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835.4 m/z peak observed in the UV-Cl (top) and Dark-Cl (bottom) experiments. 
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995.5 m/z (MC-LR and isomers) for UV-Cl (top) and Dark-Cl (bottom) at T=16. The UV-Cl peak has a shoulder and second peak at 3.98 minutes representing the result of UV-induced double bond isomerization.
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1011.5 m/z chromatography for UV-Cl (top) and Dark-Cl (bottom). Many poorly resolved peaks with a high baseline prevent definitive counting of species. 
[image: ]
1013.5 m/z chromatogram for the UV-Cl and Dark-Cl, T=4 and 16 minutes, respectively. The peak at 3.95 minutes is the only one clearly identified above baseline. 
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1029.5 m/z peaks for UV-Cl (top) and Dark-Cl (bottom). Peaks from 3.3 to 3.8 minutes are oxygenated (+2O, +2H), the peaks at 4.0 to 4.3 are chlorinated (+Cl, -H).
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1045.5 m/z peaks for UV-Cl (top) and Dark-Cl (bottom)
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1047.5 m/z peaks for UV-Cl (top) and Dark-Cl (bottom). 
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1063.5 m/z peak observed for Dark-Cl (bottom) but not observed above baseline in the UV-Cl experiment (top).
image7.png
=181]

Fle Edt Vew Display Grid Acions Took Window Help T
B[B| 8| Blelo| (| [=[* = [ EEIES ]|
o] =] L2ae
CWcalibury 12017-07-28\Dark-4min-FS 07/28/17 12:04:46
2 O BB R ]
CReAbundata\Tob\2017. \DakFullseansd | | RT: 3.00-5.50 Ezl
72 N
Dakcdmin S am 1005 2.85E4
Dark Emin S e miz=
Dark16minFS raw 909 1047 00-
Dak 32ninFS.1am 1048.00
DakThFSam 803 MS
Dank S0minFS.1am Wv-4rtinfs
Dak 2hFSam » 709
Udmin S raw g 384 5o5
V-GS raw & 6]
& Vi S aw £ o7
Xiaodi-T=0FulScan LagerWindow an 2 53 R
I i 3 382
OV 2rintS o H
UV-ThFS raw g 40 435
(2 UV-S0ninFS.1am 3 . 507 543 22!
UV-2hFS.iam 305 3.08 351 395 447 455 467 473 i 523 546
334 387 o 7y e A 525 535 541
20304 |\ 312 3.19 320 2 e
103
T T y T T T T T T T T T T T T T T T T T T T T T J
a0 a1 a2 a3 34 85 86 a7 38 89 40 41 42 43 44 45 46 47 48 49 50 51 52 53 54 55
Time (min)
RT: 3.00- 5.60
a7t N
1009 1.23E4
397 miz=
904 1047.00-
1048.00
80 M5
Dark4min-
» 709 Fs
g 3gs 3%
g 60 385 409
. EE 16422422 i
H o 423
2
£ ang | 3.99
= 408
& ol 443 460 535
503 426 45 as0 2 o 508 e 837
960 437 ) aes 488 " V502 5.48
03g0 °} 828 ggq 3HLIE 476 4817 N (1512 815 529 542
332 334 |
0|2 Plae 3 26 Foz a4
o T T T T T T T T T T T T T T T T T T T T T T T T J
a0 a1 a2 as 34 85 36 a7 38 89 40 41 42 43 44 45 46 47 48 49 50 51 52 53 54 55
Time (min)
[ o
T 5 azam
e ) eS| VOBEED 0L 0B g =





image8.png
=181]

Fie Edt Vew Diplay Gid Actions Took Window Help EE,
BB 8] B|e[o] | [R[¢ 2g[ M 2]
o] =] L2ae
C0Xcalibun.\2017-07-28\Dark-Amin-FS 07728117 12.04:46
52 D[R I Bhes']

CRebundaa o207, Dok FallScansd | | [ RT: 3.00-5.00 o . =
Dk dminFS 1004 1.20E4
Dak BminFS 13w 868 miz=

