LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102621\
Data File : BN017122.D

Acqg On : 27 Oct 2021 11:14
Operator : CG/JU

Sample 1 M4215-15

Misc :

ALS Vvial : 38 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ N\Methods\SFAM-EPA-BN102621.M
Title : SVOA CALIBRATION

Signal : TIC: BN@17122.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.070 106 14 18 rvB3 12141 16502 0.25% 0.024%
2 3.693 117 120 127 rVB2 13052 19721 0.30% 0.028%
3 3.787 132 136 142 rVB2 13668 21206 ©0.33% 0.030%
4 3.887 150 153 158 rvVB6 6328 10871 0.17% 0.016%
5 6.722 628 635 647 rBV 771058 1179374 18.15% 1.686%
6 6.887 656 663 677 rBV 725134 1158675 17.83% 1.657%
7 7.069 687 694 703 rBV 886013 1353451 20.83% 1.935%
8 7.534 766 773 782 rBV 1032801 1577025 24.27% 2.255%
9 7.610 782 786 791 rVB6 5756 7440 0.11% 0.011%
10 8.252 888 895 905 rBV 909649 1446161 22.26% 2.068%
11 8.687 961 969 981 rBV 910379 1435627 22.09% 2.053%
12 8.863 994 999 1004 rBV3 6718 10525 0.16% 0.015%
13 9.128 1036 1044 1048 rBv2 7738 11720 0.18% 0.017%
14  9.404 1083 1091 1103 rBV 464362 762872 11.74%  1.091%
15 9.934 1175 1181 1200 rBV 1003933 1673610 25.76% 2.393%
16 10.310 1237 1245 1255 rBV 1579254 2619875 40.32% 3.746%
17 10.463 1259 1271 1280 rVV3 13186 28767 0.44% 0.041%
18 11.910 1512 1517 1525 rVB2 19151 32595 0.50% 0.047%
19 13.163 1723 1730 1735 rVB5 3761 8502 0.13% 0.012%
20 13.610 1800 1806 1814 rBV 753665 996426 15.34%  1.425%
21 13.875 1844 1851 1859 rBV 2638326 3803964 58.54% 5.439%
22 14.187 1897 1904 1913 rBV 2746890 3929204 60.47% 5.618%
23 14.410 1935 1942 1953 rBV 129178 233821 3.60% 0.334%
24 14.551 1963 1966 1973 rVB6 3580 6854 0.11% 0.010%
25 14.628 1975 1979 1984 rVB3 7930 11528 0.18% 0.016%
26 15.075 2051 2055 2058 rVB 6058 7743 0.12% 0.011%
27 15.187 2068 2074 2086 rBV 3520053 4972395 76.53% 7.110%
28 15.316 2091 2096 2102 rVB 111642 150486 2.32% 0.215%
29 15.428 2109 2115 2120 rBV 38843 49365 0.76% 0.071%
30 15.939 2198 2202 2206 rBvV3 6533 10538 0.16% 0.015%
31 16.104 2226 2230 2234 rBV5 7874 11956 0.18% 0.017%
32 16.733 2331 2337 2341 rBv2 15371 24871 0.38% 0.036%
33 16.945 2366 2373 2382 rVB 3356001 4868355 74.93% 6.961%
34 17.039 2383 2389 2405 rVV 3798496 5369411 82.64% 7.677%
35 17.651 2488 2493 2497 rVB 30585 37895 0.58% 0.054%
36 17.869 2525 2530 2535 rBV4 6574 9781 0.15% 0.014%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102621\
Data File : BN017122.D

Acqg On : 27 Oct 2021 11:14
Operator : CG/JU

Sample 1 M4215-15

Misc :

