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1 phenyl ring showed marked
! preference over benzyl ring .
Disubstitution on the phenyl ring is more
favorable for inhibition than monosusbstitution

N CH Electron withdrawing group performed
3 much better for inhibition
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1841-5u complex: surface view

20-interactions
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GjhvsfIT!5: 171 .ONSITgfdusvn!pg!Dpnapvoe!6k)ENTP.e7-I51UN VLV

GjhvsfITI61/1**D.ONSITgfdisvn!pg!Dpnapvoe! 6k)ENTP.e7-1211IN L {VIIHTTHTTTTTTITITINA:

GjhvsfIT!62/! 1 QMD!Qvsjuz!Bobnztjt!py!Dpnapvoe! 6k
GjhvsfITI63/'FTJ. ESNT!Tafdusvn!pg!Dpnapvoe! eV
GjhvsTIT!64/'/GU.JSITafdusvn!pg!Dpnapvoe!l ekl HTHTTTTTTTHTTTTTTTTTTTTTTTTTTTTTTTTHTTTTITTTIIINS2
GjhvsfITI65/1?1 .ONSITgfdisvn!pg!Dpnapvoe!61)ENTP.e7-I51UN VL {ViIHTTTHTITTINING3
GjhvsfITI66/1**D.ONSITafdisvn!pg!Dpngpvoe! 61ENTP.e7-1211IN W {Y/IHTTHTTTHTITININS3
GjhvsfIT!67/! 1 QMD!Qvsjuz!Bobnztjt!pg!Dpnapvoe! 6 WV/TTTTTTTTTITTTTTTITTTTTTTTTHITTITIIIIIIIIGA
GjhvsfITI68/!!'FTJ. ESNT!Tafdusvn!pg!Dpnapvoe!6WV/HTHTTTTTTTTTTTTTTITTTTITTTTTTTTIIIIIIINSS
GjhvsFITI69/'GU.JSITafdusvn!pg!Dpnapvoe! 6 THTTTHTTTTTTTTTTTTTTTTHHIHITTHTTTTTTTTITTSS
GjhvsfIT!6: 1°1.ONSITqfdisvn!pg!Dpngpvoe!61)ENTP.e7-I51UN W {Y/TTHTTTTTTTTTITIIIGG
GjhvsFITI71/*D.ONSITafdisvn!pg!Dpngpvoe!61)ENTP.e7-1221N VL {ViiHTTTHTTHTTHIIIIIG6
GjhvsFIT!72/' 1 QMD!Qvsjuz!Bobnztjt!py!Dpnapvoe!enV//iTTTHTTTTHTTHTTITTTTTTTTTTTITITTTINIITIIINIIST
GjhvsTIT!I73\FTI. ESNT!Tafdusvn!pg!Dpnapvoe!enV//HTTTHTTTTTHTITTTHTTTITTIHITITTHITIITIIIIIISE
GjhvsIT!I74/\FTJ. L SNT!Tafdusvn!pg!Dpnapvoe!en) fyufoefe* VT TTTTTTTTITTITTTTITTIIIIIINIISE
GjhvsFITI75/1GU. IS Tafdusvn!pg!Dpnapvoe! e/l
GjhvsfITI76/11 .ONS!Tqfdisvn!pg!Dpngpvoe!6n!)ENTP.e7-I511IN VTG

GjhvsFIT!77/1%“D.ONSITqfdisvn!pg!Dpngpvoe!6N!)ENTP.e7-1211N K {V/iHTHTTHTTHTIHIIIGL
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GjhvsfIT!78/! 1 QMD!Qvsjuz!Bobnztjt!py!Dpnapvoe!enV//iTTTITTHTIHITTTTHITTHTTTTTHITITIIIIIIIIEL
GjhvsHITI79'FTJ. ESNT!Tafdusvn!pg!Dpnapvoelen/iiiiiiniiiiiniiniiiiniinmne2
GjhvsFIT!7: \GU.JS!ITafdusvn!pg!Dpnapvoelent//iiiiiimiminimiiiiiiiiiniine2
GjhvsfITI81/? 1 .ONSITqfdisvn!py!Dpnagpvoe!60!)ENTP.e7-I511IN E{V/THTTTHTTTHIIIIIIGS
GjhvsfIT!I82/1“D.ONSITqfdisvn!pg!Dpngpvoe!6o)ENTP.e7-1221IN W {V/HTTHTHTTHIINIIINE3S
GjhvsfIT!83/! 1 QMD!Qvsjuz!Bobnztjt!py!Dpnapvoe! 6o/ TTTIHTITITTTITIITITTITTIITIIIIIIIIGA
GjhvsfITI84/\FTJ. ESNT!Tafdusvn!pg!DpnagpvoeleoV//iTTTHTIHTHTTITITTTITTITHTTITINIIIIINIIIINES
GjhvsFITI85/!'GU.JS!I Tafdusvn!pg!Dpnapvoe!6ol//iHTTTTTTTITTITTTTTTIHITTTTTTTTTTITTIIIIINIISS
GjhvsfITI86/12 1 .ONSITqfdisvn!py!Dpnagpvoe! 6pENTP.e7-I51N §{H/TTHTTTHTTTHIIIIIIIGS
GjhvsfITI87/1*“D.ONSITgfdisvn!pg!Dpnapvoe! 6p) ENTP.e7-1211N L {U/IHTTHTTTTTITITIINGT
GjhvsfIT!88/! 1 QMD!Qvsjuz!Bobnztjt!py!Dpnapvoe!6pY/iiiiiHiHTHHTIHTITHTTITTITTHTITTTTTTIITIIIIIINGST
GjhvsfITI8I'FTJI. ESNT!Tafdusvn!pg!Dpnapvoe!lepl//iTTHITHTTHTTITTTTITTITTTITITINIIIIINIIIITGS
GjhvsfITI8: /'FTJ. ESNTITqfdusvn!py!Dpnapvoe!ep!)fyufoete*V//iTTTTTTTTTIITIIIIIIIIITGS
GjhvsTITI91IGU.ISITafdusvn!pa!Dpnapvoe!epl/iiiiiiHHHiniiiiiiiiniine9
GjhvsfITI92/1?1 .ONSITqfdusvn!pg!Dpngpvoe!6G)ENTP.e7-I511N W {Y/iHITTTTHTTIIIIG:

GjhvsfITI93/1*“D.ONSITgfdisvn!pg!Dpnapvoe!6q!)ENTP.e7-1211N VK {V/IHTTHITTTTIIITNG:

GjhvsfIT!94/! 1 QMD!Qvsjuz!Bobnztjt!py!Dpnapvoe!6q ¥/ L
GjhvsFITIOS/!IFTI. K SNT!Tafdusvn!pg!DpnapvoeleqV/iHTHHTHTHTTHTITTTTTTTHTTTTTINIIIINIIIT2
GjhvsftITI96/'\GU.JSITafdusvn!pg!Dpnapvoeleql//iTHTHTHTITTITHTITTTTHIHITTTTHITTHTTTHTHTTTTTTITIIIT2
GjhvsfITI97/1*1 .ONSITgfdusvn!pg!Dpnapvoe!6r)ENTP.e7-I51UN VLTI
GjhvsfIT!98/1*“D.ONSITgfdisvn!pg!Dpnapvoe! 6rYENTP.e7-211N VTN
GjhvsfIT!99/! 1 QMD!Qvsjuz!Bobnztjt!py!Dpnapvoe! 6 Vi A
GjhvsfITIO: "ETJ. KSNT!Tafdusvn!pg!Dpnapvoeler ViiTTTTTHTITTTTTITTTTTTTTTTTTTTIITIITGS
GjhvsfIT!: 1/IFTJ. ESNT!Tqfdusvn!pg!Dpnapvoe!er)fyufoefe*V//iHTTTITTTTTTIITTIIIIINIITG
GjhvsfIT!: 2/'FTJ. ESNT!Tqfdusvn!pg!Dpnapvoe!er Y ofhbuywfI/TTTTTTHTTITTTTITTITTTTINTIIIIIIIIITG
GjhvsfIT!: 3'FTJ. ESNTI!Tqfdusvn!py!'Dpngpvoe!6r!)ofhbujwk. fyufoefe*V//iHTTTTTIIIIITE
GjhvsfIT!: 411GU.JSITafdusvn!pg!Dpnapvoe!ler Tz
GjhvsfIT!: 5/1?1.0ONSITqfdisvn!py!Dpngpvoe!6s)ENTP.e7-I511UN VLTINS
GjhvsfIT!: 6/1*“D.ONSITgfdisvn!pg!Dpnapvoe!6s)ENTP.e7-221N VTS
GjhvsfIT!: 7/' 1QMD!Qvsjuz!Bobnztjt!py!Dpnapvoe! 6sY/iTTTHTITTTTTTTITITTITITITITTIIIIIIINIIT
GjhvsfIT!: 8'FTJ. ASNT!Tafdusvn!pg!Dpnapvoe!lesYiiHTHTHTTTHITTTTTTTTTTTNIITIINGT

