LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72122\
Data File : BM@35900.D

Acqg On : 21 Jul 2022 22:00
Operator : CG/JU

Sample : N3810-02

Misc :

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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 M\Methods\8270-BM071822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@35900.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.451 396 402 410 rBV 2825572 3959229 17.16% 3.536%
2 5.540 411 417 437 rVB2 67420 264934 1.15% 0.237%
3 7.057 667 675 687 rBV 2765275 4135994 17.93% 3.694%
4 7.893 810 817 825 rBV 1266607 1926785 8.35% 1.721%
5 9.057 1008 1015 1024 rBV 1592882 2570102 11.14% 2.296%

6 10.698 1285 1294 1300 rBV 1620120 2629743 11.40%
7 13.157 1705 1712 1721 rVB 3734279 5340117 23.15%
8 14.527 1938 1945 1951 rBV 2098444 2967576 12.86%
9 15.098 2034 2042 2066 rBV2 101900 569428 2.47%
10 16.010 2190 2197 2205 rBV 2372981 3274196 14.19%

NONBPDN
<)}
Ui
=
R

11 17.268 2404 2411 2415 rBV 2278534 3281252 14.22%
12 17.310 2415 2418 2423 rVB 475608 612285 2.65%
13 19.321 2755 2760 2765 rBV 998505 1253796 5.43%
14 19.680 2817 2821 2830 rVB 872676 1213788 5.26%
15 19.886 2851 2856 2868 rVB 5515434 6719891 29.13%

AR RFRPRON
=
N
(o]
B

16 20.098 2889 2892 2896 rBV 208964 249184 1.08%
17 21.162 3070 3073 3079 rBV2 377490 468628 2.03%
18 21.439 3114 3120 3124 rBV2 3114409 4663371 20.21%
19 21.474 3124 3126 3135 rVB 537754 732437 3.17%
20 23.092 3396 3401 3408 rBV2 435782 1230972 5.34%

PO PO
=
o))
U1
S

21 23.603 3485 3488 3496 rVB 267957 464795 2.01%
22 23.709 3501 3506 3515 rVB 399118 806951 3.50%
23 23.815 3517 3524 3531 rBV2 1924566 3861817 16.74%
24 24.703 3670 3675 3690 rVB 530343 1216211 5.27%
25 27.650 4169 4176 4196 rVB2 650230 2531784 10.97%

NP WO ®
N
B
©
xR

26 28.062 4237 4246 4262 rVB2 864772 3158047 13.69%  2.821%
27 28.262 4266 4280 4313 rVB8 3302079 19435270 84.24% 17.359%
28 28.668 4334 4349 4356 rBV3 5416311 23070709 100.00% 20.606%
29 29.050 4403 4414 4437 rVB2 1715560 9350843 40.53%  8.352%

Sum of corrected areas: 111960135
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 21 Jul 2022 22:00
: CG/IU
: N3810-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72122\
BM@35900.D

: 12 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM071822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM035900.D\data.ms

5.451 7.057

9.057 10.698
7.893

540

Time-->

0\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM035900.D\data.ms
19.886

13.157

16.010 17.268
14.527

19.3239.680

15.098

0
Time-->

12.00 1250 13.00 13,50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

Time-->

TIC: BM035900.D\data.ms

28.668

29.050

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_M\Data\BM@72122\
Data File : BM@35900.D

