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Table S1 Calculated ADMET properties

Comp  ?PercentHumanOral 3QPPCaco nms* ®QPlogKhsa *QPlogHERG QPlogs *PSA ##rotor
Absorption (>80% high, (<25 poor, >500 great) (-1.5t01.5) (concern below -5) (-6.5- 0.5) (7.0 -200.0) (0-15)
<25% poor)

7f 100 2221.844 0.41 -4.787 -4.404 70.87 8

8f 100 1817.817 0.724 -5.952 -5.915 72.149 9

of 100 1969.832 0.664 -5.588 -5.533 71.359 10

79 100 2112.808 0.446 -4.412 -4.393 79.057 9

89 100 1789.957 0.729 -6.623 -6.712 81.341 10

7c 100 1818.338 0.384 -5.073 -4.54 64.55 7

8d 100 1668.06 0.733 -5.864 -6.156 64.711 8

9d 91.94 2002.043 0.738 -5.264 -5.677 64.237 9

7b 100 2136.519 0.524 -5.668 -5.509 63.817 7

9b 100 1862.826 0.765 -6.032 -6.202 64.79 9

Pyr 84.346 412.287 -0.243 -4.318 -2.978 73.731 4

Cyg 68.814 111.854 -0.306 -4.578 -1.596 76.262 2

& Calculated using QikProp v 3.5. Range/recommended values calculated for 95% known drugs.
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Characterization of Compounds 7a-7g, 8a-8g, 9a-9g
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'H NMR of compound 7b
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'H NMR of compound 7c
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3C NMR of compound 7c
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'H NMR of compound 7d
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3C NMR of Compound 7d
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'H NMR of Compound 7e
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3C NMR of Compound 7e
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'H NMR of Compound 7f

=] i
b
Fllapazc = DER DKC-EB37 PROTON-5.
Anthor = delia
T = un & pulse. axd
Sampla 1d S
golvent = WD—II
Creation tize = 15-BEP-21012 16:38:18
Ravision tize = 10-0CT-2012 18:1 &
s— Correct tima = 10-0CT-2012 19:20:11
Comment = DER DEC-B37
Data format = 10 DOMPLEX
Dim size = 13107
Dim titla =
Oim umits = [ppm]
Dimansioos = !F‘Pm
s_ Elta = ECK 4009
J Epectramatar = DELTAZ MMR
?1!111 strapgth D.IBSTEE[T] (400 [HHx]
I acg duration JSSTTHI =]
I domain
I freg = 39?.]‘5219535 MEZ]
I pfisat = SIEEIIJ
I poiots = 18384
H I prescans =
I rasclutiom = D 732118757 [Hx]
WGaD = u 95615123 [kdx]
Ifr_domain =
Irr_fraq = 399.?!]19535 [MEX]
Irr_offsat = S[ppm]
Tri domain =
Tri frag = 395.78210838 [MEx]
s_ Tri offsat = 5[ppm]
Clippes = FALEE
Tal =1
Ecaas = 18
Total scaas = 18
I 90 width = 11.57 [us)
I acg tima = 1.365T7024 3]
I £l = AS[ 1
1 Iath = sta.sﬂ?g
I puisa = 5.785 [us]
ITr mode = 0t
Tri mode = 0t
= = s Dante_presat = FALSR
4 = = Tnitizl wait = i[s]
Racvr gainm = 36
by Balm lom delay = &(s]
= Rapatition tima = 5.365T7024[a]
= Tamp gat = 32.7[40]
-
gi
f
H i
l il i
B _JJL L .
T T T T T T
50 40 /J/ﬂ‘!\ 3n ,l\ 10 | ]
8
433 A




Mass data of Compound 7f
Qualitative Compound Report
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m/z z |Abund Ion
218.0012| 2 1759881.38{(M+2H)+2
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219.0903] 2 620060.36|(M+2H)+2
219.5913| 2 162474.79|(M+2H)+2
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435,1748] 1 4136119.75|(M+H)+
436.178| 1 1161403.8|(M+H)+
437.1731f 1 1470603.83|(M+H)+
457.1565| 1 £665.64|(M+Na)+
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'H NMR of Compound 8a
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3C NMR of Compound 8a
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0.55846EE5 [Bx]
31.40703518 [kaz]
39978210038 [MEx]
s

i

1500

1500

11_75 [us)
1.04333312 [a]

2[s]
3.04333312 [n]
234 [40]




Mass data of Compound 8a

Qualitative Compound Report

Data File DKG834.d Sample Name  DKG834
Sample Type Sample Paosition P1A6
Instrument Name 6530 QTOF LCMS User Name lemsdu-PC\admin
Acq Method 29.10.2014.m Acquired Time  29-10-2014 16:27:05
IRM Calibration Status Sliccess™ 7 T T DA Method Default.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125)
Compound Table e,
Compound Label RT Mass MFG Formula
Cpd 1: 0.204] 0.204 418.1724 <none>
Compound Label m/z RT Algorithm Mass
Cpd 1: 0.204 419.1797 0.204 Find by Molecular Feature 418.1724
MFE MS Spectrum
%10 6 |Cpd 1: 0.204: +ESI MFE Spectrum (0.131-0.681 min) Frag=135.0V DKG834.d
g * 419.1797
(M+H)+

5

4

3 210.0935

(M+2H)+2
2 I
|
1 |
. I

150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 850

Counts vs. Mass-to-Charge (m/z)

MFE MS Zoomed Spectrum

Cpd 1: 0.204: +ES| MFE Spectrum (0.131-0.681 min) Frag=135.0V DKG834.d

*419.1797
(M+H)+

x10 8

210.0935
(M+2H)+2

1 ,H
|
ik

6
5
4
3
2

441,1628
(M+Na)+

|
0 T
200 220 240 260 280 300 320 340 360 380 400 420
Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

440 460

Ion

(M+2H)+2
(M+2H)+2
(M+2H)+2
(M+2H)+2
(M+2H)+2

m/z Abund
210.0935 2388992.5
210.5951 651927.31
211.0927 843453.3
211.5938 215523.85
212.095 29877.19

NI IR N




'H NMR of Compound 8b

e o

L
1

S JEOL

20 B0

4
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A
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o

NEEL
52262
-

T.74
74221
TAI6E
TADE
73013
Ly
Gl
GATE

=K

y

—
;-

S5 —
1.9
(K

18919

14918
14880
10761

Carrent tima

Comment
Data format
Dim size

Ficld stra

I acg duratioo

I prescacs
I Tasclutica

Total scans

I 90 width
I acqg tima
I :.n;la

I atn

I 158
Il'%nm-d.l

Tri moda
Danke presat
Initizl wait

Bacvr_gala
Balaxd

ica_de
Rapatitica_t

Tamp gat

D8R DEC-B854 FROTON-5.
delta
sicgla pulse.axd
mnﬂmﬂst

0-D6

26-BEP-2012 11:58:53
10-0CT-2012 20:01:40

= 10-0CT-2012 20:01:46

D8R DEG-B54
1D COMPLEX
13107

[pp=l

I

BCI 400D
DELTAZ EMD

9.385TEE[T] (400 [MEx]
IESTTO24 [8]

