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Tandem Mass Spectrum Database

A library of the MS/MS spectrum of naturally occurring compounds (Natural
products). This is Designed and Developed by CSIR - Central Drug Research
Institute, U.P., India. The analytical data/spectra /information is provided only for
Research & Development activity. These can't be used as certificates in legal
disputes.
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How to convert MS/MS spectrum to
tms data format

1. By the Waters MassLynx software

Open the MS/MS spectrum using MassLynx software
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RUTIN RUTIN 23-May-2012 13:55:07

12MAY230LP0S 31 (0.358) Cn (Cend, 80.00, HE), Sm (Mn, 1x0.75), Sh (240,00 Cm (23:45) 1: Daughters of 611E5+
Mo Mass  Inten %BFI S%TIC Mo Mass  Inten %BPI STIC Mo Mass  Inten %BPI %TIC Mo Mass  Inten %BPI %TIC Mo Mass  Inten  SBPI %TIC
1: 41 684e1 000 000 39 92 310e1 0.00 0.00 77, 160 6.88e1  0.00 0.00 114 240 4100 0.00 0.00 193 301 8.72e4  1.64 0.7
2: 99 60021 0.00 000 40: 94 1.80e1 0.00 0.00 78: 162 484e3 0.09 004 116: 241 1691 0.00 0.00 194 302 2.41ed 4453 27
3 55 3.42e1 000 000 41: 95 g0%e1  0.00 0.00 79: 163 522e3 010 005 117 241 2.29e1  0.00 0.00 155 303 5.31e6100.00 46.4)
4: 56 263e1  0.00 000 4295 1.28e1  0.00 0.00 80: 163 B.1%ed 116 054 118: 242 6151 0.00 0.00 156 304 8.11e5 1526 7.0
5 56 54283 010 005 43 96 2.Z0e1 0.00 0.00 81: 164 1.03ed4 019 009 119 243 272e3 005 002 157 306 1.03e3 002 0.0
[ 88 322e1 000 000 44 47 4089e3 008 0.04 82. 165 1.48ed4 028 013 120 244 803ed 0.00 0.00 168 306 1.34e? 000 0.0
7 A3 1.f4et 000 000 45 47 673e3 011 0.05 83 168 384e1 000 000 121: 244 288e1 000 000 169 308 1.73e4 033 01
& 83 4F2et 000 000 46 48 337e1 000 0.00 84: 168 BOZel 000 000 1220 246 208e1 000 000 160: 310 1.28e3 002 0.0
9 &8 477e1 000 0.00 47 09 614e0 000 0.00 85 169 1.90e3 004 002 123 247 4631 0.00 0.00 161 310 3.85e3  0.07 0.0
10: 60 1.94e1 000 0.00 48: 101 512e3 010 0.04 86: 170 4.76e1 0.00 0.00 124 252 68911 0.00 0.00 1620 314 227e3 004 0.0
11: 61 1.86e3 0.03 0.02 49: 101 6.3%e3 012 0.06 870 171 4.20e3 0083 0.04 124 252 7.60e1  0.00 0.00 163 320 7.40e1 000 0.0
120 61 452e3 0.09 004 400 103 4154 078 036 g8: 172 490e1  0.00 0.00 126 259 344ed 067 0.3 164: 3247893 0.00 0.0
13 B3 25%e3 005 002 51: 105 9.06e0 0.00 0.00 89: 174 1.80e1 000 0.00 127 256 1.21e2 0.00 0.00 165 324 9.02e1 000 0.0