Acqg On : 21 Jul 2022 22:00
Operator : CG/JU

Sample : N3810-02

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM071822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Hexathiane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.098 3.84 ng 569428  Acenaphthene-d10 14.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexathiane 192 S6 013798-23-7 90
2 Di(tert-butyl) trisulfide, perfl... 534 C8F18S3 016005-64-4 39
3 Ethyl Chloride 64 C2H5C1 000075-00-3 5
4 Sulfur dioxide 64 02S 007446-09-5 4
5 Tetrazolo[1,5-b]pyridazine, 6-ch... 155 C4H2CIN5 021413-15-0 4
Abundance Scan 2042 (15.098 min): BM035900.D\data.ms (-2034) (- | m/z 63.90 100.00%
63.9
5000 191.8
127.8 L b
‘ 15.00 15.50
Obrrpbh b b 2809 m/z 191.75  46.38%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #67524: Hexathiane
64.0 192.0
5000 128.0 —T —
15.00 15.50
m/z 127.85 16.70%
O\\\‘\‘\‘\\\“\\1\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
64.0
» T T ‘ T T ‘
15.00 15.50
5000 m/z 193.70 12.53%
0 163.0 315.0 534.(
T e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #409: Ethyl Chloride 7 ‘
64.0 15.00 15.50
m/z 65.90 10.83%
- M/]\\w
0"I — —
m/z--> 50 100 150 200 250 300 350 400 450 500 15.00 15.50

8270-BM071822.M Fri Jul 22 16:48:19 2022 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72122\
Data File : BM@35900.D

Acqg On : 21 Jul 2022 22:00
Operator : CG/JU

Sample : N3810-02

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM071822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Cyclohexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21162 2.01ng 468628 Chrysene-d12 21.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cyclohexadecane 224 C16H32 060295-65-8 95
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 95

3 Pentadecafluorooctanoic acid, he... 638 C24H33F1502 1000406-04-6 86
4 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 83

5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 64
Abundance Scan 3073 (21.162 min): BM035900.D\data.ms (-3070) (- | m/z 57.05 100.00%
51.0 226.0
5000
P e
| Tl | 291.0357.0  475.1 2190 21.50
ol A i, gt 291.0857.0 4753 . m/z 43.10  86.11%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #104594: Cyclohexadecane
55.0
5000 —r— —
21.00 21.50
5.0 m/z 226.00 84.14%
J ’ h ' 224.0
O \\L\‘\\\‘\‘J\\‘\]\‘h\\\\“\\\\\’\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
55.0
21.00 21.50
5000 m/z 83.05 78.12%

125.0
0 196.0 280.0
T e T T e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #347828: Pentadecafluorooctanoic acid, hexadecyl ester T —
57.0 21.00 21.50

m/z 55.05 76.90%

5000
F50 224.0
|

1‘ L ‘\nn,‘ \ 415.0 620.1
oL e e e e —

‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72122\
Data File : BM@35900.D

Acqg On : 21 Jul 2022 22:00
Operator : CG/JU

Sample : N3810-02

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM071822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Benzo[e]pyrene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.603 2.41 ng 464795  Perylene-di12 23.815
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 99
2 Benzo[a]pyrene 252 C20H12 000050-32-8 97
3 Benzo[j]fluoranthene 252 C20H12 000205-82-3 95
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 94
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
Abundance Scan 3488 (23.603 min): BM035900.D\data.ms (-3485) (- | m/z 252.10 100.00%
25p.1
w JU\A
— —
oo 12f'° 1980 , 23.50 24.00
ol 590 .yl 1980 §. 8551 4201489 ./, >s6.10  29.73%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #138554: Benzo|e]pyrene
252.0
5000 = ==
23.50 24.00
m/z 253.10 20.59%
125.0
oL 740 /| 2000
\\\‘\\\\‘\\\\‘\\\\’\\\\ \\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
252.0
— —
23.50 24.00
5000 m/z 125.00 14.52%
126.0
0 74.0 200.0
R B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138561: Benzo[j]lfluoranthene 7 —
252.0 23.50 24.00
m/z 125.90 10.91%
5000
126.0
ol 740 | ” 200.0 |
I T o T Y
m/z--> 50 100 150 200 250 300 350 400 450 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72122\
Data File : BM@35900.D

