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Compound 2, *H NMR (400 MHz, CDCls)
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Compound 3, *H NMR (400 MHz, CDCls)
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Compound 4, *H NMR (400 MHz, CDCls)
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Compound 5, *H NMR (400 MHz, CDCls)

-_.
—_
—_—
-
=
-
-
=
o
_
o]
=
= v—

24
0(s)
1.68
S (m) || M (m)
217 || 0.98
F(m) Bm)| | |H(m) K (d)
6.79 4,64 3.00 1.17
E (m) A(d) |[c)id) J(s)|| Lis)
6.59 476 (| 3474 1.71)(0.77
G (i) D (d) R (ddd) | L ()
721 5.62 226 _1.])4
T{m)| N (s}
196 | |jp.81
J[“
1.4ﬂ|
U frm)
19

L fooM b R e ——
8% 4 88 8 RESRNRURGREASR
T T T T T T T T T T T T T T T T T T T T T T T T T T
18 17 16 15 14 13 12 11 10 9 a 7 (] 5 L 3 2 1 i} =1 =2 =3 =4 5 =6
f1 (ma)
13C NMR (101 MHz, CDCls)
5 5 &4 883 RBRAREE ggg
= e {2 s | d"‘_;-33_BRRR&%K8!}88E!88%8$ﬂ53958§8& RRELRACIEEBRABA
% 388 3% HRgifsrccedsrdunsedysoseeadninany ?gﬁ papsddddazy;
SNy 1 l“‘l_T‘l ”~
|
s
111
w sy AL & [
4919| | 37.03 14.65
S(s) F1(s) T1(s)
52.66 3848 19.42
L(s) Q(s) C1(s)||O1(s) || W1 (s)
109.87 54.59 40.36 (| 28.73 || 16.08
D(s) F(s) I(s) 0 (s) Z(s) |L1(s)| St (s)
150.24 || 138.09 118.65 55.23| (4245|3207 21.31
A(s) B(s) E(s) || H(s) 1(s) N(s)||Y(s)|I1(s)| |R1(s)
180.81 159.97 141.89 || 129.78 11331 56.36 | |44.09 | 33.72| | 21.38
G(s) K (s) P(s) B1(s) N1 (s)| UL (s)
138.04 111,96 54,79 40.56 | 29.79 | 18,91
R(s)| [EL(s)| |P1(8)|YL(s)
52.74 38.98 2550|1519
V(s) || G1 (s) X1(s)
49.30 || 38.37 1571
X() | |31¢s)
46.88 3335
| | ol
| N | UL
g 3 3 333 3 3384 88385358535535985885895850858835
20 200 190 180 170 160 150 140 130 120 110 100 9 8 70 60 S0 4 30 20 10 0 -0




Compound 6, *H NMR (400 MHz, CDCls)
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Compound 7, *H NMR (400 MHz, CDCls)
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Compound 8, *H NMR (400 MHz, CDCls)
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Compound 9, *H NMR (400 MHz, CDCls)
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Compound 10, *H NMR (400 MHz, CDCls)
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Compound 11, *H NMR (400 MHz, CDCls)
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Compound 12, *H NMR (400 MHz, CDCls)
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Compound 13, *H NMR (400 MHz, CDCls)
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Compound 14, *H NMR (400 MHz, CDCls)
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Compound 15, *H NMR (400 MHz, CDCls)
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Compound 16, *H NMR (400 MHz, CDCls)
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Compound 17, *H NMR (400 MHz, CDCls)
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Compound 18, *H NMR (400 MHz, CDCls)
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Compound 19, *H NMR (400 MHz, CDCls)
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Compound 20, *H NMR (400 MHz, CDCls)
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Compound 21, *H NMR (400 MHz, CDCls)
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Compound 22, *H NMR (400 MHz, CDCls)

