LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59774.D

Acqg On : 20 Nov 2023 18:27
Operator : MA/JU

Sample : 05311-01

Misc :

ALS vial : 8 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: BGO59774.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.826 406 415 423 rBV 381014 603290 27.29% 5.515%
2 7.453 684 692 700 rBvV 464978 705842 31.93% 6.453%
3 8.329 834 841 848 rBvV2 120084 205131 9.28% 1.875%
4 9.527 1036 1045 1055 rVB2 253687 463841 20.98% 4.240%
5 11.178 1320 1326 1333 rVB 201423 354073 16.02%  3.237%

6 13.581 1728 1735 1741 rVB 869699 1325478 59.96% 12.117%
7 13.781 1765 1769 1775 rVB5 19505 38134 1.73% ©0.349%
8 14.962 1964 1970 1976 rVB 332069 493817 22.34% 4.514%
9 16.443 2216 2222 2233 rBV 762068 1161365 52.54% 10.617%
10 17.712 2432 2438 2443 rBV 396474 597251 27.02% 5.460%

11 17.753 2443 2445 2450 rVB 46801 57456 2.60% ©.525%
12 18.522 2568 2576 2582 rBV5 52367 104415 4.72%  0.955%
13 18.622 2590 2593 2598 rVB4 21428 31885 1.44% 0.291%
14 18.758 2614 2616 2622 rBV7 22468 43776 1.98% ©.400%
15 19.463 2733 2736 2742 rVB7 44149 65678 2.97% ©.600%
16 19.745 2778 2784 2788 rVW 169687 241008 10.90%  2.203%
17 19.886 2804 2808 2813 rBV8 18581 45768 2.07% 0.418%
18 19.991 2824 2826 2832 rVB7 17997 25753 1.17% ©.235%
19 20.068 2835 2839 2842 rVV5 29660 44564 2.02% 0.407%
20 20.109 2842 2846 2851 rVB 188005 261959 11.85%  2.395%

21 20.285 2870 2876 2882 rBV 1797624 2210467 100.00% 20.207%

22 20.420 2894 2899 2906 rBV 27440 76121 3.44% 0.696%
23 20.585 2926 2927 2931 rVB4 32169 24634 1.11% 0.225%
24 21.572 3092 3095 3101 rVB6 93109 145149 6.57% 1.327%
25 21.619 3101 3103 3109 rBV7 19826 29984 1.36% 0.274%
26 22.036 3166 3174 3180 rBV3 298474 661247 29.91% 6.045%
27 22.089 3180 3183 3188 rVB 77741 114499 5.18% 1.047%
28 24.216 3540 3545 3547 rBVe6 20768 33622 1.52% 0.307%
29 24.457 3580 3586 3592 rBV3 50686 123436 5.58% 1.128%
30 25.279 3724 3726 3730 rVB4 29622 30063 1.36% 0.275%
31 25.444 3748 3754 3759 rBV6 37369 83601 3.78% 0.764%
32 25.614 3775 3783 3793 rVB2 161756 483395 21.87% 4.419%
33 31.507 4782 4786 4789 rBV6 14921 26185 1.18% 0.239%
34 32.224 4907 4908 4911 rBV3 28578 26024 1.18% 0.238%
Sum of corrected areas: 10938911
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59774.D

Acqg On : 20 Nov 2023 18:27
Operator : MA/JU

Sample : 05311-01

Misc

ALS vial : 8 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: BG059774.D\data.ms
1500000
1000000
500000 7.453
5.826
9.527 11.178
8.329
0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\
Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG059774.D\data.ms
20.285
1500000
1000000
13.581
16.443
500000
17.712
14.962 22.036
¢
21.572
20685 211619241089
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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: BG059774.D\data.ms
1500000
1000000
500000
25.614
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59774.D

Acqg On : 20 Nov 2023 18:27
Operator : MA/JU

Sample : 05311-01

Misc

ALS vial : 8 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 1 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.523 3.50 ng 104415  Phenanthrene-di10 17.712
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 78
2 n-Decanoic acid 172 C10H2002 000334-48-5 50
3 Tridecanoic acid 214 C13H2602 000638-53-9 49
4 Tetradecanoic acid 228 C14H2802 000544-63-8 47
5 Decanoic acid, silver(1+) salt 278 C1OH19Ag02 013126-67-5 43

Abundance Scan 2576 (18.522 min): BG059774.D\data.ms (-2568) (- | m/z 73.00 100.00%

73.0
5000 129.1 213.3
bl Pl " |

295.6 353.8 483.. 18.50
01 ‘W““H“m“‘h"WHH_HM m/z 60.10  91.24%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0
18.50
H 213.0 m/z 69.10 55.46%
O\\\i“‘“Ih‘\!‘l“\h}\l‘\\‘\‘\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #46962: n-Decanoic acid
60.0 M /M
MY WAV
18.50
5000 m/z 41.10 54.25%

129.0

LA

m/z--> 0 50 100 150 200 250 300 350 400 450 WL WLAAA MW)\!\
Abundance #92063: Tridecanoic acid It I

73.0 18.50

o

5000 129.0

ok &J MJHlelJ L‘21fu0 RJ%AWM

m/z--> 0 50 100 150 200 250 300 350 400 450 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59774.D