395 .78210638 [MHE]

5 ppal

165he

i

0.73218757 [Ex]

11.99616123 [k8x]

39%.782106348 [MHz]
pal

395 .78219838 [MEz]
5ppm)

4051
5.365T7024 [8]
22.7[ac]




3C NMR of Compound 8b

| @dEDL
j_
Filanams D8R DEC-B854 CRESON-4.
Aathor delta
Exparizect sicgla palse dec
=7 Zampla_id nun;lmrﬂst
Eolveot 0-D6
Creation tize T-FEB-2013 04:4
Ravision time 18-FEB-2013 20:32:34
= Correot tima = 18-FEB-2013 20:32:52
- Commant DER DEC-854
Data format iD COMPLEX
Dim size 26114
* Dim title 13ic
E im units [pp=l
= Dimansicos =
Bita ECT 4009
Epectromater DELTAZ EMD
= Ficld strangth O.IBSTEE[T] (400 [MEx]
I acg duratioo 04333312 [n]
I domain 13ic
I frag 100.52530333 [MHz]
- I offsat 100 [ppm]
=7 I poiots 3276
I prescacs 4
I rasclutica 0.$5EAEEES [Hx]
I_oweap 31.40T03518 [kdx]
Ifx_domain
2 Irz_frag 395 .TH219638 [MEX]
Irr offsst 5 [ppa]
Clipped EﬁEE‘;
Mod returm i
- Scans is00
i Total scans = 1500
I 90 width 11.75 [us]
I acg tima 1.04333312[a]
I_angla
2 I atn
I 1sa
Irgnat.n dac
Irz_atn coe
Irr_noise
e Dacduplicg
Init1al wait
Bog
Boe tize
Bacvr_gala
29 Ralaxificn delay
Rapatiticn tima
Tamp gat
[ J—
E =
I
3
-
T T T T T T T =1y T T T T T T T T T
1708 )Irllﬂll J.ﬁ\.l] MO.T |130. A ]Kf 1100 IDTI .0 D[i.IJ O W0 K D.T | 00 e L]
g £ ii
5 i ﬁﬁ 53




'H NMR of Compound 8c

Fllaname DER OEC-B4E PROTOR-5.
A&athor delia
rimant singla palss.axd
mlﬁ 1d Mﬂ;%(lﬂls
Salvent e=0-D6
Creation time 26-BRP-I01Z
Ravision time 10-0CT-201%
currect tima 10-0CT-2012
Comzact DER DEC-BAE
Data_format 1D COMPLEX
Oim sizc i3io7
Oim Eitla i
— Dim units [pr=]
2 Dimansioccs Im
Bita ECI 4009
Epectromatar DELTAZ EME
Pield strangth - 9.385T6E[T] (400 [MEE]
I acqg duratiom = 1.36577024 [8]
I domain 1E
I freq 309.78210638 [MEZ]
I oefsac Stggﬂ]
I paiots 16384
I proscacs 1
I rasolutiom 0.73218757 [Bx)
TWeap 11.0%E1£103 [kEx]
Irz domalan iE
3— Irr frag 30%.7B210E3E [MEX]
Irr offsat 5 [ppm)
Tri domain
Tri frag 399.78219638 [MEZ]
Tri offsat 5 [ppm)
Clipped FALER
Mod Ioturm 1
Scans 16
Total scans 16
T 00 width 11_57 [us]
T acg tima :ézlag]mu [s]
I :n;’ln
Iatn 5[dE]
I 1sa 5.785 [us]
3 Ie e ofr
Tri moda ore
Dante prasat FALER
4] Ioitizl wait ifs]
3 ﬁ M ﬂ Becvr_galn &
Balaxabion delay = 410s]
Rapatitica tioma 5.365T7024 [8]
Tamp_gat = 22.6 [4C]
P 2 & Y E
i
: ' |
- 4 (. I\ e
T T T T 213 T T T T T
100 |9.i ’)Jl\ul 1'\ il!l‘\:w| A [1] | 50 40 I}T{ k1 ,l\ ;* 1o
e = weies @ - = T
= o EPE =2 2 =3 =Ecga
g ER én- g % 'g LA
b lg.u EEEAE 4 % ] 233 i34
X ; parts per Million - 1H




3C NMR of Compound 8c

=] @dEDL
Filename = DER DNC-B4E CRASON-4.
Aathor = dala
Exparizect = slocgla palse dec
a1 Eampla id = nan;im:g:u
o Eolveot = 0-D6
Creation tize = 7-FEB-20i3
Ravision tize = 18-FEBE-10i3
Corremt tima = 18-FEB-2013
Commant = DER DNC-BAE
§- Data format = 10 COMPLEX
Dim size = 26114
Dim title = 13C
Dim units = [pp=l
Dinansicos I
- Eita = ECX_400%
o Epectromater = DELTAZ EME
Fisld strangth = §.389TEE[T] (400 [(ME:]
I acg duratlom = 1.04333313[s]
I domain = 13ac
I freg = 100.52530333 [MEz]
g_ I offsat = 100 [ppm]
I poiots = 3276
I proscans =4
I rascluticn = D.35546EE5 [Ex)
TWESR = ¥1.407T03518 [k8x]
. Irr domalin =
s Irr freg = 395.78210838 [MEz]
Irr_offsat = Sippal
Cl1: = FREE‘;
Eod_ raturn =1
Scans = 1500
g_ Tatal scaas = 1500
I 90 width = 11.75 [us]
I acg tima = 1.04333312[a]
I angla = 30[deg]
I atn = 10[a8]
pulsa = 3.516E6EET [us)
e TFr ata dac = 24.95[d3)
Irr atm moa = Z4.95[dB]
Irr_polsa = WALTZ
Dac = TROE
Inl.’::gl En: = i[=]
Ll = TROE
24 Bog timo = 2(s]
Bacvr gain = E&
Bolaxation dolay = Z[s]
Bapatition tima = 3.04333313([s]
Tamp gat = 4[dC)
g F
L3
i
|
=] R e e
T T T T T T T T T T T T T T T T T T T
1500 1'.‘|].IJ‘I )Irl] jjtl ITI.I} ]W}R{K 1nag IDTI 0.0 B .o o 508 K !T |1I].I] 100 0
- - a + =1 w =]
= 2o 1] k] e El
oWl aEE TR
§23 @dF § FAnNAAR ¥ 3% A3
X : pares per Million - 13C




