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I -TOF MS: 1.983 to 2.033 min from Sample 2 (170322_Best_Lou_5-) of 170322_Best_Lou_5-.wi... Max. 409.5 counts.

a=3.59148287053781840e-004, t0=7.34677452575174640e+001 (Turbo Spray)
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2020_07_06_LOU_ZP_305_POS 30 (0.523) Cm (30:196)
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Evidence of chelation:
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Enlarged aromatic region:
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Evidence of chelating: (full spectra)
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Evidence of chelating: (aromatic region)
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Aoy, Data Name: 200831 Best Lou ZP-305-hex

N\
=N
O/\/\/\/O

oin®
O

Found: 1097.7063

Internal Sample Id: Spec. Record Interval: 1.0[s]
lonization Mode: ESI+ Orifice1 Volt Sweep: 10V Ring Lens Yolt: 5[V]
MS Calibration Name: DART(+)PEG 1000 09112019 Acyuired m/z Range: 900.0..1200.0 Time of Maximum: 2.463[min]
Reduction History: Detemnine miz[Peak DetectCentroid, 15, Areal; Corredt Base[l;Sm ooth[5]];Correct Base[5.0%]; Averaqe(MS[1] 2 .454.2.470)
Experiment Date/Time: 8/31/2020 5:59:21 PM Operator Mame: jloud
Area (2010)
2000 —
| 7/
’ 1097 70634
4 N N
)
1500 —
_ ~1098.72474
] 1004 60665
1000 —
~1099.70292
] 100559529
- + .
[M+H]* calcd for C74Hg3NeO,: 1097.7360
500
M-CH.-pyridine
0 ! T T T T T T T T T T T T
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Evidence of chelating: (full spectra)
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Evidence of chelating: (aromatic region)
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Aoy, Data Name: 200817 Best Lou ZP-305-cirl
Internal Sample 1d:

lonization Mode: ESI+

MS Calibration Name: DART(+)PEG 1000 09112019

Orifice1 YVolt Sweep: 10V
Acquired m/z Range: 450.0.650.0

Spec. Record Interval: 1.0[s]
Ring Lens Yolt: 5[V
Time of Maximum: 0.631[min]

Redudion Higtory: Detemnine m/z[Peak Detect/Centroid, 15, Areal; Corred Base[];Sm ooth[5]]; Correct Base[5.0%]; Average(MS[1] 0.608..0.641)

Experiment Date/Time: 8M 772020 11:49:19 AM
¥10°  Area (984840)

Operator Name: jloud
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1 [M+H]* calcd for C35H44N30O: 522.3484
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Evidence of chelating: (full spectra)
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Evidence of chelating: (aromatic region)
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Evidence of chelation-full spectra
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[M+2H]2+ calcd for C102H137N903: 768.0422

Found: 768.0386

[M+3H]3+ calcd for C102H138N903: 512.3641
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Prove of Zn chelation - Full spectra
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Intensity, counts

+TOF MS: 1.066 min from Sample 3 (180424 _Best_Lou) of 180424_Best_Lou.wiff

a=3.59082746855989100e-004, t0=7.60794892055056100e+001 (Turbo Spray), Centroided
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Intensity, counts

-TOF MS: 3.165 min from Sample 1 (180223_Best_Lou) of 180223_Best_Lou.wiff

a=3.59195242851482010e-004, t0=7.27419015732936320e+001 (Turbo Spray)
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D:\Qstar_replacement\20180911_Jinchao_2 09/11/18 14:44:20

20180911_Jinchao_2 #77-84 RT: 0.75-0.82 AV: 8 NL: 3.65E7
T: FTMS - p ESI Full ms [150.0000-2000.0000]
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D:\Qstar_replacement\20180911_Jinchao_1 09/11/18 14:35:22

20180911_Jinchao_1 #285-286 RT: 2.74-2.75 AV: 2 NL: 5.70E5
T: FTMS - p ESI Full ms [150.0000-2000.0000]
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I -TOF MS: 1.998 to 2.198 min from Sample 3 (180503_Best_Lou_TML-103) of 180503_Best_Lo... Max. 819.5 counts.

