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4-(6-Methyl-4,8-dioxo-1,3,6,2-dioxazaborocan-2-yl)benzenesulfonamide 8a
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Single Mass Analysis

Tolerance = 5.0mDa / DBE: min =-1.5, max = 120.0

Element prediction: Off

Mumber of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

109 formula(e) evaluated with 1 results within limits (up to 20 best isotopic matches for each mass)

Elements Used: L
Mass | calc. Mass | mDa | PPM | DBE | Formula |i-AT | i-FTNorm | FitcConfes | ¢ | 0 1B N[O 5|
3300939 330.0931 08 24 55 CI1HI711BN3 065 1107  n/a n/a m 17 1 3 6 1
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2-(3-Fluoro-4-methoxyphenyl)-6-methyl-1,3,6,2-dioxazaborocane-4,8-dione 8b

0 |

8b

2-(3-fluoro-4-methoxyphenyl)-6-methyl-1,3,6,2-dioxazaborocane-4,8-dione
Chemical Formula: C4,H3BFNO;5
Molecular Weight: 281.0447
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Single Mass Analysis

Tolerance = 5.0 mDbOa [/ DBE: min =-1.5, max = 120.0

Element prediction: Off

MNumber of isotope peaks used for i-FIT = 3

Maonuoisotopic Mass, Even Electron lons

68 formulale) evaluated with 1 results within limits (up to 20 bestisotopic matches for each mass)

Elements Used:
Mass | calc.Mass | mDa | PPM | DBE | Formula | i-erm [ i-FrTMorm [ FitConf% | ¢ | H (118 N[ O F |
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2-(3-Ethoxyphenyl)-6-methyl-1,3,6,2-dioxazaborocane-4,8-dione 8c
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2-(3-ethoxyphenyl)-6-methyl-1,3,6,2-dioxazaborocane-4,8-dione
Chemical Formula: C13HBNOg
Molecular Weight: 277.0808

Yield = 196.9 mg (71%)
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Single Mass Analysis

Tolerance = 5.0 mDa / DBE: min =-1.56, max = 120.0

Element prediction: Off

MNumber of isotope peaks used for I-FIT = 3

Monoisotopic Mass, Even Electron lons

32 formulaie) evaluated with 1 results within limits (up to 20 best isotopic matches for each mass)

Elements Used: 8
Mass | cale,Mass | mDa | PPM | DBE | Formula |i-Fr | i-FITNorm [ FitConfo | ¢ | H J11B | N 0]
2781200 2781200 00 00 65 CI3 HI7 11B N 05 1675 n/a n/a 3 17 1 1 5
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Methyl 4-(6-methyl-4,8-dioxo-1,3,6,2-dioxazaborocan-2-yl)benzoate
O

~ O)J\©\ /’L

8d

methyl 4-(6-methyl-4,8-dioxo-1,3,6,2-dioxazaborocan-2-yl)benzoate
Chemical Formula: C13H4BNOg
Molecular Weight: 291.0644

Yield = 221.1 mg (76%)
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Single Mass Analysis
Tolerance =50 mDa / DBE: min=-1.5 max=120.10

Element prediction: Off
Mumber of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
39 formula(e) evaluated with 1 results within limits (up to 20 best isotopic matches for each mass)
Elements Used: i
Mass | cale.Mass | mDa | PPm | DBE | Formula |i-rT | i-FTMorm [ Fitconfo | € | B 118 N | o]
3091262 3091258 04 1.3 6.5 C13 H18 11B N2 06 1715 nfa nia 132 18 1 2 B
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6-Methyl-2-(2-(trifluoromethyl)phenyl)-1,3,6,2-dioxazaborocane-4,8-dione 8e
I
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CF; 00
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6-methyl-2-(2-(trifluoromethyl)phenyl)-1,3,6,2-dioxazaborocane-4,8-dione
Chemical Formula: C4,H1{BF3NO,4
Molecular Weight: 301.0262

Yield = 114.3 mg (38%).
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Single Mass Analysis