'H NMR of Compound 8d

Filanams D8R DEC-850_ FROTON-5.
Aathor delta
Exparimect siogla pulse.axd
Eampla id ME;MﬂED
Eolveot 0-D6
Creation tize 18-0CT-2012 1T:54:49
5_ Ravision time 12-D@C-2012 13:01:36
i Correct tima = 12-DRC-2012 23:01:42
Comment D8R DEC-B50
Data format iD COMPLEX
Dim size 13107
Dim title
im units 1
Dimansices
Bita BCX 4000
3 Epectromater DELTAZ EMD
Field strangth D.3BSTEE[T) {400 [MEx]
I acqg duratioo JESTTOR4 [9]
I domain
I frag 395 .78210638 [MHE]
I offsat 5 [ppa]
I points 16,
I prescacs i
I rasclutica 0.73118757 [Ex]
I_owe 11.99E1€123 [KHx]
2+ ITr_doma
Irr I 39%.782106348 [MHz]
Irr offsst 5 [ppa]
Tri domain
Tri frag 395 .76210838 [MHx]
Tri offset 5 [ppal
Clipped FALER
Mod Toturm 1
Scads 16
& Total _scans = 16
3 = I 90 width 11.57 1
I acqg tima 1.365T7024 8
I :.n;la 45 [deg]
Iato & [dE]
E I pulsa 5.785 [us])
ITr moda ozt
Tri moda ozt
Dante prasat FALER
Initial wait 10=]
& Bacvr_gala 36
29 ~ Ralaxiticn delay = 4(08]
Rapatitica tima 5.365T7024 [5]
Tamp gat = 23.5([aC]
B
13
I
3
&




3C NMR of Compound 8d

g @JEDL
]
Filanamc DER ORC-BSD CAOSON-4.
<] Anthor dolta
= Expariment singla palss dee
Eampla 1d Mﬂ%&:ED
Eolvent mes0-I6
- Creation time 21-0CT-1012 03:33:56
-] Ravision time 13-DRC-I012 23:04:13
Carrect tima 12-DRC-201Z 23:05:17
Comment DER OEC-BSO
o] Data_format 1D COMPLEX
Dim sizc 26214
Dim Eitla i3c
- Dim umits [ppm]
=7 Dimansiccs i
Elta ECX 4007
Epectromatar DELTAZ EMR
3_ Fleld stracgth = §.389T6E[T] (400 [(MEz]
I_acg duratioo 1.04333312 (8]
I domain isc
@ I fr i100.53530333 [ME=x]
Ha T offsat 100 [ppm]
I points 3278
I prescacs 4
I rasclution 0. 35846665 [Hx])
5 weap 31_40703518 [kEx]
ITr_domain 1E
Irr_frag 395 .TE219836 [MEX]
- Irr offsat & [ppm)
]
Clipped ER.EE‘;
Hod_raturn i
Ecans isen
+] Total scans = 1500
I 90 width 1175 [us]
I acq tima 1.04333312 [8]
. I angla 30 [aeg]
E Iatn 10[ds]
I pulsa 3.916E6EET [us)
ITz_atn dac 24.95 [dB]
Irz_atn ooa 24.95 [aB]
ey Irr moisa WALTT
Dac:
Inicl:nilgl ﬁlt
Bos
&+ Bos_timc
Bacvr_gain
Ralaxafiom del
Rapatitica tioma [ ]
24 TaEp_gat = 24[ac]
s |
L
g &
) Aot )
i e i
T T T T T T T T m s T T T T T T T T T
1804 IMJ}rJ )W LrJ‘IlIDT|TT rli.l 1IT. B0 B DR 600 S0 ;K WT|!D.| 10
R AR TTEEE T
{d: d4s § jadss42 o s3¢ A3
X : parts per Nillion - 130




Mass data of Compound 8d
Qualitative Compound Report

™y 250
Soer

Data File Sample Name Unavailable
Sample Type Unavailable Pasition Unavailable
Instrument Name Unavailable User Name Unavailable
Acq Method Acquired Time  Unavailable
IRM Calibration Status (Sliccess™ = T T [T DA Method Default.m
Comment Sample information is unavailable
Compound Table
MFG DIff
Compound Label RT Mass Formula MFG Formula (ppm) DB Formula
Cpd 5: C23 H22 Br I N6 0.204 496.0788 C23 H22 Br T N6 C23 H22 Br O N6 -2.11 C23 H22 Br CI N6
Compound Label m/z RT Algorithm Mass
Cpd 5: C23 H22 Br CI N6 497.0862 0.204 Find by Molecular Feature 496.0788
MFE MS Spectrum
x10 6 |Cpd 5: C23 H22 Br CI N6: +ESI MFE Spectrum (0.111-0.528 min) Frag=135.0V Sd.d
499.0841
4 (1C23 H22 Br CI N6]+H)+
|
1.5
1 250.0457
([C23 H22 Br CI NBJ+2H)+2
0.5
0
150 200 250 300 350 400 450 500 550 600 650 700 750 BOO 850 900 950
Counts vs. Mass-to-Charge (m/z)
MFE MS Zoomed Spectrum

x10 6 |Cpd 5: C23 H22 Br CI N6: +ESI MFE Spectrum (0.111-0.528 min) Frag=135.0V Sd.d
499 0841

5 (IC23 H22 Bt CI N6J+=H)+

1.5
1
0.5 {
0
240 260 280 300 320 _ 340 360 380 400 420 440 460 480 500 520
Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List
m/z z |Abund Formula Ton
249.0467| 2 570737.48 |C23 H22 Br CI N6 (M+2H)+2
249.548| 2 158919.45 | C23 H22 Br CI N6 (M+2H)+2
250.0457] 2 766548.75 |C23 H22 Br I N6 (M+2H)+2
250.547| 2 207652.89 |C23 H22 Br 1 N6 (M+2H)+2
251.0447] 2 209814.61 |C23 H22 Br CI N6 (M+2H)+2
457,0862| 1 1800731.27 | C23 H22 Br CI N6 (M+H)+
498.0891) 1 494372.18 |C23 H22 Br O N6 (M+H)+
499.0841] 1 2419459 |C23 H22 Br O N6 (M+H)+
500.0869| 1 658894.86 |C23 H22 Br CI N6 (M+H)+
501.0823] 1 649167.25 |C23 H22 Br CI N6 (M+H)+




