LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@061323\
Data File : BF133732.D

Acqg On : 13 Jun 2023 15:48
Operator : CG\JU

Sample : 03069-05

Misc :

ALS Vvial : 13  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-BF060923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133732.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.875 299 304 309 rVB 15050 20196 1.64% 0.203%
2 5.040 498 502 509 rVB 30795 33704 2.74% 0.340%
3 5.446 567 571 574 rBV 1337651 1144250 92.94% 11.526%
4 6.457 739 743 746 rBV 1190449 1058212 85.95% 10.660%
5 6.834 803 807 810 rBV 611172 467797 37.99% 4.712%
6 7.393 898 902 905 rBV 834740 655738 53.26% 6.605%
7 8.116 1021 1025 1028 rBV 654088 494047 40.13% 4.977%
8 9.192 1204 1208 1211 rBV 1247507 985488 80.04% 9.927%
9 9.875 1320 1324 1327 rBV 564084 496381 40.32% 5.000%
10 10.587 1441 1445 1449 rBV 77997 64763 5.26% 0.652%
11 10.663 1454 1458 1461 rBV 817367 754107 61.25% 7.596%
12 11.363 1573 1577 1580 rBV 717000 598335 48.60% 6.027%
13 11.886 1663 1666 1672 rBV2 116068 104375 8.48% 1.051%
14 12.575 1780 1783 1788 rBV 58671 62336 5.06% ©0.628%
15 12.675 1797 1800 1803 rBvV4 23603 26581 2.16% 0.268%
16 12.804 1819 1822 1828 rVB 56030 53747 4.37% 0.541%
17 12.951 1843 1847 1850 rBV 1505228 1231209 100.00% 12.402%
18 13.527 1942 1945 1948 rVB 16588 16172 1.31% 0.163%
19 13.851 1996 2000 2006 rBV2 163098 209382 17.01% 2.109%
20 14.010 2022 2027 2030 rBV 721270 675292 54.85% 6.802%
21 14.033 2030 2031 2033 rVB 33644 17490 1.42% 0.176%
22 14.169 2052 2054 2057 rVB 31481 30611 2.49% 0.308%
23 14.480 2104 2107 2114 rBV2 95356 137284 11.15% 1.383%
24 14.927 2181 2183 2189 rVB 62716 67200 5.46% 0.677%
25 15.122 2213 2216 2219 rBV 91533 100196 8.14% 1.009%

26 15.474 2271 2276 2280 rBV 339681 422461 34.31%
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Sum of corrected areas: 9927354
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 13 Jun 2023 15:48
¢ CG\JU
. 03069-05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061323\
BF133732.D

: 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BF133732.D\data.ms

5.446
6.457

7.393

6.834

3.875 5.040

Time-->

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF133732.D\data.ms
12.951

9.192

10.663

11.363
8.116

9.875

11.886
L 10./\5 12 %; 0 -

0
Time-->
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Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF133732.D\data.ms

14.010

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061323\
Data File : BF133732.D

Acqg On : 13 Jun 2023 15:48
Operator : CG\JU

Sample : 03069-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Benzophenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.586 2.61 ng 64763  Acenaphthene-di0 9.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 95
2 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 52
3 Ethanone, 2,2-dihydroxy-1-phenyl- 152 C8H803 001075-06-5 52
4 Benzoic acid, phenyl ester 198 C13H1002 000093-99-2 50
5 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 50
Abundance Scan 1445 (10.586 min): BF133732.D\data.ms (-1441) (- m/z 105.00 100.00%
105.0
77.0
182.1
5000
51.0
RN f
10.50
152.1
Ol ool o 1289 Sz 77.e0  64.20%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 .. -
10.50
51.0 m/z 182.10  51.83%
J270 ||| 10 1920 |
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #32009: Acetophenone, 2-chloro-
105.0
RN T
770 10.50 ;
5000 m/z 51.00 30.007%
51.0
27\.0 il \‘ Ll Lyl ‘ ‘ 15\4.0
i L L AL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30022: Ethanone, 2,2-dihydroxy-1-phenyl- T N .
770 105.0 10.50
m/z 50.00 10.99%
5000
51.0
28.0
bl —
m/z--> 20 40 60 80 100 120 140 160 180 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061323\
Data File : BF133732.D

