LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@93024\
Data File : BF139579.D

Acqg On : 30 Sep 2024 15:28
Operator : RC/JU

Sample : P4192-01

Misc :

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-BF091324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139579.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.222 17 22 29 rBV 13063 20382 1.64% 0.209%
2 3.322 204 209 233 rBV 22676 67178 5.42% 0.689%
3 5.069 496 506 516 rVB 43463 65838 5.31% 0.675%
4 5.481 570 576 581 rBV 848547 1101779 88.88% 11.293%
5 6.493 742 748 753 rBV 925804 1160124 93.59% 11.891%
6 6.692 777 782 794 rVB 17980 26567 2.14% 0.272%
7 6.863 807 811 816 rBV = 296411 362279 29.22%  3.713%
8 7.428 901 907 912 rBV 570829 736914 59.45%  7.554%
9 7.675 943 949 955 rBV 12495 17073 1.38% 0.175%
10 8.145 1024 1029 1034 rBV 375707 448758 36.20% 4.600%
11  8.457 1077 1082 1093 rBV 37263 53949 4.35% 0.553%
12 9.216 1206 1211 1216 rBV 1030857 1239626 100.00% 12.706%
13 9.898 1322 1327 1331 rBV 364994 453784 36.61% 4.651%
14  9.986 1337 1342 1350 rBV2 20935 33876  2.73% 0.347%
15 10.098 1355 1361 1365 rBV 18025 23023 1.86% 0.236%
16 10.439 1416 1419 1424 rVB 15459 19475 1.57% 200%
17 10.604 1440 1447 1453 rVB 16050 21716  1.75% 223%

18 10.680 1455 1460 1475 rVV 350786 439219 35.43%
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19 11.380 1574 1579 1587 rBV2 327448 491181 39.62% 035%
20 11.904 1660 1668 1679 rBV3 56340 125433 10.12% 286%
21 11.992 1680 1683 1691 rVB3 11257 21012 1.70% ©.215%
22 12.592 1780 1785 1790 rBV 58623 79393 6.40%  0.814%
23 12.686 1796 1801 1817 rBV 174727 361311 29.15%  3.704%
24 12.816 1819 1823 1829 rVB 43384 68452 5.52% ©.702%
25 12.963 1842 1848 1853 rVB 701654 892312 71.98%  9.146%
26 13.863 1997 2001 2013 rBV3 29732 69726 5.62% 0.715%
27 14.016 2020 2027 2036 rVB 274777 419336 33.83% 4.298%
28 14.174 2051 2054 2058 rBV 12683 17029 1.37% ©.175%
29 14.639 2129 2133 2137 rBV2 38043 65507 5.28% 0.671%
30 14.933 2178 2183 2193 rVB3 99800 185925 15.00%  1.906%

31 15.121 2211 2215 2218 rBV 37039 50244  4.05%
32 15.168 2219 2223 2238 rVB5 44075 136324 11.00%
33 15.480 2270 2276 2286 rVB 184230 315382 25.44%
34 15.704 2311 2314 2328 rVB4 34137 69656 5.62%
35 15.933 2348 2353 2361 rBvV 51995 96127 7.75%

OO WEROo®
N
w
w
B

8270-BF091324 .M Tue Oct 01 13:30:19 2024 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@93024\
Data File : BF139579.D

Acqg On : 30 Sep 2024 15:28
Operator : RC/JU

Sample : P4192-01

Misc

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-BF091324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 9755910
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 30 Sep 2024 15:28
: RC/JU
: P4192-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF093024\
BF139579.D

: 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
1200000

1000000

800000

600000

400000

200000

o

TIC: BF139579.D\data.ms

6.493
5.481

7.428
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@22 3.322 5.069 6.692 7.67

Time-->
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1200000

1000000

800000

600000

400000

200000

TIC: BF139579.D\data.ms

9.216

12.963

8.145 9.898 10.680 11.380

12.686

11.904 12.5922.81
8.457 988098 10.480.6 11692
VAN N

0
Time-->

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
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1200000
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800000

600000
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200000

Time-->

TIC: BF139579.D\data.ms

14.016

| 1551268

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF093024\
Data File : BF139579.D

Acqg On : 30 Sep 2024 15:28
Operator : RC/JU

Sample : P4192-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 (S)-(+)-1,2-Propanediol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.322 3.71 ng 67178 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 74
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 64
3 2-Butanol, (R)- 74 C4H100 014898-79-4 9
4 2,3-Butanediol 90 C4H1e02 000513-85-9 9
5 Propylene Glycol 76 C3H802 000057-55-6 9

