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standard report Medicinal Chemistry

sample ID: racemische3

filename: C:\CLASS-VP\MEDCHEM\Data\Nourdin\Data\sep2003-3\racemi3
print time: 1/16/04 3:36:43 PM

sample description 15-11-01

Reshma heeft een vreemd verloop van de basislijn.
Van 0,0 naar 1,4 en de tweede blanco van 0,0 naar -1,4!!!!
Kolom 2 is gebruikt, druk is normaal.

Vandaar deze testrun!!!

"
1 AC-C-€ YA O\"
124
1.0
0.8 }
g OH )
i | Fmoc-NH
06 3
% N
vo€-4
04 i
| -~
0.2 ‘
0] -
(; - 2 - ;47 é é 1T0 1(2 1!4 16 18
Minutes
SPD-10Avp - 1
(inm)
pk # Namp
i i Area Percent
Retention Time Area
T 12.567 20817616 49.81
; 15.250 20972514 50.19

ﬂ/j 41790130 100.00
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standard report Medicinal Chemistry

sample ID: fmocBug?2-1
filename: C:\CLASS-VP\MEDCHEM \Data\Nourdin\Data\sep2003-3\fmocBug2- 1
print time: 1/16/04 4:16:31 PM
sample description {Sample Description}
20 !" N N o B o - T T o T
L
i
15 |
Fmoc-NH OH %%
: 0 o}
1.0 4 /

Volts
Q

0.5
J - i
00— — . — ~
0 2 4 6 8 10 12 14 16 18
Minutes
SPD-10Avp - 1
(214nm)
Pk # Name Retention Time Area Area Percent
1 12.433 14187378 100.00
Totals
14187378 100.00
SPD-10Avp - 2
(254nm)
Pk# Name Retention Time Area Area Percent q
1 12.433 41480560 0883 33,4y
2 14217 256579 0.61
3 15.883 233688 0.56 o.(é
Totals
41970827 100.00
einde
528



1.50 ~ B.CONC  PL-ELS1000

ELSD.met A-alkyn
A-alkyn -
Pk # 100
1.25
80
1.00 -
60
0.75 " 1
@ =’
3 g 00
a
0.50 - 40
0.25 - 20
QOO-} 5h~47 . 0
0 5 10 15 20 25 30 35 40
Minutes
einde

Line#:1 R.Time:0.677(Scan#:81) Positive
MassPeaks:801 BasePeak:648.70(38057)
RawMode:Averaged 0.192-1.980(23-237)

BG Mode:None

100— - e

90—

80—

70-

_Gh

“214.00 243.0
i T

200 240

50 5023552895 1563.50
i i

SRR K | TR DA T B

592.60

e 10 o ' Ci}_&
R ZT
O
Ir=
ZT
ibes
670.60 O

SO




0.25 - 100
0.20 |80
0.15
- 60
0.10 - E
I
40
0.05 -
0.00 | ‘ L‘-N ~ ) M 50
-0.05 -
—— -0
-0.10 T T T T T T T
0 5 10 15 20 25 30 35 40
Minutes
MS Spectrum
Line#:1 R Time:0.385(Scan#:46) Positive
MassPeaks 1801 BasePeak:538.55(122658)
RawMode: Averaged 0.224-0.778(27-93)
BG Mode:None
100—— - m T TgzgegT T T T — i —
R = .-iE
" &
80- N
' 59465 R2

= qu NH
70- HN.”'RT RQI'
O

v Boc-NH — O HN OMe
o SRS

40% 7

20--
: 494.50
10= 1730 {209.85
670705 55 1187.75
: 85, .
2029755 3715 4220 S5 35 ‘6‘56”& 68275 9073505793 .60 g6 90 929.25 1000.95 1073_001141,15910.3{26.003296,001367 75 |ags20 153135 1613.50 169895 1781.90 1853 30 1928.60

