Supplementary Figures and Schemes
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Scheme S1
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Chemical Formula: CgHssN,0"
Exact Mass: 425.3526

Chemical Formula: CogHggN,04"
Exact Mass: 489.3687

Chemical Formula: CpgH,7N,03"
Exact Mass: 471.3581

Chemical Formula: CpgHsN,0,"
Exact Mass: 453.3476

Chemical Formula: CggHssN3O4"
Exact Mass: 568.4109
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Chemical Formula: C5gHgNO,*
Exact Mass: 426.3367

Chemical Formula: CogHggNO,*
Chemical Formula: CogHggN;05" Exact Mass: 428.3523

Exact Mass: 461.3738

Chemical Formula: CygHs7N,0,"

Exact Mass: 443.3632 OH OH
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Chemical Formula: Cy7Hgg0*
Exact Mass: 379.2995
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Chemical Formula: CygHps*
Exact Mass: 249.1638

Chemical Formula: CogHgNO*
Exact Mass: 410.3417

Chemical Formula: CoHs,NO*
Exact Mass: 408.3261
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Chemical Formula: C;Hg30"
Exact Mass: 301.2526

Chemical Formula: C,3Hg;0"
Exact Mass: 329.2839
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Chemical Formula: CogHyaN;0,"
Chemical Formula: CogHy7N;0s" Exact Mass: 439.3319

Exact Mass: 503.3479

Chemical Formula: CogHgsN;04"
Exact Mass: 485.3374

Chemical Formula: CogHg3N205*
Exact Mass: 467.3268

Chemical Formula: CazHs;N3Os"
Exact Mass: 582.3901
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Chemical Formula: CygHa,NO5*
Exact Mass: 440.3159

Chenmical Formula: CogHgsNO3*
Exact Mass: 442.3316

Chemical Formula: CogHyzN04"
Exact Mass: 475.3530

Chemical Formula: CogHysN;05"
Exact Mass: 457.3425 o
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Chemical Formula: Cy7Hg705"
Exact Mass: 393.2788

Chemical Formula: CygHps*
Exact Mass: 249.1638

Chemical Formula: CagHqN,0,"
Exact Mass: 449.3163
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Chemical Formula: C5gHsoNO,"

Chemical Formula: CygHsoNO,* Exact Mass: 424.5210

Exact Mass: 422.3054
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Chemical Formula: Cp4H3;0,"
Exact Mass: 315.2319

Chemical Formula: C3Has0,"
Exact Mass: 343.2632
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Chemical Formula: Cz7Hy{0,"
Exact Mass: 397.3101
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Chemical Formula: C55Hs0"
Exact Mass: 327.2682

Chemical Formula: C1Hy7*
Exact Mass: 209.1325

Chemical Formula: C57HsgOs"
Exact Mass: 411.2894
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Chemical Formula: Cp3Ha30,"
Exact Mass: 341.2475

Chemical Formula: CygHy7*
Exact Mass: 209.1325



Scheme S3
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Chemical Formula: CogHagN,"
Exact Mass: 407.3421

Chenmical Formula: CpgHysN,0;"  Chemical Formula: CogHysN0*
Exact Mass: 453.3476 Exact Mass: 435.3370

Chermical Formula: CagHeiN:O4" Chemical Formula: CzotasN;03
Exact Mass: 566 4108 Exact Mass: 471.3581
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. Chemical Formula: Co7Hag0"
Chemical Formula: CogHg,NO Exact Mass: 379.2095
Exact Mass: 408.3261
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Chemical Formula: CagHgsNO*
Exact Mass: 410.3417

Chemical Formula: CgHasN,0"

Chemical Formula: CogHy7N,0,"
Exact Mass: 425.3526

Exact Mass: 443.3632
. BN

A
£

Chemical Formula: CogHgs"
Exact Mass: 309.2577

) . Chemical Formula: Co7Hg;"
Chemical Formula: CogHgoN Exact Mass: 3612690
Exact Mass: 392.3312 R
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Chemical Formula: CygHy7"