Abundance Scan 209 (3.322 min): BF139579.D\data.ms (-204) (-) m/z 45.10 100.00%

4I:
5000 [L
 RRamEEat e AR
610 3.00 3.20 3.40 3.60
O rprrreprerrpresepe—prrrrpre——rtpH e m/z 43.00  18.45%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
5000 muu‘uu‘uu’
3.00 3.20 3.40 3.60
m/z 44.00 6.55%
0 19.0 ‘?"10 80| 530610 750
H‘\\\\‘H\\‘\\\\‘HH‘HH‘HH‘HH‘HH\\\\‘\\H‘\\H‘\\H‘HH‘HH‘HH‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1091: R-(-)-1,2-propanediol
45.0 ﬂﬂﬂ ﬂ
“_‘H‘H“_‘H‘H‘w
3.00 3.20 3.40 3.60
5000 m/z 61.00 5.84%
29.0
0 1209 ||, 380‘ 53.0 510 760
L e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #974: 2-Butanol, (R)- e e
45.0 3.00 3.20 3.40 3.60
m/z 42.00 3.49%
5000
31.0 59.0
Ol 80 820 730 L
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF093024\
Data File : BF139579.D

Acqg On : 30 Sep 2024 15:28
Operator : RC/JU

Sample : P4192-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 8
R.T. EstConc Area Relative to ISTD R.T.
5.069 3.63 ng 65838 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 72
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Octanol 130 C8H180 000589-98-0 36
4 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 25
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 16
Abundance Scan 506 (5.069 min): BF139579.D\data.ms (-496) (-) m/z 43.05 100.00%
43.0
59.1
5000
R S N e
| 6.0 101.1 4.80 5.00 5.20 5.40
Ottt S22 mjz 59.10 53.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 UL L B I AL LR
4.80 5.00 5.20 5.40
101.0 m/z 101.10  15.51%
290 n 8?7'0 |
0\\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
A AR RAR
57.0 4.80 5.00 5.20 5.40
5000 m/z 58.00 15.23%
29.0 101.0
o o b 730 810 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15663: 3-Octanol e
59.0 4.80 5.00 5.20 5.40
m/z 41.10 10.26%
5000 830
410 101.0
27.ﬁ
0H"‘H""“1""“‘1‘1““"1”i"‘uiHH‘mu‘m“‘m‘mw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF093024\
Data File : BF139579.D

Acqg On : 30 Sep 2024 15:28
Operator : RC/JU

Sample : P4192-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 1-Phenoxypropan-2-ol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.457 2.40 ng 53949 Naphthalene-d8 8.145

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 83
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
4 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 59
5 Benzene, (2-methylpropoxy)- 156 C1eH140 001126-75-6 53
Abundance Scan 1082 (8.457 min): BF139579.D\data.ms (-1077) (-) m/z 94.10 100.00%
94.1
5000
77.1 A

45.0 \\\\‘\\\\‘\\\\‘\\\\‘\\\

M h 1210 152.1 8.20 8.40 8.60 8.80
omwHHMmJ‘“m‘,m“_m_m_m‘ m/z 77.10  28.12%

m/z--> 20 40 100 120 140

Abundance #30123 1- Phenoxypropan -2-0

94.0
5000 L L I L LI L B
8.20 8.40 8.60 8.80
7.0 1520 Mz 45.80  17.02%
m/z--> 100 120 140
Abundance #30139.l—PropanoLS—phenoxy—
94.0
| R 5 E—
8.20 8.40 8.60 8.80
5000 m/z 51.00 16.53%
77.0 152.0
27.
m/z--> 20 100 120 140
Abundance #19881.Ethan0L2—phen0xy— “‘ﬁ“w““‘w““_“
94.0 8.20 8.40 8.60 8.80
m/z 152.05 15.12%
5000
77.0 138.0
270 0
OHH‘\H \“i‘\‘\“m“\uuH‘,\H‘\‘\‘\H‘HH“ C R R RRREEE
m/z--> 20 40 60 80 100 120 140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF093024\
Data File : BF139579.D

Acqg On : 30 Sep 2024 15:28
Operator : RC/JU

Sample : P4192-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 5
R.T. EstConc Area Relative to ISTD R.T.
11.904 5.11 ng 125433  Phenanthrene-di10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 92
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 62
4 n-Decanoic acid 172 C10H2002 000334-48-5 49
5 n-Butyl n-pentyl disulfide 192 C9H20S2 072437-52-6 18

Abundance Scan 1668 (11.904 min): BF139579.D\data.ms (-1660) (- m/z 43.10 100.00%
43.1 73.0

5000 192.1

[N
N
©
=

12.00
0’ m/z 73.05 95.67%

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

5000 129.0
12.00

m/z 59.95 85.91%

D
=]