GjhvsftIT!: 91'GU.ISITafdusvn!pg!DpnapvoelesViiiiimminiiininin -

GjhvsFIT!: : /11.ONSITgfdisvn!pg!'Dpnapvoe!6t)ENTP.e7-IS1UN {1
GjhvsfITI211/1**D.ONSITqfdisvn!pg!Dpnapvoe!6t)ENTP.e7-1211IN E{*W/THTTTHITHIIIG2
GjhvsfIT!212/' 1QMD!Qvsjuz!Bobnztjt!pg! Dpnapvoe! 6t/
GjhvsFITI213/'FTJ. ESNT!Tqfdusvn!pg!Dpnapvoe!6tl//iHTHTTTTHTTTTTTTITTHTITTTTTTTTITITTNIITIIINNG3
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GjhvsfITI214/\FTJ). L SNT!Tqfdusvn!pg!Dpnapvoe!l 6t fyufoete*//IHTNTTTTTTITTITTITTIIIIIIIIIINI
GjhvsFITI2151GU. IS Tafdusvn!pg!Dpnapvoe!6tV/iTTTTTTHTITTTTTITIHTITNTTTTTTTTTITIIIIIIIA
GjhvsfITI216/1*1 .ONS!Tgfdisvn!pg!Dpnapvoe!6u)ENTP.e7-I511IN §{V/IHTTTTTITIITIIIIGS
GjhvsfiTI217/1%D.ONSITqfdisvn!pg! Dpnopvoe!6u) ENTP.e 7-1221IN W {LVITHTTTHTTTTITIIEGS
GjhvsfIT!218/' 1QMD!Qvsjuz!Bobnztjt!pg!Dpnapvoe! 6uV//iiHTTTHTTTIHTIHITTTITTHTTTINTIIIIIIIIIINGS
GjhvsfITI219/'FTJ. ESNT!Tqfdusvn!pg!Dpnapvoel 6w/ 7
GjhvsfIT121: 'GU.ISITqfdusvn!pg!Dpnapvoe!eul//THTTTTTTTITTTTITTITTTTTTTTTHHTITTTTHTITTHTTg?
GjhvsfITI221/1* 1 .ONSITqfdisvn!pg!Dpngpvoe!6V)ENTP.e7-I511IN L {V/iHTHTTHIHIIIIIGS
GjhvsfiTI222/1%D.ONSITqfdisvn!pg!Dpnopvoe!6v)ENTP.e7-1211IN E LY/
GjhvsfIT!223/' 1QMD!Qvsjuz!Bobnztjt!pg!Dpnapvoe eVl
GjhvsFITI224/\FTJ. L SNT!Tafdusvn!pg!Dpnapvoeleviiiiiiininiinniiiniiiniiininine:
GjhvsFITI225GU.JS!Tqafdusvn!pg!Dpnapvoe!ev!/iiiiiiiimimimmiiniinmge:
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Nprfdvibs!Epdljoh!Tuvejft!Gvsui fs!Bobiztjt!

Nbufsjont'boe!nfuipet!
Ui fltusvduvst! pg! dpngpvoet! 6b. 6w xbt! cvjm! vtjoh! Di fnEsbx! Viush! 23/1! tpguxbsf! gbd 1bhf/!

Ui ! tubenf! dpogjhvshujpo! pg!njhboet! xbt! pcubjofe! cz! njojnj{joh! fofshz!wib!ui £ NN3!nfwin-!
vujnj{johtui 1 Di Tn4E!Qsp! 23/1/!B! lopxo! gspufjo! ebubchtf! chol!)i wqt;00xxx/sdtc/pshi*! xbt!
vtfe!up! sfusjfw! 4E.dsztubn! tusvduvstt! pg! gspufjot! Xxjui ! QEC! JEt;! 2C52-! 5CET-! 3W6[ ! boe!
3[6Y/'Ui sff.ejnfotjpobn dppsejobuft!pylui fIfo{znft!xfsflsfusjfwfe!jolui FIQEC!gpsnbu/!Ui f!
gspufjo'boe!njhboe! gsfgbshujpo-!hsje!hfofshujpo-!hoelepdl joh! x fsf! fyfdvufe!vtjoh!b! nprfdvibs!
npefmjohluppn-'BvipEpd 1Uppit! 2/6/7'tpguxbst/!Ubshfulgspufjot! x fsflgst.gspdfttfelup!sfnpwf!
bm! xbufs! nprfdvnft-! jpot-! boe! dp.dsztubmj{fe! njhboet! bt! ui z! Nbz! joufsyfst! x;jui ! epdljoh/!
Gvsti fs! paujnj{bujpo! xbt! bdi jfwfe! cz! beejoh! bm! i zesphfo! bupnt-! boe! bttjhojoh! gbsujbn!
di bshft.!'Lpmnboldi bshft!boe!tbwfelii flgsfgbste!gspufjo!tusvduvst!jo!lQECRU!gpsnbu/!

Ui finjhboe!gstabsbujpo!xbt!bdi jfwfelcz!beejohlui fIHbtufjhfs!di bshft!gpmpxtelcz!nfshjoh!bm!
opo.qprbs!i zesphfolbupnt!boe!ui foltbwoh!ui finjhboe!jo!QECRU!gpsnbu-!i jdi !jt!sfr vjsfelcz!
BvupEpdl!'Wjob/!Ui finjhboe! xbt! tfu!vg!gps! epdljoh! xjui lui fli fq! pg! BvupEpdlUppnt!) BEU<!
Wtstjpo!2/6/7*up!efgjofiui flupstjpobnlefhsfft!pglgsFfepn!up!cfldpotjefsfelevsjohlui flepdljoh!
gspdftt! boe! bm! bdzdnjd! eji fesbn! bohnft! jo! ui ! njhboe! xFsf! bmpxfe! up! spubuf! gsfmz/! Vtjoh!
BvupEpd lUppnt-lui f'hsje!cpy!xbt!efgjofe!ui bu'tgfdjgjftiui flepdljoh!gbsbnfufst!xbt!efgjofe/!
Ui fldfoufs!boe! ejnfotjpot! pglui I hsje! cpy! xfsf! tfulup! dpwfs!ui ! cjoejoh! tjuf! gspgfsiz/! Ui !
hsje! cpy! gbsbnfufst-!jodnvejoh!dfoufs!dppsejobuft!boe! cpy! tj{f-! xfsf!tbwfe!jolui fFIBvupEpdl!
Wjob! dpogjhvshujpo! gjnf/! Fyi bvtujwFoftt! )b! gosbnfufs! dpouspmjoh! ui ! ui pspvhi oftt! pg! ui f!
tfbsdi *Ixbt!9lbt!efgbvmu/!

