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Figure 1. Compound 6a IR spectrum



Formula Predictor Report - TOA_1 led Page 1of1
Data File: C:\LabSolutions'\Data\Analiz\BKaya\ TO1_1 led
Elmt Val Min Mz< Emt Val Min Max Emt Val M Max Use Adduct
H 1 10 40 ] 2 2 3 Cl 1 0 [1] H
C 4 10 26 F 1 0 0 Br 1 0 4]
N 3 3 3 5 2 3 3
Emor Margin {ppm): 3 DBE Range: 0.0-18.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use M5n Info: no
Max |sotopes: 3 Isotope RI (%) 1.00 sotope Res: 10000
M3Sn lso RI (%) 10.00 MSn Logic Mode: AND Max Resuls: 500
Event® 1 MS{E+) Ret. Time : 7.573-> B.080 Scan¥: 1157 = 1213
1.800eT
1.400=74
1.200e74
1.000e74 462 hoa
3.000ek 484 0830
5.000=64
o 463.1110
&.000e5 454 1054 485.0512
2 000es ) 456.0874
H—r e A Tt —T — "
100.3 200.0 300.0 400.0 300.0 B00.0 000 £00.0 500.0
Measured region for 462 1089 miz
100.0+ 462.1088
0.4
463.1110
454 1054
I — : ) .."1&..4-..,-*-.. - e LS. : |A — : i :
462.0 4525 4831 463.5 464.0 464.3 465.0 465.3
C20 HZ3 NS 02 53 [MHH]+ : Predicted region for 4621087 miz
462.1087
10004
50.4
463.1112
| 46410535
D | \ T T ) . . m . i .
462.0 4525 463.0 4633 464.0 4643 465.0 465.3
Rank__Score Fomaula (M) lon Meas. mfz_ Pred. mfz lih]_m_ Isu__DBE
1 9188 CZOH23N3 0253 [M+H]+ 4621085 4821087 043 188 120

Figure 2. Compound 6a Mass spectrum
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CODC R OMOMOOMOM O O NN O

o)
BRUKER
(<)

Current Data Parameters

NAME T0-1
EXPNO 1
PROCNO 1

¥2 - Acquisition Parameters
Data_ 20160615
Time 8.01
INSTRUM FOURIER300
PROBHD & mm DUL 13C-1
PULPROG zg

™ 16384
SOLVENT DMSO

NS 16

DS 0
EWH 6103.516 Hz
FIDRES 0.372529 Hz
A 1.3421773 =ec
RS 44,6744

oW £1.920 usac
DE 6.50 usac
TE 297.9 K
D1 3.00000000 sec
™0 1

CHANNEL f1 =
300. 1818537
18

13.00 usec
10.00000000 w

F2 - Processing parameters
L3

sI 5536

sF 300.1B00000D Mmz
WOW EM
sEB 0

LB 0.30 Bz
cB 0

PC 1.00

AL | AL AL
E83) B EEY skl
T T T
5 4

T
1" 10 9 8 7 6

w2z

T T
2 1 ppm
Scale: 0.6079 ppm/cm, 182.5 Hz/cm

Figure 3. Compound 6a "H NMR spectrum
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Figure 4. Compound 6a *C NMR spectrum
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Value

TO-2
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Sample name
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No. of Scans

3

Figure 5. Compound 6b IR spectrum



Formula Predictor Report - TO2_2.led Page 1 of 1

Datz File: C:\LabSolutions'\Deta\Analiz\BEKaya\ TO2_2 lced

Emt Val Min Max Emt | Val Mn Max EBEmt Val Mn Max Use Adduct
H 1 0 40 ] 2 2 3 Cl 1 0 [4] H
C 4 10 26 F 1 0 0 Br 1 0 4]
N 3 3 3 5 2 3 3
Emor Margin {ppm): 5 DBE Range: 0.0- 15.0 Electron lons: both
HC Ratio: unlimited Apphy N Rule: yes Use MS5n Info: no
Max |sotopes: 3 Isotope RI (%) 1.00 sotope Res: 10000
MSn Iso R (%) 10.00 MSn Logic Mode: AND Max Results: 300
Event¥ 1 MS{E+) Het. Time : 8.000 -> 8.080 Scan#: 1201 -= 1213
2.500e7
2.400e74
2,200
2.000e7
1.500e 7
1.800e74 476 5241
1.400e7H
1.200e7 .
1 000e7 4531048
8.000=E 477.1268
G.000eE
4731218 4551066
ERLEE=S
2.000=51 (300.1029
0 --!I1-I T T T T T T T L B S S B S L T 7
100.0 200.0 3000 400.0 500.0 500.0 F00.0 B00.0 500.0
Measured region for 476.1241 miz
476.1241
1000
50
4771263
473.1213
A 479.1229
0 — et el L e _— e
475.0 476.5 477.0 2715 478.0 478.5 475.0 4758.5
C21 HZ5 N5 02 53 [M+H}+ : Predicted region for 476.1243 miz
100.0- 476.1243
50.04
‘ | 477.1265
l | 4781222
G T .'I ]l T T |k T T A T T A T
478.0 475.5 477.0 271 478.0 478.5 475.0 478.5
Rank__Score Fomula (M) lon Meas. miz_ Pred. mfz ¥ (mDa) Df (ppm) Isa DBE
1 8812 CZ1 H253WN502 53 [M+H]+ 4781247 4781243 0.2 042 8312 120

Figure 6. Compound 6b Mass spectrum
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Current Data Paramaters
NAME 10-2
EXFNO 1
PROCNO 1
¥2 - Acquisition Parameters
Data_ 20160615
Tine 9.03
INSTRUM FOURIER300
PROBHD & mm DUL 13C-1
PULPROG zg
™ 16384
SOLVENT DMSO
NS 16
DS 0
SWH €103.51€ Hz
FIDRES 0.372529 Hz
A 1.3421773 =ec
RS 36.4791
oW 81.920 usec
DE 6.50 usec
TE 297.9 K
D1 3.00000000 sec
™0 1
CHANNEL f1 ==
300. 1818537
18
13.00 usec
10.00000000 w
F2 - Processing parameters
sI 65536
=¥ 300. 1800000 Mz
WOW EM
sEB 0
LB 0.30 Hz
cB 0
PC 1.00
I ) L AJUL )
ofr] [~ ) (o]0 | [«[o)~]e
gjs|[s g| 28 5 EEkR
ol |- o~ oleiley ol levlevle 0
I T T T T T T T T T T T 1
1 10 9 8 7 6 5 4 3 2 1 ppm

Figure 7. Compound 6b 'H NMR spectrum
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Figure 8. Compound 6b *C NMR spectrum
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Figure 9. Compound 6c¢ IR spectrum



