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Bemertal compostion

Single mass
Mass: |533.16048 ~
Max. resuks [10 12 e
idx| Formula | RDB| Delta ppm| A
1 |Ci12H2407Ne 0.5 0.003
2 |CzeHa007NaS | 135 0.065
3 [CarHasOzMr | 190 0.075
4 |C2iHzs OTNr | 120 -0.107
5 |CzzHatOmzNaz| 85 0117
& |CaoHisOTNS4 | 20 0.175
7 |CizHaz02Ms | 75 0.185
8 |Cahzozsz | 205 0247 |V
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Limits
Charge:[1 |3
Nirogen-Rule: | Do not use &
Mass toleranc ~

RDB equiv 01000

Blements in use

isotope | Min | Max| DB eq] Mass |~
14N | 0 [ 10 [ 05 | 14003
180 | 0 | 15 | 00 | 15808
12C | 0 | 50| 1.0 | 12000
1H | 0 | 50| 05 | tooe

23Na | 0 | 2 | -05 | 228%0 |,
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UNE_BGreatrex_Cyroxdimer #1-77 RT: 0.00-0.50 AV: 77 NL: 1.60E6
T: FTMS + p ESI Full ms [100.0000-1000.0000]
53316048
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g 60 528 20507 I Elemental composition search on mass 533.16
E =? e 1w
< 50 Bemental compostton m/z= 528.16-538.16
@
2 40 Single mass m/z Theo. Mass Delta RDB Composition
€ 4 53416302 Mass: |533.16048 (ppm)  equiv.
Vax.resuts [10 3 Caloulate 533.16048__533.16048 0.00 0.5 Ci3Ha: Oz N=Na S3
20 520 20840 533.16045 0.07 13.5 CzgH3pO7Nas
10 ] = ;‘"“{;"': LEill Tl E£33.16044 0.08 T9.0 Cz7H24 0z N7 Na S
535.16678 13 H34 O7 Ne X X
S1726201 o5 om0 527 24635 C 54342756 | 05| 0003 533.16054 —0.11 12.0 Cp1 Has 07 N7 Naz
ol e T i 2 |CasHwO7Nas | 135 0.085 533.16054 —0.12 6.5 Contst O12 Na
515 520 525 530 535 540 5 |3 [Cormozir | 1e0|  oo7E - - -5/C22H31012Naz
T tammoT 20 EXT 533.16039 0.17 2.0/C20H3507N Sy
o [CzfmiouNaz| &s XL 533.16038 0.18 7.5 C15H3303N:Ss
& |CoHmO0TNSs | 20 0475 533.16035 0.25 20.5 C34H25028:2
7 [Crarz0zhe 75 0188 533.16066 -0.34 3.5/ C21H3:304N2Na Sy
2 |CaaHzm0252 205 0.247 533.1e02¢6 0.41 10.5|CanH26 010N Na
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