{ 766 846 920 1000 1080 1160 1240 1320 1400 1480 1560 1640 1720 1800 1880 1960

200 280 360 440 520 600 680
m/z

Suo



L.C Chromatogram MS Chromatogram

mAbs N - B height i
2 Ch1(220.0nm)*1.00 Coh
= © 2000000 "n
-
1500000 |
500 - .
1000000~
- Y
500000 - I
.
. , e
1 2 3 4 ! 2 3
min
Sample Information Item
Date and Time - 10/14/04 16:10:40 PM
User : Gebruikers
Vial # 163
Type : Unknown
Sample : BocBugProGlyOme
Sample ID : ” /
Sample Amount : 1.000000
Dilution Factor - 1.000
1S Amount : [1]=1.000 N
Inj. Volume :30.000
Calib. Level 01 BOC'NH
Data Name : C:\class8k\User\Data\Nourdin\important files\BocBu

Method Name . C:\class8k\User\Method\mz users\200-750.qlm
Report Name : 8 O N /YOME

Tuning Name - C:\class8k\User\Tuning\120298ESIPOS.QLT H
Background Name :
SIS (1=)<Comment>

MS Spectrum

Line#:1 R.Time:0.385(Scan#:46) Positive

MassPeaks:551 BasePeak:418.35(483064)

RawMode: Averaged 0.289-0.676(35-81)

BG Mode:None

100 Tt T e 41833 T

90 -

80--

70 296.15

60 -

I
f)

40~

v
<

36225 43435
251.05 182 42525
235 25205 59555 33a15 3686538733
iR A LA G

- | 449.55468.85 49750 554.10 58165 60635
200 230 260 290 320 350 380 410 440 470 500 330 560 390 620

S4i

63610 656.20 6843070343

650

680

min

710

TIC@!
*1.00

735.15

m/z



TIFsE ™~ ™ _ 4 AR 022l a8

Line#:1 R.Time:0.318(Scan#:38) Positive
MassPeaks: 801 BasePeak:405.35(279123)
RawMode:Averaged 0.224-0.927(27-111)

BG Mode:None

100~ R e

90~
80~

70-"

60

40~

30—

- 406.45

: 296 25
. 2229525105 28115 32430

L 43150 , 471.20

MS Spectrum

52745

449.45

1

578.80 614.85 |

543.30 648.65

, 688.50 720.40 749.05

HN-00d

.

ZT1

SN0

776.80

8525 82475 §5715886 10 933.80 96225

HI

200 240 280 320 360 400 440 480 520 560 600 640 680 720 760 800 840 880 920 960
m/z
B.CONC " PL-ELS1000
150 ELSD.met B-alkyn
B-alkyn —
Pk # 100
1.25
80
1.00
" 60
s 075 =
[+%
40
0.50
0.25 P20
|
|
0.00 ML L _~ 0
0 5 10 15 20 25 30 35 40

einde

Minutes

S4z




1.4
100
1.2 4
80
1.0 4
0.8 F 60
8
0.6 &
F 40
0.4
L 20
0.2 -
0.0 t Fo
0 ‘ I ’ ! T T T
5 10 15 20 25 30 a5 0
Minutes
PTG
MS Spectrum
Line#:1 R Time:0.410(Scan#:49) Positive
MassPeaks: 1801 BasePeak:395.25(162001)
RawMode: Averaged 0.238-0.844(28-101)
BG Mode:None 0
IOO'? ceeTigegayT T T -
90 N H 0]
' o H OMe
80-- j h
Boc-NH—, B Q
. (0]

70 - 10

60 -

30 -

- 33115 901.65
40-

- 489.40
30

: 923.80

i

20— l

- ‘ 939.60

- ! ‘

: 45135 i
10~ ; ?24.75

: ! 49050

|

- 473.50
] ’ 695.70
" 307530420, {73035 | | J1770 58755  670.70124.45 78990 86775
T ‘m\\M:"W\H‘,'\‘\H\H\H‘\M\\\

500 280 360 440 520 600 680 760 840 920

3"‘70 10303‘5 1119.80 1193.55 1284.00 1371 20 1455.40 152985 1606.75 1687.70 1762.351831.50 1915.00
1000 1080 1160 1240 1320 1400 1480 1560 1640 1720 1800 1880 1960
m/z
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i