Acqg On : 13 Jun 2023 15:48
Operator : CG\JU

Sample : 03069-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Tetradecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.886 3.49 ng 104375  Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Undecanoic acid 186 C11H2202 000112-37-8 76
Abundance Scan 1666 (11.886 min): BF133732.D\data.ms (-1663) (- m/z 43.05 100.00%
43.0 73.0
5000
129.1
— —
157.2185.1213'2 256.3 11.50 12.00
0! m/z 73.00 95.06%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0
43.0
5000 129.0 \ d ‘506
1850 135 60 0; . 85.77%
Hl 298.0 m/z . . 0
Oj\-ﬁl‘o\‘\‘\\‘iu\\H\“‘\H\‘\‘H\‘\\ﬁ“‘\\“m‘\‘\‘\\‘\H\‘\\‘H‘HH‘HH‘\!H‘HH‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
— —
43.0 11.50 12.00
5000 129.0 m/Z 41.05 74.97%
171.0
|
0?
m/z--> 20 40 80 100120140160180200220240260
Abundance #143510:n—Hexadecanok:add o —
60.0 11.50 12.00
m/z 55.05 73.47%
5000 129.0
91.0 157.01g5 02130  256.0
oww‘mlu‘M‘HwLwh\‘m‘w‘:‘mw‘H‘_‘H_‘mw“_wm!_ i —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061323\
Data File : BF133732.D

Acqg On : 13 Jun 2023 15:48

Operator : CG\JU

Sample : 03069-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 1-Pentadecanethiol Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.851 620 ng 20382 Chrysene-d12 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentadecanethiol 24 C15HZS 625276-70-4 96
2 Z-5-Nonadecene 266 C19H38 1000131-11-8 95

3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502
4 Pentadecafluorooctanoic acid, he... 652 C25H35F1502
5 Oxalic acid, octadecyl propyl ester 384 C23H4404

1000406-04-8 94
1000406-04-7 91
1000309-27-0 91

Abundance Scan 2000 (13.851 min): BF133732.D\data.ms (-1996) (- m/z 57.05 100.00%
57.0

-

[T

5000
— ——
230.1 13.50 14.00
{1891 "1 3270
O b sttt e e e e e m/z 43.10 83.93%
m/z--> 0 50 100150200 250 300 350400450500 550600 650
Abundance #128528: 1-Pentadecanethiol
55.0
5000 — ——
244.0 13.50 14.00
m/z 55.05 71.65%
I i
O H“ \“Hl\l\‘lH#\‘L\HHHH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 50 100150200 250300 350400450500 550600 650

»

Abundance #155962: Z-5-Nonadecene
55.0
— ——
13.50 14.00
5000 m/z 71.10 55.18%
125.0 266.0
ol L 3980
m/z--> 0 50 100150200 250300 350400450500550600650

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester

- -
57.0 1350  14.00
m/z 69.05 51.34%
oh ] FF,O 2520 3690 648
SR § L0 U RPOR MR - S .2 — —
miz-> 0 50 100150200250300350400450500550600650 1350  14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061323\
Data File : BF133732.D

Acqg On : 13 Jun 2023 15:48
Operator : CG\JU

Sample : 03069-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Tetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.480 4.07 ng 137284  Chrysene-di12 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 92
2 Octadecane 254 C18H38 000593-45-3 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Tricosane 324 C23H48 000638-67-5 87
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 83
Abundance Scan 2107 (14.480 min): BF133732.D\data.ms (-2104) (- m/z 57.05 100.00%
57.0
‘ 1450
ol “‘ w‘ MM o 200, L 3972452 4310 79.97%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #246479: Tetracosane
57.0
5000 T
14.50
m/z 71.05 54.35%
9.0
O \“\ J‘ “ 1‘ ﬂ‘ “ A “‘\ 1\ \‘ T {‘2‘\2‘\5‘ \0‘ ?\8}\?\??’?‘9 TTT ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141058: Octadecane
57.0
—
14.50
5000 m/z 85.10 44.73%
“ 1‘301690 254.0
0 m‘ L e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #176386: Eicosane 7
57.0 14.50
m/z 55.05 44.17%
20 AM}kNMN%mLJ\MM¢MWA®WﬂV
0 \‘ il ‘ ‘\ I \\1?'\()\]769'0 225.0 282.0
R e LS B AL M e e e ——
m/z--> 50 100 150 200 250 300 350 400 450 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061323\
Data File : BF133732.D

