LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59776.D

Acqg On : 20 Nov 2023 19:48
Operator : MA/JU

Sample : 05356-01

Misc :

ALS Vvial : 10 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: BGO59776.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.825 408 415 422 rBV 474369 744787 31.61% 5.231%
2 7.453 684 692 699 rBv 579042 974460 41.35% 6.844%
3 8.334 835 842 848 rBvV2 149834 256642 10.89%  1.803%
4 9.527 1037 1045 1052 rBV 371781 656168 27.85% 4.609%
5 11.178 1319 1326 1333 rBV 214481 375139 15.92%  2.635%
6 13.581 1729 1735 1741 rVB 1015026 1493047 63.36% 10.487%
7 13.781 1765 1769 1775 rVB5 17476 31524 1.34% 0.221%
8 14.962 1964 1970 1977 rBV 311204 479006 20.33%  3.364%
9 15.026 1977 1981 1985 rVB3 25242 40793 1.73% 0.287%
10 16.002 2144 2147 2156 rVB3 26008 47259 2.01% 0.332%
11 16.296 2188 2197 2199 rVB8 11666 29782 1.26% 0.209%
12 16.442 2216 2222 2230 rBV 907343 1375982 58.39% 9.665%
13 17.147 2338 2342 2346 rBV7 13975 23813 1.01% 0.167%
14 17.330 2369 2373 2376 rBV5 22761 38145 1.62% 0.268%
15 17.712 2432 2438 2442 rBV2 390582 600711 25.49% 4.219%
16 17.753 2442 2445 2451 rVB 186302 263455 11.18% 1.850%
17 17.841 2457 2460 2467 rVB3 30452 49710 2.11% ©0.349%
18 18.017 2486 2490 2493 rBvV4 37547 47392 2.01% ©.333%
19 18.111 2503 2506 2512 rVB7 28132 35503 1.51% 0.249%
20 18.405 2552 2556 2563 rVB9 25596 56952 2.42% 0.400%
21 18.528 2572 2577 2582 rBV2 168154 233517 9.91% 1.640%
22 18.628 2590 2594 2597 rVB4 32205 46902 1.99% 0.329%
23 18.775 2612 2619 2622 rBV7 34694 73463 3.12% 0.516%
24 18.939 2644 2647 2650 rVB3 37669 43866 1.86% ©0.308%
25 19.116 2674 2677 2683 rBv8 25225 39704 1.68% 0.279%
26 19.421 2726 2729 2730 rBV3 23586 23840 1.01% 0.167%
27 19.462 2733 2736 2739 rBvV4 32075 44416 1.88% 0.312%
28 19.633 2758 2765 2768 rBV9 37074 79072  3.36% ©.555%
29 19.744 2778 2784 2788 rBV 283408 392199 16.64% 2.755%
30 19.786 2788 2791 2798 rVB7 57717 88355 3.75% 0.621%
31 19.962 2818 2821 2824 rVB5 52923 54181 2.30% 0.381%
32 20.068 2835 2839 2842 rBV5 55269 80203 3.40% 0.563%
33 20.109 2842 2846 2850 rVV 208150 290496 12.33%  2.040%
34 20.162 2853 2855 2860 rVB6 29228 32507 1.38% 0.228%

35 20.285 2870 2876 2885 rBV 1884992 2356419 100.00% 16.551%
36 20.949 2984 2989 2990 rBV3 269143 387804 16.46%  2.724%

8270-BG111623.M Tue Nov 21 ©3:56:22 2023 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59776.D

Acqg On : 20 Nov 2023 19:48
Operator : MA/JU

Sample : 05356-01

Misc :

ALS Vvial : 10 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

37 21.049 3003 3006 3013 rVB9 35763 54571  2.32% 0.383%
38 21.378 3060 3062 3066 rVB5 35816 44788 1.90% ©0.315%
39 21.578 3093 3096 3102 rVBS8 64753 89949 3.82% 0.632%
40 21.748 3121 3125 3127 rBV5 27261 40493 1.72% 0.284%