“mAbs

LC Chromatogram

Sample Information Item
Date and Time

min

- 10/1/03 16:27:23 PM

height

MS Chromatogram

450000 -
400000,

3
3
2
2
1
1

50000
00000
50000 -
00000
50000 -
00000~
50000 -

0—

(A
|
A

*"ﬁ'{’f‘h‘,jm\( w'y,t'!f e,

s ,‘Y{LU“\ “ql", l‘."',\x JJ,J'?»“,‘L,IV ik l‘,-,.,‘;‘vbla ?‘YJ,L";'J]'W,{

|

min

User : Gebruikers
Vial # 10
Type : Unknown
Sample . AP-76
Sample ID :
nple Amount - 1.000000 0 nBu Q
ution Factor : 1.000 H H Ohde
IS Amount : [1]=1.000 »\/]’L
Inj. Volume 30.000 Boc-KH H M
Calib. Level 11 0 H H 0
Data Name : C:\class8k\User\Data\Alex\Important files\AP-76.¢ o
Method Name : C:\class8k\User\Method\mz users\200-1000.qim 11
Report Name :
Tuning Name : C:\class8k\User\Tuning\120298ESIPOS.QLT
Background Name :
MS Spectrum
Line#:1 R.Time:0.543(Scan#:65) Positive
MassPeaks:801 BasePeak:618.60(41407)
RawMode:Averaged 0.359-0.690(43-83)
BG Mode:None
100 - - 61860 o
90--
80~
10“5
60~
50~
40-
30~
20~
63460
10-
: 49595 gu0as
- i 61590 913 05
© 2200024805 27805 w1505 % 37708 407,05 435.00 469.00 ‘rogl‘m‘ |558v905869? | L 65770 686.60 727‘?5 73970 19455 82350 85945 g9p10 | 9340
il I sttt el et bbbl bt A A
300 240 280 320 360 400 440 480 520 560 600 640 680 720 760 800 840 880 920 960

Sy



Line#:1 R.Time:0.285(Scan#:34) Positive
MassPeaks:801 BasePeak:762.60(138558)
RawMode:Averaged 0.224-0.867(27-104)
BG Mode:None

MS Spectrum

100 = —— T ~ exso
i
H O H O nBu H O ‘
N A A N A %
Boc-NH H ﬁ H Me ‘
|
|
12 !
50—
40~
E 784.65 |
E |
: 662,60 i
20~
10— 706.80 :
. i 564.85 782,55 |
223,05 26405 294.05 33305 37%405 S5 4460047395 %% 53795 £57785605.90,63633 ]§76 70 ills 7074735 80155 BIS90 5508933592225 96130 |
R T T s | AR i e T R N G e S i S L R e R LA T f i R L R
200 240 280 320 360 400 440 480 520 560 600 640 680 720 760 800 840 880 920 960
- 1Y) 1o zu e SU m/z
Minutes
12 B.CONC PL-ELS1000 o
o ELSD.met — C-alkyn
C-alkyn —
Pk # e - 100
10 ’ :
ir 80
0.8
60
0.6 ' -
2 =
Z 8
> 5]
) o
i - 40
0.4 - i
02 : ‘ 20
N
ook ILL A 0
’ I
|
H N 0 T - o T L T 1
0 5 10 15 20 25 30 35 40
Minutes

einde

Sy




Line#:1
MassPeaks: 1801

MS Chromatogram

- 100
0.3 ] L
- 80
0.2 1 LFSO
€
®
7 o
40
0.1 L
20
L J\-—-—-—-—
0.0 1 0
“ b
- T T I S— N T T T
0 5 10 15 20 25 30 35 40
Minutes

R.Time:0.352(Scan#:42) Positive

BasePeak:708.75(53454)

RawMode:Averaged 0.234-0.741(28-89)

BG Mode:None

100
90
80-
70-

60-

n
<

40~

200 280

246.00 316.00 383 19442.30

MS Spectrum
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MS Spectrum ! ,
Line#:1 R.Time:0.310(Scan#:37) Positive

=
% T
MassPeaks: 1801 BasePeak:996.75(16420)