Tolerance = 5.0 mDa / DBE: min =-1.5, max =120.0
Element prediction: Off

Mumber of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
111 formulaie) evaluated with 1 results within limits (up to 20 best isotopic matches for each mass)

Elements Used:
Mass | calc.Mass | mDa | PPm | DBE | Formula | i-FiT | i-FITNorm | FitConf% | € | H 1B N[ O] F]
302.0811 302.0811 00 00 65 (12 H12 11B N 04 F3 2486 n/fa n/a 12 12 1 1 4 3
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2-Fluoro-4-(6-methyl-4,8-dioxo-1,3,6,2-dioxazaborocan-2-yl)benzonitrile 8f
F
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2-fluoro-4-(6-methyl-4,8-dioxo-1,3,6,2-dioxazaborocan-2-yl)benzonitrile
Chemical Formula: C4,H1oBFN,O4
Molecular Weight: 276.0282

Na

8

Yield = 198.0 mg (72%).
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Single Mass Analysis

Tolerance = 5.0 mDa [/ DBE: min =-1.5, max = 120.0
Element prediction: Off

Mumber of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons
TG formulale) evaluated with 1 results within limits (up to 20 best isotopic matches for each mass)

Elements Used:

| i-FT | i-FITMorm | FitConf% | € | H |18 | N[ o | F |

Mass | Calc. Mass | mDa I PPM I DBE I Formula
2941063 294.1061 0.2 0.7 75 C12 H14 11B M3 04 F 914 n/fa n/a 12 14 1 3 4 1
INTERD47
29%ep2021_IG38 104 (1.042) Cm (102:105) 1. TOF M2 ES+
1.68e+004
100+ 294 1063
%_
2931093
"
295.1096
s
2692090 3092222 3822935
2071591 9918432432027 9514817 279.0954 | 3102377 3312028 352.2638357 2727 *5% 3912800397 2827
0 | i i I o A AN PO TP NPT n l Ll miz
S R e e e e e e e e e e e e e b b Lot Db g e ettt b e L s e et
200 210 220 230 240 250 260 270 280 290 300 310 320 330 240 350 360 aro 380 390 400




INTERO47

29S5ep2021_IG38

1: TOF MS ES+

100- 1.04 _ 294 106 0.0500Da
294106 7.53e3
BE_
0 T T T T N RN LA L T |AJ‘L T T EAARAERARSN R T T T Time
0.20 0.40 0.60 0.80 1.00 1.20 1.40 1.60 1.80 2.00 220 240 2.60 2.a0







o o o o o =)
< ™M o — o o o o o o o o o o —
— — — — — =) @ N © n < ™ N — o ]

N 1 N 1 1 N 1 N 1 1 1 N 1 N 1 N 1 1 1 1 1 1 N 1
et O
vET O Lq E60'¢
9T
oswp 62 o
0sup 05z >0 —_— .
9p-0SIWA 0§°C - = <6c
15T
OTH ££°€ ~_
OTHbee
80y
80t ST S
60y D | I 16'T
0Ty T ey S SRS ird
Ty oY R0z
0y
€€y
~
ES
<~ E00°€
o o o [} o o
© n ¥ m & = O
L1 | | I | | L
°9)
LS
~N
o
T k2
~N
o~
L |~
€L N
i :
L=
2.“/ NE
EIVANG o g
oLy L=
D.R/ ~NE
8T~ ®
N
o
N
~N
o
N
N
s
N
N

f1 (ppm)



-120
~110

100

90

80

~70

60

50

- 40

30

SO°ST

OSWp 75°6€
OSWp 99°6€
OSWp 08°6€
OSWp £6'6€
oswp £0°0%
R

oswp SE°0y
/A 44
96'Ly T

12:20.