Acqg On : 20 Nov 2023 18:27
Operator : MA/JU

Sample : 05311-01

Misc

ALS vial : 8 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 unknown19.463 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.463 2.20 ng 65678  Phenanthrene-di0 17.712
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lanostan-3-o0l, (3.beta.)- 430 C30H540 004581-87-7 22
2 Acetic acid, 2-(4-propylphenoxy)... 341 C18H19N304 1000319-38-7 14
3 Acetic acid, 2-(4-propylphenoxy)... 341 C18H19N304 1000319-38-6 14
4 4-(2,4-Dinitrophenylazo)-N-(2,2,... 419 C15H10F5N504  1010224-92-9 8
5 1-(4-Nitrophenyl)-4-(3,4,5-trime... 401 C20H23N306 349116-90-1 2
Abundance Scan 2736 (19.463 min): BG059774.D\data.ms (-2733) (- | m/z 189.00 100.00%
189.0
83.1
341.1
5000 282.9 416.3 M Ju
ar N
As. 19.50
0 m/z 206.10 97.53%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #318380: Lanostan-3-ol, (3.beta.)-
206.0
275.0
43.0
5000 134.0 1950
|‘ 430.0 m/z 83.10 80.85%
ol .HM}M ‘"‘M‘I ‘“l‘\m‘ dJ m‘m‘l \‘m‘.“ “\ JH‘ b L !\ T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #249608: Acetic acid, 2-(4-propylphenoxy)-, N'-[(3-nitrop
206.0 1\
341.0 1
19.50
5000 107.0 m/z 191.10  79.43%
\ M 281. 0{
0 ‘umk"‘l_lhﬁu‘m‘ uu‘WH,H\H_HWH‘,mwm_
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #249606: Acetic acid, 2-(4-propylphenoxy)-, N'-[(3-nitrop
206.0 19.50
341.0 .
m/z 67.00 79.08%
107.0
5000
ATOTAI il
m/z--> 50 100 150 200 250 300 350 400 450 500 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59774.D

Acqg On : 20 Nov 2023 18:27
Operator : MA/JU

Sample : 05311-01

Misc

ALS vial : 8 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 3 2-[3-Pyridyl]methylene-3-qu... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.420 2.30 ng 76121  Chrysene-d12 22.036
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-[3-Pyridyl]methylene-3-quinucl... 216 C13H16N20 273748-56-4 62
2 6H-Thiazolo[5,4-e]indole, 2,7,8-... 216 C12H12N2S 1000338-32-0 62
3 3-Trifluoromethylcinnamic acid 216 C1OH7F302 000779-89-5 58
4 Benzoic acid, 3-(3,5-dimethyl-1-... 216 C12H12N202 312531-88-7 58
5 4H-Thiazolo[5,4-b]indole, 2,5,7-... 216 C12H12N2S 1010304-43-7 43
Abundance Scan 2899 (20.420 min): BG059774.D\data.ms (-2894) (- | m/z 216.10 100.00%
216.1
5000
147.1
77.0
1203301 404.2 450 g 539. 20.50
0! m/z 215.05 78.57%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #94320: 2-[3-Pyridyllmethylene-3-quinuclidinol
216.0
5000
410 1180 20.50
m/z 189.20 28.65%
O TT 'H“lhlllh“lhlh‘l\ 0""‘\ i\h\‘\u’ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ LI ‘ LI ’
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #94070: 6H-Thiazolo[5,4-e]indole, 2,7,8-trimethyl-
216.0 l
—H—
20.50
5000 ITI/Z 221.00 24.08%
420 108.0
NIV O U
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #93694: 3-Trifluoromethylcinnamic acid —
216.0 20.50
m/z 174.30 23.69%
91.0 l ‘
m/z--> 50 100 150 200 250 300 350 400 450 500 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59774.D

Acqg On : 20 Nov 2023 18:27
Operator : MA/JU

Sample : 05311-01

Misc

ALS vial : 8 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 unknown21.572 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.572 4.39 ng 145149  Chrysene-di12 22.036
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanemethanamine, 2-amino- 114 C6H14N2 021544-02-5 42
2 1,22-Docosanediol 342 C22H4602 022513-81-1 38
3 Hexadecanoic acid, 2-hydroxy-, m... 286 C17H3403 016742-51-1 32
4 Methyl 2-hydroxydodecanoate 230 C13H2603 051067-85-7 32
5 Iron, monocarbonyl-1,5-cycloocta... 390 C19H26Fe05 1000152-15-0 12

Abundance Scan 3095 (21.572 min): BG059774.D\data.ms (-3092) (- | m/z 43.10 100.00%

9.

3

5000
125.0 234.0
LN
| 299-13 4417.5 507.8 2150
0t : m/z 97.05  95.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8360: Cyclopentanemethanamine, 2-amino-
30.0
7.0
5000 —— ‘
21.50
m/z 57.16  90.90%
0‘”"""“!"’
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #251504: 1,22-Docosanediol
55.0
LN
21.50
5000 ITI/Z 55.10 74 .48%

il ”TT’"’ 2220 2060
| | | || |

m/z--> (5 5’0 160 1é0 260 2..130 360 3.."")0 460 45‘0 560 |
Abundance #181690: Hexadecanoic acid, 2-hydroxy-, methyl ester e
55.0 21.50
m/z 69.15 73.76%

o

3

5000

r

\M“M?](‘) 227.0286.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112023\
Data File : BG®59774.D

Acqg On : 20 Nov 2023 18:27
Operator : MA/JU

Sample : 05311-01

Misc

ALS vial : 8 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 ... 18.523 3.5 ng 104415 4 17.712 597251 20.0
unknown19.463 19.463 2.2 ng 65678 4 17.712 597251 20.0
2-[3-Pyridyl]lme... 20.420 2.3 ng 76121 5 22.036 661247 20.0
unknown21.572 21.572 4.4 ng 145149 5 22.036 661247 20.0
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