LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42524\
Data File : BGO61039.D

Acqg On : 25 Apr 2024 15:58
Operator : MA/JU

Sample : P2261-01

Misc :

ALS vial : 9 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-BG042024 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO61039.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.17e 25 31 39 rvB2 34202 65253 3.39% 0.608%
2 3.687 114 119 128 rBV 58628 92004 4.78% 0.857%
3 5.537 426 434 441 rBV 572949 907905 47.12% 8.453%
4 6.942 662 673 680 rBV4 10226 25960 1.35% 0.242%
5 7.118 695 703 712 rBV 517112 896372 46.52%  8.346%

6 7.940 835 843 850 rBV 103696 176224 9.15% 1
7 9.098 1033 1040 1047 rVB 333098 572486 29.71% 5
8 10.737 1310 1319 1325 rBV 135922 246520 12.79%  2.295%
9 11.472 1438 1444 1449 rBV2 23274 39608 2.06% ©
10 13.193 1730 1737 1745 rBV 840428 1278131 66.34% 11.

11 14.568 1961 1971 1978 rBV 222581 348010 18.06%  3.240%
12 14.774 1998 2006 2007 rBV 157056 183849 9.54% 1.712%
13 16.060 2219 2225 2233 rBV 906176 1355789 70.37% 12.623%

14 16.319 2259 2269 2274 rBV8 18557 48694  2.53% 0.453%
15 16.401 2280 2283 2289 rBv4 11708 20907 1.09% ©.195%
16 16.466 2290 2294 2299 rVV6 13186 23826 1.24% 0.222%
17 16.530 2299 2305 2309 rVV8 11097 21561 1.12% 0.201%
18 16.789 2344 2349 2353 rBV5 11022 20655 1.07% ©.192%
19 17.136 2406 2408 2413 rVB4 14474 20469 1.06% 0.191%
20 17.318 2433 2439 2444 rBV 284795 429218 22.28% 3.996%
21 17.359 2444 2446 2453 rVB 34202 43138 2.24%  ©.402%
22 17.453 2458 2462 2466 rVB 14193 24298 1.26% 0.226%
23 18.217 2588 2592 2601 rVB3 67345 115816 6.01% 1.078%
24 18.387 2619 2621 2626 rVB 20863 26567 1.38% ©.247%
25 18.610 2657 2659 2666 rVB8 14875 22884 1.19% 0.213%
26 18.804 2687 2692 2695 rBV6 31579 50193 2.61% 0.467%
27 19.374 2784 2789 2794 rBV 160073 224042 11.63% 2.086%
28 19.433 2796 2799 2803 rVV3 40791 46685 2.42%  ©.435%
29 19.733 2842 2850 2858 rBV 179474 322436 16.73%  3.002%

30 19.938 2880 2885 2897 rVB 1455307 1926753 100.00% 17.939%

31 20.156 2919 2922 2926 rVB 39683 44089  2.29% 0.410%
32 20.232 2932 2935 2939 rVB2 35313 46348 2.41% 0.432%
33 21.254 3105 3109 3115 rVB4 60145 105521 5.48% ©.982%
34 21.577 3157 3164 3169 rBV2 326446 650141 33.74% 6.053%
35 24.709 3690 3697 3705 rBV2 109255 318340 16.52% 2.964%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042524\
Data File : BGO61039.D

Acqg On : 25 Apr 2024 15:58
Operator : MA/JU

Sample . P2261-01

Misc

ALS vial : 9 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-BG042024 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 10740692
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42524\
Data File : BGO61039.D

Acqg On : 25 Apr 2024 15:58
Operator : MA/JU

Sample . P2261-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG061039.D\data.ms

1400000
1200000
1000000

800000

5.537
600000 7118

400000 9.098

200000 10.737

7.940
3.170 3687 6.94 fL 11.472

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ L B L L L L O I I B O

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG061039.D\data.ms

19.938
1400000

1200000

1000000 16.060

13.193
800000

600000

21.577

400000 17.318

9.3749-733

J mmnmgky HLEQS .Zzam@m 19,433

e

Time--> 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 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG061039.D\data.ms

14.568

200000 4.774 21.254

01382

1400000
1200000
1000000
800000
600000

400000
24.709

O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42524\
Data File : BGO61039.D

Acqg On : 25 Apr 2024 15:58
Operator : MA/JU

Sample . P2261-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042024.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.170 7.41 ng 65253 1,4-Dichlorobenzene-d4 7.946

