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1. Scheme S1. Reaction of cyclic non-aromatic acid anhydrides
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2. Figure S1. In situ HRMS analysis

0 MeCN, Et;N 0
- O r.t, 2hr SN
/i o+ e /i =]
- =——Ph "
(0] (0]
2e 3
O
Il

©o0 0
L —> Ph\/\f\?EtS * Ph\)J\OH

Ph
SP SP’ SP"
m/z: [M+H]* m/z: [M+H]* m/z: [M+H]*

Calcd. =119.0491 Calcd. =137.0597  Calcd. =220.1696
Found =119.0496 Found =137.0600  Found =220.1699

Ref': J. Org. Chem. 2014,
79, 2, 679-685

0O +

m/z: [M+H]
Ph\)LN/\ Calcd. =192.1310
K Found =192.1385

SP™

S3



(B)

FADaSample'2250415114-Rca-34PC1 oa625 0505
T4-Rico-3APCI #1:20 AT 0.01-017 AV: 20 NL: 1424
. FTMS + p APCI corna Full ms (50.0000-500.0000]
100y F:\Data\Sample'20250416\14-Rice-3-APCI 04/16/25 10:55:05
S
90 O 14-Rice-3-APCI#1-20 RT: 0.01-0.17 AV: 20
s ll T: FTMS + p APCI corona Full ms [50.0000-500.0000]
804 ‘e m/z= 119.0420-119.0560
=3 Isotope Min Max
] IL N-14 0 0
Jut Ph 0-16 1 1
c-12 8 8
3 H-1 0 60
553 SP C1-35 0 1
2 50 Ar-40 o 1
£ Na-23 0 1
e Br-79 0 1
3 s-32 0 1
i Charge 1
=] Mass tolerance 500.00 ppm
| Nitrogen rule not used
= | “ RDB equiv -1.00-100.00
15 { | max results 1
10 f | m/z Intensity Relative Theo. Delta Composition
s oS . \ Mass (ppm)
T T T e T 119.0496, 14260.6 100.00 119.0491 3.75CgH70
ez 119044 119048 119048 118050 118052 119054 118.05¢
FOatn Samr 20250416114 A 3-APGH oureas 105505
14-ice-3-APCI #1-20 RT_0.01-0.17 AV: 20 NL 208E5
T: FTMS + p APCI corona Full ms (50.0000-500.0000) e F:\Data\Sample\20250416\14-Rice-3-APCI 04/18/25 10:55:05
100
G 0 137.0800 14-Rice-3-APCI#1-20 RI: 0.01-0.17 AV: 20
90} T: FTMS + p APCI corona Full ms [50.0000-500.0000]
as m/z= 137.0438-137.0864
0 Ph\)L Isotope Min Max
= OH N-14 0 1
70 0-16 2 2
Lo 1375327 223 ¢ 24
is sp" Gitas o 1
853
Ar-40 0 1
e Na-23 0 1
i ] Br-79 o 1
s-32 0 1
3 Charge 1
203 Mass tolerance 500.00 ppm
= Nitrogen rule not used
203 197.0238 RDB equiv -1.00-100.00
153 max results 1
0 m/z Intensity|Relative| Theo. Delta Composition
LE Mass (ppm)
. LLL A miin 137.0600 192032.3| 100.00 137.0597 1.83/CeHs 02
1368 1363 1370 1571 a7z 1373
-
F B Sl 0L 114 Al 3 AP ounezs 1ams0s
R RS Rl N5 W T F:\Data\Sample\20250416\14-Rice-3-APCI 04/16/25 10:55:05
T FTMS + p APGI corons Full ma 50.0000-500.0000]

Falabve Aoundance
PeGEEKEEEEEFI AR LT

T4-Rice-3-APCI#1-20 RT: 0.01-0.17 AV: 20
@O [ T: FTMS + p APCI corona Full ms [50.0000-500.0000]
[ m/z= 220.1630-220.1750

/ \ Isotope Min Max
Ph~ ® / N-14 1

| 1 1
f \ c-12 4 14
/ \ H-1 0 60
SP' | | c1-35 0 1
/ \ Ar-40 0 1
| | Na-23 [ 1
I \ Br-79 0 1
| | s5-32 0 1
{ Charge 1

Mass tolerance 500.00 ppm
Nitrogen rule not used

\ RDB equiv -1.00-100.00

! max results 1

2201675 \
ol f \ m/z Intensity Relative| Theo. Delta Composition
// ! \\ Mass (ppm)
iy paiizes pasiiid s paslpaty T 220.1699| 7976.1 100.00| 220.1696 1.59 C14H22 0N
e
DA 2025041611 4.8 3 AP ourees 105505
14-Rice-3-APCI #1-20 AT-0.01-0.17 AV 20 ML 4 00E5
T TS + p ARCI coron Ful me [50.0000-500.0000] o o RIBEEARC) GiiEas 0506
100
o 0 Td-Rice-3-APCI#1-20 RI: 0.01-0.17 AV: 20
. T: FTMS 4+ p APCI corona Full ms [50.0000-500.0000]
= Ph m/z= 121.5000-192.8000
80 Isctope Min  Max
™ N/\ N-14 1 3
o o-16 1 1
. c-12 12 12
H-1 0 60
bt c1-3s 0 1
- Ar-40 0 1
P Na-23 0 1
as " Br-79 0 1
i sP i
s Charge 1
30 Mass tolerance 500.00 ppm
& Nitrogen rule not used
e RDB equiv -1.00-100.00
Pt max results 1
b m/z Intensity|Relative| Theo. Delta Composition
s Mass (ppm)
A 192.1385 399877.8| 100.00| 192.1383 1.32/C12H1sON
e e 520 w2z ez 1928 1928
.

S4



3. X-Ray Crystallographic Data of 3a
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Table 1. Crystal data and structure refinement for d24851.

Identification code
Empirical formula
Formula weight
Temperature
Wavelength
Crystal system
Space group

Unit cell dimensions

Volume

4

Density (calculated)
Absorption coefficient

F(000)

Crystal size

Theta range for data collection
Index ranges

Reflections collected
Independent reflections
Completeness to theta = 25.242°
Refinement method

Data / restraints / parameters
Goodness-of-fit on F?

Final R indices [[>2sigma(])]
R indices (all data)

Absolute structure parameter
Extinction coefficient

Largest diff. peak and hole

shelx

CI3HIOCI202 S

301.17

2002) K

0.71073 A

Monoclinic

Cc

a=10.4636(5) A o=90°.
b=15.3707(7) A B=114.6260(10)°.
c=8.6501(3) A v =90°.
1264.68(9) A3

4

1.582 Mg/m3

0.667 mm-!

