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==== PROCESSING PARAMETERS ----

‘ Derived from: 2PMePA proton-1-1.jdf

4 Vl—ér dc_balance( 0, FALSE )

| [\ sexp( 0.2[Hz], 0.0[s] )

3 x trapezoid( O[%], O[%], 80[%], 100[%] )
E = zerofill( 1 )

3 ££t( 1, TRUE, TRUE )

3 machinephase

3 pPpm
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— 3 Filename = 2PMePA_proton-1-5.jdf
oy Author = delta
=3 Experiment = proton.jxp
© 3 Sample_Id = 2PMEPA
= Solvent = CHLOROFORM-D
" =N Creation_Time = 21-MAR-2019 11:58:57
| Io m Revision_Time = 27-0CT-2019 1. 9:36
< ﬁ Current_Time = 27-0CT-2019 11:39:57
e ‘ Comment = single_pulse
—_ Data_Format = 1D COMPLEX
i d Dim_Size = 13107
- Dim_Title = Proton
— Dim_Units = [ppm]
- 'g [ Dimensions -
= El iy lc\ site = JNM-ECXS500II
=4 — Spectrometer = DELTA2_NMR
g 3 { Field Strength = 11.7473579[T] (500 [MHz])
1 X_Acq_Duration = 1.74587904([s]
o X_Domain = 1H
S X_Freq = 500.15991521 [MHz]
'; 4 fer ([ | X_Offset = 5.0 [ppm]
4 3 (o J (o oy N X_Points = 16384
© 3 ‘ 2 | N | 2 E | g fa < = X_Prescans =1
o7 | \ = = X_Resolution = 0.57277737[Hz]
wn ‘ 1 ‘ X_Sweep = 9.38438438 [kHz]
o } J , J f X_Sweep_Clipped = 7.50750751 [kHz]
<3 ( f ( | Irr_Domain = Proton
< ‘ | Irr_Freq = 500.15991521 [MHz]
o ] Irr_Offset = 5.0([ppm]
= J | Tri_Domain = Proton
o ‘ Tri_Freq = 500.15991521 [MHz]
g3 S ‘ | Tri offset = 5.0 [ppm]
a — 1 I “ w Clipped = FALSE
= | Scans =8
g = I ", | Il f U “] : ,' '\y"u/\\ ‘ Total_Scans =8
ot VLN I | U3y | GOy A ¥ -
s ;,l.,,,,,...x,.,,,,..,.,,.,,.,,..,,,,.,,,,‘.,,,,,.,,,‘..,,.,.._,,.»,,.,|,,.,,.,,,,.,,,,,..,,,:i‘a,:a;:;:_velawigsl
9.0 8.0 7.0 6.0 50 4.0 30 20 1.0 0 | remp_Get = 24.71dc]
X_90_Width = 7.25[us]
A IIJHIIIHI\\IIHH l\ % ‘\ I \I‘I I’ ] |,\ g ‘ X_Acq_Time = 1.74587904[s]
/ | == / | | \ X_Angle = 45[deg]
~ ’\r SN Ao NSO = © ~ =k o S oS X_Atn = 3.5[dB]
n = ® Vo 0w a—ocoSa a = ) X_Pulse = 3.625[us]
= = e} N— 3 nwn O ooV n A oy (2] (=N (o i) -
o0 oo ~ ~NY OO <+ S ) e en ol A i =0fE
Tri_Mode = Off
X : parts per Million : Proton Dante Fresat = FALSE

