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CMC-se — Project®{ERL

& (Y}

Recantly used projects

Path

4 oxa MCsa RrukoanrT o e xama oxa MCC sa .t olu a

2  exam_CMCse_ 2 C\Bruker TopSpin\examdata'exam_CMCse_2'strucelu

3  exam_CMCse_! C/\Bruker\ TopSpin\examdata'exam_CMCse_1\strucelu Remove
4 Piogitazone_C18H20N .  Clnmr\Piogitazone_C19H20N203S\strucely Delete




\ BRUKER
CMC-se — Project&, #F=, &, F—4tvk (<O

- o~
Project

IPrq.c(ncmo strucely I
Locaton C\Bruker\TopSpin'examdata‘exam_CMCse_13

Sample
Moleculer formula C21H22N202
Sotvent cDCn .
~ Description
» Options
Derive proton names from skeleton atom v

Add. .
PROTON [1H] COC!3  exam_CMCse_13 10 1 C\BrukerTopSpiniexamdata .
C13[130) CDCI3  exam_CMCse_13 11 1 CiBrukerTopSpinexamdat e
HSQC 1K, 13C) COCn exam_CMCse_13 13 1 C\BrukeriTopSpiniexamdata
| HMBC [1H, 1 | CDCIY wxam _CMCse 13 14 1 C\BrukerTopSpinaxame Eda

14, 15 CDC13 exam_CMCse_13 16 1 C\Bruker TopSpin'exany
COSY [1H. 1 cDen oxam_CMCse_13 12 1 C\BrukenT

INADEQUATE 13 coc oxam_CMCse_13 18 1 C/\BrukerTopSpiniexamdats




BRUKER
CMC-se — Automatic analysis of spectra

& BEde Ve "wws 'S W W T A © =k
i File Edit View Analysis Structure Heip
i:n}.g 7 we @!:qul.-uuti : Structures
C21H22N2 o1 aumomanc araiyss of specyal () Fragments
HE Hu cc - U8

Name ShiR #H Equiv Myor. Func. Group| H1 | M2 H3 M HS H6 HT HSE WO HIO HI1 HI2 HI3 HI4 HIS HIE HI7 HIZ HIS 0 H1 M2 e

- - - - - - - - - - - - - - [




CMC-se — 9 5T—32MDER ﬁi (>

< —_—|
Select Datasets for Analysis

~ Standard Experiments

exam_CMCsa_13 13 1 C\BrukenTopSpin'examdata HSQC [1H,13C)
exam_CMCse_13 14 1 C:\Bruker\TopSpin'examdata HMBC [1H,13C]
exam_CMCse_13 10 1 C/\Bruker\TopSpiniexamdata PROTON [1H]

~ Additional Experiments
exam_CMCse_13 11 1 C)\Bruker\TopSpin'examdata C13[13C)] 7
exam_CMCse_13 12 1 C:\BrukenTopSpiniexamdata COSY [1H,1H] v
exam_CMCse_13 16 1 C:\BrukenTopSpin\examdata HMBC [1H,15N]

Marked datasets are already analysed and will be reused without changes

~ Un-Analyzed Experiments - Display only, or Manual Peak Picking required
exam_CMCse_13 18 1 C)\Bruker\TopSpin'examdata INADEQUATE [13C.13C)

» Additional Options
Remove unassignad multiplets

[ oo




CMCse — Automatic Analysis 1 A4 (<D

H-HZ7J: COSY

|File Edit View Analysis Structure H H
Mo XA e IV D IUH
21H22N202 DBE=120 C: 2121, H: 22122 (10°CH °'CN, ). 87 HMBC, 14 COSY

HE HH cc

Name ShR M) Mt " (28] -4 3] - 7 ) ME O MI0 M1 O HIZ M1 HIA HIS M8 MIT O HIB M1 X

808 724 715 708 SO87T 427 412 406 292 385 369 317 312 311 288 270 266 204 187 14 _C C_
C) C5 €8 C7 C6 C10 C11 C1 C12 C1) Ci4 C16 C20 C19 CIv¥ Ci Cir C1 Cs C

H22 M2 ,
HR1C17T 128 - 18| | | |
Maocat | 143 [ 1 c
Hi1SC1d 187 1. 6 | c ) |
HIACY 2M c _ c
HizCyw 2 c
HIGCIE 270 c
HISC16 285 Cc c
HI4C19 AN c | H
M1 C20 312
Hi12CHW8 37 c c
H11C14e 6% c |
HIOC1) Ja8s
M8 C12 as c c
ma C11 406 c —C— C—
HI.C11 412 c
M C10 427 c
HS C6 887 c c
e <7 708 c
M3 C8 7.15
M2 Cs T c c
M} C9 808 c H




CMCse — Automatic Analysis 1 .ﬁi

«  H-C#7J: 13C-multiplicity edited HSQC (5+, S-)

[ = — | “S—
‘Fée Edit View Analysis Structure Help S+
EeXA I S ESO0H

IC21H22N202 DBE=120 C: 21/21, H: 22122 (10"CH 6'¢:l'l2 ). 87 HMBC, 14 COSY

HE wH cc

Name Smft &+ Equiv Hyte Func.Gmup| HI  H2  H3 14 HS HE HT  HE WS HID HI) HI2 H13 | H14 HIS | |