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 74
2 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 40
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 33
4 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 25
5 Butanoic acid, 2-hydroxy-2-methy... 132 C6H1203 032793-34-3 23
Abundance  Scan 31 (3.170 min): BG061039.D\data.ms (-25) (-) m/z 73.10 100.00%
73.1
43.1
5000
— e
M ab0 132.9 320 340 3.60
H‘\H\‘\\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\‘\\‘\\\{.‘\\\\’HH’HH‘HH‘\‘\;\‘\ mz 43 19 67 050
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 LA L L B B B
55.0 3.20 3.40 3.60
+ m/z 55.00 A45.48%
H‘\H\‘\\\q“}\\\“‘\\\\‘\H\‘\\\\H\1\\‘\?%"(\)\H’HH’HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8502: 2-Methyl-5-hexen-3-ol
73.0
e A Ena
55.0 320 340 3.60
5000 m/z 87.10 25.84%
15.0 \\\
H_H‘_HW‘HWH‘WHH‘HH_‘H_H‘_HW‘HWH‘WHH‘HH_
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15768: 2,2,4-Trimethyl-3-pentanol —
73.0 3.20 3.40 3.60
m/z 41.00 21.85%
41.0 570
5000
150 m H 88.0
H_H‘_HW‘HWH‘WHH‘HHM‘HMH‘_HW‘HWH‘WHH‘HHM
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 320 340 3.6
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42524\
Data File : BGO61039.D

Acqg On : 25 Apr 2024 15:58
Operator : MA/JU

Sample . P2261-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042024.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 unknown3.687 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.687 10.44 ng 92004 1,4-Dichlorobenzene-d4 7.946

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 9

2 2-Hexanol 102 C6H140 000626-93-7 9

3 (2R,4R)-(-)-Pentanediol 104 C5H1202 042075-32-1 9
4 Hydrazine, (2-methoxyethyl)- 90 C3H10N20 003044-15-3 9

5 2,4-Pentanediol 104 C5H1202 000625-69-4 9
Abundance Scan 119 (3.687 min): BG061039.D\data.ms (-114) (-) m/z 45.00 100.00%

45.0
5000 A\

3.40 3.60 3.80 4.00
85.7 225.C o
TTT ‘ TTTT ‘ \ TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ L m Z 43 ee 22 29

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1083: Propylene Glycol
45.0

5000 R RN AR RN RN
3.40 3.60 3.80 4.00
m/z 61.00 5.57%
}3wMJMW“Z§RHWH‘WHHMH‘MHWH‘WHHM‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4958: 2-Hexanol
45.0
3. ‘40 3. t‘SO 3. ’80 4.60
5000 m z 44.00 5.20%
69.0
*;%9“WNHWMJH\ﬂ;%;g*w*www*w‘H*\H*w*H*M*
m/z--> 20 40 60 80 100 120 140 160 180 200 220 WWWW
Abundance #5389: (2R,4R)-(-)-Pentanediol e
45.0 3.40 3.60 3.80 4.00

m/z 42.00 3.64%

5000
71.0
150 | 1050
S i d030

m/z--> 20 40 60 80 100 120 140 160 180 200 220 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42524\
Data File : BGO61039.D

Acqg On : 25 Apr 2024 15:58
Operator : MA/JU

Sample . P2261-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042024.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 unknown6.942 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.942 2.95 ng 25960 1,4-Dichlorobenzene-d4 7.946

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 37
2 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 32
3 Benzene, propyl- 120 C9H12 000103-65-1 27
4 Octane, 2,5,6-trimethyl- 156 C1l1H24 062016-14-2 23
5 2,2,7,7-Tetramethyloctane 170 C12H26 001071-31-4 23

Abundance Scan 673 (6.942 min): BG061039.D\data.ms (-662) (-) m/z 57.00 100.00%

57.0
91.0
5000
39 120.0

‘ ‘ 6.60 6.80 7.00 7.20
\\\‘\\\\‘H\\\‘\‘\\\‘H\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\ mz 9106 65240

miz--> 20 60 80 100 120 140 160
Abundance #14598. Pentane, 2,2,3,4-tetramethyl-
57.0
5000 \\‘\\\\‘\\\\’MF\\M‘\\\\‘\