Fig. S1. 'H NMR spectrum of 8e
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o ---- PROCESSING PARAMETERS ----
o ] dc_balance( 0, FALSE )
= sexp( 2.0[Hz], 0.0[s] )
] trapezoid( 0[%], O[%], 80[%], 100[%] )
~ - zerofill( 1 )
e ££t( 1, TRUE, TRUE )
| machinephase
= ppm
®4 Derived from: 2BMEPA_carbon-1-1.3jdf
s
0 4
= Filename = 2PMEPA_carbon-1-3.3df
5| Author = delta
= | Experiment = carbon. jxp
<3 sample_Id = 2PMePA
- solvent = CHLOROFORM-D
Sh Creation_Time = 22-0CT-2019 18:42:16
Revision_Time = 27-0CT-2019 11:32:35
= Current_Time = 27-0CT-2019 11:33:12
-
e Comment = single pulse decoupled g
e Data_Format = 1D COMPLEX
3 Dim_Size = 26214
] Dim_Title = carbonl3
- Dim_Units = [ppm]
= Dimensions ax
] site = JNM-ECX500II
3 Spectrometer = DELTA2_NMR
®
S Field Strength = 11.7473579[T] (500 [MHz])
= X_Acq_Duration = 0.83361792[s]
| X_Domain = 13C
X_Freq 125.76529768 [MHz]
S 3 X_Offset = 100 [ppm]
g X_Points = 32768
| X_Prescans =4
= X_Resolution = 1.19959034 [Hz]
< 7 X_Sweep = 39.3081761[kHz]
S 4 X_Sweep_Clipped = 31.44654088 [kHz]
o 9 ‘ Irr_Domain = Proton
Irr_Freq = 500.15991521 [MHz]
Irr_Offset = 5.0[ppm]
Clipped = FALSE
Scans = 1024
3 Total_Scans = 1024
=)
.8 Relaxation_Delay = 2[s]
=1 Recvr_Gain = 50
3 Temp_Get = 22.6[dcC]
“ T T T T T RS S SR SR T T T T T | X0 Nidth = 10fual
200.0190.0 180.0 170.0 160.0 150.0 140.0 130.0 120.0 110.0 100.0 90.0 80.0 70.0 60.0 50.0 40.0 30.0 200 100 0 |FAeLrine : Bt
NIy B % ata sl
’ ’ | ‘ %\\ %/ / / J { ‘ A X_Pulse = 3.33333333[us]
/ T /| N Irr_Atn_Dec = 25.569 [dB]
o N T O WMV O xSRI TR =4 s Irr_Atn_Noe = 25.569 [dB]
8 - 2 ] Z&2382 R 3828288838 K aS Tex Notee AR
X S N % SoORRBHBS N T —— Irz_Ewidth = 92[us)
=N & noF eAadAaaaa o [ N S N R R R e o oA Decoupling = TRUE
- L — e - :
X" parts per Million : Carbon13 Thitial Walt = 1s]

Fig. S2. 13C NMR spectrum of 8e
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==== PROCESSING PARAMETERS ----

= dc_balance( 0, FALSE )

= sexp( 2.0[Hz], 0.0[s] )
trapezoid( O[%], O[%], 80[%], 100[%] )
zerofill( 1 )

~ ££t( 1, TRUE, TRUE )

— machinephase

= ppm

Derived from: 2PMEPA_dept-1-1.jdf

0.1

0 1 Filename = 2PMEPA_dept-1-3.jdf
< Author = delta
< Experiment = dept.jxp
Sample_Id = 2PMePA
Solvent = CHLOROFORM-D
0 Creation_Time = 22-0CT-2019 19:30:52
o ] Revision_Time = 27-0CT-2019 11:50:38
Current_ Time = 27-0CT-2019 11:51:07
-+ Il Comment = DEPT with decoupling
(=} Data_Format = 1D COMPLEX
< Dim_Size = 26214
Dim_Title = Carbonl3
Dim_Units = [ppm]
2 Dimensions =X
o Site = JNM-ECX500II
Spectrometer = DELTA2_NMR
Field_Strength = 11.7473579[T] (500 [MHz]
o X_Acq_Duration = 0.83361792([s]
q X_Domain = 13C
| X_Freq = 125.76529768 [MHz]
it X_offset = 100 [ppm]
a X_Points = 32768
q‘ E X_Prescans =4
1 X_Resolution = 1.19959034[Hz]
X_Sweep = 39.3081761[kHz]
< 7 X_sweep_Clipped = 31.44654088 [kHz]
<4 Irr_Domain = Proton
<1 Irr_Freq = 500.15991521 [MHz]
1 Irr Offset = 5.0 [ppm]
1 Clipped = FALSE
8 ] Scans = 512
3 = Total_Scans = 512
271
..g 4 Relaxation Delay = 2[s]
g X7 Recvr_Gain = 50
2 g; Temp_Get = 22.6[dc]
w8 i . X_Acq_Time = 0.83361792(s]
Ramaanzasnes aRaas: [T T Aasnanazaasasen; AARARARRRRRERAEEEARE ALY [ T Rasan; maanan s iy Z 45 s
160.0150.0 140.0 1300 120.0 110.0 100.0 90.0 80.0 70.0 600 500 400 300 200 100 0 | X puise = 10[us]
| l LU ) | 1 Irr_Atn = 3:5[45][“]
b / Irr_Atn_Dec = 25.569
‘ //J \K\\\ ‘ / / / / \ ‘ / A\ Irr_Noise = WALTZ
j=3 0~ ¥ \O W o T = A0 = ~ v Irr_Pulse = 7.25[us]
§ 98E3x=c g e g 5E 1o priden = s2(us)
0 SN0 KD e < o — O = en 0 B o Base_Line_Correct = TRUE
<+ e K K NN (=1 O O nnwn [3g] [ Blo] Decoupling = TRUE
— e —_ = : %
X : parts per Millfon : Carbon13" EnttislopaiE = 1ls]