1510185021&0 256.0
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
\,\\ ‘\
43.0 12.00
5000 129.0 m/Z 41.05 80.54%
171.0
214.0
AR
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid ——
43.0 73.0 12.00
m/z 55.05 77 .47%
5000 129.0
199.0
Ppa g 1T
0%?Rk“JWNWwWWAWWMMMWHJMJHJHWH‘WHHMH‘_ —r—
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF093024\
Data File : BF139579.D

Acqg On : 30 Sep 2024 15:28
Operator : RC/JU

Sample : P4192-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.686 14.71 ng 361311 Phenanthrene-d10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
5 Pentadecanoic acid 242 C15H3002 001002-84-2 72

Abundance Scan 1801 (12.686 min): BF139579.D\data.ms (-1796) (- m/z 43.10 100.00%

43.1
5000
129.1

185.1 2413 RN RN
284.3 12.50 13.00

oH‘ Mshert MM el ““‘ m/z 57.18  76.15%

\H‘H H‘h\
mi/z--> 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
1
129.0 284.0

5000p8.0 ’ T T
185.0 241.0 12.50 13.00

m/z 73.00 75.79%

0 ‘\‘!‘H\ m‘u‘\ i “‘\‘ ‘L NE “ ‘\“‘ ‘\‘ : “‘ R
m/z--> 5 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e
43.0

12.50 13.00
m/z 60.00 74.65%
5000 284.0 /
3.0 129 0
Il 1850 2410
fo) \‘M‘ u‘H M\u \‘\‘ ‘\“‘\‘ ‘\‘\‘ “““““““3:7‘2"

m/z--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid i i

73.0 12.50 13.00

m/z 55.05 72.57%

5000
129.0
29. 185.0 228.0
HH‘ h” M‘\ i ‘ L ‘\ l ‘\

0! e e ——
miz--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF093024\
Data File : BF139579.D

Acqg On : 30 Sep 2024 15:28
Operator : RC/JU

Sample : P4192-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 1-Octadecene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.863 3.33 ng 69726  Chrysene-di12 14.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecene 252 C18H36 000112-88-9 70
2 Nonadecane, 1-chloro- 302 C19H39Cl 062016-76-6 64
3 Propionic acid, 3-iodo-, octadec... 452 C21H41I02 1000406-24-9 64
4 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 62
5 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 58
Abundance Scan 2001 (13.863 min): BF139579.D\data.ms (-1997) (- m/z 57.10 100.00%
57.1
5000 M
230.1
1.1 — ——
‘ ‘ 302.1 13.50 14.00
ol b T b T, 4310 78.73%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #138520: 1-Octadecene
43.0
5000 — ——
13.50 14.00
m/z 55.10 54.74%
UL sso. 20
O\‘\‘\f\\“ h ‘\\\\‘\\\\“\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #202271: Nonadecane, 1-chloro-
57.0
— —
13.50 14.00
5000 m/z 71.05 49, 26%
6 \\\\ L ”\H Doerozizo 320 M
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #326116: Propionic acid, 3-iodo-, octadecy! ester — —
57.0 13.50 14.00
m/z 41.10 43.08%
5000 W
11.0 200.0
ol lhlii 0 mse
m/z--> 50 100 150 200 250 300 350 400 450 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF093024\
Data File : BF139579.D

Acqg On : 30 Sep 2024 15:28
Operator : RC/JU

Sample : P4192-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 1,4-Benzenedicarboxylic aci... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.639 3.12 ng 65507  Chrysene-di12 14.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 64
2 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 50
3 Phthalic acid, monodecyl ester 306 C18H2604 024539-60-4 43
4 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 27
5 Mono(2-ethylhexyl) phthalate 278 C16H2204 004376-20-9 27

Abundance Scan 2133 (14.639 min): BF139579.D\data.ms (-2129) (- m/z 149.00 100.00%

701 149.0
5000 261.1

s, |1,z ) o
oLl L bl ‘\H\‘\ Dl il g g TNNET M\ ‘\u‘m‘\‘ e m/z 70.10 96.51%
mi/z--> 50 100 150 200 250 300 350
Abundance #295782: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0
5000 — ——
67.0 14.50 15.00

261.0
m/z 57.10 66.44%

2410 )

