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Table S1. Physicochemical properties of Lake Pamvotis.  

Parameter Value 

pH 8.3 

Conductivity (μS cm-1) 262 

TDS (mg L-1) 2213 

NOM (mg L-1) 11.7 

NO3
- (mg L-1) 10.5 

Br - (mg L-1) 0.38 

NO2
- (mg L-1) 0.010 

Cl- (mg L-1) 88.0 

HPO4
2- (mg L-1) 0.03 

NH4
+ (mg L-1) 0.21 

TDS: Total Dissolved Solids; NOM: Natural Organic Matter 
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Table S2  Physicochemical characteristics of WWTP effluent aqueous sample. 

Effluent 
of WWTP 

pH 7.4 

NOMa (mg L-1) 23.2 

NO3
-(mg L-1) 86.1 

P total (mg L-1) 1.0 

N total (mg L-1) 13.5 
a NOM: natural Organic Matter 
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Table S3 MS2 product ions formed from CIT and its transformation products. 

[M+H]+ and 
empirical 
formula 

Δppm RDBa 
RT 

(min) MS2 
Relative 
intensity 

(%) 
Δppm Rif. 

 

Citalopram  
 325.1718 

C20H22ON2F 
  2.251 11 19.92 

307.1611 C20H20N2F 13    1.942 [1] 

O

N

N

CH3

CH3

F

 

280.1137 C18H15ONF 17     1.718 

262.1031 C18H13NF 100 1.701 

234.0718 C16H9NF 5 1.905 

166.0651 C12H8N 3 -0.156 

109.0444 C7H6F 23   -3.714 

T245-A 
245.1292 

C14H17 O2N2 
  

  3.042 8 6.54 200.0708 C12H10O2N  100 0.974 

In 
this 

work 

O

N

N

CH3

CH3

O

 

T245-B 
245.1292 

C14H17 O2N2 
  

  3.042 8 8.41 

227.1183 C14H15ON2  20 1.807 
[1] 

O

N

N

CH3

CH3O

 

200.0708 C12H10O2N  50 0.974 

182.0602 C12H8ON  16 0.876 

158.0236 C9H4O2N  20 -0.348 

T247 
247.1446 

C14H19O2N2 

 

2.005 7 5.79 

229.1339 C14H17ON2  100 1.572 
In 

this 
work 

O

N

N

CH3

CH3

OH

 

202.0865 C12H12O2N  2 1.212 

184.0758 C12H10ON  5 0.595 
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T261 
261.1241 

C14H17O3N2 

  2.800 8 8.13 

243.1132 C14H15O2N2  90 1.628 
[1] 

O

N

N

CH3

CH3O

OH

 
  

216.0659 C12H10O3N  100 1.760 

198.0552 C12H8O2N  30 1.237 

T323 
323.1762 

C20H23O2N2 
 

  2.462 11 14.16 

305.1655 C20H21ON2  10 2.163 [2][3] 

O

N

N

CH3

CH3

OH

 

278.1182 C18H16O2N  20     2.318 

260.1075 C18H14ON  100     1.958 

242.0970 C18H12N   2     2.371 

232.0762 C16H10ON  4     2.195 

166.0652 C7H7N4F  3 0.447 

107.0488 C7H7O 15    -3.189 

T337 
337.1554 

C20H21O3N2

 
      

2.168 12 13.93 

319.1447 C20H19O2N2    15     1.866 
In 

this 
work 

    

O

N

N

CH3

CH3O

OH

 
  

292.0974 C18H14O3N  15     1.986 

274.0868 C18H12O2N 100    1.988 

256.0762 C18H10ON  15 1.990 

172.0394 C10H6O2N 10    0.552 

T339 
339.1512 

C20H20O2N2F 
 

  2.558 12 18.92 

321.1406 C20H18ON2F 5 2.591 
[1][2]

[3]
 
  

O

N

N

CH3

CH3

F

O

 

294.0932  C18H13O2NF  5 2.437 

276.0825 C18H11ONF  40 2.105 

258.0719 C18H9NF 5 2.115 
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T341 A 
341.1669 

C20H22O2N2F 
2.689 11 17.40 

323.1557 C20H20ON2F 100     0.870 

[1][3] 

