LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
Data File : BF140484.D

Acqg On : 19 Nov 2024 19:54
Operator : RC/JU

Sample : P4908-01

Misc :

ALS Vvial : 23  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_ F\Methods\8270-BF111324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF140484.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1  2.163 4 12 22 rVB 849945 1313391 47.68% 6.562%
2 5.504 574 580 601 rBvV 1841749 2468063 89.60% 12.330%
3 6.510 743 751 766 rBV 1868995 2587278 93.92% 12.926%
4 6.875 808 813 818 rBV 613992 758675 27.54%  3.790%
5 7.434 902 908 918 rBV 1232876 1595517 57.92% 7.971%
6 7.681 946 950 957 rBV 66880 95635 3.47% 0.478%
7 8.151 1023 1030 1046 rBV 701246 938324 34.06% 4.688%
8 8.369 1063 1067 1073 rBV 29887 43692 1.59% 0.218%
9 9.228 1207 1213 1223 rBV 2124511 2754630 100.00% 13.762%
10 9.910 1323 1329 1344 rBvV 674377 886095 32.17% 4.427%

11 10.622 1445 1450 1458 rBV 168921 218098  7.92%
12 10.698 1458 1463 1471 rBV 1036509 1358867 49.33%
13 10.927 1498 1502 1511 rVB2 19169 28861 1.05%
14 11.398 1577 1582 1590 rBV 638742 863365 31.34%
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15 11.921 1666 1671 1684 rBV 208778 382800 13.90% 912%
16 12.480 1759 1766 1773 rBV6 22509 62783 2.28% 0.314%
17 12.616 1785 1789 1793 rBV 51059 70808 2.57% ©.354%
18 12.710 1801 1805 1813 rBV7 22695 56106 2.04%  ©.280%
19 12.845 1824 1828 1840 rVB 50407 85689 3.11% 0.428%

20 12.980 1846 1851 1861 rBV 1628732 2166791 78.66% 10.825%

21 13.421 1922 1926 1930 rBV3 51765 75097 2.73%
22 14.045 2027 2032 2039 rVB 418876 600418 21.80%
23 15.527 2280 2284 2293 rVB 283967 468077 16.99%
24 15.986 2358 2362 2367 rVB 82892 137551  4.99%
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Sum of corrected areas: 20016611
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
Data File : BF140484.D

Acqg On : 19 Nov 2024 19:54
Operator : RC/JU

Sample : P4908-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF140484.D\data.ms

2000000 £ 504 6.510

1500000

7.434

1000000
.163

500000

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

Time--> 220240260280300320340360380400420440460480500520540560580600620640660680700720740760
Abundance TIC: BF140484.D\data.ms

2000000 9.328

12.980

1500000

10.698

1000000
8.151 9.910 11.398
500000
06 11.921 sai
8.369 )/ 10,027 12.489%
0 \

Time--> 8.00 8.50 9.00 10 00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF140484.D\data.ms

2000000

1500000

1000000

14.045
500000 15.527

M@J\ 15.986
8.421

T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
Data File : BF140484.D

Acqg On : 19 Nov 2024 19:54
Operator : RC/JU

Sample : P4908-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 1
R.T. EstConc Area Relative to ISTD R.T.
2.163 34.62 ng 1313390 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12

5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance  Scan 12 (2.163 min): BF140484.D\data.ms (-4) (-) m/z 73.10 100.00%

3.1
5000
43.0
87.1

ERRRAEARE

91 2.202.302.402.502.60
oH_MWM‘:Mm"uH‘mwHWwawww m/z 43.05  37.08%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130

Abundance #5054: Butane, 2-methoxy-2-methyl-

73.0
5000 T[T T T T[T T[T T [TTT T 771
43.0 2.202.302.402.502.60
' 87.0 m/z 87.10  26.34%
29.0
I I ‘\‘ ‘ J{)go ‘ |
O\\‘\H\‘\H\‘Hf\‘Hf‘\“HH‘HH‘HH‘H\\‘\H\‘\H\‘H\\‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 e
2.202.302.402.502.60
5000 41.0 55.0 m/z 55.10 25.70%
27.0
0 H\ ‘ | L ‘\‘ | 1120 1290
R T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994 Pentane, 3-methoxy- R RMRRARE IR
73.0 2.202.302.402.502.60
m/z 41.05 12.10%
5000
45.0
29.0
ool 890 101.0
R L Rana L R aARaRsaaRa RRRREENRAEEE e R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
Data File : BF140484.D

