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Figure S1: "TH NMR (CDCl;, 400MHz) spectrum of compound (E)-2-(3,4-dimethoxystyryl)aniline.
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Figure S2: 'TH NMR (CDCl;, 400MHz) spectrum of compound (E)-2-(3,4-dimethoxystyryl)aniline (EXPANSION).
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Figure S3: 'TH NMR (CDCl;, 400MHz) spectrum of compound (E)-2-(3,4-dimethoxystyryl)aniline (EXPANSION).
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Figure S5: 3C DEPT135,CH3/CH po {'H}(CDCl;, 400MHz) spectrum of compound (E)-2-(3,4-dimethoxystyryl)aniline
(EXPANSION).
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Figure S6: C COSY GPSW {H}(CDCl;, 400MHz) spectrum of compound (E)-2-(3,4-dimethoxystyryl)aniline.
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Figure S7: C COSY GPSW {!H}(CDCl;, 400MHz) spectrum of compound (E)-2-(3,4-dimethoxystyryl)aniline

(EXPANSION).
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Figure S8: C HMBC GP {!H- 1*C}(CDCl3, 400MHz) spectrum of compound (E)-2-(3,4-dimethoxystyryl)aniline.
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Figure S9: C HMBC GP {!H- 13C}(CDCl;, 400MHz) spectrum of compound (E)-2-(3,4-dimethoxystyryl)aniline
(EXPANSION).
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Figure S10: C HMQC GP {IH-3C}(CDCl;, 400MHz) spectrum of compound (E)-2-(3,4-dimethoxystyryl)aniline.

11




ESNIVS] )

2017 3-48e0 fUll EMQC" 10 1 T ’

(1]
i ‘ "..‘.‘* I' qJ“"i ”.

WA VU AUV .

F1 [ppm]

T
80

L

- : . ; . - - . . v - * . . - - - ; .
75 7.0 6.5 6.0 F2 [ppm]

Figure S11: C HMQC GP {{H-3C}(CDCl;, 400MHz) spectrum of compound (E)-2-(3,4-dimethoxystyryl)aniline
(EXPANSION).
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Figure S12: C HMQC GP {!H-3C}(CDCl;, 400MHz) spectrum of compound (E)-2-(3,4-dimethoxystyryl)aniline
(EXPANSION).

13



215 — © -

1
|q[r.;]q|
P |v= =
eilefle

Figure S13: "TH NMR (CDCl;, 400MHz) spectrum of compound bis (2-(E))-3,4-dimethoxystyryl)phenyl) malonamide.
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Figure S14: 'TH NMR (CDCl;, 400MHz) spectrum of compound bis (2-(E))-3,4-dimethoxystyryl)phenyl) malonamide
(EXPANSION).
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Figure S15: "TH NMR (CDCl;, 400MHz) spectrum of compound bis (2-(E))-3,4-dimethoxystyryl)phenyl) malonamide

(EXPANSION).
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Figure S17:

13C DEPT135,CH3/CH po {'H}(CDCl3;, 400MHz) spectrum of compound bis (2-(E))-3,4-
dimethoxystyryl)phenyl) malonamide (EXPANSION).
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Figure S18: 13C DEPT135,CH;/CH po {'H}(CDCl;, 400MHz) spectrum of compound bis (2-(E))-3,4-
dimethoxystyryl)phenyl) malonamide (EXPANSION).
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Figure S19: C COSY GPSW {!H}(CDCl;, 400MHz) spectrum of compound bis (2-(E))-3,4-dimethoxystyryl)phenyl)

malonamide.
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Figure S20: C COSY GPSW {H}(CDCl;, 400MHz) spectrum of compound bis (2-(E))-3,4-dimethoxystyryl)phenyl)

malonamide (EXPANSION).
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Figure S21: C COSY GPSW {H}(CDCl;, 400MHz) spectrum of compound bis (2-(E))-3,4 dimethoxystyryl)phenyl)

malonamide (EXPANSION).
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Figure S22: C HMBC GP {'H- 13C}(CDCl3, 400MHz) spectrum of compound bis (2-(E))-3,4-dimethoxystyryl)phenyl)
malonamide.
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Figure S23: C HMBC GP {!H- '3C}(CDCl;3, 400MHz) spectrum of compound bis (2-(E))-3,4-dimethoxystyryl)phenyl)

