LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080224\
Data File : BF138745.D

Acqg On : 02 Aug 2024 14:02
Operator : RC/JU

Sample : P3402-01

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-BF073024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF138745.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 3.363 211 216 241 rBV 11432 44871 2.50% 0.384%
2 5.063 500 505 516 rVB 63252 93022 5.19% 0.797%
3 5.469 569 574 594 rBV 1037931 1355769 75.67% 11.617%
4 6.481 740 746 761 rBV 1194024 1575929 87.96% 13.503%
5 6.846 803 808 813 rVB 276554 346685 19.35% 2.970%
6 7.404 897 903 914 rBV 782089 1029208 57.44% 8.818%
7 7.657 941 946 955 rBV 21425 27100 1.51% 0.232%
8 8.122 1020 1025 1030 rBV 303935 373916 20.87%  3.204%
9 8.434 1074 1078 1094 rVB 46058 68221 3.81% 0.585%
10 9.198 1202 1208 1213 rBV 1462357 1791688 100.00% 15.352%
11  9.875 1318 1323 1328 rBV 396799 487591 27.21% 178%

12 9.969 1333 1339 1349 rBV = 243172 363691 20.30%
13 10.669 1452 1458 1471 rBV 660945 892374 49.81%
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14 11.363 1571 1576 1585 rBV 341680 435917 24.33% 735%
15 11.892 1658 1666 1678 rBV2 44004 87361 4.88% 749%
16 12.575 1778 1782 1793 rBV 22770 30271 1.69% 0.259%
17 12.675 1794 1799 1805 rBV3 11867 21178 1.18% 0.181%
18 12.804 1815 1821 1825 rBV2 20539 29733 1.66% ©.255%
19 12.945 1840 1845 1850 rBV 1046247 1315219 73.41% 11.269%
20 13.169 1879 1883 1887 rBV 11965 18403 1.03% ©.158%
21 13.510 1937 1941 1951 rVB2 11117 18031 1.01% 0.154%
22 13.851 1993 1999 2014 rBV2 50579 142255 7.94% 1.219%
23 13.974 2016 2020 2022 rVV 84725 118574 6.62% 1.016%
24 14.004 2022 2025 2038 rVB 227540 308903 17.24% 2.647%
25 14.463 2099 2103 2106 rBV 17619 27894 1.56% ©0.239%
26 14.621 2127 2130 2135 rBV3 23917 41836 2.34% 0.358%
27 14.757 2149 2153 2158 rVB2 28783 57967 3.24%  0.497%
28 15.098 2207 2211 2216 rVB 21990 31978 1.78% ©.274%
29 15.163 2216 2222 2231 rBVS 15499 56051 3.13% 0.480%
30 15.463 2268 2273 2288 rBV 211850 338949 18.92% 2.904%
31 15.910 2343 2349 2356 rVB 33862 58539 3.27% ©0.502%
32 16.021 2360 2368 2374 rBV9 12439 45956 2.56% 0.394%
33 16.998 2528 2534 2541 rVB3 15773 35958 2.01% ©.308%
Sum of corrected areas: 11671038
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080224\
Data File : BF138745.D

Acqg On : 02 Aug 2024 14:02
Operator : RC/JU

Sample : P3402-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF138745.D\data.ms
1400000
1200000 6.481

5.469
1000000
800000 7.404

600000

400000
6.846

200000

3.363 5.063 7.65

\\‘\\\\’WWVFWFWWTTT\\‘\\\\‘\\\m\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\WAT
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 TIC: BF138745.D\data.ms
1400000 9.198

o

1200000
12.945
1000000

800000
10.669
600000

400000 9.875 11.363

8.122
.969

200000
8.434 t 11.892 12.1527,52@ 13.169
0 A e

S T B e e e e R N — —T —T T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF138745.D\data.ms
1400000

1200000
1000000
800000
600000

400000

14.004 15.463
200000

74
13510 1388 | 14.4b8820757 139083 1594921 16.998
0 ~—‘—~"/V T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T T T

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080224\
Data File : BF138745.D

Acqg On : 02 Aug 2024 14:02
Operator : RC/JU

Sample : P3402-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 11
R.T. EstConc Area Relative to ISTD R.T.
3.363 2.59 ng 44871 1,4-Dichlorobenzene-d4 6.846

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 Propylene Glycol 76 C3H802 000057-55-6 9
4 2-Butanol, (R)- 74 C4H100 014898-79-4 9
5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9