41 22.036 3167 3174 3179 rVV3 289332 583015 24.74%  4.095%
42 22.089 3179 3183 3188 rVB2 75752 126930 5.39% 0.892%
43 22.559 3258 3263 3270 rBV2 66526 116137 4.93% 0.816%
44 23.452 3412 3415 3425 rVB1le 59436 145092 6.16% 1.019%
45 23.599 3436 3440 3442 rBV5 89734 127209 5.40% ©.893%

46 24.457 3581 3586 3592 rBV7 67681 181045 7.68% 1.272%
47 25.620 3776 3784 3793 rVB2 159225 466884 19.81%  3.279%
48 25.861 3817 3825 3829 rBVl1ie 63615 160379 6.81% 1.126%

49 27.177 4047 4049 4054 rVB6 34545 41985 1.78% 0.295%

50 27.330 4072 4075 4077 rBV4 27966 36543 1.55% 0.257%

51 27.482 4097 4101 4102 rBV4 43068 54897 2.33% 0.386%

52 27.905 4170 4173 4174 rBV3 23999 28144 1.19% 0.198%

53 29.415 4428 4430 4432 rBV3 24143 24172 1.03% 0.170%

54 32.494 4952 4954 4957 rBV4 20391 28016 1.19% 0.197%
Sum of corrected areas: 14237463
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59776.D

Acqg On : 20 Nov 2023 19:48
Operator : MA/JU

Sample : 05356-01

Misc

ALS Vvial : 10 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: BG059776.D\data.ms

1500000

1000000

7.453

5.825
500000 9527

8.334 11.178

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\‘\\\\‘\\\\\

Time--> 350 4.00 450 500 550 6.00 650 700 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG059776.D\data.ms

20.285

1500000

13.581
1000000 16.442

500000
14.962

3.781 15,026

R e R e e e e e e

Time--> 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 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG059776.D\data.ms

1500000
1000000

500000

2B e 25.620
WMM >.501 272923348 %7.905 29.41 32.49.

0‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

. 20
: MA
: 05
. 10

hod
le

ry

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
BGO59776.D

Nov 2023 19:48
/3U
356-01

Sample Multiplier: 1

: C:\Database\NIST20.L

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

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 1 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.528  7.77ng 233517  Phenanthrene-dio 17.712
Hit# of 5 Tentative ID MW MolForm CASH# Qual
I n-Hexadecanoic acid 256 Cl6H3202 000057-10-3 78
2 Tetradecanoic acid 228 C14H2802 000544-63-8 47

000638-53-9 45
029926-41-8 38
005963-14-4 38

3 Tridecanoic acid 214 C13H2602
4 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS
5 8-Methylnonanoic acid 172 C10H2002

Abundance Scan 2577 (18.528 min): BG059776.D\data.ms (-2572) (-
73.0

m/z 73.00 100.00%

-

5000 213.2
18.50
, 453.4 520,
ol i 7533303 %229 w/z 69.05 64.38%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143508: n-Hexadecanoic acid
43.0 256.0
5000 Sl :
129.0 18.50
m/z 54.95 59.95%
\

0‘\\\1“ T‘“J“%M!“T‘\\Rl-“
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #109279: Tetradecanoic acid
73.0

18.50
5000 m/z 41.10  58.49%
185.0
sl Lo
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #92068: Tridecanoic acid T ‘
73.0 18.50
m/z 43.10 50.16%
5000
% 2140
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59776.D

Acqg On : 20 Nov 2023 19:48
Operator : MA/JU

Sample : 05356-01

Misc

ALS Vvial : 10 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 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 2 6H-Cyclobuta[jk]phenanthrene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
18.775 2.45 ng 73463  Phenanthrene-d1e 17.712
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6H-Cyclobuta[jk]phenanthrene 196 C15H10 083469-43-6 52
2 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 50
3 1H-Pyrazole-4-carboxaldehyde, 1-... 190 C1OH7FN20 1000338-05-6 49
4 3-(Trifluoromethoxy)benzaldehyde 190 C8H5F302 052771-21-8 47
5 2-Chloro-4,6-difluoroaniline, N,... 191 C8H8C1F2N 943830-85-1 43

