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Figure S5 The LC-MS spectrum of LDX and its impurities

(a) The LC chromatogram of LDX and its impurities;
(b) The MS spectrum of Imp-L;

(c) The MS spectrum of Imp-M;

(d) The MS spectrum of Imp-A;

(e) The MS spectrum of Imp-H;

(f) The MS spectrum of LDX;

(g) The MS spectrum of Imp-E;

(h) The MS spectrum of Imp-D;

(i) The MS spectrum of Imp-B or C;
(j) The MS spectrum of Imp-K;

(k) The MS spectrum of Imp-G;

(I) The MS spectrum of Imp-F;

(m) The MS spectrum of Imp-]J.
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Figure S6 The spectrum of Imp-B and Imp-C in normal-phase chromatography




FigureS7 The spectrums of LDX and its impurities
(X-1) the "H NMR spectrum of LDX;
(X-2) the 3C NMR spectrum of LDX;
(X-3) the DEPT spectrum of LDX;

(X-4) the IR spectrum of LDX;

(X-5) the HRMS spectrum of LDX;
(A-1) the 'H NMR spectrum of Imp-A;
(A-2) the 3C NMR spectrum of Imp-A;
(A-3) the DEPT spectrum of Imp-A;
(A-4) the IR spectrum of Imp-A;

(A-5) the HRMS spectrum of Imp-A;
(B-1) the 'H NMR spectrum of Imp-B;
(C-1) the 'H NMR spectrum of Imp-C;
(C-2) the ¥C NMR spectrum of Imp-C;
(C-3) the DEPT spectrum of Imp-C;
(C-4) the HRMS spectrum of Imp-C;
(D-1) the "H NMR spectrum of Imp-D;
(D-2) the 3C NMR spectrum of Imp-D;
(D-3) the DEPT spectrum of Imp-D;
(D-4) the HSQC spectrum of Imp-D;
(D-5) the HMBC spectrum of Imp-D;
(D-6) the enlarged view of the HMBC spectrum of Imp-D;
(D-7) the IR spectrum of Imp-D;

(D-8) the HRMS spectrum of Imp-D;
(E-1) the '"H NMR spectrum of Imp-E;
(E-2) the 3C NMR spectrum of Imp-E;
(E-3) the DEPT spectrum of Imp-E;
(E-4) the HSQC spectrum of Imp-E;
(E-5) the HMBC spectrum of Imp-E;

(E-6) the enlarged view of the HMBC spectrum of Imp-E;
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(E-7) the IR spectrum of Imp-E;

(E-8) the HRMS spectrum of Imp-E;
(E-1) the 'H NMR spectrum of Imp-F;
(F-2) the 3C NMR spectrum of Imp-F;
(F-3) the DEPT spectrum of Imp-F;
(F-4) the IR spectrum of Imp-F;

(F-5) the HRMS spectrum of Imp-F;
(G-1) the "H NMR spectrum of Imp-G;
(G-2) the 3C NMR spectrum of Imp-G;
(G-3) the DEPT spectrum of Imp-G;
(G-4) the IR spectrum of Imp-G;

(G-5) the HRMS spectrum of Imp-G;
(H-1) the '"H NMR spectrum of Imp-H;
(H-2) the 3C NMR spectrum of Imp-H;
(H-3) the DEPT spectrum of Imp-H;
(H-4) the HMBC spectrum of Imp-H;
(H-5) the enlarged view of the HMBC spectrum of Imp-H;
(H-6) the HSQC spectrum of Imp-H;
(H-7) the COSY spectrum of Imp-H;
(H-8) the enlarged view of the COSY spectrum of Imp-H;
(H-9) the IR spectrum of Imp-H;
(H-10) the HRMS spectrum of Imp-H;
(J-1) the '"H NMR spectrum of Imp-J;
(J-2) the 3C NMR spectrum of Imp-J;
(J-3) the DEPT spectrum of Imp-J;

(J-4) the HRMS spectrum of Imp-J;
(K-1) the 'TH NMR spectrum of Imp-K;
(K-2) the 3C NMR spectrum of Imp-K;
(K-3) the HRMS spectrum of Imp-K;

(L-1) the '"H NMR spectrum of Imp-L;



(L-2) the 3C NMR spectrum of Imp-L;

(L-3) the DEPT spectrum of Imp-L;

(L-4) the IR spectrum of Imp-L;

