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1. NMR spectra of natural sesquiterpene tessaric acid (1), ilicic acid (2) and ilicic alco-
hol (3)
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Figure S1. 'H-NMR of 1.



o 2]
2 E"" s 3 = DD W e
@ o= o 00 O MRmND QM
] =E = =F FERANAE 22
1l ] [N |
|} ! .
\ 3 | |...//
o
o
OH
'
s i bl s o FRRERPTRRTA  PAw A L P
) ot A W e i) gttt
T T T T T T T T T T T T T T T T T T T
220 200 180 160 140 120 100 g0 &0 40 20
Figure S2. 3C-NMR of 1.
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Figure S3. 'H-NMR of 2.
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Figure S5. '"H-NMR of 3.
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Figure S6. *C-NMR of 3.

ic acid derivatives

2. NMR spectra of tessar
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Figure S7. '"H-NMR of 4.
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Figure S9. COSY of 4.
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Figure 520. HSQC of 6.
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Figure S22. 'H-NMR of 7.
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3. NMR spectra of Ilicic acid derivatives
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Figure S66. HMBC of 15.
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Figure 585. HSQC of 19.

S43

- _' 1
-z éﬁ’
w " dar
s~ ", E
=3
— ;8= Fo
6
z a &
-] an
] Fa
T T T T T T T T T T T T T
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4 3.5 .0 5 2.0 1.5 1.0 ppm
Figure S84. COSY of 19.
0JD To4
o
JUI. '}""JJ § — JL.-’U.. — _J"L-v\k/m"""m“rb‘lws_ EEm
- - *E 20
= L
4 & . e
. E 30
E ] lﬂ“\m.l o
L Ll o
B
- 80
100
110
— L] -
4 M 120
. -
3 el 130
T T T T T T T T T T T T T
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 2.0 1.5 1.0 EEm



J”LM _JJ’LIL_

1.
..._.J""'\'UN.'""J ‘. Dpm

110

140

—
] N N N
_J| wo N=N
— 19 e
e [T
— ] "
— -
- . -
< Bas
AL iy
1]
— L L =
T T T T T T T
8.0 7.% 7.0 6.5 6.0 5.5 5.0

Figure S86. HMBC of 19.

5. HRMS-ES of compounds 1-15

Elemental Composition Report

Multiple Mass Analysis: 3

Tolerance = 5.0 PPM / DBE: min =

Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
1291 formula(e) evaluated with 7 results within limits (all results (up to 1000) for each mass)

Elements Used:

C:0-120 H:0-70 N:0-5 O:0-6 Na:0-2

Osvaldo
(ESI-18) (206) Osvaldo Donadel (Acido Tessarico) 44 (1.479)

267.0635

100
%
217.0849 244.1327
? 200 220 240 260
Minimum: 20.00
Maximum: 100.00
Mass RA Calc

267.0635 20.16 26 0633

293.1127 100.00 293.1

Figure S87. HRMS-ES of 1.

Page 1

2: TOF MS ES+
2.51e+002

4652215732322 5012119
e miz
440 460 480 500

i—-FIT (Norm) Formula




Elemental Composition Report Page 1

Multiple Mass Analysis: 2 (es) pr d
Tolerance = 5.0 PPM / DBE: min = -1.5, max = 120.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

824 formula(e) evaluated with 4 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:0-120 H:0-70 N:0-5 0:0-6 Na:0-2

