LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
Data File : BF140467.D

Acqg On : 19 Nov 2024 12:28
Operator : RC/JU

Sample : P4870-04

Misc :

ALS vial : 6 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: BF140467.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.199 106 18 25 rVB 919299 1456825 43.19% 5.688%
2 5.104 501 512 520 rBV 62171 101179 3.00% 0.395%
3 5.504 574 580 599 rBV 2143284 2850682 84.52% 11.130%
4 6.510 744 751 767 rBV 2155465 3041577 90.18% 11.875%
5 6.869 807 812 818 rBV 687382 854809 25.34%  3.337%

6 7.434 901 908 917 rBV 1450779 2025970 60.07% 7.910%
7 8.151 1024 1030 1042 rBV 852481 1122668 33.28%  4.383%
8 9.222 1206 1212 1223 rBV 2495695 3372943 100.00% 13.169%
9 9.904 1322 1328 1341 rBV 987635 1298128 38.49% 5.068%
10 10.622 1444 1450 1457 rBV 231438 304287 9.02%

=
Ay
[o]
]
R

11 10.698 1457 1463 1477 rBV 1599463 2153489 63.85%
12 11.398 1576 1582 1589 rBV 1039237 1381981 40.97%
13 11.463 1589 1593 1598 rVB2 30549 40491 1.20%
14 11.922 1665 1671 1685 rBV 136909 288376  8.55%

N R O Ul
=
Ul
o]
B

15 12.980 1845 1851 1857 rBV 2513247 3279620 97.23% 12.804%
16 13.551 1943 1948 1953 rBV 26770 34714 1.03% 0.136%
17 13.886 2000 2005 2012 rBV 42689 58963 1.75% ©.230%
18 14.051 2028 2033 2046 rVB 709268 957649 28.39%  3.739%
19 14.210 2056 2060 2067 rVB 40086 53368 1.58% 0.208%
20 14.533 2111 2115 2121 rBV 43979 59640 1.77% 0.233%
21 14.851 2163 2169 2178 rBV2 44407 84296 2.50% ©.329%
22 15.198 2224 2228 2234 rVB 27493 40566 1.20% 0.158%

23 15.568 2285 2291 2306 rBV 439745 751295 22.27% 2.933%

Sum of corrected areas: 25613516
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 19 Nov 2024 12:28
: RC/JU
. P4870-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
BF140467.D

: 6 Sample Multiplier: 1

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

: C:\Database\NIST20.L
LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000

0
Time-->

TIC: BF140467.D\data.ms

5.504

2.199

5.104

6.510

6.869

7.434

TY—FY_Y_Y_Y—TY_Y_W
220240260280300320340360380400420440460480500520540560580600620640660680700720740760

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF140467.D\data.ms
9.222

10.698

9.904
8.151

.

11.398

11.922

463 I

12.

80

0
Time-->

10.00 10.50 11.00

A =
11.50 12.00

—T
12.50

13.00

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF140467.D\data.ms

14.051
15.568

13551 13.886/(14.210 14533 14.851 15.198

Time-->

T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50

T ‘ T T ‘ T
17.00 17.50

T ‘ T
18.00

T ‘ T
18.50

8270-BF111324.M Wed Nov 20 ©5:15:34 2024

Page:

2




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
Data File : BF140467.D

Acqg On : 19 Nov 2024 12:28
Operator : RC/JU

Sample : P4870-04

Misc

ALS vial : 6 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.
2.199 34.09 ng 1456830  1,4-Dichlorobenzene-d4 6.869

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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
Abundance  Scan 18 (2.199 min): BF140467.D\data.ms (-10) (-) m/z 73.10 100.00%
73.1
5000
43.0
87.1
1
‘ 91 2. 20 2.40 2.60
Ot e 22 A m/z 43.05  36.61%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L
43.0 2.20 2.40 2.60
‘ 87.0 m/z 87.10  26.26%
29.0
O \‘H\\“HH“f\f\‘\f\fg‘\o\\\“\}\\’\H\‘HH‘\H\‘\H\‘HH‘\H\
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
2.20 2.40 2.60
5000 41.0 55.0 m/z 55.05 25.80%
27.0
0 ‘ ‘ il il I 112.0 129.0
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl-
73.0 2.20 2.40 2.60
m/z 41.10 12.33%
5000 43.0
58.0
29.0 ‘ 87.0
0“HNMMH‘_H‘M‘H‘H‘WA‘W‘HL_‘HM‘H‘H‘W‘HW‘H‘ LA
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2. 20 2.40 2. 60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
Data File : BF140467.D