14: B3 554e3 010 005 52 107 B.68e1  0.00 0.00 90: 178 1.61e2 0.00 0.00 128: 257 214e3 0.04 002 166 327 B.33e1 000 0.0
148 B4 217e3 004 002 53 108 7.32e1 000 000 91: 179 277e3 005 002 129 259 570e1 0.00 000 167 330 3.00e0 000 0.0
16 BE 221et 000 000 54: 1081.81e-2 000 0.00 §92: 181 387el 000 000 1300 262 533e1  0.00 000 168 331 1.79e2 000 0.0
17 67 1.24e2 000 000 5. 110 7.58e3 014 007 §93: 186 446e1 000 000 131 264 746el 000 0.00 169 332 1.00e1 000 0.0
18: B9 2.8%3 005 003 g6 111 21%4 041 014 94 189 4.90e3 009 0.04 132 265 4.02e1  0.00 0.00 170 334 5.04e1 0.00 0.0
19: 71 412e4 078 036 57: 112 B8.893=0 0.00 0.00 95: 180 1.55¢2 0.00 0.00 133 266 4511 0.00 0.00 171 340 1.71e3 003 0.0
200 71 1.43ed 270 125 480 112 1.4%e3 003 0. 96: 194 6111 0.00 0.00 134 267 347e3 0.07 003 1720 341 5.02e3  0.09 0.0
21: 72 230e3 0.04 002 89 117 1.73e3  0.03 0.02 97. 199 5.42Ze3 010 005 134 267 387e3 0.07 003 173 342 6.0Ze0 000 0.0
22 72 7.86el 000 000 B0 119 1.00e2 0.00 0.00 98: 205 3.23el 0.00 0.00 136 268 530e1  0.00 0.00 174 343 218e1 000 0.0
23 73 798e3 015 007 B1: 125 461e3 0.09 0.04 99: 206 511e1 0.00 0.00 1370 272 470e3 0.09 0.04 175 345 7.20e3 014 0.0
24: 73 541e3 010 005 B2 126 9.36e3 018 008 1000 211 8.39e1 000 0.00 138 273 2241 0.00 000 178 347 4.24e1 000 0.0
25 74 H8Be3 013 006 B3 127 362ed 06 032 101: 212 483e1 000 0.00 134 273 1.36ed 026 012 177 348 525e1 000 0.0
26 75 1.38e4 026 012 B4 127 141ed 021 010 102 213 505e3 010 0.04 140: 274 9531 0.00 0.00 178 348 3.47e1 000 0.0
27 75 110e4 021 040 BA: 128 323ed 061 028 103 218 423e3 008 0.04 141 279 272el 000 0.00 179 350 1.89e1 000 0.0
28 78 B17e1  0.00 000 BB 129 484e5 912 423 104; 221 3.06e3 006 003 1420 281 1134 021 010 180: 352 1.89e1  0.00 0.0
29: 81 1.67e1  0.00 000 B7: 130 2.8%e4 054 025 108: 221 1.88e4 037 017 143 282 1.24e4 024 011 181 343 284e3 005 0.0
300 81 1.6%e3 003 0.1 B8 131 1.36e2 0.00 0.00 106: 222 113ed4 021 010 144 287 7.06e1 0.00 0.00 1820 354 6.04e3 011 0.0
31 83 1.51e4 028 013 B9 134 42923 008 0.04 107 223 454e3 009 0.04 145 288 6.40e1  0.00 0.00 183 355 4.40ed4 083 0.3
32 83 502e3 0.09 004 70: 137 20%e1  0.00 000 108: 225 2.30e3 004 002 146 290 206e3 0.04 002 184 356 B.62ed 1.25 0.5
33 84 466e3 009 004 71: 143 366e3 007 003 109; 226 2.79e3 005 002 147 291 B.04e3 011 005 185 357 2.06ed4 039 0.1
34 84 312e3 006 003 72144 038%e1 000 000 100 226 421e3 008 0.04 148 242 1.31el 000 0.00 186 357 344ed O0BS 0.3