Osvaldo
(ESI-18) (204) Osvaldo Donade! (Ac llicico)) 16 (0.661) 1: TOF MS ES+
275.1620 1:020+004
100
%
207.1447
{301 1414 413.2667 513.3094  549.3148 571 2081
823.4718
. 337.1403 414.2711454 2910 639.2840 669.2975 erailid 8454556
miz
300 350 400 450 500 550 600 650 700 750 800
Minimum:  20.00 -1.5
Maximum: 100.00 5.0 5.0 120.0
Mass RA Calc. Mass mDa PPM DBE i-FIT i=-FIT (Norm) Formula
275.1620 100.00 275.1623 -0.3 -1.1 3.5 17.5 0.2 C15 H24
03 Na
275.1607 1.3 4.7 2.5 18.9 1.6 Cl2 H23
NZ 05
297.1447 28.11 297.1443 0.4 1.3 3.5 23.0 0.6 C15 H23
03 Na2
297.1450 -0.3 -1.0 5.5 0.8 c14 H2l
N2 05
Figure S88. HRMS-ES of 2.
o
R OH
\Y
N
HO
3
Elemental Composition Report Page 1
Tolerance = 5.0 PPM / DBE: min =-1.5, max = 120.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
372 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-120 H:0-70 N:0-5 0O:0-6 Na:0-2
Osvaldo
(ESI-18) (205) Osvaldo Donadel (Alcohol llicico)) 19 (0.801) 1: TOF MS ES+
5.69e+003
100 261.1830
%
262.1868
273.1685
2451403 2491814 SEE0BTH 267.0602 s7iioaro, | 2754815 277:1020 2a4.33g3
ot " 3 L L et ol 2
245.0 250.0 255.0 260.0 265.0 270.0 275.0 280.0
Minimum: 20.00 1:5
Maximum: 100.00 5.0 5.0 120.0
Mass RA Calc. Mass mDa PPM DBE i-FIT i~-FIT (Norm) Formula
5 H26

261.1830 100.00 261.1831 -0.1 -0.4 2.5 14.5 0.0 C15

Figure 589. HRMS-ES of 3.
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Elemental Composition Report Page 1

Tolerance = 5.0 PPM / DBE: min =-10.0, max = 1000.0
Element prediction; Off
Number of isotope peaks used for i-FIT = 2

Monoisotopic Mass, Even Electron lons
1004 formula(e) evaluated with 4 results within limits (all results (up to 1000) for each mass)

Elements Used:
C:0-70 H:0-100 N:0-4 0:0-15 Na:0-1
ESI (16-798) Maria F B ( MFB -054) 116 {4.052) 2: TOF MS ES+
8.58e+001
WO-] 487.2934
%
488.3020
513.0173
i [ | 489.2475 493.0172 499_0515 501.2390 503.0436 509 0840 511.2728 517.0124 5212768 523.0084
o 1 Ll i w il i oy L T " Lo (HEV T 57 SR GRON L
480.0 495.0 500.0 505.0 510.0 515.0 520.0 525.0
Minimum; 50.00 -10.0
Maximum: 100,00 100.0 5,0 1000.0
Mass RA Calc. Mass mda PPM DBE i-FIT Formula
487.2934 100.00 487.2937 =03 -0.6 10.5 2.0 C29 H40 N2 03 Na
487.,2942 -0.8 -1.6 =75 0.0 Cl6 H4B 014 Na
487.2920 1.4 2.9 9.5 1.4 C26 H39 N4 05
487.2955 =Z+1 ~4.3 -28 0.0 C17 H44 N4 010 Na

Figure S90. HRMS-ES of 4.

O

Elemental Composition Report Page 1

Multiple Mass Analysis: 2 mass(es) processed
Tolerance = 5,0 PPM / DBE: min = -10.0, max = 1000.0
Element prediction; Off

Number of isotope peaks used for i-FIT = 2

Monoisotopic Mass, Even Electron lons

1304 formula(e) evaluated with 5 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:0-70 H:0-100 N:0-2 0:0-16 Na: 0-1

ESI (16-867) Maria F (MFB-055A) 61 (2.128) 2: TOF MS ES+
501.3089 1.10e+003
100~ ‘
\
o
/.] 502.3158
]
! | 8083308 5152892
| | | 5043088 1 523.2954 5354507 5434778 549.4622  557.4904 9614363 5745348
0 - R - . - [ S e b mi2
510.0 520.0 530.0 540.0 550.0 560.0 570.0
Minimum: 20.00 -10.0
Maximum: 100.00 100.0 5.0 1020.0
Mass RA Calc. Mass mba PEM DEE i-FIT Formula
501.3089 100.00 501.3093 -0.4 -0.8 10.5 0.2 C30 H42 N2 03 Na
501.3082 0.7 1.4 g8 47.4 Cl4 H42 N2 O0lé
501.3098 -0.9 =1.8 e 34.3 C17 H50 014 Na
502.3158 36.02 502.31689 =1l =22 8.5 0.2 C29 H44 N O6
502.3145 133 2.6 5.5 0.4 C27 H45 N 06 Na