Darke16rmineF5 2w 90 4 1063.00-
Dark-32minFS raw 3.94 1064.00
Dak1hFS.ram 805 376 380 406 M3
Datk S0min S raw 316 b v-4min-fs
Datk 2075 13w » 703 382
UV-AmineFS.ram & P B
UV -BminFS.ram 5 6o 312
3 UV-16minFS raw £ 357
Xiaodi-T=DFullScanLager Window.aw 2 !
509 304 3.10
Dot agennion s - 04 326 sas 350 374
minfS row H ar 2 o .
(2 DS raw 5 a0 5o 285 347
UY-S0minFS ram 3 2/ 1320
VS o 30
203
104
T T T T T T T T T T T J
30 31 32 33 34 35 36 37 38 39 40 41 50
Time (min)
RT: 3.00-5.00
4.08 ML
1004 1.45E4
miz=
903 1063.00-
1064.00
B804 MS
Dark-4min-
o 704 Fs
g a0
£ 504
g
& 40
&
304
204
109§
o T T T T T T T T T T T 1
30 31 32 33 34 35 36 37 38 39 40 41 50
Time (min)

Erstart

2 o |e

[

325 PH0

IPEEDBAOLDRE o m




image1.png
=181]

Fle Edt Vew Display Grid Acions Took Window Help T
Bl 8] Bleo| | [ & | 22222 M [ 2]
o] =] L2ae
C\{calibury. 12017-07-28\Dark-16min-FS 07/28/17 12:51:46
2 O BB R ]

(Ceabu\GHN b a7 DakFuScansid | | [ RT: 150 -3.00 o . =
Dakcmint5 1w 1005 20384
Dark Emin S e miz=

Dark16minFS raw 903 834 90-
Dak 32ninFS.1am 83590 MS
DarkThFS raw 805 181 uyv-4min-fs
Dank S0minFS.1am b
Dak 2hFSam » 709
Udmin S raw g
(2 W-BrinfS e 5 e
& Vi S aw £
(2 Xisod T-0FullScanLarger Window an 2 s0d
Dark-dmin PS-Larger Wirdavn e s 153
S 2 0]
(& W-ThFSsam 3 21 272
(2 UV-S0ninFS.1am 2 .03
W2hFSsam
160 214
190 1.96 200 Y 2e
203 165 1S 202 2.1
98 166 gy " 2.04 201 227 234 238 945
103 208
o T T T T T 7 T T T
15 16 17 18 19 20 21 22 23 24
Time (min)
RT: 1.60- .00
186 N
1009 1.62E4
miz=
904 834.90-
83590 MS
805 Dark-
16min-FS
» 709
5 e
£ 504
2
5 403
&
0]
203
103
o T T T T T T T T T T T T T T J
15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 a0
Time (min)
[
. 5 a27m
ol 2 2o HlOBe]EE 0 VoBaRma 0 VEE e





image2.png
=181]

Fie Edt Vew Diplay Grid Acions Took Window Hep 15| x]

B[B| 8| Blelo| (| [=[* 2| 22| 2|
o] =] L2ae
CXcalibu. \2017-07-28\Dark- 16min-FS 07128017 125146
2 O BB R ]

CeabutdaaVToby2017.-DakFulSeansd | | | RT: 3.00-5.00 40 . =
Dakcmint5 1w 1005 1.25E5
Dak BminFS 13w miz=

Dark16minFS raw 904 995 00-
Dark-32minFS.raw 996.00 MS
DarkThFS raw 807 Uy-16min-
Dark S0 FS.ra Fs
Dark 2nF5.ram » 709
U5 e 8
UV-BrinFS raw 5 e0g
3 UV-16minFS raw £
KiaodHT=DFullScan Larger Window.an 2 50
Darkin 5 LargerWindow ran P
kv, 2 ]
UVThFS 13w T
UV-30min S ram % 3
UV 2heS o
204
398
104 358 362 417 419 408 497

amp 312 314 321 5o9 333 34! 350

436 qa0 449 454 471 476

484 488

T
30 EXI 32 33 34 35 36 37 38 39 40 EX] 42 43 a4 45 46 a7 48 49 50

Time (rin)
RT: 3.00- 5.00
409 N
1009 3.18E6
miz=
90 595.00-
596.00 M35
a0 Dark-
16min-F5
» 709
£ 60
£ 504
2
% 40
&
30
204
109
0] 805 311 320 527 333 336 344 349 355 966 969 977 381 891 3.94 398 422 430 435438 446 452 458 465472 475 482 490 493
T T T T T T T T T T T T T T T T T T T 1
30 31 32 33 34 a5 a6 a7 38 39 40 a1 42 43 44 45 46 47 48 49 50
Time (rin)