9b'v9 T

65 YIT ~
vL'6TT
#8611

8€°6¢CT
TP'6CT

16261
(£161

10781 —
cozst

LL69T

-10

T T T T T T T T T T T
220 210 200 190 180 170 160 150 140 130 120 110 100 90
f1 (ppm)

T
230




Single Mass Analysis
Tolerance = 5.0 mDa / DBE: min = -1.5, max
Element prediction: Off

Mumber of isotope peaks used for i-FIT = 3

Maonoisotopic Mass, Even Electran lons
G4 formulaie) evaluated with 1 results within limits (up to 20 best isotopic matches for each mass)

=120.0

Elements Used:
Mass | calc. Mass | mDa | PPM | DBE | Formula | i-FT |i-FITMorm |FitConf3% | ¢ | H J11B | N | O] F |
2961112 296.1106 06 20 65 CI3HI611BNO5F 1680 n/a n/a 13 16 1 5
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2-(2-Chloro-4-(trifluoromethyl) phenyl)-6-methyl-1,3,6,2-dioxazaborocane-4,8-dione 8h
F3C |
Q ot
5ol
Cl o—0
8h

2-(2-chloro-4-(trifluoromethyl)phenyl)-6-methyl-1,3,6,2-dioxazaborocane-4,8-dione
Chemical Formula: C4,H(BCIF3NO,4
Molecular Weight: 335.4713
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Single Mass Analysis

Tolerance = 5.0 mDa [/ DBE: min = -1.5, max = 120.0
Element prediction: Off

Mumber of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons

236 formula(e) evaluated with 1 results within limits (up to 20 best isotopic matches for each mass)
Elements Used: =
Mass | Cale. Mass | mDa | PPM | DBE | Formula | i-FT | i-FTNorm |Fitconf | ¢ | H |18 [N o] £
353.0685 353.0687 -02 06 55 Cl12 Hi4 11B M2 04 CI F3 1973  n/fa n/a 12 14 1 2 4 1 3
INTERD48
295ep2021_IG42 126 (1.254) Cm (124:127) 1: TOF MS ES+
3.82e+004
100 353.0685
%_
35650663
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355 06949
251.1884 2722911] 279. ?939 30413021 3123L]24?? 33F. ?432 | _360.0199 385229T3g1 12335 400.3781 426. 3108 440. 3084445 23‘.-"0
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2-(24-difluorophenyl)-6-methyl-1,3,6,2-dioxazaborocane-4,8-dione 8i

F |
N
T

8i
2-(2,4-difluorophenyl)-6-methyl-1,3,6,2-dioxazaborocane-4,8-dione
Chemical Formula: C14HoBF,NO,
Molecular Weight: 269.0092

Yield =209.7 mg, (78%).
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Single Mass Analysis

Tolerance =50 mDa / DBE: min=-15 max=120.10

Element prediction: Off

MNumber of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

56 formulale) evaluated with 1 results within limits (up to 20 best isotopic matches for each mass)

Elements Used: g
Mass | Calc.Mass | mDa | PPM | DBE | Formula [i-Fr | i-FITNorm | FitConfo% | ¢ | H 1B N[ 0| F |
2700743 2700749 06 -22 65 CIl HI1 11BN O4 F2 1416 n/a n/a 1 11 1 1 4 2
INTERD50
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L B asaL L e aaee Bt Seairstthvta’ AWM ST

0
150 160 170 180 190 200 210 220 230 240 250 260 270 2380 290 300 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450




INTERO50

29Sep2021_|G44

1: TOF M5 ES+

1004 105 _ 287102 0.0500Da
287102 2.73ed
-\a.‘e_
0t A AR UL R L RN AN T T T A LR T =rrrrrrre Time
0.20 0.40 0.60 0.80 1.00 1.20 1.40 1.60 1.80 2.00 2.20 240 2.60 2.80




N-(tert-butyl)-3-(6-methyl-4,8-dioxo-1,3,6,2-dioxazaborocan-2-yl)benzamide 8j
] |
N N 1
>‘/ B~o/~o
o] 0—0
8j