Acqg On : 21 Jul 2022 22:00
Operator : CG/JU

Sample : N3810-02

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM071822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Benzene, 1,4-bis(1l-methylet... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.703 6.30 ng 1216210  Perylene-di12 23.815
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-bis(1-methylethenyl)- 158 C12H14 001605-18-1 50
2 Benzene, 1,3-bis(1-methylethenyl)- 158 C12H14 003748-13-8 43
3 Benzenesulfonamide, N-[2-(2,5-di... 376 C19H21FN203S 1000304-39-3 38
4 1H-Indole-3-methanamine, 5-ethyl... 202 C13H18N2 074367-51-4 35
5 4-Chloro-2-methylthiophenol 158 C7H7C1S 017178-01-7 30
Abundance Scan 3675 (24.703 min): BM035900.D\data.ms (-3670) (- | m/z 158.05 100.00%
158.1
5000 A
105.0 ‘24‘50‘ éS‘Od
41.0 : 361.3 : :
ol il bbbyl 4 3920 2810 TUTT 43114890 ;145 00 88.60%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #34745: Benzene, 1,4-bis(1-methylethenyl)-
158.0
5000 — ‘ /\~/
24.50 25.00
m/z 143.00  28.23%
41.0 103 ‘
O \\‘\“l\“\h\\““\tﬁl\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
158.0
= ==
24.50 25.00
5000 m/z 159.05 16.25%
28.0 91.0
1] B -
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #284363: Benzenesulfonamide, N-[2-(2,5-dimethyl-1H-in 5 ——
158.0 24.50 25.00
m/z 146.05 12.39%
) JJD
0320 20 | 2090 2820 3760
e e e e T N
m/z--> 50 100 150 200 250 300 350 400 450 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72122\
Data File : BM@35900.D

Acqg On : 21 Jul 2022 22:00
Operator : CG/JU

Sample : N3810-02

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM071822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 .beta.-Amyrone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
27.650 13.11 ng 2531780  Perylene-d12 23.815
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Amyrone 424 C30H480 000638-97-1 76
2 3-Acethyl-6-methoxycoumarine 218 C12H1004 013252-80-7 58
3 2(1H)Naphthalenone, 3,5,6,7,8,8a... 218 C15H220 1000188-66-5 58
4 Benzo[b]naphtho[2,3-d]furan 218 C16H100 000243-42-5 55
5 Olean-12-en-3-0l, acetate, (3.be... 468 C32H5202 001616-93-9 52
Abundance Scan 4176 (27.650 min): BM035900.D\data.ms (-4169) (- | m/z 218.20 100.00%
218.2
5000
55.0
109.1 — —
61.0 27.50 28.00
0 h ‘ \H ”“ M“H‘ll‘“ﬁ“ J Juu‘m‘_???‘lw 35434093 489 ./, 2p3.10  81.48%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #315395: .beta.-Amyrone
218.0
5000 — —
27.50 28.00
550 m/z 55.05 32.37%
61.0 424.0
O T \‘ “\“\ KU ‘”“M‘H}‘h\““ﬂ-h‘ \N\‘\ ‘\ ‘“\ T \‘2\7\2\\0‘ TTTT ‘ TTTT ‘ \ \l\ T ’ TTTT
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
218.0
—— —
27.50 28.00
5000 m/z 95.00 28.38%
43.0 161.0
105.0
[
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #96833: 2(1H)Naphthalenone, 3,5,6,7,8,8a-hexahydro-4, —— ——
218.0 27.50 28.00
m/z 69.10  26.35%
41.0 91.0
5000 147.0
0 NM%MWH‘H““‘w““_““‘u‘,“u — —
m/z--> 50 100 150 200 250 300 350 400 450 27.50 28.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72122\
Data File : BM@35900.D