malonamide (EXPANSION).
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Figure S24: C HMBC GP {!H- 13C}(CDCl;3, 400MHz) spectrum of compound bis (2-(E))-3,4-dimethoxystyryl)phenyl)
malonamide (EXPANSION).
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Figure S25: C HMQC GP {{H-3C}(CDCl;, 400MHz) spectrum of compound bis (2-(E))-3,4-dimethoxystyryl)phenyl)

malonamide.
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Figure S26: C HMQC GP {'H-3C}(CDCl;, 400MHz) spectrum of compound bis (2-(E))-3,4-dimethoxystyryl)phenyl)
malonamide (EXPANSION).
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Figure S27: C HMQC GP {!H-3C}(CDCl;, 400MHz) spectrum of compound bis (2-(E))-3,4-dimethoxystyryl)phenyl)
malonamide (EXPANSION).
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Figer28: 'TH NMR (CDCl;, 400MHZz) spectrum of compound bis(2((E)-(3,4-dimethoxystyryl)phenyl)succinamide.
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Figure S29: "TH NMR (CDCl;, 400MHz) spectrum of compound bis(2((E)-(3,4-dimethoxystyryl)phenyl)succinamide

(EXPANSION).
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Figure S30: 3C DEPT135,CH;5/CH po {'H}(CDCl;, 400MHz) spectrum of compound bis(2((E)-(3,4-
dimethoxystyryl)phenyl)succinamide.
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Figure S31: 3C DEPT135,CH;/CH po {'H}(CDCl;, 400MHz) spectrum of compound bis(2((E)-(3,4-

dimethoxystyryl)phenyl)succinamide (EXPANSION).
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Figure S32: 3C DEPT135,CH;3/CH po {'H}(CDCl;, 400MHz) spectrum of compound bis(2((E)-(3,4-

dimethoxystyryl)phenyl)succinamide (EXPANSION).
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Figure S33: C COSY GPSW {'H}(CDCl;, 400MHz) spectrum of compound bis(2((E)-(3,4-
dimethoxystyryl)phenyl)succinamide.

34




EENNVSTS)

|

ST P LV, E—

|

I
WA

1l

I
||

UJ!-J_A____,“\_J.‘

N

Y | X AL Rt

'c” | i

M nol
JU__N |, T W ¥, R | O, S -

)
()

(=)

F1 [ppm]

7.5

7.0 6.5

F2 [ppm]

6.5

7.0

TS5

Figure S34: C COSY GPSW {'H}(CDCl;, 400MHz) spectrum of compound bis(2((E)-(3,4-
dimethoxystyryl)phenyl)succinamide (EXPANSION).
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Figure S35: C COSY GPSW {!H}(CDCl;, 400MHz) spectrum of compound bis(2((E)-(3,4-
dimethoxystyryl)phenyl)succinamide (EXPANSION).
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Figure S36: C HMBC GP {!H- 13C}(CDCls;, 400MHz) spectrum of compound bis(2((E)-(3,4-
dimethoxystyryl)phenyl)succinamide.
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Figure S37: C HMBC GP {'H- 3C}(CDCl;, 400MHz) spectrum of compound bis(2((E)-(3,4-
dimethoxystyryl)phenyl)succinamide (EXPANSION).
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Figure S38: C HMQC GP {{H-3C}(CDCl;, 400MHz) spectrum of compound bis(2((E)-(3,4-
dimethoxystyryl)phenyl)succinamide.
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Figure S39: C HMQC GP {'H-3C}(CDCl;, 400MHz) spectrum of compound bis(2((E)-(3,4-
dimethoxystyryl)phenyl)succinamide (EXPANSION).
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Figure S40: C HMQC GP {'H-'3C}(CDCl;, 400MHz) spectrum of compound bis(2((E)-(3,4-
dimethoxystyryl)phenyl)succinamide (EXPANSION).
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Figure S41: 'TH NMR (CDCl;, 400MHz) spectrum of compound bis(2((E)-(3,4-dimethoxystyryl)phenyl) glutaramide.
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Figure S42: 'TH NMR (CDCl;, 400MHz) spectrum of compound bis(2((E)-(3,4-dimethoxystyryl)phenyl) glutaramide
(EXPANSION).
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Figure S43: 'TH NMR (CDCl;, 400MHz) spectrum of compound bis(2((E)-(3,4-dimethoxystyryl)phenyl) glutaramide
(EXPANSION).
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Figure S44: 3C DEPT135,CH;5/CH po {'H}(CDCl;, 400MHz) spectrum of compound bis(2((E)-(3,4-
dimethoxystyryl)phenyl) glutaramide.
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Figure S45: 3C DEPT135,CH;3/CH po {'H}(CDCl;, 400MHz) spectrum of compound bis(2((E)-(3,4-
dimethoxystyryl)phenyl) glutaramide (EXPANSION).
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Figure S46: 3C DEPT135,CH;3/CH po {'H}(CDCl;, 400MHz) spectrum of compound bis(2((E)-(3
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Figure S47: C COSY GPSW {H}(CDCl;, 400MHz) spectrum of compound bis(2((E)-(3,4-dimethoxystyryl)phenyl)
glutaramide.
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Figure S48: C COSY GPSW {H}(CDCl;, 400MHz) spectrum of compound bis(2((E)-(3,4-dimethoxystyryl)phenyl)