358 85 302e5 A6 264 73 145 Bifed 116 054 110 231 1.87e3 004 002 144 242 305e1  0.00 000 187 358 1.44e? 000 0.0
36 86 1.44e4 027 013 74 146 1.74ed 033 015 112 234 1.00e2 000 0.00 160: 294 1083e3 004 002 188 363 1.44e1 000 0.0
37 87 424e3 008 004 7ar 147 Ddded 1777 BI5 113 237 1.07e3 002 0 181: 295 3.21e3 0.06 0.03 188 364 1.43e2 0.00 0.0
38 91 1.71e4 032 015 76 148 BAGed 1.6 075 114; 239 113e2 000 0.00 192 300 9.06e3 017 008 190: 366 3.43e1  0.00 0.0
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Select view
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12MAY230L - Bn4, 80.00, HE) Sm (Mn, 1x0.75), Sb (24000 ), Cm (23:45) 1. Daughters of 611ES+
Mo Mass Range Y IMo Mass  Inten %BPI %TIC Mo Mass  Inten %BPI %TIC Mo Mass  Inten %BPI %TIC Mo Mass  Inten %BPI %TIC
T 51 E sk Spectrum 35 82 31081 000 000 77 160 6681 000 0.00 115 240 410e0 000 0.00 153 301 87zed 164 07
255 (| 0 94 1401 000 000 78 162 4643 003 0.04 116 241 1B9el 000 000 154 302 24185 453 21
e 410 95 8051 000 000 79. 163 52223 090 0.05 117 241 2291 000 000 155 303 5.31e6100.00 46,4
4 56 " 42 85 12881 0.00 000 20: 163 G.15e4 196 0.54 118 242 61%el 000 0.00 155 304 Sd41e6 1526 7.0)
5 g ¢ CustomizeToobar..  l43  pg 22081 000 00D 810 164 1.03e4 018 0.08 110 243 272e3 005 002 1570 306 1.03e3 002 00
B 58 roober 44; 97 40983 008 004 82; 185 1.48e4 028 043 120 244 g03e0 000 000 155 306 1.34e2 0.00 0.0
759 450 97 6733 041 005 23 168 394e1 000 0.00 121, 244 28%e1 000 000 15 308 1734 032 01
B gg ¥ Otetusbar 46: 83 33781 000 000 24 168 802e1 000 0.00 1220 246 208el 000 0.00 160 310 12883 0.02 0.0
9 594 oyeTolLast 47: 99 B14e0 0.00 000 85 168 180e3 004 0.02 123 247 4B3el 000 000 181 310 35583 0.07 00
100 B0 e o Firet 48; 101 61203 010 004 26. 170 6781 000 0.00 124 262 691l 000 000 182 314 2.27e3 0.04 00
1 61 , , |48 101 B3%ez 012 006 a7 171 4203 008 0.04 125 262 TeOel 000 000 163 320 7.40e1  0.00 00
12 @1 o4 SraRns 500 103 41584 078 036 88 172 4801 000 0.00 126 255 354e4 0BT 0.3 184 324780e-3 0.00 00
13 63 2553 005 0.02 510 105 9.06e0 0.00 0.00 89: 174 1.80e1 000 0.00 127 296 121e2 000 000 185 324 8.0Zel 000 00
14 63 554e3 040 0.05 52 107 86821 0.00 0.00 90; 178 1.61e2 000 0.00 128 257 214ed 004 002 165 327 6.33e1 000 00
15 B4 217e3 004 002 53 108 7.32e1 000 000 91: 178 2773 005 0.02 123 250 570el 000 000 187 330 30080 0.00 00
16 66 221el 000 0.00 54 1081.81e-2 0.00 000 92: 181 3.87e1 000 0.00 130 262 533e1 000 000 188 331 1792 0.00 0.0