\“\ ‘\‘ - “\‘ T ““\ \‘ \‘ T } T \\20‘5\(\)\ ™ L ‘\ T ‘3‘3‘3‘0\ T

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

Abundance #295780: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0

T T
112.0 14.50 15.00

o

5000 261.0 m/z 55.10 49,71%
167.0
29.
0 ﬁﬂ ‘ I h “‘ i ‘ 207.0 | |304.0347.0
A e e
m/z--> 50 100 150 200 250 300 350
Abundance #206872: Phthalic acid, monodecy! ester —— —
149.0 14.50 15.00

m/z 261.10  49.51%

5000
55.0 104.0
- \M }h\‘ m\! “H‘h ‘u“\ I I ‘ 194.0 A (m i N\‘ QW

m/z--> 50 100 150 200 250 300 350 14.50 15.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF093024\
Data File : BF139579.D

Acqg On : 30 Sep 2024 15:28
Operator : RC/JU

Sample : P4192-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 8 Octadecanal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.933 11.79 ng 185925  Perylene-di2 15.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 93
2 (Z)-14-Tricosenyl formate 366 C24H4602 077899-10-6 86
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 80
4 Eicosanal- 296 C20H400 002400-66-0 76
5 1,19-Eicosadiene 278 C20H38 014811-95-1 74
Abundance Scan 2183 (14.933 min): BF139579.D\data.ms (-2178) (- m/z 57.10 100.00%
57.1
06.0
5000
o
300.1 .
0b—r! “‘u‘!‘ o UH‘M “‘18‘“1‘1‘ “23‘67"3‘ S R m/z 43.18  99.30%
miz--> 50 100 150 200 250 300 350
Abundance #158567: Octadecanal
43.0 82.0
5000 T
15.00
m/z 82.05 70.27%
250.0
Ll ALl \hu 1940, |
O+ “\\“\[\h\‘\“f‘\‘\}‘\“‘\\‘\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #275491: (Z)-14-Tricosenyl formate
55.0
96.0
——
15.00
5000 m/z 55.10 64.61%
0 ‘“‘ H\ T L 18002220 278032\00 366.
el “““ R ARER
m/z--> 50 100 150 200 250 300 350
Abundance #158578: Oxirane, hexadecyl- —
430 820 15.00
m/z 83.10 56.36%
5000
23.0
ob \‘ L‘u‘ ALl ), 166020802500 S
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF093024\
Data File : BF139579.D

Acqg On : 30 Sep 2024 15:28
Operator : RC/JU

Sample : P4192-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 9 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.121 3.19 ng 50244  Perylene-d12 15.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Pentadecane 212 C15H32 000629-62-9 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Octacosane 394 (C28H58 000630-02-4 90
5 Docosane, 11-butyl- 366 C26H54 013475-76-8 90
Abundance Scan 2215 (15.121 min): BF139579.D\data.ms (-2211) (-} ' m/z 57.10 100.00%
57.1
091 — —
15.00 15.50
141.0 1981 2681 3271
ol Al b, “ Lo 20 DU PS m/z 43,10 71.67%
miz-> 50 100 150 200 250 300
Abundance #158597: Nonadecane
57.0
5000 — —
15.00 15.50
m/z 71.10 65.05%
9.0
0 \‘ \L ‘ H\ H\ H‘ | %4%0\ 1830 225.0 2680
\\\\‘\\ \\\\‘\\\\‘\\\\‘\\\\\\\\
miz--> 50 100 150 200 250 300
Abundance #90189: Pentadecane
57.0
— —
15.00 15.50
5000 m/z 85.10 47 .80%
99.0
oliso | { [ 10 2o
miz--> 50 100 150 200 250 300
Abundance #194588: Heneicosane 7 —
57.0 15.00 15.50
m/z 55.10 26.05%
h MJL\M
99.0
015 Q‘ 1lh “H\ \“\ h‘ u‘ 10 1830 225.0 296.0
il e —— ——
m/z--> 50 100 150 200 250 300 15.00 15.50
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Data Path :
Data File :
: 30 Sep 2024 15:28
: RC/JU

: P4192-01

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF093024\

BF139579.D

: 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 10 17-Pentatriacontene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.168 8.65 ng 136324  Perylene-di2 15.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 76
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 76
3 Octacosanol 410 C28H580 000557-61-9 70
4 Octacosyl acetate 452 (C30H6002 018206-97-8 70
5 Behenic alcohol 326 C22H460 000661-19-8 70

Abundance Scan 2223 (15.168 min): BF139579.D\data.ms (-2219) (- m/z 57.10 100.00%

57.1
5000
111.1
302.1 e ——
‘ ‘ 66.0 223.1 15.00 15.50
otk | N‘\ L} T m/z 43.10 84.36%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene
43.0
5000 e —
7.0 15.00 15.50
m/z 55.10 77.54%
0 ‘ ﬂ | i 41930 210.0 267.0321.0 490.(
\\‘\\\\‘\\\\‘\\\\\ \\\\\‘\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #326112: Heptadecyl heptafluorobutyrate
57.0
P o
15.00 15.50
5000 m/z 83.10  68.61%