6.60 6.80 7.00 7.20
m/z 43.00 64.69%

29.0 ‘ 85.0
T ‘ \‘\‘\ T ‘ T \uﬂ‘ T \‘H\ T ‘ i‘\ T ‘ \1\1\3\-0‘\ T ‘ L ‘ L
m/z--> 20 40 60 80 100 120 140 160
Abundance #163251: Oxalic acid, isobutyl nonyl ester
57.0

6.60 6.80 7.00 7.20

5000 m/z 41.00 44.85%
29.0
85.0
L 1030 1260 1710
R e e S
m/z--> 20 40 60 80 100 120 140 160
Abundance #10700: Benzene, propyl- A RRaa T R
91.0 6.60 6.80 7.00 7.20

m/z 56.00 34.12%

5000

65.0 120.0

39.0 ‘
RN Y R Y Y i}

m/z--> 20 40 80 100 120 140 160 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42524\
Data File : BGO61039.D

Acqg On : 25 Apr 2024 15:58
Operator : MA/JU

Sample . P2261-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042024.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 1-Phenoxypropan-2-ol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.472 3.21 ng 39608 Naphthalene-d8 10.737
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 70
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 60
3 Acetic acid, phenyl ester 136 C8H802 000122-79-2 53
4 Butanoic acid, 4-phenoxy- 180 C10H1203 006303-58-8 53
5 Phenol 94 C6H60 000108-95-2 52
Abundance Scan 1444 (11.472 min): BG061039.D\data.ms (-1438) (- m/z 94.00 100.00%
94.0
5000
39.1 77.0 152.0 A
W |
SR ‘“‘M‘ “"Mu‘wt“h“““““w“ m/z 78.00  29.72%
miz--> 20 100 120 140
Abundance #30123 1- Phenoxypropan -2-0
94.0
5000 LN
11.50
39.0 7.0 1520 m/z 77.00  28.73%
5
m/z--> 100 120 140
Abundance #30139.l—PropanoLS—phenoxy—
94.0
NI O VY
11.50
5000 m/z 39.10 26.22%
77.0 152.0
m/z--> 20 100 120 140
Abundance #18727.Aceﬂcaad,phenyleﬁer
94.0 11.50
m/z 152.00  23.27%
5000
430 66.0 136.0
15.0 I JH
“““““““‘ “‘,“““““““““‘ —
m/z--> 20 100 120 140 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42524\
Data File : BGO61039.D

Acqg On : 25 Apr 2024 15:58
Operator : MA/JU

Sample . P2261-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042024.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 unknownl4.774 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.774 10.57 ng 183849  Acenaphthene-di10 14.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propionyloxytetradecane 270 C17H3402 1000245-62-7 14
2 2-Pentanol, 2-methyl-, acetate 144 C8H1602 034859-98-8 14
3 3-Tetradecanol acetate 256 C16H3202 051354-23-5 12
4 Pentadecane, 1-bromo- 290 C15H31Br 000629-72-1 10
5 5-Ethyl-3-nonanol 172 C11H240 019780-71-3 10
Abundance Scan 2006 (14.774 min): BG061039.D\data.ms (-1998) (- | m/z 43.00 100.00%
43.0
5000 A
971 1371 — I
69.1 14.50 15.00
L) | 17301972
el M‘W‘Mu_‘u“u‘_‘H‘H‘W‘H‘_‘H m/z 57.00  52.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #161176: 2-Propionyloxytetradecane
57.0
5000 rhens et
14.50 15.00
101.0 m/z 41.10 38.80%
196.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #24162: 2-Pentanol, 2-methyl-, acetate
43.0
e 5
14.50 15.00
5000 101.0 m/z 97.10 30.18%
129.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #143523: 3-Tetradecanol acetate s gty e
43.0 14.50 15.00
m/z 55.00  29.26%
5000
69.0 101.0
e 14250 16701950 5910 i) b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42524\
Data File : BGO61039.D