Chemical Formula: CygHp,*
Exact Mass: 209.1325

Exact Mass: 249.1638
Chemical Formula: CogHa70"
Exact Mass: 329.2839
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o Chemical Formula: CpsHa7N,0,™

Exact Mass: 397.2850

Chemical Formula: CpgHaN2O4*  Chemical Formula: CgHarN;03"

Chemical Formula: CgH,4N,05"
25.2799

Chemical Formula: C31HasNyO5"
Exact Mass: 540.3432 Exact Mass: 461.3010 Exact Mass: 443.2904 Exact Mass:
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, R Chemical Formula: CpgHa305"
Chemical Formula: CpsHagNO3 Exact Mass: 369 0424

Exact Mass: 398.2690
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X Chemical Formula: CysHagNO5*

Chemical Formula: CpsH41N,04* Chemical Formula: CpsH3gN,05" Exact Mass: 400.2846

Exact Mass: 433.3061 Exact Mass: 415.2955 o

Chemical Formula: CzgHsN;0,*

Exact Mass: 407.2693 o
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@ Z Chenmical Formula: CoH70,"
) . Chemical Formula: CqHg; 05" iemical Formula: CzoHz70;
Chemical Formula: CsHgsNO, st Mase: 951 2819 Exact Mass: 209.2006
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Exact Mass: 382.2741

Chemical Formula: C1gHy7"
Exact Mass: 209.1325

Chemical Formula: Co5HgyNO,"
Exact Mass: 380.2584

Chemical Formula: C1oHp1*
Exact Mass: 249.1638

Chemical Formula: C1gHps05"
Exact Mass: 273.1849

Chemical Formula: CoHpg05"
Exact Mass: 301.2162



Scheme S5

Chemical Formula: CasHssN5O5" Chemical Formula: CpgHsgN2Os" Chemical Formula: CooHs7N2O4*  Chemical Formula: CogHasN,05"  Chemical Formula: CogHysN;0,"  Chemical Formula: CogHyyN,0*
Exact Mass: 584 4058 Exact Mass: 505.3636 Exact Mass: 487.3530 Exact Mass: 469.3425 Exact Mass: 451.3319 Exact Mass: 433.3213
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\ y Z - ¢ Chemical Formula: C,7H
) emical Formula 0" Chemical F . "
Chemical Formula: CogHeoN;05" X Chemical Formula: CogHasN;05'  Chemical Formula: CogHyNO;*  Chemical Formula: CogHgNO, Exact Mass: 3952046 EET(::‘ MZ::“ I;;: 22;:;70
Exact Mass: 477.3687 Exact Mass: 459.3581 Exact Mass: 442.3316 Exact Mass: 424.3210 377
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., Chemical Formula: Cy7Hgs™ Chemical Formula: C3H30"
Chemical Formula: CpgHyNO* Chemical Formula: CagHoNO Exact Mass: 359.2733 Exact Mass: 325.2526
Chemical Formula: CogHysN,0,* Chemical Formula: CogHs3N20* Exact Mass: 410.3417 Exact Mass: 408.3261
Exact Mass: 441.3476 Exact Mass: 423.3370
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Chemical Formula: CygHp;" Chemical Formula: CygHy7"
Exact Mass: 249.1638 Exact Mass: 209.1325
Chemical Formula: CogHasO," Chemical Formula: Co3Ha* Chemical Formula: CpyHg,0*
Chemical Formula: CogHaoN Exact Mass: 343.2632 Exact Mass: 307.2420 Exact Mass: 299.2369
Exact Mass: 392.3312
Scheme S6
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Chemical Formula: CasHssN3Os* Chemical Formula: CagHgN205" Chemical Formula: CyoHgN,O,*  Chemical Formula: CaghHysN, 05" Chemical Formula: CagHesN;0," C“E"E"Cﬂ‘ f;”“”_‘;iz;’;‘:'s"‘zo
. Exact Mass: 505.3636 Exact Mass: 487.3530 Exact Mass: 469.3425 Exact Mass: 451.3319 xact Mass

