LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136112.D

Acqg On : 02 Nov 2023 23:38
Operator : CG\JU

Sample : 05050-10

Misc :

ALS Vvial : 23  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-BF103023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136112.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.063 502 506 513 rVB 87373 113282 3.07% 0.520%
2 5.451 566 572 575 rBV 3041226 3310137 89.79% 15.194%
3 6.457 736 743 746 rBV 2744367 3103036 84.17% 14.243%
4 6.645 772 775 786 rBV 57313 61349 1.66% 0.282%
5 6.816 801 804 808 rVvB 739758 584374 15.85% 2.682%

6 7.381 895 900 903 rBV 1971329 2067829 56.09%  9.492%
7 8.098 1018 1022 1025 rBV 1040780 780178 21.16%  3.581%
8 9.181 1202 1206 1209 rBV 4327145 3686474 100.00% 16.922%
9 9.298 1223 1226 1230 rVB 47819 41698 1.13% 0.191%

9.857 1317 1321 1324 rBV 1089629 848201 23.01%

w
[o]
o]
w
R

11 10.651 1451 1456 1459 rBV 2301546 2091703 56.74%
12 11.345 1571 1574 1578 rBV 892786 762047 20.67%
13 11.886 1662 1666 1682 rBV2 244544 275290  7.47%
14 12.680 1798 1801 1810 rBV 48205 63200 1.71%
15 12.951 1842 1847 1850 rBV 3184163 2798107 75.90% 12.

NO® R WV
N
o)
N
3R

16 13.869 2000 2003 2005 rBV 47268 52387 1.42%
17 13.898 2005 2008 2022 rVV3 43157 120891  3.28%
18 14.004 2022 2026 2029 rVV 593543 516397 14.01%
19 15.492 2273 2279 2284 rBV 422286 509143 13.81%

NNOO
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Ul
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R

Sum of corrected areas: 21785723
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136112.D

Acqg On : 02 Nov 2023 23:38

Operator : CG\JU

Sample : 05050-10

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

o

TIC: BF136112.D\data.ms

5.451
6.457

7.381

6.816

5.063 6.645

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
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TIC: BF136112.D\data.ms
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0
Time-->
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Time-->

TIC: BF136112.D\data.ms
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T T T T T ‘ T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136112.D

Acqg On : 02 Nov 2023 23:38
Operator : CG\JU

Sample : 05050-10

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.063 3.88 ng 113282 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 17
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Acetone 58 C3H60 000067-64-1 14
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
Abundance Scan 506 (5.063 min): BF136112.D\data.ms (-502) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1
‘ 83.1 4.80 5.00 5.20 5.40
0t b e M/Z 59.05 60.30%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L L AR L
59.0 4.80 5.00 5.20 5.40
m/z 101.10  19.20%
O 27\\.\ Ly Il 83-0 101.0
H‘HH‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘\\H‘\H\‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance
59.0
aman s e R
410 4.80 5.00 5.20 5.40
5000 m/z 58.10 18.91%
86.0
0 101.0
T e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R RAa RS L
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.35%
5000 41.0
o A=Y 1260 1420
e  Raa e A REARARREY
m/z--> 20 30 40 50 60 70 80 90 100110120130140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136112.D

Acqg On : 02 Nov 2023 23:38

Operator : CG\JU

Sample : 05050-10

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 2 Ethanol, 2-(2-ethoxyethoxy)-

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
6.645 2.10 ng 61349 1,4-Dichlorobenzene-d4 6.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 90
2 Diethyl carbitol 162 C8H1803 000112-36-7 72
3 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 50
4 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 42
5 Carbonic acid, dimethyl ester 90 C3H603 000616-38-6 36
Abundance Scan 775 (6.645 min): BF136112.D\data.ms (-772) (-) m/z 45.00 100.00%
45.0
5000 590
730 50560650 760
b o i sm01090 dostoom oo
Ol e m/z 59.00 0 37.58%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #17317: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 L L R I IR L
31.0 59.0 6.40 6.60 6.80 7.00
730 m/z 72.10 22.46%
0 H]‘-ﬁ.\?‘\\\u“\\H“\M\‘\‘\H\l‘\\\\‘\‘\‘\\‘\?\9‘.\()\\\]-‘0\‘ﬁ.\(‘)\\\\‘\\H‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
45.0
R
6.40 6.60 6.80 7.00
5000 m/z 73.00 14.97%
59.0 73.0
31.0
0 15.0 89.0 103.0117_0
R aamaa R o A RRAREATEE TS S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #53405: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
45.0 6.40 6.60 6.80 7.00
m/z 43.00 14.64%
5000
31.0 59.0 73.0 0.0
oS0 L TTouse
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136112.D

Acqg On : 02 Nov 2023 23:38
Operator : CG\JU

Sample : 05050-10

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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.
11.886 7.23 ng 275290  Phenanthrene-di10 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 Dodecanoic acid 200 C12H2402 000143-07-7 80
Abundance Scan 1666 (11.886 min): BF136112.D\data.ms (-1662) (- m/z 73.00 100.00%
43.1 73.0
5000
— =
‘ 11.50 12.00
y— m/z 43.10  94.64%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 — -
129.0 11.50 12.00
213.0 m/z 60.00 93.19%
H H H (ﬂ 157.0185.0 ‘
O ]\-ﬁ‘o\\l\w‘\ \H\H \h \‘\ ‘HH\H““H“”‘} “\H\‘H‘HH‘H‘H‘\‘\ \‘H‘HH‘\‘\ H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance
73.
43.0 50
— =y
11.50 12.00
5000 129.0 m/z 55.00 79.65%
171.0
101.0 214.0
0 15.0
AN RREE Lo e e
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #126199: Pentadecanoic acid — —
43.0 ,73.0 11.50 12.00
m/z 57.05 79.57%
5000 129.0
199.0
s e
omsol WM WALI g P00 1L, | ea e
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136112.D