14000
| J ff | ‘ ” a0
oo R e
0,85
M (chdt) || T4
249 || 13 3000
Idy| [Py (%)
3.36 | | 2.04 .80
Fm|  [e@| e |umm|[§c 2500
7.20 5.49 3.76 || 266 || j.g
E (m} Afg) | C{m)|H (m) N (d )
7.28 574 | 471 | 3.63 2,16 [——
D () [T (m) of(d) 1]
462 || 3.57 2o
K(d)| |QA(s 1500
293 | |1}
|~ fd
176
T 1000
L500
\ X
., P M, PE E R er———
R385 83EARGEERGANGRIERIEE
18 17 16 15 14 13 12 11 10 9 7 & 5 4 3 2 1 0 -1 -2 -3 -4 5 -6
1 (ma)
13C NMR (101 MHz, CDCls)
7000
A4
aNl EEll '
(e [V L) 6000
37.63 21.46
Z(s) [|PL(s)| [E2(s) 5500
40,63 (| 28.88| |[1571
R(s) x () | [x1 )|zt o) 5000
61,14 42.07| [ 29.81 | 19.26
L4500
B(s) || E(s) | H(s) M) [|S(s)|V(s)||CL(s)| |S1(s)|F2(s)
149.69 || 137.71 | 126.19 70.81 || 59.30 | 49.27 || 38.32 | | 25.03 | 14.42
A(s) C(s) || F(s) I(s) L) |[Qs) | [u(s) | Bl (s)|[R1 (s) | D2 (5)
15808 |141.63|)128.69 110.06 72.36||61.66 | | 49.50 || 38.87 || 27.39 | 16.32 26t
D(s) G(s) 0(s) W(s)||Fi(s)||T1(s)
140.96 | [127.65 63.60 4752|3571 | | 23.67 | 3000
T(s)| | Y(s)||LL(s)|[A2(s)
54.74| |41.35||29.77|| 18.91 -2500
Al (s) Ul (s)
40.18 263 2000
G1(s)| Wi (s) L
33.83 || 21.35 1500
-1000
L w1l
i g | St I ) l_ vy -0
O R o Y M AR ) AL o
§ & /AR 5%3 bl HR R8AAR zaﬁmgamasgmgﬁaaamma[
o o coo co o dﬁ ooooo coocoo ooooco oo CO0CO0O00 0O
210 200 190 180 170 160 150 140 130 120 110 9 80 70 60 S0 4 30 20 10 0 -10



Compound 4 (MS)
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Compound 5 (MS)

e Lower C30H53N304 Generate
N Upper Help
| C30-n, H 53-n, N 3-n, 0 3-n |
- If(\\ Mote: for m < 2000 the elements C, H, N, and O are considered implicitly.
Adducts, pos. | M+H V| [ ] collect adducts

~ |

Adducts, neg. | M-H

Measured 600.4194 Tolerance Iil mDa * Charge: |1 =

m/z err [ppm] mSigma # mSigma Score rd
7.1 1 61.18 14,

o. zs—ﬂ e J

T 9 - = — Meas. mfz  # Ion Formula
6004194 1 C38Hs4N303  600.4160 -5.8

.\U

0.00
3 4 5 6 7
VWD R 28 G GAb 1 9977.0. FIC G0, [MsH, MsMals (599], Mono Tsotopic, AL NS

[~ WDH U 25 a1l GAG 1 95776 UV Chiomatogram

Intens. WDH_RJ_28_dil_GA6_1_9977.d: +MS, 10.0min #570-571
105 600.4194
6
5
4]
3
2]
1
A L.
580 600 620 640 660 m/z




Compound 6 (MS)

57491
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Compound 7 (MS)

Inters,
x107

Lower

Upper

Ca7Hg0F4N302

Generate

Help

| C 37-n, F 1-n, H 50-n, N 3-n, O 2-n

Mote: for m < 2000 the elements C, H, M, and O are considered implicitly.

Adducts, pos. | M+H

V | [ ] collect adducts

Adducts, neg. | M-H

e |

Measured 588.3966 Tolerance mDa - Charge: |1 =
0.25-
\ B Meas. mfz # Ion Formula mfz err [ppm] mSigma # mSigma Score r
WO TS 9T G TS Y St 0 * WO O G TS T G T G T M il S . W 5 G T G L T Mo s AT e ol Ca7He1 FN=0 B
588.3%966 1 L37Rsiri3Uz - 588.3960 i1 11.9 1 100.00 14
Intens. | WDH_RJ_25_dil_GA3_1_9971.d: +MS, 9.9min #564-567
x107
588.3966
1.25-
1.00 |
0.75 -
0.50 -
0.25
0.00 - T T u T T - T T T T
550 560 570 580 590 600 610 620 630 m/z



Compound 8 (MS)

Lower CogHgzN405 Generate

Inters, |
x107

Upper Help
| C 28-n, H 53-n, N 3-n, O 2-n |

Mote: for m < 2000 the elements C, H, M, and O are considered implicitly.

