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HoZd\

Welcome Wo Whe ChemiVWU\ NMR FaciliW\ aW Te[aV A&M UniYeUViW\.  OXU faciliW\ inclXdeV 9 NMR VpecWUomeWeUV, an
EPR, a heliXm UecoYeU\ faciliW\, and 3 fXll-Wime VWaff poViWionV.  AlWhoXgh WhiV faciliW\ iV ph\Vicall\ hoXVed ZiWhin Whe
ChemiVWU\ DepaUWmenW, Ze pUoYide VeUYiceV Wo Whe enWiUe TAMU commXniW\ and be\ond.  MoUe infoUmaWion aboXW
Whe faciliW\ and oWheU WopicV of NMR inWeUeVW can be foXnd on oXU ZebViWe (nmU.chem.WamX.edX).

RXleV and EWiTXeWWe

TheUe aUe Vome Volid UXleV, and good pUacWiceV.

Ɣ NeYeU, foU an\ UeaVon, alloZ an\one elVe Wo XVe \oXU login infoUmaWion.  ViolaWing WhiV UXle can haYe
VeYeUe UepeUcXVVionV aW Whe XniYeUViW\ leYel foU all inYolYed.

Ɣ NeYeU, foU an\ UeaVon, aUe \oX Wo bUing a peUVon ZiWh a pacemakeU cloVe Wo a magneW.
Ɣ AYoid bUinging feUUomagneWic maWeUialV an\ZheUe neaU a magneW.  ThiV inclXdeV moVW WoolV and office

VXpplieV.
Ɣ Be ZaU\ of bUinging elecWUonicV cloVe Wo a magneW, Ze aUe noW UeVponVible foU WheiU loVV.
Ɣ Do noW XVe an inVWUXmenW foU an\ pXUpoVe oWheU Whan WhaW foU Zhich iW haV been deVigned and VeW Xp.
Ɣ Do noW make a UeVeUYaWion foU an\one elVe oU WhaW \oX do noW plan Wo keep, and deleWe a UeVeUYaWion if

ciUcXmVWanceV pUeYenW \oX fUom keeping iW aV planned.
Ɣ YoXU e[peUimenW iV e[pecWed Wo be compleWed ZiWhin \oXU UeVeUYed Wime.
Ɣ YoX ma\ XVe an inVWUXmenW ZiWhoXW a UeVeUYaWion, bXW if Vomeone haV made a UeVeUYaWion dXUing a Wime

VloW: WhaW peUVon haV pUioUiW\ and \oX mXVW VXUUendeU Whe inVWUXmenW Wo WhaW peUVon.
Ɣ IW iV noW, and neYeU haV been, an\one elVe'V UeVponVibiliW\ Wo VaYe \oXU daWa, deal ZiWh \oXU Vample, eW

ceWeUa.  YoX need Wo make aUUangemenWV befoUehand if \oX cannoW be pUeVenW aW Whe conclXVion of \oXU
e[peUimenW, oU \oX UXn Whe UiVk of loVing iW all.

Ɣ On V\VWemV ZiWh Vample changeUV, neYeU Wake Vomeone elVe'V Vample oXW of Whe Vample changeU.
Ɣ DaWa VhoXld be VaYed in \oXU daWa diUecWoU\.  We Zill noW pUeYenW \oX fUom VaYing daWa in oWheU locaWionV

Wo Zhich \oX haYe ZUiWe pUiYilegeV, bXW Ze Zill noW backXp daWa fUom an\ oWheU locaWion oWheU Whan \oXU
daWa diUecWoU\.

Ɣ When \oXU immediaWe XVe foU an inVWUXmenW iV done \oX VhoXld log oXW oU change XVeUV.  On V\VWemV
ZheUe \oX log inWo Whe compXWeU: log oXW.  On V\VWemV ZheUe \oX log inWo Whe VofWZaUe: change XVeUV.
NeYeU poZeU doZn a compXWeU.