Ui flepdljoh! xbt! fyfdwufe! cz! nfhot! pglui ! BvupEpd ! Wjob! gsphshn!vtjoh! b! dpogjhvshujpo!
gjnf/' Boufs! epdIjoh-1ui ! gptf! xjui 'ui Finfbtu! cjoejoh! fofshz! xbt! tfnfdufe! bt!ui ! cftu.epdlfe!
njhboe! xjui !ui ! dpssftgpoejoh! sfdfqups! vtjoh! ui ! QzNPM! tpguxbst! boe<! ui fInjhboe.gspufjo!
dpnagnfy! xbt! thwfe! jo! QEC! gpsnbu/! Gvsti fs-! S3E! boe! 4E! njhboe.sfdfqups! joufsbdujpot! xfsf!
bobnz{fe!vtjoh!Ejtdpwfsz! Tuvejp!wtvonj{fs!tpguxhbsf/!

Ui flgspufjoltusvduvsFISCET!jt!i vnbolcvuzszndi pnjoftufsbtf!joldpnarfy!xjui lubdsjof/!Ui vt-Igps!
ui ! epdljoh! bhbjotu! SCET-!ui f! hsje! dfoufs! )y-! z-! {*! dppsejobuft! pg! dp.dsztubnj{fe! njhboe.
Ubdsjof!xfsflvtfe/!Gps!5SCET-i flhsjelcpy!xbt!cvjm! xjui Itj{f!)y-z-{*!pg! 71!0! 710! 71! gpjout!
boe! ju! xbt! gptjujpofe! xjui ! dp.dsztubnj{fe!njhboe! dppsejobuft!)y-z-{*;! 243/: : 5-1227/124-! boe!
52/325/!! Dpssftgpoejohnz-1Gps! gspufjo! 3[6Y-!blhsje! cpy! po! tj{f!)y-z-{*!51! 1! 51! al 51 xbt! tfu!
bnpoh! xjui ! dppsejobuft! )y-z-{*;! 48/: 97-! 3: /696-! boe! .28/924! py! dp.dsztubnj{fe! njhboe/! Gps!
sfdfaqups!3W6 [ ui fihsje!dfoufs!)y-1z-1{*Idppsejobuft!py!dp.dsztubnj{fe!joi jcjups!tbgjobnjefixfsf!
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vtfe-ldfoufs!)y-! z-! {*I >1 62/997-1 267/563-! 39/66: ! boe! tj{f! )y-z-{*! 51! u! 51! 0! 51/Gps! gspufjo!
2C52!)QECHE*-lii flhsjelcpy! xbt!gptjujpofe!jolui flnjeenf!pglui flgspufjo!i bwjoh!dppsejobuft!
)y-z-{*1227/657-1221/44-'hoe! .245/292/' Ui f'hsje!cpy!dpotujuvufe!b!nbshf!sfhjpolup!jodivef!ui f!
Toujsf! gspufjo! ubshfu-! gpmpxjoh! ui F! cnjoe! epdljoh! Nfui pe! jo!ui ! bctfodf! pg! dp.dsztubnj{fe!
njhboe\3.5Y!

2V5Z-5e complex: pose view 2D-interactions

GjhvsTIT!I2/IDpnanfy!pg!6F.3W6 [ dp.dsztubnj{fe!xju |GBE!npifdvif!
)envt.dpnpsfertboelli fjs!3E. cjoejoh!joufshdujpot/!

!
Sfyfsfodft!

\2"/P/'Uspuu! B/IK/! Pntpo-! Tpguxbsf! Ofxt!boe! vaebuf!bvupepd I wob;! jngspwohtui f!tgffe!
boe! bddvshbdz! pg! epdljoh! xjui ! b! ofx! tdpsjoh! gvodujpo-! fogjdjfou! paujnj{bujpo-! boe!
nvjui sfbejoh-! K! Dpngwu! Di fn/! ! 42! )311: *! 566, 572/!
i wqt;00epj/pshi21/21130kdd/32445/!

\3YYMfn 11! D/-! fulbw-! Di spnfopoft!bt! nviujofvspubshfujohljoi jcjupst!pg!i vnbo! fo{znft/!
BDT!Pnfhb!312: -15-133272$33279/'EPJ;!21/21320bdtpnfhb/: c1451.: !

\4"/Thr vjc! Kbnjn-! Shcjb! Chbtsj-! Nlvebti js! B{j{-! [ bi je! Ti bgjr -! Tzfeb! Bcjeb! Fkb{-! Bcevr!
Ibnffe-! Kbnti fe! Jrcbn-Qsjtuyjof! 3.di npspr vjopnjof.cbtfe.ui jptfnjdbsch{poft! bt!
nvyjubshfu! bhfout! bhbjotu! bi{i fjnfs(t! ejtfbtf;! Jo! wusp! boe! jo! tjnjdp! tuvejft! pg!
npopbnjof!pyjebtf)NBP*boe!di pnjoftufsbtf!)Di F*joi jcjupst-IKpvsobn!pg! N prfdvrbs!
Tusvduvsf-12417-13135-1248952-i wqt;00epj/pshi21/21270k/npitusvd/3135/248952/!

\SYRb{j-! T/ VI Ob{-! B/<! Ibnffe-! B/<! Ptsb-! G/! B/<! Kbmjn-! T/<!Jr chn-! K< Ti bi -! T/ B/ BK!
Njs{b-!B/! [/' Tfnjdbsch{poft-lui jptfnjdbsch{pof-ui jo{pnf!boe! pyb{pnf! bobnphvft! bt!
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npopbnjof! pyjebtf! joi jcjupst;! Tzoui ftjt-! di bsbdufsj{bujpo-! cjpnphjdon! fwbnvbujpo-!
npnfdvnbs!epdljoh-boe! ljofujd!tuvejft/!Cjppshbojd!di fnjtusz!3132-1226-121631.: /!

RTBS!Npefn!
!

oJD61>6/525!,11/162!+!dpn” Di ze” 9B!,11/584!+1gPT8C!, .1/146!+!D" tg4D " : C!

dpn” Dize 9B;!pddvssfodf! pg!i zespqi pcjd! dbscpo! bupnt! Xjui jo! 9! bohtuspn! voju! gspn!ui !
dfoufs!pginbtt!pglui fFinpnfdvnf/!

gPT8C;lgsfr vfodz!py!pddvssfodfipg!tvigi vstbupn!fybdunz!bu!8!cpoetlgspnlui flpyzhfolbupnt/!

D" tg4D : C;! pddvssfodf! pg! tgd! i zcsjej{fe! dbscpo! bupnt! x;jui jo! : ! cpoet! gspn!ui ! dbscpo!

bupnt/!

|

Rtbs!gbsbnfufst!

S3 ! 1/9143 SNTF fy! 1/4368!
Bek.S3! 1/8689! QSFTT fy! 1/6415!
G)4.24*! 28/79: 2! R3G2! 1/9242!
STT us! 1/1: 36! R3G3! 1/9526!
NTF us! 1/1165! R3G4! 1/9475!
SNTF sl 1/1849! NBF fy!  1/3429!
NBF sl 1/169! L! 1/: 923!
t! 1/1954! L gsjnfl  2/127:!
BJD! A1/4: 27! S3fyul 1/4715!
CJD! .37/3366! DDD fy!  .1/4848!
DDD" us! 1/9: 1.1 s3n” FyQz! .1/75: 3!
R3" dw 1/89! s3n” FzQy! .1/12: 7!
SNTF dw 1/4368! S3p! .1/8622!
NTF dw  1/2172! S3p ebti! .8/5964!
QSFTT dw 1/6415! Dnpt" ebti !  32/8779!
NBF dw  1/3564! Drpt! 4/1948!
S3 Ztds!  1/2: 89! s3n” bwh!  .1/4455!