Abundance Scan 2619 (18.775 min): BG059776.D\data.ms (-2612) (- m/z 189.00 100.00%
189.0
5000
1171
57.2 246.8 3173375 4458  543. 18.50 19.00
01 m/z 190.10 91.19%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
5000
18.50 19.00
94}'0 m/z 191.00  52.24%
0\\\‘\\\‘\‘\\\\‘\‘\\"\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
18.50 19.00
5000 m/z 192.1@  29.08%
94.0
031-°J}1,,
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #64423: 1H-Pyrazole-4-carboxaldehyde, 1-(4-fluorophen
190.0 18.50 19.00
m/z 188.00 22.80%
95.0
5000
38. ‘
m/z--> 50 100 150 200 250 300 350 400 450 500 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59776.D

Acqg On : 20 Nov 2023 19:48
Operator : MA/JU

Sample : 05356-01

Misc

ALS Vvial : 10 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 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 3 unknownl9.633 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
19.633 2.63 ng 79072  Phenanthrene-d1e 17.712
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 (3-Ethyl-4-methyl-2-oxo-2H-1-ben... 276 C14H16N204 1000442-14-1 14

2 2-Propenoic acid, 3-(4-nitrophen... 221
3 Trapidil 205
4 Pyrido[2,3-d]pyrimidine-4(3H)-on... 176
5 Benzofurane-2-carboxamide, 3-amino- 176

C11H11NO4
C10H15N5
C8H8N40
C9H8N202

000953-26-4 14
015421-84-8 11
049739-04-0 11
054802-10-7 11

Abundance Scan 2765 (19.633 min): BG059776.D\data.ms (-2758) (- | m/z 176.05 100.00%

176.1
5000 74
320.7
260.1 4170 5052

0 m/z 204.00  87.16%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #168237: (3-Ethyl-4-methyl-2-oxo-2H-1-benzopyran-7-ylc
204.0
5000 115.0

276.0 19.50 20.00
m/z 183.10  56.70%

b
0‘\\\\““‘\L‘\“”\'l“m‘\m\n\\\”nw\\\‘H\"L‘”\\ T ‘\‘\\\‘\\H‘\\\\‘\\\\‘H\\‘\\H‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #99916: 2-Propenoic acid, 3-(4-nitrophenyl)-, ethyl ester
176.0
19.50 20.00
5000 m/z 74.10 50.91%
102.0
29.0 }
O‘waﬁm“ﬁﬁhuﬁhwau‘H‘W‘H‘“‘H,H‘W‘H‘_‘H‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #81129: Trapidil
176.0 19.50 20.00
m/z 202.00 48.11%
5000 109.0
29.0 ’
ob e A S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59776.D

Acqg On : 20 Nov 2023 19:48
Operator : MA/JU

Sample : 05356-01

Misc

ALS Vvial : 10 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 4 9-Octadecenamide, (Z)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.949 13.30 ng 387804  Chrysene-d12 22.036
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 66
2 9-Octadecenamide 281 C18H35NO 003322-62-1 41
3 Pentanamide, 4-methyl- 115 C6H13NO 001119-29-5 38
4 N-Formyl-.alpha.-alanine 159 C7H13NO3 1000222-03-5 27
5 1-(4-ethoxyphenyl)-N-ethylpropan... 207 C13H21NO 1000455-82-7 27
Abundance Scan 2989 (20.949 min): BG059776.D\data.ms (-2984) (- | m/z 72.05 100.00%
72.0
5000 J\J\
140.2 208.1264.3 21.00
o,mh‘ 'H\”“mwt o «“ﬁz;?‘?”“,‘1‘2‘??”4‘9?9” m/z 59.10 88.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #174777: 9-Octadecenamide, (Z)-
59.0
5000 o ﬁ”
2100
126.0 41.10  61.79%
0" H\\\m\“ul\‘“f‘l\‘qf‘\1f8f41.]0f\\H‘Z\l\s\ﬂ\‘o\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #174772: 9-Octadecenamide
59.0
2100
5000 m/z 44.10 50.00%
170 mmozmno
obe L WSR2 000
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8845: Pentanamide, 4-methyl- A e e e e e
59.0 21.00
67.10  48.26%
- WM
O 180
mlz--> 0 50 100 150 200 250 300 350 400 450 500 2100
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59776.D