616

0.260 x 0.150 x 0.120 mm3

2.518 to0 25.429°.

-12<=h<=12, -18<=k<=18, -10<=I<=10
8338

2274 [R(int) = 0.0465]

99.6 %

Full-matrix least-squares on F?
2274/2/163

1.042

R1=0.0259, wR2 = 0.0622
R1=0.0276, wR2 = 0.0630

0.03(3)

n/a

0.297 and -0.189 e.A-3
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Table 2. Atomic coordinates ( x 10%) and equivalent isotropic displacement parameters (A2x 103)

for d24851. U(eq) is defined as one third of the trace of the orthogonalized Ul tensor.

X y z U(eq)
C(1) 7324(5) 3509(3) 9234(5) 49(1)
C(2) 8862(5) 3764(4) 9892(6) 66(1)
C(3) 9178(5) 4121(4) 8523(7) 72(2)
C4) 8388(4) 3647(2) 6945(5) 40(1)
C(®5) 5529(3) 4132(2) 5955(4) 28(1)
C(6) 4360(4) 3959(2) 4356(4) 30(1)
C(7) 3675(3) 4836(2) 3758(4) 25(1)
C(8) 2552(3) 5055(2) 2253(4) 29(1)
C) 2154(3) 5928(2) 2006(4) 27(1)
C(10) 2839(3) 6549(2) 3264(4) 26(1)
C(11) 3980(3) 6319(2) 4767(4) 28(1)
C(12) 4388(3) 5459(2) 4974(4) 25(1)
C(13) 5626(3) 5031(2) 6397(4) 27(1)
CI(1) 808(1) 6235(1) 99(1) 40(1)
Cl(2) 2282(1) 7620(1) 2981(1) 37(1)
O(1) 3954(3) 3276(1) 3566(3) 42(1)
0(2) 6493(3) 5429(2) 7617(3) 38(1)
S(1) 6724(1) 3320(1) 6949(1) 30(1)
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Table 3. Bond lengths [A] and angles [°] for d24851.

C(1)-C(2)
C(1)-5(1)
C(1)-H(1A)
C(1)-H(1B)
C(2)-C(3)
C(2)-H(2A)
C(2)-H(2B)
C(3)-C4)
C(3)-HB3A)
C(3)-H(3B)
C(4)-S(1)
C(4)-H(4A)
C(4)-H(4B)
C(5)-C(13)
C(5)-C(6)
C(5)-S(1)
C(6)-0(1)
C(6)-C(7)
C(7)-C(8)
C(7)-C(12)
C(8)-C(9)
C(8)-H(8)
C(9)-C(10)
C(9)-CI(1)
C(10)-C(11)
C(10)-C1(2)
C(11)-C(12)
C(11)-H(11)
C(12)-C(13)
C(13)-0(2)

C(2)-C(1)-S(1)
C(2)-C(1)-H(1A)
S(1)-C(1)-H(1A)
C(2)-C(1)-H(1B)
S(1)-C(1)-H(1B)

1.518(7)
1.831(4)
0.9900
0.9900
1.462(8)
0.9900
0.9900
1.462(6)
0.9900
0.9900
1.813(4)
0.9900
0.9900
1.427(4)
1.438(4)
1.721(3)
1.229(4)
1.513(4)
1.384(4)
1.388(4)
1.395(4)
0.9500
1.399(4)
1.729(3)
1.395(4)
1.731(3)
1.378(4)
0.9500
1.515(4)
1.230(4)

106.2(3)
110.5
110.5
110.5
110.5
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H(1A)-C(1)-H(1B)
C(3)-C(2)-C(1)
C(3)-C(2)-H(2A)
C(1)-C(2)-H(2A)
C(3)-C(2)-H(2B)
C(1)-C(2)-H(2B)
H(2A)-C(2)-H(2B)
C(4)-C(3)-C(2)
C(4)-C(3)-HBA)
C(2)-C(3)-HBA)
C(4)-C(3)-H(3B)
C(2)-C(3)-H3B)
H(3A)-C(3)-H(3B)
C(3)-C(4)-S(1)
C(3)-C(4)-H(4A)
S(1)-C(4)-H(4A)
C(3)-C(4)-H(4B)
S(1)-C(4)-H(4B)
H(4A)-C(4)-H(4B)
C(13)-C(5)-C(6)
C(13)-C(5)-S(1)
C(6)-C(5)-5(1)
0(1)-C(6)-C(5)
0(1)-C(6)-C(7)
C(5)-C(6)-C(7)
C(8)-C(7)-C(12)
C(8)-C(7)-C(6)
C(12)-C(7)-C(6)
C(7)-C(8)-C(9)
C(7)-C(8)-H(8)
C(9)-C(8)-H(8)
C(8)-C(9)-C(10)
C(8)-C(9)-CI(1)
C(10)-C(9)-CI(1)
C(11)-C(10)-C(9)
C(11)-C(10)-C1(2)
C(9)-C(10)-CI(2)
C(12)-C(11)-C(10)

108.7
110.8(4)
109.5
109.5
109.5
109.5
108.1
109.8(4)
109.7
109.7
109.7
109.7
108.2
107.8(3)
110.1
110.1
110.1
110.1
108.5
111.93)
127.8(2)
119.8(2)
130.6(3)
124.5(3)
104.93)
121.5(3)
129.43)
109.1(3)
117.5(3)
121.3
121.3
120.8(3)
118.7(2)
120.4(2)
121.0(3)
118.7(2)
120.3(2)
117.6(3)
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C(12)-C(11)-H(11) 121.2

C(10)-C(11)-H(11) 121.2
C(11)-C(12)-C(7) 121.6(3)
C(11)-C(12)-C(13) 129.4(3)
C(7)-C(12)-C(13) 108.9(3)
0(2)-C(13)-C(5) 131.03)
0(2)-C(13)-C(12) 123.8(3)
C(5)-C(13)-C(12) 105.1(3)
C(5)-S(1)-C(4) 107.22(16)
C(5)-S(1)-C(1) 106.00(17)
C(4)-S(1)-C(1) 93.47(18)

Symmetry transformations used to generate equivalent atoms:
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Table 4. Anisotropic displacement parameters (A2x 103)for d24851. The anisotropic

displacement factor exponent takes the form: -2n?[ h?a*2U!! + ... + 2 h k a* b* U!? ]