Acqg On : 25 Apr 2024 15:58
Operator : MA/JU

Sample . P2261-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042024.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 unknownl6.319 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.319 2.27 ng 48694  Phenanthrene-d10 17.318
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 3-methyl- 212 C15H32 018435-22-8 22
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 22
3 Tetradecane, 1-chloro- 232 C14H29C1 002425-54-9 16
4 Octadecane, 2-methyl- 268 C19H40 001560-88-9 14
5 Pentadecane, 2-methyl- 226 Cl6H34 001560-93-6 14
Abundance Scan 2269 (16.319 min): BG061039.D\data.ms (-2259) (- | m/z 57.05 100.00%
57.0
5000 KMMmAMKMMJ\MWMWWNW%WA
121.1
— ——
h ‘18‘3-2 2441 460. 16.00 16.50
M bl o T nyz 43.05  79.61%
mi/z--> 50 100 150 200 250 300 350 400 450
Abundance #90198: Tetradecane, 3-methyl-
57.0
5000 — ——
16.00 16.50
183.0 m/z 41.00 34.60%
‘ 13.0 '
\\h\‘\‘\Jl‘\h\“r‘\l\f‘“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #176403: Hexadecane, 2,6,10,14-tetramethyl-
57.0
— ——
16.00 16.50
5000 m/z 85.10 32.41%
113.0
183.0
T 0 a0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #113920: Tetradecane, 1-chloro-
57.0 16.00 16.50
m/z 55.00  29.49%
5000
| 05.0
1., 1610 2320 — S
m/z--> 50 100 150 200 250 300 350 400 450 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42524\
Data File : BGO61039.D

Acqg On : 25 Apr 2024 15:58
Operator : MA/JU

Sample . P2261-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042024.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.217 5.40 ng 115816  Phenanthrene-di10 17.318
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 58
3 Tetradecanoic acid 228 C14H2802 000544-63-8 56
4 n-Decanoic acid 172 C10H2002 000334-48-5 50
5 Undecanoic acid 186 C11H2202 000112-37-8 45

Abundance Scan 2592 (18.217 min): BG061039.D\data.ms (-2588) (- | m/z 43.10 100.00%

43.1
5000

326.2 388.

m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0

T T
18.00 18.50

m/z 60.00  83.29%

171.0213.0256.0

|
m/z--> 50 100 150 200 250 300 350

Abundance #92063: Tridecanoic acid
73.0
i s e T
18.00 18.50
5000 129.0 m/z 55.10 77 .49%
29. 171.0
‘ ‘ ‘ 214.0
\‘th“dh“‘\ {‘\H‘h} ‘\ ‘\“ h“ ‘ “‘ T e e e SO
m/z--> 50 100 150 200 250 300 350
Abundance #109280: Tetradecanoic acid —— —
73.0 18.00 18.50

m/z 57.00 74.89%

5000 1290 228.0
00, 185.0

‘ T
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42524\
Data File : BGO61039.D

Acqg On : 25 Apr 2024 15:58
Operator : MA/JU

Sample . P2261-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042024.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 Cyclopentanecarboxaldehyde,... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.804 2.34 ng 50193  Phenanthrene-d10 17.318
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanecarboxaldehyde, 2-me... 124 C8H120 1000154-24-0 84
2 (1S,4aS,4bs,7S,8aS,10aS)-7-Isopr... 262 C19H34 002221-95-6 53
3 Longifolenaldehyde 220 C15H240 019890-84-7 35
4 Ethanone, 1-(1,4-dimethyl-3-cycl... 152 C10H160 043219-68-7 25
5 4-Fluorobenzylamine, N-(2-fluoro... 219 C13H11F2N 1000310-47-7 25
Abundance Scan 2692 (18.804 min): BG061039.D\data.ms (-2687) (- | m/z 41.05 100.00%
41.0
109.1
1911
5000
262.3
— ——
‘ } 325, 440. 18.50 19.00
L “m‘”l“‘“\1”“‘\““ el m/z 109.05  79.86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #12103: Cyclopentanecarboxaldehyde, 2-methyl-3-methy
109.0
5000, 290 — ——
18.50 19.00
‘ m/z 55.05 75.63%
\‘\‘M}““\““!‘ ‘\“““ \h\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #151061: (1S,4aS,4bS,7S,8aS,10aS)-7-Isopropyl-1,4a-di
81.0
— ——
18.50 19.00
5000 163.0 p_— m/z 81.10 63.53%
gL L L
ot
m/z--> 50 100 150 200 250 300 350 400
Abundance #99184: Longifolenaldehyde — ——
95.0 18.50 19.00
m/z 95.10 55.76%
41.0
5000 205.0
9.0
| i N
m/z--> 50 100 150 200 250 300 350 400 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42524\
Data File : BG@61039.D