Abundance Scan 216 (3.363 min): BF138745.D\data.ms (-211) (-) m/z 45.10 100.00%

481
5000 k
T T R
61.0 3.00 3.20 3.40 3.60
O rrprrreprerrprespe—prerrpre——rtpet e m/z 43.00  20.38%
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 ‘ﬂn‘\\ﬂ\\‘\\\\‘\\\\’\ﬂ\/\\ﬂ\‘\
3.00 3.20 3.40 3.60
m/z 44.00 6.55%
0 19.0 ‘310 380/, 530610 750
H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH \\H‘HH‘HH‘HH‘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
A A REREaREE o
3.00 3.20 3.40 3.60
5000 m/z 61.00 6.32%
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 #1085: Propylene Glycol R o EaaE
45.0 3.00 3.20 3.40 3.60
m/z 41.10 3.32%
5000
310
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\BF080224\
Data File : BF138745.D

Acqg On : 02 Aug 2024 14:02
Operator : RC/JU

Sample : P3402-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 3
R.T. EstConc Area Relative to ISTD R.T.
5.063 5.37 ng 93022 1,4-Dichlorobenzene-d4 6.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
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 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 505 (5.063 min): BF138745.D\data.ms (-500) (-) m/z 43.05 100.00%
59.1
5000
101.1 R A REESEEEEs E
4.80 5.00 5.20 5.40
L | 83.0 9
ot m/z 59.10 57.91%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L B L B L B LR
4.80 5.00 5.20 5.40
101.0 m/z 101.10  18.82%
0 21.0 m‘ 83.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #4528: 2,3-Butanedione, monooxime
43.0
A AEEmEEEE
4.80 5.00 5.20 5.40
5000 m/z 58.10 14.82%
101.0
o 180 . 600 840
e
m/iz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e ERRaEEE
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.91%
5000 41.0
0 \H\‘ \‘ i 12\6'0 142.0 |
1 e
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\BF080224\
Data File : BF138745.D

Acqg On : 02 Aug 2024 14:02
Operator : RC/JU

Sample : P3402-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 5
R.T. EstConc Area Relative to ISTD R.T.
8.434 3.65 ng 68221 Naphthalene-d8 8.122

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 91
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
4 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 59
5 Benzene, (1,1-dimethylethoxy)- 156 C1eH140 006669-13-2 53
Abundance Scan 1078 (8.434 min): BF138745.D\data.ms (-1074) (-) m/z 94.10 100.00%
94.1
5000
77.1 A
45.1 e EAREREEE
‘ ‘ ‘ h ‘ 121.0 1521 8.20 8.40 8.60 8.80
owwmm“ww“ “‘HJ,Hw‘wmm‘ e m/z 77.10 28.08%
m/z--> 20 100 120 140
Abundance #30123 1- Phenoxypropan -2-0
94.0
5000 \\{\\\‘\\\\‘\\\\‘\\\\‘\\\
8.20 8.40 8.60 8.80
7.0 1500 Mz 78.10  18.41%
m/z--> 100 120 140
Abundance #30139.l—PropanoLS—phenoxy—
94.0
A RAmma T
8.20 8.40 8.60 8.80
5000 m/z 45.10 16.92%
77.0 152.0
27.
m/z--> 20 100 120 140
Abundance #19881.Ethan0L2—phen0xy— mwm‘\\ﬂ‘\\\\wwww‘uw
94.0 8.20 8.40 8.60 8.80
m/z 51.10 16.49%
5000
77.0 138.0
270 0
05— A, “‘i““““‘ ‘HH\ el \‘\ s e H\n\‘\\\\‘\\\\‘\\\\‘\\\
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\BF080224\
Data File : BF138745.D

Acqg On : 02 Aug 2024 14:02
Operator : RC/JU

Sample : P3402-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 unknown9.969 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.969 14.92 ng 363691 Acenaphthene-d10 9.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetamide, N-(aminocarbonyl)- 102 C3H6EN202 000591-07-1 16
2 Pent-4-enoyl amide, 2-methyl-N-p... 155 C9H17NO 1000420-35-2 14
3 11-Tricosene 322 C23H46 052078-56-5 12
4 Dichloroacetic acid, nonyl ester 254 C11H20C1202 083004-99-3 10
5 Diethylmalonic acid, monochlorid... 318 C17H31Cl03 1000369-41-8 10

Abundance Scan 1339 (9.969 min): BF138745.D\data.ms (-1333) (-) m/z 43.05 100.00%

