Collision Energy Ionization Mode
191 1] (=201

x10 3

2581125
2

1

0.5

ol , 4352535  563.1681

5.5.7 S-tetramethyl-1H,3H,5H-[1. 3Jexazino(5.4. Hijlguincline-1,3-dicne: + Scan (5.356-5.472 min, -

T

200 200 400 500 600 700

Figure 31. HPLC—HRI\/IS;E-SI spectra of compound 12b.

Mass spectrum NMR/24267932:

Max intensity: 999 for mass 198

Discrimination level for relative intensity:
(molecular mass+50)

whithin the interval of

800
Counts vs. Mass-to-Charge (miz)

formula C15HI15NO3,

a00 1000 110D

mol. mass 257.29
5.0%,
0.5% (marked with —-->)

One symbol '*' on graphic = 5% of maximum relative intensity

Mazz Intens. Rel.Int(%) | Mass k%% Graphic ***

Rel.Int (%)

39 65 6.51 I 39 * 6.51
115 86 8.61 I 115 * 8.6l
127 712 7.21 I 127 * 7.21
128 121 12.11 I 128 *+ 12.11
154 51 5.11 I 154 * 5.11
_]_98 999 _]_00_00 | _]_98 E i e i e e _]_00.00
199 142 14.21 I 199 ** 14.21
212 38 0.80 —-—> 212 0.80
242 39 3.90 - 242 3.90
257 65 6.51 mol.mass: 257 * 6.51
258 9 0.90 - 258 0.90

Figure 32. Mass-spectra of compound 12b.
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Figure 33. NMR H spectra of compound 12c.

En’llrlhl:=1||.'|'\w Chamarry, Moacorwr, irakar & We00 5= 2050 NSl {1C] S1=025 SW =008 O =1T9T1 FW=120 A=0419 RD=2.00 MS=NE SR=0.13 TE=2935K 7 Febemary 202 Opr Soubanios VoA Prage L9611 Sl CICT),
¥ OIS
! NMR/29337338 (1[0
H - . - .
i . .- » - ez =2 L3 = z
[ - o - o oa .~ - .- < -
F aa - a8 FEE S 19 -
| -
B
i
| 1
| |
1
| 1
|
|
1
| 1 | |
| ]
T T T T T T T T T T T T T T T T T T T
1B0 170 1e0 150 140 130 120 110 iop0 30 a8 & 54 3 1 PPm

Figure 34. NMR 13C spectra of compound 12c.
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Data Filename 2381.d

Sample Type Sample
Instrument Name Instrument 1

Acq Method ACN-H20_60-40.m
IRM Calibration Status

Comment

Sample Group Info.

Stream Name LC1

Position

Acquired Time
DA Method

Acquisition SW

ARKIVOC 2022, ii, S1-529

Sample Name

Vial 92

User Name

1/21/2022 11:31:21 AM
i11.m

6200 series TOF/6500 series

Version Q-TOF B.06.01 (B6172 SP1)
User Chromatograms
10 2 |VWD1 - A'wavelength=254 nm 2381 d
3 > 3680
2.54
24
15
14
05
D_
0s 1 15 2 25 1 5 4 45 &5 &5 £ 65 7 75
Response Units vs. Acquisition Time (min)
Int ion Peak List
[Peak  [Start [RT [End _ [Height [Area [Area %
S T T 287.15] 2181.31] 100]
User Spectra
Fragmentor Voltage Collision Energy Ionization Mode
191 0 ESI
x10 5 |3-methoxy-5.5.7-mmethyl-TH.3H.5H-[1,3joxazinol5 4, 3-ijlguinoline-1,3-dione: + Scan (3.603-3.75_
25 2741073
2 .
1.5
1 e
05 = e
11 5645270
o $-i 'y T r bt T T T T
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Counts vs. Mass-to-Charge (

Figure 35. HPLC-HRMS-ESI spectra of compound 12c.

200
miz)

Mass spectrum NMR/24267929: formula Cl5H15NO4, mol. mass 273.28
Max intensity: 999 for mass 214
Discrimination level for relative intensity: 5.0%,
whithin the interval of (molecular mass+50): 0.5% (marked with -->)
One symbol '"*' on graphic = 5% of maximum relative intensity

Mass Intens. Rel.Int (%) | Mass %% Graphic ***

Rel.Int (%)

27 126 12.61 | 27 k% 12,61

39 51 5.11 | 39 =+ 5.11
144 94 9.41 | 144 9.41
170 53 5.31 | 170 5.31
186 105 10.51 | 18¢ ** 10.51
187 5 0.50 -=> 187 0.50
200 75 7.51 - 200 * 7.51
214 999 100.00 -=> 2T 4 Ak sk e ok ke ok ok ke sk ke 100.00
215 121 12.11 - 215 ** 12.11
228 9 0.90 -=> 228 0.90
229 818 81.88 mol.mass: 229 Fx* 14.61
273 113 11.31 -—> 273 ** 11.31
274 11 1.10 -=> 274 1.10