a=3.59195242851481960e-004, t0=7.27419015732936170e+001 (Turbo Spray)
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Aoy Data Name: 210714 Best Lou chol-B6

Internal Sample Id: Spec. Record Interval: 1.0[s]
lonization Mode: ESI+ Orifice1 Volt Sweep: 10V Ring Lens Yolt: 5[V]
MS Calibration Name: DART(+)PEG 1000 05202021 Acguired m/z Range: 300.0..700.0 Time of Maximum: 0.400[min]
Redudion Higtory: Detemine miz[Peak Detect/Centroid, 15, Areal; Correct Base[l; Sm ooth[5]]; Correct Base[5.0%]; Average(MS[110.396..0.419)
Experiment DatefTime: 7142021 5:53:40 P M Operator Name: jloud
x10°  Area (1099156)
49524973
1000 —
800
600 +
| [M+NH,]* calcd for Co7H49INO: 530.2859
- + .
[M+2H*-HI-H,01* [M+H-H,O]* calcd for Cy7Hy4l: 495.2488
400
i ~496.25311
- [M+H*-HIJ*
200 36733760 I [ - ]+
l 385.34804 403.31447 M+ N H4 H I
97.25994
A ~404 31720
I] ‘ | " 06 31700 493 23844~ 530.28703
o—L - v ool I ... LSIIE I R TP T T .. lilll. salulse ol
1 1 L | 1 7T 71 7 T | L | 1 L | LI | 71 T | | L | L | 1 LI L T | L | L |
350 400 450 500 550
miz

Found: 530.2890

Found: 495.2498
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Aoy, Data Name: 211208 Best Lou chol-5-Br

Internal Sample 1d:
lonization Mode: ESI+

MS Calibration Name: DART(+)PEG 1000 05202021
Redudion Higory: Detemmine m/z[Peak Detect[Certroid, 15 Areal; Corredt Base[l;Sm ooth[5]];Correct Base[5.0%]; Average(MS[1] 0.326..0.354)

Experiment Date/Time: 12/3/2021 5:48:04 PM
x10°  Area (837375)

Orifice1 Yolt Sweep: 30V

Acquired m/fz Range: 300.0..600.0

Spec. Record Interval: 1.0[s]

Ring Lens Yolt: 5[]

Time of Maximum: 0.332[min]

Operator Name: jloud

Found: 447.2796

367 35167
800
700
600 o]
i )J\ @)}
500 - 9.2.9
400 [M-CH3;CO,] calcd for C,;H44Br: 447.2626
. 447 27956
300
. _~368.35522
200 366.34405 ~
100 45028374
265 33535 _~369.36320
. 321.13484 ‘ ~
' | 384.35286 445.28834~ 451 28798
U_ " l.l.].. -.llI-J.. ..|.|Il.. ..‘v]n. o | PSP 1 | PP YR 1Y o -lll. v || I NADE
T T T T ] T T T T T T T T ] T T T I T T T T | T T T T
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Aoy, Data Name: 211209 Best Lou chol-6-Br

Internal Sam ple Id: Spec. Record Interval: 1.0[s]
lonization Mode: ESI+ Orifice1 Volt Sweep: 30V Ring Lens Volt: 5[]

MS Calibration Name: DART(+)PEG 1000 05202021 Acguired m/z Range: 300.0..600.0 Time of Maximum: 0.413[min]
Reduction Higory: Determine miz[Peak Detect/Centroid, 15 Areal, Corred Base[]; Sm ooth[5]); Correct Base[5.09%]; Average(MS[1] 0.407 .0 426)
Experiment Date/Time: 12/9/2021 1:4817 PM Operator Name: jloud

x10°  Area (43889)
447 277397 44927791

404 367.35165

- [M+H-H,0O] calcd for C,,H44Br: 447.2626
207 Found: 447.2774

7 385.36517

| A4S0 28464 [M+H-HBr] calcd for Cy;H450: 385.3470
10 Found: 385.3652

’ 365.33914~ 386.36766 445 26474 ~_
- 46528129
| FAssE |‘ ‘ ” 405 3177 H 481.27696
c]_.I|||l||||. 1 T ORI | A 1
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Aoy, Data Name: 201229 Best Lou TPA4-column