Ɣ Do noW bUing food oU dUink inWo Whe lab.
Ɣ A good UXle of WhXmb iV Wo noW Wake acWionV WhaW ZoXld diVagUee ZiWh \oX if Vomeone elVe ZeUe Wo acW

VimilaUl\.

FaceV

FaceV iV a Zeb-baVed VchedXling VeUYice WhaW makeV iW poVVible foU aXWhoUi]ed clienWV Wo UeVeUYe UeVoXUceV on a
fiUVW-come, fiUVW-VeUYed baViV.  FaceV SchedXling S\VWem VofWZaUe iV deVigned Wo faciliWaWe Whe VchedXling of
VcienWific inVWUXmenWV and oWheU UeVoXUceV in a UeVeaUch enYiUonmenW, and VeUYeV aV a Zeb acceVVible Vign-Xp
VheeW.  IW ZaV deYeloped b\ William YoUk and Saeed RoXVhan]amiU aW Whe Comple[ CaUboh\dUaWe ReVeaUch
CenWeU aW Whe UniYeUViW\ of GeoUgia.1

1 Taken fUom hWWpV://faceV.ccUc.Xga.edX/ccUcfaceV/faT0.php
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The NMR faciliW\ ofWen makeV XVe of FaceV foU UeVeUYaWionV.  OXU gUoXp name iV TAMU_CHEM_NMR.  YoXU XVeU
name iV XVXall\ \oXU NeWID, bXW WheUe aUe ciUcXmVWanceV in Zhich Ze mXVW pUoYide \oX ZiWh a diffeUenW XVeU name.
The FaceV V\VWem doeV noW aXWhenWicaWe WhUoXgh Whe XniYeUViW\; in oWheU ZoUdV, \oXU FaceV paVVZoUd iV
independenW of \oXU NeWID paVVZoUd.  PleaVe UeYieZ oXU FaceV PUimeU docXmenW foU deWailV aboXW XVing FaceV.

WoUking ZiWh CenWOS LinX[

The CenWOS LinX[ diVWUibXWion iV a VWable, pUedicWable, manageable and UepUodXcible plaWfoUm deUiYed fUom Whe
VoXUceV of Red HaW EnWeUpUiVe LinX[ (RHEL).  The CenWOS PUojecW iV a commXniW\-dUiYen fUee VofWZaUe effoUW
focXVed aUoXnd Whe goal of pUoYiding a Uich baVe plaWfoUm foU open VoXUce commXniWieV Wo bXild Xpon.2

Logging In
OXU VaUian V\VWemV aUe UXnning CenWOS 6, and aUe noW XVing \oXU NeWID Wo login.  HoZeYeU, \oXU login name iV
VWill \oXU NeWID, aV WhiV iV conYenienW foU daWa and UecoUd managemenW.  YoX Zill VeW \oXU paVVZoUd on each
V\VWem VepaUaWel\, Whe NMR VWaff can UeVeW \oXU paVVZoUd bXW cannoW Well \oX ZhaW iW cXUUenWl\ iV.  IW iV a YiolaWion
Wo VhaUe \oXU accoXnW ZiWh Vomeone elVe, and \oX Zill face conVeTXenceV foU doing Vo.

OXU oWheU V\VWemV aUe UXnning CenWOS 7, and XVe \oXU NeWID Wo login.  ThiV meanV \oXU login name iV \oXU
NeWID, and Whe paVVZoUd iV \oXU NeWID paVVZoUd.  PleaVe UemembeU WhaW \oX mXVW neYeU VhaUe \oXU paVVZoUd
ZiWh an\one, WheUe can be VeYeUe conVeTXenceV.  All paVVZoUd mainWenance iVVXeV aUe handled b\ Whe IT
DiYiVion (hWWpV://iW.WamX.edX/VeUYiceV/accoXnWV-and-id-managemenW/Xin-neWid-and-paVVZoUdV/neWid/); in oWheU
ZoUdV, Ze cannoW help \oX VhoXld \oX foUgeW \oXU NeWID paVVZoUd.

