LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG@59783.D

Acqg On : 21 Nov 2023 00:32
Operator : MA/JU

Sample : 05379-01

Misc :

ALS Vvial : 17 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 G\Methods\8270-BG111623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO59783.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.826 409 415 422 rVB 486331 768150 31.80% 6.867%
2 7.453 683 692 699 rBvV2 549809 943281 39.05% 8.433%
3 8.334 835 842 850 rBvV2 134682 248059 10.27%  2.218%
4 9.533 1037 1046 1052 rBV2 344554 642934 26.62% 5.748%
5 11.178 1318 1326 1333 rVB 184719 355818 14.73%  3.181%

6 13.581 1729 1735 1745 rVB 1030479 1543674 63.90% 13.800%
7 13.787 1765 1770 1773 rBV5 21711 34750 1.44% ©.311%
8 14.962 1963 1970 1976 rBV2 304744 469388 19.43% 4.196%
9 16.448 2214 2223 2232 rBV2 985827 1483306 61.41% 13.260%
10 17.712 2431 2438 2443 rBV 431048 661363 27.38% 5.912%

11 18.523 2572 2576 2584 rBV8 73387 117815 4.88% 1.053%
12 19.122 2675 2678 2682 rVB6 23807 32572 1.35% 0.291%
13 19.745 2780 2784 2788 rBV2 79858 109473 4.53% 0.979%
14 20.109 2843 2846 2852 rVB2 75404 105973  4.39% ©.947%
15 20.285 2871 2876 2881 rBV 1960474 2415589 100.00% 21.594%

16 22.036 3168 3174 3181 rBV2 283027 539354 22.33% 4
17 22.553 3258 3262 3267 rVB7 65383 108523 4.49% ©
18 25.620 3776 3784 3795 rBV3 148236 526038 21.78% 4.703%
19 27.477 4096 4100 4101 rBV4 37466 48249 2.00% ©
20 30.444 4602 4605 4606 rBV3 29941 31920 1.32% o

Sum of corrected areas: 11186229
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG@59783.D

Acqg On : 21 Nov 2023 00:32
Operator : MA/JU

Sample : 05379-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG059783.D\data.ms
2000000
1500000
1000000
7.453
500000 5826
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Abundance TIC: BG059783.D\data.ms
2000000 20.p85
1500000
13.581
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Abundance TIC: BG059783.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG@59783.D

Acqg On : 21 Nov 2023 00:32
Operator : MA/JU

Sample : 05379-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknownl18.523 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.523 3.56 ng 117815  Phenanthrene-di10 17.712
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1-(4-Bromophenyl)cyclopropyl)me... 225 C10H12BrN 1000500-72-4 7
2 5-(3-Hydroxy-4,4,10,13,14-pentam... 618 C36H660451i2 1000495-09-1 7
3 Brassicasterol, 1TMS derivative 470 C31H540Si 1000485-89-7 4
4 1,2,3,4-Tetrahydronaphthalene-1-... 205 C12H15N02 068157-11-9 4

5 Cyclobutanemethanamine, 1-(3-bro... 239 C11H14BrN 915690-61-8 4

Abundance Scan 2576 (18.523 min): BG059783.D\data.ms (-2572) (- | m/z 41.10 100.00%

1850
m/z 73.05 79.95%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #105008: (1-(4-Bromophenyl)cyclopropyl)methanamine

m/z--> 0 50 100150200250300350400450500550600

30.0
5000 MM‘“ : ie‘sd N‘L
115.0 '
’ 197 0 m/z 69.20  72.58%
HJ\‘l\m\“\ji‘\L\\‘\H\’\\\\‘\\\\‘H\\‘\\\\‘\H\‘HH‘HH‘HH‘H\
m/z--> o 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347231: 5-(3-Hydroxy-4,4,10,13,14-pentamethyl-2,3,5,6
73.0 lﬂ/\M
fo ‘
18.50
5000 m/z 129.20 65.84%
145.0 365.0
470.0
258. o
I 10O O - Y

Abundance #331932: Brassicasterol, 1TMS derivative

129.0 18.50
m/z 55.15 60.36%
55.0
5000
L 275 .0 380.0 470.0

]“ﬂ““‘ilw} A
m/z--> 0 50 100150200250300350400450500550600 18.50

8270-BG111623.M Tue Nov 21 09:59:46 2023 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG@59783.D

Acqg On : 21 Nov 2023 00:32
Operator : MA/JU

Sample : 05379-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 unknown22.553 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

22.553  4.02ng 168523 Chrysene-d12 22.036
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Deschloronornidulin, 2TMS deriva... 538 C25H32C1205Si2 1000480-55-4 14
2 Tibolone, bis(tert.-butyldimethy... 540 C33H5602S5i2 1000395-64-2 11
3 androsta--2,4,16-triene-3,6,17-t... 518 C28H5003Si3 1000383-31-8 10
4 4,4'-(3-0x0-1,3-dihydroisobenzof... 518 C28H3006Si2 1000468-72-9 9
5 5-Hydroxyisophthalamide, 5TMS 540 C23H48N203Si5 1000494-57-1 9

Abundance Scan 3262 (22.553 min): BG059783.D\data.ms (-3258) (- | m/z 73.10 100.00%
7’2

147.1
5000

%

281.1

429.0

340.8 540.f 22.50

m/z 147.05 62.32%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #342605: Deschloronornidulin, 2TMS derivative
73.0
523.0 ‘ :

5000
22.50

{ m/z 281.10  25.51%
bl

L) . 1610 2570 3230387.0447.0

‘\H\‘HH]HH‘\H\‘HH‘HH‘HH‘HH‘HH“HH‘HH‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #342960: Tibolone, bis(tert.-butyldimethylsilyl) derivative

%

73.0
I I
22.50
5000 m/z 221.60 20.11%
540.(
133.0191.0 ‘
15.04 4 bk 22505004000 2710 |
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #340640: androsta--2,4,16-triene-3,6,17-triol, tri-TMS —— ‘
73.0 22.50
503.0 m/z 57.00 15.63%
5000
413.0
181.0
281.0
I WO TVWorwe- N R | .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG@59783.D

Acqg On : 21 Nov 2023 00:32
Operator : MA/JU

Sample : 05379-01

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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|
unknown18.523 18.523 3.6 ng 117815 4 17.712 661363 20.0
unknown22.553 22.553 4.0 ng 108523 5 22.036 539354 20.0
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