[

| @ Ede= VOBEABEOEORE o,

Erstart

2 So | e w o e





image3.png
Fle Edt Vew Display Grid Actions Took Window Help

=181]
=181

B8] 8] Ble|o| (>[R[t 2g[ M 2]
o] =] L2ae
cbcalibury. 12017-07-28\uv-dmin-fs 07/28/17 14:49:10
2 O BB R ]
CRcbundaa\Tob\2017. \DakFullseansd | |[RT: 3.00-5.00
1004 331 N
Dakcdmin S am 2.72E4
Dark Emin S e 333 miz=
Dark-T6mireFS.ra 90 1011.00-
Dak 32ninFS.1am 1012.00
DakThFSam 804 MS
Dank S0minFS.1am Wv-4rtinfs
Dak 2hFSam » 703 347
Udmin S raw g as
V-GS raw £ 6] 341 742
& Vi S aw e 5 363
andT=D FullSean Larger Window a 2
DarkdminFS-Lorger Window s 9]
OV 2rintS o H
UVThFS 13w 3 40
UV-S0ninS e 3
W2hFSsam 0]
302 o0
03302 398 ) 324
103
T T T T T T T T T T T T T T T J
a0 a1 32 33 a4 a5 36 a7 38 £ 40 41 42 43 44 45 46 50
Time (min)
RT: 3.00- 5.00 =
332 N L
1009 7.53E3
miz=
" o 553 101200
0] 3.30 242 Ms
aed A Dark-4min-
g 703 347 aaa gt s
g 363 408 418
s 54 358 |\ 55 I e
5 354 81l 3.88 T
2 503 403 457
H ase N 438 438
2 40 374
= 7 38
e 3.29 | 41
321
204 342 315 324
3,08
109 303
o T T T T T T T T T T T
a0 a1 32 33 a4 a5 36 a7 38 £ 40 41
Time (min)
[ o
o) B
ol 2 o Hl @ e &m0 [& Vemanwaor R M S





image4.png
=181]

Fle Edt Vew Display Grid Acions Took Window Help T
EEEIEEERIBEE £leMw 2]
o] =] L2ae
C\{calibury. 12017-07-28\Dark-16min-FS 07/28/17 12:51:46
2 O BB R ]

[Ceabu\GHN o a7 Dk FulScansid | | [ RT: 3.00 - 5.00 208 . =
DakcAmin 5 am 1003 359 14184
Dark Emin S e miz=

Dark16minFS raw 903 1013.30-
Dak 32ninFS.1am 1013.70
DarkThFS raw 805 Ms
Dank S0minFS.1am Wv-4rtinfs
Dak 2hFSam » 709
Udmin S raw g
V-GS raw 5 e
& Vi S aw £
Xiaodi-T=0FulScan LagerWindow an 2 50
T g a3t 4z o
OV 2rintS o 2 il o
(& W-ThFSsam 3 434 440 468
UV-S0ninS e 3 em 480
0] 470 493
W2hFSsam L 486
500
203 471 =
103 475
o T T T y T T T T T T T T T J
a0 a1 38 £ 40 41 42 43 44 45 46 a7 48 49 50
Time (min)
RT: 3.00- 5.00
396 N
1009 2.09E4
miz=
90 1013.30-
1013.70
80 240 MS
Dark-
» 709 331 16min-FS
R 332 364
2 50l 342 365
2 312 .
5 40 341 350 - 389 400 18 419 “;M
¥ 03, 807 2 77 434G
301 317 a7
o3 i 1 37
381
103
o y T T T T T y T 1 T T T T T T T T T J
a0 a1 3 33 a4 a5 36 a7 38 £ 40 41 42 43 44 45 46 a7 48 49 50
Time (min)
[ o
1 5 EEL
o 2 2o H O 8| el S = VeBaRma 0 vEE e





image5.png
=181]