Logging OXW
On V\VWemV ZheUe \oX login aV a VofWZaUe XVeU UaWheU Whan a LinX[ XVeU (eg: WhoVe ZalkXp V\VWemV UXnning in
IconNMR like Tango and WalW]), do noW log oXW Whe LinX[ XVeU - eYeU.  UVe Whe ³Change UVeU´ bXWWon in Whe
VofWZaUe, onl\.

CenWOS 6
To log oXW of a CenWOS 6 machine look aW Whe Wop of Whe VcUeen and click on ³S\VWem´.  Then VcUoll doZn Wo
³LogoXW <NeWID>´, ZheUe <NeWID> iV \oXU NeWID, and click WhaW.  The VcUeen Zill dim and a confiUmaWion bo[ Zill
open, jXVW confiUm Whe logoXW and \oX¶Ue done.

CenWOS 7

To log oXW of a CenWOS 7 machine look aW Whe Wop of Whe VcUeen on Whe faU UighW foU a PoZeU BXWWon ( ) and click
iW.  FUom Whe dUopdoZn menX When chooVe \oXU name. FUom Whe opWionV beloZ \oXU name chooVe logoXW. The
VcUeen Zill dim and a confiUmaWion bo[ Zill open, jXVW confiUm Whe logoXW and \oX¶Ue done.

QXoWaV and NoWiceV
Upon logging in \oX mighW Vee a pop-Xp bo[. Do noW ignoUe iW. YoX need Wo Uead WhaW pop-Xp and deal ZiWh Whe
iVVXe(V) iW iV noWif\ing \oX of fiUVW; oWheUZiVe, WhingV pUobabl\ Zon¶W ZoUk oXW Zell.  UVXall\ Whe pop-Xp iV noWif\ing

2 Taken fUom hWWpV://ZZZ.cenWoV.oUg/aboXW/
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\oX WhaW \oX¶Ye e[ceeded Whe TXoWa in \oXU home diUecWoU\, Zhich iV XVXall\ a UeVXlW of impUopeUl\ VWoUing daWa
WheUe oU Zeb bUoZVing.  If \oX ignoUe Whe meVVage and laXnch Whe VofWZaUe an\Za\, Whe VofWZaUe Zill jXVW lock Xp
and \oX¶ll haYe Wo haYe help geWWing iW Wo ZoUk again.  Which meanV \oX¶ll haYe Wo ViW WhUoXgh Whe lecWXUe aboXW noW
ignoUing Whe pop-XpV.  So, do XV all a faYoU and deal ZiWh Whe iVVXe(V) befoUe laXnching Whe VofWZaUe.

FXUWheU TUaining
The NMR VWaff doeV noW offeU fXUWheU WUaining in XVing LinX[, and \oX do noW haYe Wo be e[WUaoUdinaUil\ pUoficienW
ZiWh LinX[ Wo XVe oXU V\VWemV.  BXW Whe LaboUaWoU\ foU MolecXlaU SimXlaWion doeV hold a ZoUkVhop WhaW Ze
Uecommend, aV LinX[ iV a YeU\ common opeUaWing V\VWem in academia and indXVWU\.

The LinX[ ZoUkVhop iV deVigned Wo Weach a XVeU Whe baVic commandV neceVVaU\ Wo ZoUk in a LinX[ enYiUonmenW
and conViVWV of a 2 hoXU 45 minXWe lecWXUe, and a 3 hoXU handV-on e[eUciVe VeVVion.  ThiV ZoUkVhop iV noUmall\
offeUed once dXUing Whe Fall, SpUing, and SXmmeU VeVVionV. The LinX[ ZoUkVhop inclXdeV Whe folloZing WopicV:3