Acqg On : 19 Nov 2024 19:54
Operator : RC/JU

Sample : P4908-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Pentanedioic acid, dimethyl... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.681 2.04 ng 95635 Naphthalene-d8 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 91
2 Butanedioic acid, methyl-, dimet... 160 C7H1204 001604-11-1 40
3 Piperidine, 1-hydroxy- 101 C5H11NO 004801-58-5 27
4 1-Morpholinopropan-2-ol trifluor... 241 C9H14F3NO3 1000373-15-2 12
5 3-Methyl-2-butenoic acid, heptad... 338 C22H4202 1000282-89-9 12

Abundance Scan 950 (7.681 min): BF140484.D\data.ms (-946) (-) m/z 59.10 100.00%

59.1
100.1
5000 1291
42.1
R EERARNENE R
74.0 ‘ 7.40 7.60 7.80 8.00
0 H_MWW‘;‘mu‘Hm”wmehmHwHiw m/z 100.10  75.54%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #36505: Pentanedioic acid, dimethyl ester
59.0
100.0
129.0
5000 L L L I BN LR
7.40 7.60 7.80 8.00
15.0 42.0 m/z 101.10  51.71%
H 74.0 ‘
O H‘HH‘\Hw“\H\‘i\‘\‘\\‘\\}M\\\HiMH‘H‘H‘H\‘\H\\\J-‘]\-ﬁ.\c‘)\\\\i\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #36520: Butanedioic acid, methyl-, dimethyl ester
59.0
e A
7.40 7.60 7.80 8.00
5000 m/z 129.05 46.90%
129.0
15.0 41.0 101.0
87.0
U R W R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4591 Piperidine, 1-hydroxy- R R R
100.0 7.40 7.60 7.80 8.00
m/z 55.00 39.74%
5000 28.0 42.0 84.0
ST.O
Y | 1 S 1 R e RRRRRRA
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
Data File : BF140484.D

Acqg On : 19 Nov 2024 19:54
Operator : RC/JU

Sample : P4908-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.621 4.92 ng 218098  Acenaphthene-die 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzoyl bromide 184 C7H5Bro 000618-32-6 47
3 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
4 1-Propanone, 3-chloro-1-phenyl- 168 C9HSC1O0 000936-59-4 47
5 Benzoyl isothiocyanate 163 C8H5NOS 000532-55-8 47
Abundance Scan 1450 (10.622 min): BF140484.D\data.ms (-1445) (-] ' m/z 105.05 100.00%
105.1
77.1
182.1
5000
51.0
10 50 ll 00
152.1
O bl e 2280 RS myz 77.10 64.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56927: Benzophenone
105.0
77.0 182.0
5000
10 50 11 00
51.0 m/z 182.10 54.76%
O\‘\\\\‘\\‘\\’\\\hl"\\\\‘\‘\\\%%6\9\‘%\5%\0‘\\\\“‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59334: Benzoyl bromide
105.0
77.0 10 50 11 00
5000 m/z 51.00 23.78%
51.0
27 O | Ll ‘
e -
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52291: Benzenebutanoic acid, .gamma.-oxo-
105.0 10 50 11 00
m/z 181.10 9.57%
5000 77.0
51.0 178.0
0 270 | 133.0152.0 " A, a
e e e e e — s
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
Data File : BF140484.D