17; 67 1.28¢2 000 0.00 550 110 7.5823 014 007 93 186 4481 000 0.00  131; 264 T4Gel 000 000 163 332 1.00e1  0.00 00
18 69 288e3 005 003 560 111 218924 041 018 94 188 4803 008 0.04 137 265 402el 000 000 1700 334 S04e1 000 00
190 71 41284 078 038 57: 112 88880 0.00 000 95 190 1552 000 0.00 133 266 451el 000 000 171 340 1.71e3 003 00
200 71 1436 270 1.25 58: 112 1.4%9e3 003 001 96. 194 B.i1el 000 0.00 134 267 357e3 007 003 17 341 502e3 009 00
20 72 230e3 004 002 58 117 17383 003 002 o7: 185 5423 010 0.05 135 267 357ed 007 003 173 342 60Ze0 000 00
22 72 78Eel 000 0.00 §0: 118 1.00e2 0.00 000 98 205 3231 000 0.00 136 268 530el 000 0.00 174 343 218e1 0.00 00
23 73 7.88e3 015 0.07 810 125 461e3 009 004 99: 206 5.11el 000 0.00 137 272 470e3 009 0.04 175 345 7.20e3 014 00
2473 G41e3 040 0.05 B2 126 9.36e3 048 008 100 211 £3%el 000 0.00 133 273 224el 000 000 178 347 42481 000 00
25 74 BBEe3 013 008 53 127 3G2ed 06E 032 1010 212 4831 000 0.00 133 273 136e4 026 012 177 348 528e1  0.00 00
26 75 1.38e4 026 012 84 127 1.41e4 021 010 102 213 50563 090 0.04 140 275 9591 000 000 178 348 3.47e1  0.00 00
27 75 140e4 031 010 85: 128 3.2%4 061 028 103 218 4233 0.08 0.04 141 279 27Zel 000 000 179 350 15021 0.00 00
28 78 617el 000 0.00 B6: 123 48485 812 433 104 331 3083 006 0.03 147 281 113e4 031 010 1800 352 18881 0.00 00
29. 81 187el 000 0.00 §7: 130 28984 054 025 105 221 1.88e4 037 047 143 282 125ed 024 011 181 353 28483 0.05 0.0
300 81 1853 003 0.01 §9: 131 1.36e2 0.00 000 106 222 1.13e4 021 040 144 287 70DGel 000 000 182 354 60423 011 00
30 83 151e4 038 013 B3 134 420983 008 004 107 233 45483 003 0.04 145 288 64081 000 000 183 356 44084 083 03
32 83 5023 009 004 700 137 30881 000 000 108 225 230e3 004 0.02 146 200 206e3 004 002 194 355 BEZed 125 05
33 84 486e3 009 0.04 710143 366e3 007 003 109 226 2793 0.05 0.02 147 291 604e3 041 005 185 357 206e4 039 01
34 84 312Ze3 006 0.03 7144 93521 000 000 100 236 431e3  0.08 0.04 148 292 13el 000 000 185 357 3éded 065 03
35 85 30285 588 254 73145 BABed 146 054 1110 231 18783 004 0.02 143 202 305e1 000 000 187 358 14482 0.00 00
36 86 1.44e4 037 013 T4 146 17484 033 0715 112 234 1.00e2  0.00 0.00 150, 294 193e3 004 002 188 383 1.24e1 000 00
37 87 428e3 008 0.04 T 147 94485 1777 835 113 237 1.07e3 002 0.0 151; 296 321e3 006 003 183 364 14322 000 0.0
38 81 171e4 032 015 76 143 85684 161 075 114 338 11322 000 0.00 157 300 806e3 017 008 180 366 3.43e1  0.00 00

