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Formula Predictor Report - S1.lcd Page 1 of 1
Data File: F:\ 43 ## 445 \Zouyong\sjf\S1.lcd
Eimt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 0 80 ) 2 0 20 P 3 0 0 Zn 2 0 0 H
2H 1 0 0 180 2 0 0 S 2 0 0 Se 2 0 0
B 3 0 0 F 1 0 0 Cl 1 0 0 Br 1 0 0
C 4 0 60 Na 1 0 0 K 1 0 0
N 3 0 0 Si 4 0 0 Mn 3 0 0
Error Margin (ppm): 100 DBE Range: -2.0 - 1000.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: no
Max Isotopes: all Isotope Rl (%): 1.00 Isotope Res: 10000 a
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 500
Event#: 1 MS(E+) Ret. Time : 1.240 Scan# : 187
337.0491
6.000e5] 353.0336
5.000e5
4.000e5, 253.0494
1 369.0195
3.000e5
2.000e5
1.000e5 463.3082
1 ‘ 507.3318
0"_““”‘\“‘\“\\\‘\\LH‘MWL"l"\_‘\H_H‘_‘H_‘H‘HH"H“HH_H“HH
100.0  200.0 00.0 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0

Measured region for 253.0494 m/z

253.0494
100.0

50.01

2526 252.8 253.0 253.2

2548 2550 2552 2554

| 2534 2536 2538 2540 2542 2544 2546
C15 H8 O4 [M+H]+ : Predicted region for 253.0495 m/z
253.0495
100.0 ‘
|
50.0-
I
254.0529
I \
i I
M il
R Ik
0"v““\"“\“““\““\““\“"\‘“‘\““‘v‘“‘v‘“‘\““\““\‘/R“‘\““\““
252.6 2528 253.0 2532 2534 253.6 253.8 254.0 2542 2544 254.6 254.8 255.0 255.2 2554
Rank Score Formula (M) lon Meas. m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 35.19 C15H8 O4 [M+H]+ 253.0494 253.0495 -0.1 -0.40 35.19 12.0
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图章


Formula Predictor Report - SJF-1B.lcd Page 1 of 1
Data File: \\Deep-20160624Id\data1\45 7K \SXH\SJF-1B.Icd
Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 6 8 ) 2 2 3 K 1 0 0 Pd 2 0 0 H
2H 1 0 0 F 1 0 0 Mn 3 0 0 | 3 0 0 Na
3H 1 0 0 Si 4 0 0 Fe 2 0 0 Pt 2 0 0
B 3 0 0 P 3 0 0 Cu 2 0 0 Au 1 0 0
C 4 14 15 S 2 0 0 Se 2 0 0
N 3 0 0 Cl 1 0 0 Br 1 0 0
Error Margin (ppm): 100 DBE Range: -100.0 - 200.0 Electron lons: both
HC Ratio: 0.0 - 100.0 Apply N Rule: yes Use MSn Info: no 1 b
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 100
Event#: 1 MS(E+) Ret. Time : 1.120 -> 1.120 Scan# : 169 -> 169
237.0539
1.600e6
1.400e6
1.200e6
1.000e6
1 492.0742
8.000e5
1 492.5738
6.000e5
4 000es| 2380549 610.1019
.000e5
] 394.5663 610.6004
2.000e5 392.3129 ' l 611.1004
07‘\““‘\“““\“‘!H‘l\““"}‘}“‘\‘“‘\‘“‘\““‘\““\‘“‘v““v““\““\““
100.0 200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0
Measured region for 237.0539 m/z
237.0539
100.0
50.0-
238.0549
O A L e o L e L A A
236.6 236.8 237.0 2372 2374 2376 2378 238.0 2382 2384 2386 2388 239.0 239.2 2394
C15 H8 O3 [M+H]+ : Predicted region for 237.0546 m/z
237.0546
100.0
U
50.01
“ \ 238.0580
| \ I
| I
o H I =,
236.6 2368 237.0 2372 2374 2376 2378 2380 2382 2384 2386 238.8 2390 2392 239.4
Rank Score Formula (M) lon Meas. m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 79.22 C15H8 03 [M+H]+ 237.0539 237.0546 -0.7 -2.95 83.28 12.0
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Formula Predictor Report - S2.lcd Page 1 of 1

Data File: F:\i 43 ## 445 \Zouyong\sjf\S2.lcd

Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 0 80 ) 2 0 20 P 3 0 0 Zn 2 0 0 H
2H 1 0 0 180 2 0 0 S 2 0 0 Se 2 0 0
B 3 0 0 F 1 0 0 Cl 1 0 0 Br 1 0 0
C 4 0 60 Na 1 0 0 K 1 0 0
N 3 0 0 Si 4 0 0 Mn 3 0 0
Error Margin (ppm): 100 DBE Range: -2.0 - 1000.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: no 1 c
Max Isotopes: all Isotope Rl (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 500
Event#: 1 MS(E+) Ret. Time : 1.507 Scan# : 227
338.3402
3.500e6
3.000e6
2.500e6
2.000e6 267.0652
1.500e67 339.3437
1.000e6
] 268.0677
500085, 675.6729
] Ly | | \

100.0 2000 300.0 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0

Measured region for 267.0652 m/z
267.0652

100.0

50.01

268.0677

0 e e S B B e L S A e e A S B B
266.6 266.8 267.0 267.2 2674 267.6 267.8 268.0 2682 2684 268.6 268.8 269.0 269.2 269.4

C16 H10 O4 [M+H]+ : Predicted region for 267.0652 m/z
267.0652

100.0

50.01

‘ \ 268.0686

Il I

266.6 266.8 267.0 2672 2674 267.6 267.8 268.0 2682 2684 2686 268.8 269.0 2692 269.4