s3n efmb! 1/73: 7!
NTF fy!  1/2172
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Jngpsubou! nprfdvibs! eftdsjoupst! hjwf! vt! jngpsubou! jogpsnbujpo!bepwuli px! tusvduvsbn! gFouvstt!
bggfdu! cjpmphjdbn! bdujwjuz! jo! ui fI RTBS! npefi! gps! NBP.C! joi jcjupst/! X! nfbtvsf!
I zespgi pcjd!dbscpo!bupnt!)dpn” Di ze” 9B*IXjui jo'bo!9.bohtuspn!sbejvtigspn!ui finpnfdvnf(t!
dfoufs! pg! nbtt/! Cfdovtf! py! ui fjs!i zespqi pcjd! obuvst-!1 ui ! fo{znfit! bdujwf! sthjpo! dpoubjot!
sttjevftin IflInf.2: : Iboe!Mfv.282/1Ui ftflbupnt!bsflofdfttbsz!up!tupg! NBP.Clgspn!xpsljoh/!
Xi folui ftf! sftjevft! boe! joi jcjupst! joufshdu! i zespqi pcjdbmz-! ui ! cjoejoh! bygjojuz! hpft! vg/!
Opo.qgpnbs!gbsut!pglui F!joi jcjups!tubz!jolui ficjoejohlqpd I fu/!B!gptjujwfldpfygjdjfouljolui FIRTBS!
npefn! nfbot! vi bu! ui ! joi jcjupsz! bdujwjuz! )QIDE61*! hpft! va! xi fol ui 11 zespai pcjd! dbscpo!
efotjuz!bului fldfoufs!pglui fFinprfdvnflhpftivg/!Ui jt!jt!xi bulesvhting 1 fisbtbhjnjof!boe! tfnfhjnjof!
eplup!nblflui fjstfggfdut! npsfitfrfdujwiboe!gpufou/!

Pof!jngpsubou! joejdbups! jt! tvmgvs. pyzhfo! dpoofdujwjuz! )gPT8C*-! i jdi ! nfbtvsft!ui f!
ovncfs! py! tvigvs! bupnt! ui bu! bsf! fybdunz! tfwfo! cpoet! bxbz! gspn! pyzhfo! bupnt/! Tvngvs.
dpoubjojohthspvat-!nj Iflui jpnt!boelui jpfui fst-1i fng!cjpnphjdontbdujwuz!ui spvhi fnfduspolusbotgfs!
boe! sfepy! joufshdujpot/! Pyzhfo! bupnt-! po! ui f! pui fs!i boe-!i fng!i zesphfo! cpoet! gpsn! boe!
nblflui fltvctubodf! npsf!tpnvenf!jo! xbufs/! Ui jt! gbsujdvibs! dpoofdujpo! bsshohfnfou! gbdjnjubuft!
njhboe!cjoejoh!wb!cpui !gpibstboe! opogpibs! joufshdujpot/! B! qptjujwh! dpfggjdjfoul) S 21 1*!ti pxt!
i px!jngpsuboutui jt!gfouvsf!jt!gps!jngspwjoh! NBP.C!cjoejoh! fygjdjfodz/! Gps! fybnanf-1tvigvs.
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VWO A, Wavsierng $=363 nm (1T-12-202410F31.0)
-*ui
N (]
0
e
: 0=8=0 \
o S ° NW
] _N
] Cl
00
4
Rk 3883 E 883 5§ 338 - 3
o 2 H & 8 10
Area Percent Report
Sarted By = S| gnal
sul tiptier 3 1. DODD
Di lution - 1. DOOD

Use Wultiplier & Dilution Factor wl th I1STDs

Signal 1: WD1 A, Wavel ength=363 rm

Peak RetTime Type Width Area Hel ght Area
# [min] [min] [mALI*s] [maAL} %
cemee|mm———— e T Y [
1 1.434 BB 0. 1358 1. 45805 1.47157e-1 & B13e-3
2 1.B48 BV E 0.1532 1. 5524 1. 40984e-] 7.74%e-3
3 2% WR 0.1B10 B, 77829 7.26445e-1 0.0387
4 2448 VE 0. 1445 9.D7875 9.54357e-1 0.0424
5 2.973BVR 0.1582 203.99185 19.53420 0.9532
6 3.558 WE 0.1B86 £.28300 3.90007e-1 0.0247
7 4050VBE 01T 3. 61506 3.06103e-1 0.0169
8 4.549 0.1848 4, 71BB0 3.63877s-1 0.0221
9 5357 BB 0.2111 13.58404 9.63324e-1 0.0635
10 6114 BV 0.1945 6. 49481 4.7934%=-1 0.0304
HPLC 12/17/2024 4:07:28 PM SYSTEM Page 1 of 2
Data Flle D:\HPLC-DATA\Data\17-12-2024\UF-31.D
Sample Name: UF-31
Peak RetTime Type Width Area Hel ght Area
# [min] [min] [mAU*s] [mAU) %
o e R formereeeee [-=mermmene |emmmeee |
11 6.528 V8 0.2337 14,.22781 9.38505e-1 0.0865
12  7.620 BB 0, 2658 2.11223e4 1230, 59741 98.7042
13 9137 B8 0.2338 4,91372 2.68647e-1  0.0230
Totals : 2.13997e4 1255,81059

GjhvsTITIS/ 1QMD!Qvsjuz!Bobnztjt!py'Dpngpvoe!6b!
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Intensity

Intensity

FTMS - p ESI Full ms [100.0000-1000.0000]

110] ‘
170.83309
100]
90 0=5=0
801 172.83049 ﬁ \|
cl
70| 168.8361 Cl
Chemical Formula: CygH»gCloN4O3S,
604 Exact Mass: 600,08234
501 509.07455 734.93879
401 174.95582
174.8281 601.07213
T 738.93417
30 409.06596 732.9416(
20l 411.06276 737.9384
000-07784 602.07456
13_12.98548 24294308 ;;-06963 740.93190
m Wﬂl l 208:999M0413.05952  goq.0715f I%‘L93373
o ||..1..L JMlI'. L-..lJ.LiInlI L:“ L..\Ill“lill]lllll.l ..Imll.i|1||.’.|... Lllaliliss sttt it .L.|L bl .. — .
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 10C
m/z (Da) |
GjhvsfITI6/IFT). 1 SNT!Tgfdusvn!pg!Dpngpvoe!6b!
FTMS - p ESI Full ms [100.0000-1000.0000]
504
599.07455
a5 ‘
404 ‘
601.07213 0= S o
30 cl
Cl
251 Chemical Formula: CygH,6CIoN403S,
Exact Mass: 600,08234
20
15. 600'%;
602.07456
10] 603.06951
615.06963
635.05068
546.92721 616.07283 | |639.04554 659.03042 684.05276
N 262.82319 576 80068 604.721 J = |
0.|].|I].l|.||||||||.| [ I .||||||..I||||||||.| ||‘||II||| |I||||.I|.I|.I||n|.
550 560 570 580 590 600 610 620 630 640 650 660 670 680 690
m/z (Da)

GjhvsfITI7/'FTJ. 1 SNT!Tgfdusvn!pg!Dpngpvoe!6b!) fyufoefe*!

23!