glutaramide (EXPANSION).
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Figure S49: C HMBC GP {'H- 3C}(CDCl;, 400MHz) spectrum of compound bis(2((E)-(3,4-dimethoxystyryl)phenyl)

glutaramide.
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Figure S50: C HMBC GP {'H- 3C}(CDCl;, 400MHz) spectrum of compound bis(2((E)-(3,4-dimethoxystyryl)phenyl)

glutaramide (EXPANSION).
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Figure S51:

C HMQC GP {!H-3C}(CDCl;, 400MHz) spectrum of compound bis(2((E)-(3,4-dimethoxystyryl)phenyl)
glutaramide.
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Figure S52: C HMQC GP {!H-3C}(CDCl;, 400MHz) spectrum of compound bis(2((E)-(3,4-dimethoxystyryl)phenyl)
glutaramide (EXPANSION).
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Figure S53: C HMQC GP {H-3C}(CDCl;, 400MHz) spectrum of compound bis(2((E)-(3,4-dimethoxystyryl)phenyl)
glutaramide (EXPANSION).
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Figure S54:'H NMR (CDCl;, 400MHz) spectrum of compound bis(2((E)-(3,4-dimethoxystyryl)phenyl)adipamide.
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Figure S55: 'TH NMR (CDCl;, 400MHz) spectrum of compound bis(2((E)-(3,4-dimethoxystyryl)phenyl)adipamide
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Figure S56: 'TH NMR (CDCl;, 400MHz) spectrum of compound bis(2((E)-(3,4-dimethoxystyryl)phenyl)adipamide
(EXPANSION).
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Figure S57: 3C DEPT135,CH;5/CH po {'H}(CDCl;3, 400MHz) spectrum of compound bis(2((E)-(3,4-
dimethoxystyryl)phenyl)adipamide.
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Figure S58: 13C DEPT135,CH;5/CH po {'H}(CDCl;, 400MHz) spectrum of compound bis(2((E)-(3,4-

dimethoxystyryl)phenyl)adipamide (EXPANSION).
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Figure S59: 3C DEPT135,CH;5/CH po {'H}(CDCl;3, 400MHz) spectrum of compound bis(2((E)-(3,4-
dimethoxystyryl)phenyl)adipamide (EXPANSION).
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Figure S60: C COSY GPSW {!H}(CDCl;, 400MHz) spectrum of compound bis(2((E)-(3,4-
dimethoxystyryl)phenyl)adipamide.
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Figure S61: C COSY GPSW {'H}(CDCl;, 400MHz) spectrum of compound bis(2((E)-(3,4-

dimethoxystyryl)phenyl)adipamide (EXPANSION).
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Figure S62: C COSY GPSW {'H}(CDCl;, 400MHz) spectrum of compound bis(2((E)-(3,4-