'H NMR of Compound 8e

Filanams D8R DEC-B858 PROTON-4.
Aathor delta
4 Exparizect sicgle pulsc.axd
3 Eampla 1d mnaiml.‘g:sa
Eolveot IMEC-DE
Creation tize 2-0CT-2012 20:39:24
Ravision tize 3-0CT-2012 22:20:03
Correot tima = 10-OCT-2012 30:00:45
| Commcnt D8n DEC-ESE
- Data format 1D COMPLEX
Dim_siza 13107
Dim Eitla
Dim umits [pp=]
Dimansices i
Eita ECX 40o@
g— Epectromatar DELTAZ BMH
Field stracgtk P.IBFTES[T) 1400 [MEX]
I_aog duratioo J65TT024 [8]
I domain
I frog 395 .78210838 [MHx]
T offsat Stgguj
2] I polots 16384
' I prescacs 1
I rascluticm 0.73218757 [HE]
I sweap 1195616123 [kax]
Ifr domal
Irr fraq 39%.782106348 [MHE]
Irr_offsat [ppal
s— Tr:
Trl_Ir 39%.782106348 [MH]
Trl offaet 5 [ppal
Clipped FALBR
Mod returm i
Ecans 16
Total scans = 18
3 I 90 width = 11.57 [us])
I acqg tima I65TT024 (8]
I ] 1
I ath 5 [dE]
o I pulsa 5.785 [us)
It mods aft
s— Trl mode oIt
Dante presat FALEE
Imit13l walt 1[s]
z ] & Racvr gain 34
-] -] =] Balaxaticn delay = 4[s]
Rapatiticn tima 5.365T7024 [8]
Tamp gat = 33[dC]
3_
- -
] 2 3
: i |E2 3
=
|
= Lt ! (5 A
T T T T ain T T T T
10 0 L1 &0 50 48 an 1a L]




3C NMR of Compound 8e

adbvund e

& JEOL

Filanaze
Agthor

Carreot_tima

Commact
Data_format

Bita
Epectranetar

Fisld strangth
I acg duratico

I poiots
I prescacs
I rasclutiom

Total scans

I 90 width
I acg tima
I angla
I atn

130
Irgnat_'u dac
Irr_atn ooa
Irr_oolse

Dac 11
I:I'll.?l‘.lgl EJ.I:
s

Boe time
Racvr gain

Balaxation delay
1on tima

Bapatit
Tamp _gat

DER DEC-ES5E CARASOE-8.
delfa

single pulse dec
TecFies
6

D8R D

= 18-FEB-2013 I0:41:40
= D8R DEC-158
10 COMPLEX

9.385TEE[T] (400 [MEX]
1.04333312 5]

i3c

100.52530333 [MHz]
100 [ppm]

3276

4

0.55846565 [Hx]
3140703516 [kdx]

305 782110834 [MHz]
5 ]

salbz

1

1500

= 1500

1i.75 [us)
1.04333312 [a]

2[s]
56

20=]
3.04333312 [5]
23.2 40




'H NMR of Compound 8f

by uind 0 ¢

=]

am
Xl
g
07

S JEOL

ETEAT

IRV

—-a

Jaall
33341

Fllaname DER OEC-B3E PROTOR-5.
A&athor delia

rimant singla palss.axd
mlﬁ 1d Mﬂ%&:]ﬂ
Salvent Ie=0-D6

10-BEP-I012 11:41:44
10-0CT-2012 19:30:43
10-0CT-2012 19:31:02

Creation time
Ravision time
Currect_tima

Commect DER DEC-B3E

Data_format 1D COMPLEX
i size 13107

Dim Eitls 1|

Dim units

Dimansicos 7

Sita ECX 4007

Spectromatar DELTAZ_RMR

L]
-
B
E
Y
]
H
]
'

= 9.38976&[T] (400 [(MHz]

I acqg duratiom 1.365T7024 [8]
domiin

iE

I freg 305.7TBI10E36 [MEX]

I offsat Siggﬂ]

I paiots 16384

I prescans 1

I rasolutiom 0.73218757 [Hx)
1195616123 [kHx]

Irr_domain i

Irr_frag 395.78210638 [MEx]

Irr_offoatk [FEal

Tri demain

Tri_frag 309.78210638 [MEZ]

Tri offsat S (ppal

Clipped FALER

Hod raturn i

Ecans 18

Total scaas i8

I 90 width 1157 [us]

I acg tima 1.365T7024 [8]

I r] A5 [de]

Iath 5 [dE]

I pulsa 5.785 [us]

Irr mode o1t

Tri mode o1t

Dante prasat FALER

Toitizl wait ifs]

Racvr _gain 36

Balaxation del ifs1
Bapatiticn tima = 5.3E5T703d [s]
Tamp_gat = 312.7[4C




3C NMR of Compound 8f

i @dEDL
=3
- Filanams DER DEC-B38 CROBON-4.
Anthor delta
Exparizcot siogla pulso doc
=g Eampla 1d ME%&:]E
- 3 IM=C-D6
Creation tize 21-8EP-2012 21:15:16
Ravislon tize 10-0CT-2012 10:32:59
Corrent tima = 10-OCT-2012 10.33:30
t DER OEC-B3E
Data format 10 DOMPLEX
Dim_siEc 26214
=4 Dim Eitla 13c
- Dim umits [ppm]
Dimansicos I
Elta ECX 4007
- Epectromatar DELTAZ FME
s Fleld stracgth 9.3EFTEE[T] (400 [MHz]
I_acg duratioo .04333312 [a]
I domain isc
4 I freq 100.52530333 [MEx]
g I offsat iog 1
I points 317
I _prescans i
I rasoluticom 0.35846565 [He])
'é- I mweeD 31 40703518 [kEx]
ITr domain 1E
Irr frag 399.78219638 [MEZ]
Irr_offset £ [ppal
E [t R
g Mod Taturn 1
Scads 750
Total scans = 758
HE T 00 width 1175 [us]
T acg tima i.08333317 [8]
I a a
I atn
I 1sa $1E6666T [us)
;_ ITr atm dac - 05 [aE)
Irr_atm moa 24.95 [aB]
éqr: mi:n mé‘z
o
;— I:chl:“;gl ﬁlt 1[s]
Bog TROE
Bog_timc 2[8]
Racvr _gain &0
Balaxabion delay = Z(s]
2 Bopatiticn tima 3.08333317 [8]
Tamp_gut = 33.0[4C]
B
L -
: I L
. L -
T m s T T




'H NMR of Compound 8g

: S JEOL

Fllanamc DER DEC-B42 PROTON-6.
Aathor delfa
riment singla 156 . axd
DﬂEa‘lﬂlﬂli

mesli-ne

4-FEB-2013 13:56:22
i8-FEB-21013 20.:0! 5
18-FEB-2013 20:05:51

w
H |
is
&

Carrent_tima

Comment = D8R DEC-B42
Data format = 10 COMPLEX
Dim size = 13107

g mlh IR

units =

o 1 =
Bit = ECI 400%
Epectrometer = DELTAZ EMR

Flald ltrangth = U.38STEE[T] (400 [MEx]
I acq duration = JE5TT0R4 [8]
I domain = 1B
freg = 395.78210838 [MHz]
I offsat = Slppal
I points = 16
I prescacs =1
I rasclutica = 0.73118757 [Ex]
I _gwesp = 1i.99E1£123 [kdx]
3 Ifx_domain = 18
Irz_Irag = 399%.7BI110638 [MHX]
Irr offsst = S[ppa]
Tri domain = lgpu
Tri frag = 395.78B210838 [MHz]
Tri offset = Sippal
Clipped = FALER
a2 Mod Taturn =1
@ Eoans BT
Total_scans = 16
I 90 width = 11.57 [us)
{a: tima = mss‘:;ul[-l
a =
I ath = 5[\1:?9
I pulsa = 5.785 [us]
3_ + Il'g"nm-d.l = Off
Tri mode = Off
Dante presat = FALEE
Imitizl wait = 10s]
T %un = 38
Ralaxation delay = 408]
w - Rapatiticn tima = 5.365T7024[a]
H a3 Tamp_gat = 21.9[4C]
E
i |
] |
]