Fie Edt Vew Diplay Grid Acions Took Window Hep 15| x]

BB 8] B|e[o] | [R[¢ 2g[ M 2]

|

Fl

o] =] L2ae
CWcaliburi 12017-07-281UV-16min-FS 07/28/17 15:36:06
2 O BB R ]
C\Kcalbur\datahToby2017-. \Dark-FullScan.sid RT: 3.00 - 5.00
347 N
Dakcdmin S am 1005 14565
Dark Emin S e miz=
Dark16minFS raw 909 1029.00-
Dak 32ninFS.1am 1030.00
DarkThFS raw 807 MS
Dank S0minFS.1am UY-16rmin-
Dak 2hFSam o 703 Fs
Udmin S raw g
V-GS raw § e
& Vi S aw £
Xiaodi-T=0FulScan LagerWindow an 2 50
DarkdminFS-Lorger Window s
OV 2rintS o E
UV-ThFSsam =
UV-S0ninS e 3
W2hFSsam 303
203
3 421 423
" a5 50231 am 399 408 416 433 437 439 449 424 489 4es 475 483 qop 499
f ) T T T f f T ) T T T J
a0 a1 32 40 41 42 43 44 45 46 a7 48 49 50
Time (min)
RT: 3.00- 5.00 =
346 N L
1004 481E4
miz=
90 1029.00-
1030.00
80 M5
Dark4min-
» 709 Fs
5 e
£ 504
2
5 403
&
0]
203 423 458
10 330 39 A2 432 459 443 249 T8 459 46T 468 475 45 45 496
309 310 315 325
o T ? T T T T T ) T T T T T T T T T T T d
a0 a1 32 33 a4 a5 36 a7 38 £ 40 41 42 43 44 45 46 a7 48 49 50
Time (min)

[

9P

VOBEA0IOEOBE oo m

Erstart

2 So | e w o e





image6.png
=181]

Fie Edt Vew Diply Grd Actions Tooks Mindow Hep T
BB 8] B|e[o] | [R[¢ 2g[ M 2]
o] =] L2ae
CWcalibury 12017-07-28\Dark-4min-FS 07/28/17 12:04:46
2 O BB R ]

CXeabu\GHN T\ DakFuScansid | | [ RT: 2.50 - 5.00 02 . =
Dakcmint5 1w 1004 161E4
Dark Emin S e 291 miz=

Dark-T6mireFS.ra 90 1045.00-
Dak 32ninFS.1am 1046.00
DakThFSam 804 281 [l
Dark S0minFS 12 410 Lv-4rmin-fs
Dak 2hFSam » 705 284
Udmin S raw g 280 4%
UN-BminFS ram 2 60 391 g9 434 466
& Vi S aw £ 314 315 am
andT=D FullSean Larger Window a 2 o
Dark4minF5-Larger Window.am 3 50 270 273 296 2 A% 340 B e 26D 408 429 || 441 482 458
UY-32minFS ram z 3.2 352 37s 38 4z ag 469
(@ WIS aw 3 40 312 330 347 364 & 4
LY-30min S raw 3 253 262 A 359 450 495
UV-2hFS 1w 309 445 ol
203
103
T T
25 26 27 28 29 80 81 a2 33 84 35 36 a7 88 38 40 41 42 43 44 45 46 47 48 489 50
Time (nin)
RT: 2.50 - 5.00
409 N
1009 B.46E3
4,09 miz=
904 s 1045.00-
1046.00
80 M5
Dark4min-
» 709 476 P2
5 e
2 50 477
2 455 458 P
£ 403 B 461
& 3.14
EE 294
251 306
20 277 291\ 308 325 333 339
259 262 282 299
109 269
o T T T T T T T T T T T T T T T T T T T T T T T T J
25 26 27 28 23 80 81 a2 33 84 35 36 a7 38 88 40 41 42 43 44 45 46 47 48 489 50
Time (nin)
[ o
T 5 s2m
e ) il VOBEABEOE VRS o, =