] Adducts, pos. | M-+H V| [ ] collect adducts
Adducts, neq. | M-H v|
nsz\ Measured III Tolerance mDa Charge: | 1 =
- Meas. m/z £ Ion Formula m/z err [ppm] mSigma # mSigma Score rd
o G T I oo T T G R o [ e e ora o A s i T T G T i GG T B s e A Time [y
536.4214 1 C34Hs4N30z  s536.4211 -0.6 5.2 1 100.00 10.
Intens7. WDH_RI_24_dil_GA2_1_9969.d: +MS, 10.6min #603-604
x107 536.4214
0.8
0.6
0.4
0.2
0.0

500 510 520 530 540 550 560 570 580 m/z



Compound 9 (MS)

L7492 SCHILINEL S 1TSS ES+
WDH RJ-47 17-Mar-2023
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Compound 11 (MS)
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Compound 12 (MS)
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Compound 13 (MS)

Generate

Lower

C34H54NgO4

Help

Upper

| C 34-n, H 54-n, N 6-n, O 1-n

Mote: for m < 2000 the elements C, H, M, and O are considered implicitly.

s,
x106
N
61 "\_‘
\\
N f
I N /\\-.. :':
1 e ~ ——— _
. — ——_ — Adducts, pos. ‘ M-+H v| [ ] collect adducts
. Adducts, neg. ‘ M-H v|
2 N — —
Measured 635.4393 Tolerance mDa - Charge: | 1 =
0 .
3 5 6 7 8 10 11 Time [min]
[ WDH R 27-1 dil GAS 1 9975.d: UV Chromatogram, 190-400 nm —WDH R 27-1 Gl GAS 1 9975.0: FIC CugHsaN0 [M3H, MoNals (634), Mono-Isotopic, Al M5 ——WDH R 27-1 Gl GAS 1 9975.0: EIC Caghua0 [2MH, 2N+ Nal+ (634], M IS ] MEBS. m,."z # IUrI FUrmula mll,l'z err [ppm] mSlgma # mSIgma Score rd
635.4393 1 CqpHs5NE0 635.4432 6.2 3.0 1 7.a0 17,
Intens. WDH_RJ_27-1_dil_GA5_1_9975.d: +MS, 11.5min #658-660
x106
635.4392
6
N
636.4423
5]
637.4454
610 620 630 640 650 660 670 m/z




Compound 14 (MS)

Lowver C3oH54Ng 02 Generate

Upper Help

Inters, |

x108

| C32-n, H 54-n, N 6-n, 0 2-n |
Mote: for m < 2000 the elements C, H, N, and O are considered implicitly.

v | [ collect adducts

Adducts, pos. | M+H; M+Na

> |

Adducts, neg. | M-H

Measured 651.4378 Tolerance mDa - Charge: |1 =

m/z err [ppm] mSigma # mSigma Score rd
1 100.00 17.

Meas. mfz  # Ton Formula
651.4378 1 C4pHssMe02  651.4381 0.5 14.9

8 [ 1
——WDH R 311 GB1 1 GBALT. FIC CuPu0; [N=H, W Nal [650] Mono lsotopic, AL WS

3 4
[ WDH U 311 GBI 1 98414 UV Chromatogram, 150-400 nm

WDH_RJ_31-1_GB1_1_9841.d: +Ms, 11.1min #634-637

Intens.
x106

640

651.4378

660 680 m/z

600

620



Compound 15 (MS)

Inters,

x108

0

8 [
—WDH 0 30 0l GAB 1 99810 FIC P N0 [M+H, MeNals (638 Mono sotopic, AL NS,

3
WDH U 30 dil GAS 1 99816 UV Chiomatogram, 190-400 nm

Lower CagHg4FNgO | Generate

Upper ‘ | Help

‘CBQ-n, F 1-n, H 51-n, N 6-n, O 1-n |

Mote: for m < 2000 the elements C, H, N, and O are considered implicitly.