Exact Mass: 584.4058
OH
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) R Chemical Formula: Cp7HyO5™  chy . -
Chemical Formula: CgHsN;04" X Chemical Formula: CogHgsN;O5'  Chemical Formula: CogHgNO,*  Chemical Formula: CogHaaNOs vt Mace: 413 3050 eg‘ca" ::”““';9502;’135902
Exact Mass: 477.3687 Exact Mass: 459.3581 Exact Mass: 460.3421 Exact Mass: 442.3316 xact Mass
OH OH OH OH OH
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Ny 2 Chemical Formula: Cp7Hz;0* Chemical Formula: Cp3H350,
N ; N 27Ha
Chemical Formula: Cy7HasN,05" Chemical Formula: CagHasNO, Exact Mass: 377.2839 Exact Mass: 343.2632
Chemical Formula: CpgHs5N,0," Exact Mass: 429.3476 Exact Mass: 426.3367
Exact Mass: 441.3476
OH OH
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Chemical Formula: CygHyy* Chenmical Formula: CygHy7"
3 NS Exact Mass: 249.1638 Exact Mass: 209.1325
HNZ H”“ Chemical Formula: CogHzs0" Chemical Formula: CpqHz30,"
Chemical Formula: CogHgoN* Exact Mass: 325.2526 Exact Mass: 317.2475

Chemical Formula: CogHgsNO*

Exact Mass: 410.3417 Exact Mass: 302.3312



Scheme S7a
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Ychem\ca\ Formula: CogHy;N,O*
Exact Mass: 433.3213

Chemical Formula: Ca4Hs4N30s" Chemical Formula: CasHagN;05" Chemical Formula: CogHazN204*  Chemical Formula: CpgHysN,05"  Chemical Formula: CagHasN,0,"
Exact Mass: 584.4058 Exact Mass: 505.3636 Exact Mass: 487.3530 Exact Mass: 469.3425 Exact Mass: 451.3319
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HN Ny N ) ) N Chemical Formula: Cy7Hg0,*
m/ Chemical Formula: CogH3sN,0" Chemical Formula: CogHygN,04" X Chemical Formula: CogHy7N,05" Chemical Formula: CogHggNO5*  Chemical Formula: CogHgoNO, Exact Mass: 395 2045
Exact Mass: 431.3057 Exact Mass: 477.3687 Exact Mass: 459.3581 Exact Mass: 442.3316 Exact Mass: 424.3210
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NN Chemical Formula: C57Hz;0* Chemical Formula: CoHas"
~ Chemical Formula: CogHy,NO™ 277
. Chemical Formula: Co7HzN,0" Exact Mass: 377.2839 Exact Mass: 307.2420
Chemical Formula: CgHgsN;0; : . Exact Mass: 408.3261
26HusN207 Chemical Formula: CogHggN,0 Bt Mo A

Exact Mass: 441.3476 Exact Mass: 423.3370

Chemical Formula: C1gHps* Chemical Formula: CygHy7*
Exact Mass: 249.1638 Exact Mass: 209.1325

‘OH Chemical Formula: CyqH3;0*

Chemical Formula: C57Hg04" Chemical Formula: C57Hg;O5" Chemical Formula: Co7Has" Exact Mass: 299.2369
Exact Mass: 431.3156 Exact Mass: 413.3050 Exact Mass: 359.2733
Scheme S7b

Chemical Formula: CogHz7N,*

Chemical Formula: C4HssN305* Chemical Formula: CagHeN205" Chemical Formula: CpgH3oN,0* Exact Mass: 413.2951

Exact Mass: 584.4058 Exact Mass: 505.3636 Exact Mass: 431.3057