Fig. S3. DEPT 135 NMR spectrum of 8e
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5 | A | ‘ l 1‘ ‘\ l N ‘v : sinbell auto
U v ] v _:
St IV | S A e ] £££( 1, TRUE, TRUE )
= o [ ppm
] [transpose]
1 sinbell auto
] zerofill( 4 )
1 ££ft( 1, TRUE, TRUE )
. ppm
<] s abs
== symmetrize( Cosy, 24 )
» | [transpose]
=2 Filename = 2PMEPA_cosy-1-2.3jdf
| -] Author = delta
1 ° periment = cosy.jxp
] » f sample_Id = 2PMePA
1 . N Solvent = CHLOROFORM-D
- e Creation_Time = 22-0CT-2019 19:57:15
o1 ° Revision_Time = 27-0CT-2019 1 o
o L] Current_Time = 27-0CT-2019 11:47:27
] Comment = gradient absolute value
1 o Data_Format = 2D REAL REAL
Dim_size = 1024, 1024
o 1 Dim Title = Proton Proton
-+ Dim Units = [ppm] [ppm]
1 [-] Dimensions =XY
] Site = JNM-ECXS00II
1 o s ® Spectrometer = DELTA2 NMR
=) ] Field_strength = 11.7473579[T] (500 [MHz])
w X_Acq Duration = 0.1363968[s]
1 X_Domain = 1H
] X_Freq = 500.15991521 [MHz]
1 X _Offset = 5.0 [ppm]
H X_Points = 1280
o X_Prescans =4
<o X_Resolution = 7.3315503[Hz]
-+ X_Sweep = 9.38438438[kHz]
] X_sweep_Clipped = 7.50750751[kHz]
1 Y_Domain = 1H
Y_Freq = 500.15991521 [MHz]
o) ] - " Y_offset = 5.0[ppm]
S ~7] e ’ Y_Points = 256
= 1 % Y_Prescans =0
i ] Y_Resolution = 29.31299715[Hz]
. 1 Y_Sweep = 7.50412727[kHz]
= : Irr_Domain = Proton
-ﬁ- o ] © Irr_Freq = 500.15991521 [MHz]
= o0 ] Irr_Offset = 5.0 ([ppm]
S Tri_Domain = Proton
- ] ’ ® Tri_Freq = 500.15991521 [MHz]
2 A Tri_offset = 5.0[ppm]
» ] clipped = FALSE
E = Scans =1
(=S| Total_Scans = 256
> T T T T T L e e VHH‘Hyy”y“,‘HR""“““”‘—”'“'Y:l's[’]
Recvr_Gain = 44
8.0 7.0 6.0 50 4.0 3.0 2.0 1.0 0 1.0 Temp_Get = 22.6[dc]
X : parts per Million : Proton abundance % 90_yiden = 7.25[us]

Fig. S4. COSY NMR spectrum of 8e
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==== PROCESSING PARAMETERS ----
sinbell4 ( -60, 160 )

zerofill( 1 )

££ft( 1, TRUE, TRUE )