dimethoxystyryl)phenyl)adipamide (EXPANSION).
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Figure S63: C HMBC GP {!H- 13C}(CDCl3;, 400MHz) spectrum of compound bis(2((E)-(3,4-
dimethoxystyryl)phenyl)adipamide.
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Figure S64: C HMBC GP {!H- 3C}(CDCl3;, 400MHz) spectrum of compound bis(2((E)-(3,4-
dimethoxystyryl)phenyl)adipamide (EXPANSION).
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Figure S65: C HMQC GP {'H-3C}(CDCl;, 400MHz) spectrum of compound bis(2((E)-(3,4-
dimethoxystyryl)phenyl)adipamide.
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Figure S66: C HMQC GP {{H-3C}(CDCl;, 400MHz) spectrum of compound bis(2((E)-(3,4-
dimethoxystyryl)phenyl)adipamide (EXPANSION).
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Figure S67: C HMQC GP {'H-3C}(CDCl;, 400MHz) spectrum of compound bis(2((E)-(3,4-
dimethoxystyryl)phenyl)adipamide (EXPANSION).
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Figure S68: 'H NMR (CDCl;, 400MHz) spectrum of compound (73) Scheme 17.
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Figure S69: "TH NMR (CDCl;, 400MHz) spectrum of compound (73) Scheme 17 (EXPANSION).
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Figure S70: "TH NMR (CDCl;, 400MHz) spectrum of compound (73) Scheme 17 (EXPANSION).
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Figure S71:13C DEPT135,CH3/CH po {{H}(CDCl;, 400MHz) spectrum of compound compund (73) Scheme

2
3

17.
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Figure S72: C COSY GPSW {IH}(CDCl;, 400MHz) spectrum of compound compund (73) Scheme 17.
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Figure S73: C COSY GPSW {'H}(CDCl;, 400MHz) spectrum of compound (73) Scheme 17 (EXPANSION).
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Figure S74: C HMQC GP {H-3C}(CDCl;, 400MHz) spectrum of compound compund (73) Scheme 17.
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Figure S75: C HMQC GP {H-3C}(CDCl;, 400MHz) s spectrum of compound compund (73) Scheme 17

(EXPANSION).
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Figure S76: C HMQC GP {!H-'3C}(CDCl;, 400MHz) spectrum of compound compund (73) Scheme 17

(EXPANSION).

77



Figure S77 : Two views of the Chem 3D of compund 73.
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Data File 3 4MEO NEG.d Sample Mame 3 4MEO NEG

Sample Type Sample Position P1-A2
Instrument Name Instrument 1 User Name
Acg Method MARYAM SADAT NEG.m  Acquired Time 02-Aug-17 5:15:58 PM
IRM Calibration Status  [FUEEESS NN A Method  defauit.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500
Version series Q-TOF B.05.01
(B5125.3)

Compound Table

DAt MFG Diff
Compound Label | Data File ‘ RT | Mass Abund | Hame ‘ Formula ‘ Tgt Mass | (ppm) ‘ MFG Formula ‘ (ppm) | DB Formula
Cpd 1: C16 HI7N 02| [ 227 255.32] 5730 | C16H17 N 02 | 2551258 094 C16H17N 02 | | CIEH17NO2

Cpd 1: C16 H17 N 02 -ESI EIC(254.1187, 290.0953, 252.0829, 300.1241 _) Scan Frag=175.0V x104 -ES| Scan (1 863 min) Frage175.0v 3 4 MEO NEG ¢
1847 T
32
08
3
06 28
04 28

aMe
5 OMe
: : g
0 22 O R
2 NH;

2 4 6 8 10 12 14 16 18 20 22 24 26 28 30 32 M4 36 38

Counts (%) vs. Acquisition Time (min) 18
16 255.1262
14
10 2 |Cpd 1: C16 H17 N O2: - FBF Spectrum (2.244-2.344 min) 3 4 MEO NEG.d Subtract 2
25411189 1
5 ([CIBHTINO2}H)-
og
" 06
3 04
] = 254.0866 260.0400

2655 254 2545 285 2555 286 2965 257 2575 258 2555 209 2505 260 2605 261 2615 282 2605 263 2635 254 2645 25 2655 26 2665
0 Counts vs. Mass-to-Charge (miz)

230 23/ 240 265 270 275 280

245 280 255 260
Counts vs. Mass-te-Charge (miz)

MS Spectrum Peak List

m/z Calcm/z _[Diff(ppm) | z |Abund Formula Ion
254.1183 i 5790.48|C16H1NO2 (MH)-
255.322) i 567.57|C168H1TNO2 (M-H)-

Figure S78: Mass information of compound (E)-2-(3,4-dimethoxystyryl)aniline.
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Data File 34MEOMCINEG.d Sample Name 3 4MEO M CINEG

Sample Type Sample Position PLAE

Instrument Name Instrument 1 User Name

Acqg Method MARYAM SADAT NEG.m  Acquired Time 03-Aug-17 8:38:30 AM
IRM Calibration Status EEE== o~ Method default.m

Comment

Sample Group Info.