(L-5) the HRMS spectrum of Imp-L;

(M-1) the '"H NMR spectrum of Imp-M;

(M-2) the 3C NMR spectrum of Imp-M;

(M-3) the DEPT spectrum of Imp-M;

(M-4) the COSY spectrum of Imp-M;

(M-5) the HSQC spectrum of Imp-M;

(M-6) the HMBC spectrum of Imp-M;

(M-7) the enlarged view of the HMBC spectrum of Imp-M;
(M-8) the enlarged view of the HMBC spectrum of Imp-M;
(M-9) the HRMS spectrum of Imp-M;

(N-1) the 'TH NMR spectrum of B-3;

(N-2) the 'TH NMR spectrum of B-2;
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LDX IR
X-5 Qualitative Compound Report
Data File 20160630-017.d Sample Name LYBBA-1
Sample Type Sample Position Vial 50
Instrument Name Instrument 1 User Name
Acq Method IRM Calibration Status
DA Method MS.m Comment N20160530015
Compound Table
[jl"
Compound Label RT Mass Abund Formula Tgt Mass | (ppm)
Cpd 1: CI15H25 N3 © -0.24 263.2004 1178593 C15H25 N3 O 263.1998 2.3
Compound Label RT Algorithm Mass
Cpd 1: C15 H25 N3 O -0.24  Find By Formula 263.2004
MS Zoomed Spectrum
%10 & |Cpd 1: ©15 H25 N3 O: +ESI Scan (-0.24 min) Frag=170.0V 20160630-017.d Subtract
1.2 * 2642076
(MHH)+
14
H NH,
0.84 N
\n/'\/\/\NHZ
081 CH; O - 2MeSO;H
0.4
LDX
0.2
0

200 205 210 215 220 25 230 235 240 245 250 255 260 265 270 275 280
Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

[m/z [Calcm/z __|Ditf(ppm) _ [Abund [Formula TTon ]

| 264.2076] 264.207) 23] 1178s03fciswre Nz O [(Me1)+ |
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A-5

Qualitative Compound Report

Data File 20160706-001.d Sample Name Int-3
Sample Type Sample Position Vial 76
Instrument Name Instrument 1 User Name
Acq Method IRM cCalibration Status
DA Method MS.m Comment N20160706003
Compound Table
Dift |
Compound Label RT Mass Abund Formula Tgt Mass | (ppm)
Cpd 1: C9H13 N 0.17 135.1048| 264278 CO9HI3N 135.1048 -0.11
Compound Label RT Algorithm Mass
Cpd 1: C9H13 N 0.17 Find By Formula 135.1048
MS Zoomed Spectrum
%105 |Cpd 1: €9 H13 N: +ES| Scan (0.17-0.19 min, 2 scans) Frag=160.0V 20160706-001.d Subtract
136.1121
2.5 (M)
2 ©/\( NH,
1.5 CH,
14 Imp-A
119.0849
0.54
85 90 95 100 105 110 115 120 125 130 135 140 145 150
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
|m/z [Calcm/z __|Diffippm) | z [Abund JFormula |Ion |
| 136a121]  136.1121] -0.11] 1 | 264278[co Hi4 N [(m+H)+ |

1 MS0-d6+D20
Semple Name: 1-R3L4

B-1

n NH

NH,
- 2MeSO;H
Imp-B

'HNMR DMSO

400 MHz
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Semple Name: impurity C

u b
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C-4 Qualitative Compound Report
Data File 20160630-015.d Sample Name Impurity C
Sample Type Sample Position Vial 49
Instrument Name Instrument 1 User Name
Acq Method IRM Calibration Status
DA Method MS.m Comment N20160630031

Compound Table

Dift |
Compound Label RT Mass Abund Formula Tgt Mass | (ppm)
Cpd 1: CI15H25 N3 © -0.25 263.1997| 660907 CI5H23 N3 O 263.1998 -0.37
Compound Label RT Algorithm Mass
Cpd 1: C15 H25 N3 O -0.25  Find By Formula 263.1997

MS Zoomed Spectrum

x10 5 |Cpd 1: ©C15 H25 N3 O: +ESI Scan (-0.25--0.21 min, 4 scans) Frag=170.0V 20160630-015.d Subtract

