LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100224\
Data File : BF139604.D

Acqg On : 02 Oct 2024 14:04

Operator : RC/JU

Sample : P4212-01

Misc . TEST-PIT-NORTH

ALS Vvial : 11 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-BF100124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139604.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 19 rVB 2003374 3252874 100.00% 15.017%
2 5.081 499 508 520 rBvV 147067 237051 7.29% 1.094%
3 5.487 571 577 582 rBV 1626859 2148953 66.06% 9.921%
4 6.493 742 748 762 rVB 1630004 2261779 69.53% 10.441%
5 6.863 806 811 816 rBV 474849 572786 17.61% 2.644%

6 7.428 900 907 912 rBV 1102443 1471837 45.25%
7 7.681 945 950 955 rBV 28900 35742 1.10%
8 8.145 1023 1029 1034 rBV 597466 737233 22.66%
9 9.222 1206 1212 1217 rBV 2081244 2620338 80.55% 12.

9.898 1320 1327 1332 rBV 670087 832843 25.60%

WNhwWwooO
N
[\
w
R

11 10.616 1443 1449 1454 rBV 443505 551302 16.95%
12 10.692 1456 1462 1470 rBV 1185925 1586001 48.76%
13 10.922 1496 1501 1508 rVB 35714 44010 1.35%
14 11.386 1575 1580 1585 rBV 704556 864069 26.56%
15 11.916 1665 1670 1683 rBV 257450 392903 12.08%

P WoOoNN
N
(O]
w
B

16 12.698 1798 1803 1815 rBV 42528 69996  2.15%
17 12.974 1844 1850 1855 rBV 1981403 2523609 77.58% 11.
18 13.869 1996 2002 2019 rBV3 130394 271402  8.34%

ONERFREFRO
N
(9]
w
R

19 14.027 2021 2029 2040 rVB 433355 592062 18.20% 733%
20 14.186 2051 2056 2068 rBV 23019 36383 1.12% 168%
21 14.492 2104 2108 2127 rBV3 28662 79387 2.44%  ©.366%

22 15.498 2272 2279 2289 rBV 303445 478953 14.72% 2.211%

Sum of corrected areas: 21661513
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 02 Oct 2024 14:04
: RC/JU
: P4212-01

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100224\
BF139604.D

[TEST-PIT-NORTH

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
2000000

1500000

1000000

500000

0
Time-->
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TIC: BF139604.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100224\

Data File : BF139604.D

Acqg On : 02 Oct 2024 14:04

Operator : RC/JU

Sample : P4212-01

Misc . TEST-PIT-NORTH

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.M
: 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.
2.163 113.58 ng 3252870 1,4-Dichlorobenzene-d4 6.863
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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
Abundance  Scan 12 (2.163 min): BF139604.D\data.ms (-4) (-) m/z 73.10 100.00%
73.1
5000 43.0
87.1
ERERAEAREEE
‘ Lgl 2.202.302.402.502.60
Ob e 22 e m/z 43.05  46.57%
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 I T[T 771
43.0 2.202.302.402.502.60
‘ 87.0 m/z 55.10 31.78%
29.0
O\‘H\\“HH“!\!\‘\!\!Q‘\O\H“\}\\’\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 o
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 26.34%
27.0
Ol 1120 1290
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- R RRRREAREE
73.0 2.202.302.402.502.60
m/z 41.05 15.72%
5000 43.0
58.0
29.0 ‘ 87.0
0“HWWHH‘H‘WH‘WH‘W‘MW‘HM‘H‘_H‘_H‘_‘HM‘H
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\BF100224\
Data File : BF139604.D

Acqg On : 02 Oct 2024 14:04

Operator : RC/JU

Sample : P4212-01

Misc . TEST-PIT-NORTH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 5
R.T. EstConc Area Relative to ISTD R.T.
5.081 8.28 ng 237051 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
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 9
Abundance Scan 508 (5.081 min): BF139604.D\data.ms (-499) (-) m/z 43.10 100.00%
3.1
59.1
5000
A ARRREEEEEE
| 61 10‘1'1 4.80 5.00 5.20 5.40
) US| ] AN & S N — m/z 59.10  54.09%
miz-> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN L B L LN LR
59.0 4.80 5.00 5.20 5.40
m/z 101.10 15.37%
15.0 101.0
‘ Wl | 830 |
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
A AN REEREE
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.10 14.02%
| LT
ol Wl L T
m/iz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester A AR REERER
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.01%
5000 41.0
A | SOt 7.1 B SV ROVA S |8
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\BF100224\
Data File : BF139604.D

Acqg On : 02 Oct 2024 14:04

Operator : RC/JU

Sample : P4212-01

Misc . TEST-PIT-NORTH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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.
10.616 13.24 ng 551302  Acenaphthene-d10 9.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 2-Phenyl-4-ethylidene-2-oxazolin... 187 C11H9NO2 037791-41-6 50
3 Methyl 2-benzoyl-4-cyanobutanoate 231 C13H13NO3 1010486-83-8 50
4 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 50
5 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 50
Abundance Scan 1449 (10.616 min): BF139604.D\data.ms (-1443) (| m/z 105.10 100.00%
105.1
77.1
182.1
5000
51.1
—— —
| | 152.1 | 10.50 11.00
Ol e e e e ey M/ 77.100 69.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 —t ~——
10.50 11.00
51.0 m/z 182.10  53.27%
‘ ‘ 152.0 |
0\\\\‘\‘\\\“\\\\’H\”\“\\\\‘\\\\’\\\\‘\\‘1‘\‘\\\\’1\\\‘\\\\‘\\\\’
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #61894: 2-Phenyl-4-ethylidene-2-oxazolin-5-one
105.0
— —
77.0 10.50 11.00
5000 m/z 51.10 32.31%
51.0
0 L4l | 130.0 160.0 187.0
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #112585: Methyl 2-benzoyl-4-cyanobutanoate —— A
105.0 10.50 11.00
m/z 50.10 9.79%
5000 77.0
51.0
15.0
oLl 1330 17302000 2310
s e e e e e e bt o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100224\
Data File : BF139604.D