Rank Score Formula (M) lon Meas. m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 75.33 C16 H10 O4 [M+H]+ 267.0652 267.0652 0.0 0.00 75.33 12.0
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Formula Predictor Report - S3.lcd

Data File: F:\m 43 ## 445 \Zouyong\sjf\S3.lcd

Page 1 of 1

Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 0 80 ) 2 0 20 P 3 0 0 Zn 2 0 0 H
2H 1 0 0 180 2 0 0 S 2 0 0 Se 2 0 0
B 3 0 0 F 1 0 0 Cl 1 0 0 Br 1 0 0
C 4 0 60 Na 1 0 0 K 1 0 0
N 3 0 0 Si 4 0 0 Mn 3 0 0
Error Margin (ppm): 100 DBE Range: -2.0 - 1000.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: no 1 d
Max Isotopes: all Isotope Rl (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 500

Event#: 1 MS(E+) Ret. Time : 1.480 Scan# : 223

297.0756
5.00067

4.500e6
4.000e6+
3.500e6
3.000e6
2.500e6
2.000e6
1.500e61
1.000e6
5.000e5-

338.3406

298.0781
339.3441

Ly

100.0 2000 300.0 400.0  500.0

600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 14000

Measured region for 297.0756 m/z

297.0756
100.0

50.01

298.0781

296.6 296.8 297.0 297.2 2974 2976

2994

297.8 2980 2982 2984 298.6 2988 299.0 299.2
C17 H12 O5 [M+H]+ : Predicted region for 297.0758 m/z
297.0758
100.0 \‘
I
|
50.0- ‘
|
“ |
I 298.0791
I \
\ i
0 I /1L PN
1 T " " [ ' T T ' [ ‘T T [ T T T T [ T T T [ T T T T [ T T T T [ T T T [ T T T T [ T T T T T T T T [ T T T T Tt T [ T T T T T T T 1
296.6 296.8 297.0 297.2 2974 2976 297.8 298.0 2982 2984 2986 298.8 299.0 299.2 299.4
Rank Score Formula (M) lon Meas. m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 7299 C17H1205 [M+H]+ 297.0756 297.0758 -0.2 -0.67 72.99 12.0
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Formula Predictor Report - S4.lcd

Data File: F:\i 43 ## 445 \Zouyong\sjf\S4.lcd

Page 1 of 1

Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 0 80 ) 2 0 20 P 3 0 0 Zn 2 0 0 H
2H 1 0 0 180 2 0 0 S 2 0 0 Se 2 0 0
B 3 0 0 F 1 0 0 Cl 1 0 0 Br 1 0 0
C 4 0 60 Na 1 0 0 K 1 0 0
N 3 0 0 Si 4 0 0 Mn 3 0 0
Error Margin (ppm): 100 DBE Range: -2.0 - 1000.0 Electron lons: both 1 e
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: no
Max Isotopes: all Isotope Rl (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 500
Event#: 1 MS(E+) Ret. Time : 1.227 Scan#: 185
327.0854
9.000e6
8.000e6
7.000e6
6.000e6-
5.000e6-
4.000€6
1 328.0893
3.000e6
i 338.3395
2.000e6 296.0684
1.000e6- | ‘
i |

100.0 2000 300.0  400.0

 500.0  600.0 700.0 800.0 900.0 10000 1

100.0 1200.0 13000 1400.0

Measured region for 327.0854 m/z

327.0854
100.0

50.01

328.0893

326.6 3268 327.0 327.2

3274 3276 3278 3280 3282 3284 3286

3288 3200 3292 3204

C18 H14 O6 [M+H]+ : Predicted region for 327.0863 m/z

327.0863
100.0

50.0- I

328.0897

326.6 3268 327.0 327.2

3274 3276 3278 3280 3282 3284 3286

\\/’\\\
3288 329.0 329.2 3294

Rank Score Formula (M)

lon Meas. m/z Pred. m/z

Df. (mDa) Df. (ppm) Iso DBE

1 75.67 C18 H14 06

[M+H]+ 327.0854  327.0863

-0.9 -2.75 79.13 12.0
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Formula Predictor Report - S5.lcd

Data File: F:\i 43 ## 445 \Zouyong\sjf\S5.lcd

Page 1 of 1

Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 0 80 ) 2 0 20 P 3 0 0 Zn 2 0 0 H
2H 1 0 0 180 2 0 0 S 2 0 0 Se 2 0 0
B 3 0 0 F 1 0 0 Cl 1 0 0 Br 1 0 0
C 4 0 60 Na 1 0 0 K 1 0 0
N 3 0 0 Si 4 0 0 Mn 3 0 0
Error Margin (ppm): 100 DBE Range: -2.0 - 1000.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: no
Max Isotopes: all Isotope Rl (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 500
Event#: 1 MS(E+) Ret. Time: 1.320 Scan#: 199
281.0444
3.500e6
3.000e6 338.3416
2.500e6
2.000e6
1.500e6
] 282.0470 339.3457
1.000e6-
1 251.0329
5.000e57 618.3788
07‘\““\“&‘ \\"“‘M‘\““"\‘“"\‘“\‘\‘“‘\““\““\““v““v““\““\““
100.0 200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0

Measured region for 281.0444 m/z

281.0444
100.0

50.01

—

282.0470

2806 280.8 281.0 281.2 2814 281

6 2818 2820 2822 2824

2826

2828 2830 2832 2834

C16 H8 O5 [M+H]+ : Predicted region for 281.0444 m/z

281.0444
100.0

50.01 ‘

|

282.0478

2806 280.8 281.0 2812 2814 281

6 2818 2820 2822 2824

2826

2828 2830 2832 2834

Rank Score Formula (M) lon

Meas. m/z

Pred. m/z Df. (mDa)