Figure S91. HRMS-ES of 5.
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Elemental Composition Report Page 1
Multiple Mass Analysis: 2 mass(es) processed
Tolerance = 5.0 PPM / DBE: min =-10.0, max = 1000.0
Element prediction: Off
Number of isotope peaks used for i-FIT =2
Monoisotopic Mass, Even Electron lons
1355 formula(e) evaluated with 5 results within limits (all resuits (up to 1000) for each mass)
Elements Used:
C:0-70 H:0-100 N:0-2 ©O:0-16 Na:0-1
ESI (16-866) Maria F (MFB-061) 130 (4.528) 2: TOF MS ES+
521.2778 5.11e+003
100
% |
522.2794
‘ szs.lzam 535.2739 543,2553
SRA PRI T T~ AR e TETT ey T T ey | e
522.0 524.0 526.0 528.0 530.0 532.0 534.0 536.0 538.0 540.0 542.0 544.0
Minimum: 20.00 -10.0
Maximum: 100.00 100.0 5.0 1000.0
Mass RA Calc. Mass mDa PPM DBE i-FIT Formula
521.2778 100.00 521.2780 -0.2 -0.4 14.5 ) €32 H38 N2 03 Na
521.2785 -0.7 -1.3 -3.5 101.7 C19 H46 014 Na
521.2769 0.9 i -4.5 150.6 €16 H45 N2 016
522.2794  34.95 522.2797 -0.3 -0.6 21.5 58.3 C38 H36 N O
522.2773 251 4.0 18.5 46.4 C36 H37 N O Na
Figure S92. HRMS-ES of 6.
0.
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N
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Elemental Composition Report Page 1
Muitiple Mass Analysis: 2 mass(es) processed
Tolerance = 5.0 PPM / DBE: min = -10.0, max = 1000.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 2
Monoisotopic Mass, Even Electron lons
1393 formula(e) evaluated with 6 results within limits (all resuits (up to 1000) for each mass)
Elements Used:
C:0-70 H:0-100 N:0-2 0:0-16 Na: 0-1
ESI (16-863) Maria F (MFB-060) 76 (2.653) 2: TOF MS ES+
535.2934 1.08e+003
100 l
|
i
% 'sae,lzsaa
!
1
' 1 |537AI2983 538.3223 557.2766
0 e e erbrerrie —rrr T e MIZ
530 5380 5400 5540 5560  558.0
Minimum: 20.00
Maximum: 100.00
Mass RA Calc. Mass mba PPM DBE i-FIT Formula
535.2934  100.00 535.2937 -0.3 -0.6 14.5 0.6 C33 H40 N2 03 Na
535.2942 -0.8 -1.5 -3.5 34.3 C20 H48 014 Na
535.2926 0.8 1.5 -4.5 46.4 C17 H47 N2 016
535.2961 -2.7 -5.0 17.5 0.2 C35 H39 N2 03
536.2949  40.62 536.2953 -0.4 -0.7 21.5 26.9 C39 H38 N O
536.2929 2.0 3.9 18.5 22.9 C37 H39 N O Na

Figure S93. HRMS-ES of 7.
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Elemental Composition Report Page 1

Multiple Mass Analysis: 2 mass(es) processed
Tolerance = 5.0 PPM / DBE: min = -1.5, max = 120.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

1459 formula(e) evaluated with 7 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:0-120 H:0-70 N:0-5 0O:0-6 Na:0-2

(ESE18) (202) Osvaldo Donads!  MFB 79) 50 (1.688) Cm (50:69 2. TOF WS ES+
2200+005
i 5133
* 5143
o 3901391 %29 4309 PO i 10038
300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000
Minimum: 20.00 1.5
Maximum: 100.00 5.0 5.0 120.0
Mass RA Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
513.3099 100.00 513.3077 e 4.3 10.5 20.7 0.1
513.3093 0.6 2 1.5 22.6 2.0
51 31 1.8 =3.5 14.5 27.0 6.4
51 3109 1.0 12.5 27.0 6
514.3099 34.32 3 2.5 1559 34.5 0.6
514.3110 =1 241 18.5 35.3 3 3
51 3121 —%,2 -4.3 348 35.8 1.8 EJ’ZV H46

Figure S94. HRMS-ES of 8.