Ci8 4289 2 w3

| 17 123 | i

C16. 5035 2 )

| C15, 5195/0°  spdep

| C1é, 8269 2 sp3

C13, 80121 pisp

€12 020 1 _spdsp

[C11, &8 Izl . W3

€10, RO J R I

cs; DNw1] e}

G 12228 1 =02

€7, (124181 =2

| Ca 1274801 | wp2

5 (12851 1 .=

(S4  m=: 0 s2

| C3, (w0810 w2

| 2 14224 D‘ | 02 |




CMCse — Automatic Analysis 1 A4 (<O

« H-CA7J:HMBC (V) & “fuzzy” HMBC (%, <, >)

EexA: 7S ESRO0H

IC21H22N202 DBE=120 C: 2121, H: 22122 (10"CH O'Cttz }, 87 HMBC, 14 COSY

HEC BH cC
Name Smft &+ Equiv Hyte Func.Gmup| HI  H2  H3 He HS HE H7T HE WS HID HI) HI2Z H13 H14 HIS

‘ ‘ 724 745 708 587 427 406352 385 369 317 312311 285 .

‘ i ..A‘ ‘ 4 l - - N - ‘‘‘ e S Rl Al c20 C18

C21, 87 2 apd | |

20, 3162 1 splsp

C1s, (42482 e

Ci, 4289 2 w3

€17, 48231 spdep

| C1 5035 2 03

[C15,  [5195]0'  [spdep)

C14) %268 2 sp3 _

C13, 80121 spdup’

12, 8020 1 spdwp

i, es1 (2 s

ng\ '77607’1. | R |

8, BT e

_g_‘ 12226 1 sp2

1. 12418 1 -3

OR 12715 1 w2

e,  (essi1] w2

LS4 mm o0 w2

G, [w4osi]o %2 ]

}_g‘ 14224 0 o2

e P —

e - —

« Generate Structure ProposalsiG ' > BEXDIEEINFTESIND.
SEINGWNEEHS.




CMC-se — BEIETICHEITEIR (HSQCHEKE)

[# = ..u:‘
[ G HH BN cC

B ™ WS sync sl

WEQC (%)

C13 C12




Z (HSQCHEKE) (<O

HITH=

—
S

CMC-se — B E)fEHTI

K |HN cC

HE HH
o
HEOC 1

M % Sync il b

ciz

ci3

I
4




CMC-se — E—Y DI

& = | B J |
File Edit View Analysis Structure Help
X el SIGEECO0H
C21H22N202 DBE=12.0 C: 21121, H: 22122 (10°CH 6°CH, ), 87 HMBC, 14 COSY
 Name SHR =M Eoulv Mybr Fenc Growp| M1 M2 M3 HE K5 ms HE MG  HID H11 HI2 HI13 HI$ HIS HIE HI7T 18 HIS 20 H21 22 |
B0 734 715 708 587 427 412 405 3% 355 38 I 30 311 285 2T 285 24 IF 18 1B -
c21 81 2 s '
c20  dis2 1 e
[c19] (42482 [ sp3 |
C18 4289 2 =3
€17, (4823717  lspiup]
€16, 5035 2 =3
C18]  [s1s8'0]  lspisp]
C14 =288 2 =3
c13]  [e@12]1]  lspisp]
€12 5020 1 spdsp
[c13,  [eas1]2] [ sp3 |
(7760111 =
(c8,  me2001] [ sp2 ]
l&-. ,la_§ 2 ..*;., - D3t o 230 cunent coneaton | — - 2 "
ez, [124ml1] | s ] = h 1
CB: 12715 1 =02 R S——— L S ! :
(e8] (1285101 [ sp2 | i |
| C4 13282 0 =2 : : :
(€3]  [wostio] | s |
G2 120 =2 i
NEmC T 1 1T T T 1§
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BRUKER
CMC-se — E—4 DB (>

Nkt

| (‘M CwTent row '
| Dmabke o enabie curment correlation f l H ] l l l '
Eacst \ [ l

% R | =

LFlle Edit View Analys!s Structure Help

[Fe Xt 7l SO ESTIOH

C21H22N202 DBE=12.0 C: 21121, H: 21/22 (9'CH G'CN.‘, ), 87 HMBC, 14 COSY

HE HH|cc _ , ‘ :

|Name Shit #H | Equty| Hw.fFu\c.Gmup Ht H2 H3 | H4 HS H6 H7 H8 HO | H10 | H11 | H12  H13  H14 | H15 | H16 H17 | H18 | H19 | H20 | H21 H22'
808 724 | 715 708 687 427 412 406 s.ulus 388 317 342|391, 200 270 A08| 2 107 143 us» -