Acqg On : 13 Jun 2023 15:48
Operator : CG\JU

Sample : 03069-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Octadecanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.927 3.18 ng 67200 Perylene-di12 15.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 58
2 Cyanoacetic acid, hexadecyl ester 309 C19H35NO2 1000406-23-3 50
3 Tetracosanal 352 C24H480 057866-08-7 50
4 Z-11(13-Methyl)tetradecen-1-0l a... 268 C17H3202 1000131-33-3 49
5 7-Azabicyclo[4.1.0]heptane, 1-me... 111 C7H13N 025022-25-7 45

Abundance Scan 2183 (14.927 min): BF133732.D\data.ms (-2181) (- m/z 57.10 100.00%

57.1
5000

P
‘ m ‘ 1831 2441 3021 3521 4062 15.00
ok~ m‘ }\!h M\H‘H Jhod g M\mm Ly m‘ T \‘\ N \\M‘MMH ‘w‘u‘m : m/z 55.10 78.43%
miz--> 50 100 150 200 250 300 350 400
Abundance #158569: Octadecanal
43.Q
06.0
5000 T
15.00

m/z 82.05 69.68%

222.0

O h m\\ ‘\ Hu ‘d‘\‘ MO‘H"1‘2‘6?‘0“””‘””‘”

miz--> 50 100 150 200 250 300 350 400

Abundance #210652: Cyanoacetic acid, hexadecyl ester
55.0

5000

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

Abundance #262003: Tetracosanal T
82.0 15.00
334.0 m/z 96.05 49.88%
5000
24.0

LiLL] (1680 23602780
GIEEEEN ¥ F U A s o G 1 S M B ——
m/z--> 50 100 150 200 250 300 350 400 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061323\
Data File : BF133732.D

Acqg On : 13 Jun 2023 15:48
Operator : CG\JU

Sample : 03069-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Nonadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.121 4.74 ng 100196  Perylene-di2 15.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Octacosane 394 (C28H58 000630-02-4 87
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 72
5 Undecane, 2,10-dimethyl- 184 C13H28 017301-27-8 72

Abundance Scan 2216 (15.121 min): BF133732.D\data.ms (-2213) (- m/z 57.10 100.00%

57.1
5000

—
15.00 15.50

13.1

175.1 268.1 326.1

0l ”Jﬂ_WWJ"uw‘w‘m““w3‘§“§§§ﬂnﬁﬁﬁ?“ m/z 43.10  71.39%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #158597: Nonadecane
57.0

5000 — —
15.00 15.50

m/z 71.10 67.56%

L1 a0 2690
\\\‘\\\\‘\\\\’\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #298427: Octacosane
57.0

—
15.00 15.50

o

5000 m/z 85.10 50.16%
oL Ll h‘ﬁ{‘l‘;egn 225.0 281.0 337.0 394.0
P A T e e e T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #262017: Heptadecane, 9-octyl- 7 7
57.0 15.00 15.50

m/z 55.00  25.48%

e MWWJ”MJRNW¢NR\NAAWMV\AM
[

13.0 239.0
\\ L1 169.0 [ 294.0 352.0

7 \ \
m/z--> 50 100 150 200 250 300 350 400 450 15.00 15.50

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061323\
Data File : BF133732.D

Acqg On : 13 Jun 2023 15:48
Operator : CG\JU

Sample : 03069-05

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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|
Benzophenone 10.586 2.6 ng 64763 3 9.875 496381 20.0
Tetradecanoic acid 11.886 3.5 ng 104375 4 11.363 598335 20.0
1-Pentadecanethiol 13.851 6.2 ng 209382 5 14.010 675292 20.0
Tetracosane 14.480 4.1 ng 137284 5 14.010 675292 20.0
Octadecanal 14.927 3.2 ng 67200 6 15.474 422461 20.0
Nonadecane 15.121 4.7 ng 100196 6 15.474 422461 20.0
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