264 2069

61 (M+H)+

54 u b

al ©/\‘/N\n/\/\/\NHZ

N CH, (¢} + 2MeSO;H

5 Imp-C

14

o |

200 205 210 215 220 25 230 235 240 245 250 =255 260 265 270 275 280
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
[m/z [Calcm/z __|Ditf(ppm)__[Abund |Formula [Ton |

| 264.2069] 264.207) -0.36] 660007]C15 H26 N3 O [(Ma+H)+ |

--- End Of Report —
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Imp-D
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Qualitative Compound Report

Data File 20160701-001.d Sample Name Impurity D
Sample Type Sample Position Vial 52
Instrument Name Instrument 1 User Name
Acq Method IRM Calibration Status
DA Method MS.m Comment N20160627018
Compound Table
Dift |
Compound Label RT Mass Abund Formula Tgt Mass | (ppm)
Cpd 1: C21 H37 N5 02 -0.32 391.2952( 239384 C21 H37 N5 02 391.2947 1.31
Compound Label RT Algorithm Mass
Cpd 1: C21 H37 N5 02 -0.32  Find By Formula 391.2952

MS Zoomed Spectrum

x10 5 |Cpd 1: ©21 H37 NE O2: +ESI Scan (-0.32--0.27 min, 4 scans) Frag=180.0V 20160701-001.d Subtract

2.254
24
1.754
1.5
1.254
14
0.754
0.5
0.25
1]

(0]

NH,
H HN  NH, . 3McSO3H

N

NH,

Imp-D

382
(M+]

025
H)+

325 330 335

MS Spectrum Peak List

340 345 350 355
Counts vs. Mass-to-Charge (m/z)

360 365

370 375 380 385

390

|m/z | Calc m/z

[Diff{ppm)

|Abund  [Formula

|Ion |

| 392.3025] 392.302)

1.32] 230384[C21 H38 N5 02

|(M+H)+ I

-—- End Of Report —
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NOo.: 201620621
Solvent: DMSC-d&
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— . e - . i e . [
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180
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NO.: 201620621
Sclvent: DMSO-dé (_‘><7

Sample Name: Imp-E BRUKER

E161
17
E_6 16 NH,* H o
AN Mg o3 2 s N 162
14 > A4 Y 6 E 20722 3
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The the enlarged view of the HMBC spectrum of Imp-E

24



E-7

E-8

Imp-E IR

Qualitative Compound Report

Data File 20160630-019.d Sample Name Impurity E
Sample Type Sample Position Vial 51
Instrument Name Instrument 1 User Name
Acq Method IRM Calibration Status
DA Method MS.m Comment N20160627019
Compound Table
Dift |

Compound Label RT Mass Abund Formula Tgt Mass | (ppm)

Cpd 1: C21 H37 N5 02 -0.05 391.2954| 66624 €21 H37 N5 02 391.2947 1.66|
Compound Label RT Algorithm Mass
Cpd 1: C21 H37 N5 02 -0.05  Find By Formula 391.2954
MS Zoomed Spectrum

x10 4 |Cpd 1: C21 H37 N5 ©2: +ESI Scan (-0.05--0.03 min, 2 scans) Frag=180.0V 20160630-019.d Subtract
392.3027
54 (MHH)+
s u N o
©/\(N\n/k/\/\NJ\_/\/\,NHz
i ~ H 2

4 CH; © - 3MeSO;H  NH,

3 Imp-E

2

4142843

(M+Na)

MS Spectrum Peak List

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

m/z Cale m/z Ditf(ppm) z |Abund ]Formula Ion
302.3027 302.302 1.66 66624|C21 H38 N5 02 (M+H)+
414.2843 414.2839 0.82] 1 4866|C21 H37 N5 Na 02 (M+Na)+

Imp-E HRMS
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Sample Name

F-1

NM NHBoc
CH; O

: impurity F

u NH

Imp-F BCNMR CDClz 101 MHz
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Imp-F
I
I
I
|" I
| i M ,|\ ||'
L S JAVAN
i} T L T
T T T T T T T T T T T T T — — ‘u - T _‘u T T T T
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NO.: 201611802 P P % 2 ZoEn =3
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Imp-F
l
1
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1
1
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f1 {ppm}

100 T 5

o
F-4 o5 | ue
D:\d5ta\N20160622003. SPA
disk KBr
90 | MICOLET 670 FT-IR
Fri Jul 08 14:33:33 2016