‘31‘,62 1

ctg| 42482

[ C18 | 4289 | 2

ci7) (48231

G186 5035

G185 [ 5185 0|

Ci4 5289 2

ke

HIGC

ESTIRE TN ey

Ci0 | 7760 | 1 HABC —
11620/ 1 | -
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BRUKER
CMC-se — E—5MBIN/IE1E (<O

s - 1 =8
File Edit View Analysis Structure Help
XA Y SIGE®SBOIOH
H22N202 DBE=12 0 C: 21/21, H: 22122 (10°CH 6°CH, ), 87 HMBC, 14 COSY
HE #H CcC
Name Shit =+ Equiv. Hytr. Func. Growp| HY 2 H3 #Hs HS e T H8 HO HI0O HIT HI2 HI3 HI4 HIS HIE HI7T HIBE HIS HIO H2Y H2
808 724 715 708 587 427 412 406 392 385 369 317 312 311 285 270 256 234 187 143 125 -
(2687 2 =3
3162 1 spdsp
C: Ja2as 2 D3
cis 4289 2 _ =3
c: (482371 sp¥ep
%035 2 sp3
c (519570 splep
5289°2  sp3
c (80421 splep
8020 1 sp¥sp
[3 [eag1]2 [ =3 |
7780 1 | o |
[116200 1 | | sp2
=3 iz v =2
[12438/ 1] [ sp2
12745 1 sp2
128501 [ ep2
e 13282 0 2
<3 [14081 0| | =p2
224i 01 | a2 |
(16827 o _ sp2




CMC-se — E—YNDEIE

¥ ey e ]
HE HH BN cc
BN MWD sync il 2,
MSOC (o) e -
HIOC =
‘ c12 _ J C13




CMC-se — Generate Structure Proposals 1

e

e 1H, COSY, 1H-13C HSQC/HMBCZ R =i

Structure generator Bruker -
| @ Execution Control

Filter results (keep only best ones) s

Maximum number of generated structures (O=no mit) 0

Terminate after this many seconds (0=no imd) 0

Use multiple processors ’
» Substructures

Enabie substructure filtering

Ring rules
Structure does not contain any rings

Maximum ring length (O=no kmit) 8
| Forbidden rings lengthe(Comma separated e.g. "3 4") 34

Required rings lengths (Comma separated e g "56") 567

Keep epoxydes also if the cyclopropanes are forbidden ’

Correlations
Use COSY correistions

Use HMBC comelations

I Auto-eliminate invalid or long range COSY correlations
Auto-eliminate invalid or long range HMBC correlations

' Maximum number of eliminated correlations (COSY+HMBC) 15
HMBC/COSY autoelimination poicy Optimal -

| = Chemistry ruies

w85 ~ 5
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— BROKER
CMC-se — Generate Structure Proposals 16 J‘ C,X.)

. WERORE: S5

Flle Edll View Analysis Structure Help
FR A SV E SO

C21H22N202 DBE=12.0 C: 21121, H: 22122 (10°CH O'CM2 ), 87 HMBC, 14 COSY
HH|cc

' anu Stmc(uru

Fie = atrucel adf

(Neme| Snh |#H Equv| Hybr, Func. Group| M1 | H2 | H3 | H4 | HS | H6 H7 | H | H9 | HI10 | H11 | H12 | H13 | H14 | 15 | | | Total structures in fie = 385
i l l 1 l l 808 | 7.24 | 715 708 887 427 412 406 382 386 369 317 342 311 288 1

)] (we7|2| [ wa | g e ‘ g £

€20 3162 1 p3sp 3 o= __. __N

c19] (4248 |2| | s |

C18, | 4289 2 93 |

ciz| 48231 |spdep|

C16, | 5036 | 2 sp3 |

ci1s]  [s195] 0|  |spdisp]

C14 | 5289 | 2 P3|

c13] (02| 1] [epamp|

C1 60.20 1 | 8p3sp

el [ead 2| [ w3 ]

C10 77.60 | 1

ca  [11620 1 | sp2 |

ca 12226 1 2

cr]  [12438) 1 | sp2 |

C6. 12715, 1 sp2

o8] [1288] 1 | %2 |

G4 13282 0 ] 8p2
f;,‘] [14081/ 0| | sp2 |
"Eén 'l:zi:!: —




CMC-se — Automatic Analysis 2. m (<D

« 1H-15N HMBC®3EN
o —ESITLEARINLIE, BEFELLL.

QA ¢‘~_L&_&L.nhgh~xg_‘~_!_d

Select Datasets for Analysis
» Standard Experiments

oxam_CMCse_13 13 1 C/\Bruker\TopSpinlexamdata HSQC [1H.13C]
exam_CMCse_13 14 1 C'\BrukenTopSpiniexamdata HMBC [1H,13C)
i exam_CMCse_13 10 1 C\Bruker\TopSpinexamdata PROTON [1H]
\ » Additional Experiments
| exam_CMCse_13 11 1 C/\BrukerTopSpinexamdata C13(13C) '
[ _exam CMCse 13 12 1 C\BrukerT: COSY [1H.1 y
| [[oxam _CMCse_13 16 1 CiBrukerTopSpinaxamdata MMBC [1H. 15N] 7

WWM&MW“MNMW:W
» Un-Analyzed Experimaents - Display only, or Manual Peak Picking required
exam_CMCse_13 19 1 C'\BrukenTopSpin\examdata INADEQUATE [13C.13C]
» Addtional Options
Remove unassigned multiplets

i | ok | cancel




CMC-se — Automatic Analysis 2 m

Lol S
File Edit View Analysis Structure Help
MR X4 ¥ S E@CIOH

C21H22N202 DBE= C: 21121, H: 22/22 (10°CH 6°CH,, ), 97 HMBC, 14 COSY, 19 INADEQ

« H-CAR7J:N22&EN23AEMENT=. 1H-15N HMBCHEES.