Elemental Composition Report Page 1

Multiple Mass Analysis: 2 mass(es) processed
Tolerance = 5.0 PPM / DBE: min = -1.5, max = 120.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

1477 formula(e) evaluated with 9 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:0-120 H:0-70 N:0-5 O:0-6 Na:0-2

:)Essvl?lfé; (203) Osvaldo Donadel ( MFB 76) 36 (1.199) 2: TOF MS ES+
1.83e+004
100 527.3246
% 528.3320
" 300786 3629289381.1269 150670 437rm0s 4511992 5133100 | S28.335 o4 3012 5953108
340 360 380 400 420 440 460 480 500 520 540 560 580
Minimum: 20.00 g 0
Maximum: 100.00 5.0 50 120.0
Mass RA Calc. Mass mDa PPM DBE 1=FIT i-FIT (Norm) Formula
527.3246 100.00 527.3250 0.4 -0.8 11.5 18,2 0.6
527.3266 2.0 3.8 12.5 193 1.6
527.3233 1:3 255 10.5 1953 L9
527.3226 2.0 3.8 8.5 20.0 2.5
528.3320 35.19 528.3314 0.6 (8 | B < 16.1 8% |
528.3325 0.5 ~0::9: 9.5 16.1 il
528.330 L.38 3.6 6.5 16.8 8
528.3331 ) S =21 125 7.0 2.0
528.3339 =1 9 -3,6 14.5 8.0 3.0

Figure S95. HRMS-ES of 9.
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Elemental Composition Report Page 1
Tolerance = 50 FFM | DBE: min = -10.0, max = 1000.0
Element preciction: O »
Numter of isofope peaks used for iFIT = 2
Morosotopl; Mass, Even Eleciron ons
1008 formmuiale) avalistnd with § resulls wetten limts (all resuts (up to 1000} for sach mase)
Elements Used:
C:0-T0 HO-100 NO4 0015 Na 01
£21 (16-300) Mada # 8 (MFB £52) £1 [2829) 2 TOF M5 ES.
* Q204004
%0 401241
“ s
Lnsm s 5
0304 w070 134 I
4780 40 AfAD | 4500 4980 4008 s0s0 8100 4130 | sm0 | 40 swo0
Minlrumi 30,00 -10,0
Maxipuni 19c,00 100.0 3.0 1000,0
Maxs A Culc. Masr rln N (=14 LeTIT Forrule
4913251 100.00  491.3250 0.1 8.5 5.0 CI% Mt mI 0% ‘Ma
191,3255 -0,¢ -9.5 359.8 CLé H52 Ola %a
491, 3268 -1.7 -4.5 256,9 CL7 HeP B3 010 ¥o
431.3233 1.8 7.9 24,9 C28 HeI B4 0%
491,327 -2.3 11,5 9.7 Il HeZ W2 03
Figure S96. HRMS-ES of 10.
Elemental Composition Report Page 1
Toerance = S0PPM / DBE mn =-10.0, max = 1000.0
Element prediction Off
Number of iSolope peaks used for »FIT = 2
Maas, Even ons
1030 formudade) evaluatod with 5 resuls within limids (all resuts (up 10 1000) for eich mass)
Ewnmants Used
C:O70 H 0100 NOL O 016 Nax O
ES! (16-001) Naria F @ { MFR -033) 100 (3 462) 2 TOF M5 ES+
A 5lee002
108 mlmv
|
- 208 3406
e £7 )
§27 308
i {1 seasem S sas37 smeeny  wroem
VN B S P L ESIE TR | P v <l . .. 1N ..
450 486 GO0 K6 610 516 5N K6 BN 506 680 646 S0 556 B0 586 60 576 SED 665
Minimure: £0.¢a «310.0
Maximum:  100.00 100.9 5.0 1000.0
[ EE] L) Calo. Masa bhe Lo i-F17 Yorsuls
309,3402 100,00  305.3404 -0.% -1.0 1.2 CI0 H46E N2 Q) Na
505,431 -1.0 -2.9 21,1 C17 H3 Ole ma
50S.33%¢ 143 2.2 2.9 €27 W% X4 Qo=
S05.3Mm 2.4 4.7 2.3 C26 Hév 09
505.342% “l.4 4.9 16.1 Cif M50 N4 QIC Na