'H NMR of Compound 9a

abund e

418

401

S JEOL

Pilanaze
Agther
Expariment
Zampla_id
ESolvent
Creation time
Ravision bize
Carreot tima

Commant
Data format

a
EpeotTamatar

Fiald strangth
X _acq duration
I domain

Ecazds

Total scaas

I 90 width

I acg tima

I &

I ath

I 134
Ir{"um

Trl mode
Danto presat
Initial wait
Racvr gain
Ralaxafiom del
Bopatition tima
Tomp gak

D8R DEC-835 PROTON-S.
delta

singla 1lsa.axd
mnpmr.‘g::s
IM=l_DE

27-BED-2013 12:01:55
10-0CT-2012 16:23:40
10-0CT-2012 19:24:00
D8R DEC-B35

1D COMPLEX

13107

e

L

BCI 4007
DELTAZ BME

5.385TEE[T] (400 [HEx]
3ESTT024 [8]

1B

399 .78210838 [MEX]
51 i

16

1
0.73218757 [Hx]
11.93E1£123 [kdx]

i

305 .7E2110838 [MEx]

5 [ppal

395 .78210838 [MEX]
1

4[=]
5.3E5T7024 [5]
23.240]




3C NMR of Compound 9a

g' S JEOL

Filanama = DER DEC-835 CAEBON-T.
-] Author delia
F EXparimant sizgle pulsa dec
Eampla 1d DER DEC-£35
Ealvent DesC-De
Creatlco tilme 29-0CT-2014 15:47:44
Ravisicn time 2-WOV-3014 13:18.30
Current_Eime 2-HOV-2014 13:2%:01
;_ Cazzent DER _DEC-£35
Data focrmat iD COMPLEX
Dim siza 26214
Dim title i3ic
Dim units Ippm]
Dimansions IPP\'I'I
Bita ECE 4008
Epeotroaster = DELTAZ MMR
w ]
o Fleld strength = $.3B9TEE[T] (400 [MEx]
X aog duratiom 1. 04333343 [a]
X domain 13c
X freq 100.52530333 [MEx]
I cefgat 100 [ppal
X _points 32768
I proscans 4
] I_rasalutica . $EE4EEES [Hx]
2 swoap 3140703515 [kHx)
ITr_damainm iE
I freg 395.78215638 [MEx]
Irr_ofiget = [ppal
FALER
Mod_foturm 1
Bocans TEE
> Tatal scame 768
X 90 width 1195 [us]
X arq tima 1.04333312 [a]
I angle 30 [deg]
X atn a0 [as]
X pulsc 3.$093333133 [us]
IFr_atn_dac 3553 [dE]
- Irr atn nos 3552 [dE]
=] Irr_noise HALTZ
Dacoupl v THOE
Initial walt i=1
Kae THOE
Noo_tima 2[s]
Recvr galm B
Relaxation delay = Z(s]
- Rapatitica time 3.04333312(1)
=] Tamp get = 23[ac]
-
L
i
L NN 1 Abo
B e " o s s

T s

2200 2100 2000 190.0 180.0 1700 1}?.0 ?T(: W/;jﬁ ann.n 1000 900 S0 T00 648 6 ﬁ 300 (n'.n 0o 0 100 -1
E3f 3

LI

2

]

X : parts per Million : 13C




'H NMR of Compound 9b

*‘ S JEOL

Filenams

DER_DEC-B55 PROTON-5.
Anthor delta

sicgla palse.axd
nannm:g:ss

0-D&
3-0CT-2012 15:55:31

10-0CT-2012 20:03:57
10-0CT-2012 20:04:06

Corrent tima

Comment = DER ONC-B5S
Data format = ih COMPLEX
Dim size 13107

Dim titla

Dim unies 1
Dizdnsicoe

3_ Eita = ECX 4009

Epectromatar = DELTAZ EMD

B.IBFTEE[T] 1400 [MEx]

I acqg duration 1.36577034 [8]

I domain 1E

I freg 309.78219838 [MEz]
I offsar Sippa)

I paicts 16,

I prescaos i

I rasclutico 0.73218757 [Ex]

I_gweap 11.99ELE123 [KEx]
Ifr_domatin
Irr Im 309.78210838 [MEz]
Irr offsat s ippa)
Tri domain
Tri frag 395.78210838 [MEz]
Tri offsat 5{ppa)
Clippsd FPALER
Eod_ Taturn 1
Scads 16
s Tatal scans 16
I 00 width = i1_57 [us]
I acg tima = 1&15:.;1”2”"
a =
5 - Iatn = 5[dE]
- I 1sa = 5.785 [us]
= Il'.%umdl = Off
Tri mode = Off
= Dante prasat = PALER
] Ioitial wait = i[s]
Bacvr_gato = 36
- Balaxabioo delay = 40s]
5 E Rapatiticn tima = 5.365T7024 (8]
Tamp_gat = 23.34C]
H ] = % =
i /2 F /1 N
- | |
B !
,-......._._.__..JL___ WL P . S W
T T T T T T T T T T
pLX] !lﬂl A\&l &0 50 49 ’,\ e )% 10 L]

E2406
7932
TE812
TALM0
TS
o7
TR
GASIS
EAIE
sTTE ——

333 HERES LI L




'H NMR of Compound 9c

: @dEDL
2_ Fllaname DER OEC-BAT PROTOR-6.
A&athor delia
rimant singla palss.axd
mlﬁ 1d nan;éurf:n
Salvent Ie=0-D6
Creation time 25-BRP-I01Z 00:58:52
Ravision time 10-0CT-201% 19:56:43
g currect tima 10-0CT-2012 10:57:04
" Comzact DER DEC-BAT
Data_format 1D COMPLEX
Oim sizc i3io7
Oim Eitla i
Dim units [pr=]
Dimansioccs Im
3 sita ECI 4009
Epectromatar DELTAZ EME
Pield strangth - 9.385T6E[T] (400 [MEE]
I acqg duratiom = 1.36577024 [8]
I domain 1E
I freq 309.78210638 [MEZ]
5 I otisat Stggﬂ]
d I paiots 16384
I proscacs 1
I rasolutiom 0.73218757 [Bx)
TWeap 11.0%E1£103 [kEx]
Irz domalan iE
Irz_frag 30%.7B210838 [MEx]
2] Irr offsat 5 [ppm)
Tri domain
Tri frag 399.78219638 [MEZ]
Tri offsat 5 [ppm)
Clipped FALER
Mod Ioturm 1
Scans 16
2] Total scans 16
T 00 width 11_57 [us]
T acg tima :ézlag]mu [s]
I :n;’ln
Iatn 5[dE]
I pulsa 5.785 [us]
ITr moda ore
3_ Tri moda ore
Dante prasat FALER
- o Ioitial wait i[s]
= Racv_gain 2
+ + Balaxiflon delay = 4 (8]
Rapatitica tioma 5.365T7024 [8]
- -1 Tamp gat = 23.4 4]
= -
B
;
4 |2 ) |
= . - At &
T T T T ) T T T T T
I Y (N W/ S I S R N S 1 NI N
M HE IS SE 3§
" € e e - 3} i ﬁ-‘ﬂ‘in& Er‘u - e o
X ; parts per Million - 1H