H-C HH|CcC

Name| Shit #H Equiv| Mybr. Func. Group| M1 | H2 H3 | H4 HE | B8 H7 | M8 | HI | H10 | H11  H12 | H13 H14 | H1S |
| 807 723 714 707 586 426 411|405 391|384 368 316 312 310|284 :

l 1 [ | | s dle e ls e ls | o laelar | alog] asileel > |

L2118 26872 | sp3 il § |

€2015 | 3162 1 splisp EM | M

ci1sho [4248 (2| | 'sp3 |

[c186 4289 2 sp3

£1720 4823 1|  [spdsp!

c167 5035 | 2 5p3

C1821  |8195] 0]  [spiep’
Ci411 | 5269 2 sp3
c1317  |6020| 1]  [splmp’
C1219 6012 | 1 sp3isp.
c1s  |east|2]
[C10.16 77.60 | 1

L9 lesel1] |
€83 12226 1 |
L1 2es 1] | ep2 |
C6.5  [127.45 1
cs3 l1msi|1] |
Cé 13 13282 0 [

1

L3z lost|o] | sp2 |
C2.14 |14224| 0 sp2

dga27 g 22
N2, 15344 !
N23 BT [ |
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. BRUKER
CMC-se — Generate Structure Proposals 2|gY| (<

e 1H, COSY, HSQC, HMBCZ L \/=f#&#r

r

Structure generator Bruker )=
» Execution Control

Filter results (keep only best ones)

Maximum number of generated structures (O=no limit) 0

Terminate after this many seconds (O=no limit) 0

Use multiple processors v
~ Substructures |

Enable substructure fitering

Ring ruies
Structure does not contain any rings :
Maximum ring length (O=no limit) 8
Forbidden rings lengths(Comma separated e g "3 4") 34 ‘
Regquired rings lengths (Comma separated e g "58") 587 '

Keep epoxydes also if the cyclopropanes are forbidden v
» Correlations

Use COSY correlations ¢
Use HMBC correlations v
Use INADEQUATE correlations

Auto-eliminate invalid or long range COSY correlations i
Auto-eliminate invalid or long range HMBC correlations |
Auto-eliminate invalld INADEQUATE correlations ¢
Maximum number of eliminated correlations (COSY+HMBC) 15 ||

HMBCICOSY autoelimination policy Optimal = ‘
¥’ Chemistry rules

Generate Structures | Cancel |
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CMC-se — Generate Structure Proposals 2||G (>

o 1= ‘t@ﬂ%#ﬁ 941IEI

0 L I e d— - > ., X B e )
vmmmmmmp 1
QXQ.\/'*QU§$OUH ¥ Fragments Stuctres
C21H22N202 DEE=12 0 C: 21721, H: 2222 (10°CH 6°CH, ), 7 HMBC, 14 COSY, 19 INADEQ 0@@@ EZ i :-: .00
HEC HH cC File = strucely sdf
Name Shit #H Egquiv Mytr. Fenc Group] H1 H2 H3  H4 HS HE H7 HE HS  HIO H11 #H12 H13 ¢ | Totsl structures n fle = 54
807 723 7.14 707 586 426 411 405 391 384 388 316 312 IIT 2OTA26CAZ 1F17, 646]CAPS [669.7.041CAle 08 719]CA;
c21s 87 2 | w3 = %ﬂ d
C2015 3162 1 933 \ -
Cisio ezl || 5, | \,&i |
G186 4289 2 3 e . i
C1720 4823 1 ¥ | 2odSfiisom  Pndof 2Wen _ Pondof 2 som 2nd of Salm
| C187 035 2 sp3 |5 [7.06 7231CAle [7oW737)CA l’3 762]CAl8 7485, 8.04)CA| ‘
ci521 5155 0 sl e ¥r : I
ICi1411 5289 2 3
C1317 8020 1 i
C1219 8§0.12 1§ PrTe
ciig 8481 2 3 |
C18.15 7780 | 1 1 2nd of Zisom Rnd ¥ som
C91 (118200 1 22 | i
3;3 o ! - 15 ;‘uﬂ‘;to..sd]cn 12 [8.96 53] CA|
L7 (1243801 o o®2 1 -
G55 127.15 1 02
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o TZa7ILREIZLBINADEQUATERBEE—oDEYFX Y
o MHEE—IDEZAT, HT AL, Define multipletz51)vo9 5.

(2 Oc-e: e _chCee_3 (C21M22M207) T e |
HC HH| KN CC
% Sync 1+ &
0‘2 C; T cs C‘C c7 c8 ce —
L I JL L LWAMJ\
3
| 1 g-
k]
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. ' i Define mutgiot 1
Togge ar s
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_Fuo Edit View Analysis suuclqu Help
[ XAs Yed B &BOOH

C21H22H202 DBE=10 0 CI 21129, H: 22724 (10°CH 0°CH, ). 87 HMBC, 14 COSY, 18 INADEQ

Mg [ co

Name | Shit e Equev Mybr Fune Group| Gt G2 cl Ca ch5 N c? ca c9 (B[4} cn G2 c1 Ci4 ‘ cis G c1’ (1] (M) 20 cn

1068.27 14224 140,61 132 02 12051 107 15 124,18 12226 116,20 77 00 | 04 01 | 0020 0012 5208 | M%lw.‘b | M020 | 4200 | A2 40 | 3162 | 2087