Ɣ A bUief inWUodXcWion Wo Whe LinX[ opeUaWing V\VWem
Ɣ logging inWo a LinX[ machine
Ɣ baVic LinX[ commandV
Ɣ hoZ Wo cUeaWe and ediW fileV (Yi and nediW)
Ɣ hoZ Wo compUeVV/VWoUe fileV/diUecWoUieV (g]ip and WaU)
Ɣ hoZ Wo VeW Xp configXUaWion fileV (.baVhUc, .WcVhUc, .cVhUc, eWc)
Ɣ VeaUching file conWenW (gUep)
Ɣ UegXlaU e[pUeVVionV (ZildcaUdV)
Ɣ inpXW/oXWpXW UediUecWion
Ɣ UemoWe loginV (VVh)
Ɣ WUanVfeUUing fileV beWZeen WZo LinX[ machineV (VfWp/Vcp)

WoUking ZiWh VnmUJ 4.2A

FiUVW SWepV

SWaUW VnmUJ 4.2A b\ doXble-clicking on iWV deVkWop icon.  The pUogUam loadV ZiWh a VplaVh VcUeen on Wop WhaW
VhoZV Whe nameV of Whe fieldV ZiWhin Whe VofWZaUe. TheUe iV a liWWle check bo[ in Whe loZeU lefW WhaW Zill diVable WhiV
feaWXUe foU fXWXUe VWaUWV, Ze VXggeVW \oX Woggle WhaW check bo[.  Ne[W WheUe iV a ³X´ bo[ in Whe XppeU UighW WhaW Zill
diVmiVV Whe VplaVh VcUeen.  YoX aUe noZ Uead\ Wo XVe Whe V\VWem, VWaUW b\ Wapping Whe e[peUimenW \oX ZanW Wo UXn
in Whe E[peUimenW SelecWoU.

Don'W Panic.  If \oX'Ue a VeaVoned VnmUJ XVeU, (almoVW) all of \oXU old commandV, macUoV, eW ceWeUa Zill ZoUk fine
in WhiV YeUVion of VnmUJ.  YoX do noW haYe Wo change \oXU Za\V, bXW WhingV aUe VomeWimeV in diffeUenW placeV, ZoUk
a liWWle diffeUenWl\, oU haYe beWWeU opWionV Whan Whe\ did in da\V of old.  The UeVW of WhiV gXide iV going Wo focXV on
XVing Whe GUI, bXW if \oX pUefeU Whe command line feel fUee Wo XVe iW inVWead.

WiWh Whe SWaUW Wab VelecWed, click Whe EjecW bXWWon. Take Whe placeholdeU Vample fUom Whe magneW'V XppeU baUUel,
UemoYe Whe WXbe fUom Whe VpinneU, and caUefXll\ inVWall \oXU WXbe inWo Whe VpinneU ± make VXUe Wo XVe Whe depWh
gaXge Wo align iW pUopeUl\.  Then place \oXU Vample in Whe XppeU baUUel, go back Wo Whe VofWZaUe and click Whe InVeUW

3 Taken fUom Whe LMS ZebViWe (hWWpV://lmV.chem.WamX.edX/).
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bXWWon.  The gaV floZ VXppoUWing Whe Vample VhoXld ceaVe, and Voon \oX Zill heaU a Vmall WhXnk, Zhich indicaWeV
Whe Vample haV Ueached Whe boWWom of Whe XppeU baUUel.

Ne[W \oX need Wo VeW Whe lock phaVe, Zhich meanV locking b\ hand.  YoX VhoXld onl\ haYe Wo do Whe locking b\
hand once in a long Zhile, bXW eYeU\ noZ-and-When Whe lock phaVe doeV change.  To lock a V\VWem b\ hand go
WhUoXgh Whe folloZing VWepV:

1. In Whe SWaUW Wab'V Sample Info page: chooVe Whe coUUecW VolYenW
2. ChooVe Whe SWaUW Wab'V Lock page and VWaUW Whe Lock Scan b\ Wapping iWV bXWWon.
3. Make VXUe Whe check bo[ ne[W Wo Lock iV empW\.
4. ManipXlaWe ]0, lock poZeU, lock gain, and lock phaVe XnWil an appUopUiaWe pUofile iV pUodXced.
5. Toggle Whe checkbo[ ne[W Wo Lock.
6. TXUn off Whe Lock Scan b\ Wapping iWV bXWWon.

