LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072423\
Data File : BF134440.D

Acqg On : 24 Jul 2023 21:11

Operator : CG\JU

Sample : 03683-01 :
Misc . NORTH-TURNPIKE

ALS vial : 4 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-BF072423.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134440.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.404 222 224 233 rBV 20251 48667 2.77% ©.509%
2 3.922 307 312 320 rVB 57291 77887 4.43% 0.814%
3 5.069 503 507 515 rBvV2 17252 22677 1.29% 0.237%
4 5.469 571 575 594 rBV 605257 632302 35.94% 6.612%
5 6.469 742 745 758 rBV 399438 369712 21.01% 3.866%

6 6.834 804 807 815 rBV 383991 315165 17.91%  3.295%
7 7.398 899 903 906 rBV 1187052 960752 54.60% 10.046%
8 8.110 1021 1024 1033 rBV 485738 396214 22.52% 4.143%
9 9.186 1203 1207 1211 rBV 1992295 1759505 100.00% 18.398%

9.869 1320 1323 1326 rBV 554769 428291 24.34% 4.478%

11  9.904 1326 1329 1332 rVB 63991 57473 3.27%
12 10.663 1454 1458 1469 rBV 1369958 1199446 68.17% 12.
13 11.363 1574 1577 1580 rBV 530545 464068 26.37%
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14 11.386 1580 1581 1584 rVB 29347 20694  1.18% 216%
15 11.604 1614 1618 1623 rBV 68399 74786  4.25% 782%
16 11.892 1664 1667 1671 rBV2 106446 115175 6.55% 1.204%
17 12.586 1783 1785 1792 rVB 18416 20338 1.16% 0.213%
18 12.686 1799 1802 1809 rBV 49074 61610 3.50% 0.644%
19 12.963 1844 1849 1852 rBV 2002750 1736855 98.71% 18.161%
20 13.910 2007 2010 2016 rBV3 23005 43030 2.45% 0.450%

21 14.027 2026 2030 2037 rVB 434731 405691 23.06% 4.242%
22 15.527 2280 2285 2291 rBV 253078 353270 20.08%  3.694%

Sum of corrected areas: 9563608
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Data Path :
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Acqg On
Operator
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4

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072423\

BF134440.D
: 24 Jul 2023 21:11
: CG\JU
: 03683-01 :
NORTH-TURNPIKE
Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
2000000

1500000

1000000

500000

0
Time-->

TIC: BF134440.D\data.ms

7.398

5.469
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TIC: BF134440.D\data.ms
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Time-->
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072423\

Data File : BF134440.D

Acqg On : 24 Jul 2023 21:11

Operator : CG\JU

Sample : 03683-01 :
Misc NORTH-TURNPIKE

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 unknown3.404 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
3.404 3.09 ng 48667 1,4-Dichlorobenzene-d4 6.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 9
2 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9
3 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9
4 Isopropyl Alcohol 60 C3H80 000067-63-0 9
5 Formamide 45 CH3NO 000075-12-7 5
Abundance Scan 224 (3.404 m|n) BF134440.D\data.ms (-222) (-) m/z 45.00 100.00%
48.0
5000 {L
T e
61.0 3.00 3.20 3.40 3.60 3.80
Oh v m/z 43.00 22.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1085: Propylene Glycol
45.0
3.00 3.20 3.40 3.60 3.80
m/z 61.00 5.73%
15.0 ‘3‘1‘ 0 | eto
O\\\‘\\‘\\‘\\\\‘\\\\‘\\‘\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #5320: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)-
45.0

3.00 3.20 3.40 3.60 3.80

5000 m/z 44.10 5.32%
29.0
0 Ll 819 760 890 1020
R RN R R T L o e e S SRR AR
mlz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1091: R-(-)-1,2-propanediol
45.0 3.00 3.20 3.40 3.60 3.80
m/z 42.00 4.54%
5000
29.0
29 M‘ ‘\ i h A
O+t e e e e e e e R R a1 s RO
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072423\
Data File : BF134440.D

Acqg On : 24 Jul 2023 21:11

Operator : CG\JU

Sample : 03683-01 :
Misc NORTH-TURNPIKE

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.892 4.96 ng 115175  Phenanthrene-di10 11.363
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 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Dodecanoic acid 200 C12H2402 000143-07-7 70

Abundance Scan 1667 (11.892 min): BF134440.D\data.ms (-1664) (-] ' m/z 73.00 100.00%
43.0 73.0