P | Ny Wy — nl i o i e e ik o st i ok e R i st i s
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(=N .!?/ 151 | | w2 j i | L '; | | .| | | | | | |
cs  [raesia] | wa = e e e e e e e e )
A [13282 0 | sp2 | | ’ [ ' ' | ' ‘ y
Gy [voeriol | w2 | Bl =i T e Ty ]
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CMC-se — Generate Structure Proposals 3

- INADEQUATEZ& & 1-f&#

|
Structure generator Bruker =
|

| ‘& Execution Control

Filter results (keep only best ones)
Maximum number of generated structures (0=no limit) 0
Terminate after this many seconds (0=no Iimit) 0
Use muitiple processors ¢
» Substructures
Enable substructure filtering
l Ring rules
| Structure does not contain any nngs
|
|
|

Maximum ring length (O=no limit) 8
Forbidden rings lengths{Comma separated e.g. "3.4") 34
Required rings lengths (Comma separated e.g. "56") 567

! Keep epoxydes also if the cyclopropanes are forbidden s
| o/ Corraiations

| Use COSY cormrelations 7

| 2 J

| Use INADEQUATE correlations 7

| Auto-eliminate invalid or long range COSY correlations ?

| Auto-eliminate invalid or long range HMBC corrslations s

Auto-eliminate invalid INADEQUATE correlations v

l Maximum number of eliminated correlations (COSY+HMBC) 15

' HMBCI/COSY autoelimination policy Optimal ~

» Chemistry rules




CMC-se — Generate Structure Proposals 3

e C-C#A27: INADEQUATE
o 1BEXDIEM: 3E

TTawwL R U e e W E——
Fle Edit View Analysis Structure Help
) )(.;.L.\/. glv' “\..-'U”
C21H22N202 DBE=12.0 C: 21721, H: 22122 (10°CH 6°CH, ). 97 HMBC, 14 COSY, 19 INADEQ

HC #H CC

Name ShiR @+ Equiv Hybe Func Growpl C1 | ©2 ©3  C4 C5  C8 €7 C3 | C9 CI0 Ci1 Ci2 Ci13 Ci4 C15 C¥ Ci17 Ciz G
169.27 14224 14051 13282 12851 127.15 124.18 12226 11620 7750 6461 6012 £020 5269 5185 5035 4823 4289 4
Se— = .99 | 964 o2 | 890 8 | 8 | & [ O | § |96 1.8 199 | 4V [ 200 2¢.0 7 | 20 ) 0. |
c219 2687 2 pd i | [
G015 3162 1 p3sp { i1y
c1310 | s2a8]2] 3 1
Ci86 4289 2 83 ]
Ci720 4823 1 spep
Ci§7 5035 2 | 3
c1521 5155 0 splap i
Ci411 5289 2 | 93 1
Ci1317 €020 1 “splap
CI219 6012 1 splap
c118 8451 2 23 ]
CI016 7760 1 _ i ]
€9 11620 1 2 ] i
€83 12226 1 - I iR
czA 12418 1 w02 R =
% 5 127.35 1 2 [
£5.5 128511 [sp2 | ]
C413 13282 0O 02
c3i12 wgs 0 92 ]
€214 14224 O 2
c1L18 15877 0 02
N2z 15344
N23. 13821
02424
o= ,
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o FonlEEX

Details
cig— C18
\ Chemical formula: Cz21H22N202
o - Mass [Da]: 334.17
c12 C’\“ Solvent: CDCI3
'\ \ Description:
/ ch 3
/ 20 \
/ ' ci
/ V. //
ci5.__ /cn\ g
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o {onlziwER

1H table of assignments 13C table of assignments
cig— ©18 Atoms assigned to fragments are shown in italic.
\\ Atam Shift [ppm] |Multiplicity |Bound to  |Correlation table | |Atom Shift [ppm] |#H's |Comelation table
M
/ Hh'm 4
c12 \ ci17 1.25 {C17) H21 26.87 2 C21
/ 'uﬂ éa__ c21 143 (C21) H20 31.62 1 C20
[/ — c18 187 (C18) H19 4248 2 C19
/ p—y \ c21 234 (C21) H18 42 89 2 C18
/ II c11 C19 |266 (C19) H17 4823 1 C17
/ | / cla (27 (C14) H16 50.35 2 C16
cis B 4 C16  |285 (C16) H15 5195 0 Ci5
ca——cd 't e c19 311 (C19) H14 52.69 2 C14
—\ | II C20 312 (C20) H13 60.12 1 c13
NN che C16 317 (C16) H12 60.2 1 c12
cn, /P2 N Cid 369 (C14) H11 6461 2 C11
N fi T13_ [385 (C13) H10 76 1 c10
es——C8 I C12 3.92 (C12) H9 116.2 1 o
o Ci1"  [406 (C11) H8 122.26 1 8
C11 412 (C11) H7 124.18 1 C7
C10 427 (C10) HE 127.15 1 C6
C6 587 (C8) H5 128 51 1 C5
c7 7.08 (CT) H4 13282 0 C4
C8 7.15 (C8) H3 140 61 0 C3
C5 7.24 (C5) H2 14224 0 Cc2
C9 8.08 (C9) H1 169.27 0 C1
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o HARIKMILERRE

cig— C16
N
_ c14
c12 \
c3—
i o2 . =8 o
c20
ci
cis5 _c17 /
y - -0
c13 ;
c8: ca ‘ 210
e
_N. ‘
c7 c2” _c19
: ‘ c1
cs— €9
o]
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g——C16
N
3 c14
c12
e
c21
c20
‘ c11
cis 17
-0
e13 clo
cs c4 ‘
' N
c7., c2 ) Cc19
‘ c1
c5— C9

c12
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Data Process Analyse Report Stucfure View ©
Analyse Spectrum~ Quantification= <4 Mulliplets i Consistency Full Spectral Analysis«