Figure S97. HRMS-ES of 11.
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Elemental Composition Report Page \
Muitiple Mass Analysis: 2 mass|es) processed
Tmssonu { DBE: min=-100 max = 10000
Eement procicton: Ot
Number of isotope peaks used for WFIT =2
Nonotsotopic Mass, Even Elecron lons
noommmwmummmmwmmmmmmm
C:. 70 uo»wo NO-2 0016 Ns 09
£52 (15-925) Masa ' JMFB-258) 70 (3051 T TOF NS ESe
495400
%0 253001
S2e3113
~
. T
u;qc:! S.5833 a0 2138 5176640 SO IMY Gaadpe0  MTINN0 .4, oavnaey a3en
oy ——— D R I e Cr R R g IRy atta s s et Ay PRAE
mo 00 250 oo 260 Moo 80 500 5550 5600
Minieum: 20.00 ~10.0
LT Y 100,00 100.0 g0 1000.0
Masa RA Calo, Mass o M CeE 1-FIY Forrula
$25.2093  100.00  32%.309) -0.2 -0.4 2,% 0.9 CIT K42 B2 02 Na
£25.3090 -0.7 -1.3 -3.8 1.4 i3 WD Ol4 Ma
S25.3082 0.9 1.7 €.4 5.3 Cle ne9 2 ole
§525.311% -2.6 -4.% 1.5 ¢.5 CM M4l w2 03
526.0113 51.17 526.3110 0.3 0.8 19.5 1.0 c}d W0 w o
Figure S98. HRMS-ES of 12.
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Elemental Composition Report Page 1
MﬂolmAme:Zmn(n)mM
Tolerance = 5.0 PPM ( DBE: min = 100, max = 10000
Element predicton: Off
Number of isctope peaks used for i-FIT = 2
Moncaaips Mass, Even Electron lons
|mmmmm1mm.-mmwmnwmm'am~w
C -7 umou N Q2 0:0-16 Na 04
£52 95858 Mara F IMFE-0ST) ) (1 894) 1:TOF M8 ES+
5504003
10 s34
=
540 3256
s : m':nu e
SO0 SSTE) SN0 M50 5000  SMS) 54000 56050 S4I00 &0
Ninimun: 3G,00 «18.0
Maximun: 3da.00 108.0 5.0 1000.0
Haxs BA Cale. Mass roa re rorewla
539.3246 100,00  539,3280 -0.4 -0.7 HAE MZ 03 M
539,3239 0.7 1.3 M3l Mz ©l6
£33,3250 -0.9 -1,7 H32 014 Ne
3313.3220 1.6 {2 H4? 0%
540.3336 37,60 3400266 -1.0 -1,9 Wz u o
40,3242 L.2 3.6 (= K43 N © W
40,3231 2.3 4.c 3L N30 N ois

Figure §99. HRMS-ES of 13.
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Elemental Composition Report Page 1

Multiple Mass Analysis: 2 i (es) proc d
Tolerance = 5.0 PPM / DBE: min = -10.0, max = 1000.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 2

Monoisotopic Mass, Even Electron lons

792 formula(e) evaluated with 4 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:0-120 H:0-70 N:0-2 O:0-10 Na:0-1

(ESI 17-854) Victor (MFB-062) 1 (0.053) 1: TOF MS ES+
5.76e+003
100 | 517.3405
%
‘ 454.2961 513.2735
0=t T - 4 ~ — m/z
450.0 460.0 470.0 480.0 490.0 500.0 510.0
Minimum: 20.00 -10.0
Maximum:  100.00 100.0 5.0 1000.0
Mass RA Calc. Mass mDa PPM DBE i-FIT Formula
517.3405 100.00  517.3406 -0.1 -0.2 9.5 0.0 C31 H46 N2 03 Na
517.3430 -2.5 -4.8 125 3.8 C33 H45 N2 03
518.3444  35.81 518.3458 -1.4 -2.7 4.5 10.9 C28 H49 N 06 Na
518.3423 2.1 4.1 16.5 59.9 C37 H44 N O
Figure 5100. HRMS-ES of 14.
Elemental Composition Report Page 1