Ul 1 U22 U33 U23 U13 U12
c(1) 55(2) 58(2) 30(2) 15(2) 16(2) 9(2)
CQ) 54(3) 81(4) 40(2) -17(2) 3(2) 142)
C@3) 42(2) 88(4) 85(4) -44(3) 25(3) -25(2)
C(4) 33(2) 41(2) 46(2) 3(2) 17(2) 7(2)
C(5) 28(2) 24(1) 30(2) 2(1) 9(1) -1(1)
C(6) 27(2) 26(2) 34(2) 2(1) 11(1) 2(1)
@) 21(1) 25(1) 28(1) 2(1) 8(1) -4(1)
C(®) 22(2) 31(2) 29(2) -5(1) 6(1) 2(1)
C(9) 18(2) 38(2) 22(1) -1(1) 5(1) 0(1)
C(10) 28(2) 23(1) 26(2) 1(1) 11(1) 3(1)
c(11) 29(2) 27(2) 25(1) -4(1) 7(1) 0(1)
C(12) 25(2) 24(1) 26(1) -1(1) 10(1) 3(1)
C(13) 28(2) 26(2) 25(1) 0(1) 10(1) 1(1)
CI(1) 33(1) 42(1) 30(1) -1(1) 2(1) 6(1)
Cl(2) 44(1) 27(1) 30(1) 1(1) 4(1) 10(1)
o(1) 43(2) 24(1) 47(2) 9(1) 6(1) -6(1)
0(2) 39(1) 28(1) 32(1) -5(1) 2(1) 0(1)
S(1) 30(1) 21(1) 33(1) 1(1) 6(1) 0(1)
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Table 5. Hydrogen coordinates ( x 10%) and isotropic displacement parameters (A2x 103)

for d24851.
X y z U(eq)

H(1A) 6772 3981 9444 58
H(1B) 7218 2974 9808 58
H(2A) 9082 4204 10804 79
H(2B) 9459 3247 10383 79
H(3A) 8922 4745 8362 86
H(3B) 10198 4070 8827 86
H(4A) 8922 3129 6874 48
H(4B) 8223 4024 5952 48
H(8) 2071 4628 1420 34
H(11) 4459 6740 5616 34

S11



4. NMR spectra
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5. HRMS Spectra

D:20240521\data25 05121724 212418 2.C1VWN
data25 #6-18_RT: 0.05-0.13 AV: 6 NL: 378E8B
T: FTMS + p ESIFull ms [120.0000-500.0000]
300.9848
C13H1102C12S = 300.9851
-0.3097 mmu O
302.9816
C 11 13C H1a Cl2 37CI2 = 302.9819 3a
-0.2478 mmu
3019881
C12 13C Hiq 02 Cl2 S = 3010885 304.9783
-0.3936 mmu C13Hq1 0237CI2 S =304 9702
-0.8882 mmu
305.9818
C10H1s 02 CI2 37CI S = 305.9823
-0.5322 mmu
Il
T e T LAt et et i i e T T
3000 3005 3010 3015 3020 3025 3030 3035 3040 3045 3050 3055 3060
miz
Elemental Composition Report Page 1
Single Mass Analysis
Tolarance = 500.0 PPM / DBE: min = -10.0, max = 100.0
Element pradiction: Off
Number of isotopa peaks usad for i-FIT =3
Monaisotopic Mass, Even Electron lons
178 formulale) evaluaied with 117 results within limts (up to 20 closest results for each mass)
Elements Used:
C:1-100 H:1-100 ©O:1-10 513 Ch13
Rice-00473
240004F.JU07 213 [2.081) CM (212216201 205.:231:238)) 1:TOEMS ES4+
1.888.005
267 0240
i
268.0211
700234
2801107
2Z76.1 3T 284.3502
AL e e o,
oo 27650 2800 2850

Mimimam:
A

Formala

Cl3HI2 02 5 C1
CTHIT 4 5 C12
C4 121 04 52 C12
€10 HI6 02 52 C1
€3 22 0 82 C13
C6 HI6 O7 § C1
53 Cl
53 C1

Mass
267.0240

g
o283
=

]
B,
2 {xir,

SEaka

S8°988-8R%
P L )

[
asanlann
Hadda00qa0

=}
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 500.0 PPM / DBE: min = -10.0, max = 100.0
Element prediction: Off
Mumbser of sotops peaks usad for i-FIT =3
107 with 82 ithin limite (up to 20 closest results for each mass)
Elements Used:
C:1-100 H:1-100 01410 S:1-3 Bro1-3
Rlce-00472
2408045.JUD6 217 (2.135) ©m (217218-{202 207:257:242)) 1:TOF MS ES+
£.1384004
: LT L —
3136763
m'm,zi'sm aratees 22 oop sony 2009076 2824705 mmm'mm1ﬁmm"a e | | .31&979_%‘““ 395, 22645 L
;ED | =00 &0 | 200 | 2D X0 X&0 | 3Me  S60 30D | 3260 300
Minimam: -10.0
MNax imvm: 10.0 500.0 100.0
Nass Cale. Mass nDa PP DEE  Forula
310.9746 g1 05 1.6 7.5 CI3HI2ORSBr
g5 -L9 9.3 2.5 Cl0 HIG 2 52 Br
74 32 103 -85 C4HIS O 81 Brd
Jand <54 <174 -1.5 CHHIG 07 § Br
e .63 -20.3 -1.5  C7 HI0 02 53 Br
B680 6.6 2.2 -3.5 C7HM 05 Brl
83 BB -28.3 -6.5 C3IHNO7 8 Br
0656 9.0 189 -6.5 C3HN Q5 55 Br Br
B648 98 3.5 -55 CIHIG010 5 Br
B63 1.3 .6 -1.5 CHHIG 05 52 Br
8] 14,5 46,6 -B.5  C4 HIS 03 § Brl
0589 157 505 35 OH2IO05SBr 3c
953 -10.7 -66.6 2.5 CIO HIG6 04 § Br
B5E ILY M4 -T.5 CIHI 04 5 Br
986 -M.0 -1 -L5 C7 HIOO4 52 Br
1 2265 -85 -6.5 CIHIOO9 S Br
00z 7.4 -BE.1 -T.5 4 HM 04 53 Br
J4M 176 B8 -5.5  C2HIG 08 8 Br
445 301 %68 -1.5 CHHIG 03 53 Br
J43 3.0 %97 -0 C5HIZO8 5 Br
Elemental Compeosition Report Page 1
Single Mass Analysis
Tolerance =500.0 PPM / DBE: min =-10.0, max = 100.0
Element pradiction: Off
Mumbser of sotops peaks usad for i-FIT =3
207 formadale) evalusied with 145 results within limits (up to 20 closest results for each mass)
Elements Used:
C:1-100 Ho100 Oc1-10 F13 S13
Rice-00476
2405047.JU08 196 (1.915) G (184:188-{181:167:213:218)) 1:TOF MS ES+
35184005
7 2610536
2620670
134601 547 e 2220517 2770143 231 6ET2 2328047 2560104 241 0180 247 papt, 2500418 r | 2540540 2560954 2B0212 npy 4ap o7 7702700356
T T T T T T T T T T T T T T T T T i T T e, T o Mz
2150 220.0 2250 2300 2360 2400 2450 2500 2560 260.0 2650 2700
Ninimm: 8000 -10.0
Maximam:  100.00 10,0 500.0 100.0
Nass RA Cale, Mass mla. PP DBE  Formla
251.0535  100.00 2510542 0.7 -1B 7.5 CI3HIZOZFS
i 7.2 3.5 CIH3IO0IFRS
i -11.9 0.5 CTHI4MFIS
i Jd o -163 1.5 ClOHI6 02 F 52
. 20 =0T -5 HIT (3 F2 82
. 4 -5 55 C4HIEMFI R
i b -163 1.5 ChHIGOTES
1.0609 . -9.5 -1.5 00 F 53
i . -30.7 55 CIHITBFLS F
51457 7.8 311 6.5 CIMMOSFS3
251.0621 -8.6 -M3 65 411 0FES
510448 BT 34T 55 Hi6 010 F 5
106 9.9 W4 83 CRNOES 3d
151435 100 398 55 CIHITOSFI 32
1.3 11,2 4.6 -1.5 CoHIGOS5F 81
251.0421 11.4 454 -55 C4HIBQRF3 53
251412 12,3 49.0 45 CIH4OTF3I 5
251410 12,5 498 -1.5 CTHITOR 83
2510401 13.4 534 0.5 C6HI3O6FLS
2510389 146 5B.2 5 CYHMIZOSFS
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Elemental Composition Report Page 1