Ll sl Qe O Nesip T #a B W
Be soi 009l «>9d il S BOET/S A

AE () [ -

7[ Iscbutyiphanyiproplanicacid in DMSO
- AP — ] 1.256 pps / 499, 83 W
11 Nultiplet o JN Woltiplieity 'd' L3 Hr 1,340 ppe Assigned te atowm 1)
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Mhdtipiet 541
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| Data Process Analyse Report

v a

(1 test 1 1 C:¥data¥test

\ Spectrum |Acunars I ProcPars I Title | PulseProg | Peaks | Integrals | Sample| Structure Plotl Fid | Acqu’

é R ECHI/ WON % Pl X =B B E £100
[=)
o
9]
o
o
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Structure  View @&
“JAdd MOL file; f'CPgditorjl Predict
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AR TR NTRA.BRER-CORD ne Kirike birare
SMC-33512 2.1 on INTRA-BRKR-CORP 83 Kiriko, Hiranc

(2

hase~ * Baseline= 1 Calibrater Serial

IRC = isT s : . alh A ¥ iconnwR

‘Browser | Last50| Groups 1 cxamplel_workliow 11 1 C-¥databtems

# 4 C:\dataliconNMR
i & C\data\temp

10 som dutn wvailable
Mo processed data wvailsble




CMC-assist:
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| Data Process Analyse Report Structure View ©

"~ Process Spectrum~ “*Phase~

& Ll 2 Q0 3’0"3’&

‘Browser Last50| Groups
. C\data

# 4 C:\dataliconNMR

44 Cldata\temp

QQ- uﬂb ,,\\‘b Y lconNMR

/\ Baseline= .t Calibrate~ Serial

l-l J ,i' S s 0.2ppm, /994 Hz

v e e

W Consistency: Unknown

Projei:t'
{Hexamplel_workflow 11 1

Multiplets and assignments created by user.

LANLAN SLALANLEAE |
20

15

10

12 10
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& Bruker CMC- on
! Data Process Analyse Report Structure View © M1
Analyse Spectrum~ Quantification~ 4% Multiplets *:Consistency

@ Ll 2n QP U9 Qo El LA ¥ iconwr

 Browser LastSOlGroups § 1 examplel_workflow 11 1 C:¥data¥temp b o
L G iiliiniail o v 151725 =
i & C\data\temp i ' 3

o | ik

& Consistency: OK

—%
C———t
—
o
—8
F .{
[vt'~ T Ty
5 10

| e e e o o

foeey TH 72 TH 27 1H 37 6A] Lo
iHexampie1_workflow 11 1 =] "] 3 A MmN
1.0 230 1.0 20 10 3.0 6.0

; : | ! | 1 ' ! ! ' i ! ' ! ! ' 1
utomatic analysis generated by Bruker CMC (9639). P P 4 2 e




CMC-assist: ZEA& - MultipletfZ#f

er ( MC-assist 2.1 on

Data Process Analyse Report Structure View ©
Analyse Spectrum~ Quantification+= 4% Multiplets *:Consistency
& Ll =2 QD b9d Qo AE ¥ iconr
| Browser LastSOlGroups 1 examplel_workflow 11 1 C:¥data¥temp

v Ciidata - . e e 3577 ppm, /1431.13Hz- Multiplet q_1H Multiplicity 's' 7.0 Hz 3.627 .
# & C\dataliconNMR

i & Cldata\temp

& Edit Multiplet Properties

Label q_1H
| Multiplicity . q(7.03Hz)
Assigned Atoms [ 7

Annotation

[ OK H Cancel ]

[ & Consistency: OK
Project:
iHexampie1_workflow 11 1

Automatic analysis generated by Bruker CMC (9639).




CMC-assist: EX - R DLR—k

Data Process Analyse Report  Struct
= Short Repo = Full Report~
@ [l =m0 Q0 s QQLTETTL ¥ oM
| Browser LastSOIGroups $ 1 examplel_workflow 11 1 C-¥data¥temp
il & Ci\data & I ‘i| WS s 12.9ppm, (51786 Hz

# & C:\dataliconNMR
44 Cdata\temp

[ & Consistency: OK
Project:
iHexampie1_workflow 11 1

Automatic analysis generated by Bruker CMC (9639).
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CMC-assist
exampie1_workfio

Data set: exampis
Structure: Ckdatan
Acquisiion date: August

Solvent: DMSO

Probe: Smm P
Erefic reference: Cilisers
Automatic evaluation: Spacirum |
‘specirum could be assigned. Al
In the: Epectum. All ghven Impuri