Formula Predictor Report - TO3-1_3 led Pag=10f1

C=ta File: CALabSolutions\Data'\Analiz\BKaya' TO3-1_3 ked

Elmt | Val Min_ Max Elmt | Val  Min_ M Elmt | Wal  Min_ Max Use Adduct
H 1 10 40 [a] 2 2 ] Cl 1 [ 0 H
C 4 10 28 F 1 [ 0 Br 1 0 0
N 3 3 3 5 2 3 3
Emor Margin (ppm}: 5 DBE Range: 0.0-15.0 Electron lons:  baoth
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: no
Max lzoiopes: 3 Isotope Rl (%) 1.00 Isotope Res: 10000
M35n Iso Rl (%) 10.00 M35n Logic Mode: AND Max Results: 300
Event#: 1 MS(E+] Ret Time: 7.800 -= 7853 Scan#: 1171 -= 1179
2,200
2.000=
1.800=T
1.600=74
1.400e74 452187
1.200=74
1.000e77 514.0991
50002 493.1208
6. 0006 ~
4 D00sE 45841158 :]Iﬁségéi
20006 ’
E i 1 i L
100.0 200.0 300.0 400.0 500.0 60D.0 700.0 £00.0 500.0
Measured region for 452 1187 miz
100.0- 452 1187
50.04
433.1208
434 1158
4851172
o ; e S— — . . i :
452.0 432.5 453.0 4533 4340 4843 495.0 4553
C21 H25 N3 O3 53 [M+H}+ - Predicted region for 432.1152 miz
452 1182
100.0
50.04
‘ 4531218
J 434 1172
4520 432.5 453.0 4533 43410 45343 495.0 4553
Rank_ Scome Fomula (M) lon Meas.mfz  Pred miz Df (mDa) DOf (ppm) s DBE
1| 83.3% CHHH25M30352 [M+H]+ 432 1187 4521192 -0 102 8337 120

Figure 10. Compound 6¢c Mass spectrum



8.0335
8,0268
8.0106
8.0038
7.7993
7.7750
7.1045
7.0747
5.0310
3.4957
3.4931
3.4799
3.4770
3.4620
3.4597
3.4488
3.4387
3.4366
3.4309
3.4285
3.4134
3.3925
2757
3.2541
3.2309
2.5115
2.5055
2.4994
2.4934
2.4874
1,9458
1.9123
1.6954
1.6814
1.6653
1.6545
1.5623
1.5243
»~1.3006
1,2619
1.2273
1.1972
1.1879
1.1639

Co><)

(<D

Current Data Paramatars
NAME T0-3
e EXENO 1
r PROCNO 1

4

F2 - Acquisition Parameters
Data_ 20160614
Time 19.36
INSTRUM FOURIER300
PROBHD 5§ mm DUL 13C-1

PULPROG zg
™ 16384
SOLVENT DMSO
NE 16
DS 0
SWH €103.51€ Hz
FIDRES 0.372529 Hz
»n 1.3421773 sec
RC 41.8823
oW £1.920 usac
DE 6.50 usac
TE 297.9 K
D1 3.00000000 sac
™0 1
r = CHANNEL f1 =
300. 1818537 Muz
18
13.00 usec
10.00000000 w
F2 - Processing parameters
34 65536
SF 300.1B00000 Muz
wWOW E
=SB 0
LB 0.30 Hz
[=:} 0
PC 1.00
i l ‘ 4
I T T T T T T T T T T T 1
1 10 9 8 7 6 5 4 3 2 1 ppm
\ | I L
© o = (a2 od wlolnie
ga| |3 s EIRE  [ssER
wlo - o o3| o]y el o

Figure 11. Compound 6¢ '"H NMR spectrum

- T o w ce =
~ 2ARS o ne a “ mo
. et : . ~ S8
= SEZR g =8 -1 & v
% Aman - - = 8 &7J

T T T T T T T T T T T T T T T T T T T 1
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 a0 30 20 10 ppm

Figure 12. Compound 6¢ *C NMR spectrum
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Figure 13. Compound 6d IR spectrum



Formula Predictor Report - TO4-1_3.cd Page 1of 1

Datz File: C:\LabSolutions'Deta\Analiz\ EKaya \ TO4-1_3.led

Elmt Val Min Max Emt  Val Min Max Eimt  Val Min M= Use Adduct
H 1 10 40 ] 2 2 3 Cl 1 1 1 H
C 4 10 26 F 1 0 0 Br 1 0 1]
N 3 3 5 5 2 3 3
Emor Margin {ppm): 5 DBE Range: 0.0-15.0 Electron lons: both
HC Ratio:  unlimited Apply M Rule: yes Use M3n Info: no
Max |sotopes: 3 Isotope RI (%) 1.00 cotope Res: 10000
MSn =z Rl (%) 10.00 MSn Logic Mode: AND Max Resuls: 300

Evert¥ 1 MES{E+) Ret Time:3.947 = 8.237 Scanf: 1223 = 1235

1.600e7
1.400e7
1.200e7
1.000e7] e Sl
8 D00eE] 433 D851
518.0481
6. 000ef i
, 497.0700 ¥ | sznodsn
4.000e8 439.0671 519.0513
2 D0es] S00.0621
100.0 200.0 200.0 400.0 500.0 800.0 7000 &00.0 500.0
Measured region for 436.0873 miz
— 4360673
495 P51
50.04
4597.0700
455 0671
4850 4855 4370 4975 4380 4855 4550 4355
£20 H22 N5 02 53 CI [M#H]+ : Predicted region for £36.0857 miz
100.04 4560857
4 [y
0.0 ‘ 38,0870
| 437.0723 ||
| | ] 499 0692
: |\ | | | A
4850 4855 4370 4975 4350 4855 4550 4395
Rank _Scoe Fomula (M) lon Meas.miz  Pred. mfz Df (mDa)] DOf {(ppm)  Iso DBE
1 61.33 CXOHZ2N5 0253 C M+ 4350673 456.0857 A8 363 8365 120

Figure 14. Compound 6d Mass spectrum
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Figure 15. Compound 6d '"H NMR spectrum
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Current Data Paramaters
NAME T

EXPNO
PROCNO

o-4
1
p |

F2 - Acquisition Parameters

= CHANNEL f1 =

20160614
20.39

FOURIER300

5 =m DUL 13C-1

zg
16384
DMSO

16

0
€103.516
0.372529

1.3421773

3.

2B.0175
81.920

298.0
00000000
1

300. 1818537
18

10.