Transmittance [%]
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70

65

N
Cl
Chemical Formula: CogH,6CIoN4O3S,
Exact Mass: 600,08234 \
2 B = ES%%?&EE%%EEEE?EN%E; SopE-DNoNaN o
=3 g R e e e R e i
8 5 R ] 2&99!!!."’-.’2.’2.’!&.‘!::9Eﬂﬁkﬂﬁ!;ﬂﬁ:ﬁhﬂhm;?i
T T T T T T T
3500 3000 2500 2000 1500 1000 500
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Lasn I.-JHIFI.I v WFAT/AULS W. 1T.323 TE I.l! 2131
VWD A, Wavelsng =363 nim (17-12-2020 L F-32.0)
mAl 1
1200 =
mm- C
s
- 0-g=0 ™
w00 Br 0 N
) S W
JL N
400 N N™ X
N H H
200}
P~
E
J 5 3% 38E¥E 8
1 2 3 4 5 8 7
Area Percent Raport
Sarted By Si gnal
Ml tipller 1. 0000
Ol | utl on - 1..0000
Use Multipl | er & DI lution Factor wl th IS5TDs
Signal 1: WWD1 A, Wavel ength=363 rm
Paak RetTime Type Width Area Hal ghtt Area
# [min] [min] [mAU*s] [mALl) %
i |=weef e |-mmmmmee P |oemmnees |
1 1.07B BV R 0O.2455 3. 79857 1.89532e-1 0. 207
2 1.484 W E 0.0554 2 34365e-1 3.3740B=.2 1. 27Ba.]
1 1.B34 BB 0.1496 1. 69731 1.54952a-1 9_357a-1
4 2 446 BV R 0.1837 157.B2B4T 15.31502 0.B408
5§ 2.B0% VB E 0.0B877 8. 23985e-1 1.26906e-1 4. 4940-3
& 3.042 BB 0.1287 1. 70550 1.98157e-1 9.30%e-3
7 A434 BV E 01497 2.13835 2.17367e-1  0.0117
8 31797 VBR 0.1784 TN.TITIT 1487329 0. 5364
9 4.982 By 0.2662 2340304 1.28592 0.1276
10 5746 VB 0.2220 1. 7972784 1247.186541 94.0183

HPLC 12/17/2024 2:29:45 PM SYSTEM

Page

1 of 2

Data Flle D:\HPLC-DATA\Data\17-12-2024\UF-32.D
Sample Mame: UF-32

Peak RetTime Type wWidth Area Hel ght Area

¢ [min] [nin] [mAl*s] [mAU] %
G D o e |+mmmmeae |+eeeemeeas e !
Tatals @ 1,83387e4 127956169

Gjhvsf!ITI21/' 1QMD!Qvsjuz! Bobnztjt!py!Dpngpvoe!6¢!
!

26!




Intensity

Intensity

1104

100;

90

804

704

604

501

401

301

204

104

FTMS + p ESI Full ms [100.0000-1000.0000]

406.10742 O
301.14040
0=§=0 ﬁ
Br (@] N
i )
613.07456 N
N NT X
611.0762%635 05629 H H
149.01190 633.0582§ Chemical Formula: CpgH,7BrN403S,
384.1255" Exact Mass: 610,07080
407 1106444319903
gl 14 61207951 |636.05903
189.04305 422.08111¢ 636.(
279.15853 365 12859 s o) [e308503 789.22450
181.04922 444.20221581 .lﬁ 763.26011790.22836
L 485.246157 "= J 2.04961 | |792.22763
LM”UJLM.‘. 1..4L.I..lu..._ Y 99 ..L LAl e ....l.nl.“. ' X ..4.. L J - .
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000

m/z (Da) |

GjhvsfITI22/'FTJ. ISNT!Tqfdusvn!pyg!'Dpngpvoe!6c!
[

FTMS + p ESI Full ms [100.0000-1000.0000]

804
751
704
651
604
55
501
45
404
35
30
251
204
15
104

G

547.18268
563.}7591
L. .

581.10291

Ll

613.07456

0=5=0 \N
W

611.0762]
— 635.05629

633.0582:
|
@)

Br
S
JU N
NT N
H H

Chemical Formula: C,gH57BrN403S,
Exact Mass: 610,07080

612.0795% 614.07750

636.05903
634.06128 |~

643.08503

615.07418

651.02985

| | ‘ |(§2l.03195672.14771
[ AT Al -

609.11314(|//616.07421

540 550 560

570

580 590

610 620 630 640 650 660 670 680
m/z (Da) |

600

GjhvsfITI23/IFTJ. I SNT!Tgfdusvn!pg!Dpngpvoe!6c!) fyufoefe*!
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BS 90 a5

Transmittance [%]
BO

15

70

mang——
Jzas——
Mea90 —

T T
3000 2600 2000 1600 1000 600
Wavenumber cm-1
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Acqg. Operator - SYSTEM
Sanpl e Operator : SYSTEM

Acqg. Instrument : HPLC Location ; -
Injection Date : 12/21/2024 1:55:331 PM Inp : 1
Inj Valume : No inj
Nethod : D \HPLC-DATANMethod\BZ-11.M
Last changed : 5/29/2024 5:19:35 PM by SYSTEM
VWD A, Wavsleng =36 nm (21-12-Z024WF -52 0)
mAL
2500

- oo

N
H H
m-
] 8 &8 8§ § &8 1 B
0 os 1 15 2 25 3 H a5
Area Percent Report
Sorted By : Signal
Mul tiplier £ 1. 0000
Ol | ution g 1. 0000

Use Mul tipller & Dilution Factor with ISTDs

Signal 1: VD1 A, Ravel ength-343 na

Peak RetTime Type Width Area Hei ght Area
¢ [wmin) [min]) [mAU*s] [mAU] k)
----l---.-.. sessfescsssn]|sssssssass ssssssssss|sssssss -
1 0,837 88 0.1682 2.47061 1, 93153e-1 7.324e-3
2 1.37a BVE 0.2017 2.B4027 1,7439%e-1 B.420e-3
a 1.826 VB R 0.1418 28. 39550 2.47245 0.0842
4 245 EBVR 0.1613 7441418 697383 0. 265
5 2837 VBE 0.1402 3.08681 3,196880e-1 9.151e-3
6 3 366BYE 0.1763 5511078 4.64399 0.15634
7 3790 WR 0.1909 3 35574ed 2713.43994 99, 4805
B 4,598 VBAE 0.1%87 6.91442 5, 0138%-1 0.0205

Totals : 3.37326e4 2728.91904




Intensity

GjhvsfITI27/' 1 QMD!Qvsjuz! Bobnztjt!pg!Dpngpvoe!6d!

FTMS + p ESI Full ms [100.0000-1000.0000]

1104

1004

90

80

704

60

501

401

30

204

101

0

533.16634 555.14798 ‘

OSO

@J@W

Chemical Formula: CogH2gN403S,

Exact Mass: 532,16028

534.16917 |556. 15112

563.17661
535.16494

571.12150

558.1480Q [572.12487

501.19410
Y [ e

| 531.2048;
1. Al

450 460 470 480 490 500 510 520 530 540 550 560 570 580 590 600 610 620 630 640 65

m/z (Da)

GjhvstITI28/IFTJ. I SNT!Tgfdusvn!pyg'Dpngpvoe!6d!
!

Transmittance [%]
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3'% | Mwﬁ.r m ||1 |

—
e

[l I] ! i

| || r
|I
b I [I

H «%ﬁ////w/&

—

1

X068 —
H1Ax—

5 5 Eﬁﬁﬂm—ﬁaﬁxwﬂon P — !~
3 2 gz Sg@Ngagvsgapan e N NEaanEY
5 B BB RN SRR s PP EBEBRY
| | I I ] | I
3500 3000 2600 2000 1500 1000 500
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8500
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4000
3500
3000
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2000
1500
t 1000
500
FO

t-500

5028
L,_._L___A.JL_.._._,

E

1u129-2024-UF-344L
-
bt

Chemical Formula: |CygH2gN403S4
Exact Mass: §

il

il

MeO

209

oe

00T
00T
10'C
10'T
%3
10T
0'T
0'€
=10'T

GjhvsfITI2: /121 .ONSITqfdisvn!pg!Dpngpvoe!6e) ENTP.e7-I511IN 1 {*!
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TO'TET -F
96°'TET H\
m_q.Nmﬂ;\.
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Jul29-2024-UF-341 1 fid