Iso DBE

Df. (ppm)

1 7327 C16 H8 05 [M+H]+

281.0444

281.0444

-0.0 0.00 73.27 13.0


Lenovo
图章


Formula Predictor Report - S6.lcd Page 1 of 1

Data File: F:\m 43 ## 445 \Zouyong\sjf\S6.lcd

Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 0 80 ) 2 0 20 P 3 0 0 Zn 2 0 0 H
2H 1 0 0 180 2 0 0 S 2 0 0 Se 2 0 0
B 3 0 0 F 1 0 0 Cl 1 0 0 Br 1 0 0
C 4 0 60 Na 1 0 0 K 1 0 0
N 3 0 0 Si 4 0 0 Mn 3 0 0
Error Margin (ppm): 100 DBE Range: -2.0 - 1000.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: no 1
Max Isotopes: all Isotope Rl (%): 1.00 Isotope Res: 10000 g
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 500

Event#: 1 MS(E+) Ret. Time: 1.120 Scan# : 169
303.0645

7.000e6
6.000e6§
5.000e6§
4.000e6§
3.000e6§

304.0679

2.000e6
] 338.3418

1.000e6

I R | L}

100.0 2000 3000 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0

Measured region for 303.0645 m/z
303.0645

100.0

50.01

304.0679

302.6  302.8 3030 3032 3034 303.6 3038 3040 3042 3044 3046 3048 3050 3052 305.4

C19 H10 O4 [M+H]+ : Predicted region for 303.0652 m/z
303.0652

100.0

50.0- \ ‘

304.0686

I I
302.6  302.8 3030 3032 3034 303.6 3038 3040 3042 3044 3046 3048 3050 3052 305.4

Rank Score Formula (M) lon Meas. m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 79.30 C19H10 O4 [M+H]+ 303.0645 303.0652 -0.7 -2.31  81.98 15.0
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Formula Predictor Report - S7.lcd

Data File: F:\i 43 ## 445 \Zouyong\sjf\S7.Icd

Page 1 of 1

Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 0 80 ) 2 0 20 P 3 0 0 Zn 2 0 0 H
2H 1 0 0 180 2 0 0 S 2 0 0 Se 2 0 0
B 3 0 0 F 1 0 0 Cl 1 0 0 Br 1 0 0
C 4 0 60 Na 1 0 0 K 1 0 0
N 3 0 0 Si 4 0 0 Mn 3 0 0
Error Margin (ppm): 100 DBE Range: -2.0 - 1000.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: no 1 h
Max Isotopes: all Isotope Rl (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 500

Event#: 1 MS(E+) Ret. Time: 1.213 Scan#: 183

253.0493
1.600e6

1.400e6
1.200e6

1.000e6
] 275.0316

8.000e5 437.2069

6.000e5

4.000e5] 2540527 451.1155

2.000e5

481.2615
11 Lo

‘ M‘H.\Hl‘ ‘L\‘ 1

07‘ I | . .
100.0 2000 300.0 400.0 500.0 600.0 700.0

1800.0  900.0

10000 1100.0 1200.0 13000 1400.0

Measured region for 253.0493 m/z

253.0493
100.0

50.01

254.0527

2526 2528 2530 2532 2534 2536 253.8 2540 254.2

2550 2552 2554

2544 2546 2548
C15 H8 O4 [M+H]+ : Predicted region for 253.0495 m/z
253.0495

100.0 ‘

|
50.0- ‘ ‘

I

It 254.0529

i 0

i |

R I

0"v““\"“\“““\““\““\“"\‘“‘\““‘v‘“‘v‘“‘\““\““\‘/R“‘\““\““
252.6 2528 253.0 2532 2534 253.6 253.8 254.0 2542 2544 254.6 254.8 255.0 255.2 2554
Rank Score Formula (M) lon Meas. m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE

1 77.50 C15H8 O4 [M+H]+ 253.0493 253.0495 -0.2 -0.79 77.50 12.0
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Formula Predictor Report - S8.lcd Page 1 of 1

Data File: F:\i 43 ## 445 \Zouyong\sjf\S8.lcd

Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 0 80 ) 2 0 20 P 3 0 0 Zn 2 0 0 H
2H 1 0 0 180 2 0 0 S 2 0 0 Se 2 0 0
B 3 0 0 F 1 0 0 Cl 1 0 0 Br 1 0 0
C 4 0 60 Na 1 0 0 K 1 0 0
N 3 0 0 Si 4 0 0 Mn 3 0 0
Error Margin (ppm): 100 DBE Range: -2.0 - 1000.0 Electron lons: both =
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: no 1 I
Max Isotopes: all Isotope Rl (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 500
Event#: 1 MS(E+) Ret. Time : 1.227 Scan#: 185
305.0417
3.500e6
3.000e6
] 283.0595
2.500e6
2.000e6- 587.0957
1.500e6
] 306.0442 588.1004
1.000e67 284.0628
5.000e51 437.1983
] \l‘ ‘ Ll L‘

100.0 2000 300.0 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0

Measured region for 283.0595 m/z
283.0595

100.0

50.01

284.0628

2826 2828 2830 2832 2834 2836 2838 2840 2842 2844 2846 2848 2850 2852 285.4

C16 H10 O5 [M+H]+ : Predicted region for 283.0601 m/z
283.0601

100.0

50.01 ‘ ‘

I 284.0635

1) I
2826 2828 2830 2832 2834 2836 2838 2840 2842 2844 2846 2848 2850 2852 285.4

Rank Score Formula (M) lon Meas. m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 78.97 C16 H10 O5 [M+H]+ 283.0595 283.0601 -0.6 212 81.24 12.0
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Formula Predictor Report - S9.lcd