N-(tert-butyl)-3-(6-methyl-4,8-dioxo-1,3,6,2-dioxazaborocan-2-yl)benzamide
Chemical Formula: C4gH21BN,O5g
Molecular Weight: 332.1593

Yield = 129.0 mg (39%).
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Single Mass Analysis

Tolerance = 5.0 mDa / DBE: min =-1.5 max = 1200

Element prediction: Off

Mumber of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

68 formula(e) evaluated with 1 results within limits (up to 20 best isotopic matches for each mass)

Elements Used:

| i-FrT | i-FITMorm | FitcConf% | ¢ | H |18 N | O | 23Na |

Mass ICaIc.Mass ImDalPF‘MIDEE |Formu|a
3551446 3551441 05 14 75 Cl6 H21 118 N2 05 23Na 1015 n/a n/a 6 2 1 2 5 1
INTER051
295ep2021_IG46 107 (1.068) Cm (107:109) 1: TOF MS ES+
1.24e+006
100- 3331633
%_
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I
335.1680 355 1446
350.1387 :
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6-Methyl-2-(4-(pyrrolidine-1-carbonyl)phenyl)-1,3,6,2-dioxazaborocane-4,8-dione 8k
O
SaeV,
B\\%o
sk O ©

6-methyl-2-(4-(pyrrolidine-1-carbonyl)phenyl)-1,3,6,2-dioxazaborocane-4,8-dione
Chemical Formula: C4gH19BN5O5
Molecular Weight: 330.1435

Yield = 83.2 mg (25%).
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Single Mass Analysis

Tolerance = 5.0 mDa /¢ DBE: min = -1.5, max = 120.0
Element prediction: Off

MNumber of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
87 formulaie) evaluated with 1 results within limits (up to 20 best isotopic matches for each mass)

Elements Used: =
Mass | cale. Mass | mDa | PPm | DBE | Formula |i-fm |i-FTNorm |FitConf% | ¢ | H | 118 | N | O | 23Na |
3531286 353.1285 01 03 85 C16 H10 118 N2 05 23Ma 1726 n/a n/a 6 19 1 2 5 1
INTERO53
29Sep2021_IG50 93 (0.946) Cm (93:97) 1: TOF MS ES+
9.88e+005
100- 331.1472
%_
330.1502
332 1499
-
2391501 279.0915 353.1286 4042372 4322544 4602915 481 2636
01621232 1951218 2201132 5o U912 2agpa7s | | 394 15607 - o= 28 .
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2-([1,1'-Biphenyl]-3-y1)-6-methyl-1,3,6,2-dioxazaborocane-4,8-dione 81
|
N
oW
B\\o}o
0o—0
8l

2-([1,1'-biphenyl]-3-yl)-6-methyl-1,3,6,2-dioxazaborocane-4,8-dione
Chemical Formula: C17H4BNO,
Molecular Weight: 309.1242

Yeild = 281.6 mg (86%).
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AEPD-0050

A_EDMONDS000100 121 (2.379)
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2-(3,5-bis(Trifluoromethyl)phenyl)-6-methyl-1,3,6,2-dioxazaborocane-4,8-dione 8m
CF,

S

2-(3,5-bis(trifluoromethyl)phenyl)-6-methyl-1,3,6,2-dioxazaborocane-4,8-dione
Chemical Formula: C43H1oBFgNO,4
Molecular Weight: 369.0242

Yield = 311.6 mg (80%).
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Single Mass Analysis

Tolerance = 5.0 mDa / DBE: min =-1.5, max = 120.0
Element prediction: Off

Mumber of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
200 formula(e) evaluated with 1 results within limits (up to 20 best isotopic matches for each mass)

