Appendix



19 _01_31Z2.1hbt2
STANDARD PHOSPHORUS PARAMETERS

8.60

1.82 H20

LMJUL . b

3441
3.57=x
6.32x

2500

~2000

-1500

~1000

-500

— 7T T T T ' T '~ T ' T ‘* T ‘" T ' T '
13.0 125 120 11.5 11.0 105 100 95 9.0

o | 3.00=

— 7T 1 T ‘' T "~ T _ " T ‘' T ' T ' T _ "~ T " T ‘" T T T T
5 80 75 70 65 60 55 50 45 40 35 30 25 20 1.

f1 (ppm)



13C NMR
Br
a
>~. _N
N
N
RN
Br =

19_01_3172.1Cc
STANDARD PHOSPHORUS PARAMETERS

6500

6000

5500

-5000

4500

~4000

-3500

~3000

2500

~2000

-1500

-1000

~500

--500

gk
3B B
o o 0 o © 00
< «& O < -~ tTNO <
N o o 4 o <O © N
n B» ™ N - NN © o}
< <+ < - = ~~ N Ire)
| N
|
-7t -~ 1 1 -~ T 1 1 1 1 -~ 1 1 1 1 1 17 "~ 1 1 1 "~ 1T ~ T *~ 1T *~ 1T *~ T *~ 1 *~ T "~ T
230 220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 -10

f1 (ppm)



-3800
3600

-3400

3200

~3000

~2800

2600

-2400

-2200

~2000

-1800

-1600

-1400

-1200

-1000

-800

-600

-400
-200
-0

--200

00—

€PP2 92,
8C°L
'L
NTNW

210227-TPA-102-C2-1t52-65-H

'H NMR

sl

I

2.5a

, do L JMLJL__

|l

= £26|
Fesory

E vr9|

E Ge'9|

E 009

19
JAOR

TR

E €8¢

689 [

soe|

T
6.5

7.0

T T T T T
90 85 80 75

10.5 10.0 95

11.0

55 50 45

f1 (ppm)

6.0

25 20 15 1.0 05 00

3.0

3.5

4.0



-38

-36
-34
32
-—30
28
-26
24

22

-20

-18

-16

-14

-12

SCvl—

¢8'ecc—
Lv'6¢C
6¥'6¢

N@.@NW
0/'6¢
co'le
¥0'ce

8.'GE

GC'09—

€1PP3 1692

€PPI91L7L#

€PPI Ly LL

210227-TPA-102-C2-1t52-65-C

13C NMR

LEZLA
S0°22)
TN

18 Vel
o_‘.mm_\v
G2'GEL

yoevl —
SG' Lyl —

66°LSL —

z N
N\
=z /\

[
0
o

T T T T T T T T T T T
80 70 60 50 40 30 20 10

: :
100 90

T
120

T T T T T T T
190 180 170 160 150 140

230 220 210 200

-10

110

f1 (ppm)

130



ESI-MS
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2022_11_21_SAGAR_D5-TR1_3 12 (0.219) AM2 (Ar,20000.0,0.00,0.00); ABS; Cm (2:117)
=N

/K/N 100+

TOF MS LD+
1113.7482
—N

2.05e8
0]

ESI-MS [M+H]* calcd for CegHogNgO5: 1113.7480,
found: 1113.7482.
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2022_12_15_SAGAR_TRP1 6 (0.118) AM2 (Ar,20000.0,0.00,0.00); ABS; Cm (2:117)

1299.8239

MALDI-MS [M+H]+ calcd for C77H106N1008: 12998273,

found: 1299.8239.

TOF MS LD+
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2022_12_15_SAGAR_DAN1 36 (0.625) AM2 (Ar,20000.0,0.00,0.00); ABS; Cm (2:116) TOF MS LD+
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2021_08_06_SAGAR_CPTBA_POS 27 (0.472) AM2 (Ar,20000.0,0.00,0.00); ABS; Cm (2:117) TOF MS ES+
100+ 541.1786 1.34e9

Exchange of an —OH group
by —OCH; from methanol

ESI-MS [M+H]+ calcd for ngHngNzOg: 5271626,
</  found: 527.1627.

[M+H]* 563.1606
527.1627
5421813
[M+Na]*
540.1813 549.1449
58,1655 564.1633
562.1636
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5431834 | 550.1474
520.1684 565.1647
509.1515 519.1693 539.3013 ‘ 551.1501 557 1745 ( 571.1882 5833081
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2022_01_25 SAGAR_DPHD_NEG 95 (1.622) AM2 (Ar,20000.0,0.00,0.00); ABS; Cm|(2:117) TOF MS ES-
856.4785 6.27e3
100
; H [M-H] calculated for 7.14 C,4H,,NOGP : : 856.6431
P \O/\/ B
| S .
OH Wor\ Observed : 856.4785
il 856.9794
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: ’ 853.2747 ’ ‘ 863.0007 864.3386
I II mu\\l\\\.ul” \wln‘ |II\I|\‘. | ‘I‘[ | A \.nlllll \l |‘\|; | [l ‘|.|| EE [ HI‘\;Jnl\!I ‘.L||H..\Im/z
850 851 852 853 854 855 856 857 858 859 860 861 862 863 864 865