6200 series TOF/6500
series Q-TOF B.05.01

(85125.3)
‘Compound Table
Diff TFG Diff
[« Label Data File RT Mass Abund Hame Formula Tgt Mass | (ppm) MFG Formula (ppm) DB Formula
Cpd 1: C35H34 N2 06| | 2.308] 57m.2418] 838747 | c3sHaN208 | 57.2417] 028  C35H34N206 | casHmam2os |
‘Compound Label Name myz RT Algorithm Mass
Cpd 1: C35 H34 N2 06 577.2348 2.308 |Find By Formula 578.2418
x10 7 |Cpd 1: C35 H34 N2 O6. -ESI EIC(577.2344, 6782377, 6132111, 6142144 ) Scan Frag=175.0v.
{1 2308 1
[3 x103 [+£S) Scan (2242 min) Frag=1/50V 34 MEU MU PUS
23
4 22
21
2 2
18
0 18
17
2 4 6 8 10 12 14 16 18 20 2 24 2% 28 30 32 M4 b 3B 16
Counts (%) vs. Acguisition Time {min) o
MS Zoomed Spectrum 1 ; 561,375
%10 5 | Cpd 1: €26 H34 N2 O6: - FEF Spectrum (2.225-2.589 min) 34 MEO M CINEG.d Subtract 12
8 577 pa4s 1
7 (IC35H4{1208]-H)- 1 E
6 09
5 08
! 05
3 §13:2104 0s
2 (IC35H34N206]CI)- 0.4
1 03 5872144
o Ly 02
550 555 560 565 570 575 580 585 530 595 60D 605 610 615 620 625 630 635 640 01
Counts vs. Mass-to-Charge (miz) 0
S0 sk 54 5 88 S s 5W Gw G B0 S SM sk s S0 2 SM 5%
MS Spectrum Peak List Counts vs. Mass-to-Charge (miz)
mfz Calcm/z _|Difi(ppm) | 7 |Abund Formula Ton
577.2348 1 | 838747.06|C35H34N206 M+H)-
578.2378 1| 324719.91)C35H34N208 (M)
579.24| 1 48982.52|C35H34N206 (M-H)-
580.2418 1 2976.33|C35H34N206 MH)-
613.2104 1] 78116.98 | C35H34N206 {(M+Ch)-
614.213 1| 18991.65|C35H34N206 M+C)-
615.2085 1| 17427.04|C35H34N208 M+C)-
616.2095 1 3095.16|C35H34N206 (M+Ch)-
617.2111 1 352.83|C35H34N206 M+C)-

~—End Of Report —

Figure S79:Mass spectral data for compound bis (2-(E))-3,4-dimethoxystyryl)phenyl) malonamide.
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Dafa File 3-4MEQ 5 CIPOS.d Sample Name  3-4MEQ'S CIPOS
‘sample Type Sample Position P1-AZ
Instrument Name Instrument 1 User Name
Acqg Method MARYAMSADATPOS.m  Acquired Time 12-Jul-17 11:39:36 AM
IRM Calibration Status DAMethod  defauitm
Comment
Sample Group Info.
Acquisition SW 5200 series TOF/6500
Version series Q-TOF B.05.01
(B5125.3)
Compound Table
Diff MFG Diff
Compound Label Data File RT Mass Abund Hame Formula Tgt Mass | (ppm) MFG Formula (ppm) DB Formula
Cpd 2: C36 H36 N2 08| 1584  592.2557] 1605 | C36 H36 N2 06 | ssazs7s| 275 C36 H36 N2 06 | €36 H36 N2 06 |
‘Compound Label Name m/z RT Algorithm Mass
Cpd 2: C36 H36 N2 06 593.2631 1.594 |Find By Formula 592.2557
%10 [+ESI Scan (2.224 min) Frage175.0v 3-4 MEQ 5C1 POS 8
Cpd 2: C36 H36 N2 O6: +ES| EIC(533.2646, 534.2679, 6152466, 616.2498 ) Scan Frag=175.0 i T T
12340 1 28
26
24
22
2
18
4 6 8 10 12 14 16 18 20 2 24 26 28 30 32 M4 36 B %
Counts (%) vs. Acquisition Time (min) o
M5 Zoomed Spectrum 12
%10 2 |Cpd 2: C36 H3E N2 O6: + FBF Spectrum (1.494-1.677 min) 3-4 MEO SCl POSd Subtract 1
14 us
12 06 -
1 e 5821656
04
0.8
06 02 5932619
04 o L | " | L (N e f
02 560 562 564 566 568 570 572 574 576 578 580 582 584 586 588 590 592 534 5% 598 €00
o | Counts vs. Mass-to-Charge (miz)
565 5/0 5/5 580 585 590 55 600 605 610 615 620
Counts vs. Mass-to-Charge (miz)
MS Spectrum Peak List
|z Calcm/z _|Diff(ppm) | z |Abund Formula Ton
593.2631 1 1605,02C36H36N206 (M+H)+
594,265 1 370.72|C36H36N206 M+H) +
595.2686 1 45.67|C36H36M206 (M) +