Data File: F:\i 43 ## 445 \Zouyong\sjf\S9.lcd

Page 1 of 1

Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 0 80 ) 2 0 20 P 3 0 0 Zn 2 0 0 H
2H 1 0 0 180 2 0 0 S 2 0 0 Se 2 0 0
B 3 0 0 F 1 0 0 Cl 1 0 0 Br 1 0 0
C 4 0 60 Na 1 0 0 K 1 0 0
N 3 0 0 Si 4 0 0 Mn 3 0 0
Error Margin (ppm): 100 DBE Range: -2.0 - 1000.0 Electron lons: both =
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: no j
Max Isotopes: all Isotope Rl (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 500
Event#: 1 MS(E+) Ret. Time: 1.133 Scan# : 171
343.0803
1.200e6
1.100e6
1.000e6
9.000e5- 381.0920
8.000e5
7.000e5+
6.000e5 427.0845
5.000e5+
- 344.0855
ggggeg 437.1979 707.1347
H0Nes] 317.0998 439.1078  579.1617
2.000e5+ 326.2015 708.1284
] 443.0887
1000251 i J.\ b | 7811760

o
100.0 2000 300.0 400.0

500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0

Measured region for 343.0803 m/z

343.0803
100.0

50.01

344.0855

345.0889

3426 3428 3430 343.2

3434 3436

3438 3440 3442 3444 3446 3448 3450 3452 3454

C18 H14 O7 [M+H]+ : Predicted region for 343.0812 m/z

343.0812
100.0

50.0- ‘

344.0846

Y A B S
3426 3428 3430 343.2

3434 3436

3438 3440 3442 3444 3446 3448 3450 3452 3454

Rank Score Formula (M) lon Meas. m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 71.06 C18 H14 O7 [M+H]+ 343.0803 343.0812 -0.9 -2.62  74.06 12.0
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Formula Predictor Report - SJIF-1K.lcd

Data File: \\Deep-20160624Id\data1\45 kK \SXH\SJF-1K.Icd

Page 1 of 1

Eimt Val. Min Max Eimt Val. Min Max Eimt Val. Min Max Eimt Val. Min Max Use Adduct
H 1 6 10 (0] 2 2 3 K 1 0 0 Pd 2 0 0 H
2H 1 0 0 F 1 0 0 Mn 3 0 0 | 3 0 0 Na
3H 1 0 0 Si 4 0 0 Fe 2 0 0 Pt 2 0 0
B 3 0 0 P 3 0 0 Cu 2 0 0 Au 1 0 0
C 4 14 16 S 2 0 0 Se 2 0 0
N 3 0 0 Cl 1 0 0 Br 1 0 0
Error Margin (ppm): 100 DBE Range: -100.0 - 200.0 Electron lons: both
HC Ratio: 0.0 - 100.0 Apply N Rule: yes Use MSn Info: no 1 k
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 100
Event#: 1 MS(E+) Ret. Time:1.320 -> 1.320 Scan#: 199 -> 199
2.000e6 251.0701
1.800e6
1.600e6-
1.400e6
1.200e6+
1.000e6
8.000e5
6.00065{ 252.0699 520 063 645.1306
4.000e5/ 520.6046 \6461379 645.6347
2.000e5] 512 6216‘ M \
100.0 2000 3000 4000 5000 6000 7000 8000 9000 10000 11000 12000 13000 14000
Measured region for 251.0701 m/z
251.0701
100.0+
50.01
252.0699
OVV/‘VV “““
250.6 250.8 251.0 2512 2514 2516 251.8 252.0 2522 2524 2526 252.8 253.0 253.2 2534
C16 H10 O3 [M+H]+ : Predicted region for 251.0703 m/z
251.0703
100.0+ |
h
|
50.01
I
fl
| 252.0737
“ “ ““!\“
o i I N
2506 250.8 251.0 2512 2514 2516 251.8 2520 2522 2524 2526 2528 253.0 2532 2534
Rank Score Formula (M) lon Meas. m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 69.28 C16 H10 O3 [M+H]+ 251.0701 251.0703 -0.2 -0.80 69.28 12.0
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Formula Predictor Report - S10.lcd

Data File: F:\ 43 ## 445 \Zouyong\sjf\S10.Icd

Page 1 of 1

Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 0 80 ) 2 0 20 P 3 0 0 Zn 2 0 0 H
2H 1 0 0 180 2 0 0 S 2 0 0 Se 2 0 0
B 3 0 0 F 1 0 0 Cl 1 0 0 Br 1 0 0
C 4 0 60 Na 1 0 0 K 1 0 0
N 3 0 0 Si 4 0 0 Mn 3 0 0
Error Margin (ppm): 100 DBE Range: -2.0 - 1000.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: no 1 I
Max Isotopes: all Isotope Rl (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 500
Event#: 1 MS(E+) Ret. Time : 1.560 Scan# : 235
267.0650
6.000e6
550066 289.0469
5.000e6-
4.500e6
4.000e6
3.500e6
3.000e6- 555.1042
2.500e6
2.000e67 268.0684 556.1095
1.500e6+ 290.0477
1.000e6
5.000e5

100.0 2000 300.0 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0

Measured region for 267.0650 m/z
267.0650

100.0

50.01

268.0684

266.6 266.8 267.0 2672 2674 267.6

267.8 268.0 2682 2684 2686 2688 269.0 2692 2694

C16 H10 O4 [M+H]+ : Predicted region for 267.0652 m/z
267.0652

100.0

50.01

‘ \ 268.0686

Il I

266.6 266.8 267.0 267.2 267.8 268.0 2682 2684 268.6

——se—
268.8 269.0 269.2 269.4

2674 267.6
Rank Score Formula (M) lon Meas. m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 7311 C16H1004 [M+H]+ 267.0650  267.0652 -0.2 -0.75 7311 120