13.00
0ooooooD

usac
usec

sac

usac
w

F2 - Processing parameters

65536

300.1B00000 Mz
=

0.30

1.00

25.65
4.6

Hz

T T T
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T
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Figure 16. Compound 6d *C NMR spectrum
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Figure 17. Compound 6e IR spectrum



Faommula Predictor Report - TOS_7 led

Data File: C:iLabSolutions\DataVAnalz\BKaya\TOS_7.led

Page 1of 1

Eimt | Val Min Max _ Eimt  Val | Min_ Max Eimt  WVal Min_Max Use Adduct
H 1 10 40 [] 2 2 3 Cl 1 1 H
Cc 4 0 28 F 1 0 ] Er 1 0
y| 3 3 g 5 2 3 3
Errar Margin {ppm}): 3 DBE Range: 0.0-159.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use M5n Info: no
Max |sotopes: 3 Isotope Rl (%): 1.0 lsotope Res: 10000
M5n Iso RI (%) 10.00 MSn Logic Mode: AND Max Results: 300
Event#: 1 MS{E+) Ret. Time: 7.760 -= 7.827 Scan# : 1165 -= 1173
2.000eT
1.800e7
1.600e7
1.400=7 507.pazd
1.200e7
1.000e7
8 280727
g 508.0842
4, 505 0853 3300762
2 331.0707
He -.l T I'. -.-L-1.‘... —— ——
100.0 200.0 S00.0 400.0 =00.0 &00.0 J00.0 300.0 500.0
Mezsured region for 307.0924 miz
o07.0524
100.04
50.04
508.pa42
509053
5100531
0 i e S . - — , : N .
307.0 507.5 S08.0 308.5 509.0 308.5 510.0 510.5
C20 H22 MN& 04 53 [M+H]+ : Predicted region for S07.0837 miz
o07.0537
100.04
50.04
508.0962
509.0017
B T T ¥ T T T T T T ¥ ¥ T ¥ T T A T T T T T m T T T T T
507.0 o07.5 S08.0 308.5 509.0 308.3 510.0 510.5
Score_Fomula (M) lon Meas. mfz_ Pred. miz  Df. (mDa) Df. {ppm]) lso  DBE
1 77.90 C20H22Z NGO04 53 [M+H]+ 507.0524)  507.0937 -1.3 -2.538 8107 130

Figure 18. Compound 6e¢ Mass spectrum
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Current Data Paramaters
TO-

NAME 5
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Data_ 20160614
Time 21.41
INSTRUM FOURIER300
PROBHD 5§ mm DUL 13C-1
PULPROG zg

™ 16384
SOLVENT DMSO

NE 16

DS 0
SWH €103.51€ Hz
FIDRES 0.372529 Hz
P 1.3421773 sec
RC 28.8775

oW £1.920 usec
DE 6.50 usac
TE 298.0 K
D1 3.00000000 sac
™0 1

CHANNEL f1 =
300. 1818537 Mmz
18

13.00 usec
10.00000000 w

F2 - Processing parameters
sI 65536

sF 300.1E00000 Mmz
WO -

SsB 0

LB 0.30 Hz
cB 0

PC 1.00

| ] w N,/
BT JIN UL FIvTINEY
B3 &) § Ry @
' 1 10 9 8 7 6 5 4 3 2 1 pom

Scale: 0.6079 ppm/cm, 182.5 Hz/cm

Figure 19. Compound 6e '"H NMR spectrum
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Figure 20. Compound 6e *C NMR spectrum
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Figure 21. Compound 6f IR spectrum



Formula Predictor Report - TOS_8.ked

Data File: C:\LabSolutions'\Data\Analiz\BKaya\ TOE_E lod

Page 1of 1

_Eimt_ Val. Min Max _Emt Val Min Max _Emt Val Min_ Max Use Adduct
H 1 i 40 o 2 2 3 Cl 1 0 1 H
c 4 i 28 F 1 1 1 Br 1 0 4]
M 3 3 [ 3 2 3 3
Error Margin (ppm): 3 DEE Range: 0.0-13.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use M5n Info: mo
Mz Isotopes: 3 Isotope RI (36): 1.00 Isotope Res: 10000
MSn Iso RI (%) 10.00 MSn Logic Maode: AMD Max Resuls: 500
Eventf: 1 MS(E+) Ret. Time : 7.827 -= 7.867 Scard: 1173 = 1181
2.500eT
2.000eT
_ 430.p2g7
1.500e74
302.0793
1.000e7
481.1013
5.000e64 4820963 ] | 3030814
| , | 304.0768
1000 200.0 300.0 400.0 500.0 500.0 700.0 800.0 500.0
Messured region for 430.0987 miz
4E0.0887
1004
50.04
481.1013
4520563
|| 483 0583
430.0 430.5 481.0 481.5 432.0 432.3 483.0 483.5
C20 H22 M5 02 F 53 [M+H]+ - Predicted region for 480.0952 miz
430.0992
10004
30.H ‘
1 4811018
‘ 452.0570
430.0 430.3 481.0 481.5 482.0 482.3 483.0 483.5
Rank Score Fommula (M) lon Meas. mfz  Pred. miz  Df (mDa)  Df. (ppm) Iso DBE
5186 C20H22 N5 02F 53 M+HE 4300987  480.0553 -0.5 104 9203 120

Figure 22. Compound 6f Mass spectrum
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Current Data Paramaters
T

NAME o-€
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Data_ 20160614
Time 22.43
INSTRUM FOURIER300
PROBHD 5§ mm DUL 13C-1
PULPROG zg

™ 16384
SOLVENT DMSO

NE 16

DS 0
SWH €103.51€ Hz
FIDRES 0.372529 Hz
P 1.3421773 sec
RC 35.5T

oW £1.920 usac
DE 6.50 usac
TE 297.9 K
D1 3.00000000 sac
™0 1

= CHANNEL f1 =
300. 1818537 Mmz
18

13.00 usec
10.00000000 w

F2 - Processing parameters

SI 65536

sF 300.1E00000 Mmz
WO -

SsB 0

LB 0.30 Hz
cB 0

PC 1.00

1A A _JJL

s TR IV
EIEIE g Gy (el
T

T T T T T T T 1
1" 10 9 8 7 6 5 4 3 1 ppm

Scale: 0.6079 ppm/cm, 182.5 Hz/cm

N71199 -

Figure 23. Compound 6f 'H NMR spectrum
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Figure 24. Compound 6f '*C NMR spectrum
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Value