Single Mass Analysis

Tolarance = 500.0 PPM / DBE: min = -10.0, max = 100.0
Elament pradiction: Off

Number of isotopa peaks usad for i-FIT =3

Monoisotopic Mass, Even Electron lons

651 formudale) evaluated with 242 results within limits (up to 20 closest results for each mass)
Elements Lise

C:1-100 H:1-100 M:t1-10 O:1-10 S:1-3

Rice-004a2
2408047109 200 [1.968) Gm (195:202-{196:1 B0+217:221)) 1: TOF MS ES+
E.68a:004
T 27B.0430
Z7r9.0617
TROBEE. LT DRI 24 1716 EE. 2 3 A e 267 D572 T2 TEIT LN [ 1 28104088 D20F 1740 2001967 296.1610
. . : ; e S Tt ey PR . e L . [
240.0 2450 250.0 2550 260.0 265.0 700 ZTED 2800 2850 200.0 2050
Minimom:  80.00 0
Maximam: 100,00 0
Mass B4 Calc., Mass Formla
278.0490  100.00 273.0487 Cl3 HI12 N4 8
780454 C6 HIZ N7 02 52 O
78, (481 €5 HI6 K3 06 52
78.0514 C2 120 M3 06 53
78,0519 €2 HIZ N7 07 §
780460 COmNT @S
78,0521 €10 HI6 N 04 52 —_—
780455 C9 HIG M6 0 53 S
780454 C H1Z N% 04 521
S St O.N
78,0546 C6 Hl6 N 09 § 2
78.0554 C7 120 N 04 53 O
78,0412 €12 HI2 N3 0 52
78.0559 CTHIZRS 05 8
750420 C4 HE NOO4 § 3e
780415 C4 HIG K5 03 53
780407 CIHIZ NS08 8
78,0573 CBHS W O S
780402 CImONOT 53
Elemental Compeosition Report Page 1
Tolerance = 10.0mDa / DBE: min = -10.0, max = 100.0
Elament pradiction: Off
Number of isotope peaks used for i-FIT =3
Monoisotopic Mass, Even Electron lons
o ith 6 ithin limits (up to 20 closest esults for each mass)
Elements Used:
C:1-100 H:1-100 Oo1-10 S:1-3
RICE-D477
240823FJU01 177 [1.733) Om (176:178-{160:1 65+ 199:208)) 1: TOF MS ES+.
4.328.006
T 2630744
2640774
2236784 opgqy34 PUTHE pasma0  pzegam paaysei BET2 o5y 7pep ppy piy 2586006  E20GED r | EEUME  grizize  oveamas 2O gmppug
T e T T T T T T 1 T ey e e e
2250 230.0 2360 240.0 2450 2500 2650 260.0 265.0 270.0 2750 200.0
Minimom:  80.00 -10.0
Maximom:  100.00 10.0  500.0 100.0
Mass B4 Calc, Mass mla PR DBE Formala
263.0744  100.00 263.0742 0.2 0.8

B 7.

263.0776 -3.2 -12.2 2. C11 H19 03 52 O

263.0801 5.7 N7 -1.5 CTHI9(8S

263.0809 -6.5 -M4.7 -2.5 CRH23I (353

263.0657 8.7 331 6.5 C4H3 0653

263.0834 9.0 -2 -6.5 (41230852 _S
o

3f
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Elemental Composition Report

Tolerance = 10.0mDa / DBE: min = -10.0, max = 100.0

Element prediction: Off

Number of isotope peaks used for i-FIT=3

Monoisotopic Mass, Even Electron lons

90 formula(e) evaluated with 7 results within limits (up to 20 closest esults for each mass)

Elements Used:
C:1-100 H:1-100 Oc1-10 S:1-3

RICE-00478
240823FJU02 196 [1.830) Gm (1B5:188-{171:175.:204:208))