O

N

N

CH3

CH3

F

OH

 

305.1455  C20H18N2F 42     2.119 

T341 B 
341.1669 

C20H22O2N2F 

2.689 11 18.70 

323.1560 C20H20ON2F 100 1.801 
In 

this 
work 

O

N

N

CH3

CH3

F

OH

  

296.1088 C18H15O2NF 20 2.251 

278.0981 C18H13ONF 70 1.910 

240.0824 C15H11ONF 10 2.005 

109.0444 C7H6F 6 -3.714 

T355 
355.1457 

C20H20O3N2F 
  1.275 12 17.84 

337.1353 C20H18O2N2F 50   1.861 
[3] 

O

N

N

CH3

CH3

F

O

OH

 

292.0775 C18H11O2NF 100     2.283 

274.0668 C18H9ONF 13     1.939 

T357 
357.1618 

C20H22O3N2F 

  2.528 10.5 16.42 

339.1509 C20H20O2N2F 100     1.673 

In 
this 

work 

O

N

N

CH3

CH3OH

F

OH

 

321.1404 C20 H18ON2F 17     1.968 

a RDB was calculated for uncharged species.  
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Figure S1 MS2 spectrum of Citalopram. 

 

 

Figure S2 MS2 spectrum of TP341A.  

  

CIT_PC_T5min_07ott20 #630 RT: 11.80 AV: 1 NL: 2.63E8
F: FTMS + p ESI Full ms2 325.00@cid28.00 [85.00-350.00]
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CIT_PC_T10min_14ott20_MS2C #643 RT: 17.14 AV: 1 NL: 6.39E5
F: FTMS + p ESI Full ms2 341.00@cid28.00 [90.00-360.00]
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Figure S3 MS2 spectrum of TP341B.  

 

 

 

 Figure S4 MS2 spectrum of TP357.  

 

 

CIT_PC_T10min_14ott20_MS2D #610 RT: 16.29 AV: 1 NL: 3.98E5
F: FTMS + p ESI Full ms2 357.00@cid28.00 [95.00-380.00]
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Figure S5 MS2 spectrum of TP323. 

 

 

 

 

Figure S6 MS2 spectrum of TP339. 

 

 

CIT_PC_T10min_14ott20_MS2C #534 RT: 14.23 AV: 1 NL: 2.24E6
F: FTMS + p ESI Full ms2 323.00@cid28.00 [85.00-340.00]
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CIT_PC_T10min_14ott20_MS2C #712 RT: 18.92 AV: 1 NL: 3.44E7
F: FTMS + p ESI Full ms2 339.00@cid28.00 [90.00-360.00]
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Figure S7 MS2 spectrum of TP355. 

 

 

Figure S8 MS2 spectrum of TP337. 

  

CIT_PC_T10min_14ott20_MS2C #670 RT: 17.84 AV: 1 NL: 9.86E5
F: FTMS + p ESI Full ms2 355.00@cid28.00 [95.00-375.00]
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CIT_PC_T10min_14ott20_MS2D #522 RT: 13.93 AV: 1 NL: 1.32E6
F: FTMS + p ESI Full ms2 337.00@cid28.00 [90.00-360.00]
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Figure S9 MS2 spectrum of TP247. 

 

 

 

Figure S10 MS2 spectrum of TP245A. 

  

CIT_PC_T10min_14ott20_MS2C #217 RT: 5.79 AV: 1 NL: 2.11E6
F: FTMS + p ESI Full ms2 247.00@cid28.00 [65.00-270.00]
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Figure S11 MS2 spectrum of TP245B. 

 

 

 

Figure S12 MS2 spectrum of TP261. 

 

CIT_PC_T10min_14ott20_MS2D #315 RT: 8.41 AV: 1 NL: 1.02E6
F: FTMS + p ESI Full ms2 245.00@cid28.00 [65.00-265.00]
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Figure S13 Time evolution of TPs detected during the photocatalytic treatment. 
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