The lock phaVe doeV YaU\ Vome fUom Vample-Wo-Vample, bXW noW YeU\ mXch.  TUXWh iV, cloVe coXnWV.  In facW, WheUe
iV an enWU\ foU Whe lock phaVe in Whe pUobe file, Vo \oX mighW ZanW Wo VWaUW WheUe.  HoZeYeU, VomeWimeV, XVXall\
folloZing a poZeU oXWage, Whe lock phaVe VhifWV b\ Vome Uandom incUemenW of 90-degUeeV.  If in laWeU XVe Whe lock
leYel iV YeU\ loZ (lock pUofile incoUUecW), WhiV VoUW of VhifW ma\ be Whe UooW caXVe ± Vo iW'V good Wo knoZ hoZ Wo
manXall\ lock.  BXW fUom heUe on oXW, baUUing a lock VhifW, \oX VhoXld be able Wo jXVW Wake Whe AXWo Lock bXWWon in
Whe SWaUW Wab Wo do all \oXU locking.

DiUecW AcTXiViWion

ThiV iV Whe W\pe of acTXiViWion WhaW VeaVoned VnmUJ XVeUV aUe XVed Wo.  TheUe aUe VeYeUal VWepV VXmmaUi]ed heUe,
Zhich Zill be deWailed moUe in WUaining.  To acTXiUe a VpecWUXm XVing Whe diUecW meWhod XVe Whe folloZing VWepV:

1. PXW \oXU Vample in Whe magneW.
2. Click Whe baVe e[peUimenW \oX ZiVh Wo UXn in Whe E[peUimenW SelecWoU.  The e[peUimenW VhoXld load and

diVpla\ Whe pXlVe VeTXence'V Uf pUofile.
3. In Whe SWaUW Wab'V Sample Info page: chooVe Whe VolYenW.
4. In Whe SWaUW Wab click Whe AXWo Lock bXWWon, and ZaiW foU iW Wo compleWe.  If WhiV VhoXld fail, WU\ locking b\

hand (Vee aboYe).
5. In Whe SWaUW Wab click Whe GUadienW Shim bXWWon. The Vpinning VhoXld VWop foU gUadienW Vhimming, \oX

VhoXld noW be Vpinning Zhen gUadienW Vhimming.
6. YoX can VWaUW Whe Vpinning Xp fUom Whe SWaUW Wab'V Spin/Temp page b\ hand if \oX ZanW Wo (chooVe 20H]).

Once Whe Vpinning iV VWable \oX ma\ poliVh Whe ]-VhimV b\ hand if \oX like.  In geneUal, WhiV VWep iV
XnneceVVaU\, aV Whe Vpinning Zill VWaUW aXWomaWicall\ laWeU and Whe VhimV aUe ofWen good enoXgh folloZing
gUadienW Vhimming.

7. On Vome V\VWemV \oX VhoXld WXne Whe pUobe.  On V\VWemV WhaW UeTXiUe WXning, \oX ma\ do Whe WXning an\
Wime afWeU \oXU Vample iV in Whe magneW and befoUe \oX VWaUW \oXU acTXiViWion (aVVXming Whe WempeUaWXUe
iVn'W being changed).

8. Ne[W, in Whe AcTXiUe Wab cXVWomi]e Whe pXlVe VeTXence XVing Whe fieldV on Whe pageV ZiWhin Whe AcTXiUe
Wab.  YoX'll find enWUieV foU eYeU\ paUameWeU XVed b\ \oXU choVen e[peUimenW ZiWhin WheVe pageV.  OfWen a
giYen paUameWeU Zill appeaU in moUe Whan one locaWion, aV a conYenience.