ALS Vvial : 38 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ N\Methods\SFAM-EPA-BN102621.M
Title : SVOA CALIBRATION
37 17.933 2535 2541 2546 rBV 7597 12744 0.20% 0.018%
38 18.169 2576 2581 2585 rBV5 4312 7665 0.12% 0.011%
39 18.910 2703 2707 2712 rBV 45525 57843 0.89% 0.083%
40 18.980 2715 2719 2725 rBV 50258 63695 0.98% 0.091%
41 19.351 2773 2782 2794 rBV 4754609 6497544 100.00%  9.290%
42 19.433 2794 2796 2804 rVBS 9049 15005 0.23% 0.021%
43 19.810 2857 2860 2863 rBV3 5933 7256 0.11% 0.010%
44 19.910 2873 2877 2878 rBv4 7688 9754 0.15% 0.014%
45 19.933 2878 2881 2884 rVB2 12166 14010 0.22% 0.020%
46 20.157 2916 2919 2921 rBv4 5274 6707 0.10% 0.010%
47 20.369 2953 2955 2962 rVB5 13663 17988 0.28% 0.026%
48 20.433 2963 2966 2971 rVB3 20783 19860 0.31% 0.028%
49 20.610 2993 2996 3002 rVB6 12037 13281 0.20% 0.019%
50 20.898 3040 3045 3058 rBV 218697 489484  7.53% 0.700%
51 21.157 3083 3089 3099 rBV 4475236 5759232 88.64% 8.235%
52 21.339 3117 3120 3124 rBV 52745 56574 0.87% 0.081%
53 21.774 3189 3194 3203 rBV 182329 250689 3.86% 0.358%
54 22.233 3268 3272 3278 rVB 113382 153216 2.36% 0.219%
55 22.351 3289 3292 3297 rVB 93696 119739 1.84% 0.171%
56 22.733 3352 3357 3362 rBV 361997 533815 8.22% 0.763%
57 23.221 3433 3440 3449 rBV 3057240 5498014 84.62% 7.861%
58 23.304 3449 3454 3457 rVW 230357 399506 6.15% 0©.571%
59 23.363 3457 3464 3481 rVB2 3510655 6410051 98.65% 9.165%
60 23.945 3558 3563 3573 rVB 299197 593822 9.14% 0.849%
61 24.698 3685 3691 3699 rVB2 178609 412084 6.34% 0.589%
62 25.574 3834 3840 3852 rVB2 151048 385276 5.93% 0.551%
63 28.056 4254 4262 4272 rVV4 307354 1015261 15.63% 1.452%
64 28.174 4273 4282 4302 rVB3 333686 1246730 19.19% 1.783%
65 28.698 4359 4371 4389 rVB8 373222 2003636 30.84% 2.865%

Sum of corrected areas: 69939593
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102621\
Data File : BN@17122.D

Acqg On : 27 Oct 2021 11:14
Operator : CG/JU

Sample : M4215-15

Misc :

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN102621.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BN017122.D\data.ms
4000000
3000000
2000000
10.310
7.534 9.934
8.252 8.687
1000000 6.7925%9
9.404
0 .070 3.53BB7 610 8.869.128 /L .
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\
Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BN017122.D\data.ms
19.351
4000000 17.039
15.187
518 16.945
3000000
13.875H187
2000000
1000000 13.610
o910 13.163 P“Jé].zgszs 1508818 1503004 16.733 17.0%meER160 188980 19 433 AOIPABLBB6S:
e B e e L A B B e e e L S R e e e e e R e e B
Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 15,50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BN017122.D\data.ms
21.157
4000000
23.363
23.2211
3000000
2000000
1000000
22.733 2885674 28.698
20.898)), 55021774 2203851 23304 23945 54608 25.574

O \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
Time--> 21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102621\
Data File : BN@17122.D

Acqg On : 27 Oct 2021 11:14
Operator : CG/JU

Sample : M4215-15

Misc :

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN102621.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Olean-12-en-3-o0l, acetate, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
28.056 3.17 ng/ul 1015260 Perylene-di2 23.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Olean-12-en-3-0l, acetate, (3.be... 468 C32H5202 001616-93-9 94
2 24-Noroleana-3,12-diene 394 (C29H46 201358-24-9 80
3 .beta.-Amyrin, TMS derivative 498 (C33H580Si1 001721-67-1 80
4 3-Acethyl-6-methoxycoumarine 218 C12H1004 013252-80-7 76
5 .alpha.-Boswellic acid, methyl e... 470 C31H5003 089955-49-7 68

Abundance Scan 4262 (28.056 min): BN017122.D\data.ms (-4254) (-  m/z 218.20 100.00%

2182 '
5000
43.0
=T \
\ N \M U\ H 1 ‘ 270.1 328.0 393.3 4683 2899
0Ll ‘H‘w“m S T o e m/z 203.15  66.93%
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #331400: Olean-12-en-3-ol, acetate, (3.beta.)-
218.0
5000 — :
28.00
m/z 43.00 35.47%
O TT \’ \\ ’\ ‘J \‘J“HL u“\‘““\‘m #“\ T }1 ‘\ L \%Z\O\O\‘ TTTT ‘ T \3fg\6‘\0\ T \4‘6\\8\0\‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #298438: 24-Noroleana-3,12-diene
218.0
T \
28.00
5000 ITI/Z 189.10 22.98%
107.0
55.0 “ H ‘ 161.0
ol dd l’ \H ‘ | Mm Aili|| 26903230 3040
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #337785: .beta.-Amyrin, TMS derivative = ‘
218.0 28.00
m/z 69.10 18.14%
5000
73.0
ol i M MM i Ll 2700387.03930  498( i
m/z--> 50 100 150 200 250 300 350 400 450 500 28.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102621\
Data File : BN@17122.D