Acqg On : 20 Nov 2023 19:48
Operator : MA/JU

Sample : 05356-01

Misc

ALS Vvial : 10 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 5 unknown21.578 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.578 3.09 ng 89949  Chrysene-d12 22.036
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indeno[2,1-a]indene-5,10-dione, ... 234 C16H1002 050703-54-3 46
2 Thiazol-2-amine, 4-(1-adamantyl)- 234 C13H18N2S 019735-74-1 46
3 Phosphinothioic acid, diphenyl- 234 C12H110PS 014278-72-9 46
4 2-Phenyl-6,7-dimethylquinoxaline 234 C16H14N2 071897-07-9 46
5 3-Nitroaniline, N-trifluoroacetyl- 234 C8H5F3N203 025080-83-5 46
Abundance Scan 3096 (21.578 min): BG059776.D\data.ms (-3093) (- | m/z 69.10 100.00%
69.1 234.1
5000
165.1 304.1
T \
403.3 474.5 545.1 21.50
0 m/z 234.05 86.75%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #116282: Indeno[2,1-alindene-5,10-dione, 4b,9b-dihydro-
234.0
5000
21.50
760 .60 m/z 55.10 62.67%
O'l'll‘”““"“|
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #115905: Thiazol-2-amine, 4-(1-adamantyl)-
234.0
L \
21.50
5000 m/z 41.10 42.82%
177.0
41.0
13.
0“‘mwwml\ﬂﬂﬂfuhtP‘HHM,"“‘H“““W“““H“““‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #115668: Phosphinothioic acid, diphenyl- — ‘
234.0 21.50
m/z 43.10 42.14%
0001 470 1250 MWMMWW\/W
) 6 5 R S
miz--> 50 100 150 200 250 300 350 400 450 500 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG@59776.D

Acqg On : 20 Nov 2023 19:48

Operator : MA/JU

Sample : 05356-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.M
: 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 unknown22.559 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
22.559 3.98 ng 116137  Chrysene-di12 22.036
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 47
2 5-0-Methylnaringenin, 2TMS deriv... 430 C22H3005Si2 1000488-69-0 11
3 Silanamine, N-[2,6-dimethyl-4-[(... 281 C14H27NOSi2 072088-09-6 11
4 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 11
5 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 10

Abundance Scan 3263 (22.559 min): BG059776.D\data.ms (-3258) (- m/z 72.95 100.00%
73.0
147.0
5000
T T
I ‘ J 22.50
0 b el m/z 147.00  69.24%
m/z--> 50 100 150200 250 300 350400450 500 550 600 650
Abundance #348531: Cyclononasiloxane, octadecamethyl-
73.0 429.0
147.0
5000 221.0 355.0 — :
22.50
m/z 221.10 54.26%
0 l“”“m%rljlujh wm\wu???‘\o\‘\??‘?\.\(
m/z--> 50 100 150200 250 300 350400450 500 550 600 650
Abundance #318012: 5-O-Methylnaringenin, 2TMS derivative
1
73.0 238.0 430.0
e
22.50
5000 m/z 41.10  47.84%
151. L 311.0 d
0‘HJH\NWWJNPJ‘AAMW‘H‘mkuMHMWH‘_‘H‘H‘W‘H‘M‘H_‘
m/z--> 50 100 150200 250 300 350400450 500 550 600 650
Abundance #174346: Silanamine, N-[2,6-dimethyl-4-[(trimethylsilyl)ox e ‘
73.0 22.50
281.0 m/z 57.05  28.46%
5000
179.0
m/z--> 50 100 150200250 300 350400450 500 550 600 650 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59776.D

Acqg On : 20 Nov 2023 19:48
Operator : MA/JU

Sample : 05356-01

Misc

ALS Vvial : 10 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 7 unknown23.452 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

23.452 498 ng 145092 Chrysene-d12 22.036

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 36
2 3-Trimethylsilyloxystearic acid,... 444 C24H5203Si2 1000079-42-6 28
3 (4-Chloro-phenyl)-urea, bis(tert... 398 C19H35CIN20Si2 1000385-82-2 27
4 2,2,2-Trifluoro-N-{2-hydroxy-3-[... 498 C16H32F6N203Si3 1000475-04-0 25
5 D-Xylulose, tetrakis(trimethylsi... 633 C24H44F5NO5Si4 1000394-61-3 23