9. When eYeU\Whing iV Uead\ (inclXding making VXUe Whe e[peUimenW endV aW an appUopUiaWe Wime) When Wap Whe
Go bXWWon.  SiW back and ZaiW foU a block Wo compleWe, When eiWheU ViW Vome moUe oU pUoceVV Whe daWa
acTXiUed Wo WhaW poinW.
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10. Once Whe V\VWem haV become idle again, go Wo Whe File menX, moXVe doZn Wo SaYe AV and VaYe \oXU
daWa in \oXU daWa diUecWoU\.  YoXU daWa diUecWoU\ iV ZiWhin Whe YnmUV\V diUecWoU\ and called daWa
(a/YnmUV\V/daWa), and iV acWXall\ a link Wo \oXU daWa dUiYe locaWion on Whe V\VWem.

11. SWaUW a neZ Vample, oU Ueplace Whe placeholdeU.  TheUe'V no need Wo lock Whe placeholdeU oU an\Whing, jXVW
pleaVe pXW iW back ± don'W leaYe Whe magneW empW\.

SWXd\ QXeXe AcTXiViWion

The SWXd\ QXeXe can be Ueall\ hand\ foU VeWWing mXlWiple WhingV Xp, and leWWing Whe VofWZaUe do moUe ZoUk foU \oX.
YoX VWill haYe Wo geW Whe lock phaVe (UoXghl\) coUUecW, Vo do noW fail Wo geW \oXU fiUVW lock on Whe V\VWem b\ hand.
The SWXd\ QXeXe liYeV in Whe boWWom lefW coUneU of Whe VofWZaUe inWeUface, Wo acTXiUe daWa XVing Whe SWXd\ QXeXe
do Whe folloZing:

1. PXW \oXU Vample in Whe magneW.
2. If \oX need Wo WXne Whe pUobe, do Vo befoUe ZoUking ZiWh Whe SWXd\ QXeXe.
3. In Whe SWXd\ QXeXe aUea, click NeZ SWXd\.
4. In Whe SWaUW Wab'V Sample Info page chooVe Whe VolYenW, pUoYide a Vample name, and chooVe an\ opWionV

WheUe \oX fanc\.  IW iV Uecommended WhaW \oX pUoYide Vome commenWV, aW leaVW.
5. ChooVe Whe e[peUimenW(V) fUom Whe E[peUimenW SelecWoU. NoWice WhaW Whe\ aUe added Wo Whe SWXd\ QXeXe

in oUdeU.  If \oX haYe added one in eUUoU, jXVW dUag-and-dUop iW Wo Whe WUaVhcan in Whe boWWom lefW.
6. DoXble-click each e[peUimenW and cXVWomi]e iW ZiWhin Whe AcTXiUe Wab'V pageV.
7. When all iV Uead\, click VXbmiW.  The V\VWem VhoXld noZ lock, Vhim, and acTXiUe all Whe e[peUimenWV in Whe

TXeXe.  IW Zill alVo aXWomaWicall\ VaYe Whe daWa in \oXU daWa diUecWoU\ XVing Whe Vample name, daWe, and a
coXnWeU.

8. SWaUW a neZ Vample, oU Ueplace Whe placeholdeU.  TheUe'V no need Wo lock Whe placeholdeU oU an\Whing, jXVW
pleaVe pXW iW back ± don'W leaYe Whe magneW empW\.

NoUmall\, WhaW'V iW.  YeV, \oX can VWop a TXeXe and do all VoUWV of fancieU VWXff, bXW WhaW Zill be coYeUed fXUWheU in
WUaining.  One Whing Wo menWion heUe aW leaVW ZoXld be if \oX foUgoW Wo UXn an e[peUimenW on a Vample, \oX can
append WhaW e[peUimenW b\ chooVing Wo ConWinXe a TXeXe UaWheU Whan VWaUW a neZ one.  Oh, and Whe TXeXe Zill
VhoZ \oX Whe Wime UeTXiUed Wo compleWe each e[peUimenW and Whe TXeXe aV Zhole ± no e[cXVeV foU going oYeU
Wime.