< | >
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ke A ottt o &1 15+
12MAY2I0LP05 31 (e Cm (23.44) 1. Daughters of 611ES+
Mo Mass  Inten % %EPI %TIC Mo Mass  Inten %EPI%TIC Mo Mass  Inten %EPI %TIC

T Bl 6ase] 000 000 115 740 &10e0 000 000 163 301 872e4 164 07
55 60081 () Largest Peak on Display [ Ovetlay Graphs 008 004 116 241 16821 000 0.00 154 302 241e5 453 21

55 3426l ) Graph Headsr 010 005 1170 241 22921 000 000 155 303 531e6100.00 46 4
56 26361 © Base Peak in Spectum 116 054 118 242 G1%e1 000 000 156 204 B.11e 1526 7.0)
Process Description

2

4

4

5 56 54283 O Mass 019 009 119 243 27283 005 002 157 306 1033 002 00
e

T

)

%]

Noimalizs Data To Style

028 013 1200 244 8.03e0 000 0.00 158; 306 1.34e2  0.00 0.0
0 1 6t01 (@ iy l:l Caompanent T able

000 000 121 244 28881 000 000 159 308 173ed 033 01

59 4 A2l []Show Negative Data 000 000 122 246 208e1 000 000 160: 310 128e3 002 00
9 A9 4778l C Baseine at Zem [ ShowZer Lvel 004 002 123 247 463s1 000 000 161 310 355e3 007 00
10 60 1 84ed 000 000 134 252 69781 000 000 162 314 237e3 0.04 00
008 004 125 252 TAOel 000 000 163 320 740el 000 00
000 000 126 255 35ded 0BT 031 164 3247.89e3 000 00

1 61 18683 © Baseine [0 ] [JHide Lock Mass Peaks
17 61 45207

13 63 2553 [ Link Vetioal Aves 000 000 127 256 1.21e2 000 000 165 324 B.0Zel 000 0.0
14 63 65483 Data Thisshold Fil Trace Mo b 000 000 128 287 Z14e3 0.04 0.02 166 327 6331 000 0.0
15 64 21763 005 002 129 258 6701 000 000 167 330 300e0 0.00 00
16 BB 2216l @ % Full Scale Spit Ais 1 000 000 130 262 63381 000 000 168 331 178e3  0.00 00

17, 67 1.2482

18 69 28983 (@ lrzmy O | P, P ]

19 71 412ed

.00 o.oo 131 264 7.46e1  0.00 0.00 1680 332 1.00e1 0.00 0.0
.08 004 1320 265 4.0Zel  0.00 0.00 1700 334 5.04e1 0.00 0.0
.00 o.oo 133 266 4.51el  0.00 0.00 1710 240 1.71e3  0.03 0.0

200 71 1435 4 MAM Mass Option ) 000 000 134 287 267ed 007 003 172 341 50Ze3  0.08 0.0
210 72 230e3 ® MM Parent lons ovey S [ 010 005 135 267 38783 007 003 173 342 60Ze0 000 00
22 72 786el 000 000 136 268 53081 000 000D 174 343 2181 0.00 00|
23 73 7.98e3 O MAM Daughter lons Giid 000 0.00 1370 272 47083 003 0.04 175: 345 7.20e3  0.14 0.0
24 73 5.41e3 000 000 139 273 224el 000 000 176 347 4.24e1  0.00 0.0)
25 74 6.088e3 C ] [ Coreel ] [ Fedn ) 000 000 139 273 1.3Bed 026 042 177 349 5251 0.00 0.0
26: 75 1.30ed Ance sadel 010 004 140 275 9591 000 0.00 178 349 347el  0.00 0.0

[ e e I T o

27 78 1.10e4 0.0g 004 141 279 2.72Ze1 0.00 0.00 179 350 1.5%e1 0.00 0.0

28 78 617e7 006 003 142 281 1.13e4 0.1 040 180: 352 1.89e1  0.00 0.0
29 81 1.67e1 000 000 BT 130 2.88e4 054 0325 108 221 18884 037 017 143 282 1.28584 024 011 181 353 2843 0.05 0.0
30 81 16883 003 0. B8 131 1.36:2 0.00 0.00 106 222 11384 021 010 144: 287 7.06e1 000 0.00 182 3584 6.04e3 011 0.0
3. 83 1.51e4 028 012 B9 134 42923 0.08 0.04 107 223 454e3 0.09 004 145 288 6.40e1 000 0.00 183 355 440e4 083 03
3% 83 502e3 009 004 700137 3.0%e1 000 0.00 108 225 230e3 0.04 002 146. 290 2.08e3 0.04 0.02 184: 356 B.62ed 1.25 0.5
33 84 4663 009 004 71, 143 366e3 007 0.03 109 226 279e3  0.05 002 147 291 G.0de3 041 005 185 357 2.06e4 039 04
3484 312e3 D06 002 T2 144 93521 000 0.00 110; 226 421e3  0.08 0.04 148 292 1.31e1  0.00 0.00 186 357 3.44ed4 065 0.3
34 8BS 302Ze5 56 264 73145 BABed 116 054 111 231 1.87e3 0.04 002 148 292 305e1 000 0.00 187 388 1.44e2  0.00 00
36 BB 14484 037 013 T4 146 17484 033 015 112 234 1.0082 0.00 0.00 160: 284 1.83e3 004 0.02 186 363 1441l 0.00 0.0
370 87 42483 008 004 74 147 9.44ed 1777 8325 113 237 1.07e3 002 0O 191 295 3.21e3 006 0.03 189 364 1.43e2 0.00 00
3 91 1.71ed 032 015 76 148 9.96e4 161 075 114 239 113e2  0.00 000 152 300 9.08e3 017 0.08 190: 366 3.43e1  0.00 00