f1 (ppm)
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- ‘
‘”-‘ O
1000
0=8=0 \
N~ "N X
400 H H
20 k
' -]
REE 5iE: N §s 8§ -
: 3 H : : b
Area Percent Repart
Sorted By Signal
Mul tipl ler 1. DOOO
DI Tutl on % 1. 0000
Use Mul tipller & Dilution Factor =l th I1STDs
Signal 1: WD1 A, Wavel ength=363 nm
Peak RetTime Type Width Area Hei ght Area
¢ [min) [min] [mAU"s] [mAU) s
bt b oo St Lo | S I ===
1 0.352 BV 0.04679 1.314698e-1 2 B7833e-2 7. Jbbe-4
2 0.B24 B8 0.0807 2.755%4e-1 5.31244e-2 1.541e-3
3 0.983 88 0.0818 3. 70976e-1 &6 29909e-2 2.075e-3
4 1.357 BV 0.0874 5. 43858e.1 8 48918e-2 1 154e-3
5 1.702VB 0.1424 7530840 B. 07019 0.4212
6 2165 BVE 0M23 2.72918 31.57581e-1 0.0153
7 2450 VB R 0.1388 27.12757 3.00500 O0.1517
B 2.955 BVE 01854 16. 13267 1.44229 0.0%02
9 33MAWR 0.1691 1.77502e4 1592. 520686 99.2750
10 4. 47T7VBE 01926 3. 63274 2.39997e-1 0.0203
HPLC 12/717/2024 2:55: 36 PM SYSTEM Page 1 of 2
Data Flle D \HPLC-DATA\Data\17-12-2024\UF-34.D
Sample Name: UF-34
Peak RetTime Type Width Area Hel ght Area
# [min] [min] [mAU*s] [mAU] .
=v=sfrses—ss | Bt bt jrrrrssceasfosrrrsnris]tarsesas
11 5.2746 g8 0. 1685 2.09760 1. 75560e-1 0.0117
12 5.719 B8 0. 1400 1. 06263 9.54864e-2 5. 943e-3

13 9.724 88

Totals ¢

0.0895 1.92650e-1 2. TR348e-2 1.077e-3

1. 787%9Be4 1806. 17557

GjhvsfIT!32/! 1QMD!Qvsjuz!Bobnztjt!pg!Dpngpvoe!6e!
!
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110

1004

904

804

701

604

Intensity

50

40

30

204

104

Transmittance [%)]
75 B0 85 a0 a5

70

B85

FTMS + p ESI Full ms [100.0000-1000.0000]

585.15840

563.17663 ‘
MeO (@) N
ROV
N N’N\

H H

Chemical Formula: CogH3gN404S,

586.16141 Exact Mass: 562,17085
301.14027 564.17967

593.18695

149.01183

587.15)7

302.1436 329.10567
595.1864
19 0759 407.11030 =
JL TR B S W W W lLIl.-n.LIl,l kb - l L.lll

100 150 200 250 3|00 3|50 4IOO 4|50 5I00 5|50 6|00 6|50 7IOO 7|50 8I00 8|50 9IOO 9I50 l(l)O(J
m/z (Da) |

GjhvstITI33/IFTJ. I SNT!Tqfdusvn!pg!Dpngpvoe!6e!

594.18983

602.13530 863.23374

T — . | S

Bmﬁr’ﬁf/f#\\ TN

R —
3104.18
2064 B8 ——

ERXNe O o
S aBeacnucriangniBonRReReY
e E.“!EE!EEE___::EEEEBIEEEBtBSE
| | | |
3500 3000 2500 2000 1500 1000 500

Wavenumber cim-1 I
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GjhvsfIT!35/121 .ONSITgfduisvn!pg!Dpngpvoe! 6F)ENTP.e7-I511!N 1 {*!!
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VWOT A W aveisn g =353 Am {17-17 20249 0F - 35.0

200 -
g RE S = A
- o g n! 5+u_'_.!;_. !_) E__ =
2 H 5 3 __w
SESEESLNSENEEEEEES Ensseew EsEssew Esssans Sssssas
Area Porcent Report
Sarted By - Si gnal
Multiplier : 1. 0000
DI |t on § 1. 0000
Use Wiltipller & Dilutlon Factor wi th |5TDs
Sigral 1: VD1 A, Wawvel englh=3463 mm
Peak RetTime Type Width Aria Helght Aren
f ([min] Imin] [mAU*s) [malr) 3
asss|esssnce|ssss|ssncnns|sssnsssass |ssssssrsss|ssassnns|
T L.MIEn 0.7303 & 757132-1 & T0E7Oe-2 4.54%e-3
2 1.780 BV 0.0584 1, 659302-1 4. 04186a2-2 1, 2060-3
3 1LEX2VE  0.0393 7.271332-2 2. 914778-2 5. 252e-4
4 22227 BV 0.1350 9244115 10.62140 0. 4676
& 2457 W R 0.74B8 101.43955 10.26872 0O.7328
& 2.80BVEE 0.1397 3. 73237 3. 53913e-1 0.0270
7 1307 BB 0. 1992 4.456080 3 148402-7 0O.D322
B 4.02 B8R 0. 1268 109115 1. 164740-1 7. E810-3
9 4809 DV 0.2217 11.70080 8. 064slu-1 O.0DBAS
10 S299 VB 0.2108 1.38300=4 995. 14412 98. 4408
HPLL T2/17/720124 1:09:29 P SYSTEM Page 1 of 2

Datn File O \WPLC-DATANDA LAY T-12-2024\UF -35. D
Sampl @ Name: UF-35

Peak RetTime Type Width Area Nl ght Arpn
# [min] Imin] [mAU*S) =AU} %
Pt himeeod rvand hoamanis oot |srrereeee]sersores |
11 §.721 BH 0.0587 1. 1174b6e-1 2. 9563120-2 B O7Ve-4
12 11.337 VA 0.0434 7.38402e-2 2. H33540-2 5 3200-4

Tatals : 1. 384604 10178700

Gjhvsf!ITI37/' 1QMD!Qvsjuz! Bobnztjt!pg!Dpngpvoe! 6f!
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Intensity

FTMS + p ESI Full ms [100.0000-1000.0000]

1104

567.12726
1064

589.10885
904
80, 406.10723 O

70/ 0=8=0 \

501 301.14031 N N
569.12463 H H
591.10634
40 384.12544 o
] 568.1300(
149.01186 —
301 443.19874
>l 407.1104¢
189.04297
( 570.1270% 1595 10899 789.22462
302.14369 597.13738
104 { 279.15846>27" d ﬂ20216606( Sﬂ/ F@ZZBSZ
.q 626.20120 972.22371
26.. 805.19945
ol Ml LILl.l“L.UmJ.uL.JkauJ.LL.... ._Ll- [ BTN S HE T . . s

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 100C
m/z (Da) |
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Transmittance [%]
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--_;
Ear -
—
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—_—
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' A, J@W |

o
~
E m
= N FEB 25 g =3 Rpgvﬁw-—mmﬁmmmwqui;g:;;gg;g
= BE Db = = 2 o ig?—‘gﬁgg;;gmnm—vm:n:lmm'mmm:n
2 R RAR 28 ~ 2 ERNNEINON OO R R BRI EIHGT
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nm (17-1 ¥
mAll ] 2
2500 -] ‘
2000 -
0=8=0 \
1500 S 0] Nw
N
o] \(\H N
m-
3 8¢ 8§ 1 @ §
= - AR . [ed o
] 1 e I R
Ares Percent Report
Sorted By : Si gal
W 1] pl | er : 1. pOOD
Dilution i 1. DA0a
Use Multipller & DI|ution Factor wlth |STDs
Signal 1: W01 A, Wavel ength-363 o
Peak RetTime Type Width Area Helgnt Araa
# [min] [min] [mAU*s] [mALI] 4
et e |l At -==]
1 1.247 &V E 0,1562 5. 16884 4,58803e-1 0.0122
2 1LSIBWE 01397 11.45072 1.22425 0.0270
3 LTB2WE 0429 7. 14916 6,8905% -1 D.0V68
4 2079 WR 0.1422 47289374 72.23827 1.5867
5 262VBE 0,2214 14.D156% 8.24B27e-1  0.0330
6 1286 BVE 0.1593 A.30166 B, 174292-1 0.0196
7 LMIWE 02109 57.19374 177738 0.134B
B 4M3WR 0.2295 4.16524a4 2842 H14D1 9B. 1530
9 5272 VAAE 0.2044 7. 64034 5 74665e-1 0.018D
HPLC 1271772024 4:27:20 PM SYSTEM Page 1 of 2