TO-7

10

Sample name

Sampie 1D
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No. of Scans

3

Figure 25. Compound 6g IR spectrum



Formmula Predictor Report - TO7_9.lcd

Data File: C:h\LabSolutionsiData\Analz\BEKayaTO7_9.ed

Page 1of 1

Eimt | Val Min Max _ Emt | Val | Min Max Eimt | Val Min_ Max Use Adduct
H 1 10 40 [a] 2 2 3 Cl i 1 H
C 4 10 25 F 1 o 1 Er 1 ]
N 3 3 B 5 2 3 3
Error Margin {ppm): 3 DBE Range: 0.0-13.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use M5n Info: mo
Max |sotopes: 3 Isotope RI (3%): 1.00 lsotope Res: 10000
MSn Iso RI(3): 10,00 M5n Logic Mode: AMD Max Results: 300
Event#: 1 MS{E+) Ret. Time: 7.440 -» 7480 Scan#: 1117 -> 1123
2.400eT
2.200e74
2.000e74
1.800=T
1.800=1 4775191
1.400e74
1.2':-:!&?1 493 0895
1.000e7
5.000=57 4751216
5.000=57 4731182 S00.101%
4.000=%7 501.0972
2.000e8H
B- T T L Ill. . T ¥ T ¥ l T T T T T ¥ T T T ¥ T T T T T
100.0 200.0 300.0 400.0 200.0 500.0 J00.0 300.0 900.0
Mezssured region for 477.1191 miz
477119
100.04
50.04
47812186
4731162
£30.1133
o = s N - - . il ’ ’ . . A .
477.0 2775 473.0 478.3 475.0 478.5 430.0 430.5
C20 H24 ME 02 53 [M+H]# : Predicted region for 477.1156 miz
477.1158
10004
50.04
4781221
4781174
4770 2775 475.0 478.3 475.0 478.5 430.0 430.5
Score Formula (M) lon Meas. mfz_ Pred. miz_ Df. (mDa) _ DF. (ppm) lso  DBE
1 B411 CZ0H24 N6 0253 [M+H]+ 4771151 4771156 ik -1.058 B4.22 12.0

Figure 26. Compound 6g Mass spectrum
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Current Data Paramaters
T

NAME o7
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Data_ 20160614

{ Tima 17.32
INSTRUM FOURIER300
PROBHD 5§ mm DUL 13C-1
PULPROG zg
™ 16384
SOLVENT DMSO
NE 16
DS 0
SWH €103.51€ Hz
FIDRES 0.372529 Hz
P 1.3421773 sec
RC 34.317
oW £1.920 usac
DE 6.50 usac
TE 297.9
D1 3.00000000 sac
™0 1

CHANNEL f1 =
300. 1818537 Muz
18
13.00 usec
10.00000000 w
F2 - Processing parameters
sI 65536
SF 300.1B00000 Muz
wWOW E
ssB 0
LB 0.30 Hz
[=:} 0
PC 1.00

e 1y

Ul J

| L, ) | J
g s ERY (Rl
— olrled ol =l

(sl

1 10

ppm
Scale: 0.6079 ppm/cm, 182.5 Hz/cm

Figure 27. Compound 6g 'H NMR spectrum
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Figure 28. Compound 6g *C NMR spectrum
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Figure 29. Compound 6h IR spectrum



Fommula Predictor Report - TOE_10.led Page 1of1

Data File: C:\LabSolutions'Data'inaliz\BKaya TOE_10.0cd

_Eimt %al M Max _Elmt Val Min_Max _ Emt Val M _Max Use Adduct
H 1 10 40 o 2 2 3 Cl 1 0 [1] H
C 4 0 25 F 1 0 1 B 1 0 1]
N 3 3 B 5 2 3 3
Error Margin (ppm): 3 DBE Range: 3.0-15.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use M5n Info: mo
Mz |soiopes: 3 Isotope RI (%) 1.00 Isotope Res: 10000
MSn Iso Rl {%): 10.00 M35n Logic Maode: AMD Mz Resuks: 300
Event®: 1 MS(E+) Ret. Time : 7.720 -> 7.787 Scan#: 1138 > 1168
3.000e74
2.5300e74
2.000eT
4515343
1.500e7
313.1160
1.000=7 452 1381
. 4583.1318 314.1178
3.000e8 515.1131
n ] | L
W 1 L Li T T L L T
100.0 200.0 300.0 400.0 500.0 600.0 J00.0 800.0 300.0
Mezsured region for £51.1343 m/z
451.1343
100.0H
50.04
452.1361
4531318
4941333
n L b . i _,"'T\.
e e Pty e, = e e e e e — e T
481.0 491.5 492.0 482.5 453.0 493.5 4340 4845
C21 H2E NE O2Z 532 [M+H]+ : Predicted region for 481.1352 miz
431.1332
100
50. |
482.1378
| ] 4831331
481.0 491.3 492.0 482.5 453.0 493.5 454.0 484.5
Rank Score Formmula (M) lon Meas. miz  Pred. miz Df (mDa) DF. (ppm]) Iso DBE
B3.03 CZ1H26 N8 02 53 [PM+HH 431.1343  451.1332 0.5 -1.83 83.80 12.0

Figure 30. Compound 6h Mass spectrum
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Current Data Paramaters
T

NAME o8
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Data_ 20160615
Time 11.44
INSTRUM FOURIER300
PROBHD 5§ mm DUL 13C-1
PULPROG zg
™ 16384
SOLVENT DMSO
NE 16
DS 0
SWH €103.51€ Hz
FIDRES 0.372529 Hz
»n 1.3421773 sec
RC 1B.3353
oW £1.920 usac
DE 6.50 usac
TE 298.1 K
D1 3.00000000 sac
™0 1
CHANNEL f1 =

300. 1818537 Muz
NUC1 18
P1 13.00 usec
PLW1 10.00000000 w

F2 - Processing parameters
sI 65536

sF 300.1E00000 Mmz
WO -

ssB 0

LB 0.30 Hz
cB 0

PC 1.00

JUL i U
I - I

T T
1" 10 9 8 7 6 5 4 3 2 1 ppm
Scale: 0.6079 ppm/cm, 182.5 Hz/cm

Figure 31. Compound 6h 'H NMR spectrum
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Figure 32. Compound 6h *C NMR spectrum
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Value

TO-8

T

10

Sample name
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2

Figure 33. Compound 6i IR spectrum



Farmula Predictor Report - TO9_11 Jed

D=ta File: CiLabSolutions'\DataAnalz\Blaya\TO8_11.ed

Page 1 of 1

Eimt | Val M Max Emt | Wal | Min Max Eimt  Val Min_ Max Use Adduct
H 1 10 40 [a] 2 2 3 Cl 1 ] H
[ 4 10 26 F 1 o 1 Br 1 o
M 3 3 B 5 2 3 3
Error Margin {ppm): 5 DEE Range: 8.0-13.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: no
Max |Isotopes: 3 Isotope Rl (%) 1.00 Isotope Res: 10000
M35n Isa RI(3%): 10.00 MSn Logic Mode: AND Max Results: 500
Event#: 1 MS{E+) Ret. Time : 7.307 -> 7.360 Scan# : 1087 -> 1105
2.200=74
2.000=74
1.800=T7
1.800=T4
140077 5071281
1.200=T4
1.000=7 5281105
> 5031214
: . 530.1115
00eE 5051268 -
4 3311091
2.000eE
= —H '-..n T -I'L'1 o | N -
100.0 200.0 300.0 400.0 S00.0 600.0 700.0 300.0 500.0
Measured region for 3071291 miz
507.1251
100.0
30.04
3081314
50%.1268
510.1286
o & ; it '-L S — - . . . . i .
3070 307.5 S0B.0 S08.5 309.0 508.5 310.0 310.5
C21 H2E M& 03 53 [M+H]+ : Predicted region for 507.1301 miz
507.130
100.0=
30.04
508.1327
3091231
ﬂ T ¥ T JI' T T T T ¥ T T ¥ T A T T T T -I‘Tﬁ.-l T T
7.0 307.5 S05.0 S08.3 305.0 308.5 310.0 310.5
Rank Score Fommuls (M) lon Meas. miz_ Pred.miz_ Df. (mDa)  Df. {ppm) lso  DBE
1| 79.14] C21 HZE6 N6 03 53 [M+H]+ 3071231 30713 -1.0 -157 8110 120