3C NMR of Compound 9c

| @ dEDL
g_
Filanama = DER OEC-547 CARBON-4.
Author delia
Exparizant sisgle pulsa des
Eampla id DER DEG-£47
Egolvent DM=0-DE
g- Creatlcm time 29-0CT-2014 1T:14:36
Ravision time 2-WOV-. 4 13:35.00
Current_Eima 2-NOV-2014 13:28:59
Comzent DER_DEG-£47
Data format 10 COMPLEX
- Dim siza 26214
= Dim title i3c
Dim units
Dimansions llppml
Eita ECX 4008
Epectrozeter DELTAZ HMR
g_ Fleld strangth P.IBFTEE [T] 1400 MEz]
X_acg duratiosm 1.04333313 [a]
X damain 13c
X freqg 1040.52530333 [MEx]
X _offfct 102 [ppal
X paints 32768
- X proscans 4
= X rasolutice $5ES4£655 [Hx)
sweap 3i_4070351% [kHx]
Irr_damain i\
I freg 39%.78215838 [MHx]
Irr_ocffgat Sipp=l
C1y, FALER
h= Mod Ioturm 1
Ecans 768
Total scams = 768
X 90 width 1198 fus]
X aog time 1.04333312[a]
X _angls 30 [aeg]
=4 X atn 101e=]
X pulsa 3.$9333333 [us]
Irr_atn dec 3553 [dE]
Irr atn nos 25_52 [AB]
Irr_noise MALTZ
Dacaupl i THOE
-y, Initial wait i[=]1
=7 Koe TEOE
Eoe_tima 2(s]
Recvr gals £d
Eelaxatioa deda; 2 (=]
| Rapatitica time 3.04333312(8]
Tamp_get = 22[aC]
; =
¥
E
B " | i L e
Ey ' v W gt imyerer oot
T T T T T T T T T T T T T T T T T T T T T T T T
IX0.0 X100 X000 190.0 150.0 170.0 L I.-i-*.i 0 1100 1000 S0.0 500 700 S00 S 0 00 10 0 -100 -0
o7 | |
3 £35 233
é - ] g
EEE R
X : parts per Million : 130




Mass data of Compound 9c

Qualitative Compound Report

Data File DKG847.d Sample Name  DKGB47
Sample Type Sample Position P1A3
Instrument Name 6530 QTOF LCMS User Name lemsdu-PC\admin
Acq Method 29.10.2014.m Acquired Time  29-10-2014 16:22:16
IRM Calibration Status [Sigeass T T T A Method Defauit.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125)
Compound Table
Compound Label RT Mass MFG Formula
Cpd 6: 0.206] 0.206 466.1497 <none>
Compound Label m/z RT Algorithm Mass
Cpd 6: 0.206 467.1569 0.206 Find by Molecular Feature 466.1497
MFE MS Spectrum
10 6 |Cpd 6: 0.206: +ESI MFE Spectrum (0.148-0.665 min) Frag=135.0V DKG847.d
467.1569
1.75 (M+H)+
1.5
1.25
1
2340822
aF% (M+2H)+2
0.5
0.25

150 200 250 300 350 40% 450 500 550 600 650 700 750 800 850 900 950

ounts vs, Mass-to-Charge (m/z)

MFE MS Zoomed Spectrum
x10 6 |Cpd 6: 0.206: +ESI MFE Spectrum (0.148-0.665 min) Frag=135.0V DKG847.d
467.1569
1.75 (M+H)+
1.5 i
1.25 '
1
0.75 &3‘3-2?_}3)322 |
05 |
0.25 | ” 489.1392
A || (M+Na)+
220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
m/z z |Abund Ion
234.0822] 2 545763.38|(M+2H)+2
234.5836| 2 157776.9|(M+2H)+2
235.0809] 2 370747.24|(M+2H)+2
235.5822| 2 100607.89|(M+2H)+2
236.0798] 2 71737.49|(M+2H)+2




'H NMR of Compound 9d

& JEOL

DER DEC-851 PROTON-6.
delka

s

e=0-De

20-0CT-2012 20:47:34
12-DRC-2012 33:11:43
= 12-DRC-2013F 2¥:11.83

Commcnt D8n DEC-B51
Data format 10 COMDLEX
Dim_siza 13107

Dim Eitla

Dim umits

Dimansices Ilﬁml

Eita ECX 40o@
Epectromatar DELTAZ BMH

Fleld straogth P.IBFTES[T) 1400 [MEX]

ﬁ— I_aog duratioo J65TT024 [8]

I domain

I frog 395 .78210838 [MHx]

I offsat S(EECIJ

I polots 16384

I prescacs 1

I rascluticm 0.73218757 [HE]

I sweap 1195616123 [kax]

Ifr domal

Irr fraq 39%.782106348 [MHE]

Irr_offsat [ppal

Tr:

Trl 39%.782106348 [MH]
3 Tri_offsak & [ppal

Clipped FALBR

Mod returm i

Ecans 16

Total scans = 18

I 90 width = 11.57 [us])

I acqg tima I65TT024 (8]

I £ 1

I ath 5 [4E]

I pulsa 5,785 [us)

It mods aft

Tri mods ofr
Dante_presat FALEE
Init13l wait 1[s]
Bacvr gain
Ralaxaticn delay = 4[s]
Dapatiticn tima = 5.3E5T70324 [s]
Tamp _gat = 23.5[4C]

adbvund e




3C NMR of Compound 9d

& JEOL

Filanana = DER DEC-351 CAEBON-T.
Anthor = dalfz
Exparimant siogle pulsa dec
Sampla_id DER DEG-251