%Transmittance

Imp-F DEPT CDClIs
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20
15 i
10 »
3000 2000 1500 1000 500
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F-5 Qualitative Compound Report

Data File 20160701-003.d Sample Name Impurity F
Sample Type Sample Position Vial 53
Instrument Name Instrument 1 User Name

Acq Method IRM Calibration Status

DA Method MS.m Comment N20160622003

Compound Table

Dift |
Compound Label RT Mass Abund Formula Tgt Mass | (ppm)
Cpd 1: C20 H33 N3 O3 -0.25 363.2522| 324479 C20 H33 N3 03 363.2522 -0.03
Compound Label RT Algorithm Mass
Cpd 1: C20 H33 N3 03 -0.25  Find By Formula 363.2522
MS Zoomed Spectrum
%10 5 |Cpd 1: €20 H33 N3 03: +ESI Scan (-0.25 min) Frag=180.0v 20160701-003.d Subtract
364.2595
3 (M+H)+
2.5
H  NH,
2
N\n)\/\/\NHBoc
154 CH; O
1] Imp-F
0.5
300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380

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

MS Spectrum Peak List
|m/z [Calcm/z __|Ditf(ppm)__[Abund [Formula |Ion |

| 364.2505]  384.2505) -0.01] 32447920 H34 N3 03 [(MaH)+ |

Imp-F HRMS

G-1

NMNHZ
CH; O

Imp-G HNMR CDCls 400 MHz
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N20180602021 B 2 ] = = T
NO. 81 2 g = = = 7
Solve N i T 4 W % 1,
Semple Name: impurity-G H
1
u  NHBoc
N\n/'\/\/\NHz
CH; O
Imp-G
I
|
I
. | | !
R J AR "
T T T T T T T T T T T T T T T T T T T T T T
210 200 190 180 170 160 150 140 130 120 110 100 a0 80 0 (] 50 40 0 20 10 0
1 (ppm}
Imp-G BCNMR CDCls 101 MHz
3 i3 ds
Semple Name: impurity G I
. II:II NHBoc
G'3 \n/k/\/\NH2
CH; O
Imp-G
1
1
I
I
I
T T T T T T T T T T T T T T T T T T
mn 160 150 140 130 120 110 100 90 B B0 0 B0 50 40 30 20 10 0

Imp-G  DEPT  CDCls
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- 55 -1 . disicKBe iRt
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R 45 = a2
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x w
25 3
20
15
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=
5 g
4000 300Q 2000 1500 1000
Wavenumbers (cm-1)
Imp-G IR
G-5 Qualitative Compound Report
Data File 20160701-006.d Sample Name Impurity G
Sample Type Sample Position Vial 55
Instrument Name Instrument 1 User Name
Acq Method IRM Calibration Status
DA Method MS.m Comment N20160615001
Compound Table
Dift |
Compound Label RT Mass Abund Formula Tgt Mass | (ppm)
Cpd 1: C20 H33 N3 O3 0.06 363.2517| 165528 C20 H33 N3 03 363.2522 -1.27
Compound Label RT Algorithm Mass
Cpd 1: C20 H33 N3 03 0.06 Find By Formula 363.2517

MS Zoomed Spectrum
4«10 5 |Cpd 1: ©20 H33 N3 03: +ESI Sean (0.06-0.08 min, 2 scans) Frag=180 0V 20160701-006 ¢ Subtract
364.2590
1.6 M+
1.4
1.2+ H  NHBoc
14 NMNHZ
0.81 CH; O
0.6 Imp-G
0.4
0.2
o T ; 7 T 7 T T 7 7 T T 7 T ; 7 : 7
300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
[m/z [Calcm/z _ |Diffippm] _|Abund [Formula [Ion |
| 364.250]  364.2505] -1.27] 165528]C20 H34 N3 03 [(M+H)+ |
Imp-G HRMS
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Semple Name: impurity H