Abundance Scan 3415 (23.452 min): BG059776.D\data.ms (-3412) (+ | m/z 147.15 100.00%

o

147.2
730 221.1
5000
357.0428.9
—
N 546.3 23.50
ol ik m/z 73.00  65.24%
m/z--> 0 50 100 150200250300 350400450500550600650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0221.0 429.0
355.0
5000 TT T
23.50
m/z 221.10 59.70%
0""!’!’651-'
m/z--> 0 50 100 150200250300 350400450500550600650
Abundance #323680: 3-Trimethylsilyloxystearic acid, trimethylsilyl est
73.0
—r
23.50
5000 147.0 233.0 m/z 71.10 39.86%
313.0 429.0
ud‘hwwwm Ll .

e e e e e e e

m/z--> 0 50 100 150200250300 350400450500550600650
Abundance #300660: (4-Chloro-phenyl)-urea, bis(tert-butyldimethylsil

T
23.50

147.0 341.0
73.0 m/z 149.05 38.97%
h WMMJ
ootz | o
m/z--> 0 50 100150200250300350400450500550600650 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59776.D

Acqg On : 20 Nov 2023 19:48
Operator : MA/JU

Sample : 05356-01

Misc

ALS Vvial : 10 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 8 Octadecanamide Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.599 4.36 ng 127209  Chrysene-di12 22.036
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 81
2 Octadecanamide 283 C18H37NO 000124-26-5 74
3 Palmitoleamide 253 C16H31NO 106010-22-4 74
4 Nonadecanamide 297 C19H39NO 058185-32-3 50
5 Behenic amide 339 C22H45NO 003061-75-4 49

Abundance Scan 3440 (23.599 min): BG059776.D\data.ms (-3436) (- | m/z 59.05 100.00%

59.
5000
1272 a0

w - 89396.2 4770535, 23.50 24.00
. 72.10  94.50%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #174776: 9-Octadecenamide, (Z)-
59.0
5000

23.50 24.00
m/z 57.10 74.58%

‘ 1260 281.0
\\\\“ ‘\\J\““\'“H\"‘\A“\hl‘J\\\\‘l\\lo\?’\l\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #177477: Octadecanamide

59.0

—
23.50 24.00

o
3
~
N

o

5000 m/z 55.10  66.33%
128.0 284.0
0‘“51850,* WWWW
m/z--> 100 150 200 250 300 350 400 450 500
Abundance #139496: Palmitoleamide T —
59.0 23.50 24.00

m/z 69.15 51.31%

- M«MM\MW
L0 ragozs00

ol :J'H‘“«“‘MmWm,mH_m_mwH_m_m‘ — —

m/z--> 50 100 150 200 250 300 350 400 450 500 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59776.D

Acqg On : 20 Nov 2023 19:48
Operator : MA/JU

Sample : 05356-01

Misc

ALS Vvial : 10 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 9 unknown25.861 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
25.861  6.87ng 160379 Perylene-di2 25.626
Hit# of 5 Tentative ID MW MolForm CASH# Qual
"1 Heptasiloxane, hexadecamethyl- 532 C16HAS06Si7  000541-01-5 38

2 N-[4-(Aminosulfonyl)phenyl]propa... 444 C18H36N203SSi3 1000500-82-8 32
3 3-Hydroxy-4-octyl-5-oxooxolane-2... 518 C23H4607Si3 1000503-31-2 22
4 Trimethylsilyl [2-(4-chloropheny... 401 C20H20CINO2SSi 1000408-26-6 22
5 [(5-Fluoro-1H-indol-2-yl)methyl]... 322 C16H27FN2Si2  1000504-51-1 20