Acqg On : 25 Apr 2024 15:58

Operator : MA/JU

Sample . P2261-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042024 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
19.433 2.18 ng 46685 Phenanthrene-d10 17.318
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10,18-Bisnorabieta-5,7,9(10),11,... 238 C18H22 006566-19-4 93
2 1,3-Diethyl-5-(1-phenylethyl)ben... 238 C18H22 1000482-32-6 89
3 9,10-Anthracenedione, 1-amino- 223 C14H9NO2 000082-45-1 43
4 3,3'-Diacetylbiphenyl 238 C16H1402 094113-07-2 43
5 9-Acridinecarboxylic acid 223 C14H9NO2 005336-90-3 43

Abundance Scan 2799 (19.433 min): BG061039.D\data.ms (-2796) (- | m/z 223.15 100.00%
228.2
- o $
e
0, sosmol || ) | 01
N ‘ i \‘ ‘\n\‘m’m\ m \ mm m H\umh M Wl Hu‘\h‘ 1 R m/z 238.20 58.70%
m/z--> 50 100 150 200 250 300
Abundance #121373: 10,18-Bisnorabieta-5,7 9(10) 11,13-pentaene
2238.
181.0 ka
5000 T
19.50
m/z 181.10 38.94%
55.0 10401370‘ ‘ “
- ‘\\‘ iy wh H\\‘\ ‘ \‘\ \‘ “\ M\M db \L N
m/z--> 50 150 200 250 300
Abundance #121364. 1,3—D|ethy|—5—(1—phenylethyl)benzene
223.0
coh
19.50
5000 ITI/Z 165.00 31.21%
165.0
105.0 ‘“
LN S T O
miz-> 50 100 150 200 250 300
Abundance #103155: 9,10-Anthracenedione, 1-amino- —
223.0 19.50
m/z 195.05 29.35%
5000
167.0
500 80150 | |
e ST 1 o
m/z--> 50 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42524\
Data File : BGO61039.D

Acqg On : 25 Apr 2024 15:58
Operator : MA/JU

Sample . P2261-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042024.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 unknown21.254 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.254 3.25 ng 105521  Chrysene-di12 21.577
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diheptylisobutylamine 269 C18H39N 1000310-32-0 47
2 .beta.-Carboline, 7-methoxy-1,2-... 226 C14H14N20 006519-18-2 45
3 7-p-Tolyl-1,5-dihydro-imidazo[4,... 226 C12H10ON40 1000317-75-5 43
4 Acridin-9-amine, 1,2,3,4-tetrahy... 226 C15H18N2 1000300-57-6 43

5 Propenone, 3-(5-chloro-2-benzoth... 349 C16H9C1FNOS2  277325-89-0 43

Abundance Scan 3109 (21.254 min): BG061039.D\data.ms (-3105) (- | m/z 226.10 100.00%
226.1
2100 2150
00.1357.2415.3473.5 545.i = 15 S
m/z 43.10 72.70%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #159772: Diheptylisobutylamine
226.0
5000 — e
21.00 21.50
71.0 142.0 ‘ m/z 57.10 70.13%
\\\“““\\‘\‘\"\‘\‘\\"‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #106839: .beta.-Carboline, 7-methoxy-1,2-dimethyl-
226.0
—r —
21.00 21.50
5000 m/z 55.00  42.50%
420 13040
HAf!%@%kﬂFﬂﬂHMM‘H‘,‘H“H“‘H“‘H“‘H“,H“‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #106314: 7-p-Tolyl-1,5-dihydro-imidazo[4,5-d]pyridazin-4 P ——
226.0 21.00 21.50
m/z 41.00 30.67%
5000
120.0
e Ll b — —
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42524\
Data File : BG061039.D

Acqg On : 25 Apr 2024 15:58
Operator : MA/JU

Sample . P2261-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042024.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|
Butane, 2-metho... 3.170 7.4 ng 65253 1 7.946 176224 20.0
unknown3. 687 3.687 10.4 ng 92004 1 7.946 176224 20.0
unknown6.942 6.942 3.0 ng 25960 1 7.946 176224 20.0
1-Phenoxypropan... 11.472 3.2 ng 39608 2 10.737 246520 20.0
unknownl4.774 14.774 10.6 ng 183849 3 14.568 348010 20.0
unknown16.319 16.319 2.3 ng 48694 4 17.318 429218 20.0
n-Hexadecanoic ... 18.217 5.4 ng 115816 4 17.318 429218 20.0
Cyclopentanecar... 18.804 2.3 ng 50193 4 17.318 429218 20.0
10,18-Bisnorabi... 19.433 2.2 ng 46685 4 17.318 429218 20.0
unknown21.254 21.254 3.3 ng 105521 5 21.577 650141 20.0
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