Acqg On : 21 Jul 2022 22:00
Operator : CG/JU

Sample : N3810-02

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM071822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 .beta.-Amyrin Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
28.062 16.36 ng 3158050  Perylene-di12 23.815
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Amyrin 426 C30H500 000559-70-6 97
2 24-Noroleana-3,12-diene 394 C29H46 201358-24-9 94
3 Olean-12-en-3-0l, acetate, (3.be... 468 C32H5202 001616-93-9 90
4 Pyrene, hexadecahydro- 218 C16H26 002435-85-0 78
5 2(1H)Naphthalenone, 3,5,6,7,8,8a... 218 C15H220 1000188-66-5 76
Abundance Scan 4246 (28.062 min): BM035900.D\data.ms (-4237) (- | m/z 218.20 100.00%
218.2
051 N UL
37\ l\ ” \N Wi || 2830 365.3426.4 489.1549 26.99
0 ‘w!hh‘anﬁ‘m“Hf_“w‘ﬁ“uuw“u(u“ﬁ m/z 203.10 68.23%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #316496: .beta.-Amyrin
218.0
5000 — ‘
28.00
m/z 95.10 24.87%
O_\8\ 9‘ T ‘\ \J \“““\ ‘\“\Iﬂ\‘h‘ \l\\\ T ‘“\ T ‘ \2\8\6\‘0\\ \\3‘6\5\\()\‘4’\2\?\(‘)\\ TT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
218.0
T [
28.00
5000 m/z 69.10 23.59%
107.0
41.0
0 283.0 394.0
P R e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #331400: Olean-12-en-3-ol, acetate, (3.beta.)- — ‘
218.0 28.00
m/z 55.05 21.86%
5000
69.0
b | 20 0 sem0 A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 28.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72122\
Data File : BM@35900.D

Acqg On : 21 Jul 2022 22:00
Operator : CG/JU

Sample : N3810-02

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM071822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Lup-20(29)-en-3-one Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

28.262 100.65 ng 19435300  Perylene-di12 23.815
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 99
2 7-Isopropenyl-1,4a-dimethyl-4,4a... 218 C15H220 000473-08-5 72
3 .beta.-Amyrone 424 C30H480 000638-97-1 60
4 2,2,6-Trimethyl-1-(2-methyl-cycl... 218 C15H220 1000188-72-8 50
5 13-nor-Eremophil-1(10)-en-11-one 206 C14H220 054275-21-7 50

Abundance Scan 4280 (28.262 min): BM035900.D\data.ms (-4266) (- | m/z 95.05 100.00%

95.0 218.2
41.
5000 9.0

— "
313.2 424.4 28.00 28.50

368.3
“M“H y MJ uLﬂkumuwm“‘w“ﬁ‘h‘_‘593- m/z 109.05  99.23%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #315403: Lup-20(29)-en-3-one
109.0 205.0
55.0

o

5000 : e
28.00 28.50
“ 0 424.0 m/z 218.20  93.97%
0 } ‘“\‘\‘Hll “ \”‘\M J‘“\h\ L} «\ J\F\ “\ \‘ T “ \h\ T \"3§\8\(\) T \\ \‘\\ T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
218.0
91.0 147.0 — —_
28.00 28.50
5000 m/z 81.05 87.50%
39.0
T L b —
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #315395: .beta.-Amyrone T =
218.0 28.00 28.50

m/z 55.05 86.64%

5000
55. 0
1 \\ | M HL J\h BPE0|] 2720 4210 ‘

m/z--> 50 100 150 200 250 300 350 400 450 500 28.00 28.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72122\
Data File : BM@35900.D

Acqg On : 21 Jul 2022 22:00
Operator : CG/JU

Sample : N3810-02

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM071822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Lupeol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
28.668 119.48 ng 23070700  Perylene-di12 23.815
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lupeol 426 C30H500 000545-47-1 99
2 Lupeol, trifluoroacetate 522 C32H49F302 1000394-56-7 81
3 .gamma.-Elemene 204 C15H24 029873-99-2 60
4 1,5-Cyclodecadiene, 1,5-dimethyl... 204 C15H24 015423-57-1 60
5 Epilupeol; 20(29)-Lupen-3alpha-o... 426 C30@H500 1000513-01-3 60