Abundance Scan 3825 (25.861 min): BG059776.D\data.ms (-3817) (- m/z 73.10 100.00%
73.1
147.0
2211
5000
P P
‘ ‘ 282.0341.1 4291 70543, | 2550 26.00
0brs js“u ‘m‘“J\I .‘]‘\“HL\.“.IM‘“ i \“ dl ‘mu‘uJ‘\ m H'lﬂ“m\\ndu ‘\H byt \‘I i Lu‘ b a1 m/z 147.00 71.00%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #342012: Heptasiloxane, hexadecamethyl-
221.0
73.0
5000 147.0 T L
281.0 341.0 25.50 26.00
m/z 221.10 57.34%
0 L i bl 1 J \ } L 42\90 517.0
\\\‘1\\\[\11\‘\!\!‘\ \\‘\\f\‘\\\\’\f\\‘\\\\’\\\\‘\1\\’\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #323499: N-[4-(Aminosulfonyl)phenyl]propanamide, 3TM
147.0
F S
25.50 26.00
5000/ 730 4290 m/z 149.00  29.10%
0 L b dh \ #110 0267 0 3550
B B B L
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #340574: 3-Hydroxy-4-octyl-5-oxooxolane-2,3-dicarboxyl — e
73.0 25.50 26.00
147.0 m/z 57.10 19.74%
5000 401.0
503.0
| 2270 3290
0 HMWA“_‘QW“‘w‘vuq‘H“H‘&ﬂu‘wh‘u,‘m‘ﬂu“,‘ — —r
m/z--> 50 100 150 200 250 300 350 400 450 500 25.50 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59776.D

Acqg On : 20 Nov 2023 19:48
Operator : MA/JU

Sample : 05356-01

Misc

ALS Vvial : 10 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 10 1,1,1,3,3,5,5,7,7,9,9,11,11... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

27.482  2.350ng s4897 Perylene-dl2 25.626
Hit# of 5 Tentative ID MW MolForm CASH# Qual

11,1,1,3,3,5,5,7,7,9,9,11,11,13,1... 754 C22H6609511@ ©0B556-70-7 53
2 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002SSi2 006398-62-5 50
3 2-Amino-4,6-dimethylnicotinonitrile 147 C8H9N3 005468-34-8 27
4 But-2-enoic acid, 2-hydroxy-4-ox... 359 C17H14BrNO3 1000310-69-6 27
5 N-(Hydroxymethyl)-2-methylprop-2... 259 C11H25N02Si2  1000511-32-1 27

Abundance Scan 4101 (27.482 min): BG059776.D\data.ms (-4097) (- | m/z 147.05 100.00%
1471

5000
55.

-

——
465.3549.2 27.50
m/z 73.20 66.01%

0,
m/z--> 0 100 200 300 400 500 600 700
Abundance #349824:1,1,1,3,3,5,5,7,7,9,9,11,11,13,13,15,15,17,17,1
221.0

5

73.0

5000 L
369.0 27.50

m/z 221.10  57.99%

459.0 739.1

0‘\\1\‘1\r\L‘ \\Mir“*Lr%“\‘r‘?\‘\\\\‘\\\\’\\\
m/z--> 0 100 200 300 400 500 600 700

Abundance #119063: Mercaptoacetic acid, 2TMS derivative

-

147.0
7
27.50
5000 m/z 69.10 34.42%
S | aeo
0ttt o e e e e
m/z--> 0 100 200 300 400 500 600 700
Abundance #26051: 2-Amino-4,6-dimethylnicotinonitrile —
147.0 27.50
m/z 55.15 29.17%
66101
o by i i i p —
m/z--> 0 100 200 300 400 500 600 700 27.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59776.D

Acqg On : 20 Nov 2023 19:48
Operator : MA/JU

Sample : 05356-01

Misc

ALS Vvial : 10 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|
n-Hexadecanoic ... 18.528 7.8 ng 233517 4 17.712 600711 20.0
6H-Cyclobuta[jk... 18.775 2.5 ng 73463 4 17.712 600711 20.0
unknown19.633 19.633 2.6 ng 79072 4 17.712 600711 20.0
9-Octadecenamid... 20.949 13.3 ng 387804 5 22.036 583015 20.0
unknown21.578 21.578 3.1 ng 89949 5 22.036 583015 20.0
unknown22.559 22.559 4.0 ng 116137 5 22.036 583015 20.0
unknown23.452 23.452 5.0 ng 145092 5 22.036 583015 20.0
Octadecanamide 23.599 4.4 ng 127209 5 22.036 583015 20.0
unknown25.861 25.861 6.9 ng 160379 6 25.626 466884 20.0
1,1,1,3,3,5,5,7... 27.482 2.4 ng 54897 6 25.626 466884 20.0
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