Lenovo
图章


Formula Predictor Report - S15.lcd

Data File: F:\ 43 #4415 \Zouyong\sjf\S 15.Icd

Page 1 of 1

Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 0 80 ) 2 0 20 P 3 0 0 Zn 2 0 0 H
2H 1 0 0 180 2 0 0 S 2 0 0 Se 2 0 0
B 3 0 0 F 1 0 0 Cl 1 1 1 Br 1 0 0
C 4 0 60 Na 1 0 0 K 1 0 0
N 3 0 0 Si 4 0 0 Mn 3 0 0
Error Margin (ppm): 100 DBE Range: -2.0 - 1000.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: no 1 m
Max Isotopes: all Isotope Rl (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 500

Event#: 1 MS(E+) Ret. Time : 1.680 Scan# : 253

271.0156
1.800e6
1.600e6- 292.9952
1.400e6
1.200e6-
1.000e6 273.0120
8.000e5 294.9956
1 236.0698
6.000e5
4.000e5]| 214.0888 294.0032
2.000e5- n 338.9839 619'f242
07‘\““\““lw“l‘““‘\“"\‘“N“\‘““\‘“‘\““\““\““v““v““\““\““
100.0 200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0
Measured region for 271.0156 m/z
271.0156
100.0
50.0
273.0120
272.0171
274.0163
0 T T T T T T T T T T T T T T T T T T T T /J\‘
270.5 271.0 271.5 272.0 272.5 273.0 273.5 274.0
C15 H7 O3 CI [M+H]+ : Predicted region for 271.0156 m/z
271.0156
100.0
\
50.0- “
273.0132
I H
| ‘ 272.0190 H
It I I 274.0163
I /
0 T T }\\ T T T T T ; T T T T T }\~ T T T T T T T T T \/’\ T
270.5 271.0 271.5 272.0 272.5 273.0 273.5 274.0
Rank Score Formula (M) lon Meas. m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 78.35 C15H7 03 Cl [M+H]+ 271.0156 271.0156 -0.0 0.00 78.35 12.0


Lenovo
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Formula Predictor Report - S11.lcd

Data File: F:\i 43 ##43E\Zouyong\sjf\S11.lcd

Page 1 of 1

Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 0 80 ) 2 0 20 P 3 0 0 Zn 2 0 0 H
2H 1 0 0 180 2 0 0 S 2 0 0 Se 2 0 0
B 3 0 0 F 1 0 0 Cl 1 0 0 Br 1 0 0
C 4 0 60 Na 1 0 0 K 1 0 0
N 3 0 0 Si 4 0 0 Mn 3 0 0
Error Margin (ppm): 100 DBE Range: -2.0 - 1000.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: no 1 n
Max Isotopes: all Isotope Rl (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 500

Event#: 1 MS(E+) Ret. Time : 1.360 Scan# : 205

587.0962

2.200e6. 283.0598

2.000e6
1.800e6-
1.600e6-
1.400e6-
1.200e6-
1.000e6
8.000e5/
6.000e51
4.000e5-
2.000e5-

305.0417

301.1429
306.0452

284.0624
236.0698
437.1941
L, ‘ |

588.0996

589.1028

| |

100.0 2000 300.0 400.0  500.0

1600.0  700.0

'800.0  900.0 1000.0 11000 1200.0 1300.0 1400.0

Measured region for 283.0598 m/z

283.0598
100.0

50.01

284.0624

2826 2828 2830 2832 2834

2836

2838 2840 284.2 2844 2846 2848 2850 2852 2854

C16 H10 O5 [M+H]+ : Predicted region for 283.0601 m/z

283.0601
100.0

50.01 ‘ ‘

284.0635

/N

A

2826 2828 2830 2832 2834 2836

2838 2840 2842 2844 2846 2848 2850 2852 2854

Rank Score Formula (M) lon

Meas. m/z

Iso DBE

Pred. m/z Df. (mDa) Df. (ppm)

1 76.34 C16 H10 O5

[M+H]+

283.0598

283.0601 -0.3 -1.06 76.45 12.0


Lenovo
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Formula Predictor Report - S12.lcd

Data File: F:\m 43 ## 445 \Zouyong\sjf\S12.Icd

Page 1 of 1

Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 0 80 ) 2 0 20 P 3 0 0 Zn 2 0 0 H
2H 1 0 0 180 2 0 0 S 2 0 0 Se 2 0 0
B 3 0 0 F 1 0 0 Cl 1 0 0 Br 1 0 0
C 4 0 60 Na 1 0 0 K 1 0 0
N 3 0 0 Si 4 0 0 Mn 3 0 0
Error Margin (ppm): 100 DBE Range: -2.0 - 1000.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: no 1 o
Max Isotopes: all Isotope Rl (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 500
Event#: 1 MS(E+) Ret. Time : 1.280 Scan# : 193
327.0861
3.500e6
3.000e6
2.500e6
] 675.1471
2.000e6-
1.500661 349.0676
] 308.0894 676.1526
1.000e6
] 437.1953 677.1516
5.000e5
] [ e \\

100.0 2000 300.0 400.0  500.0

1600.0

7000 800.0  900.0

10000 1100.0 1200.0 13000 1400.0

Measured region for 327.0861 m/z

327.0861
100.0

50.01

328.0894

326.6 3268 327.0 3272 3274 3276 327.8 3280 3282 3284

3286 3288 3200 3202 3204

C18 H14 O6 [M+H]+ : Predicted region for 327.0863 m/z

327.0863
100.0

50.0- I

328.0897

326.6 3268 327.0 327.2

3274 3276 3278 3280 3282 3284 3286 3288 329.0 3292 3294

Rank Score Formula (M)

lon

Meas. m/z

Pred. m/z Df. (mDa) Df. (ppm) Iso DBE

1 80.48 C18H14 06

[M+H]+

327.0861

327.0863 -0.2 -0.61  80.48 12.0
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Formula Predictor Report - S13.Icd Page 1 of 1