Internal Sam ple Id: Spec. Record Interval: 1.0[s]
lonization Mode: ESI+ Orifice1 Volt Sweep: 10V Ring Lens Yolt: 5[]
MS Calibration Name: DART(+)PEG 1000 09112019 Acguired m/z Range: 400.0..600.0 Time of Maximum: 0.948[min]
Redudion Higory: Detemmine mJz[Peak Detect{Centroid, 15, Areal; Correct Base[],Sm ooth[5]]; Correct Base[5.0%]; Average(MS[1]1 0.910..0.960)
Experiment Date/Time: 12/29/2020 10:37:21 AM Operator Name: jloud
x10°  Area (357829)
49329918
i N\
|
NS
300 N~ |
i N N
4 NZ

- g HRMS-DART

. [M+H]* cacld for C33H41N4: 493.3331
200 Found: 493.2992
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Aoy, Data Name: 210705 Best Lou MEG-C4 column

Internal Sample Id: Spec. Record Interval: 1.0[s]
lonization Mode: ESI+ Ornificel Volt Sweep: 10V Ring Lens Yolt: 5[V]

MS Calibration Name: DART(+)PEG 1000 05202021 Acguired m/z Range: 100.0..300.0 Time of Maximum: 0.165[min]
Redudion Higory: Detennine m/z[Peak Detect[Centroid 15 Areal; Correct Base[],Sm ooth[5]];Correct Base[5.0%]; Averaqe(MS[1]10.156..0.175)
Experiment DatefTime: 7/5/2021 11:37:02 AM Operator Name: jloud

x10°  Area (1598676)
204 14205

0 N

el [M+H]* calcd for CgHsNsOs: 204.1348
. Found: 204.1420
1000 9.4.2 [M+H-N,]* calcd for CgH1gNO3: 176.1287
i Found: 176.1338
500 - [M+NH4]+ calcd for C8H21N403: 221.1614
_ Found: 211.1675

600 17613379
400 —
7] 17713795
. 17411905~ | ~205.22775 ~222 16945
D_-l..'.'..l..;-ll-l.'-.l“l.l..l..l..l..l.'.lll.‘]..l..llllll..l..l‘l..l.l.-l. 'I.'..l..'.‘l..l.l.ll..'.l.
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Aoy, Data Name: 220104 Best Lou 3Azno-2
Internal Sample |d:
lonization Mode: ESI+

MS Calibration Name: DART(+)PEG 1000 05202021

Orifice1 Volt Sweep: 30V
Acquired m/z Range: 100.0..350.0

Spec. Record Interval: 1.0[s]
Ring Lens Yolt: 5%
Time of Maximum: 1.127[min]

Redudion History: Detennine m/z[Peak Detect/Centroid, 15, Areal; Correct Base[],Sm ooth[S]]; Correct Basel5.0%]; Average(MS[111 .111..1 .144)
Experiment Date/Time: 1/4/2022 3:36:15 P M

x10°  Area (370970)

Operator Name: jloud

| 180.0883:5?8-08033
| HO
| HO OH
o
| N3 OH
: 9.4.14
) 12404435
20- . [M+H-N,]* calcd for CgH1,NOs: 178.0715
. Found: 178.0803
| 142.05636.
T [M+H-N>-H50]* calcd for CgH1gNO4: 160.0610
. 160.0684
100
: AB107055 | 15009469
| \ ‘ ‘ 24118221 259.20340
D_.:Illl.l I..lu.l.l '.'“' |, I.ln...lll..|: ||.....:....,f.fﬁ?.?..?.. |'/.4t310??ﬁ4: L. SN AP PAr [P AT P :
' 120 ' 140 ' 160 ' 180 ;Z 200 220 ' 240 l 260 '
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