Press ok (List out the major 25—-30 peaks, if available.)
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12MAYZ30LP05 31 (0.358) Cn (Cen 4, BO.00, HY); S (Mn, 1x0.75); Sb (24000 ), Cm [23:45) 1° Daughters of 611ES+
Mo Mass  Inten %BPI %TIC Mo Mass  Inten %BPI %TIC Mo Mass  Inten %BP| %TIC Mo Mass  Inten %BP| %TIC Mo Mass  Inten %BPI %TIC

1071 1.43es 270 128
2 85 302es 568 264
3129 48485 617 433
4. 145 B16ed 116 054
5. 147 9.44e5 1777 825
B 143 85684 161 075
7. 163 61924 116 044
8. 301 8.72ed 164 076
90 302 241e5 453 210
10: 303 5.31e6100.00 46.43
11; 304 8.11e§ 1526 7.08
12 3596 B.62ed 125 058
13 465 8.96e5 1686 783
14: 466 2175 404 1.90
15 810 1.09e5 206 095
16: B11 3265 f14 285
17 B12 1.27es 234 111
18 B13 7.21ed4 136 063

I Spectrum - [12MAY230LP05]
Bl Fie Edt Display Process Tools Window Help S

Zan aBel.n @A SBR[ s e s n

RUTIN RUTIN 23-May-2012 13:55:07
12MAY2IOLPOS 31 (0.358) Cr (Cend, 80.00, HE: Sm (M, 10.75);, Sh (24000 ) Cm (23:45) 1: Daughters of 6115+
ko Mass _Inten %EPI %TIC Mo Mass Inten %BPI %TIC ko Mass Infen %EPI %TIC No Mass Inten %BPI %TIC Mo Mass  Inten BRI %TIC

10 T1 1.43e5 270 1.8
2 899 3.02e5 668 164
3129 4.84e5 912 423
41 145 6.16e4 116 0.54
a0 147 9.44e8 1777 B2
B 149 9.56e4 161 075
7. 163 6.15e4 116 0.54
g 301 8.72ed 164 076
90 302 241e5 453 210
10: 303 5.31e6100.00 46.43
11; 304 8.11e5 1528 7.08
12: 356 B.B2ed 1325 058
13 465 8.96e5 1686 7.83
14; 466 217e5 409 1.490
15 610 1.08e5 206 066
16 B11 3.26e5 614 2.85
17 B12 1.27e5 239 111
18 B13 7.21e4 136 063

Copy list of points in the spectrum to the cliphoard [ [




Open Notepad

QF\I& Edit Display Process Tools Window Help
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Dacuments
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Search
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Run...

125 Windows Explorer
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Shut Down. ..

RUTIN RUTIN 23-May-2012 13:55:07
120AY230LP0S 31 (0.358) Cn (Cend, 80.00, HE), Sm (Mn, 1:0.73), Sk (24000 ); Cm (23.45) 1: Daughters of 611ES+

Mo Mass  Inten %BPI1 %TIC Mo Mass  Inten %BPI %TIC Mo Mass  Inten %8P S%TIC Mo Mass  Inten %BPI %TIC Mo Mass  Inten %BP1 %TIC

1. 71 1.43es 270 1.28

20 B8O 30Zed 963 264

30129 48d4es 912 423

4: 145 164 116 0564

5 147 944es 1777 825

6. 148 BABed 161 075

70163 B.15e4 116 054 4

8 301 Bi7ed 1H4 076 (@ accessbitty '

9302 241e5 453 210 ) Communications 4

10: 303 5.31e6100.00 46.43 [ Entertainment »