=1 Eolvent CMS0-DE

Croation time
Ravision time
Current Eima

20-OCT-2014 10:07:33
BWOV-2014 13:31.08
-BOV-2014 13:31.30

Comzent = DER DEC-851
Data format = 10 COMPLEX
Dim siza = 2E314
Dim title = 13C
Dim units =1 1
Dimdnsions =
Eita = ECX 400p
Epectrozeter = DELTAZ NMR
Ll
P Fiold strongth = &.3B9766[T] (400 [MEx]
X_acg duraticm - 1.04333312(s]
X _damain = 13C
X_freg = 100.52530333 MAz]
X offdct = 100 [ppa]
X polots = 32768
X prescans =a
X rasolutica = 0.9EB4E6ES [Hz)
X_sweap = 31.40703515 [kHz]
Ifr_damaiz =18
Irr freq = 199.78219838 [MEz]
Irr offdot = 5[ppal
C1i = PALEE
g ¥od_returm =1
Soamm = 1024
Total scams = 1024
X 90 wideh = 11.98 [us]
X acq tima = 1.04333312 (8]
X angle = 30[degl
X atn = 10[a8]
X pulsg = 3.99333333 [us]
Irr_atn dac = 5.5 [dB]
Irr_atn oo = 25.52 [aE]
Irr noisa = TZ
Dacoupling = TEOE
-_| Initial wait = 1[s]
E Koe = THOE
Koa_tima = 2[=]
Eoc¥T_galz = &0
Ealaxatica deday = Z[s]
Rapatitioca time = 3.04333313([s]
Tomp gut = 33.3[dC]
=
T
x
s
-
T T T T T T T T T T T T T T T T T T T T T T T T
IX0.0 I100 2000 190.0 150.0 170.0 l;r.‘ I]T\(Twqut\ TD.D 1D[l|[l 800 500 700 &0 S m W.)D)KD.D wo 0 -100 -0
o owE=
e z E3E 353
ey
33 ] s8s 214

X : parts per Millioa : 130




'H NMR of Compound 9e

: S JEOL

Filanams

DER_DEC-850 PROTON-S.
Anthor delk:

2
sicgla pulse.axd
mnﬂmﬂsn

0-D6
9-0CT-2012 1¥.18:10

18-FEE-2013 J0:4 1
= 18-FEB-2013 ID:44:30

Carrent tima

Comment D8R DEC-859
Data format 1D COMPLEX
Dim size 13107
3— Dim title
Dim units [pp=l
Dimdnsicocs £
Bita = BCX 4009
Epectrometer = DELTAZ EMR
Field strangth 9.38STEE[T) (400 [MEx]
I acq duration JE5TT0R4 [8]
I domain
I freg 39%.78210630 [MHz]
I offsat S[E-EUJ
I poiots 16384
I proscacs i
I rasolutiom 0.732118757 [Hx)
IWeED 11.99E1€123 [k8x]
| Irr domain i
3 Irr freg 305 .THI1D838 [MEx]
Irr_offsat 5 [ppal
Tri domain
Tri fraq 395.78210638 [MHE]
Tri offsat S [ppal
Clipped FALEZ
Hod_retura 1
Scads 16
Total_scans = 16
I 90 width 1157 [us]
X acqg tima 1.365T7024 8
I m;la 45 [dag]
= (—3 X atn 5 [dE]
+ I 134 5.78% [us)
3_ Irgnm-ﬂ.l ore
Tri meda ozt
EE Danfe_presat FALEE
Toitil wait i[s]
Bacvr gain 36
i . Bolax3tion del i[=]
Rapatiticn tima 5.365T7024 [5]
A Tamp gat = 22.5/[4C]
N & ]
| f* f I
i i
= ._JL.M_; — JLJL_/\-.J S e L,

I

5T} —
L
RII56
R385
T
T3
TEE3T
]
4253
T
G418
64272
L7938 —
EESTF
A4
aae7




3C NMR of Compound 9e

3' Pilaname DER DEC-B55 CROSON-5.
Aathor delta
Tizect sicgla palse dec
glﬁ ia mnﬂmﬂsn
Eolvent DM=C-D6
=] Creation time 12-0CT-2012 03:30:41
C Ravision tize 18-FEB-201% 20 sa
Correot time = 1B-FEB-2013 20:43:10
Comment DER OEC-BSE
Data format iDh COMPLEX
& Mz size 26314
Dim eitla 13c
Dim unies [ppm]
Dindnsicos £
Elta ECX 4007
- Epectromater TAZ
N Fleld straogth D.IEFTEE[T] (400 [MEx]
I_acg duratioo -04333312 (8]
I domain 13c
I freg 100.52530333 [MEx]
I offsat iog 1
ER X paints 3276
I prescacs 4
I rasclution D.35846665 [Ex]
I_aweap F1.40T03518 [k=x]
Ifr_domain
wd Irr_fraq 395 .TE219836 [MEx]
o Irr_offsat sﬁgﬂ]
Clipped FALER
Hod_raturn i
Ecazs isen
Tatal scans = 1500
=] I 90 width 1175 [us]
I acg tima i.08333312 [s]
b 4 a
I aton
I pulsa FLEEGEET [us]
;_ ITT_atn dac -95 [a8]
Irr_atn ooa 24.95 28]
Irr noisa WALTZ
Dac 11 TROR
TALTIRT watt ifs]
& TROE
;_ Boa_time 2is]
Bacvr gatin 58
Ralaxabion dslay = 2[s]
Rapatiticn tima 3.04333312 (8]
| TaEp_gat = 23.240]
[
1]
ia
= u st /N
T T T T T T T T T T T T
170 jl ?t] 0 m ].J-EIT /j)[j A‘T’T 1100 lDﬂT L] B0 ne L] pul] 0
Y45 482 §omasipss 3
EfE 51 1hafefiat :
1d3 @Es  mAsAnddzc
X : parts per Million - 13C




Mass data of Compound 9e

Qualitative Compound Report

Data File DKGB59.d Sample Name DKGB59
Sample Type Sample Position P1AS
Instrument Name 6530 QTOF LCMS User Name lemsdu-PC\admin
Acq Method 29.10.2014.m Acquired Time 29-10-2014 16:24:27
IRM Calibration Status Bletss T T pa Method Default.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125)
Compound Table
Compound Label RT Mass Formula MFG Formula DB Formula
Cpd 4: 0.213 0.213 446.2049 C24 H32 CI2 N4 C24 H32 (12 N4 C24 H32 CI2 N4
Compound Label m/z RT Algorithm Mass
Cpd 4: 0.213 447.2117 0.213  Find by Molecular Feature 446.2049
MFE MS Spectrum
x10 6 Cpd 4: 0.213: +ESI MFE Spectrum (0.080-0.680 min) Frag=135.0V DKG859.d
447.2117
175 (MH)+
1.5
1.25
1 2241087
0.75 (M+2H)+2
05
0.25 ||
0 A
150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 850
Counts vs. Mass-ta-Charge (m/z)
MFE MS Zoomed Spectrum
x106 Cpd 4: 0.213: +ESI MFE Spectrum (0.080-0.680 min) Frag=135.0V DKGB859.d
el 4472117
: (M+H)+
15 }
1.25
1 2241087
0.75 ieane2
0.5 | |
0.25 ] !
! Ll
200 220 240 260 280 300 320 340 360 380 400 420 440 460 480
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
m/z z |Abund Ion
224.1097| 2 725330.88|(M+2H)+2
224.611| 2 223216.44|(M+2H)+2
225.1087 2 264634.71|(M+2H)+2
225.6098| 2 73335.92|(M+2H)+2
226.1123| 2 10149.53|(M+2H)+2
447.2117| 1 1922274.75|(M+H)+
448.2149| 1 554887.91|(M+H)+
449.2099| 1 681289.96|(M+H)+
450.212] 1 183282.32|(M+H)+
451.2149| 1 27292.79|(M+H)+