Acqg On : 02 Oct 2024 14:04

Operator : RC/JU

Sample : P4212-01

Misc . TEST-PIT-NORTH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 4
R.T. EstConc Area Relative to ISTD R.T.
11.916 9.09 ng 392903  Phenanthrene-d10 11.386
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 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 1670 (11.916 min): BF139604.D\data.ms (-1665) (- m/z 43.10 100.00%
43.1 73.0
5000
129.1
213.2 ]
‘ 157.1185.2 256.2 12.00
0“WH‘“W‘ m/z 73.05 89.86%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
157.01g5 2130  256.0 m/z 60.00 86.87%
O,
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 41.10 80.12%
199.0
‘ ‘H 1510 ‘ 242.0
0%§RH“‘WNWMWAWJMMhﬁumuhphquhwuwuu‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid —T
3
43.0 730 12.00
m/z 57.10 74.97%
5000 129.0
171.0
214.0
0150? e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100224\
Data File : BF139604.D

Acqg On : 02 Oct 2024 14:04

Operator : RC/JU

Sample : P4212-01

Misc

ALS vial : 11 Sample Multiplier: 1

[TEST-PIT-NORTH

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 5 Pentadecafluorooctanoic aci... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.868 9.17 ng 271402  Chrysene-di12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93

2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 90
4 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 90
5 Tricosyl pentafluoropropionate 486 C26H47F502 1000351-81-0 90

Abundance Scan 2002 (13.869 min): BF139604.D\data.ms (-1996) (- m/z 57.10 100.00%
57.1

N

5000
— —
d 91 2300 13.50 14.00
ol 200 e M/Z 43.05  89.96%
m/z--> 0 50 100150200 250300 350400450500550600650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 — —
13.50 14.00
m/z 55.05 71.46%
| FF,O 2520 3690 648.!
O‘\H ‘HH‘HH[HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H

m/z--> 0 50 100150200 250300 350400450500550600650

-

Abundance #215083: 1-Heneicosano
55.0
T —
13.50 14.00
5000 m/z 83.05 54.73%
5.0
0 I ‘ ] l] I ].'9602660
et S A e e e e
m/z--> 0 50 100150200 250300 350400450500550600650

Abundance #303470: Pentafluoropropionic acid, heptadecyl ester 7= —
57.0 13.50 14.00

m/z 41.05 53.33%
- /dfﬂv_dj\\ﬂer\A,
.0
0 J\ | F] o ?3\80 384.0
T T T T T T T T T T T T T T T T T T [ -
m/z--> 0 50 100150200 250300 350400450500 550600 650 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100224\
Data File : BF139604.D

Acqg On : 02 Oct 2024 14:04

Operator : RC/JU

Sample : P4212-01

Misc

ALS vial : 11

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

[TEST-PIT-NORTH

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexatriacontane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.492 2.68 ng 79387  Chrysene-di12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 91
2 Octacosane 394 (C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
5 Tetratetracontane 619 C44H99 007098-22-8 91

Abundance Scan 2108 (14.492 min): BF139604.D\data.ms (-2104) (- m/z 57.10 100.00%
57.1

=

5000
13.1 14.50
93.0
oﬁl'ZSl‘l“ m/z 43.10  67.39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339055:; Hexatriacontane
57.0
5000 T
14.50
m/z 71.10 51.64%
13.0
0 J\‘ ”‘ H 1 169.0225.0281.0337.0393.0449.0 506.(
\\1\[\11\[!!11‘\!1\‘!\\1‘\\!\‘1\\\‘\\\\‘\\\\‘\\\\‘\\

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

g

Abundance #298427: Octacosane
57.0
14.50
5000 ITI/Z 85.05 40.49%
oL 113-0169.0225.0281.0337.0 394.0
“H“H“H“‘“w“H“H‘,H“““w“u“u“u
mlz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #275537: Hexacosane ”“W —
57.0 14.50
m/z 55.10  27.15%
113.0
0 ‘ ‘ |\ n ” Ll ‘\1\69 0225.0 2950 367.0
A e A e T e e ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100224\
Data File : BF139604.D

Acqg On : 02 Oct 2024 14:04

Operator : RC/JU

Sample : P4212-01

Misc . TEST-PIT-NORTH

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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... 2.163 113.6 ng 3252870 1 6.863 572786 20.0
2-Pentanone, 4-... 5.081 8.3 ng 237051 1 6.863 572786 20.0
Benzophenone 10.616 13.2 ng 551302 3  9.898 832843 20.0
n-Hexadecanoic ... 11.916 9.1 ng 392903 4 11.386 864069 20.0
Pentadecafluoro... 13.868 9.2 ng 271402 5 14.027 592062 20.0
Hexatriacontane 14.492 2.7 ng 79387 5 14.027 592062 20.0
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