X : parts per Million : Proton

abundance

] ppm
o 4 ; [transpose]
o - - - sinbell4 ( -60, 160 )
o3 zerofill( 2 )
8 LA ££t( 1, TRUE, TRUE )
= ppm
Q] abs
[transpose]
g ] @ o —
] Filename = 2PMEPA_hmqc-1-2.jdf
4 Author = delta
S A Experiment = hmgc.jxp
.‘7'; = sample_Id = 2PMePA
4 o ® ® b Solvent = CHLOROFORM-D
o ® ® - Creation_Time = 22-0CT-2019 21:08:41
- Revision_Time = 27-0CT-2019 11:55:00
2 o o @ — Current_Time = 27-0CT-2019 11:57:41
o ] pt Comment = gradient enhanced HMQ
o Data_Format = 2D REAL REAL
= 4 Dim_Size = 819, 512
] L Dim_Title = Proton Carbonl3
o = Dim Units = [ppm] [ppe
=2 Dimensions =XY
o site = JNM-ECXS00II
=i Spectrometer = DELTA2_NMR
=3 Field_Strength = 11.7473579[T] (500 [MH|
| X_Acq Duration = 0.10911744([s]
o] X_Domain = 1H
&3 X_Freq = 500.15991521 [MHz]
= X_Offset = 5.0 [ppm]
| X_Points = 1024
= X_Prescans =4
S © T X_Resolution = 9.16443788 [Hz]
—_ X s = 9.38438438 [kHz]
.y X_sweep_Clipped = 7.50750751 [kHz]
S Y_Domain = 13C
“© Q7] = Y_Freq = 125.76529768 [MHz]
o = Y_offset = 85[ppm]
8o E Y_Points = 256
E] o ¥Y_Prescans =0
o 94 = Y_Resolution = 83.60980308 [Hz]
.. 1 b Y_Sweep = 21.40410959 [kHz]
g o] o o = Tri_Domain = Proton
2 o E Tri_Freq = 500.15991521 [MHz]
=34 = Tri_offset = 5.0[ppm]
> 3 Clipped = FALSE
w2 Py - Scans =4
8_ % = Total_sScans = 1024
n — |
5o Relaxation_Delay = 1.5[s]
s R Recvr_Gain = 50
oD Temp_Get = 22.7[dC]
cliel NN T mmm T T T T ,,,,H‘x—hﬂn‘“ i
= | X_Atn = 3.5[dB]
8.0 7.0 6.0 5.0 4.0 3.0 2.0 1.0 0 0.1 02 03] x camma = 42576375
X_Pulse = 7.25[us]

Fig. S5. HMQC NMR spectrum of 8e
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Y : parts per Million : Carbon13
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===-= PROCESSING PARAMETERS ----

gauss( 5.0[Hz],
sinbell_auto
zerofill( 1)
££ft( 1, TRUE, TRUE )
ppm

[transpose]
sinbelld ( -60, 160 )

0.0[s] )

trapezoid( 0[%], 5[%], 80[%], 100[%] )

zerofill( 2 )
££ft( 1, TRUE, TRUE )

ppm
abs
b Filename 2PMEPA_hmbc-1-2.jdf
Author delta
Experiment hmbc. jxp
Sample_Id 2PMePA
= Solvent CHLOROFORM-D
Creation_Time = 22-0CT-2019 20:07:17
== Revision_Time = 27-0CT-2019 13:41:14
. Current_Time = 27-0CT-2019 13:43:20
Comment = gradient enhanced HMB|
§ | Data_Format = 2D REAL REAL
Dim_Size = 1638, 512
Dim Title = Proton Carbonl3
Dim Units = [ppm] [ppm]
Dimensions =XY
Site = JNM-ECX500II
Spectrometer = DELTA2_ NMR

8.0 7.0
X : parts per Million : Proton

6.0

T

50

T

4.0

3.0

1.0

0 0.1 0.2
abundance

Field_sStrength
X_Acq_Duration
X_Domain
X_Freq
X_Offset
X_Points
X_Prescans
X_Resolution
X_Sweep
X_Sweep_Clipped
¥_Domain
Y_Freq
Y_Offset
Y_Points
Y_Prescans
¥_Resolution
¥Y_Sweep
Tri_Domain
Tri_Freq
Tri_Offset
Clipped

Scans
Total_Scans

Relaxation_Delay
Recvr_Gain
Temp_Get
X_Acq_Time

X_Atn

X_Gamma

X_Pulse

L B 1)

11.7473579[T] (500 [MH|

0.21823488[s]

1H

500.15991521 [MHz]
5.0 [ppm]

2048

4

4.58221894 [Hz]
9.38438438 [kHz]
7.50750751 [kHz]
13¢

125.76529768 [MHz]
100 [ppm]

256

o

122.99275819 [Hz]
31.4861461[kHz]
Proton
500.15991521 [MHz]
5.0 [ppm]

FALSE

8

2048

1.5[s]
86

22.7[dC]
0.21823488(s]
3.5[dB]
42576375
7.25([us]

Fig. S6. HMBC NMR spectrum of 8e
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Fig. S7. FT-IR spectrum of 8e
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