Multiple Mass Analysis: 2 mass(es) processed
Tolerance = 5.0 PPM / DBE: min = -10.0, max = 1000.0
Element prediction: Off

Number of isotope peaks used for i-FIT =2

Monoisotopic Mass, Even Electron lons

792 formula(e) evaluated with 4 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:0-120 H:0-70 N:0-2 0:0-10 Na:0-1

(ESI 17-855) Victor (MFB-063) 52 (1.816) 2: TOF MS ES+
6.19e+003

100, 531.3565

i

|

|

%

] 532.3617

|

|

533.3646
00— —T— = ——— - m/z
531.00 531.50 532.00 532.50 533.00 533.50
Minimum: 20.00 =]0::i0
Maximum: 100.00 100.0 5.0 1000.0
Mass RA Calc. Mass mDa PPM DBE 1~FET Formula
531.3565 100.00 531.3563 0.2 0.4 9.5 0.1 C32 H48 N2 03 Na
531:.3587 2252 -4.1 12.5 i 8ak C34 H47 N2 O3
532.3617 37.18 532.3614 0.3 0.6 4.5 18.0 c29 H51 N 06 Na
532.3638 -2.1 =39 s 28.9 C31 H50 N 06

Figure S101. HRMS-ES of 15.
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Elemental Composition Report Page 1
Multiple Mass Analysis: 304 mass(es) processed - displaying only valid results
Tolerance = 20.0 PPM / DBE: min =-1.5, max =50.0
Selected filters: None
Monoisotopic Mass, Odd and Even Electron lons
4798 formula(e) evaluated with 92 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:i1-27 H:1-47 N:0-3 O:041
23-Oct-14-A 118 (3.003) Cn (Cen,2, 50.00, Ht)
Magnet El+ i 411.3585 370
550‘5"9950791 202.1671 }/21024 BB 4114103
29& 1820 368.2807
100 125 150 175 200 225 250 275 300 325 350 375 400 425 430 475 500 525 550 575 600 625 650

Minimum: 0.10 ~1.5
Maximum: 100.00 5.0 20.0 50.0
Mass RA Calc. Mass mDa PPM DBE i-FIT Formula
429.3716 25.06 129.3719 -0.3 -0.7 6.0 5546064.0 €27 HA7 N3 ©
412.3660  36.05 412.3692 -3.2 -7.8 6.5 5546084.0 C27 HA6 N3
412.3305 13.25 412.3328 -2.3 -5.6 145 5546042.5 C26 HA2 N3 O
411.3585 100.00 411.3613 -2.8 -6.8 7.0 2773105.0 €27 HA45 N3
411.3325 67.87 411.3375 -5.0 -12.2 7.8 2773053.5 €27 H43 N2 ©

411.3250 75 18.2 8.0 2773050.8 C26 HA1 N3 O
396.3452  7.20 396.3504 -5.2 -13.1 7.0 5546032.5 €27 H44 N2

396.3379 7.3 18.4 7.5 5546032.5 €26 HA2 N3

Figure S102. HRMS-ES of 16.
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Elemental Composition Report Page 1

Multiple Mass Analysis: 560 mass(es) processed - displaying only valid results
Tolerance = 20.0 PPM / DBE: min = -1.5, max = 50.0
Selected filters: None

Monoisotopic Mass, Odd and Even Electron lons

8562 formula(e) evaluated with 251 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:1-23 H:2-35 N:0-3 O:0-1

23-Oct-14-CAFAMMA 82 (2.087)

