LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91024\
Data File : BF139294.D

Acqg On : 10 Sep 2024 12:20
Operator : RC/JU

Sample : PB163252BL

Misc :

ALS vial : 3  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-BF090424 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF139294.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.287 25 33 41 rVB 91900 156945 2.73% 0.417%
2 5.140 510 518 529 rBV 194793 369169 6.42% 0.981%
3 5.522 575 583 588 rBV 3281589 4894269 85.12% 13.008%
4 6.516 744 752 757 rBV 3160933 4962723 86.31% 13.190%
5 6.887 810 815 820 rVB 905152 1101756 19.16% 2.928%

6 7.451 903 911 916 rBV 2159582 3289806 57.21% 8.744%
7 8.169 1026 1033 1038 rBV 1069288 1436250 24.98%  3.817%
8 9.245 1208 1216 1222 rBV 3914138 5702718 99.18% 15.157%
9 9.928 1324 1332 1337 rBV 1211578 1628201 28.32% 4.328%
10 10.716 1458 1466 1471 rBV 2507000 3468332 60.32% 9.218%

11 11.410 1578 1584 1590 rBV 1345754 1740688 30.27%
12 13.004 1848 1855 1860 rBV 4204632 5750127 100.00% 15.
13 14.051 2027 2033 2050 rVB 1026042 1309770 22.78%

© O wWulp
IS
[o}
=
B

14 14.833 2161 2166 2172 rBV 47005 61962 1.08% 165%
15 15.180 2220 2225 2230 rVB 62741 86989 1.51% 231%
16 15.527 2278 2284 2288 rBV 599803 916638 15.94%  2.436%
17 15.562 2288 2290 2301 rVB 87569 132535 2.30% ©.352%
18 16.015 2360 2367 2382 rVB 72781 132401 2.30% ©.352%
19 16.527 2448 2454 2469 rVB 74057 146997 2.56% 0.391%
20 17.139 2550 2558 2572 rBV2 56494 157967 2.75% 0.420%
21 17.856 2672 2680 2695 rVB 40928 112369 1.95% ©.299%
22 18.715 2818 2826 2838 rVB3 21067 65275 1.14% 0.173%

Sum of corrected areas: 37623887
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091024\

BF139294.D
: 10 Sep 2024 12:20
: RC/JU
: PB163252BL
: 3  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091024\
Data File : BF139294.D

Acqg On : 10 Sep 2024 12:20
Operator : RC/JU

Sample : PB163252BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 5
R.T. EstConc Area Relative to ISTD R.T.
2.287 2.85 ng 156945 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 32
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 23
Abundance  Scan 33 (2.287 min): BF139294.D\data.ms (-25) (-) m/z 73.10 100.00%
73.1
5000 431
87.1
R e
| ‘ % ‘ ‘ 220 240 2.60

0‘w‘H‘_H‘_‘HM‘H_umqHH‘J‘WH‘W‘HW‘H‘_H‘_H‘_‘H m/z 43.10 48.50%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 LA L L L B B
43.0 220 240 260
87.0 m/z 55.05 33.57%
20 | oo ||
O\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 e
220 240 260
5000 41.0 55.0 ITI z 87.10 26.58%
27.0
0 11, L 112.0 129.0
HV‘H‘H‘w‘H‘_‘H_‘H‘H‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5032: 3-Pentanol, 3-methyl- I I TR R TR
73.0 220 240 2.60

m/z 41.10 16.22%

5000
55.0
29.0 ‘ 87.0
0 15. p [l ‘ ‘ | ‘

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091024\
Data File : BF139294.D

Acqg On : 10 Sep 2024 12:20
Operator : RC/JU

Sample : PB163252BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 1
R.T. EstConc Area Relative to ISTD R.T.
5.140 6.70 ng 369169 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10
Abundance Scan 518 (5.140 min): BF139294.D\data.ms (-510) (-) m/z 43.05 100.00%
43.0
5000 59.1
P e
| 61 1011 4.80 5.00 5.20 5.40
)N ) NS < S m/z 59.10  50.69%
m/z--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L R R IR B
4.80 5.00 5.20 5.40
101.0 m/z 58.10 14.91%
27.0 | ‘ 83.0
O\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\’\\\\’\\
miz-> 20 40 60 80 100 120 140
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
AREmmEER TS
4.80 5.00 5.20 5.40
5000 m/z 101.10 14 .80%
101.0
41.0
oL 80 ok 830
m/iz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e EmEaREEES SR
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.20%
5000 41.0
o w0y UL
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091024\
Data File : BF139294.D