43.0
5000
97.1 1371
T
e
ol L L T m/z 57.10  53.88%
miz-> 50 100 150 200 250 300
Abundance #4708: Acetamide, N-(aminocarbonyl)-
43.0
5000 T
10.00
m/z 59.10 38.33%
L) s
O\\“\“‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300
Abundance #32791: Pent-4-enoyl amide, 2-methyl-N-propyl-
43.0
=
10.00
5000 m/z 97.10 37.53%
97.0 1400
= ““‘MW “\‘\“\‘ " ‘\“‘ T
miz--> 50 100 150 200 250 300
Abundance #227235: 11-Tricosene )
43.0 10.00
m/z 101.10 36.65%
5000 83.0
0 ‘ “ \ 2?'? 168.0 210.0 266.0 322
e e —
m/z--> 50 100 150 200 250 300 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080224\
Data File : BF138745.D

Acqg On : 02 Aug 2024 14:02
Operator : RC/JU

Sample : P3402-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.892 4.01 ng 87361 Phenanthrene-dle 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 1666 (11.892 min): BF138745.D\data.ms (-1658) (- m/z 43.10 100.00%
431 |73.0
5000
129.1
— ——
‘ 11.50 12.00
Y — m/z 60.00 97.67%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
11.50 12.00
. 157.01g5 02130  256.0 m/z 73.00 94.06%
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
— A
11.50 12.00
5000 129.0 m/z 57.05 76.96%
199.0
s e L
EETTIN 1 O O P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92070: Tridecanoic acid — —
73.0 11.50 12.00
m/z 55.10 76.91%
43.0
5000
129.0
1710 2140
101.0 ‘
ozl . LA IS o))
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\BF080224\
Data File : BF138745.D

Acqg On : 02 Aug 2024 14:02
Operator : RC/JU

Sample : P3402-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 Heptadecyl heptafluorobutyrate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.851 9.21 ng 142255  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
2 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 93
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
4 1-Hexacosanol 382 C26H540 000506-52-5 90

5 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 90

Abundance Scan 1999 (13.851 min): BF138745.D\data.ms (-1993) (- m/z 57.10 100.00%
57.1
5000 M\h
11.1
— ——
‘ ‘ 230.1 13.50 14.00
0 W'NW‘ | 1,165 2000, | 2811wz 43.e5  93.72%
miz--> 50 100 150 200 250 300 350 400
Abundance #326113: Heptadecy! heptafluorobutyrate
57.0
5000 — —
11.0 13.50 14.00
m/z 55.85  85.12%
169 0 238 0
m/z--> 50 100 150 200 250 300 350 400
Abundance  #321013: Heptafluorobutyric acid, hexadecyl ester
57.0
— ——
13.50 14.00
m/z 83.05 67.24%
5000 11.0
2240
ol UL 0 200200 o,
m/z--> 50 100 150 200 250 300 350 400
Abundance #245846: Trifluoroacetoxy hexadecane “ —
57.0 13.50 14.00
m/z 69.10 58.10%
- I J\M
o LLLLLLL, 1980 2690 5200 e
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080224\
Data File : BF138745.D

Acqg On : 02 Aug 2024 14:02
Operator : RC/JU

Sample : P3402-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 Terephthalic acid, 3-methyl... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.621 2.71 ng 41836  Chrysene-d12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 72
2 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 58
3 Terephthalic acid, di(4-octyl) e... 390 C24H3804 1000323-74-2 47
4 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 43
5 Isophthalic acid, octyl undec-2-... 430 C27H4204 1000343-91-0 38
Abundance Scan 2130 (14.621 min): BF138745.D\data.ms (-2127) (- 70.10 100.00%
70.1 149.0
261.1
5000
s L |
ob b bbd My ol Tt L L nz 149.00  85.50%
m/z--> 50 100 150 200 250 300 350
Abundance #257919: Terephthalic acid, 3-methylbut-2-yl octyl ester
261.0
5000
70.0 14 50 15 00
149.0 m/z 57.10 61.98%
219.0
02\9\.%““\‘ \\‘1\\p\\‘\‘\\\‘\‘\\‘\‘\‘\‘\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #295780: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
—— —
112.0 14.50 15.00
5000 261.0 m/z 261.10 53.27%
67.0
29.
0 # l n | ‘ 2070 | |3040347.0
m/z--> 50 100 150 200 250 300 350
Abundance #295634: Terephthalic acid, di(4-octyl) ester —— —
261.0 14.50 15.00
m/z 112.10 45.71%
167.0
5000
112.0
70.0
1 2EcE S SN VN N S N (Y B 0 ‘{\W
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080224\
Data File : BF138745.D