-
CMC-assist .},@.
)

axample! workflow 11 1 C'dala\temp

T T T T T T T T
128§ 120 TS N0 105 100 85 20 as an

R =, - N i R N
| | | | | | ] | 7 | i
o N " NN S > NN
| | |
- @ 3 4 o
iy e .‘.i.‘.‘.
| ’1
\ r | |
'l"r|l'|| | | IH
WRY, \ II { |1 | | | ‘ i I ‘
A | \ '| v '\ 5 I' \ 1‘ \ || \ vl |
\J \J\ fi SN fY0N
™ »l 1)
A e
¥ 1.0 1 30 1 f 50 \
T . | T T T T L) T T T L)
1.90 158 1.0 175 145 140 135 130 ppm 050 ass ppm
Beake 0.02490 pprakm, 10.00 Holre
Page6ol 9

Feb 28, 2015 (7:33:04 AM)




CMC-assist: ZA& - Patent String

Data Erocess Analyse Report  Structure  View
= Short Report+ - Full Repo: 1 Patent String «@¥rint~ 'Copy

® L =22 QR b9 QR GO

‘Browser Last50| Groups 1 examplel_workflow 11 1 C-¥data¥temp

# & C:\data\iconNMR = -r 4i|

Journal Type: ‘Angewandte Chemie

Journal of Organic Chemistry (JOC)
Journal of Medicinal Chemistry
"H-NMR (400 lJournal of the American Chemical Society (JACS)

rA ) YR (AN Angewandte Chemie

Detail Level:

2H), 1.85 - 1.7Chemistry, a European Journal
Helvetica Chimica Acta
Tetrahedron Letters

[ & Consistency; OK

Project:
iHexampie1_workflow 11 1

T T T T T T T 14'.'_1_

.

T T

Automatic analysis generated by Bruker CMC (9639).
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“H-NMR (400 MHz, DMSO): d 12.31 - 12.18 (m, 1H), 7.19 (d, J=8.0 Hz, 2H), 7.10 (d,
J=8.0 Hz, 2H), 3.63 (q, J=7.0 Hz, 1H), 2.42 (d, J=7.3 Hz, 2H), 1.85 - 1.77 (m, 1H), 1.34 (d,
J=7.3Hz, 3H), 0.86 {1, J=6.5 Hz, 6H)..
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Fle Data Process Analyse Report Structure View &

Analyse Spectrum« Quantification« 4\ Muttiplets * ; Consistency

d 29 PO O b T @ ;
Q‘ LEL : - 'NU;'A"& - LB 35 A

Browser LastS0 Groups n [Tt
o )+ e 3 ™
DMSO_BO1 LA
DMSO_B08
DMSO_C03
DMSO_C10 l L
DMSO_EO1 A | AL
DMSO_FO1 . g
g
$
T\
.' . R
5 - - h» - » "
| \ { .
- | | . i
" )
| }z h
| N N b el
!‘ 1 Consistency: NOT OK . -
t
Hexample2_mpurity_defintion 3 1
o
Autornabc analys:s generated by Bruker CMC (9639) — — — pem —— — “
| N & 3._ . . N _ . . N N . £ '! o ." -l'. !l S R .l. = . '30. oL 0._ .
as a 3 a0 28 Y . pom)




CMC-assist: F~fiINEENDIEE

CM— = —
Fle Data Process Analyse Report Structure View © 1T

Analyse Spectrume Quantification~ 3 Multiplets * ; Consistency
i maQ PO O kb T & _ U
(L nini Qi v LB 5 A
,gfo.-ul Last50 Groups :[‘ || .

e ] AT A e
g:g-gg; » Show Log File
DMSO_CO3
DMSO_C10 l L
DMSO_EO1 A | AA L
DMSO_FO1 - g
g
| ‘
3
T\
. -
- T n '
“ > “a -
| | 0
™ | | .‘ \
f }1 !‘ ' !
i] \ “ . ’ A, T " h

. tJ Consistency: NOT OK .

2
Project
Hexample2_mpurity_defintion 3 1
o
Autornabc analys:s generated by Bruker CMC (9639) — & — - ke — “
» 33 ) 19 T 2 7 S T MRGSE ~ TNGeY ~ MRl

a a0 b 30 i w» . (pom)




CMC-assist: F~fiINEENDIEE

& _— ¢ S . -y
Analysis Mode : — Known Impurtes

« Single Analysis ™S TSP H20
- Duen N DMSO_HS Dimethyisuifon EOH
Batch Analysis  /Temp/datasets_8978251663748812562.txt | Browse...
Configuration
Location Default EXPNO
HSQC . -

. NH4 CYCLOHEXANE ACETIC_ACID

Multipicity | Coupling [Hz] | New.
13C s - Imp2 (1.45123) other . ?

Evran Analucic Re
Expert Analysis 7
~ Expert Analysis Details
Calibration File Directory Browse... E Cancel
Known Impurities ’ Edit.
Suppression Frequency  unsuppressed Edit...
Eretic Signal in Spectrum ? @-10 ppm
13C Decoupling ?