PUoceVVing ZiWh WoUkVWaWionV

Local DaWa

AV pUeYioXVl\ menWioned, \oXU daWa VhoXld be VaYed in \oXU a/YnmUV\V/daWa diUecWoU\, Zhich iV a local diUecWoU\.
(ThaW meanV Whe fileV aUe VWoUed on a haUd dUiYe in Whe compXWeU \oX XVed Wo collecW Whe daWa).  In moVW caVeV, \oX
ma\ UeWUieYe \oXU daWa fUom Whe local hoVWV b\ XVing VfWp oU b\ XVing a flaVh dUiYe, bXW WhiV iV NOT WUXe foU
inVWUXmenWV being UXn in ZalkXp/Icon-NMR.
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S\VWem IdenWificaWion

The NMR faciliW\ haV WZo ZoUkVWaWionV in 1318.  TheVe ZoUkVWaWionV UXn TopSpin, and haYe all of \oXU daWa
independenWl\ backed Xp on Whem.  TheVe V\VWemV aUe:

1. PUoWon
(pUoWon.chem.WamX.edX, 165.91.176.232)

2. DeXWeUiXm
(deXWeUiXm.chem.WamX.edX, 165.91.176.225)

DaWa backXpV aUe aXWomaWicall\ done peUiodicall\, and Whe V\VWem backXpV aUe offVeW.  TheUe aUe alVo VcUipWV
UXnning WhaW cop\ oYeU \oXU daWa Zhen \oX login. (IW iV Whe acW of logging in WhaW WUiggeUV WheVe VcUipWV, Uemaining
logged in doeV noW WUiggeU Whem again).

On WheVe V\VWemV \oXU daWa ma\ be foXnd in a diUecWoU\ ZiWh \oXU adYiVeU'V name, \oXU login name, and Whe
inVWUXmenW name.  FoU e[ample, if kjhZang fUom Whe Pa\ne lab had acTXiUed heU daWa on Whe VnmUS 500MH], heU
daWa ZoXld be in /daWa/pa\ne/kjhZang/nmUV500.  TheUe iV a link Wo /daWa on \oXU deVkWop, and \oX can bUoZVe Wo
Whe appUopUiaWe locaWion fUom WheUe.

YoX ma\ UeWUieYe \oXU daWa fUom WheVe ZoUkVWaWionV b\ XVing VfWp oU b\ XVing a flaVh dUiYe.

TopSpin

TopSpin iV VofWZaUe fUom BUXkeU WhaW ma\ be doZnloaded foU fUee foU academic pXUpoVeV.  If ma\ be foXnd heUe:
hWWpV://ZZZ.bUXkeU.com/VeUYice/VXppoUW-XpgUadeV/VofWZaUe-doZnloadV/nmU/fUee-WopVpin-pUoceVVing/fUee-WopVpin-d
oZnload.hWml.  We VXggeVW aVVigning \oXU daWa diUecWoU\ Wo \oXU login named diUecWoU\ (/daWa/pa\ne/kjhZang in
Whe aboYe e[ample), and When WXnneling inWo Whe VXb-diUecWoUieV Wo impoUW/conYeUW \oXU daWa fUom WheUe.

Appendi[

NoW eYeU\ V\VWem iV capable of UXnning eYeU\ e[peUimenW. PleaVe check Whe NMR faciliW\¶V Zebpage
(nmU.chem.WamX.edX) foU moUe deWailV on each V\VWem; and, if VWill in doXbW, pleaVe aVk Whe VWaff foU claUificaWion.