5000

[N
N
(=)
-

s ant

—
1711 2132 5563 1150 12.00
o m/z 43.05 95.99%

m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 I L
11.50 12.00

m/z 55.05 81.06%

’ 157.0 185.0213'0 256.0
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
\

1£50 12.00
5000 129.0 ITI/Z 60.00 79.82%
b e T
0]\'5‘0\”\‘1“ ‘H!M‘W H\H‘H\H}\‘} ‘H‘“‘\{““\‘““i“‘“‘i““‘\““\“““\‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92068: Tridecanoic acid — R
73.0 11.50 12.00

43.0 m/z 41.05 73.12%

5000
‘ 129.0 1710 2140
‘ M I u‘ h‘ Hum ? ‘ [ ‘ | ‘

om_m‘m”m‘m‘HH‘H‘w‘H‘_m_m‘wwww - —r—
miz--> 20 40 60 80 100 120 140 160 180 200220240260  11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072423\
Data File : BF134440.D

Acqg On : 24 Jul 2023 21:11

Operator : CG\JU

Sample : 03683-01 :
Misc . NORTH-TURNPIKE

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.686 2.66 ng 61610 Phenanthrene-die 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 89
2 Pentadecanoic acid 242 C15H3002 001002-84-2 68
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Dodecanoic acid 200 C12H2402 000143-07-7 62
5 n-Decanoic acid 172 C10H2002 000334-48-5 49
Abundance Scan 1802 (12.686 min): BF134440.D\data.ms (-1799) (| m/z 73.00 100.00%
43.1 73.0
5000 129.1
185.1 2412
‘ ‘ 284.1 12.50 13.00
0 b L L4 m/z 43,100 91.35%
miz-> 50 100 150 200 250
Abundance #179091: Octadecanoic acid
43.0 73.0
5000 129.0 — ——
12.50 13.00
1850 o410 22 m/z 60.00  80.91%
ol— “‘ ‘i \“ h!\‘ ‘M " H w“‘ ‘ L ‘L \“r “ - \‘ “\ ‘\‘ .
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
bl - AI"\AM‘AM‘ y
12.50 13.00
5000 129.0 m/z 55.10 73.74%
‘ 199.0 2420
oL— L‘ ‘; \‘ ‘H‘M UM “HM\‘\‘ Hhm\ M\‘ u} “‘ ‘1‘61‘0;“ ‘i SN “\ o —
miz--> 50 100 150 200 250
Abundance #109279: Tetradecanoic acid —— —
73.0 12.50 13.00
43.0 m/z 57.05 72.26%
5000 129.0
185.0
H 228.0
oL ““ H“‘HM MH “u““‘ nh\‘\‘ ;M‘\‘h; “ a \“ S “‘ e — L ——
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072423\
Data File : BF134440.D

Acqg On : 24 Jul 2023 21:11

Operator : CG\JU

Sample : 03683-01 :
Misc . NORTH-TURNPIKE

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 Behenic alcohol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.910 2.12 ng 43030 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 64
2 2- Chloropropionic acid, hexadec... 332 C19H37C1l02 086711-81-1 62
3 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 62
4 2- Chloropropionic acid, pentade... 318 C18H35C102 1000292-44-1 62
5 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 62
Abundance Scan 2010 (13.910 min): BF134440.D\data.ms (-2007) (-} | m/z 57.00 100.00%
57.0
5000 970 M}\W\M&W
——
TR FY Miiniar o
ol Ll Wb [ A 2809 s 316 87.66%
miz--> 50 100 150 200 250 300
Abundance #232316: Behenic alcoho
83.0
43.0
5000 — 1
14.00
250 m/z 43.00  66.43%
O L “\‘ ‘\“ “‘ T ‘\‘ T \““ ‘H‘ \““‘\ ‘h ‘%\63.(\) \2‘1(\).\0\ T ‘ \2\8(\).\()‘ T T T
miz--> 50 100 150 200 250 300
Abundance  #239251: 2- Chloropropionic acid, hexadecyl ester
57.0 197.0
——
14.00
5000 m/z 55.00 57.54%
39.0
oL ‘\LH‘\ \“
m/iz--> 50 100 150 200 250 300
Abundance #275003: Dichloroacetic acid, heptadecyl ester o
57.0 14.00
97.0 m/z 41.00 55.57%
h WWWM/\MMW
39.0
ol d L 10 1m0 2980 zs0 —
m/z--> 50 100 150 200 250 300 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072423\
Data File : BF134440.D

Acqg On : 24 Jul 2023 21:11

Operator : CG\JU

Sample : 03683-01 :
Misc . NORTH-TURNPIKE

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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|
unknown3.404 3.404 3.1 ng 48667 1 6.834 315165 20.0
n-Hexadecanoic ... 11.892 5.0 ng 115175 4 11.363 464068 20.0
Octadecanoic acid 12.686 2.7 ng 61610 4 11.363 464068 20.0
Behenic alcohol 13.910 2.1 ng 43030 5 14.027 405691 20.0
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