11: 304 811e5 1526 7.08 @ System Tools N

120 386 BAZed 125 058

13 465 @@Bed 1686 7.83 2 Address Bock

14; 486 217es 409 1.00 4 wordPad

14: 610 1.08e5 206 096 ‘E Caloulatar

16 611 326ed EB14 285

17 612 1.27ed 238 111 B Command Prompt

18. 613 7.21ed 136 063

e‘ Set Program Access and Defaits w Faint Creates and edits text files g basic kexk Formatting, i

@) Progra
%@ Windows Catalog ‘:‘. Remote Deskkop Connection
% Windows Update £ synchranize
& Tour Windows xP
Lz

File

RUTIN RUTIN 23-May-2012 13:55:07
12MAY230LPOS 31 (0.358) Cn (Cend, B0.00, HE), Sm (WA, 1¥0.75); S (2,40.00 ) Crn (23.45) 1: Daughters of 611ES+
Mo Mass  Inten %BF1 %TIC Mo Mass  Inten %BF1 %TIC Mo Mass  Inten %BPI %TIC Mo Mass  Inten %BPI %TIC Mo Mass  Inten %BP1 %TIC
1: 71 1.43e5 270 1.25
2 85 3.02e5 568 264
30129 48485 812 423
4 145 61624 116 0.54
4 147 9.44e5 1777 825

%8 Format  View Help
Undo Chr+2
Cut Tk
Copy ChrlC

Delete

Find... Cir+F
Find Hext  F3
Replace... CtrHH
GoTo.. CtrlG
Select Al Chri+a

Time/Date F5




Paste the ion list on a notepad.

™ Spectrum - [12MAY230LP05]
B Fl= Edit Display Process Tools Window Help

S a2R Lo @A BRG| R F e »a

%]

RUTIN RUTIN 23-May-2012 13:55:07
12MAY230LPOS 31 (0.358) Cn (Cen 4, 80 00, HE); Sm (Mn, 1x0.75), Sh (2,40.00 ), Cm [23:45) 1: Daughters of 611ES+
Mo Mass  Inten %BPI %TIC Mo Mass  Inten %BPI %TIC Mo Mass  Inten %BFI %TIC Mo Mass  Inten %BPI %TIC Mo Mags  Inten %BP| %TIC

10 71 143e5 270 1.25
g5 3.02e5 5EZ 264
129 4.84p8 813 423
145 B.16ed 1168 0.54
147 B.44e8 1777 824

Gk

B Untitled - Notepad
File Edt Format Wiew Help

71 1.434e5
85 3.01l7esd
129 4.845e5
145 6.163e4
147 9.441a5
148 8. 565e4
163 6.151ed
301 8. 718ed
302 2.408e5
303 5.313e6
304 §.107es
356 6. 6Ll6ad
465 8. 960es
466 2.174e5
alo 1.094e5
all 3.260es
a1z 1.268e5
613 7.213e4

Edit the notepad file with the precursor ion value, charge state, and

collision energy as given below (611+ CE 20) or (609-CE 40).

Flle Edit “iew Favorites Toals Help

Back + [ [ ,) search | Falders -
[ [ B

B RUTIN.txt - Notepad
File Edit Format WView Help
S09-RUTIN CE40 ~
151 2.854e4 =
175 2.701e4
255 1.35024
271 2.567e4
297 1.077e4
207 1.338ed
298 3.263e4
200 556385
301 3.61085
503 1.12684
504 1.623e4
605 1.012ed
505 1.832e4
506 3.571e4
607 5. 44504 =
508 8.203e4
500 2.26085
610 3.30524
511+ CE20
71 1.528e5
8% 3.25085
129 5. 021e5
145 7.102e4
147 9.87785
148 8.847e4
163 6.30624
302 2.57485
303 5. 50886 =
204 8.425e5
356 7.2209e4
465 9. 54185
466 2.241e5
v

Save the note pad file in *.txt format



™ spectrum - [12MAY 230LP05]