Data Flle D \HPLC-DATANData\17-12-2024\WF-34,0
Sampl e Name: UF-34

Totals : 4.24367ed 2941 21069

LR Em u.' Mm aaw
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Intensity

FTMS + p ESI Full ms [100.0000-1000.0000]

110
513.19768
100]
535.17948
80/
0=8=0 \
704 (0] N
/N\/\©/
60/ N
50 _
Chemical Formula: CogH3oN403S,
40 Exact Mass: 512,19158
P1H20078 53618234
30 Rl
20 529.1924§
515.19617 |1537.17823
104 301.14035 481.22554 |[_.- .
= 530.19553
149.01185 35 1100 482.2286 18166 615.31971 788.26568
o™ .__lj.__.......L‘l.._L..L._ I . lJl L - - PRSP s— - - l
100 150 2'00 250 300 350 4b0 450 500 550 600 650 700 750 800 850 900 950 1000
m/z (Da)
GjhvsfITI43/'FTJ. 1 SNTITqfdusvn!pg!Dpngpvoe! 6!
I
(=]
=

Transmittance [%]
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70
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Acqg. Operator

: SYSTEM

Sample Operator : SYSTEM

Acg. Instrument : WPLC Location -
Injection Date : 12/17/2024 4:27:45 PM Inj : 1
Inj Volume : No Inj
Method ¢ D \HPLC-DATA\Method\BZ-11. M
Last changed : 5/29/2024 5:19:35 PN by SYSTEM
[ VWD A, Wavslenginad6a nm (17-12-20a0LF-37.0]
mAL T
2000 -] ’
1500
0=s=0
O N
1000 S \l
~N Jk _N
S/\/\N NT R
= H
E ~
! . 5;535 - ;E ,5_.31 : }
T L 1 ' L] 1 L ]
1 2 3 4 5 8 r a
Area Percent Report
Sorted By £ S gnal
Mul tiplier E 1. DDOO
Ol 1 ution E 1. 000D
Use Mul tiplier & Dilution Factor wlth ISTDs
Signal 1: VWD1 A, Wavel ength=3463 rm
Peak RetTime Type Width Area Hel ght Area
& [min] [min) [mAL*s] [mAL]) 1
e e | =mmemeee | =mmmmemee | =mmmmaes |
1 1.592 BVE 0.1908 50 48253 412608 0.1767
2 1.BAOVB R 0.1417 25618890 27.26139 0. 8947
3 2.266 BY E 0.0862 9 94358e-1 1.76273e-1 3. 481e-3
4 2.456 VB R 0.1455 T1.83395 7.58185 0.2514
5 30 BVYE 0.1690 27, 75907 2.44159 0.0972
6 3.451 W R 0.1789 2. AD901ed4 2423 61255 94 3211
7 A2Z2VBE 0.2604 46 22150 2. 50480 0.1618
a 5.028 BB 0. 2765 5, 53470 3. 13004e-1 0. 0194
9 6.016 BB 0.2022 8. 9B860e-1 5.54677e-2 1. 146e-3
10  &6.B09 BB 0.1949 2.47214 1.57429e-1 B.653e-3
HPLC 12/717/2024 4:36:28 PM SYSTEM Page 1 of 2

Data Flle D:\NPLC-DATANData\17-12-2024\UF-37.D
Sampl @ Name: UF-37

Peak RetTime Type Width Area Hel ght Area
¢ [min) [min) [mAU*s] [mAU) %
e R B | == ememaee |mmmmemens |-meemeee |
11 7.455 BV 0.2645 16.70424 9.25067e-1  0.0585

2. 85469204 2469, 15550

GjhvsfIT!47/' 1QMD!Qvsjuz! Bobnztjt!pg!Dpngpvoe!6h!
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Intensity

Transmittance [%]

11064

100

904

804

70

604

501

40

304

204

104

FTMS + p ESI Full ms [100.0000-1000.0000]

567.15149

545.16982 ‘

OSO

oy J@T

Chemical Formula: C26H32N4O383
568.15446 .
546.1728¢ | Exact Mass: 544,16365

301.14048
547.1674§ |°62:14916

149.01188 543.1543]

406.10732 "1 |1583.12347
161.0481 83. 1
61.04818 l 548.1692¢ || 1'584.12597 836.22359
J..HMLM.\;J.L.LL“__LAL,L ATV TRT S i ) l..hl e L

100

90

85

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 100C
m/z (Da)

GjhvsTITI48/IFTJ. 1 SNT!Tgfdusvn!pg!'Dpngpvoe!6h!

ﬁ | ﬂlﬂn
’ll'\ l Iil

: [en
_N
\S/\/\N N AN
H H
0
I | e
3 % &2
5] = SRR S| 9"231:’QEEQEQSRSEHEM-QQﬂES
T T T T T T
3500 3000 2500 2000 1500 1000 500
Wavenumber cm-1

GjhvsfIT!49/1GU.JS!ITgfdusvn!pg!Dpngpvoe! 6h!
!



16000

15000

14000

13000

12000

11000
10000
9000
8000
7000
6000
5000
4000
3000
{2000
1000

Lo

t-1000

1207
640 1
08°0 |
£0°€
60°€ |
ot |
zre
16'S 1
16'S
09°9
19'91
£9'91
£9'91
TR
8°/ |
05° 1
%_Tﬁ
69°2 1

0s¢
122
142
[
e
€44
€L,
veL
vLL
9L,
YR
1L
7%
YR |
6LL
6L'2
08
082
182~
28'L7
88'2

o
a9
NN

N

—_—

662 ]

O RNInNANM—A =0
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VWD A, Wamisngth=363 nm (17-1
mAl 3
250 ‘
1m—f O
1500 - O:SI:O \
L O N
“ I )
1000 - _N
~ NOR
m]  CF,
500 4
i sEA 0 z% o3 3%
. 1 3 H 4 5
Area Percent Report
sorted By 1 Signal
Mul tiplier $ 1. 0000
Dilution i 1. D000
Use Wil tiplier & DI |utlon Factor with |STOs
Signal 1: VWD1 A, Wavelength=363 nm
Peak RetTime Type Width frea Height Area
§  [min) [nin) [mAl*s] [mAU] X
- o | | |
1 0.96) BB 0. 1183 4.54997e-1 5. 424071e-2 1, 408e-3
2 L&MW E 0.7223 1.45942 1, 88430e-1 4.576e-3
I 1.8 VWE 01749 4.10585 3.5263%-1 D.0130
4 22N1IVBR 0.1509 1074.85984 106.79334 3. 1242
5 1149 BV 0.1512 2.09048 2.16234e-1 &, 46%9e-3
6 344 W  0.7984 B. 78822 6. 21574e-1  0.0272
7 LESS VB 0, 1464 2. 59139 2.24413e-1 8, 019e-3
B 4.305 By a. 1117 4.29800 5.39300=-1 0.0113
9 4.512VvB 0.1889 21. 49694 1.868520 0.0733
10 5.205 BBA  0.2731 3. 11024p4 2264, 61415 9b. 5266
HPLC 12/17/2024 4:43:29 PN SYSTEM Page 1 0f 2

Data Flle D:\HPLC-DATANData\17-12-2024\UF-38, 0
Sampl e Name: UF-18

Peak RetTime Type Width  Area Helght  Area
¢ [min) [vin]  [mAU®S]  [nAU] %

EEU PRSIy EEEES T BEsisionioots Susoatsatioy poeraises

Tetals : 3. 23148e4 2375 48934

GjhvsfITI52/' 1 QMD!Qvsjuz! Bobnztjt!py!Dpngpvoe!6i!
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Intensity

Transmittance [%)]

1104

1004

904

804

704

601

50

40

304

20

104

FTMS + p ESI Full ms [100.0000-1000.0000]