Page 1

1:TOF MS ES+
4.5Ba.006
1 247.0782
248 0822
246.0706 ) o781 2542961 5eg o, BROTAEE  26I.I2
T T pAEENT T T T T
245.0 250.0 2650 260.0 2660
Ninimam:  80.00
Maximom:  100.00 10.0
Mass EA Calc, Mass mla
247.0792  100.00 247.0793 -0.1
24,0826 -3.4 O
247.0851 -5.9
2470860 -6.8
247.0708 B.4
s o
Elemental Composition Report Page 1
Tolerance = 10.0 mDa / DBE: min = -10.0, max = 100.0
Elemant pradiction: Off
Numbser of isotope peaks usad for i-FIT =3
Monoisotopic Mass, Even Electron lons
116 formulz(e) evaluated with 7 results within limits (up to 20 closest esults for each mass)
Elements Used:
C:1-100 H:1-100 Oo1-10 S521-3
RICE-00488
240823FJU03 232 (2.254) G (231234-{217 220.248:263)) 1:TOF MS ESs
3.268+006
2891264
1
280.1283
2881175 11263 286.2270 301.7008
5 . = : ) e 03530 7 2S04 1406, 305,075
2850 300.0 3060

Minimam:  80.00
Maximam:  100.00

Mass E& Calc. Mass
2891264 100,00 289.1262
2891296

289.1321
259.1330
59,1177

9,
2189.1168 9.6 C6 125 010 5
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 500.0 PPM / DBE: min
Element pradiction: Off

MNumber of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons
365 formudale) evaluaied with 267 results within limits (up 1o 20 closest results for each mass)

-10.0, max = 100.0

Elements Used:
C:1-100 H:1-100 O:1-10 F:14 513
LA-D1068
240804FJU03 221 (2.168) Cm (220223-{206 2114237 242)) 1: TOF MS ES+
1.458+005
306.0268
1
306.0282
3040103 3113848 318.1941
£.0236
B e periet [ e e =i L
3000 3060 5100 3150 3200 3250
Ninimm: -10.0
Max i 500.0 100.0
MNass PPl DEE il
305.0258 0.3 7.5 CIIHYRF4S F
3.9 11,5 CIEHEOFSS O
7.9 6.5 CI3HIZOFI 82
8.5 105 CISHOMES F.
15 2.5 CIOHI3 02 F4 82
12,1 6.5 CI2HI 05 F2 S
157 -7.5 QHYGE S —
-16.0 2.5 COHIZO6F3 S S
-18,7 1.5 €10 HI6 0 F3 53
1.3 -35 C5HIEOTF 53
-19.7 5.5 Cl2H4 04 F 82 F
-18.7 -1.5 COHI3OTF45S
12,6 -2.5 CTHITCZF4 53 o)
2.5 -65 CIHI6EOEI SR F
13,3 1.5 CHHISOSF1 &2 3i
6.5 -2.5 CSHISEEIS |
305.0340 2 -26,9 -2.5 CoHIGOEFl =2
305.0174 8.4 275 -65 CIHITOSFAS3
305.0343 -85 279 1.5 CRHM4OOFS
305.0166 9.2 0.2 -55 CIHI3OI0FS
Elemental Composition Report Page 1
Multiple Mass Analysis: 2 (es) d

Toleranca = 500.0 PPM / DBE: min = -10.0, max = 100.0
Element pradicfion: Off
Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

146 formudale) evaluated with 105 results within limits (up to 10 closest results for each mass)
Elements Used:

C:1-100 Hi1-100 Qo110 5013

LA-01066

24117FIUDT 124 [1.813) Cm (1B37186-{168:173.207:210)) 1: TOF MS ES+
16784006

1

Ninimm:  80.00 -10.0
Maxinem:  100.00 10.0 5000 100.0
Mass RA Calc, Mass mDa PR DEE Formla
II0T9 100.00 30788 0.4 1.0 115 CHOHS
BT -3 <54 1.5 Cl6HID O O
IILOTE 2.9 1.5 6.5
s ! 3

387.0877  -14.8 -38.2
|OSTE 157 406

555
g323
oEE
e
l—l—.m&-w
g
i
B ERERw
s
HRMELME
TR T TS
caongens
28282282
Telbhien
SoiA A
So5o882ReR
[ g R e R

S67



Elemental Composition Report Page 1

Multiple Mass Analysis: 2 (es) p d
Tolarance = 500.0 PPM /  DBE: min = -10.0, max = 100.0
Element predicfion: Off

Number of isotope peaks used for i-FIT =3

Monaisotopic Mass, Even Electron lans

173 formudale) evaluated with 130 results within limits (up to 10 closest results for each mass)
Elements Ussd:

C:1-100 H:1-100 Oc1-10 S:1-3

LA-01076
241Z17FJUZ 208 (2.038) Cm (20621012211 B2, 235:238)) 1:TOF MS ES»
47784005
: 453,031
454 1065
4551027
455 gagq 459.1589 4520018 ( AB61039 4TI g oo qrs naan  apn sapg S 1-2221
4250 4300 4400 4450 4500 4860 480D 4660 400 4750 4800
Ninimom: 80,00
Maximom:  100.00
Mass B4 Calc, Mass Formla
463.1031 100,00 463.1038 €26 HI3 04 52 O
463. 1004 €29 HI9 4 5
463.1063 C22 HI3 09 5
463.1071 C15 HI7 (4 53
463.1096 €19 H27 09 52
463.1130 Cl6 Hil 09 83 O —
463.0919 C19 H27 07 53 S
463.1157 CHBHIOS
< C22 H23 07 82
4631190 €30 B3 0 52
Elemental Composition Report Page 1
Multiple Mass v 2 ) p
Tolerance = 500.0 PPM / DBE: mi -10.0, max = 100.0
Element pradiction: Off
Number of sotope peaks usad for i-FIT =3
Monoisotopic Mass, Even Electron lons
106 formeudafe} evaluaied with 76 results within Timits {up to 10 closest resuls for each mass)
Elements Lised:
C:1-100 H:1-100 O:1-10 S:1.3
-01090
241217FJUDS 206 (2.021) G (204207 {185:1 B1:252:238)) 1:TOF MS ES»
2568005
3 2630780
284 0817
A s 2appgty 2510838 ggg qggy 257.1736 252,836, 264,540 e B B 10 277 8555, 2T 065+ ( [T apgyaes  ooa.q7o3 29606 024088
T | A T M TR T T T TrT Tt T T T T
2450 2500 2560 2600 265.0 2700 2760 2000 2860 200.0 205.0 3000
.00 -10.0
100.00 500.0 1000
Mass FA  Calc. Mass P DBE Formla
283.0M0 10000 283.0753 -1 105 CITHIS@ S
283.0826 -12,7 5.5 Cl4 HIB 02 &2 O
2530753 L1 Shs G300 2
253.0831 2215 1.3 CIOHI9O7 S
283.0860 -24.7 0.5 Cll H23 02 3
2830708 0 .35 CTH3
253.06%9 32,1 -2.5 C6HI9 010§ —_—
283.0885 36 35 COmIm S S
253.0674 0 1.5 Cl0H9
283.0919 -45.6 -B.5 C4 127 07 53
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Elemental Composition Report