Acqg On : 19 Nov 2024 12:28
Operator : RC/JU

Sample : P4870-04

Misc

ALS vial : 6 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.104 2.37 ng 101179 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 28
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 512 (5.104 min): BF140467.D\data.ms (-501) (-) m/z 43.05 100.00%
5000
101.1 D RRRRARRESRREE RIS
‘ 4.80 5.00 5.20 5.40
Ob et e 20t0 m/z 59.10 59.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B B L R
4.80 5.00 5.20 5.40
m/z 101.10  21.32%
101.0
0\‘\m‘\\“”i\\}‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9395: Hydrazine, 1,1-bis(1-methylethyl)-
59.0
R
4.80 5.00 5.20 5.40
m/z 58.10 14.68%
5000 101.0
27.0 ‘
ow“l”u“,Hl"!w‘Hh_wwuuu_ww‘m_m_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R e
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.66%
5000
3 126.0 A
o ““““‘ YA TAYale Nl s N\l
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
Data File : BF140467.D

Acqg On : 19 Nov 2024 12:28
Operator : RC/JU

Sample : P4870-04

Misc

ALS vial : 6 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 2
R.T. EstConc Area Relative to ISTD R.T.
10.622 4.69 ng 304287  Acenaphthene-d10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
21,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 78
3 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 47
4 1-Propanone, 2-bromo-1-phenyl- 212 C9H9BroO 002114-00-3 47
5 Vinyl benzoate 148 C9H802 000769-78-8 47
Abundance Scan 1450 (10.622 min): BF140467.D\data.ms (-1444) (-} ' m/z 105.10 100.00%
105.1
77.1
182.1
5000
51.0 _— —
10.50 11.00
152.1
bbb e 2280 TR myz 77.10 65.22%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 — ——
10.50 11.00
51.0 m/z 182.10  55.07%
0 27.0 A | 126.0 1520
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘f\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl-
770 1090
—— —
10.50 11.00
5000 182.0 m/z 51.00 23.91%
51.0
150.0
OHH‘H1“H‘H‘H‘H‘HH““H‘HH‘H“M‘HH“‘H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26929: 1,2-Propanedione, 1-phenyl- 7 e
105.0 10.50 11.00
77.0 m/z 181.10 8.91%
5000
51.0
0 ‘\ ‘ 148.0
H“_‘“_‘“_‘“_“‘_“w“‘w“‘w“‘w“‘ —— —
m/z--> 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 : BF140467.D

Acqg On : 19 Nov 2024 12:28
Operator : RC/JU

Sample : P4870-04

Misc

ALS vial : 6 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 3
R.T. EstConc Area Relative to ISTD R.T.
11.922 4.17 ng 288376  Phenanthrene-di10 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 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 35
Abundance Scan 1671 (11.922 min): BF140467.D\data.ms (-1665) (-} | m/z 73.00 100.00%
73.0
43.0
5000
129.1
213.2 —
| H‘ 1711 9563 12100
0 mwH‘i“‘”‘uu_”“ ! H““ u‘w‘w”w““H‘H_‘m_wwww‘_ m/z 43.05 83.41%
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 R
129.0 12.00
213.0 m/z 60.00 80.67%
‘ H (ﬂ 157.0185.0 ‘
O ]\-ﬁ‘o\\\\ HH\H \M{‘\ ‘HH\\\““HH‘N “\H\‘H‘HH‘H‘H‘\‘\ \‘H‘HH‘\‘\ H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
—
12.00
5000 129.0 m/z 57.05 67 .90%
199.0
s e L
EETTIN 1 O O P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid ——
73.0 12.00
43.0 m/z 41.05 67.79%
5000
129.0
185.0 228.0
1
0?7 —r—
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 : BF140467.D

Acqg On : 19 Nov 2024 12:28
Operator : RC/JU

Sample : P4870-04

Misc

ALS vial : 6 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 5 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.851 2.24 ng 84296  Perylene-di12 15.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 81
2 Heptacosane 380 C27H56 000593-49-7 81
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 74
4 Triacontane 422 C30H62 000638-68-6 72
5 Tetratetracontane 619 C44H99 007098-22-8 70
Abundance Scan 2169 (14.851 min): BF140467.D\data.ms (-2163) (- m/z 57.05 100.00%
57.0
9 l ‘ T T ‘ T
“ M | \‘ L 207 2670 14.50 15.00
ol bl LAl Muu‘u e M/Z 71.10  68.26%
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 — hdna
14.50 15.00
m/z 43.05 66.58%
ol ‘L‘ 1 M | $41:0183.0225.0267.0309.0 367.0
\\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane
57.0
— ——
14.50 15.00
5000 m/z 85.10 48.39%
9.0
o150 | | | [ 141018302250067.03000 380:
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl- T —
57.0 14.50 15.00
m/z 55.05 37.18%
. M
0 1 \\ L 1401830 237028103230
A S — ——
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111924\
Data File : BF140467.D

Acqg On : 19 Nov 2024 12:28
Operator : RC/JU

Sample : P4870-04

Misc

ALS vial : 6 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... 2.199 34.1 ng 1456830 1 6.869 854809 20.0
2-Pentanone, 4-... 5.104 2.4 ng 101179 1 6.869 854809 20.0
Benzophenone 10.622 4.7 ng 304287 3 9.904 1298130 20.0
n-Hexadecanoic ... 11.922 4.2 ng 288376 4 11.398 1381980 20.0
Hexacosane 14.851 2.2 ng 84296 6 15.568 751295 20.0
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