Elements Used: N
Mass | calc.Mass | mDa | PPM | DBE | Formula | i-FI7 [ i-FITNorm [ Fitconf%e | ¢ | H (118 N | o F |
3700676 370.0685 08 -24 65 (13 HLL 11B N 04 F6 196 n/a n/a 12 11 1 1 4 &
AEPD-D059
308ep2021_IG08 133 (1.334) Cm (132:139-(11:122+163:281x10 000) 1: TOF WS ES+
8.95e+003
100- 3870947
%_
386.0995|388.0968
09953
264.5301 299.4719 3205437 2527011 3?0'?6?6 3976813 4305499 489.574z 4735211 5356545
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6-Methyl-2-(4-(pyrrolidin-1-ylsulfonyl)phenyl)-1,3,6,2-dioxazaborocane-4,8-dione 8n

8n
6-methyl-2-(4-(pyrrolidin-1-ylsulfonyl)phenyl)-1,3,6,2-dioxazaborocane-4,8-dione

Chemical Formula: C15H19BN,0gS
Molecular Weight: 366.1972

Yield = 326.3 mg (84%).
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Single Mass Analysis

Tolerance = 5.0 mDba / DBE: min =-1.5, max = 120.0
Element prediction: Off

Mumber of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
81 formulale) evaluated with 1 results within limits (up to 20 bestisotopic matches for each mass)

Elements Used:

Mass | calc. Mass | mDa | PPM | DBE | Formula [i-FIT | i-FITNorm |FitConf3 | ¢ | °H |18 N o 5|
3671120 3671135 -06 -6 75  CI5 H20 11B N2 06 § 2382 n/a n/a 5 2 1 2 6 1
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295ep2021_1G12 107 (1.068) Cm (105:108) 1: TOF MS ES+
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%_
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2-(3-(tert-Butyl)phenyl)-6-methyl-1,3,6,2-dioxazaborocane-4,8-dione 8o

2-(3-(tert-butyl)phenyl)-6-methyl-1,3,6,2-dioxazaborocane-4,8-dione
Chemical Formula: C45H,0BNO,4
Molecular Weight: 289.1346

Yield = 230.0 mg (75%).
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Single Mass Analysis

Tolerance = 5.0 mDba / DBE: min =-1.5 max = 1200

Element prediction: Off

Mumber of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Odd and Even Electron lons

47 formulale) evaluated with 1 results within limits (up to 20 best isotopic matches for each mass)

Elements Used: 8
Mass | calc.Mass | mDa | PPM | DBE | Formula | i-Frr | i-FrTMorm [ FitConf% | € | H 1B | N[ 0|
3071837 3071828 08 26 55 C15 H24 11B N2 04 2436 n/a n/a 15 24 1 2 4
AEPD-D0G7
29Sep2021_1G14 129 (1.299) Cm (127:131) 1: TOF MS ES+
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2-(3-(2-Methoxyethoxy)phenyl)-6-methyl-1,3,6,2-dioxazaborocane-4,8-dione 8p
ey
. )

8p
2-(3-(2-methoxyethoxy)phenyl)-6-methyl-1,3,6,2-dioxazaborocane-4,8-dione

Chemical Formula: C44H4gBNOg
Molecular Weight: 307.1068

Yield = 199.2 mg (61%).
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Single Mass Analysis

Tolerance =5.0 mDa / DBE: min =-1.5, max = 120.0
Element prediction: Off

Mumber of isotope peaks used for i-FIT = 3

Maonoisotopic Mass, Even Electron lons
63 formulale) evaluated with 1 results within limits (up to 20 best isotopic matches for each mass)

Elements Used:
Mass | cale. Mass | mDa | PPM | DBE | Formula | i-FT | i-FITNorm | Fitconf% | ¢ | H |11B | N | O]
3081305 32081305 00 00 65 Cl4 HI9 118 N 06 3021 n/a n/a 1 18 1 1 6
AEPD-D068
2952p2021_IG16 100 (1.007) Cm (98:103) 1. TOF NS ES+
5.256+004
100 308.1305
%_
3071337
3001325
3092235
o| 2930801 2052168 207.2434 2991642 301.1414 3043097 3051509 (2T 5444400 317.1237 320 1697 ,3:21'182?2
R e e i e R I L e R e S T e et
3100 3120 3140 3160 3180 3200 3220
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2-(3,5-Dimethylisoxazol-4-yl)-6-methyl-1,3,6,2-dioxazaborocane-4,8-dione 9
/N\ ’L
o, _ ¥ 1
B-o/ o
0—0
9