NH,
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ce

%Transmittan

H-10

Imp-H

IR

Qualitative Compound Report

Data File 20160701-008.d Sample Name Impurity H
Sample Type Sample Position Vial 57
Instrument Name Instrument 1 User Name
Acq Method IRM Calibration Status
DA Method MS.m Comment N20160622004
Compound Table
Dt |
Compound Label RT Mass Abund Formula Tgt Mass | (ppm)
Cpd 1: C27 H49 N7 O3 -0.26 519.3903| 91317 C27 H49 N7 03 519.3897 1.13]
Compound Label RT Algorithm Mass
Cpd 1: C27 H49 N7 03 -0.26  Find By Formula 519.3903
MS Zoomed Spectrum
x10 4 |Cpd 1: C27 H49 N7 03: +ESI Scan (-0.28--0.26 min, 2 scans) Frag=190.0V 20160701-008.d Subtracl
9 520.3975
ol NH, M)+
74 o H
& - 4MeSO;H
5 H HN NH, o
4l @/\(NMNJ\‘/\/\/N%
3] CH; O Ho N,
5] Imp-H
14
s} ; ; ; ; - ; ; ; ; ; ; ; ; N - ; ; ;
455 460 465 470 475 480 485 490 495 500 505 510 515 520 525 530 535
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
|m/z [Calcm/z __|Diffippm) | z [Abund JFormula |Ion |
| 5203975 520.397] 112] 1 | 91317|c27 Hso N7 03 [(m+H)+ |
Imp-H HRMS
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20180416063
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2846080 = sz 8 B 9BE
Sample Name:5-20170912 1 v T | J_\ \
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I
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"
[ 1
[
| , |
| ]
N Ll
— X | Lol A
20 20 190 180 110 160 150 140 130 120 110 '._'oo s =0 70 s 50 4 a0 2 10 0 -l
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'_s:o.\er... a b _i ‘T ’I :‘ 1
Semple Neme:5-20170912

I
| &I NHBoc
MNHBOC
CH; O
Imp-J .
I
I
|
A A
I
I
r T T T T T T T T T T T T T T T
30 150 40 130 120 Q 100 90 80 T0 60 50 40 30 20 10 C
1 (ppm)
Imp-] DEPT CDCls 101 MHz
J-4 Qualitative Compound Report
Data File 20160817-015.d Sample Name LYBEA-5
Sample Type Sample Position Vial 14
Instrument Mame Instrument 1 User Name
Acq Method IRM Calibration Status
DA Method MS.m Comment N20160816003
Compound Table
UII
Compound Label RT Mass Abund Formula TgtMass | (ppm)
Cpd 1: C25 H41 N3 OS5 -0.04 463.3048| 71303 C25 H41 N3 05 4533046 0.44
Compound Label RT Algorithm Mass
Cpd 1: C25 H41 N3 OS5 -0.04 Find By Formula 453.3048
M5 Zoomed Spectrum
wig 4 |Cpd 1: G25 H41 N3 05 +ES] Scan (-0.04-0.01 min, 4 scans) Frag=180.00 20160817-015.d Subtract
’ 486 3941
’ (M=)t
o) ﬁ NHBoc
Y e
4 CH; O
464, 37118
4 Imp-J (MeE)s
24
14
u T T T T T T L T L T IIl T T T T l 1 T T T
430 435 440 445 450 55 460 465 470 475 450 AR5 4490 495 500 117
Courts va, Mass-to-Charge (miz)
MS Spectrum Peak List
Mz Lalc my/z Lyt ppm ) z |Abund [Formula lon
454.3118 454,3119 -0.3) 1 ZB188[CI5 H42 N3 05 (M+H)+
486.2541 486.2938 0.48 F1303[C25 H41 N3 Na 05 (M+MNa)+
-— End Of Report —
Imp-J] HRMS
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Semple Name: impurity-K

K-1

Imp-K  BCNMR CDCls 101 MHz
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1 (ppm}
Imp-K  'HNMR CDCls 400 MHz
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H
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Imp-K
1
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|
|
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K-3