Magnet El+ 150.0715
Lo 79.0393 g4 0387

1.85e3

187.1078 2021352

284.1541 336.2951 351.2690 369.3080

418.93;‘]&

60 80 100 120 140 160 180 200 240 260 280 300 320 340 360 400
Minimum: 0.10 =1.
Maximum: 100.00 5.0 20.0 50.
Mass RA Calc. Mass mDa PPM DBE i-FIT Formula
369.2774 12.50 369.2780 -0.6 ~1.6 8.0 2773034.8 C23 H35 N3 O
355.2646 L@ 355.2624 2.2 (T4 8.0 5546033.5 €22 H33 N3 ©
354.2615 9.32 354.2671 =56 —15.8 8.0 2773024.8 C23 H34 N2 O
354.2545 7.0 19.8 .5 2773023.5 €22 H32 N3 O
353.2482 4.16 353.2467 1.5 4.2 9.0 78.6 C22 H31 N3 O
351.2690 29.33 351.2674 1.6 4.6 9.0 43.4 C23 H33 N3
351.2496 28.12 351.2436 6.0 i 2t i 8.5 44.1 C23 H31 N2 O
350.2256 1.59 350.2232 2.4 6.9 10. 401.7 C22 H28 N3 O
342.2616 0.85 342.2671 =58 =161 7.0 5546027.5 C22 H34 N2 O
341.2777 2.61 341.2831 —5.4 ~15.8 7.0 2773013.3 C22 H35 N3
341.2719 a9 17.0 7.0 2773013.0 €23 H35 N ©

Figure S103. HRMS-ES of 17.
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Multiple Mass Analysis: 453 mass(es) processed - displaying only valid results
Tolerance = 20.0 PPM / DBE: min = -1.5, max =50.0
Selected filters: None
Monoisotopic Mass, Odd and Even Electron lons
6666 formula(e) evaluated with 165 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:1-24 H:2-33 N:0-3 0O:041
27-Oct-14-AAFAMMA 123 (3.131)
Magnet El+ _68.9952 1.28¢3
. 160.0923 361.2301
118.9843130.9811 202.1574 362.2442
2309686 242.9565 2809513 454 57 80.9585 420.9490
/ X s
60 80 100 120 140 180 200 220 240 260 280 300 320 340 360 380 400 420 440
Minimum: 0.10 -1.5
Maximum:  100.00 5.0 20.0 50.0
Mass RA Calc. Mass mDa PPM DBE i-FIT Formula
379.2619  17.70 379.2624 -0.5 1.3 10.0 2773037.5 ©24 H3I3 N3 ©
364.2541  1.44 364.2515 2.6 Tl 10.0 2773040.0 C24 H32 N2 O
364.1466 0.89 364.1450 1.6 4.4 17.5 2773045.0 C24 H18 N3 O
363.2478 4.71 363.2436 4.2 11.6 10.5 30.2 c24 H31 N2 O
363.2277 4.16 363.2311 ~3.4 -9.4 11.0 61.7 C23 H29 N3 O
362.2208 21.02 362.2232 5.8 -6.6 11.5 40.8 C23 H28 N3 O
361.2301  73.59 361.2280 2.1 5.8 11.5 s Cc24 H29 N2 O
351.2405 5.52 351.2436 | -8.8 9.5 5546051.5 €23 H31 N2 O
346.2078 2.67 346.2045 3.3 9.5 12.0 5546035.0 C23 H26 N2 O
346.1854  1.80 346.1919 -6.5 -18.8 12.5 5546030.0 €22 H24 N3 O
Figure S104. HRMS-ES of 18.
Elemental Composition Report Page 1
Towraa =50PPM | DSE min=-100 max = 10000
Ekement peadiction: Off
Number of salope paaiks used for LFIT =2
NMonolsotopc Mass, Even Electon lons
B0 formutale) evaluatod with 3 resuts withén himvts (all sesults jup 10 $000) for pach mass)
Blomenis Used:
CO7 HOW N4 Q015 Ns 01
ES1 6700 Marw F B ( NFE.TOWV) 71 2 434 2. TP NS £S5y
€770
100 3 e
|
~
’mnv
¥ 0910 060701 Jrrosee SIS 400 20y 0 OLTO 51 1000esa e ATIINT <
Lo TRt DA SRS UGS SRS RSNG| TS DU s sl b 7~ i s« A a2 sl
20 wne =0 e 40 410 40 o0 440 4%0 480 an
winimm) 0,00 -10.0
Maximem 109,00 1890 .¢ 38040,0
Maax 13N Cale. Mann i i [ % 1-TIT Farmala
JBB. 2388 100,00 0.1 ©.3 3.3 3.3 €10 M3 N Ol =
L | 1.0 .= p.2 LIS B3l N3 © M
t.5 3.9 $.5 4.8 cT mid N3 o14

Figure S105. HRMS-ES of 19.
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