Figure 34. Compound 61 Mass spectrum



o~ DO TOVONINOT FODMET PO ALAOOAMD AN
- ANV ANNOVINMMMOAN TN AND AP M~ F N D~
o~ OCrOoVOrEFMAdrdAoFTAANDINMAEACHRADN ~ O DI~
= O TAONNNTFTTIFTTITMNMMNANNONTTTOA~DO W0
— P00 O N NN NN

(<D

Current Data Paramaters
T

NAME -9
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Data_ 20160615
Time 10.41
INSTRUM FOURIER300
PROBHD 5§ mm DUL 13C-1
PULPROG zg

™ 16384
SOLVENT DMSO

NE 16

DS 0
SWH €103.51€ Hz
FIDRES 0.372529 Hz
»n 1.3421773 sec
RC 23.4509

oW £1.920 usac
DE 6.50 usac
TE 298.0 K
D1 3.00000000 sac
™0 1

= CHANNEL f1 =
300. 1818537 Mmz
18

13.00 usec
10.00000000 w

F2 - Processing parameters
sI 65536

sF 300.1E00000 Mmz
WO -

ssB 0

LB 0.30 Hz
cB 0

PC 1.00

L Lk
IR - - NN

6 5 4 3 2 1  ppm
Scale: 0.6079 ppm/cm, 182.5 Hz/cm

Figure 35. Compound 6i "H NMR spectrum
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Figure 36. Compound 6i *C NMR spectrum
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Figure 37. Compound 6j IR spectrum

Ttem Value
7| Sampie name To-10
3 | Sampie 1D
2 [ Opiion
S [intensity Mode STranemiiance
& | Apodization Happ-Genzel
9 | No.of Scans 10




Formula Predictor Report - TO10_12.lcd

Ciata File: CLabSolutions'Data'\Analiz'Blaya TO10_12 ked

Page 10f 1

Elmt | Val Min Max FEhmt | Val| Min Mex Bmt | Val  Min Max Use Adduct
H 1 10 40 [4] 2 2 3 Cl 1 1 1 H
C 4 10 26 F 1 v 1 Br 1 [ 0
M 3 5 B 5 2 3 3
Error Margin (ppm}: 3 DBEE Range: 9.0-15.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: no
Max lzotopes: 3 Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso R {3 10.00 MSn Logic Mode: AMD Max Results: 500
Event¥: 1 MS(E+] Ret Time:7.787 > 7.853 Sean#: 1183 1178
1.600=T+
1.400=T
1.200eT
1000 11§74
5330388
2.0008 513.0773
R
sizgaiz | | 07
ERLEECS 5340623
3140783
2.000=8 336.0608
l 515.0745 i
E i e
100.0 200.0 300.0 400.0 500.0 B00.0 700.0 500.0 500.0
Measured region for 3110788 miz
100.0~ 511.0788
139775
30.0+
3120812
5140735
0 . R e ) = . =l =L : j
511.0 311.3 312.0 912.3 213.0 31335 914.0 314.3
C20 H23 N6 02 53 CI [M+H]+ : Predicted region for 311.0806 miz
511.0806
100.0
50,0 ‘ 513.0778
_‘ ‘ 512.0831 I
J ll 314.0801
511.0 511.5 312.0 512.5 513.0 313.5 514.0 514.5
Rank Scomre Fommula (M) lon Meas.mfz  Pred mfiz Df (mDa) DFf {ppm) lso  DBE
1 3363 CZOH2ZIMEO253CI [M+H]+ 3110788  511.0806 -1 332 572 120

Figure 38. Compound 6j Mass spectrum



3.4782
3.3933
3.2801
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3.2355
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3.4812
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2.4999
2.4938

1.9199

1.7012
1.6886
1.6711

1.6599
1.5652

29

l¢ 8lsk)

o4 - b4 ~e o
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T
2 1 ppm
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E SRIARGALSERES
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Current Data Paramaters

NAME T0-10
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Data_ 20160616
Time 18.03
INSTRUM FOURIER300
PROBHD 5§ mm DUL 13C-1
PULPROG zg

| ™ 16384
SOLVENT DMSO
NE 16
DS 0
SWH €103.51€ Hz
FIDRES 0.372529 Hz
P 1.3421773 sec
RC 27.2983
oW £1.920 usac
DE 6.50 usac
TE 297.9 K
D1 3.00000000 sac
™0 1

CHANNEL f1 =
300. 1818537
18

13.00 usec
10.00000000 w

Processing parameters
65536

300.1B00000 Mz
=

0.30 Hz

1.00

G

T T T T T T T T
190 180 170 160 150 140 130 120 110

Figure 40. Compound 6j *C NMR spectrum
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2_| Sampie name TO-11
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4_| Option
S| intensity Mode SeTransmitiance
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3 | No.of Scans 0

Figure 41. Compound 6k IR spectrum



Fomula Predictor Report - TO11_13.cd Page 1 of 1

Data File: CLabSolutions\DatalAnalz'BKaya i TO11_13.Jed

Ebmt Wal Min Max FEimt | Wal Min Max  Eimt | Val | Min Max Use Adduct
H 1 10 40 [s] 2 2 3 Cl 1 [¥ 0 H
C 4 10 26 F 1 [ 0 Br 1 [ 0
M 3 7 7 5 2 3 3
Ermor Margin (ppm}: 5 DEE Range: 9.0-15.0 Electron lons: bath
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: no
Max lsotopes: 3 Isctope RI(%): 1.00 lsoinpe Res: 10000
M5n Iso RI (%) 10.00 M35n Logic Mode: AMD Max Results: 500
Event® 1 MS(E+] Ret Time: 7.547 -+ 7.573 Scan#: 1133 -= 1137
1.800eT
1.600eT
1.400eT
1.200=T 522 j035
1.000=T S44.0840
8. 0005
6.000=54 323.1055
4.000e6] 5240934 :\i-gﬁl
2 00054 ’
a ] . '] |
100.0 200.0 300.0 400.0 500.0 E00.0 700.0 B00.0 500.0
Measured region for 322 1035 m/z
100.0- 522.1033
50.04
523.1055
5240934
5231020
I} T T s T T L] Li T }h LI
S522.0 3223 523.0 523.3 5240 524.5 525.0 3255
C20 HZ3 N7 04 53 [M+HH : Predicted region for 322 1048 m/z
522.1046
1000
50.04 |
[ | 523107
l 3241028
522.0 3225 323.0 523.3 5240 5245 525.0 3235
1 5012 C20H23IMN7 04 53 [M+H]+ 3221035 5221046 -1 211 9283 130