Data File: F:\ 43 ##43E\Zouyong\sjf\S13.lcd

Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 0 80 ) 2 0 20 P 3 0 0 Zn 2 0 0 H
2H 1 0 0 180 2 0 0 S 2 0 0 Se 2 0 0
B 3 0 0 F 1 0 0 Cl 1 0 0 Br 1 0 0
C 4 0 60 Na 1 0 0 K 1 0 0
N 3 0 0 Si 4 0 0 Mn 3 0 0
Error Margin (ppm): 100 DBE Range: -2.0 - 1000.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: no 1
Max Isotopes: all Isotope Rl (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 500
Event#: 1 MS(E+) Ret. Time : 1.307 Scan# : 197
357.0964
5.000e6
4.500e6
4.000e6
3.500e6-
3.000e6+
2.500e6
2.000e6
] 358.1008
1.500e64 735.1717
1 .000e6—§ 326.0803 379.0749 736.1692
5.000e5-
] Il

100.0 2000 300.0 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0

Measured region for 357.0964 m/z
357.0964

100.0

50.01

358.1008

—

356.6 3568 3570 3572 3574 3576 3578 3580 3582 3584 358.6 358.8 359.0 350.2 359.4

C19 H16 O7 [M+H]+ : Predicted region for 357.0969 m/z

357.0969
100.0 |

50.0- ‘ “

n 358.1003
[ it

I i

356.6 3568 3570 3572 3574 3576 3578 3580 3582 3584 3586 358.8 359.0 3502 359.4

Rank Score Formula (M) lon Meas. m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 82.79 C19H16 O7 [M+H]+ 357.0964 357.0969 -0.5 -1.40 83.63 12.0



Lenovo
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Formula Predictor Report - S14.lcd

Data File: F:\ 43 ## 445 \Zouyong\sjf\S 14.Icd

Page 1 of 1

Eimt Val. Min Max Eimt Val. Min Max Eimt Val. Min Max Eimt Val. Min Max Use Adduct

H 1 0 80 ) 2 0 20 P 3 0 0 Zn 2 0 0 H

2H 1 0 0 180 2 0 0 S 2 0 0 Se 2 0 0

B 3 0 0 F 1 0 0 Cl 1 0 0 Br 1 0 0

C 4 0 60 Na 1 0 0 K 1 0 0

N 3 0 0 Si 4 0 0 Mn 3 0 0
Error Margin (ppm): 100 DBE Range: -2.0 - 1000.0 Electron lons: both

HC Ratio: unlimited Apply N Rule: yes Use MSn Info: no 1 q
Max Isotopes: all Isotope Rl (%): 1.00 Isotope Res: 10000

MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 500

Event#: 1 MS(E+) Ret. Time : 1.693 Scan# : 255
297.0756

4.000e6

3.500e6§

3.000e6§

2.50066-

2.000e6, 615.1273

1.500e6- 319.0563

] 298.0774 616.1315
1.000e6+
] 320.0636
5.000e5 214.0889
07‘\““\“““‘““‘“\“"\‘“‘\‘“‘\‘“‘\““\““\““v““v““\““\““
100.0 200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0

Measured region for 297.0756 m/z

297.0756
100.0

50.01

_—

298.0774

0 e I S B S B B A B e
296.6 296.8 297.0 297.2 2974 2976

2986 2088 299.0 299.2

2994

297.8 2980 2982 2984
C17 H12 O5 [M+H]+ : Predicted region for 297.0758 m/z
297.0758
100.0 \‘
|
I
|
50.0- \‘
|
“ |
I 298.0791
n 0
I
i il
0 ‘\““v‘“‘\““\"\““\‘“‘\““\‘“‘\"“\\“\‘“‘\““v‘“‘\““v‘/"\“\““\““
296.6 296.8 297.0 297.2 2974 2976 297.8 298.0 2982 2984 2986 298.8 299.0 299.2 299.4
Rank Score Formula (M) lon Meas. m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 7457 C17H1205 [M+H]+ 297.0756  297.0758 -0.2 -0.67 74.57 12.0
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Formula Predictor Report - SJIF-1R.lcd

Data File: \\Deep-20160624Id\data1\4} kK \SXH\SJF-1R.lcd

Page 1 of 1

Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 14 16 ) 2 5 8 K 1 0 0 Pd 2 0 0 H
2H 1 0 0 F 1 0 0 Mn 3 0 0 | 3 0 0 Na
3H 1 0 0 Si 4 0 0 Fe 2 0 0 Pt 2 0 0
B 3 0 0 P 3 0 0 Cu 2 0 0 Au 1 0 0
C 4 18 19 S 2 0 0 Se 2 0 0
N 3 0 0 Cl 1 0 0 Br 1 0 0
Error Margin (ppm): 100 DBE Range: -100.0 - 200.0 Electron lons: both
HC Ratio: 0.0 - 100.0 Apply N Rule: yes Use MSn Info: no r
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 100
Event#: 1 MS(E+) Ret. Time : 1.040 -> 1.040 Scan# : 157 -> 157
5.000e5
4.500e5
4.000e5§ 357.0965
3.500e51
3.000e51
2.500e5+
2.000e51
1.500e5 358.1028
] 437.2020 735.1616
1.000e5 ‘
i 701.4962
5.000e4 ‘ ‘ ‘ ‘
H ——