Acqg On : 10 Sep 2024 12:20
Operator : RC/JU

Sample : PB163252BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.015 2.89 ng 132401 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2367 (16.015 min): BF139294.D\data.ms (-2360) (- m/z 57.10 100.00%
57.1
5000
16.00 |
141.1 :
- u“‘ L ‘H‘ L7y 183.2225.12670 m/z 43.10 68.00%
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 = :
16.00
m/z 71.05 57.14%
Ol\ \d\ ‘ “‘ \h‘\ h“ \“‘ \%%%‘9%8\3\0‘2\2\5\9‘ T \?9\6‘\0\ T ‘ T T
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
I A
16.00
5000 m/z 85.10 42.51%
ol “\\ H | 1410183.0225.0267.0300.0 3850
L “““ T I e
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0 1600
55.05 25.86%
oLl " 141.01830225.0267.0308.0 367.0
e S
m/z--> 50 100 150 200 250 300 350 1600
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091024\
Data File : BF139294.D

Acqg On : 10 Sep 2024 12:20

Operator : RC/JU

Sample : PB163252BL

Misc

ALS vial : 3

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Eicosane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
16.527 3.21 ng 146997  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Octacosane 394 (C28H58 000630-02-4 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Hentriacontane 437 C31He64 000630-04-6 91

Abundance Scan 2454 (16.527 min): BF139294.D\data.ms (-2448) (-] ' m/z 57.05 100.00%
57.0

5000

=
16.50

7.1
o‘HH_wﬁm‘u\lﬁfc‘zu‘2‘5?"9”wHH‘HHw‘_m_wm m/z 43.10 62.20%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #176386: Eicosane
57.0
5000 —r— ‘
16.50
m/z 71.10  59.46%
0 HJJJ%?PngIO 282.0
‘\H\‘\H\‘\H\‘\H\’H\\‘H\\‘\\H‘\\H‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane
57.0
‘ =
16.50
5000 ITI/Z 85.10 42.98%
ol L || 127.0197.0 281.0 394.0
e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 km
Abundance #347241: Tetratetracontane ‘ i ‘
57.0 16.50
m/z 55.10  22.20%
5000
o /] 1 || £27:0197.0267.0337.0407.0 491.0562.0
R e R R L ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091024\
Data File : BF139294.D

Acqg On : 10 Sep 2024 12:20
Operator : RC/JU

Sample : PB163252BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 Tetratetracontane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.139 3.45 ng 157967  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H99 007098-22-8 87
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
3 Octacosane 394 (C28H58 000630-02-4 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 2558 (17.139 min): BF139294.D\data.ms (-2550) (- m/z 57.05 100.00%
57.0

.

5000
‘ 1552 oes0 367)'2 17.00 17.50
Ol b 2098 e M/z 43.05  63.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 — _—
17.00 17.50
m/z 71.05 55.97%
okl | 1 || £27:0197.0267.0337.0407.0 491.0562.0
‘\\\\‘\\F\‘\\\\‘\\\f"T\\T[\\T\‘TF\W}\\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #307033: Octacosane, 2-methyl-
57.0
e =
17.00 17.50
5000 ITI/Z 85.05 40.78%
o ||| 127919700670 3650
_‘H_‘H_‘H‘HH,HH‘H‘WH‘WH‘WH‘W‘HW‘HW‘H‘_H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane ﬂﬂﬂw”f\”? e e
57.0 17.00 17.50

111122701970 281.0 394.0

o_wwwww N — :

\ \ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091024\
Data File : BF139294.D

Acqg On : 10 Sep 2024 12:20
Operator : RC/JU

Sample : PB163252BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.856 2.45 ng 112369  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H99 007098-22-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Pentacosane 352 C25H52 000629-99-2 91

Abundance Scan 2680 (17.856 min): BF139294.D\data.ms (-2672) (- m/z 57.10 100.00%
57.1

=

5000
17.50 18.00
7.1
197.2 2
o‘HH‘_H‘l‘fta‘HH,HH_?ﬁ‘q”wHH‘HHw‘_m_wm m/z 43.10  60.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 — —
17.50 18.00
m/z 71.10 57.66%
okl | 1 || £27:0197.0267.0337.0407.0 491.0562.0
‘\\\\‘\\f\‘\\\\‘\\\V]T\\T[\\T\‘Tr\}}\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194590: Heneicosane
57.0
— e
17.50 18.00
5000 m/z 85.10 40.34%
AT
Pl el s S5 R e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane Ao g e
57.0 17.50 18.00

m/z 55.00 22.73%

5000

%

ol 1l 1122701970 281.0  394.0
““““““

“ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091024\
Data File : BF139294.D

Acqg On : 10 Sep 2024 12:20
Operator : RC/JU

Sample : PB163252BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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... 2.287 2.9 ng 156945 1 6.887 1101760 20.0
2-Pentanone, 4-... 5.140 6.7 ng 369169 1 6.887 1101760 20.0
Heneicosane 16.015 2.9 ng 132401 6 15.527 0916638 20.0
Eicosane 16.527 3.2 ng 146997 6 15.527 916638 20.0
Tetratetracontane 17.139 3.5 ng 157967 6 15.527 916638 20.0
Octacosane 17.856 2.5 ng 112369 6 15.527 916638 20.0
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