Figure 42. Compound 6k Mass spectrum
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Current Data Paramaters

NAME T0-11
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Data_ 20160617
Tima 2.19
INSTRUM FOURIER300
PROBHD 5§ mm DUL 13C-1
PULPROG zg

™ 16384
SOLVENT DMSO

NE 16

DS 0
SWH €103.51€ Hz
FIDRES 0.372529 Hz
»n 1.3421773 sec
RC 45.1278

oW £1.920 usec
DE 6.50 usac
TE 297.9 K
D1 3.00000000 sac
™0 1

CHANNEL f1 =
300. 1818537 Mmz
18

13.00 usec
10.00000000 w

F2 - Processing parameters

34 65536

sF 300.1E00000 Mmz
WO -

ssB o

LB 0.30 Hz
cB 0

PC 1.00

£

|

Scale: 0.6079 ppm/cm, 182.5 Hz/cm

N -1198-
506

T 1
1 ppm

Figure 43. Compound 6k 'H NMR spectrum
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Figure 44. Compound 6k *C NMR spectrum
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Figure 45. Compound 61 IR spectrum



Fommula Predictor Report - TO12_14 lcd Page 10of 1

Data File: C\LabSolutions'Deta'Analiz\BKaya\ TO12_14.lcd

_Eimt_ Val Min Max _ Elmt WVal Min_Max _ Emt  Val Min_ Max Use Adduct
H 1 0 40 o 2 2 3 Cl 1 o [3] H
C 4 0 28 F 1 1 1 Br 1 0 4]
N 3 g 7 5 2 3 3
Error Margin (ppm): 3 DEE Range: 9.0-19.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: no
Max Isotopes: 3 Isotope RI (%) 1.00 Isotope Res: 10000
M35n Iso RI (%) 10.00 M35n Logic Mode: AND Mz Results: 300
Eventf: 1 MS(E+) Ret. Tme : 7.453 -» 7.520 Scan#: 1125 = 1128
2.200eT4
4851047
517.0803
456.1111
= T ]
4371083 180820
519.0888
ol - : L . , : :
1000 200.0 300.0 400.0 500.0 G00.0 700.0 800.0 300.0
Measured region for 435.1087 miz
4831087
100.0H
50.04
486.1111
4571063
433.1074
0 S N NS | | N —— ] . W | C—
435.0 485.5 438.0 436.5 437.0 457.3 438.0 438.5
C20 H23 N6 02 F 53 [M+H]+ : Predicted region for 483.1101 miz
4931101
100.0H
50.04 ‘
456.1126
| ] 457.1078
435.0 485.5 458.0 436.5 457.0 457.3 438.0 438.5
Rank Score Formula (M) lon Meas. miz  Pred. mfz Df. (mDa)  DF. (ppm]) Iso  DBE
76.00 C20H23 N8 02 F 53 M+H 433.1087 435111 -1.4 -2.83 7964 120

Figure 46. Compound 61 Mass spectrum
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Current Data Paramaters

NAME T0-12
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Data_ 20160617
Time 3.20
INSTRUM FOURIER300
PROBHD 5§ mm DUL 13C-1
PULPROG zg

™ 16384
SOLVENT DMSO

NE 16

DS 0
SWH €103.51€ Hz
FIDRES 0.372529 Hz
»n 1.3421773 sec
RC 31.198

oW £1.920 usac
DE 6.50 usac
TE 297.8

D1 3.00000000 sac
™0 1

= CHANNEL f1 =

300. 1818537
18
0o

13. usac
10.00000000 w

F2 - Processing parameters
34 65536
SF 300.1B00000 Muz
wWOW =
ssB 0
LB 0.30 Hz
[=:} 0
PC 1.00
- ol A th h
)1 AL Al ).Jl)k / T)Tk\ |
=) o] (@ (=) oS CNEE
& 38 8 I E
I T T T T T T T T T T 1
11 10 9 8 7 6 5 4 3 2 1 ppm
Scale: 0.6079 ppm/cm, 182.5 Hz/cm
Figure 47. Compound 61 "H NMR spectrum
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Figure 48. Compound 61 *C NMR spectrum
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Figure 49. Compound 6m IR spectrum



Formula Predictor Report - TO12_13.lcd

Data File: CLabSolutions\Daa\Analiz'\BKayaTO13_15.0d

P=ag= 10f 1

H 1 10 40 [a] 2 2 3 Cl 1 0 0 H
10 26 EBr 1 0 0

C 4 F 1 0 ]
N 3 7 7 ] 2 4 4
Errar Margin (ppm}: 3
HC Ratio: unlimited
Max Isotopes: 3
M35n Iso Rl %)k 10.00

Apply M Rule: yes
Isotope RI (%) 1.00
M35n Logic Mode: AMND

Event¥: 1 MS(E+] Ret Time: 7.720 -> 7507 Scan#: 1138 -» 1187

DBE Range: 3.0-15.0

Electron lons: both

Use MSn Info: no
lsotope Res: 10000
Max Results: 300

3.000e74
2.500e7
P 25T 478
1.500e7
1.000e7] oggs4ag | FEEHHTE
5.000=6] e
336.0574
E 1 i L
100.0 200.0 300.0 400.0 500.0 B00.0 700.0 B00.0 500.0
Measured region for 3340866 miz
100.- 53408585
50.0+
535.p8E0
536,
537.0847
o . e ; . : i :
5340 534.5 535.0 5355 5350 3355 537.0 5375
C21 K23 NT 02 54 [M+H}+ - Predicted region for 534 0563 miz
5340853
100,04
500+
535.0853
‘ 335.0844
J[ | 537.0838
5340 534.5 535.0 5335 536.0 3365 537.0 5375
Rank Scoe Fomula (M) lon Meas. mfz  Pred. miz DF (mD=) DF. (ppm) Isu DBE
1 8650 C21 Hza M7 02 54 M+H+ 534 0055 524.0069 K] 036 8650 140

Figure 50. Compound 6m Mass spectrum
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Current Data Paramaters

NAME T0-13
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Data_ 20160617
Time 4.22
INSTRUM FOURIER300
PROBHD 5§ mm DUL 13C-1
PULPROG zg

™ 16384
SOLVENT DMSO

NE 16

DS 0
SWH €103.51€ Hz
FIDRES 0.372529 Hz
»n 1.3421773 sec
RC 21.0402

oW £1.920 usac
DE 6.50 usac
TE 297.9 K
D1 3.00000000 sac
™0 1

CHANNEL f1 =
300. 1818537 Mmz
18

13.00 usec
10.00000000 w

F2 - Processing parameters
sI 65536

sF 300.1E00000 Mmz
WO -

ssB 0

LB 0.30 Hz
cB 0

PC 1.00

I, AL N L S
o oo ' ;™ ~ o o
E SlskE & [E82  ElEss

T T T T T T T T T
13 12 1 10 9 8 7 6 5 4 3 2 1 ppm
Scale: 0.7092 ppm/cm, 212.9 Hz/cm