Single Mass Analysis

Tolerance = 500.0 PPM / DBE: min = -10.0, max = 100.0

Element predicfion: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

252 formadale) evaluated with 185 results within limits (up to 20 closest results for each mass)

Elements Used:
C:1-100 H:1-100 Oc1-10 S:1-3 CE1-3

LA-D1065
240804FJUD1 391 [2.343) Om (391:386-{368:375.419:425))

Page 1

1:TOF MS ES=
24884004
i 317 0388
19,0883
3200411
283 1647 segposy  2950REY e opng sozgeon soapan 0S5 pgeg W J_ [ azsgean ST gapgipp 3353003 i
2300 2850 SRR T ; 300.0 060 | 3100 360 | 3200 L g g 330.0 3350
Minimm:  80.00
Maximom:  100.00
Mass B4 Calc. Mass Formala
317.0398  100.00 317.0403 C17 H14 02 5 CI O
7.0381 Cl11 H19 04 5 CI2
415 CB 123 (4 52 CI2
0368 C6 18 0 33 C13 Cl
437 C14 H18 02 52 C1
0359 C5 124 06 5 C13 —
44 C4 123 9 § €12 S
0449 C5 127 (4 53 CI2
0343 €3 |2 QI0 52 C1
462 C10 H18 07 5 C1
0334 5 0 52 C13
40 C11 H32 02 53 C1
0318 CTm20553Cl O
3R C6 HIB 010 5 CI
0405 cTm2 o7 5101
L0300 €12 H20 0 § CI3 3m
0512 [ 3 8 C13
0284 C10 H18 03 82 C1
0529 C4 126 07 53 CI
317.0262 C4 123 (7 52 CI2
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 10.0mDa / DBE: min = -10.0, max = 100.0
Elemant prodiction: Off
Number of isotope peaks used for i-FIT =3
Monoisotopic Mass, Even Electron lons
176 with 11 in limits {up to 20 closest results for each mass)
Blements Used:
C:1-100 H:1-100 O:-1-10 S:1-3 Br1-3
LA-D1070
2408237 UG 235 (2.308) Gm (234 236217 223.265:261)) 1:TOF MS ESa
36824006
i 3609897 3620075
353 9603
POIE e e PETY 331067 7I26ME g7 gy, JO.TEST 3465182 54p0ign 356,461 p 360.2420 | ( [t 5717886 Srayezz ¥ b6162
T TR Ay ) T T T PR, T T T T T T T LI T T T B B S T T
3260 330.0 3350 340.0 3450 380.0 385.0 360.0 86,0 STED 380.0
Min imam:
Ma imom:
Mass Calc. Mass Formula B
360.9897  360.5858 CI7 Hi4 02 § Br r
360, 9895 H2T 06 5 Br2
9870 C8 HIT O 52 Brl O
360.9932 CI4 HIB 02 52 Br
9838 €3 HI2 010 52 Br
360.9957 CI0 HIE O7 § Br
9836 1123 Q5§ Br2
360. 9965 Cl1 H22 02 §3 Br
360.59813 C7 HI2 05 53 Br S
360, 990 C7 H12 O7 52 Br
360.5804 06 HIS 010 § Br
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 500.0 PPM / DBE: min = -10.0, max = 100.0
Element pradiction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

176 formudale) evaluated with 131 results within limits (up to 20 closest results for each mass)
Elements Used:

C:1-100 H:1-100 Oc1-10 S:1-3 Broi-3

LA-D1068
240004FJU02 397 (2.374) O (304:400-{372:380+423:430)) 1:TOF MS ESs
7 3609805 357 gemy i i
3639816
e | ( [ Ssnoegn 74 goos 70T gaassp
Y T Tt O At Lo IR
3600 365.0 700 w50 380.0

Formula
CI7 Hi4 @2 § Br

C4 H27 06 S Br2
Cl4 HI8 02 S2 Br Br
8 HZ7 0 52 Br2
CI0 HIE 07 § Br O
Cl1 122 02 S3 Br
3 H22 010 52 Br
Cl1 123 0 § Br2
CT H22 07 52 Br
7 H22 05 S3 Br —
C6 HIS 010 5 Br S
4 H26 07 S3 Br
C10 HIB 05 52 Br
8 H27 03 § Brl
Sl
; O
30

¥
Cl1 H22 04 52 Br
C3 HIZ 08 53 Br

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 10.0mDa / DBE: min = -10.0, max = 100.0
Elemant prodiction: Off

Number of isotope peaks used for i-FIT =3

Mongisotopic Mass, Even Electron lons

176 formada(e) evaluated with 11 results within limits (up to 20 closest results for each mass)
Blements Used:

C:1-100 H:1-100 O:1-10 S:1-3 Br13

LA-O1067
240623FJUDS 235 [2.308) Cm (234:236-{223 220 253:266)) 1: TOF MS ESs
7 602004
& 3509096 629074
363.9900
320 8384 337 1348 343 7611 352 3016 r 364 0979 371.3766
326.8113 3306242 3367608, 345.6682 350 6342 368.0848 3685280 377.51 L5814
- T T Tt ey T T | B LA T T T | T T T T T mwz
3200 3260 3300 3360 3400 3450 3800 356.0 3600 3660 00 3760 300
Min imom:
Max imom: 10.0
Mass Calc. Mass nla Formula
360.9896  360.9898  -0.2 CI7 Hl4 02 § Br O
360.5895 0.1 H27 06 § Br2
360.957 6.1 C10 HI8 07 5 Br
30,5836 6.0 €11 123 0 § Br2 Br
360.5804 9.2 6 HIE 010 § Br
360,990 9.4 C7 H22 07 52 Br —_—
60932 -3.6 Cl4 HI8 02 52 Br S
360.0838 5.8 C3 HIZ 010 52 Br
360.0870 2.6 8 H27 O 52 Br2
360.5813 B3 €7 HIZ 05 53 Br
360,965 -6.9 CI1 122 2 53 Br