2-(3,5-dimethylisoxazol-4-yl)-6-methyl-1,3,6,2-dioxazaborocane-4,8-dione
Chemical Formula: C1oH3BN,O5
Molecular Weight: 252.03

Yield = 154.0 mg (57%).
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Single Mass Analysis

Tolerance = 5.0 mDa / DBE: min =-1.5, max = 120.0
Element prediction: Off

Mumber of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
22 formula(e) evaluated with 1 results within limits (up to 20 best isotopic matches for each mass)

Elements Used:
Mass | calc.Mass | mDa | PPMm | DBE | Formula [ i-FrT | i-FIT Morm | FitConf% | ¢ | H |18 N[ 0]
2531007 2530096 11 43 55 CI0 Hi4 11B N2 05 673 n/a n/a 0 14 1 2 5
AEPD-0049
295ep2021_IG04 82 (0.830) 1: TOF MS ES+
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s
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&
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6-Methyl-2-propyl-1,3,6,2-dioxazaborocane-4,8-dione 10
|
\AB/“}
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6-methyl-2-propyl-1,3,6,2-dioxazaborocane-4,8-dione
Chemical Formula: CgH14BNO,4
Molecular Weight: 199.0121

Yield = 34.4 mg (17%).
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Single Mass Analysis

Tolerance = 5.0 mDa / DBE: min = -1.5, max = 120.0
Element prediction: Off

Mumber of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
28 formulale) evaluated with 1 results within limits (up to 20 best isotopic matches for each mass)

Elements Used: N
Mass | Cale.Mass | mDa | PPM | DBE | Formula | i-F7 | i-FIT Norm | Fitconf% | ¢ | H 118 N o
2001094 2001094 00 00 25 C8HI511B N 04 923 n/a n/a 8 15 1 1 4
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295ep2021_IG32 92 (0.937) Cm (91:95) 1: TOF MS ES+
4.35e+004
100- 217.1360
200.1094
%_
216.1402
s
199.1129
" 2220912
201.1130
~
102.0558 202.1140|| |223.0052
( 130.1505 155.1068 1920221 ]2 -~ o 29LIBT4 - 279.0971 2952000 311.2174 326.2340340.2569
AL A LA A Lt e L e e aE T e A a7
100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 310 320 330 340 350




INTERO43

298ep2021_1G32 1: TOF MS ES+
100+ 094 _ 217.136 0.0500Da
217.136 1.96e4

EE_

() T T T T T R T R T R R TR R R R R A R T R e R R e e e T e e e Time

0.20 0.40 0.60 0.80 1.00 1.20 1.40 1.60 1.80 2.00 220 240 2.60 2.80



6-Methyl-2-(1-methyl-1H-benzo[d]imidazol-5-yl)-1,3,6,2-dioxazaborocane-4,8-dione 11

N I
<L al
MRS
N0 "o
0—0
6-methyl-2-(1-methyl-1H-benzo[d]imidazol-5-yl)-1,3,6,2-dioxazaborocane-4,8-dione
Chemical Formula: C13H4BN30,

Molecular Weight: 287.0790

Yield = 161.0 mg (56%).
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Single Mass Analysis

Tolerance = 5.0 mDa / DBE: min = -1.5, max = 120.0
Element prediction: Off

MNumber of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
36 formulale) evaluated with 1 results within limits (up to 20 best isotopic matches for each mass)

Elements Used: i
Mass | calc.Mass | mDa | PPM | DBE | Formula | i-em | i-FTMorm [ FitConf% | € | H 1B | N | O |
2881161 288115 05 17 &5 C13 H15 118 N3 O4 3085 n/a n/a 3 15 1 3 4
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2-(1H-Indol-5-yl)-6-methyl-1,3,6,2-dioxazaborocane-4,8-dione 12
H
N I
B\ ll
N (0]
0—0
2-(1H-indol-5-yl)-6-methyl-1,3,6,2-dioxazaborocane-4,8-dione