Figure 51. Compound 6m 'H NMR spectrum
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Figure 52. Compound 6m "*C NMR spectrum
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Figure 53. Compound 6n IR spectrum



Fommula Predictor Report - TO14_16.lcd Page 1 of 1

Data Fie: CiiLabSolutions'\Data\Analiz\BKaya\TO14_16.lcd

Eimt WVal Min Max Elmt WVal Min Max Eimt | Val. Min Max Use Adduct
H 1 i 40 [ 2 2 3 Cl 1 ¥ 0 H
C 4 0 28 F 1 0 0 Br 1 0 0
M 3 7 7 5 2 4 4
Error Margin {ppm): 3 DBE Range: 9.0-19.0 Electron lons: both
HC Ratio: unlimited Apply M Rule: yes Us= MSn Info: no
Max lsotopes: 3 Isotope RI (3%); 1.00 Isotope Res: 10000
M3n lso RI (%): 10.00 MEn Logic Mode: AND Max Results: 300
Eventf: 1 MS{E#} Ret. Time : 8.000 -> 8.147 Scan# : 1201 -=» 1223
3.000e
274 F3E3
2.500e7
2.000e7
1.500 275.0531
e 275,551
1.000e?
276.0527 JeapooT
5.000e 43 1028 370.0832
= wl . S T T by T T T
100.0 200.0 300.0 400.0 500.0 ED0.0 J00.0 B00.0 200.0
Measured region for 348 1007 m/z
548.1007
100.04
50.4
549.1038
530.0885
351.1010
548.0 3483 545.0 34535 550.0 530.5 351.0 531.5
C22 H25 N7 02 54 [M+H]+ : Predicted region for 548.1025 miz
S548.1023
100.04
(i
50.H
345.1049
350.1002
| | \ } 5511018
; J i
— 7
548.0 34835 5459.0 3453 550.0 530.5 351.0 531.5
Rank_ Score Formula (M) lon Meas. miz_ Pred. mfz_ Df. (mDa)  DF. (ppm) Isn  DBE
91.18) CZ2 H23 N7 DZ 54 [M+H}+ 5481007 5481025 -1.8 -3.28 SEEH 14.0

Figure 54. Compound 6n Mass spectrum
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Current Data Paramaters

NAME T0-14
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Data_ 20160617
Time 5.24
INSTRUM FOURIER300
PROBHD 5§ mm DUL 13C-1
PULPROG zg
™ 16384
SOLVENT DMSO
NE 16
DS 0
SWH €103.51€ Hz
FIDRES 0.372529 Hz
»n 1.3421773 sec
RC 24.1454
oW £1.920 usac
DE 6.50 usac
TE 297.9 K
D1 3.00000000 sac
™0 1
= CHANNEL f1 =

300. 1818537 Muz
NUC1 18
P1 13.00 usec
PLW1 10.00000000 w

F2 - Processing parameters

sI 65536

SF 300.1B00000 Muz
wWOW E

ssB a

LB 0.30 Hz
[=:} o

PC 1.00

i G e

1" 10 9 8 7 6 5 4

3

HEEE
:

495 - f

T
1 ppm

Scale: 0.7092 ppm/cm, 212.9 Hz/cm

Figure 55. Compound 6n 'H NMR spectrum
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Figure 56. Compound 6n *C NMR spectrum
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Figure 57. Compound 60 IR spectrum



Fosmula Predictor Report - TO13_17 led Page 1of 1

Data File: C:\LabSolutions'DeE\Anabiz\BKaya\ TO13_17.lcd

_Emt Val Min Mx< _Emt WVal Mim Max _ Eimt Val Min_Max Use Adduct
H 1 i 40 ] 2 2 3 Cl 1 0 [1] H
C 4 0 28 F 1 0 ] Br 1 0 1]
N 3 7 7 5 2 4 4
Error Margin (ppm): 3 DEE Range: 3.0-19.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use M5n Info: no
Mz Isotopes: 3 Isotope R (3%:): 1.00 Isotope Res: 10000
M3n Iso Rl {%): 10.00 M35n Logic Mode: AMD Max Resuls: 300
Event®: 1 MS(E+) Ret. Time : 7.833 -> 7683 Scand# - 1148 -= 1135
3.000e7
282 p531
2.500e7
2.000eT4
1.500e7] 2830531
283.5502
1.000e7
5.000ek 2840308 ﬂtﬁﬁ 585.0776
i Tt e ebe = . + ' ,
100.0 200.0 300.0 400.0 S00.0 G00.0 J00.0 &00.0 S00.0
Measured region for 5364.0965 miz
564 DBES
100.0H
50.04
565.0985
566.0952
SE7.0578
0 =— f'.“‘-.-'-.-"'-ﬁ.—,‘-,.,,.,,.,...,,...,.*"T\. —
564.0 564.5 365.0 563.5 585.0 566.5 587.0 3615
CZ2 H25 N7 O3 54 [M+H]+ : Predicted region for 364.0874 miz
564 0974
100 I
5004 ‘ ‘
| ‘ 583.099%
36%6.0952
| | _
J J‘| \ 5670385
64.0 o64.3 a0 363.3 365.0 o66.9 367.0 T
Rank Score Fomula (M) lon Meas. mfz  Pred. mfz Df {mDa) DF. (ppm) Iso  DBE
1 890.08 C22H23 N7 03 54 M+H}+ 364.096%  384.0874 -0.5 -1.60 91435 14.0

Figure 58. Compound 60 Mass spectrum
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Current Data Paramaters

NAME T0-15
EXPNO 1
PROCNO 1

F2 - Acquisition Paramaters
Data_ 20160617
Time 6.26
INSTRUM FOURIER3IOD
PROBED 5 mm DUL 13C-1
PULPROG zg

™ 16384
SOLVENT DMSO

NE 16

DS 0
SWH €103.51€ Hz
FIDRES 0.372529 Hz
»n 1.3421773 sec
RC 17.9123

oW £1.920 usac
DE 6.50 usac
TE 297.9 K
D1 3.00000000 sac
™0 1

CHANNEL f1 =
300. 1818537 Mmz
18

13.00 usec
10.00000000 w

F2 - Processing parameters

sI 65536

SF 300.1B00000 Muz
wWOW E

ssB a

LB 0.30 Hz
[=:} o

PC 1.00

| U
! B B g

202

ij
o)
Q|
-l
I T T T T T T T

T
13 12 1 10 9 8 6 5 2 1 ppm
Scale: 0.7092 ppm/cm, 212.9 Hz/cm

Figure 59. Compound 60 'H NMR spectrum
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Figure 60. Compound 60 *C NMR spectrum
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Figure 61. Compound 6p IR spectrum