Acqg On : 19 Nov 2024 19:54
Operator : RC/JU

Sample : P4908-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.921 8.87 ng 382800 Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 89
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 1671 (11.921 min): BF140484.D\data.ms (-1666) (-} | m/z 72.95 100.00%
73.0
43.1
5000 129.0
213.2 T
157.1185.1 3 12.00
0! m/z 43.10 83.88%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
167.01g5 02130  256.0 m/z 60.00 80.17%
0,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
—
12.00
5000 129.0 m/z 57.05 68.54%
199.0
s e
0%§RH“LWNWMWAWJMMhﬁumuhphquhwuwmu‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109284: Tetradecanoic acid ——
73.0 12.00
1290 m/z 55.10 67.71%
5000 43.0
185.0 228.0
0 157.
0ﬂ —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
Data File : BF140484.D

Acqg On : 19 Nov 2024 19:54
Operator : RC/JU

Sample : P4908-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.421 2.50 ng 75097  Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 90
2 Hexanoic acid, 2-formyl-4,6-dich... 288 C13H14C1203 1000330-93-8 30
3 .delta.-Nonalactone 156 C9H1602 003301-94-8 27
4 2H-Pyran-2-one, 6-hexyltetrahydro- 184 C11H2002 000710-04-3 27
5 n-Heptyl methylphosphonofluoridate 196 C8H18FO02P 162085-82-7 22

Abundance Scan 1926 (13.421 min): BF140484.D\data.ms (-1922) (- m/z 99.05 100.00%

99.0
175.1
2711
5000{ 431

——
13.50
229.2
0! j l\\h“\ il \‘\\‘L‘ u‘h\‘w b -y ‘\\‘3‘2\8‘\"2‘ : m/z 175.10 61.18%
miz--> 50 100 150 200 250 300 350
Abundance #181948: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro
175.0 271.0
5000 —
13.50
69.0 m/z 271.15 50.71%

o

' 133.
15.0 ‘
‘2‘9\?‘ “‘\‘ “‘ il ‘\ “‘H“u‘\ m‘h “LL} \‘\ ““ “ ‘\ P “ i
m/z--> 50 100 150 200 250 300 350
Abundance #183346: Hexanoic acid, 2-formyl-4,6-dichlorophenyl este
99.0

13.50
5000 43.0 m/z 43.10 40.70%
ol w0 0 om0 W
m/z--> 50 100 150 200 250 300 350
Abundance #33745: .delta.-Nonalactone P
99.0 13.50

m/z 69.10 37.70%

- 7 W

\H\ T ‘13\80

o

T
m/z--> 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
Data File : BF140484.D

Acqg On : 19 Nov 2024 19:54
Operator : RC/JU

Sample : P4908-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Tetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.986 5.88 ng 137551  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2362 (15.986 min): BF140484.D\data.ms (-2358) (- m/z 57.10 100.00%
57.1
5000 ML
16.00
197.2 : :
0 H h ﬂ‘ [ 1., 1972 266131513622 414. . 2116 76.56%
miz--> 50 100 150 200 250 300 350 400
Abundance #246482: Tetracosane
57.0
5000 T
16.00
m/z 43.10 61.91%
13.0
0 L uh\ 1\\ h‘ | | 116?9 225.0 281.0 33\8 0
\\\\‘\\\‘\\\ ‘1\\“!\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
—
16.00
5000 m/z 85.10 54.24%
oL LLLLi T2 1990 2250 ase0 ML
m/z--> 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl- —
57.0 16.00
m/z 99.10 19.67%
N ‘L “\\ 77 1690 2250 gg10 3650
ke “““““““““““““““““‘ —
m/z--> 50 100 150 200 250 300 350 400 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
Data File : BF140484.D

Acqg On : 19 Nov 2024 19:54
Operator : RC/JU

Sample : P4%08-01

Misc

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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... 2.163 34.6 ng 1313390 1 6.875 758675 20.0
Pentanedioic ac... 7.681 2.0 ng 95635 2 8.151 938324 20.0
Benzophenone 10.621 4.9 ng 218098 3 9.910 886095 20.0
n-Hexadecanoic ... 11.921 8.9 ng 382800 4 11.398 863365 20.0
2-Phenanthrenol... 13.421 2.5 ng 75097 5 14.045 600418 20.0
Tetracosane 15.986 5.9 ng 137551 6 15.527 468077 20.0
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