CF3

Chemical Formula: CogHs7F3N403S,
Exact Mass: 600,14767

149.01186

85

80

85

#01715
L.[L [T

‘ 623.13537

OSO

J@ﬁ

601.1535¢

624.13812
602.15634
301.14032
625.13488
60315281 1639.10882
302.14366 626.13p2 t§ﬂ9;11184 920.19989
[ T T SV R SR B 1§ L R L

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 100C

m/z (Da)
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= B ¥ i b £ et e I SO
= 8 P SSxcLm-yvoEseon-S-NooSSnd
8 = R SOOI OOANCCOO0RERISPERSE
| ] ] I T T
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Method . D \HPLC-DATA\Method\8Z-11,
Last changed  : 5/29/2024 5:19:35 PM by SYSTEM
VWD A, Wavelengih=363 nm (20-12-2024WF-38.0)
w T (]
) g
; o-Lo
ROSTNOR
20 N N/N\
H H
‘u_
S g J
) 2 H H 8 10

Area Percent Report

Sorted By Signal
Mul tiplier 1, 0000
DI fution 1. 0000

Use Mul tipller & Di|utlon Factor with |STDs

Signal 1: W01 A, Wavel ength=363 nm

Peak RetTime Type Width Area Hel ght
# [min] [min] [mAU*s] [mAU)
e R e |==mmememen [=mmmemeea |
1 0.968 BB  D,068D 1.716632-1 3,22127e-2
2 2.063 BV E 0.6392 3,38553 6. 26534e-2
3 2266 VBR 0.1423  9.68887  1.08226
4 4,762 B8  0.0850 1,96241e-1 3.18474e-2
5 5.440 BB 0. 2269 &96.BOSBB 4546298
Totals : N0.25217  46.67195

GjhvstITIS7/' 1QMD!Qvsjuz! Bobnztjt!py!Dpngpvoe! 6j!




FTMS + p ESI Full ms [100.0000-1000.0000]

1104

1004

904

804

70

604

Intensity

504

401

30

204

104

567.12717
589.10886
301.14032 569.1246
~ | |591.10634
568.1299;
149.01186
189.04297 406.10732
1 570.1271% 1592.10902
161.04814 443.19880 | | 605.08226
407.1 > 1M 606.08541
0759 408.10366 F 740.27666
Sl . . ‘.Ln...l.u.l.lll.L, P ) T P AU, [P ok P

0=S=0

|
Cl (@]
N
N N™
H H

N
)

Chemical Formula: CygH,7CIN4O3S,
Exact Mass: 566,12131

930.28354

Transmittance [%]
70 75 80 85 90 85

65

m/z (Da)

GjhvsTITI5S8/!IFTJ. 1 SNT!Tgfdusvn!pg!Dpngpvoe!6j!
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Area Percent Report
Sorted By { Signal
Mul tiplier 1 1.0000
Di fution 1 1..0000

Use Mul tipller & O lution Factor with |5TDs

Sigral 11 VWD1 A, Wavel ength=363 nm

Peak RetTime Type Width Area Hei ght Area
# [min] [min] [mAL*s] [ matr] 1
e [tam [awwefposases fessnssesen feserviians [osanns |

1 1.800 BY 0, 1125 1.16770 1.39129¢-1 6, D68e-3
2 2.030 VB 0.1470 4_3B03B 4. A2744e-1 D.022B
3 2.540 BB 0,1591 14. 604466 1.59797 D.0B&3
4 2.970 BB 01277 3.19885 3.B414Be-1 D, 0166
6§ 33108YE 0.1210 1.00275 1,15031e-1 5 678e-3
6 3M&WE 0,1997 17.27306 1.23011  0.0894
T 4184 VBAR 0,1693 1.92015e4 1554.07251 99, 1732

Totals : 1.92457e4 1558, 00163
|
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Intensity

FTMS + p ESI Full ms [100.0000-1000.0000]
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20l 0=8=0
“ k j@f )
504
40 Chemical Formula: C3gH3oN403S, 584.18194
Exact Mass: 560,19158 562.20031 |
304
20
301.14024 585.178411592 21063
10 149.01180 8017030 ||222:15287
Luul 279. 1582 302.14360 560.2“38757“ @15614 860.76602
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Area Percent Report
Sorted By 1 Signal
Mul tiplier t 1. 0000
0l lution } 1.0000

Usa Mul tipller & Di|ut|on Factor with |5TDs

Signal 1: WD1 A, Wavel ength=343 nm

Peak RetTime Type Width Area Hel ght Area
# [min] [min] [mAl®s] [mAU] 13
SRS RS [ s = =
0,925 BB  0,0761 2,00753e-1 3.55127e-2 6, 691a-4

1.864 BV 0.1475 39.15018  4.00708 0,134

253 WR 01530 8574770 B.37039 02943
01482  3.79124 3,42094e-1  0,0130
3. 464 BY E 0.1861 34.94952 2.90814 0, 1268
1.928 VB R ©0.1897 2. B9b43e4 2361 51831 99, 4248
4.853 BBA 0.0988 1.14209 1.92683e-1 3.920e-3

SV - O - TR
Jub
=
=
w
m

Tatals : 2.91313e4  2377.37420

Gjhvsf!ITI67/' 1QMD!Qvsjuz! Bobnztjt!py!Dpngpvoe!61!
!



Intensity

Transmittance [%)

FTMS + p ESI Full ms [100.0000-1000.0000]
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VWD A, W ivelengih=363 nm [20-12-2028WF 420)

e :

1sm~z 0=8=0 \

LN

N N
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m_
§ 3R 8R/\ ¢ ¢8 g
0 - - —
2 H 8 . 10
Area Percent Report

Sorted By £ Signal
Mul tip! ler : 1. 0000
0l lutlon t 1. 0000
Use Mul tipller & Dilution Factor with 1STDs
Signal 1: WWD1 A, Wavelength=3563 nm
Peak RetTime Type Width Area Hel ght Area

# [min] [min] [mAUs) [mAL] %
o |+resfmmmnms|arrnanas fremmeemens|smnnnas |

1 0.942 BR 0. 1055 4,28311e-1 5. B4A1Be-2 1.4128-3

2 1.BAa2 BV 0.1495 34842909 1. 81664 0. 1267

3 21355VvE 0.2099 16.58397 1.08800 0.0547

4 2.929 B8 0.1492  18. 63580 1.97934 0.0814

5§ 3397 BVE 01740 2635806  2.30864 0.0869

6 1.B30 WR 01894 3.02208e4 2448 54541 99.6192

7 4706 VBE 0 2140 8.20460 5,20430e-1 0.0270

8 5550 BR 0. 1800 31.07651 2.331347e-1 00101

9 7.BE03 BB 0.2118 1.79024 1.995462-1 00135

HPLC 12/20/2024 4:40:27 PM SYSTEM Page 1 of 2

Data Flle D:\HPLC-DATA\Data\20-12-2024\UF-42.D
Sanple Mame: UF-42

Totals : 1. 013463ed 2470, 76004
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Intensity

Intensity

FTMS + p ESI Full ms [100.0000-1000.0000]
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Chemical Formula: CygHo7FN403S,
40/ Exact Mass: 550,15086
552.15048 |°/3-14144
30 i
20 301.14020
553.1551 581.16688
325.22638 tL) g e
1o 14901180 5. | [[589.11206
161.04806 @22971 et & @11504 845.20294
ol [ER lthl.llul.LlulluanL...u....l....I.L..... Y T T LJLH Lo . . . A
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000
m/z (Da) |
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FTMS + p ESI Full ms [100.0000-1000.0000]
110
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. o0

i hGU DO R
JU N
601 N N™

H H
50 Chemical Formula: C,gH,7FN,O3S,
Exact Mass: 550,15086
40]
552.15948 574.14144
30 T
20
553.15510 575.13728581.16688
104 589.11206
582.17002
549.19564 554.15610 563.17733 570.13011 576.13767 g 590.1150¢
o N T |.. A R I T |., | I (-
542 544 546 548 550 552 554 556 558 560 562 564 566 568 570 572 574 576 578 580 582 584 586 588 590 592
m/z (Da) |
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