Figure S80: Mass spectral data for compound bis(2((E)-(3,4-dimethoxyst

81

yl)phenyl)succinamide.



Dafa File 3 4MEOQ GCINEG.d Sample Name 3 4MEQ GCINEG
Sample Type Sample Position P1-A5
Instrument Name Instrument 1 User Hame
Acg Method MARYAM SADAT NEG.m Acquired Time 02-Aug-17 7:47:54 PM
IRM Calibration Status DA Method default.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500
Version series Q-TOF B.05.01
(B5125.3)
Compound Table
Diff MFG Diff
Compound Label Data File RT Mass Abund Name Formula Tgt Mass | (ppm) MFG Formula (ppm) DB Formula
Cpd 1: C37H38 N2 06 2,327| ©06.2723 220874 C37H38N206 606,273 -1.08 C37H38 N2 05 C37H38 M2 05
Compound Label Name mfz RT Algorithm Mass
Cpd 1: C37 H38 N2 06 605.2653 2.327 |Find By Formula 606.2723
MS Zoomed Spectrum %103 |+ES Scan (1,576 min) Frag=175.0v 3 4 MEQ GCIFOSd
105 |Cpd 1: €37 H38 N2 0B: - FBF Spectrum (2.211-2.470 min) 34 MEQ GCI NEG.d Subtract f?:
605.p653 5. =
2 ([C37H32[1208]-H)- 575 Ol
Lo
1 525
5 T 606.3402
1 i o
5.
05 6412397 5] Q o
([C37H3BN20E]Cl)- 5 ,; -
| 1 1 £
580 585 580 555 600 €05 610 615 620 625 630 635 B4D 645 650 655 660 665 325 O
Counts vs. Mass-to-Charge (miz) 3
275, 5912093
MS Spectrum Peak List 25
m/z Cale my/z |Diff(ppm) | z |Abund Formula Ton 2254
605.2653 1 226873.64[C37H38N206 (M-H)- '_:
606, 2682 i 76128.48 |C37H38N206 (M-H)- .‘ :
607.2704 1 7741.57|C37H38M206 (M-H)- 125
608.2718 1 517.17|C37H38N206 (M-H)- 1
641.2397 1 9114.51|C37H38N206 (M+Cl)- By
6422422 1 1962.95|C37H38N206 M+l ]
643.2385 1 1741.4|C37H38N206 (M+CD- 0
44,2397 1 366.34|c37H38M208 M4Cl)- 500 591 502 593 504 595 596 507 598 500 600 601 602 603 604 605 606 607 608 609 6N

-—End Of Report —

Counts vs, Mass-to-Charge (mz)

Figure S81: Mass spectral data for compound bis(2((E)-(3,4-dimethoxystyryl)phenyl) glutaramide.
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Data File 3-4MEQ ADCIPOS.d Sample Name  3-4MEQ ADCI POS

Sample Type Sample Position P1-A4
Instrument Name Instrument 1 User Name
Aca Method MARYAM SADATPOS.m  Acquired Time  12-Jui-17 1:20:55PM
IRM Calibration Status =S oA Method defaultm
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500
Version series Q-TOF B.05.01
(B5125.3)