Fommula Predictor Report - TO16_18.led

Data File: CiLabSolutions'\Data\Analiz\BKaya\ TO16_18.lcd

Page 1 of 1

Eimt WVal Min Max Elmt WVal Min Max Eimt | Val | Min Max Use Adduct
H 1 10 40 4] 2 2 3 Cl 1 1 1 H
C 4 LLE F 1 o ] Br 1 0 0
M 3 7l T 5 2 4 4
Error Margin {ppm): 5 DBE Range: 9.0-15.0 Electron lons: both
HC Ratio: wnlimited Apphy M Rule: yes Use MSn Info: no
Mazx lsotopes: 3 Isotope RI (%) 1.00 Isotope Res: 10000
M5m lso RI (%): 10.00 M35n Logic Mode: AND Max Results: 300
Eventf: 1 M5(E+} Ret. Time:8.853 -> 8.960 Scan#: 13289 -» 1343
1.600e74
1.400e74
1.200e74
1.000e74
284 p234
80006
283.3247
£.000=8; 563 fasa
283.0260
40008 seznass | .
286.0234 2B6.5242 _ 70.0425
2.000e5 3770454 550.0276
1 582.0258
ol pi b b . . : . .
100.0 200.0 300.0 400.0 3000 EO0.0 T00.0 800.0 500.0
Measurad region for 568.0463 m/z
568.0488
1000+
570425
50.04
069.0453
571.p4534
5673 368.0 568.5 588.0 568.5 5700 370.5 370
C21 H22 N7 02 54 Cl [M+H[+ : Predicted region for 368.0473 miz
o68.0479
100.0+
m 570.0452
500+ H
‘ l 585.0303
[ \ ]lk 371.0472
567.3 368.0 568.5 569.0 569.5 570.0 370.5 571.0
Rank  Score Formuk (M) lon | Meas. mfz Pred.miz Df (mDa)  Df. (ppm) Iso  DBE
1 BI17 CZTHIZNTFOZS4Cl IM+H} | 36E.046%  3EE.047F -1.0 -1.76  ©64.40 14.0

Figure 62. Compound 6p Mass spectrum
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Current Data Paramaters

NAME
EXPNO
PROCNO

T0-16
1
p |

F2 - Acquisition Parameters

Data_
Time
INSTRUM
PROBHD
PULPROG
™

= CHANNEL f1 =

20160617
7.28
FOURIER300
§ mm DUL 13C-1
zq

16384

DMSO

1€

0

€103.516
0.372529
1.3421773
21.9267
81.920
6.50

297.9
3.00000000
1

usac
usec

sac

300. 1818537
18

13.00 usec
10.00000000 w

Processing parameters

65536
300.1B00000 Mz
=

JmJ ssB 0
LB 0.30 Hz
cB 0
PC 1.00
J; \_]L..L )J L/
- i,T«LL' r.-} "'.'}]‘a #’Héj.}
8 EER 3 8 [E3sE
T T T T T T T T T T T T T T 1
4 12 1 1 9 8 7 6 5 4 3 2 1 ppm
Scale: 0.7092 ppm/cm, 212.9 Hz/cm
Figure 63. Compound 6p 'H NMR spectrum
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Figure 64. Compound 6p *C NMR spectrum
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Figure 65. Compound 6r IR spectrum



Fommula Predictor Report - TO17_19.0cd Page 1of 1

Data File: C:\LabSolutions\De@Analiz\BKaya\ TO17_15.lcd

_Elmt_ Val Min Max Elmt Val Min Max _ Eimt  Val Min_ Max Use Adduct
H 1 0 40 8] 2 4 3 Cl 1 0 1 H
C 4 o 28 F 1 Q ] Br 1 0 4]
N 3 B 3 3 2 4 4
Error Margin (ppm): 3 DEBEE Range: 9.0-13.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use M5n Info: no
Mz Isotopes: 3 Isotope RI (3): 1.00 Isotope Res: 10000
MSn Iso RI {%): 10.00 M5n Logic Mode: AMD Max Results: 300
Eventf: 1 MS(E+) Ret. Time : 8.520 -= 3.960 Scan#: 1338 -= 1345
&. 0006
3.300e6
5.000e6
4 5006
4 000eE 379.pesT
3.500e64
3. 0006
25006
2.'5{'{'&5—' 254, " SER.D476 5800744
1.500e6 581.0634
1.000et 995 5242 290 0373 570.0428
5.000er 285 0272 n
H— ‘:_l.J.l.. rlh T AP E— ak 5?5"}512 l..l.. . r r
10400 200.0 300.0 400.0 F00.0 G00.0 7000 800.0 $00.0
Measured region for 379.0657 miz
780857
100.0
o0.04
580.0744
5381.0654
J 582.0713
0 .A""‘-.“--'—"'—.--,..,-"IT"‘*
578.5 579.0 ST8.5 580.0 S80.5 S81.0 581.5 582.0
C21 HZ2 NE 04 54 [M+H]+ : Predicted region for 378.0720 miz
373.0720
10004
50.04 ‘ |‘
| 380.0742
| | 531.0838
} | \ 582 0711
578.5 579.0 sS85 580.0 S80.5 581.0 581.5 582.0
Rank Score Formula (M) lon Meas. miz  Pred. mfz  Df (mDa)  Df. (ppm lsa DBE
78.85 C21H22 NE 04 54 MasHp 373.06597  379.0720 -2.3 -3.57 8517 15.0

Figure 66. Compound 6r Mass spectrum
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Current Data Paramaters
NAME

10-17
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Data_ 20160617
Tima 10.45
INSTRUM FOURIER300
PROBHD 5§ mm DUL 13C-1
PULPROG zg
™ 16384
SOLVENT DMSO
NE 16
DS 0
SWH €103.51€ Hz
FIDRES 0.372529 Hz
»n 1.3421773 sec
RC 25.6252
oW £1.920 usec
DE 6.50 usac
TE 297.9 K
D1 3.00000000 sac
™0 1
= CHANNEL f1 =
300. 1818537 Muz
NUC1 1B
P1 13.00 usec
PLW1 10.00000000 w
F2 - Processing parameters
sI 65536
SF 300.1B00000 Muz
wWOW =
ssB a
LB 0.30 Hz
[=:} o
PC 1.00
__.J LAAA? JLu"L N ol
I L ) L (W
) CANED @ & EIrPNE]
8 ua] qaq] lq Sqeq nqqq]
- o g - leule= = v=| |
T T T T T T T T T T T T T T
13 12 1 10 9 8 7 6 5 4 3 2 1 ppm

Scale: 0.7092 ppm/cm, 212.9 Hz/cm

Figure 67. Compound 6r 'H NMR spectrum
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Figure 68. Compound 6r *C NMR spectrum
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Figure 69. Compound 6s IR spectrum
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Figure 70. Compound 6s Mass spectrum
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Figure 72. Compound 6s *C NMR spectrum
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