Adducts, pos. | M+H; M+Ma V| |:|Co||ect adducts
Adducts, neq. | M-H V|
Measured 639.418 Tolerance mDa « Charge: |1 =
Meas. m/z £ Ion Formula m/z err [ppm] mSigma # mSigma Score rd
639.4180 1 C3gH52FNgO  £30.4181 0.1 6.6 1 100.00 17.

Intens.
x106

639.4180

WDH_RJ_30_dil_GA8_1_9981.d: +MS, 11.1min #633-637

600

620 640



Compound 16 (MS)

Lower C31H54Ng 04 Generate
" \
“‘ w“ Upper Help
/| [ C31-n, H 54-n, N 6-n, O 1-n |
| / |
W0 ; implict
“ W Mote: for m < 2000 the elements C, H, M, and O are considered implicitly.
|
|
| ‘ Adducts, pos. ‘ M+H; M+Na \’| [ ] cCollect adducts
| Adducts, neg. ‘ M-H \,|
\
|
‘J | Measured 587.4438 Tolerance mDa Charge: IZ -
| N
e : e : = et Meas. mfz  # Ion Formula mfz err[ppm] mSigma # mSigma Score rdb
587.4438 1 C3pHs55Mg0  587.4432 -1.1 6.3 1 100.00 13.0
Intens7. WDH_RJ_29_dil_GA7_1_9979.d: +MS, 13.1min #748-752
)(ll?2 | 587.4438
1.0
0.8
0.6
0.4
0.2
0.0 T T T = T
560 580 600 620

640 660 m/z



Compound 17 (MS)

Lower C3gHs52N404 Generate
| Upper Help
Jﬁ\\ /
[\ | | C30-n, H52-n, N 4-n, O 1-n |
| (I
“ \ “‘ [ Mote: for m < 2000 the elements C, H, N, and O are considered implicitly.
0.8 \ n | |
\k\ \‘\ ‘ | w
| Rl Adducts, pos. ‘ M+H; M+Na ~ | [ | Collect adducts
06 \ | | |
. | | \
| [ Adducts, neg. | p-
o | \/\\/\/ “L"—\ﬂ / \\\\NQ ’ ‘ s V|
N / \/i—// ‘ \\\ Measured 581.4218 Tolerance mDa Charge: | 1 =
\_// | S
00 R — . ) Meas. m{z  # Ion Formula mfz err [ppm] mSigma # mSigma Score rdb
4 5 6 7 9 10 1 12 13 Time [min]
[EWOH #) 32 GB2 1 9843.d: UV Chromatogram, 190-400 nm. ——WDH RI 32 GB2 1 9843.d: EIC CiyHyNaO [N1+H, Me+Nal+ (580) Mono-lsotopic, All MS | 581_4218 1 C3BH53N4[} 581_4214 —[]_;I' ?.2 1 1[][]-[][] 15.[]
Intens. WDH_RJ_32_GB2_1_9843.d: +MS, 12.2min #699-701
x106
581.4218
8
6
N
5]
0 T - T - T T T
560 580 600 620 m/z



Compound 18 (MS)

Lower

Upper

Cy1H5gN504

Generate

Help

| C 41-n, H 59-n, N 5-n, O 1-n ‘

Note: for m < 2000 the elements C, H, N, and O are considered implicitly.

Adducts, pos. | M+H; M-+Na

~ ‘ [ ] collect adducts

Adducts, neg. | M-H

~ ‘

Charge: I: =

1 100.00 15.0

|| Measured 638.475 Tolerance ppm *

|/

== — : — e e————— ] Meas. mfz  # Ion Formula mfz err [ppm] mSigma # mSigma Score rdb

638.4750 1 Cq1HgoNsO  G38.4792 6.6 8.0
Intens. WDH_RJ_33_GB3_1_9845.d: +MS, 11.1min #631-634
x106
638.4750

o

N

5

0 ,

600 620 640 660

680 700 m/z



Inters,

x107

0.00

Compound 19 (MS)

Lower

Upper

Adducts, pos

Adducts, neg

CyoHs9N502

Generate

Help

| C 40-n, H 59-n, N 5-n, O 2-n

Mote: for m < 2000 the elements C, H, M, and O are considered implicithy.