Acqg On : 02 Aug 2024 14:02
Operator : RC/JU

Sample : P3402-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 unknownl4.757 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.757 3.42 ng 57967 Perylene-d12 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 30
2 5,5,7,7-Tetraethylundecane 268 C19H40 1000360-42-0 27
3 Hexadecane, 1-chloro- 260 C16H33Cl 004860-03-1 25
4 Docosane 310 C22H46 000629-97-0 22
5 Pentacosane 352 C25H52 000629-99-2 22

Abundance Scan 2153 (14.757 min): BF138745.D\data.ms (-2149) (-] ' m/z 57.10 100.00%

511 149.0
5000

7.0 —— ——
203 14.50 15.00
! H\h\ h\ mhm M\ Lol 2091

b L m/z 149.00  83.17%

m/z--> 150 200 250
Abundance #61056: 1-Octanol, 2-butyl-
57.0

5000 — s
14.50 15.00

m/z 43.10 76.71%

111.0
]"8“4‘\ \“\ ‘\\ i ‘\“\‘ \‘H ‘h ‘\‘ J ‘\1‘68‘(‘)‘ T
m/z--> 50 100 150 200 250
Abundance #158618: 5,5,7,7-Tetraethylundecane
57.0

— —
14.50 15.00

o

o

5000 m/z 71.10 52.69%
127.0
239.0
ol b b plioy | 1690 200°7"
m/z--> 50 100 150 200 250
Abundance #148416: Hexadecane, 1-chloro- —— —
57.0 14.50 15.00

m/z 55.10 43.72%

5000 91.0 M
[

olzso] | | |, 1330 1750 2200 2600

—— —
miz--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080224\
Data File : BF138745.D

Acqg On : 02 Aug 2024 14:02
Operator : RC/JU

Sample : P3402-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 1-Octadecene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

15.163 3.31 ng 56051 Perylene-d12 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecene 252 C18H36 000112-88-9 94
2 1-Hexacosene 364 C26H52 018835-33-1 87
3 E-15-Heptadecenal 252 C17H320 1000130-97-9 74
4 1-Hexadecanol 242 C16H340 036653-82-4 74
5 1-Heneicosanol 312 C21H440 015594-90-8 64

Abundance Scan 2222 (15.163 min): BF138745.D\data.ms (-2216) (- m/z 55.10 100.00%

55.1
7.1
5000

- — —
H H \HH i 2070 ==
ol L e - m/z 57.10  95.90%
miz-> 50 100 150 200 250 300 350
Abundance #138521: 1-Octadecene
57.0
7.0
5000 — —
15.00 15.50

m/z 43.05 82.50%

39.0
O ‘ ‘ H ‘ 1‘ 1[ H “\]_\8\2\0 T \2\5“2;0\ T ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene

57.0

97.0
T —
15.00 15.50
5000 ITI/Z 83.10 76.58%
o LLLLLL I 1010 200 a0 s %
mlz--> 50 100 150 200 250 300 350
Abundance #138490: E-15-Heptadecenal T T
43.0 15.00 15.50

m/z 97.10 57.47%

83.0
- M
I

25.0
+ |, 1680 2100 2520

\H‘ ‘\
| —— —
miz--> 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080224\
Data File : BF138745.D

Acqg On : 02 Aug 2024 14:02
Operator : RC/JU

Sample : P3402-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 10 Hentriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.910 3.45 ng 58539  Perylene-d12 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 95
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2349 (15.910 min): BF138745.D\data.ms (-2343) (- m/z 57.10 100.00%
57.1
16.00
169.1 221.1 281.0 :
oww}m”“” ‘MM‘wu,‘m_m_m_m_m m/z 43.10  57.48%
miz--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
5000 1
16.00
m/z 71.10 56.83%
O uh\ H\]\.I h h\ \1\6\9 \0 l 2\2\5 O 309 0 365 0 437 !
\\\\‘\!\]\\\\‘\\\\’\\\\‘\\\\‘\\\\[\\\\‘\\\\’
m/z--> 50 100 150 200 250 300 350 400
Abundance #287976: Heptacosane
57.0
—
16.00
5000 m/z 85.10 42 .84%
o LLLLU1T 7 3090 2250 2810 3800
A A R AR B
m/z--> 0 lOO 150 200 250 300 350 400
Abundance #275538: Hexacosane 7
57.0 16.00
m/z 55.05 23.58%
ol MM L ““‘?‘9‘32‘5‘9“39?9“3"7‘7’9“““ S
m/z--> 50 100 150 200 250 300 350 400 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080224\
Data File : BF138745.D