Compound Table

I MFG Diff
Compound Label Data File RT Mass Abund Name Formula Tgt Mass | (ppm) MFG Formula (ppm) DB Formula
Cpd 1 251 s20.2889 157834 C38 H40 N2 06 6202836 0.48 C33 H40 N2 06 C38 H40 N2 06
Compound Label Name m/z RT Algerithm Mass
Cpd 1: C38 H40 N2 06 643.2785 2.51 Find By Formula 620.2889
Cpd 1: C38 H40 N2 O6: +ESI EIC(621.2959, 622 2992, 6432779, 6442811 ) Scan Frag=175.0
2510 1 10+ |+ESI Sean (2262 min) Frag=176.0V 3-4 MEQ ADCI POS.d
2 145
14
13 T
3 = 5132376
125
4 12
115
2 11
6130 15
0.95-
2 4 6 8 10 12 14 16 18 20 22 24 26 28 30 32 34 36 38 DZ
Counts (%) vs. Acquisition Time (min) ﬂcﬁ
MS Zoomed Spectrum o
105 |Cpd 1: C38 H40 N2 O6: FBF Spectrum (2211-2410 min) 34 i
7 a6
o 6202970 e
05-
045
15 04
035,
5 03
025 509.2028 S5
£41,2397 s [ 5 i
2397 as. 5
2 ([CI7HISI308)+C1)- o1 e e L
L . | i h | peRs—)7 |
580 585 590 595 600 605 €10 615 620 625 630 635 640 645 650 655 660 665 4 495 500 505 510 505 50 5% 530 55 540 545 550 5% 50 565 50 55 580 565 50 5% 600 605 60 615 60 65
Counts vs. Mass-to-Charge (m/; Counts va. Mass-to-Charge (miz)
MS Spectrum Peak List
Calcm/z_|Diff(ppm) | z |Abund Formula Ton
1|  47876.53|C38H40N206 (M) +
1 12430.74|C38H40N206 M-+H)+
i 1250.77|C38H40N206 (M+H)+
6432785 1| 157833.83[C38H40N206 (M-+hz)+

Figure S82: Mass spectral data for bis(2((E)-(3,4-dimethoxys
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Data File PIIAMEOSCPFOSS  SampleMame  FI14MEQSCIROS
Samgie. Position P2

et or il ——
vt e AT PO e T 38607 34
T Cattraion st RN 04 Mot
i

Saoole aroup Info.
Acapunion sv0
Verion QTOF B8O 5125
Compound Label Name mfz RT Algorithm Mass
Cpd 274: Cer(d18:0/18:0) 590.24 5.753 | Find by Molecular Feature | 590.24
Cer(d18:0/18:0)
C cl
Cpd 274 Cer(d18:0118.0): +ESI EIC 1 1[P9 274 Gorta1 01180y +ES1EGG Scan Frap=17.
11 :
1 1
09 09
08 08
07 0.7
08 08 103 [+£51 Scan (1976 min)
05! 05 Gl
04 04 L Z:’
03 03
03 3 575 6133402
01 0.1 b
525
0.1 01 ; 75
¥ cldhus &) vsReauifivonhe dhim 75 S Tcounst®) vs. Abdusivon fime (mify" el
428
IFE MS Spectrum A
x10 4 |Cpd 274: Cer(d18:0/18:0): +ESI MFE Spectrum Frag=175.0V P33 4 MEO S CI EEY |
3 590.2445 25
. 325
o [{CcH3aN:06]+H) E 0Py
2754 5302093 H
2 25
15 2254
2]
1 175
15
05 1254
300 400 500 600 700 800 900 1000 1100 1200 1300 o 072223 Lt
Counts vs. Mass-lo-Charge (miz) il
0254
[}
50 51 S 53 SM 5 5% 57 58 599 60 601 G2 60 64 6% 66 67 GB G G0 G611 E12 G613 64 615 616 617 6
Counts vs. Mass-to-Charge (miz)

z_[Abund Formula Ion

1] 31679.46 | C36 H3A N2 06 M+H)+

1| 6497.74 C36 H34 N2 06 (M+H)+
1) 679.08 C36 H34 N2 06 (M+H)+

Figure S83: Mass spectral data for compound (73) Scheme 17.
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