111.0
169.0
oL LU0 280 s
m/z--> 50 100 150 200 250 300 350 400 450

Abundance #308225: Octacosanol T ‘
57.0 15.00 15.50
m/z 97.10 64.79%
o i \MA/\/\/LW
“““w“‘w“‘w“‘w R a e R — T
m/z--> 50 100 150 200 250 300 350 400 450 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF093024\
Data File : BF139579.D

Acqg On : 30 Sep 2024 15:28
Operator : RC/JU

Sample : P4192-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 11 Oxirane, hexadecyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.704 4.42 ng 69656 Perylene-di2 15.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 64
2 Octadecanal 268 C18H360 000638-66-4 62
3 1,16-Hexadecanediol 258 C16H3402 007735-42-4 58
4 11-Eicosenol 296 C20H400 1010424-20-3 53
5 E-11-Hexadecen-1-ol 240 C16H320 1000130-89-8 52

Abundance Scan 2314 (15.704 min): BF139579.D\data.ms (-2311) (-] ' m/z 43.10 100.00%

43.1
82.1
5000

128.0 166.1

2221 2851 1550 16.00
N m/z 57.10  96.67%

mi/z--> 50 100 150 200 250 300
Abundance #158578: Oxirane, hexadecyl-
439 B30

5000 — —
15.50 16.00
3.0 m/z 55.10 80.35%
ol 1 ) i), 1660 2080 2500
T T T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T T T ‘ T T
miz--> 50 100 150 200 250 300
Abundance #158567: Octadecana
43.0 82.0
—— —
15.50 16.00
5000 m/z 82.10 75.10%
24.0 250.0
h || 1940 , |
o S B B 1 N RO e S U
miz--> 50 100 150 200 250 300
Abundance #146033: 1,16-Hexadecanediol —— —
55.0 15.50 16.00

m/z 71.10 57.04%

96.0
5000
e e
: ‘

ol A LLAL AL B 10 2400

T T
m/z--> 50 100 150 200 250 300 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF093024\
Data File : BF139579.D

Acqg On : 30 Sep 2024 15:28
Operator : RC/JU

Sample : P4192-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 12 Hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.933 6.10 ng 96127  Perylene-di12 15.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 87
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2353 (15.933 min): BF139579.D\data.ms (-2348) (- m/z 57.05 100.00%
57.0
5000 j\ﬂt@
16.00
13.1 .
183.1 245.1 .
0l “ Jm by 3821201 m/z 43.10  64.46%
miz--> 50 100 150 200 250 300 350 400
Abundance #107218: Hexadecane
57.0
5000 T
16.00
m/z 71.10 56.06%
0 ‘\ l‘w | ‘ 1130 169.0 226.0
\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
——
16.00
5000 m/z 85.10 42.32%
13.0
0 uhh I‘MJ\H‘ h‘ h‘ | ]J6Jg‘\0 il 2\2'\5.0‘ L ‘30‘90 3650 437'
A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #275543: Eicosane, 7-hexyl- 7
57.0 16.00
m/z 55.10 25.32%
5000
13.0
o L LLUTTD, 18200970 2810 5370 -
m/z--> 50 100 150 200 250 300 350 400 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@93024\
Data File : BF139579.D

Acqg On : 30 Sep 2024 15:28
Operator : RC/JU

Sample : P4192-01

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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|
(S)-(+)-1,2-Pro... 3.322 3.7 ng 67178 1 6.863 362279 20.0
2-Pentanone, 4-... 5.069 3.6 ng 65838 1 6.863 362279 20.0
1-Phenoxypropan... 8.457 2.4 ng 53949 2 8.145 448758 20.0
n-Hexadecanoic ... 11.904 5.1 ng 125433 4 11.380 491181 20.0
Octadecanoic acid 12.686 14.7 ng 361311 4 11.380 491181 20.0
1-Octadecene 13.863 3.3 ng 69726 5 14.015 419336 20.0
1,4-Benzenedica... 14.639 3.1 ng 65507 5 14.015 419336 20.0
Octadecanal 14.933 11.8 ng 185925 6 15.480 315382 20.0
Nonadecane 15.121 3.2 ng 50244 6 15.480 315382 20.0
17-Pentatriacon... 15.168 8.7 ng 136324 6 15.480 315382 20.0
Oxirane, hexade... 15.704 4.4 ng 69656 6 15.480 315382 20.0
Hexadecane 15.933 6.1 ng 96127 6 15.480 315382 20.0
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