Acqg On : 02 Nov 2023 23:38
Operator : CG\JU

Sample : 05050-10

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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.
12.680 2.45 ng 63200 Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
5 Tridecanoic acid 214 C13H2602 000638-53-9 59

Abundance Scan 1801 (12.680 min): BF136112.D\data.ms (-1798) (- m/z 43.10 100.00%
73

43.1,73.0
5000 129.0

1851 2413 g, 12'50 13.00
ol M\’ H \;M\“H“‘\‘h M‘HH i ‘ L “ e \‘ L \‘ ‘L — “‘ m/z 73.00 95.72%

m/z--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0
5000 129.0

12.50 13.00
m/z 57.05 94.59%

‘ 1850 5410 284(
o] \“ \“\’\ !‘\ “H“‘ M”‘L w‘u‘\‘h} il - ‘\ B “‘ R ““
miz--> 50 100 150 200 250
Abundance

73.0

T
430 12.50 13.00

5000 ITI/Z 59.95 78.52%
129.0
185.0 228.0
(O B A o T B e e R
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0 12.50 13.00

m/z 55.00 64.41%

5000 129.0
199.0 2420
L‘ W u\ Il HHM“H H\M‘L il ‘\“1‘61.0{\‘ \ |

Ot e e

— =
miz--> 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\BF110223\
Data File : BF136112.D

Acqg On : 02 Nov 2023 23:38
Operator : CG\JU

Sample : 05050-10

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.868 2.03 ng 52387 Chrysene-d12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Octadecane 254 C18H38 000593-45-3 90
4 Docosane 310 C22H46 000629-97-0 90
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2003 (13.869 min): BF136112.D\data.ms (-2000) (- m/z 57.05 100.00%
57.0
- vaﬂxwamwﬁ\\“vaQWWw
9.1 I L
13.50 14.00
141.1
[ | ‘h ML L A2 2811 hjz 7110 67.98%
miz--> 50 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0
5000
13.50 14.00
80 m/z 43.05 62.25%
iso | 14101830250 2960
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
— ——
13.50 14.00
5000 m/z 85.10 50.84%
99.0
0 141.0183.0 225.0 267.0309.0  367.(
e e T e T
m/z--> 50 100 150 200 250 300 350
Abundance #141056: Octadecane
57.0 13.50 14.00
m/z 55.00 32.71%
5000
‘ 9.0
ol Ll dd 30830 2540 Mpsd
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136112.D

Acqg On : 02 Nov 2023 23:38
Operator : CG\JU

Sample : 05050-10

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 Chloroacetic acid, tetradec... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.898 4.68 ng 120891  Chrysene-di2 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Chloroacetic acid, tetradecyl ester 296 C16H31C1l02 018277-86-6 83
2 n-Nonadecanol-1 284 C19H400 001454-84-8 74
3 Eicosyl methyl ether 312 C21H440 1000406-29-4 74
4 Behenic alcohol 326 C22H460 000661-19-8 74
5 Bromoacetic acid, hexadecyl ester 362 C18H35Br02 005454-48-8 68
Abundance Scan 2008 (13.898 min): BF136112.D\data.ms (-2005) (- m/z 55.10 100.00%
55.1
7.
5000 970
190.8 50 14
L pEsee BP0 e (3% 00
ob—L, b —t e m/z 69.00  69.65%
m/z--> 50 100 150 200 250
Abundance #186547: Chloroacetic acid, tetradecyl ester
83.0
5000 "WJK”‘M ——
43.0 13.50 14.00
m/z 43.10 60.76%
O T T T \ ‘ \ ‘ U \‘ ‘ ‘“‘ \‘ - T ‘\ 1980 24\]-9\ T T T
miz--> 50 100 150 200 250
Abundance
83.0
43.0 . "
13.50 14.00
5000 m/z 83.10 57.14%
125.0
0 168.0 208023802670
‘ T — e
miz--> 50 100 150 200 250 AM«
Abundance #215088: Eicosyl methyl ether i el
45,0 83.0 13.50 14.00
m/z 97.00 51.76%
5000
25.0
280.C
o LA lLLL L1, 0 mmp 2
m/z--> 50 100 150 200 250 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136112.D

Acqg On : 02 Nov 2023 23:38
Operator : CG\JU

Sample : 05050-10

Misc

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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|
2-Pentanone, 4-... 5.063 3.9 ng 113282 1 6.816 584374 20.0
Ethanol, 2-(2-e... 6.645 2.1 ng 61349 1 6.816 584374 20.0
n-Hexadecanoic ... 11.886 7.2 ng 275290 4 11.345 762047 20.0
Octadecanoic acid 12.680 2.5 ng 63200 5 14.004 516397 20.0
Heneicosane 13.868 2.0 ng 52387 5 14.004 516397 20.0
Chloroacetic ac... 13.898 4.7 ng 120891 5 14.004 516397 20.0
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