VaUiable TempeUaWXUe
TUaining foU XVing each V\VWem aW WempeUaWXUeV aZa\ fUom Uoom WempeUaWXUe aUe VepaUaWe claVVeV.  YoX aUe noW
alloZed Wo Wo peUfoUm VWXdieV WhaW UeTXiUe WempeUaWXUe conWUol ZiWhoXW fiUVW haYing Waken Whe claVV foU Whe Vpecific
inVWUXmenW on Zhich \oX inWend Wo UXn Whem.  VaUiable WempeUaWXUe VWXdieV ofWen Wake a conVideUable amoXnW of
Wime, and aUe geneUall\ UXn in off-peak WimeV (nighWV and ZeekendV).
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(CIL) SolYenW ChaUW

SolYenW 1H į
(ppm)

JHD
(H])

13C į
(ppm)

JCD
(H])

HOD 1H į
(ppm)

⍴
(g/mL)

MP
(℃)

BP
(℃)

ț gmZ
(g/mol)

AceWic Acid-d4 11.65 (1)
2.04 (5)

2.2 178.99 (1)
20.0 (7) 2.0

11.5 1.12 17 118 6.1 64.08

AceWone-d6 2.05 (5) 2.2 206.68 (13)
29.92 (7)

0.9
19.4

2.8 0.87 -94 57 20.7 64.12

AceWoniWUile-d3 1.94(5) 2.5 118.69 (1)
1.39 (7) 21

2.1 0.84 -45 82 37.5 44.07

Ben]ene-d6 7.16(1) 128.39 (3) 24.3 0.4 0.95 5 80 2.3 84.15

ChloUofoUm-d 7.27 (1) 77.23 (3) 32.0 1.5 1.50 -64 62 4.8 120.38

C\clohe[ane-d12 1.38 (1) 26.43 (5) 19 0.8 0.89 6 81 2.0 96.24

DeXWeUiXm O[ide 4.80 (DSS)
4.81 (TSP)

NA NA 4.8 1.11 3.8 101.4 78.5 20.03

N, N-DimeWh\l-foUamide-d7 8.03 (1)
2.92 (5)
2.75 (5)

1.9
1.9

163.15 (3)
34.89 (7)
29.76 (7)

29.4
21.0
21.1

3.5 1.04 -61 153 36.7 80.14

DimeWh\l SXlfo[ide-d6 2.50 (5) 1.9 39.51 (7) 21.0 3.3 1.18 18 189 46.7 84.17

1,4-Dio[ane-d8 3.53 (m) 66.66 (5) 21.9 2.4 1.13 12 101 2.2 96.16

EWhanol-d6 5.29 (1)
3.56 (1)
1.11 (m)

56.96 (5)
17.31 (7)

22
19

5.3 0.89 <-130 79 24.5 52.11

MeWhanol-d4 4.87 (1)
3.31 (5) 1.7 49.15 (7) 21.4

4.9 0.89 -98 65 32.7 36.07

MeWh\lene ChloUide-d2 5.32 (3) 1.1 54.00 (5) 27.2 1.5 1.35 -95 40 86.95

P\Uidine-d5 8.74 (1)
7.58 (1)
7.22 (1)

150.35 (3)
135.91 (3)
123.87 (5)

27.5
24.5
25

5 1.05 -42 116 12.4 84.13

TeWUah\dUofXUan-d8 3.58 (1)
1.73 (1)

67.57 (5)
25.37 (1)

22.2
20.2

2.4-2.5 0.99 -109 66 7.6 80.16

TolXene-d8
7.09 (m)
7.00 (1)
6.98 (5)
2.09 (5)

2.3

137.86 (1)
129.24 (3)
128.33 (3)
125.49 (3)
20.4 (7)

23
24
24
19

0.4 0.94 -95 111 2.4 100.19

TUiflXoUoaceWic Acid-d 11.50 (1) 164.2 (4)
116.6 (4)

11.5 1.50 -15 72 115.03

TUiflXoUoeWhanol-d3 5.02 (1)
3.88 (4[3) 2 (9)

126.3 (4)
61.5 (4[5) 22

5 1.45 -44 75 103.06
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