'H NMR of Compound 9f

S JEOL

Filanasc D80 OFC-E30 DPROTON-8.
Aathor delfa

rimant sicgla palsc. axd
%16 1d mn;lmrf:n
Solvent Imesi-Dé

Creation timc
Ravision time
Carreot tima

20-BEP-1012 12:51:26
10-OCT-2012 18:35:10
10-0CT-2012 19:35:29

a Comment = DER OEC-E3D
Data format = 10 COMPLEX
Dim siza = 13107
Dim Eitla = 1H
Dim units = Ipp=l
Dimansiocos = XF‘PII
Bita = ECX 4007
Epectromatar = DELTA2 EMR
3_ Field straogth = U.3@STEE[T]) (400 [MEx]
I acg duration JESTTOZA [8]
I domain
I freg 395.78219638 [MEx]
I offsat scggnj
I polcts 16384
I prescans 1
I rasoluticm 0.73218757 [Ex]
I sweap 11_95616123 [kdx]
Irr_domal: = 1B
3_ Irr_froq = 305 .7HI1683E [MEx]
Irr offsat = S[ppm]
Tr S
Tri frag = 395.78215838 [MEx]
Tri offsat = Sippm]
Clippad = FALER
Mod” raturn =1
Scans = 16
Total scans = 16
3- I 90 _width = 11.57 [us]
I acg tima = 1.365T7024 [8]
= w I 2 =
; : I atn =
I pulsa =
ITr moda =
Tri moda =
3 Dankte presat =
Initizal wait =
Racvr_gain =
= Ralaxafion dsl = 4[s]
= g ﬁ Ropatition tima = 5.3&5T7024 [8]
Tamp gut = 32440
= -
Z -
i 2
; ) l R I
P I ML~ A A

i

£TE1s —
w
=
~
b=
6T ——
e —
1 —m
32704 "
=
240 ——
20889
PR ::=;
17098 —
18812 9—
1La11%
10615
10458 9—{;‘
10267
.




'H NMR of Compound 9g

: S JEOL

DER DEC-B43 PROTONM-6.
delE:

2
slcgla palse.axl
MDﬂWﬂIB
IMEC-DE

| -2013 13:02:22
18-FEB-2013 20:07:50

Correoct tima = 18-FEB-2013 20:07:57
Commcnt D8R OFC-B43
Data format 1D COMPLEX
ﬁ_ Dim size 13107
Dim Eitle
im units [pp=]
Dimansicos 7
Eita BCX 4007
Epectromatar DELTAZ BMR
Fleld stracgth D.3EFTES[T) (400 [MEx]
I_acg durat IGETTO24 [8]
I domain
I freg 395.7H210838 [MEzx]
I offsat S(EEIIJ
I polots 16384
I proscacs 1
I rasclutica 0.73218757 [Ex]
I_gws 11.9961£123 [k=x]
2 ITr_doma
Irr_fr 395.78210838 [MEZ]
Trr offsat pa]
Tri demala
Tri freg 305.THI10836 [MEX]
Tri_offsat & [ppal
Clippad FALER
3 Mod_raturm 1
Scans 16
Total scans = 16
I 90 width 11.57 [us|
I acg tima 1.365T7024 [8]
I a 5[
= I atd 5[\1-B|\II'|ag
a = I pulsa 5785 [us]
2 < + Irgnmd.n L
Tri mods off
Dante prasat FALER
Initial wait 1(s]
Racvr gain
Ralaxatiom delay = 4[s]
Rapatitica tima 5.365T7024 [8]
Tamp gat = 22[aC]
&
L]
i
a




3C NMR of Compound 9g

&JEOL

1B-FEB-2013 20
1B-FEB-2013 20:0!

~ Filaname = DER DNC-843 CRASON-4.
- Aathor = delia
Exparizect = sicgla palse dec
Eample 1d = ME;W Ba3
ot = DMEC-D6
o7 Creation tize = 7-FEB-I013 03

Comment = DED DRC-B43
2 Bata format = iD COMPLEX
Dim size = 26214
Dim titla = 13iC
0w uniks = [ppml
& Dimansicos I
= Elta = ECE 4009
Epectromatar = DELTAZ
Fleld stracgth = D.IEFTEE[T] (400 [MEx)]
g_ I_acg durat = 1.04333312 (8]
I domain = 13C
I freg = 100.52530333 [MEx]
I offset = i0d [ppm]
I poiots = 3276
= I proscacs =4
I rasclution = D.¥5E46E6S [HE]
I_owoap = 31.40703518 [k3x]
Ifr_domatn =
Irr_fri = 399.78219838 [MEx]
= Irr offsat = 5[ppa]
; Clipped = nfi;
Hod returz =1
Ecazds = 1500
- Tatal scans = 1500
R
I 90 width = 11.75[us|
T acg tima = i.08333312[m]
Ia = 30
] I ata = 10[a=]
; I pulsa = 3.91E6EEET [us)
ITT_atn dac = 24.95[48)
Irzr_atn ooa = 24.95[aE)
Irr ooisa = WALTZ
1 Dac = TOOR
2 TALTIeT watt = ils]
& = TROE
Boa_time = 2[s]
BacvT_gatn = 58
3 Balaxabiom dslay = 2([s]
Rapatition tima = 3.04333312 (=]
Tamp gat = 24.5[4C]
'
B2
i U
'l
T

T T T T T T T
150.0 lﬂ&)ﬂl} IKI; TD.EI' |13€I'.I] |11l}.l]| 1100 ltllll]k |9|].I] 800 700 600 SO0

]
FIET ““_a_
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el
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T34
SR A0
ST a
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Mass data of Compound 9g

Qualitative Compound Report

Data File DKGB43.d Sample Name = DKGB843

Sample Type Sample Position P1A4

Instrument Name 6530 QTOF LCMS User Name lcmsdu-PC\admin
Acq Method 29.10.2014.m Acquired Time  29-10-2014 16:30:30

IRM Calibration Status [Sticcass ™ T T DA Method Default.m

Comment

Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125)
Compound Table
Compound Label RT Mass MFG Formula
Cpd 2: 0.203 0.203 492.211 <none>
Compound Label m/z RT Algorithm Mass
Cpd 2: 0.203 493.2181 0.203 Find by Molecular Feature 492.211
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MS Spectrum Peak List
m/z z |Abund Ion
247.113| 2 1924700.63|(M+2H)+2
247.6145| 2 586486 (M+2H)+2
248.1122| 2 688503.87|(M+2H)+2
248.6133| 2 200685.9|(M+2H)+2
249.1145| 2 33842.79|(M+2H)+2