QF“B Edit Display Process Tools  Window Help

Elapami wn @a SRy s e s

RUTIN RUTIN 23-May-2012 13:55:07
12MAY230LPOS 31 (0.358) Cn (Cend, 80.00, HE); Sm (Mn, 140,750, Sh (240,00 ); Cm (23:45) 1: Daughters of 511E5+
Mo Mazs  Inten %EBPI %TIC Mo Mass  Inten %EPI %TIC Mo hass  Inten %EBP1 %TIC Mo Mass  Inten %EBEP %TIC Mo hass  Inten BRI %TIC
1 71 143e5 270 125
20 85 30Zed 56B 264
3129 484ef 512 423
4 145 G16ed 116 0464
A 147 9.44ed 1777 8125
. Untitled - Notepad - ||§HX|
Fle Edit Format Wiew Help
Save As
Savein | ) COMPOUNDS ¥ O # @
r =] BARBERIME Ext
@ E] JATRORRHIZIME Ext
MyRecent 5] MAGNOFLORINE txt
Documents =] PALMATIME bxt
= . R
@
Dezklop
My Documents
ty Computer
-
g File: name: |F|LITIN bt V| [ Save ]
My Metwork | Save as type: |Text Documents [%.b4] w | [ Cancal ]
Encading |AN5I w |
14 Start ~E G 9 cChromatogra... A acquUITY UP... & Document - ... [P Urttled - hat.., @ )seaE

Go to https://tmsdatabase.cdri.res.in and select utility section:

Wednesday, November 22, 2023 11:00:19 AM
/Q Tandem Mass Spectrum Database
Q ;-ﬁ

, CSIR - Central Drug Research Institute, India

‘ HOME OVERVIEW SEARCH ~ CONTRIBUTOR ~ PLANT METABOLITES

Tandem Mass Spectrum Database

A library of the MS/MS spectrum of naturally occurring compounds (Natural
products). This is Designed and Developed by CSIR - Central Drug Research
Institute, U.P., India. The analytical data/spectra /information is provided only for
Research & Development activity. These can't be used as certificates in legal
disputes.

=] News

Sitemap

UTILITIES ~ col

CTUS

SIGNIN k

uTILITY > ESI/ APCIADDUCT ION

CALCULATOR
DATA FILE FORMAT
CONVERTOR

20

FAQ

DOWNLOAD

1661
i

11

1600 2071
051 1109 12

2492 ‘)732n
e
® @ 10 10 W0 1 10 20 20 2o B0 0 0 50

The project is funded by the Council of Sci

General Search

MS Based Search



https://tmsdatabase.cdri.res.in/

Choose /browse note pad *.txt file

B You are signedin assanjees. X | @ Email: Inbox (2490) X | O (4) Whatsapp X

€« C A Notsecure | 172.16.0.65:8080/DataFil

Wednesday, November 22, 2023 11:02:34 AM

Sitemap

% Tandem Mass Spectrum Database

K\ &y CSIR - Central Drug Research Institute, India

‘ HOME OVERVIEW SEARCH CONTRIBUTOR ~ PLANT METABOLITES UTILITIES CONTACT US SIGNIN

Data File Format Convertor

Home / Utility

rce Format Total No. Of Values

L

ymx.txt v 25 N ChooseFile No

Convert to TMSD Format

e chosen

Amfre 3R sitefire sreur aReg

o : Our Links Contact Us
Council of Scientific & Industrial Research

fag ud M Haray, YR WRHR Home v @ Central Drug Research Institute.
Ministry of & T & or 10, Jankipuram Extension, Sitapur Road

6031, Uttar Pradesh, INDI

Contributor

Click to convert to tmsd format

File will open as tmsd format in *.txt format

[Eup— i — e
fir Bt Format Vs bag

| START FoNes
TITLE 2 B 6.7
CHARGE =14
PREMASS =611

2 % @ » O0M



Script with

START IONS
TITLE =

CHARGE = 1+
PREMASS = 611
71 2.73
85 5.82
129 8.97
145 1.27
147 17.82
148 1.58
163 1.13
302 4.6
303 100
304 15.05
356 1.29
465 17.04
466 4
610 2
611 6.3
612 2.85
613 1.35
END IONS
Note:

e The TMS file format can be made by direct MS/MS Spectrum,
as shown in the script shown above.

e Multiple scripts can be generated through this method for
each spectrum.