KawMode:Averaged 0.257-0.751(31-90)
B¢3 Mode:None
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60—

40-

A
N
H
UL-HNOD

[qu]
20
1D18.65
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553.65 $i3l0
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Line#:] R.Time:0.335(Scan#:40) Positive
MassPeaks:1801 BasePeak:972.70(62523)
RawMode:Averaged 0.257-0.677(31-81)
BG Mode:None

100

90—
80—

70 -

40

45125

20~

507.70

200 280 360 440 520
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840 920

MS Spectrum
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] + 60
§ 04 b
- 40
0.2
20
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0 5 10 15 20 25 30 35 40
Minutes
M=) omment>
MS Spectrum
Line#:1 R.Time:0.335(Scan#:40) Positive
MassPeaks: 1801 BasePeak:940.80(21612)
RawMode:Averaged 0.215-0.778(26-93)
BG Mode:None
100 = e T T —ois
90
918.70 O O
: N
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50~ i
|
40~ 937,95
: R
30-
20 24520 1396.65
86120 ||
10- 450.95 62??-25 ! e o
: 32325 5 4 16 .
X ' 439;0 523.2058‘(;);45 [ 313 gp10 e 126001514 45 57144640 148575 e
L0 g 4190055 <ee s o Hﬁ 733‘% CTAL 1001 10 1076.49 158 55 B 130170 137ESR° 1 489 05 158105 165,50 1738.25 1813.08857.75 194040
. At i g il (ATE DT T I‘MIMHH:HU b g nfuu it i it ‘ ‘ RS kADMELR ‘ i -uwx ‘h? T i L T |.x|‘
200 280 360 440 520 600 680 760 840 920 1000 1080 1160 1240 1320 1400 1480 1560 1640 1720 1800 1880 1960

Sy

m/z

Percent



T6A 9V IssEN

ENe

gezz T8I ‘reylusunid

9g€zZ TIeL ‘UTSTA

¥DI: -ax303ds

ZTDOCZHO+HOEHD: "wsbsT
pIepuels ISUIDIXS: “IDI9Y
sodrsd: °“STUOT
HUNUTISOqUIDIUSSSEN : Bunssan

10-860-ON-3Nd :9sATeuy

LLLTG *9©TTd
Z¥:ST $002°60°0¢

(eN+HW) €€ZZE€E€ 919 :9TIOSUL

8OTEeNGNLVH6CZO

w1210 Jop dOJOS] u2)s3yyng

€V v TeN GO 9N G¥H ZED

- 26°C- TeN TO €N €pH TPD

LZ 2 TeN 60 ZN 6VH 1t€O

gz ¢ TeN $O 6N €¥H 0€D

60 C— TeN LO 8N S¥H LZO

[ 760°0 TeN 80 GN L¥vH 623

(wdd) “3ITA SSEen “J3Ip sseu Ad

9 (seTnWIO pojelnd[ed JOo ISqunN
-1 0T-T 0T-T 00T-T 00T-T
eN (6] N H 9]
:sIsqunu woje JO UOTIDTIISSYU
nooecoo-o : 7T ©OURIDTOL SSBHW

ﬁ\wﬁmmm.wﬁw L (8T) MGS000°0 + NBZITEE 919 rpaydjeu sq 03 SSBH

J

| Wap JRE UDIAISE] UI[YEZUISSEIN pun andimagaenyR[oN 2uaqadaBuy wux 16161 ¥OOT60°0T K