Abundance Scan 4349 (28.668 min): BM035900.D\data.ms (-4334) (- | m/z 95.05 100.00%
95.0
189.1

5000

—
,“35“\““ | 489.2 m/z 81.05 92.53%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #316484: Lupeol
95.0
189.0

o

5000 e —
28.50 29.00
426.0 m/z 93.00 91.41%
ol 111111V
0 TT \"\ ‘\" ‘\\\ - T h\ ‘\ ‘l‘\\l\H\\ \l‘\\ﬂ\\‘\“\d‘"\ {7 \‘I" \‘A\ T \L\ \‘\\“\\\\\ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
107.0
e =
189.0 28.50 29.00
5000 41.0 m/z 107.10 91.33%
365.0
297.0
0 4400 522.0
T e e e e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #80157: .gamma.-Elemene = —
121.0 28.50 29.00

m/z 121.10  86.38%

H \ J M {1 M /\j\b

=" 7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 28.50 29.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72122\
Data File : BM@35900.D

Acqg On : 21 Jul 2022 22:00

Operator : CG/JU

Sample : N3810-02

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM071822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 10 unknown29.050 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
29.050 48.43 ng 9350840  Perylene-d12 23.815
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzene, 1,2,3,4-tetramethyl-5-(... 176 C13H20 061142-67-4 38
2 Lactic acid, pentamethylbenzyl e... 250 C15H2203 019405-32-4 35
3 6-Fluoro-2-methylquinoline 161 C1OH8FN 001128-61-6 35
4 5-Aminolevulinic acid hexyl este... 359 C17H37N03Si2  1000500-32-9 35
5 1,3,5-Cycloheptatriene, 2,3,4,5,... 176 C13H20 074779-68-3 35

Abundance Scan 4414 (29.050 min): BM035900.D\data.ms (-4403) (- | m/z 174.10 100.00%
174.1
5000 A
| 28.8020.0029.20
55.1 392.3 : : -
.0
ob e LUy 289.1302.0  TUITT 4611 549Ny 61 05 96.22%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #51005: Benzene, 1,2,3,4-tetramethyl-5-(1-methylethyl)-
161.0
5000 LML L L B B B BB
28.8029.0029.20
m/z 175.10 16.57%
pgo 910
O\“\‘\“‘\‘\l\\\‘J\“J\‘“‘J\“‘ \‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
161.0
AR
28.8029.0029.20
5000 ITI/Z 159.00 13.51%
250.0
9.0 910
R m o R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #37077: 6-Fluoro-2-methylquinoline e A RENE
161.0 28.8029.0029.20
m/z 162.00 12.00%
310 940 |
o B B e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 28.8029.0029.20
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72122\
Data File : BM@35900.D

Acqg On : 21 Jul 2022 22:00
Operator : CG/JU

Sample : N3810-02

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@71822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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|
Hexathiane 15.098 3.8 ng 569428 3 14.527 2967580 20.0
Cyclohexadecane 21.162 2.0 ng 468628 5 21.439 4663370 20.0
Benzo[e]pyrene 23.603 2.4 ng 464795 6 23.815 3861820 20.0
Benzene, 1,4-bi... 24.703 6.3 ng 1216210 6 23.815 3861820 20.0
.beta.-Amyrone 27.650 13.1 ng 2531780 6 23.815 3861820 20.0
.beta.-Amyrin 28.062 16.4 ng 3158050 6 23.815 3861820 20.0
Lup-20(29)-en-3... 28.262 100.7 ng 19435300 6 23.815 3861820 20.0
Lupeol 28.668 119.5 ng 23070700 6 23.815 3861820 20.0
unknown29.050 29.050 48.4 ng 9350840 6 23.815 3861820 20.0
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