Acqg On : 27 Oct 2021 11:14
Operator : CG/JU

Sample : M4215-15

Misc :

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN102621.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Germanicol acetate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
28.174 3.89 ng/ul 1246730 Perylene-di2 23.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Germanicol acetate 468 C32H5202 010483-91-7 99
2 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 000473-13-2 58
3 2-Isopropenyl-4a,8-dimethyl-1,2,... 204 C15H24 207297-57-2 55
4 4a,8-Dimethyl-2-(prop-1-en-2-yl)... 204 C15H24 103827-22-1 52
5 Naphthalene, decahydro-4a-methyl... 204 C15H24 000515-17-3 50
Abundance Scan 4282 (28.174 min): BN017122.D\data.ms (-4273) (- m/z 189.10 100.00%
189.1
43.0
5000
21.1
= —
453.4 28.00 28.50
57.1 393 3
o pu H’ ‘ n””m W BRTE 3250 3985 T 3% m/z 204.20  70.33%
mlz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #331394: Germanicol acetate
204.0
50007 43.0 T e
21.0 28.00 28.50
468.0 m/z 177.10 67.87%
O \‘ “"w \’\HJ\ H“' Jll'“' "’ ‘\ \‘J\ m ﬁ??\o‘\ T \\3\9\?7\0\ T “\\ ‘\ AERERREE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80522: Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-4a,8-C
189.0
93.0 R —
28.00 28.50
5000 m/z 43.00 65.87%
o \Mmﬂ\\k
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80338: 2-Isopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,8a-0¢ e —
189.0 28.00 28.50
107.0 m/z 95.05 42.49%
h ““W”\m//\/\\ww/mxﬁ//
OII‘MI’HN\ A —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 28.00 28.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102621\
Data File : BN@17122.D

Acqg On : 27 Oct 2021 11:14
Operator : CG/JU

Sample : M4215-15

Misc :

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN102621.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Urs-12-en-3-o0l, acetate, (3... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

28.698 6.25 ng/ul 2003640 Perylene-di2 23.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Urs-12-en-3-0l, acetate, (3.beta.)- 468 C32H5202 000863-76-3 94
2 .alpha.-Amyrin 426 C30H500 000638-95-9 87
3 12-0Oleanen-3-yl acetate, (3.alph... 468 C32H5202 033055-28-6 86
4 Urs-12-en-3-0l, acetate, (3.beta.)- 468 C32H5202 000863-76-3 83
5 Urs-12-en-23-o0ic acid, 3-(acetyl... 512 C33H5204 1000505-76-4 74

Abundance Scan 4371 (28.698 min): BN017122.D\data.ms (-4359) (-  m/z 218.15 100.00%
218.2

—

50001 43.0
135.1 —_ ‘
28.50 29.00
ok “ | HHHW Mi ALLL ZI0L 3652 4684 . 43.e0  41.52%
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #331395: Urs-12-en-3-ol, acetate, (3.beta.)-
218.0
5000 — -
28.50 29.00
430 1220 m/z 189.15  33.09%
O TTT f‘ “\ ‘\ w \h‘ hf“}“ ‘\J“‘\m‘ ‘J\I \l\ }\ l T \ \%\7\0\0\‘3\2\5\ \0‘ T \4\.‘09\(\) \4‘.6\§ \(\)‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #316497: .alpha.-Amyrin
218.0
—= —
28.50 29.00
55.0 122.0
426.0
NIy \\HMHHH\ IM e “ 2720 3300 T
miz—> 0 50 100 150 200 250 300 350 400 450 \M
Abundance #331398: 12-Oleanen-3-yl acetate, (3.alpha.)- e N ‘
218.0 28.50 29.00
m/z 135.05 24.47%
5000
69.0 1350 468.0
0 ‘“MMLJWNUNWWJH‘kM“‘?7%9“3399“49§9““H‘ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 28.50 29.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102621\
Data File : BN017122.D

Acqg On : 27 Oct 2021 11:14
Operator : CG/JU

Sample : M4215-15

Misc

ALS Vvial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN102621.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Olean-12-en-3-0... 28.056 3.2 ng/ul 1015260 6 23.363 6410050 20.0
Germanicol acetate 28.174 3.9 ng/ul 1246730 6 23.363 6410050 20.0
Urs-12-en-3-0l,... 28.698 6.3 ng/ul 2003640 6 23.363 6410050 20.0
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