2022 NMR Users Training (I)
NMR as a tool for Nature Product Studies

Opening & Introductory Overview
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In this training course, we are happy to invite Dr. Ying-Yen Wu (Institute of Chemistry) and
Dr. Hsiao-Ching Lin (Institute of Biological Chemistry) to share their experience on Nature
Products studies and Data analysis SOP.

Chi-Fon Chang
Manager, HFNMRC
Senior Research Specialist/Scientist, GRC

Academia Sinica
2022.04 .27



Part I: Lectures (B1C, IBMS, Academia Sinica)

09:40-

10:00-10:10

10:10-11:00

11:00-11:10

11:10-12:00

12:00-13:30

Registration

Opening & Introductory Overview
Dr. Chi-Fon Chang, GRC & HFNMRC

Useful NMR Experiments for Nature Products
Dr. Ying-Yen Wu, Chemistry

Short Break

Tasks in NMR data analysis for Nature Products
Dr. Hsiao-Ching Lin, IBC

Lunch Break

Part |l: Practical Hands-On (B1C & NMR Labs )

13:30-14:20

14:20-14:30

14:30-17:00

Setting up NMR Experiment in HFNMRC
Dr. Chi-Fon Chang

Short Break

Hands-on in groups



2022 NMR Users Training (I)

New Hardware/Software in
High-Field NMR Center



AV600 IBMS #ZEHI&FH 2k AVANCE NEO (AV600 console upgrade to NEO)
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[2021 Nov.] (B H) * new !l

St [2021 Jan.] (B H) * new !!

« Acknowledgement Template - i fl i Sesgs new !

« Protein NMR Machine Learning "&W !!

« Mnova NMR Academia Sinica Campus License (IRERAIRI{=Z)

News and Events

HENMRC Announcement : AV600 Console Upgrade (20211026)

Nov., 1 - Dec. 15,2021 ]

E A TEEMPEHANEE | The 25th Biophysics Conference
[ May. 20-23, 2021 ]

2021 NMR Users Workshop - Steps for Protein NMR Structure Determination (B4 [COVID-10ARESEEISI[] , FEUBRH)
[ Jan. 27-29, 2021 ]

2020 MMR Training_Course II - NMR as a tool for Metabolomics
[ Nov. 30th, 2020 ]

Symposium ¢ 9th (biennial) Western Sydney University & Inaugural Asian Symposium on MMR, MRI & Diffusion 2020
[ Dec. 2-3, 2020 ]

2020 YL HIRIT A2 / 2020 Meeting on the Frontiers of Biological and Medicinal Magnetic Resonance
[ Dec. 18, 2020 ]

>> more News ...
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NEO 600 AVANCE NEO console

(SampleCase-24 samples) with multi-receiver

With TCI Cryoprobe
(1H/13C/15N)
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What's new for AVANCE NEO 600 ?

» A SampleCase (24 samples) is available (Please see video )
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[ Introduction Page ]

https://www.nmr.sinica.edu.tw

» Calibration Data Login

s Others Login
[ Last updated : 20211230 ]

[ Last
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Attention:
(1)Pay attention on the length of your sample tube !!

From the top of spinner to the top of tube <9.5cm
ETEEmMESE!! mE AR Espinner 9.5cmUL E!!

1
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(2) Manually switch sample command : sx #
# - your sample position, or empty position
FENEBRmIET: sx # (B EZLAEmAIZESRENT!!)

(3) To learn icon-NMR for automation, please contact us!
M EEEicon-NMR, iBigtZIABE



What's new for AVANCE NEO 600 ?

» A SampleCase (24 samples) is available (Please see video )
ZERBEEEE FRNAE

» NEO must use Topspin4.x or higher version (SOP Video)
NEO & {FERTopspind.x LI ERRAEEEE (B2 R N 4R)

€ Routinely used commends are the same as Topspin2.x or Topspin3.x
152 Bl Topspin2.x or Topspin3.x 18i&

& Interface is different but not too difficult to follow
NTHEBEB AR, #EBIT]

€ HFNMRC Standard Experiments and SOP are the same
BREREANEXRZOEENMRAE

@ Please see video for brief introduction, and you can read manual for more details
AR RBENG NEESMEFSEFERETFM



€ Topspind.x Interface

user_manual_topspin_ts40.pdf - Adobe Acrobat Pro DC (32-bit)
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1 | Menu Bar 8 |Status Display Bar
2 | Workflow Button Bar 9 |Dataset Window
3 |Tool Bar 10 |Dataset Window Tabs
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Status Line History
6 |Command Line 13 |Window Switcher, Login, Setup Preferences
and Help
7 | Current Dataset Bar




High Field NMR Center ( www.nmr.sinica.edu.tw)

n AVIII850 IBMS AV800 IBMS AV500 IBMS
?9’9T . . - With SampleJet With SampleXpress

NEO600_IBMS
With SampleCase

(U) 14 17




NMRs in HFNMRC

NMRs Installed | Location Probes *Current iwsotg?led probe
TXI_regular
AVIII8S0 2010 IBMS B2 . 1H/13C/15N
TCI_Cryo
T regular | 4113¢/15N:
with SampleJet
AV800 2004 IBMS B2 . -3 position for regular
TX_Cryo -96 positions for spinner-free
-5 positons for rack (96 well-plate)
AVIII6O0 2008 IBMS B2 TCl Cryo* 1H/13C/15N
* 1H/13C/15N
NEOG600 2022 IBMS B2 TCl Cryo with SampleCase (24 samples)
TXI/QXI_regular
AV600 CHEM | 2002 | CHEM Bt TBO_regular®  [1H/19F/BB (ex: 13C/15N/31P)
BBO_regular
TXl _Cryo
AV500 2009 | IBMSB2 Y 1H1/13C/31P/19F

QNP_Cryo*

with SampleXpress (60samples)




NMR Probes S/N ratio in HFNMRC

Regular Probe* 1H (EB) Others
500MHz_TXI 450
600MHz_TXI 1,218
600MHz_BBO 465| 465 (13C)
600MHz_QXI 1,193 85(31P)
600MHz_TBO
800MHz_TXI 2,077

CRYO Probe* 1H (EB) Others
500MHz_TXI 4,196
500MHz_QNP 2,000 1’32(8) gﬁ:’g;
600MHz_TCI_005 5,700 710(13C)
600MHz_TCl_121 6,530 950(13C)
800MHz_TXI 6,200
850MHz_TCI 8,500 | 1,600(13C)

*Signal to Noise (S/N )value @ installed date

NMR & Probe | Topspin |1H (EB) Others

?Xf;)g_clx?q“:? TP2.x| 2,000 " 988 gjg;
1,000 (19F)

(CyoTCLovs)| Tesx| S700|  71003C)
?ICErSS (’T(::—I'_'i“gf) TP4x| 6,530| 950(13C)
ﬁ\éggfa-rcTHBEON)' TP2.x| 406 gz((y:lc:;
342(19F)

,(oe\:/;(:)o?;(sl)ms TP2.x| 6,200 N/A
@’,.';'3 5T°C—,')BMS Th2X| 8500 1,600(13C)