Import Expert Settings Current Dataset  Browse.. '
Batch Controi

Current Dataset
Hold | | Abortall | Current Batch:

[ stant Avatysis | save || Cancel |
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File Data Process Analyse Report Structure View @ N
Analyse Spectrum~ Quantification= + Multiplets © ; Consistency
Gl Ll s Q Qow, O Ha T M A
e 23 [k ey s LD A
e ol s iy —— =
I -D';W’SO:.B-O;“ = | T [w e} 252 p0m /100677 He - Mubplet 5_0H Mutiphery s DOHz 2510 pom A.c'u'gm'll 10 atom 27
=+ DMSO_BO08 {mmel) »i
« 4 DMSO_C03 R g
. DMSO_C10 - -8
. DMSO_E01 e oo [
DMSO_FO1 - »
« o L
™ -g
L'_ " it ) I

22! "\ .} ]
&/. O-.u o :
b w0 i s 'MT)U
} { . I e
L & Consistency;: OK '1 ! }x\ ll I\ | J} L
v ‘ | A H
roject J J'\L ) NI 1) U’ | | A\ A P % ML ) -
1Hexample2_impurity_definition 3 1 F
e
Autornatic analysis generated by Bruker CMC (2639), —‘" _2" _2" - F’" —‘" -
39 1.8 1.8 2-.l 2.9 40 30 I
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CMC-assist: TR DONE - BEDHIBR

& Bruker CMC-3532 2.1 on INTRA-BRKR-CORP as Kiriko. Hirark
Data Process Analyse Report Structure View ©
Analyse Spectrum~ Quantification= 4% Multiplets *:Consistency
® L 2o 20 Ui QA G ¥ e
‘Browser Last50| Groups ¥ 1 exampled_refine_1H 3 1| C:¥data¥temp
o ,i, W% % 7.303ppm, /292220 Hz- Multiplet CHCI3_m_3H Multiplicity'm'  10.5

i & exampie|_WOrknow
i . example2_impurity_definition
. example3_refine_1H
=4 3-2030

Calibrate Current Integral

Cut Current Integral

Properties.
Delete

Number of Atoms
Signal Type

Mew Multiplet

MNew Integral
[ & Consistency: OK -

roject:

{Hexampie3_refine_1H 3 1

Automatic analysis generated by Bruker CMC (9639).




CMC-assist: TR DONE - BEDHIBR

Bruker CMC 4 CORP =L
| Data Process Analyse Report Structure View @ M1
Analyse Spectrum~ Quantification~ 4% Multiplets *:Consistency

1@ Ll 2 QP U9 Qo El LA ¥ iR

‘Browser Last50| Groups | 1 example_refine_1H 3 1 C:¥datalemp QS ECR =5
i & example |_Worknow = Q Z S
et sy SR 2 I b sy e 7320pm, 12028906 Hz - Multiplet d Multilicity 'd” 8.8 Hz 7.337 pp...
. example3_refine_1H T 'f
Tl ::.12930 & & Edit Cluster Pre FE
< m ' L
T Status .
\T\‘ s Proton Content [ 3
_ Integral ( 7.35... 7.30 ppm): [
Annotation
) 0 Fe
P . r
L Ll Calculate concentration by this integral [
| B Consistency: UNCLEAR [’
Project: [
- QO
iHexampie3_refine_1H 3 1 L
|
Manually edited results. W 71‘0 ' ! [p;im]'
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Data Process Analyse Report Structure View ©
Analyse Spectrum~ Quantification= # Multiplets << Consistency

1% L] =20 QO "iﬂ*‘fi @@Q":"m A ¥ cowmR
: Browser Lastsoleroups ’ .i.z. — -.l.,-.'.i.' 'r||7§~i(§ i _.' .......

i & example |_WOrknow Q TGy
+ 4 example2_impurity_definition — .r |j-. Wy s 7.372 ppm, /2949782 Hz- Multiplet d Multiphicity 'd 3.8 Hz 7.364 pp.
i example3_refine_1H
=4+ 3-2930
.1

40

20

B Consistency: UNCLEAR

0

Broect
{Hexampie3_refine_1H 3 1

— I‘ r A | A Y 4] O B A TR Vi 2P

Manually edited results.




CMC-assist: TR DUE - MultipletfZ4T

| & Project Status / Description

& g%g

Consistency:

(0 OK (by automatic analysis)] @ OK|© NOT OK © UNCLEAR

Purity:

@ High (by automatic analysis) © Very High © High © Medium © Low © Unknown ®|

Result Source:

Automatic analysis generated by Bruker CMC (9639). Manually edited by user.

Result Summary

OAAVREEA (EE)

i

Result Details

0>

-

OK || cancel |
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C-z55152 2.1 on INTRA-BRKR-C
Data Process Analyse Report Structure View @
Analyse Spectrum~ Quantification~ ¢4 Multiplets s Consistency

1@ Ll 2 QP U9 QQoEl LA ¥ iR

| Browser _L_astSOl Groups $1 exampled_refine_1H 3 1 C:¥data¥temp
i & exampie |_WOrknow Q
' & example2_impurity_definition o lil WY M 7.455 ppm, /2082.929 Hz
i example3_refine_1H T
=4+ 3-2030 l
.1 [, 4 O ] |

s i o
By
- “d\.

& Consistency: OK

4

Project:
{Hexample3_refine_1H 3 1

Manually edited results.
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[ = & et
Analysis Mode
« Single Analysis Sl.:lEpression Iirf_quencies Location
Batch Analysis  /Temp/datasets_8978251663748812562.txt | Browse... oy ed
Configuration @ Suppression Frequency File
Location Default EXPNO © NMR Parameter O1P
HSQC J - © Custom
13C s -
S T Edit Suppression Frequencies
Expert Analysis Filename for suppression frequencies solvents.f1list !
~ Expert Analysis Details . i =
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