Chemical Formula: C13H13BN,O4
Molecular Weight: 272.0643

Yield = 142.2 mg (52%).
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Single Mass Analysis

Tolerance = 5.0 mDa / DBE: min =-1.5, max = 120.0
Element prediction: Off

Mumber of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons

22 formula(e) evaluated with 1 results within limits (up to 20 bestisotopic matches for each mass)
Elements Used: -
Mass | calc.Mass | mDa | PPM | DBE | Formula |i-FT | i-FITMorm [FitConf% | ¢ | H [11B| N | 0|
2731051 2731047 04 15 &85 (13 Hl4 118 N2 04 3705 n/a n/a 13 14 1 2 4
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295ep2021_IG22 100 (1.007) Cm (99:103) 1: TOF MS ES+
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%_
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272 1081
78.0217 295 0866
156.0468 1
59.0408| £1.0150 130.0656 | 1970738 54g 45g7 2671978 ) ‘|.|. 300.22833312103 2922478 3995993 4281418
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6-Methyl-2-(1-methyl-3-(trifluoromethyl)-1H-pyrazol-5-y1)-1,3,6,2-dioxazaborocane-4,8-dione 13

/ |
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-N ¥ 1
M B\\(i Y
F;C 0—0
6-methyl-2-(1-methyl-3-(trifluoromethyl)-1H-pyrazol-5-yl)-1,3,6,2-dioxazaborocane-4,8-dione

Chemical Formula: C4qH411BF3N30,4
Molecular Weight: 305.0182

Yield = 21.0 mg (7%).
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Single Mass Analysis

Tolerance = 5.0 mDa / DBE: min =-1.5, max=120.0
Element prediction: Off

Mumber of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
306 formulale) evaluated with 1 results within limits (up to 20 bestisotopic matches for each mass)

Elements Used:

|i-er | i-FITMorm | FitConf | € | 0 (1B N 0] 23Ma ] F |

Mass I Calc, Mass |rﬂDa |PPM IDEE IFonnuh
3060875 3060873 02 07 55 Cl0 Hi2 118 N3 04 F3 1695 n/a n/a 10 12 1 3 4 3
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%_
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2-(Benzo[d][1,3]dioxol-5-yl)-6-methyl-1,3,6,2-dioxazaborocane-4,8-dione 14

/\0
(o]

I

N

O o

\0 o
2-(benzo[d][1,3]dioxol-5-yl)-6-methyl-1,3,6,2-dioxazaborocane-4,8-dione

Chemical Formula: C1,H4,BNOg
Molecular Weight: 277.0378

Yield = 199.1 mg (71%).
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2-(3-ethoxyphenyl)-6-methyl-1,3,6,2-dioxazaborocane-4,8-dione 8¢
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2-(3-ethoxyphenyl)-6-methyl-1,3,6,2-dioxazaborocane-4,8-dione
Chemical Formula: C43H4BNO5
Molecular Weight: 277.0808
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Methyl 4-(6-methyl-4,8-dioxo-1,3,6,2-dioxazaborocan-2-yl)benzoate 8d
(o]

o

I
py, N1
ok
o[o
\0 (o}
methyl 4-(6-methyl-4,8-dioxo-1,3,6,2-dioxazaborocan-2-yl)benzoate

Chemical Formula: C43H44BNOg
Molecular Weight: 291.0644

Yield = 193.0 mg (67%).
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2-([1,1'-biphenyl]-4-yl)-6-methyl-1,3,6,2-dioxazaborocane-4,8-dione 81

JJ .
S,

2-([1,1'-biphenyl]-4-yl)-6-methyl-1,3,6,2-dioxazaborocane-4,8-dione
Chemical Formula: C47H1sBNO,
Molecular Weight: 309.1242