3p
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Elemental Composition Report Page 1
Single Mass Analysis
Tolarance = 10.0mDa / DBE: min = -10.0, max = 100.0
Element pradiction: Off
Mumbser of isotope peaks usaed for i-FIT =3
Monoisotopic Mass, Even Electron lons
966 with 26 in limits (up to 20 closest results for each mass)
Elements Used:
C:1-100 H:1-100 M:1-10 Oo1-10 S:1-3
LA-D1073
240823FJU0T 212 [2.072) Om (211:214-1157:201.230:234)) 1: TOF M3 ES+.
7.1024005
Fr 3280548
329.0620
PURRIRIE |1 S 3246520 327.9077| ( HBE BUATD oy e s s
T T T T T T T T B 0 T mwz
3100 35D 3200 260 3300 3400 3450
Nimimom: -10.0
iz 100.0
?%;60619 11:?125 Fﬁ{i N5
i 2.5 CIOHIENMS N02
6.5 Cl4 HIE N & 52
1.5 CllH2 N4 83 (@]
7.5 CIZHI4 N3 06§
6.5 CI3HIS NI OS3
2.5 C9 HI& K3 06 52
11,5 €16 H14 K3 0 52
-1.5 06 HI2 K3 06 33 —_—
-6,5 C H22 N5 (8 53 S
7.5 CII Hl4 N5 05 §
<15 C4 HIE K5 08 52
7.5  C10 Hl4 N7 (2 52
-1.5 C3 HIE W7 07 22
12,5 CI13 HIO N7 O § O
3.5 COHM4WIOTS
2.5 CTHIE KT 02 53 3
0.5 CHAN®S q
35 CH4NMMR
-5 CZHIEW M S
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 500.0 PPM / DBE: min = -10.0, max = 100.0
Elament pradiction: Off
Number of isotope peaks used for i-FIT=3
Monoisotopic Mass, Even Electron lons
185 formadale) evaluated with 136 results within limits (up to 20 closest results for each mass)
Elements Used:
C11-100 H:i1-100 O:1-10 S:1-3 Ch1-3
LA-D10T1
240804704 224 [2.195) Om (223226-{210215:241:247)) 1: TOF MS ES+
B320.004
T 2745701
276.9672
261.8444
BB nupines o jppazesopmn  O51O105 ISATEED oo, 250471 peps 2719541 Z7as | | | Z9.9656  ppsggge 20541 2814179
f t L B I T (IR ; T t T 1 T f 1 1 T 1
2360 2660 260.0 2650 2r.o Z76.0 2800 28560 2800
Nin imom:
Max imam:
Mass. la
274,970 02 5Clz
B e P
02 52 €Iz
8 51 C1 Cl /
o7 5 C12 —_—
3 53 C1 S
02 §3 CI2
08 § C1 \
74,9781 B 05 5 Cl Cl
74,9615 05 53 €12
74,97 07 82 C12
74 03 82 C1 (@]
74,9815 05 52 CI
o B
74 3570 035 Cl 3r
74,9840 2010 5 Cl
749548 6 05 53 CI
74,9543 058 12



Elemental Composition Report

Multiple Mass ysis: 2
Tolerance = 500.0 PPM / DBE: min
Element pradiction: Off

Number of isotopa peaks used for i-FIT=3

-10.0, max = 100.0

Monoisctopic Mass, Even Electron lons
6 ith 59

in limits (up to 10 closest results for each mass)
Elements Used:

C:1-100 H:1-100 Oc1-10 S:1-3

LA-01100

241ZTTFIU0S 198 [1.847) G (1BE:180-{172:177+208:212))

1

Z0IDBEI 54 4e0p  216BS17 2205413 R — PRI

2100 | 2160 A ko | 2300 2350
Minimam:  80.00
Maximm:  100.00
Mass RA Calc. Mass
2490946 100.00 249.0549
249.091

Elemental Composition Report

Single Mass Analysis

Tolerance = 500.0 PPM / DBE: min = -10.0, max = 100.0

Elament pradiction: Off

Number of isotopa peaks usad for i-FIT =3

Monoisotopic Mass, Even Electron lons

205 formudale) evaluated with 125 results within limits (up to 20 closest results for sach mass)
Elements Used:

Ci1-100 H:1-100 O:1-10 5013 Ch13

LA-01234

260406FJU01 214 [2.088) Om (213216-{202 206, 229:235))

1

Page 1

1: TOF MS ESs
6.118+005

2400846

5a

Page 1

1:TOF MS ES»
270a+005

Minimam:  80.00
Maximm:  100.00

Nass BA Calc, Mass Formala
283.0562  100.00 283.0560 14 HI6 02 5 C1
283.0571 (] 2 C12

HIS (4 5

283.0538 HZl ™4 5 C12
283.0553 C11 H30 02 52 C1
283.0618 C7 1007 5 C1
283.0617 CB 124 02 53 C1
2830451 C6 126 0 52 C13
2830474 C4 H24 05 53 C1
283.0652 C4 124 07 51 CI
2830466 C3 H20 010 5 C1
2830457 CYmI0sCl3
2830668 C6 126 03 5 C13
2830441 C7 120 05 52 C1
2830650 C12 H21 0 5 C12
2830407 C10 H16 05 5 C1
283.0714 C9 H25 0 52 C12
2830054 C5 H25 02 53 C12
2830385 C4 121 07 5 C12
283.0749 C5 25 06 5 C12
283.0758 C6 129 0 53 €12

S72
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Elemental Composition Report Page 1

Tolerance = 500.0 PPM / DBE: min = -10.0, max = 100.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass. Even Electron lons

236 formula(e) evaluated with 159 results within limits (up to 25 closest results for each mass)
Elements Used:

C:1-100 H:1-100 O:1-10 S:1-3 F:1-3

RICE-03552
250910FJU0B 189 (1.855) Cm (187:190-(177:1814204:209)) 1: TOF MS ES+
B.738+004
100+ 267.0861
.
268.0892
o Ba0RaIs0e ssoone zorer VI pesosomsess | pssoissaserzie | zsooess pssiads | emoowis MOER. | ESER s g AR
2300 2350 240.0 2450 250.0 255.0 260.0 265.0 270.0 275.0 80.
Minimum:  80.00 -10.0
Maximum:  100.00 10.0 500.0 100.0
Mass RA Calc. Mass mDa PPY DBE Formula
267.0861  100.00 ’67 ﬂSS‘ 0.6 2.2 6.5 Cl4 HI6 02 S F O O
3:3 2 C12 HIB O S F3
767 0667 Cl1 HI4 02 S F3
267.0725 C4 HI8 07 S F3
267.0866 Cl1 HIT03 S F2
267.0925 C4 H21 08 8 F2 CH3
267.0702 CIOHI6 05 8 F I
267.0714 C7T HI7 06 S F2
267.0914 CTH2007 8 F S
267.0878 C8 HIZ 04 S F3 F
267.0761 C3 H20 010 S F
267.0889 Cll H20 02 S2 F
267.0900 C8 H21 03 82 F2
267.0700 C& HI8 02 82 F3
267.1064 €9 H22 0 82 F3
267.0736 C7 H20 05 82 F
267.0947 C4 124 07 2 F 5c
267.0912 C5 H22 04 52 F3
267.0689 Cl1 HI7 0 82 F2
267.0748 C4 H21 06 82 F2
267.0770 C4HM 0553 F
267.0734 C5 H22 02 S3 F3
267.0723 C8& H21L 0 83 F2
267.0922 C8 H24 02 83 F
267.0934 C5 H25 03 83 F2
Elemental Composition Report Page 1
Tolerance = 500.0 PPM / DBE: min = -10.0, max = 100.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
128 formula(e) evaluated with 94 results within limits {up to 25 closest results for each mass)
Elements Used:
C:1-100 H:1-100 0O:1-10 S:1-3
RICE-03551
250910FJUQS 181 (1.787) Cm (181:183-(170:175+195:204)) 1: TOF MS ES+
4.148+004
100 339.1269
Pl
340.1301
] 1256
ol 2993728 503 8449 3081277 510 2160 313.1187 315.9208 3218386 5040105 928-2390 95 g520 3553439981677 4128 5449144 454 5709 546797 5560570 e
3000 ! 3050 ' 310.0 ! 3150 ! 3200 ! 3250 ! 3300 ! 335.0 ' 3400 ' 3150 ! 3500 ! 355.0 !
Minimum:  80.00 -10.0
Maximum:  100.00 10,0 500.0 100.0
Mass RA Calc. Mass mDa  PPM  DBE Formula
339.1269  100.00 3391266 0.3 0.9 6.5 CI7TH23 05 8 O O
. : - Cl14 H27 05 82
&Y 0
C7 31 08 §3 MeO
C7 131 010 S2 CH3
C10 H27 08 52 I
Cl4 H27 03 53
C21 123 02 § S
13 H23 08 §
€17 123 03 52 MeO
C]B H’? 02 52
75
C20 Hl‘) 03 s OMe
€15 H31 02 33
Cl1 H3l 07 §2
3 C8 H35 07 83
29, C10 H27 06 33 5d
3. Cl13 H23 06 52
: CI7 H23 0 S3
5 CI8 H27 04 §
36. Cl6 H19 06 §
3 C20 H19 O 82
L1664 39.5 -116.5 0. Cl15 H31 04 52
3391689 -42.0 -123.8 -3.5 CIIH1 093
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Elemental Composition Report Page 1
Multiple Mass Analysis: 2 mass(es) processed
Tolerance = 500.0 PPM / DBE: min = -10.0, max = 100.0
Element pradiction: Off
Mumiber of isotope peaks used for i-FIT =3
75 formula(el evaluated with 48 results within limite (up to 10 closest results for each mass)
Blements Used:
Co1-100 H:1-100 Oc1-10 521-3
LA-D1202
241217FJU0S 168 (1.656) Cm (167-170-{15631 57+ 1897154)) 1: TOF MS ESa.
1.0
223 0738
1
2240815
2060631 pgy gu 0535 2112621 214 0850220 2562222 D445 2 ZATEI00  241.4449
e 2000710 4 '.% 5 ; : : r | 225 0TB5238 7204 230 paGRZIB 0612 & = =i
205.0 2100 2160 2200 2250 2300 235.0 2400
Minimom 80.00 -10.0
Max imom 100.00 10,0 500.0 100.0
MNass BA Calc, Mass mba DEE la
223.0788  100.00 223.07%3 0.5 -2.2 5.5 Cl2 H15 02 8 O O
223.0826 -3.8 -17.0 0.5 HI% 2
223.0851 -6.3 -28.2 -3.5 CSHI9O7 S
223.0860 -7.2 -32.3 -4.5 OCb H23 02 53
223.0708 B0 35.9 -B.5 H23 05 53
223.06% £.9 399 .75 CHSOWS CH3
223.0885 8.7 43,5 -B.5 C2H23 07 52 I
223.0674 11.4 51.1 -3,5 C5 HI? 05 52
2123.0640 14, 66.3 1.5 CE HI5 05 8 S
223.1004 -21.6 -9%6.8 0.5 CoHIY 4 5 / \
5e
Elemental Composition Report Page 1
Taolerance = 500.0 PPM / DBE: min = -10.0, max = 100.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
4474 formula(e) evaluated with 269 results within limits (up to 25 closest results for each mass)
Elements Used:
C:1-100 ©:1-10 S:1-3 1H:1-100 2H:1-10
RICE-03550
250910FJU04 180 (1.758) Cm (179:180-(165:1714196:201)) 1: TOF MS ES+
34124004
100~ 252.1131
] 251.1068
o
253.1139
2501007
o—}- _ 2170786 : 2 953‘3 2249924 2 1 rzan 0551 293 3f59 2381778 2420811 244.8823249.08T1 : 25:4.1112 2568651 265.8766265.8768 270.0389
2150 2200 225.0 230.0 235.0 240.0 245.0 25| 255.0 260.0 265.0 2700
Minimum:  80.00
Maximum:  100.00 100 500.0
Mass RA Calc. Mass Formula
252.1131  100.00 252.1138 Cl14 02 S 1H14 2H3
252.1076 Cl4 02 S IH6 2H7 (@) ()
252.1169 C14 02 S 1H18 2H
252.1107 Cl4 02 S IHIO 2HS
252.1202 CI1 02 S2 1H22 2H
252.1078 CI1 02 S2 1H6 2H9 CD
252,117 CI1 02 S2 1HI8 2H3 I 3
252.1140 C11 02 82 1H14 2H5
252.1109
252.1205 S
2521174
252.1112
2521143
252.1050 C7 05 82 1H22 2H
252.1134 €7 07 S IHIO 247
252,1165 C7 07 5 IHI4 2H5
252.1196 C7 07 S IHI8 2H3 11}
252.1103 C7 07 8 1H6 2HO Bai
2521083 C4 05 33 1H26 20
252.1052 C4 05 83 1H22 2H3
252.1199 C4 07 82 1H18 2H5
252.1137 C4 07 32 1H10 2i
252.1168 C4 07 82 1H14 207
252,1075 C3 010 § 1H22
252.1171 C 07 83 1H14 2H9
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