qrisseiN



T6A QUISSTIN

(eN+IW) 8TCT0C €LY :9TI09YL
TeNLOVNOEHTZO
oL
O
eN +
HN-J0g
ms_o I oH«l
O
12°9 TeN 7O SN 8CH %ZDO
€T G~ TeN SO 0IN 9CH LTID
I1°6- TeN 0TO €N ZtH 81D
6€° ¢ TeN 80 IN Zt€H €20
3 , LE"E TeN €0 8N 9CH ZZo
sece T184 | TEUATETTIE 62 T~ TeN 90 LN 8ZH 61D
9EZZ T™L "UT=STA ; TeN L0 7N
NDI: - x2309ds (udd)
ZTOZHO+HOEHD: "wsbsT
pIRPUR]S IDUIDIXD: " IDISY L ISeTnWIOd PO3RINOTed JO IsqunN
sodlisg: °~STIuoIl I-T 0¢-1 0T-1T 00T-T 00T-1
AunUMITISSqUTSJ USSP : Bunssapn 2N O N H o)
- T . :sI9qUMU WO3e JO UOTIDTIAISDY
00-Z80-ON-dNd :9sATeuy n00E00 " 0 : ¥ 50ULISTOL SSEW
L99TS OTTH ] ) . )
8G:9T P00Z 60 %1 9600C €LY = (®T) NGG000°0 + NOTP00Z €LY ‘PaYdDIeW SF 03 SSBR

sk [WAWAF 19p dojos] umsTNEY Wop Jnr UDIISRQ UIYRZUISSEIN PUN YOIMITIRINYSION 2UQTIBUY 4as 6591 +0ONT 60 F1

ST

/

(leqmmaz




COA YlISSEN

~ ™

(eN+H) 09TGLE 0EL ®TIOSBUL
O0TOTeNLNEGHEED
u\.lZ
o= \\[O
N O
ENe &
——=Q
o) N
o
o) L
SN on
o\(z 58" €~ TeN zO 8N L¥H £€¥D
: V8- €~ TeN LO TN €GH 79O
= 67" € TeN TO €N 6%H 06D
AR TeN €TO 9N GGH 0€D
90" € TeN LTO 6N LGH TZO
9¢€°¢ TeN TIO #N GGH G€D
A A TeN €0 SN 6%H G¥D
AR TeN 60 OTIN TGH T€D
1€ T~ TeN PTO €N LGH Z€D
"0- eN 0Z0 8N
Se7z “Te1 'Ieuaueunta a0 TeN G0 iN tan fE)
9€ZZ TdL ‘UurSTd -
. 8T 0— TeN $0 ¢N 1GH LvD
¥OI: "a309ds (wdd) " 33TA SSeR "JJTp Sseu &g
ZTOZHD+HOEHD: "wsbBsT :
pIepurls JISUID]}Xo: IDIdY 7T :sSeInWIOd PS31e[NOIRD JO Iaquni
sodIsd: "STuoIl -1 0Z-T OT-T 00I-T  00T-T
pUNUWIT3SOqUTaJ USSP : bunsssiy eN O N H o
- o TosAte :SISqUINU WO3® JO UOTIDTIAISIY
£0-960—-DN-HNJ Teuy np0E00 -0 . ; Doueioiol SSEW
Z6LTS o114 ) . . .
€5:80 p00Z 60" T2 8LTLE 0EL =| (2T) NGS000°0 + NEZIVLE 0EL PIAYDIBW 8(F O3 SSBH

. QM\HWW“E ek jWIRWIB[S 19p dojosy usIsSINEY WP Jne ualdlseq US|YBZUISSEIA pun yo1madIe N[O auaqaBa3UVy wux G180 YOOT 6017~




009 G/ 099 mwm oom mﬁq 0S5y Sgv 00y G/€ 09€ Sge 008 Gl 0SZ §2¢ 007 6L 05l 6ZL 001 gL 08
Zjw : i ;‘ 4::_ - BAaninen sas _4:_1_44:%;?:;ﬁ:_t: +-=+0
veeh VIvl
b'1€s v'8sy €'60% 1'992 n i
. G
£'e9¢ |
Shi 1'69) ‘
Q q o
SN N
B i
v 1S
£Z9v ¢80
S n
‘\\, 3
¢uN N
FA N
%
Z 2
#IZO,\_V
, l‘ I‘l N
\.. H 5 Iz.g L
¥'665 O NH o“ml.
a0 NH O H NH
e
@) —_— 0O
:.» -
. N
e
\
mx_/,
€16
i
1999'9 v'9.g 00}

+S39/6 Jo siejybneg

B1:1) wO (£8€2) ¥1 ZSWSWILVYIAON

G00c-1eN-80

0Z @2

$53



