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Figure S1: Partial decomposition of compound 2 in TEAB (0.1M), after 16 hours

1.007 % HPLC analysis of 2 (TEAB buffer, pH 8-9, 16 hours)
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Figure S2. Comparison of phosphonoacetate analogue 1 with ADPR

Superposition of 1 (all atoms shown in blue) with ADPR (coloured), Discovery studio (Accelrys)
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Spectrum Index Plot
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PDA Result Table
Purity (#1) | Purity (#1) | Puity | Match (#1) | Match(#1) | Match (#1) | PDAMaich
Name RT | Area Angle Threshold | Flag | Spect Name | Angle Threshold Flag
1 | Compound-1 3.798 | 5141072 No No
Confirmation of Expected Formula
Sample-ID compound-1 Submitter Ondrej Baszczynski
Analysis Name po_ob_obb44 345634 43 01_50210.d Supervisor Barry Potter
Method used  Confirm Formula Negative 50to1500 loop inj.m Acquisition Date 26/11/2015 10:33:36

lonisation Mode  negative  electrospray (ESI)
-MS, 1.0-1.3min #(32-40), -Spectral Bkgrnd

-MS, 1.0-1.3min #{32-40), -Spectral Bkgrnd

520.1097

2651475 380.0831 |

# m'z I % Area SN

1 2651475 142 22 6 37809

2 3800831 328 5.0 0 141384

35201097 6522 1000 496 219883 i Tf?
4 5209155 285 44 12 9680 O 5 an
5 5211132 1445 222 101 49233 “O'\I-'-w.-—i‘-s__ P PN /N"“‘N‘J
6 5221150 292 45 22 10064 o MO0 T O]

7 5880950 939 144 78 86933 wé  BH

g s8m1030 239 37 14 22211

o 6560836 395 60 37 41969

10 724.0699 140 21 10 2161.1
Generate Molecular Formula Parameters

Charge Tolerance SearchRadius H/C Ratio min. H/C Ratio max. Electron Conf.  Nitrogen Rule  sigma limit

negative 10 ppm 0.05 miz 0 3 both true 0.05
Expected Formula C17TH24 N5 O12 P Adduct(s): H, Na
# meas.miz theo.m/z Err[ppm] Sigma Formula

1 520.1097 520.108083 -210 00078 C1TH2ZINSO12P1
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compound-2 *CNMR
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compound-2 >'PNMR

NAME OBB46

EXPNO 24

PROCNO 1

Date_ 20151218

Time 10.09

INSTRUM spect

HO </N- PROBHD 5 mm PABEO BE-

0 s} o " zgpgl0

HO . £5536
HO —

HO OH

0.4020041

2050

6£.133

6.50
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81.20777893

1z
7.94
19.35150909
0.30249262

0 52536

SFO2 500.1320005

5T 32768

SF 202.4563350

WDW EM

S55B 0
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B S e e e 0
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compound-2 HPLC
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Minutes
Peak Name RT Area % Area | Height
1 | compound-2 3.854 | 14751722 | 100.00 | 2724648
Confirmation of Expected Formula
Sample-ID  compound-2 Submitter Ondrej Baszczynski
Analysis Name po_ob_obb45 345635 44 01 _50211.d Supervisor Barry Potter
Method used Confirm Formula Negative 50to1500 loop inj.m Acquisition Date 26/11/2015 10:36:59

lonisation Mode negative  electrospray (ESI)

-MS, 1.0-1.3min #(32-40), -Spectral Bkgrnd

-MS, 1.0-1.3min #(32-40), -Spectral Bkgrnd

520.1086
212.0876
388.0689 [, 670.0365 1063.2048
# m'z I 1% Area SN
1 212.0876 3329 333 42 712197
2 5201086 10006 100.0 790 16233.1
3 5211114 2135 213 164 34672 e
HO N
4 522.1139 446 45 32 7254 3 5 i A
~0 A
5 5420918 1811 181 155 30185 worl 1 I B o._N it
6  543.0931 359 3.6 30 599.9 4y 0 of ]
HO -
7 564.0744 837 8.4 73 14348 He  BH
8  670.0365 314 3.1 29 11684
9  1063.2048 361 3.6 49 41605
10 1085.1838 266 2.7 35 34885

Generate Molecular Formula Parameters

Charge Tolerance SearchRadius H/C Ratio min. H/C Ratio max. Electron Conf. Nitrogen Rule sigma limit

negative 10 ppm 0.05m/z 0 3 both true 0.05
Expected Formula C17H24 N5 Q12 P Adduct(s): H, Na
# meas.m/z theo.m/z Err[ppm] Sigma Formula

1 520.1086 520.108083 020 00042 C17TH23IN5012P1
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