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Formula Prediclor Report - wshy-3.lcd

Data File: EADATAV2021\1103\wshy-3.lcd

_Elmt Val. Min Max  Elmt
H 1 5 100 F 1
2H 1 0 0 Na 3
B 3 0o 0 Mg 2
c 4 5 50 Si 4
N 3 0 10 = 3
0 2 0 30 s 2

Error Margin (ppm): 5
HC Ratio: unlimited
Max Isotopes: all
MSn Iso RI (%): 75.00

‘Event#: 2 MS(E-) Ret. Time : 0.347 -> 0.533 Scan# . 54 -> 82

4000.0
3500.0-
3000.0
2500.0 |
2000.0
1500.0
1000.0
500.0

O - — N s —— ey
327.040 327.045  327.050 327.055  327.060

M d region for 327.0623 miz
327.0623

Val.

Min Max  Eimt  Val.. Min
0 0 Cl 1 0
0 0 Co 2 0
0 0 Cu 2 0
0 0 Se 2 0
0 0 Br 1 0
0 0 Pd 2 0
DBE Range: not fixed
Apply N Rule: yes
Isotope RI (%): 1.00
MSn Logic Mode: OR

327.0623
|
\

DDDQDOE

__Elmt__Val.
Ag 1
| 3
Ir 3

Electron lons:
Use MSn Info:
Isotope Res:
Max Results:

327065 327.070 327.075 327.080  327.085

100.0 |
50.0- |
328.0611
326,5376 327.1582 327.9778 | 328.0990
0 PP , — i = ‘i‘ L - 5
. 3270 3275 3280 3285
€16 H12 N2 06 [M-H]- : Predicted region for 327.0623 m/z
327.0623
100.0 |
i
()
50.0
328.0654
0 . WL B 0 gl bk e
327.0 3275 3280 3285
Eormblai(M) o, Lrgsiinlt TS e Meas. m/z
C16 H12 N2 06 [M-H]- 327.0623

El6 {L&¥1y (-)-HR-ESI-MSE i

T 327.0623
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Min_ Max Use Adduct
0 0 H
0 0 HCOO
0o 0

both

yes

10000

20
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Pred. miz Df. (mDa) Df.(ppm) DBE
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Rudolph Research Analytical

This sample was measured on an Autopol V1, Serial #31058
Manufactured by Rudolph Research Analytical, Hackettstown, NJ, USA.

Measurement Date : Wednesday, 10-NCV-2021
Set Temperature : OFF
Time Delay : Disabled

Delay between Measurement : Disabled

n Average Std.Dev. % RSD Maximum Minimum

5 5.80 0.65 11.20 6.60 5.00

S.No SamplelD Time Result Scale OR°Arc WLG.nm Lg.mm Conc.a/100ml Temp.

1 WSHY-3 07:52:25 PM 500 SR 0.0075 589 10000 0.150 196

2 WSHY-3 07:52:33 PM 533 SR 0.0080 589 100.00 0.150 19.6

3 WSHY-3 07:52:41 PM 5.87 SR 0.0088 589 100.00  0.150 19.6

4 WSHY-3 07:52:49 PM 6.20 SR 0.0093 589 100.00 0.150 19.6

5 WSHY-3 07:52:58 PM 660 SR 0.0099 589 10000  0.150 196
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