100.0 2000 300.0 400.0

500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0

Measured region for 357.0965 m/z

357.0965
100.0

50.0-

358.1028

356.6 356.8 357.0 357.2

3574 357.6  357.8

C19 H16 O7 [M+H]+ : Predicted region for 357.0969 m/z

357.0969
100.0

50.01 Il

358.1003
i

356.6 356.8 357.0 357.2

3574 357.6  357.8

Rank Score Formula (M)

lon

Meas. m/z  Pred. m/z Df. (mDa)

Df. (ppm) Iso

DBE

1 7256 C19H16 O7

[M+H[+

357.0965 357.0969

-0.4

-1.12 72,78

12.0


Lenovo
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Formula Predictor Report - SJF-1S.lcd

Data File: \\Deep-20160624Id\data1\45 7K \SXH\SJF-1S.Icd

Page 1 of 1

Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 6 8 ) 2 4 5 K 1 0 0 Pd 2 0 0 H
2H 1 0 0 F 1 0 0 Mn 3 0 0 | 3 0 0 Na
3H 1 0 0 Si 4 0 0 Fe 2 0 0 Pt 2 0 0
B 3 0 0 P 3 0 0 Cu 2 0 0 Au 1 0 0
C 4 14 15 S 2 0 0 Se 2 0 0
N 3 0 0 Cl 1 0 0 Br 1 0 0
Error Margin (ppm): 100 DBE Range: -100.0 - 200.0 Electron lons: both
HC Ratio: 0.0 - 100.0 Apply N Rule: yes Use MSn Info: no 1s
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 100
Event#: 1 MS(E+) Ret. Time : 0.800 -> 0.800 Scan#: 121 -> 121
269.0446
5-500e57 701.4942
5.000e5] 367.0203 ’
4.500e5
4.000e5
3.500e51
3.000e5-
1 702.4987
25005, 475.8221
200065, 711.0622
1.500e5 270.0528
1.000e5/ 476.3273 712.0776
5.00064i ‘ ‘ ‘ ‘ ‘
0¥ k7 7
100.0 200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0

Measured region for 269.0446 m/z

269.0446
100.0

50.0-

2700528

2686 268.8 260.0 2602 2604 2696 269.8 270.0 2702 2704

2706

2708 271.0 2712 2714

C15 H8 O5 [M+H]+ : Predicted region for 269.0444 m/z

269.0444
100.0; ‘

50.0-

) |

270.0478

2686 268.8 260.0 2602 2694 269.6 269.8

e N —
2700 2702 2704 2706 2708 2710 2712 2714

Rank Score Formula (M)

lon

Meas. m/z

Pred. m/z  Df. (mDa)

Df. (ppm)

Iso DBE

1 6211 C15H8 05

[M+H[+

269.0446

269.0444

0.2

0.74 62.11 12.0
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Formula Predictor Report - S16.lcd

Data File: F:\ 43 ## 445 \Zouyong\sjf\S 16.Icd

Page 1 of 1

Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 0 80 ) 2 0 20 P 3 0 0 Zn 2 0 0 H
2H 1 0 0 180 2 0 0 S 2 0 0 Se 2 0 0
B 3 0 0 F 1 0 0 Cl 1 0 0 Br 1 0 0
C 4 0 60 Na 1 0 0 K 1 0 0
N 3 0 0 Si 4 0 0 Mn 3 0 0
Error Margin (ppm): 100 DBE Range: -2.0 - 1000.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: no 1 t
Max Isotopes: all Isotope Rl (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 500
Event#: 1 MS(E+) Ret. Time : 1.333 Scan# : 201
283.0602
9.000e5E 307.0567
8.000e5
7.000e5-
6.000e5-
] 285.0767 305.0400
5.000e5
4.000e5§ 587.0960
] 321.0652 589.1076
3.000e5 284.0604
1 509.1196 | 5881011
2000e5]  257.0794 ‘
1 214.0921 437.1932
1.000e5 J ‘ | 591.1245
S 1 Y T
100.0 200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0
Measured region for 283.0602 m/z
283.0602
100.0
500 285.0767

284.0604

2826 2828 2830 2832 2834 2836 2838 2840 2842 2844 2846 2848 2850 2852 285.4

C16 H10 O5 [M+H]+ : Predicted region for 283.0601 m/z
283.0601

100.0

50.01 ‘ ‘

I 284.0635
I i
I I
IR i
11 /1
0“\““v““\““\““\“"\““v‘“‘\““\‘“‘\‘“‘\““v““\‘/r‘\“\““\““
2826 2828 283.0 2832 2834 2836 2838 284.0 2842 2844 2846 2848 2850 2852 2854
Rank Score Formula (M) lon Meas. m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 29.38 C16 H10 O5 [M+H]+ 283.0602 283.0601 0.1 0.35 29.38 12.0
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Formula Predictor Report - S17.lcd

Data File: F:\ 43 ## 445 \Zouyong\sjf\S17.Icd

Page 1 of 1

Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 0 80 ) 2 0 20 P 3 0 0 Zn 2 0 0 H
2H 1 0 0 180 2 0 0 S 2 0 0 Se 2 0 0
B 3 0 0 F 1 0 0 Cl 1 0 0 Br 1 0 0
C 4 0 60 Na 1 0 0 K 1 0 0
N 3 0 0 Si 4 0 0 Mn 3 0 0
Error Margin (ppm): 100 DBE Range: -2.0 - 1000.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: no 1 u
Max Isotopes: all Isotope Rl (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 500