Qualitative Compound Report

Data File 20160706-003.d Sample Name Impurity-K
Sample Type Sample Position Vial 77
Instrument Name Instrument 1 User Name
Acq Method IRM Calibration Status
DA Method MS.m Comment N20160706004
Compound Table
Dift |
Compound Label RT Mass Abund Formula Tgt Mass | (ppm)
Cpd 1: CLOHI3N O 0.14 163.0996| 128172 CI0HI3NO 163.0997 -0.88
Compound Label RT Algorithm Mass
Cpd 1: CLOH13 N O 0.14 Find By Formula 163.0996
MS Zoomed Spectrum
x10 5 |Cpd 1: 10 H13 N O: +ESI Scan (0.12-0.74 min, 2 scans) Frag=160.0V 20160706-003.d Subtract
186.0888
1.2 (M+Na)+
14
H
0.8 N\ﬂ/ H
0.4 Imp-K
0.2
0 1 [ T T [ [ T 1 1 1 [ 1 | 1 [ [ T T
130 135 140 145 150 155 180 185 170 175 180 185 190 195 200 205
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
|m/z [Calcm/z __|Ditfippm) | z [Abund JFormula |Ion |
| 1s6.08ss]  135.0889] -0.77] 1| 128172]cioH13 N Na O [(Mena)+ |
--- End Of Report —
Imp-K HRMS
[
L-1 f
| I i | .‘r
CH; O i . r | [
Y M ~_nH ! J J / .
N7~ 2
Ho 2 . oMeso;H
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1
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Imp-L 'HNMR DMSO 400 MHz
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Semple Name: impurity L

L-2

Imp-L

0. 11

T

Imp-L  BC

Semple Name: impurity L

L-3

NMR DMSO

101 MHz

—5.

4
T

ki

T T T T T T T
160 150 140 130 120 110 100

Imp-L

DEPT DMSO
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L-5

Imp-L IR

Qualitative Compound Report

Data File 20160630-012.d Sample Name Impurity L
Sample Type Sample Position Vial 48
Instrument Name Instrument 1 User Name
Acq Method IRM Calibration Status
DA Method MS.m Comment N20160630030
Compound Table
DIt
Compound Label RT Mass Abund Formula Tgt Mass | (ppm)
Cpd 1: C14H23 N3 © -0.25 2491835 1176045 C14 H23 N3 O 249.1841 -2.39]
Compound Label RT Algorithm Mass
Cpd 1: C14 H23 N3 O -0.25  Find By Formula 249.1835
MS Zoomed Spectrum
%10 6 |Cpd 1: ©14 H23 N3 O: +ESI Scan (-0.25 min) Frag=170.0V 20160630-012.d Subtract
1.2 *250,1908
(M+H)+
14
0.8 CH; O
JJ\/\/\/NHZ
N Y
g N, 2MeSOsH
i Imp-L
0.2 |
0 [ 1 T [ 1 1 T 1 [ T T T T 1 [ 1 [
185 180 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
|m/z [Calcm/z__|Ditf(ppm) _[Abund |Formula |Ion |
| 2s0.1008]  250.1014) -237]  1176045]C14 H24 N3 O [(M+1)+ |
--- End Of Report —
Imp-L  HRMS
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Analysis Info
Analysis Name

Acquisition Date
D:\Data\SHUJVFENXNMADAWEIGROUP\LYBBA-2_GA3_01_10594.d

Mass Spectrum SmartFormula Report

1/31/2018 5:53:48 AM

Method 20150915.m Operator BDAL@DE
Sample Name  LYBBA-2 Instrument / Ser# maXis 4G 21240
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.0 Bar
Focus Not active Set Capillary 4000V Set Dry Heater 220°C
Scan Begin 50 miz Set End Plate Offset -500 V Set Dry Gas 6.0 lI/min
Scan End 1500 miz Set Collision Cell RF  600.0 Vpp Set Divert Valve Waste
r‘iernss’ +MS, 5.0min #2598
x10
OH - NH,
1.04 N
1 NH2
| 1+{A)
<o CH; O 280.2020
0.5 Imp-M
1
0.4+
il 1+ (B)
o b i 4309138
A ol .. 207079 | L TV IEPPIR i s 7Y
10C 150 200 250 300 350 400 450 miz
Meas. miz # Formula Score miz err  Mean mSigm rdb e N-R
[ppm) err a Conf ule
[ppm]
280.2020 1 C15H26N302 100.00 280.2020 03 -0.0 8.2 4.5 even ok
2 C1BH27NNa 34.06 280.2038 55 58 226 55 even ok
3 C10M24N8Na 0.00 279.2016 59 10.2 787.3 25 even ok
4 C13H2BNOS 0.00 278.1982 -1.5 56 812.7 05 oven ok
5 C14H24NS50 0.00 278.1975 27 81 816.3 55 even ok
68 C12H25N5Na0© 0.00 278.1951 6.5 0.5 816.3 25 even ok
N20160708002 EEE igﬁ
N0z 201611994
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Lvent: D20 SN N
Semple Name: N-alpha-Boc-Lysine
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