Yield = 309.0 mg (99%).
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20Dec2021_1G10 127 (1.2682) Cm (126:135-2:103)

1: TOF MS ES+

HPLC Purity > 95%
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2-(4-(tert-Butyl)phenyl)-6-methyl-1,3,6,2-dioxazaborocane-4,8-dione 8q

2-(4-(tert-butyl)phenyl)-6-methyl-1,3,6,2-dioxazaborocane-4,8-dione
Chemical Formula: C45H,0BNO,4
Molecular Weight: 289.1346

Yield =299.0 mg (97 %).
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1: TOF MS ES+
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2-(benzol[d][1,3]dioxol-5-yl)-6-methyl-1,3,6,2-dioxazaborocane-4,8-dione 14

° \
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2-(benzo[d][1,3]dioxol-5-yl)-6-methyl-1,3,6,2-dioxazaborocane-4,8-dione
Chemical Formula: C4,H,,BNOg
Molecular Weight: 277.0378

Yield = 187.0 mg (68%)



o o o
— o o o o o o o (=} o o —
— — a 0 ~N () n < ™M o~ — o '

1 1 1 1 1 1 1 1 1 1 1 1 1
oswip 847 ]

oswip 847 — =8¢

6v'C

OTH pE'e —
S0t
mo.vw.
80t 1z

—_—

80t — H&.ﬂ:
9aTH N n! 260
Ty
6Tt
62t
L6S B
Jec — 10T
689 LT
069 ] 60

f1 (ppm)



130

120

110

100

90

80

70

60

50

- 40

30

- 20

-10

~-10

oswp 7§°6€
oswp 99°6¢
oswp 08°6€
0SWp p6°6€
Omc._m m ‘Ot

oswp 120k K
oswp SE°0F
16°Ly —

L1729 —

¢6°00T —

0980T —
0€CTT —

99°9¢T —

9EUPT ~
1€8pT =

T18°69T —

T T T e wooe e 0

50

70

T
110 100

f1 (ppm)

T
120

T — T T T T 1 T T T
220 210 200 190 180 170 160 150 140

—
230




AMMIDA-002

ANDREW_MCGOWNO00408 20 (0.414) 1: TOF MS ES+
o 278.0833 1.84e4
=
295.1094
300.0680
144.5228 156.0468 277.0852
044
o 250.0895
186.2198
327.2014 389.2951
| 102.0560 261.1299 305.1607 371.2290
133.0867 217.1046 — e
. 349.1849
122?63% ‘h“ 177.113% 239.1515
RN A '.[1“:','.‘:',','!'..“,”' miz

R LS AR d |
100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440



2-(3,5-Dimethylisoxazol-4-yl)-6-methyl-1,3,6,2-dioxazaborocane-4,8-dione 9 PEG
/N\ *
0 ¥
N (o)
0o—O0
9

2-(3,5-dimethylisoxazol-4-yl)-6-methyl-1,3,6,2-dioxazaborocane-4,8-dione
Chemical Formula: C4oH,3BN,05
Molecular Weight: 252.03

Yield = 80.2 mg (32%)
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ANDREW_MCGOWNO000409 10 (0.226) 1: TOF MS ES+
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2-(2-Hydroxyphenyl)-6-methyl-1,3,6,2-dioxazaborocane-4,8-dione 15

OH r!l
¥
O- el

2-(2-hydroxyphenyl)-6-methyl-1,3,6,2-dioxazaborocane-4,8-dione
Chemical Formula: C;1H;,BNOg
Molecular Weight: 249.0277

Yield = 26.2 mg (11%)
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6-methyl-2-(perfluorophenyl)-1,3,6,2-dioxazaborocane-4,8-dione 8r

F, F \N
F B/ 1
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F F o
6-methyl-2-(perfluorophenyl)-1,3,6,2-dioxazaborocane-4,8-dione

Chemical Formula: C41H;BF5NO,
Molecular Weight: 322.9806

Yield = 68.2 mg (21%)
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