Acqg On : 02 Aug 2024 14:02
Operator : RC/JU

Sample : P3402-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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, [(hexadecyloxy)met... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.021 2.71 ng 45956  Perylene-d12 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, [(hexadecyloxy)methyl]- 298 C19H3802 015965-99-8 58
2 Oxirane, [(dodecyloxy)methyl]- 242 C15H3002 002461-18-9 58
3 1-Hentetracontanol 593 (C41H840 040710-42-7 49
4 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 47
5 Heptadecanoic acid, heptadecyl e... 509 C34H6802 036617-50-2 47
Abundance Scan 2368 (16.021 min): BF138745.D\data.ms (-2360) (- m/z 43.05 100.00%
43.0
1.1
), 2om0 7° o
ol 1L L 18 e m/z 57.10 95.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197326: Oxirane, [(hexadecyloxy)methyl]-
57.0
5000 — ‘
16.00
m/z 55.00 86.53%
S liso oo
‘\\TT‘WTW[WIWT‘\W\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126240: Oxirane, [(dodecyloxy)methyl]-
57.0
T I
16.00
5000 m/z 69.05 60.57%
0 h\ MLL?SO 197.0 ““JMVWJ\/\\ﬁ\hmvf\v
P S e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #346255: 1-Hentetracontanol —— ‘
57.0 16.00
m/z 71.05 56.00%
B J\/M
0 H‘ ﬁM;QSO 278.0343.0 432.0 502.0 572.0
_H‘_‘H‘HH‘H‘W‘H‘_H‘_‘H,H‘WH‘W‘H‘MH‘_‘H“ P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080224\
Data File : BF138745.D

Acqg On : 02 Aug 2024 14:02
Operator : RC/JU

Sample : P3402-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 Pentacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.998 2.12 ng 35958  Perylene-di12 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 87
2 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1010115-66-1 86
3 Octacosane 394 C28H58 000630-02-4 80
4 Heptacosane 380 C27H56 000593-49-7 80
5 2-Bromotetradecane 276 C14H29Br 074036-95-6 80
Abundance Scan 2534 (16.998 min): BF138745.D\data.ms (-2528) (- m/z 57.10 100.00%
57.1
5000 M/xj\\\Af/\M//k\Nwwx
9.1 —r—
221.0 17.00
0 m‘u ““M““L “m‘ﬂ“hm I 5 S m/z 71.85 59.81%
miz--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane
57.0
5000 R
17.00
9.0 m/z 43.10 46.60%
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\[\\\\
miz--> 50 100 150 200 250 300 350
Abundance #126398: Tridecanol, 2-ethyl-2-methyl-
57.0
——
17.00
5000 m/z 85.10 44 ,39%
NI
ol b by
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane —
57.0 17.00
m/z 55.00 22.70%
oLl L H | 141 0183.0225.0 281.0 337.0 394.
e ““““““““““‘““““““ ——
m/z--> 50 100 150 200 250 300 350 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080224\
Data File : BF138745.D

Acqg On 1 02 Aug 2024 14:02
Operator : RC/JU

Sample : P3402-01

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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... 3.363 2.6 ng 44871 1 6.846 346685 20.0
2-Pentanone, 4-... 5.063 5.4 ng 93022 1 6.846 346685 20.0
1-Phenoxypropan... 8.434 3.6 ng 68221 2 8.122 373916 20.0
unknown9.969 9.969 14.9 ng 363691 3 9.875 487591 20.0
n-Hexadecanoic ... 11.892 4.0 ng 87361 4 11.363 435917 20.0
Heptadecyl hept... 13.851 9.2 ng 142255 5 14.004 308903 20.0
Terephthalic ac... 14.621 2.7 ng 41836 5 14.004 308903 20.0
unknown14.757 14.757 3.4 ng 57967 6 15.463 338949 20.0
1-Octadecene 15.163 3.3 ng 56051 6 15.463 338949 20.0
Hentriacontane 15.910 3.5 ng 58539 6 15.463 338949 120.0
Oxirane, [(hexa... 16.021 2.7 ng 45956 6 15.463 338949 20.0
Pentacosane 16.998 2.1 ng 35958 6 15.463 338949 20.0
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