: | M+H; M-+Na

~ | (] Collect adducts

- | M-+

~ |

Measured 642.4701 Tolerance ppm w Charge: | 1 =
S — N —— — D i ) Meas. m/z  # Ion Formula m/z err [ppm] mSigma # mSigma Score rd
642.4701 1 C4pHpoMsOz  642.4742 6.4 36.1 1 100.00 14.
Intens. WDH_RJ_34_GB4_1_9847.d: +MS, 9.5+0.1min #539-545
x107
642.4701
1.25
1.00
0.75 1
0.50 -
0.25 1
0.00 L
600 620 640 660 680 700 m/z



Intens.

x100

Compound 20 (MS)

Generate

C42Hg3N502

Lower

Upper Help

| C42-n, H 63-n, N 5-n, O 2-n
Mote: for m < 2000 the elements C, H, N, and O are considered implicitly.
~ | [ collect adducts

Adducts, pos. ‘ M+H; M+Na

™ |

Adducts, neg. ‘ M-H

Charge: E =

| |
/‘J /\/\ I \
\ w [ N \
1 | ‘ |/ \ Measured 670.5093 Tolerance B m -
Y | \ - P
\/ J | N
/ —
7 7 e — — - " pa Meas. mfz & Ton Formula mfz err [ppm] mSigma # mSigma Score rd
670.5093 1 C42HeqMNs0z  670.5055 -5.7 19.4 1 100.00 14.
Intenss. WDH_RJ_35_GB5_1_9849.d: +MS, 10.7min #612-616
x10% | 670.5093
N
3]
5]
1]
0
640 660 680 700 720 m/z

620



Compound 21 (MS)

Lower CagHgqN504 Generate

Upper Help

| € 35-n, H 61-n, N 5-n, O 3-n ‘

Note: for m < 2000 the elements C, H, N, and O are considered implicitly.

Adducts, pos. \ M+H; M+Na V\ [ ] collect adducts
Adducts, neg. ‘ M-H v‘
Measured 672.4858 Tolerance ppm * Charge: |1 =
- - - - — —_ S Meas. m/z  # Ion Formula mfz err [ppm] mSigma # mSigma Score rd
WOH_RU_36_GB6_1_9851.0: FIC CaPiNs0; (MH, MNals (671), Mono-Tsotopic, Al MS |
6724858 1 CaqHg2NsO3  672.4847 -l.6 5.2 1 100,00 14,
Intens. WDH RJ 36 GB6 1 9851.d: +MS, 9.5min #543-548
x107 |
672.4858
0.8
0.6
0.4
0.2
657.4747
0.0 ' A A L L

620 640 660 680 700 720 m/z



Compound 22 (MS)

Inters,
X

107

Time [min]
]

8
VDR _RJ 37 GB7 1 98530 FIC oM Ne0; [MsH,_MisNal: (685, Mono-Isotopic, AL S

2 3
WDH U 37 GB7 1 9853 6. UV Chromatogram, 190-400 nm

Lower CyoHgsN504 Generate

Help

Upper

| C 42-n, H 63-n, N 5-n, O 3-n |
Mote: for m < 2000 the elements C, H, N, and O are considered implicitly.

~ | [ ] collect adducts

Adducts, pos. | M+H; M+ha

™ |

Adducts, neg. | M-H

Measured 686.4954 Tolerance ppm Charge: | 1 =

# Ion Formula mfz err [ppm] mSigma # mSigma Score rd
1 100.00 14,

Meas. m/z
686.4954 1 C42Hp4N503  686.5004 7.3 8.9

WDH RJ 37 GB7 1 9853.d: +MS, 9.840.1min #555-563

Intens. |
x107

0.8

0.6

0.4

0.2

686.4954

700

720 740 m/z

0.0

660

680
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