Event#: 1 MS(E+) Ret. Time : 1.240 Scan# : 187

437.1939

2.500e6
2.000e6
1.500e6] 313.0704

] 438.1960
1.000e6|

1 299.0896 | 314.0745
5.000e5| 453.1634 647 1156

] 301.1407 ‘ |

07‘\““\“‘““u““n“‘”"L"\‘“‘\‘““\‘“‘\““\““\““v““v““\““\““

100.0 200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0

Measured region for 313.0704 m/z

100.0

50.01

313.0704

314.0745

312.6 3128 3130 3132 3134 3136 313.8 3140 3142 314.4

3146 3148 3150 3152 3154

C17 H12 O6 [M+H]+ : Predicted region for 313.0707 m/z

313.0707
100.0 |
‘\
‘\
50.0- “\
l
il
‘ \ 314.0741
i I
i l
o I il N
AL R L A U L L A R U L N
3126 3128 313.0 3132 3134 3136 313.8 3140 3142 3144 3146 3148 3150 3152 3154
Rank Score Formula (M) lon Meas. m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 86.34 C17H1206 [M+H]+ 313.0704 313.0707 -0.3 -0.96 86.34 12.0
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Formula Predictor Report - S18.lcd

Data File: F:\ 43 ## 445 \Zouyong\sjf\S 18.Icd

Page 1 of 1

Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 0 80 ) 2 0 20 P 3 0 0 Zn 2 0 0 H
2H 1 0 0 180 2 0 0 S 2 0 0 Se 2 0 0
B 3 0 0 F 1 0 0 Cl 1 0 0 Br 1 0 0
C 4 0 60 Na 1 0 0 K 1 0 0
N 3 0 0 Si 4 0 0 Mn 3 0 0
Error Margin (ppm): 100 DBE Range: -2.0 - 1000.0 Electron lons: both 1
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: no V
Max Isotopes: all Isotope Rl (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 500
Event#: 1 MS(E+) Ret. Time: 1.200 Scan# : 181
615.0529
1.400e6]
] 297.0391
1.200e6 319.0202
1.000e6]
8.000e5*: 616.0566
6.000e5
1 437.2016
4.000e5 ]
] 214.0893 438.2082 617.0683
2-000e5; 647.5638
] \ l L | 481.2686 '

100.0 2000 300.0 400.0  500.0

600.0 700.0 800.0  900.0

10000 1100.0 1200.0 13000 1400.0

Measured region for 297.0391 m/z

297.0391
100.0

50.01

298.0427

2088 2090 299.2 2994

2966 2968 297.0 297.2 2974 2976 297.8 298.0 2982 2984 2986
C16 H8 O6 [M+H]+ : Predicted region for 297.0394 m/z
297.0394
100.0 \‘
|
I
I
50.0- \“
|
| \
| \ 298.0427
i
I I
: /1 PN
LU L A L L L L A L A L AL A R A A A LR
296.6 296.8 297.0 2972 2974 2976 297.8 298.0 2982 2984 2986 298.8 299.0 299.2 299.4
Rank Score Formula (M) lon Meas. m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 71.95 C16 H8 O6 [M+H]+ 297.0391 297.039%4 -0.3 -1.01  71.96 13.0
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Formula Predictor Report - S19.lcd

Data File: F:\ 43 ## 445 \Zouyong\sjf\S19.Icd

Page 1 of 1

Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 0 80 ) 2 0 20 P 3 0 0 Zn 2 0 0 H
2H 1 0 0 180 2 0 0 S 2 0 0 Se 2 0 0
B 3 0 0 F 1 0 0 Cl 1 0 0 Br 1 0 0
C 4 0 60 Na 1 0 0 K 1 0 0
N 3 0 0 Si 4 0 0 Mn 3 0 0
Error Margin (ppm): 100 DBE Range: -2.0 - 1000.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: no 1w
Max Isotopes: all Isotope Rl (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 500
Event#: 1 MS(E+) Ret. Time: 1.413 Scan#:213
311.0550
4.500e6
4.000e6-
3.500e6-
3.000e6-
2.500e6-
200066 643.0846
£ 312.0581 | 333.0359
1.500e61 644.0876
1.000e6 301.1424
5.000e5-
0:‘\““\““““l\““‘\‘I“‘\‘“‘\‘“‘\‘“‘\““\““\““v““v““\““\““
100.0 200.0 300.0 400.0 500.0 600.0 700.0 800.0 900.0 1000.0 1100.0 1200.0 1300.0 1400.0

Measured region for 311.0550 m/z

311.0550
100.0

50.01

312.0581

3106 3108 3110 3112 3114 3116 311.8 3120 3122 3124 3126

3128 3130 3132 3134

C17 H10 O6 [M+H]+ : Predicted region for 311.0550 m/z

311.0550
100.0

50.01 ‘ ‘

312.0584

1\

3106 3108 3110 3112 3114 3116 311.8 3120 3122 3124 3126

—_——
312.8 313.0 313.2 3134

Rank Score Formula (M) lon

Meas. m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE

1 74.93 C17H10 06 [M+H]+

311.0550 311.0550 -0.0 0.00 74.93 13.0
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Formula Predictor Report - S20.lcd

Data File: F:\ 43 #4415 \Zouyong\sjf\S20.Icd

Page 1 of 1

Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct
H 1 0 80 ) 2 0 20 P 3 0 0 Zn 2 0 0 H
2H 1 0 0 180 2 0 0 S 2 1 1 Se 2 0 0
B 3 0 0 F 1 0 0 Cl 1 0 0 Br 1 0 0
C 4 0 60 Na 1 0 0 K 1 0 0
N 3 0 0 Si 4 0 0 Mn 3 0 0
Error Margin (ppm): 100 DBE Range: -2.0 - 1000.0 Electron lons: both -m
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: no 1 JJ
Max Isotopes: all Isotope Rl (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 500
Event#: 1 MS(E+) Ret. Time : 1.240 Scan# : 187
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Rank Score Formula (M) lon Meas. m/z  Pred. m/z Df. (mDa) Df. (ppm) Iso DBE
1 85.83 C20H1807S [M+H]+ 403.0853  403.0846 0.7 1.74 87.45 12.0
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