Figure 36. Mass-spectra of compound 12c.
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Figure 37. NMR *H spectra of compound 12d.
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Figure 38. NMR 13C spectra of compound 12d.
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Data Filename 0417.d Sample Name
Sample Type Sample Position
Instrument Name Instrument 1 User Name
Acq Method ACN-H20_60-40.m Acquired Time
IRM Calibration Status _DA Method
Comment
Sample Group Info.
Stream Name LC1 Acquisition SW

Version

User Chromatograms

ARKIVOC 2022, ii, S1-529

Vial 14

9/29/2020 2:24:01 PM
111i.m

6200 series TOF/6500 series
Q-TOF B.06.01 (B6172 SP1)

Fragmentor Voltage 191  Collision Energy o Ionization Mode  ESI

«10 & |+ TIC Scan 0417.d Smooth
74 * 4563
&
5
4]
3
24
14
05 1 15 2 25 3 35 4 45 5 55
Counts vs. Acguisition Time (min)
Integration Peak List
[Peak  [Start |RT [End [Height [Area [Area % |
| 1| 4381 ases] 4.s12] 5032631.91] 49620708.99] 100]
User Spectra
Spectrum Source Fragmentor Voltage Collision Energy Ionization Mode
Peak (1) in "+ TIC Scan Smo” 191 0 ESI

x10 5

15 272.1288

3
25
2
15

N 592 2553
0.5 3712264
L

atnl Il L
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obuil . : . 5 .
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Counts vs. Mass-to-Charge (m/z)

Figure 39. HPLC-HRMS-ESI spectra of compound 12d.
Mass spectrum NMR/24267930:
Max intensity: 999 for mass

200 300

212

Discrimination level for relative intensity:
(molecular mass+50) :

whithin the interwval of

formula Cl1E6H1TNO3,

g0 1000 1100

mol. mass 271.31

5.0%,

0.5% (marked with -->)

One symbol '*' on graphic = 5% of maximum relative intensity
Mass Intens. Rel.Int (%) | Mass *%% Graphic ***
Rel.Int (%)

27 76 7.61 | 27 7.61
39 142 14.21 | 39 ** 14.21
128 6l 6.11 | 128 * 6.11
144 55 5.51 | 144 * 5.51
184 65 6.51 | 184 * 6.51
:lj 9{_]{_] J_OU.OO —_—> :l: P e J_U0.00
213 160 16.02 -—> 213 *** 1le.02
214 15 1.50 -—> 214 1.50
216 11 1.10 -—> 216 1.10
227 341 34.13 -—> 227 kkkkkk 34.13
228 51 5.11 -—> 228 * 5.11
230 15 1.50 -—> 230 1.50
271 103 10.31 -—> 271 ** 10.31
272 12 1.20 -—> 272 1.20

Figure 40. Mass-spectra of compound 12d.
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Figure 41. NMR *H spectra of compound 12e.
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Figure 42. NMR 3C spectra of compound 12e.
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Data Filename 2362.d Sample Name

Sample Type Sample Position Vial 21

Instrument Name Instrument 1 Usar Name

Acg Method ACN-H20_60-40.m Acquired Time  1/11/2022 5:1%:43 PM

IRM Calibration Status EE= oA Method 111.m

Comment

Sample Group Info.

Stream Name Lc1 Acquisition SW 6200 series TOF/E500 series
Version Q-TOF B.06.01 (B5172 SP1)

User Chromatograms

x10 3 |VWD1 - AlWavelength=254 nm 2362.d
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1
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4]

0os 1 18 2 2 a, 45 5 &5 & 685 7 715
RBesponse Unils vs. Acquisition Time (min)

Integration Peak List

[Peak  [Start |RT JEnd _ [Height [Area [Area % |
1| 4403]  ase 44 1041.26] 5948.94| 100]
User Spectra
Fragmentor Voltage Collision Energy Tonization Mode
151 [ ESI
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Figure 43. HPLC-HRMS-ESI spectra of compound 12e.

File C\MSDCHEM\1\DATA\B8156.D

Operator :

Acquired : 07 Apr 15 18:51 using AcqMethod DIP_1.M
Instrument : INCOS50 } a
Sample Name: NMR/25267176

Misc Info :

Vial Number: 1
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Figure 44. Mass-spectra of compound 12e.
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Figure 46. Calculated atomic charges according to CHELPG on the atoms of compound 10b.
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Figure 48. Calculated atomic charges according to CHELPG on the atoms of compound 10d.
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Figure 50. Calculated atomic charges according to CHELPG on the atoms of compound 10f.
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Figure 52. Calculated atomic charges according to CHELPG on the atoms of compound 12b.
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Figure 54. Calculated atomic charges according to CHELPG on the atoms of compound 12d.

Page S28 ©AUTHOR(S)



Issue in honor of Professor Girolamo Cirrincione ARKIVOC 2022, ii, S1-S29

Figure 55. Calculated atomic charges according to CHELPG on the atoms of compound 12e.
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