LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082824\
Data File : BF139207.D

Acqg On : 28 Aug 2024 14:20
Operator : RC/JU

Sample : P3767-01

Misc :

ALS Vvial : 10 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-BF082724.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139207.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.193 9 17 25 rVB 970975 1525023 78.47% 9.202%
2 3.393 212 221 233 rBV 37584 82281 4.23% 0.496%
3 5.104 503 512 519 rVB 76443 116767 6.01% 0.705%
4 5.510 574 581 586 rBV 1227686 1622219 83.47% 9.788%
5 6.516 745 752 757 rBV 1251201 1697173 87.33% 10.241%
6 6.710 779 785 791 rBV 30321 39614 2.04% 0.239%
7 6.892 811 816 821 rBV 433314 535853 27.57%  3.233%
8 7.451 905 911 916 rBV 866117 1106930 56.96% 6.679%
9 7.704 949 954 958 rVB 26861 31604 1.63% 0.191%
10 8.175 1028 1034 1047 rVB 537313 699912 36.01% 4.223%
11 8.481 1081 1086 1094 rBV 109613 137273 7.06% 0.828%
12 9.245 1210 1216 1221 rBV 1591368 1943393 100.00% 11.726%
13 9.922 1326 1331 1341 rVB 583626 755796 38.89%  4.560%
14 10.022 1341 1348 1354 rBV 91824 142281 7.32% 0.859%
15 10.710 1460 1465 1476 rBV 785213 985777 50.72% 5.948%
16 10.839 1482 1487 1492 rBV3 13893 22139 1.14% 0.134%
17 10.927 1498 1502 1505 rVVv2 14953 19531 1.00% 0.118%
18 11.069 1523 1526 1530 rVV3 20476 27459 1.41% 0.166%
19 11.110 1530 1533 1537 rVV 15283 21024 1.08% 0.127%
20 11.410 1579 1584 1592 rBV2 505414 713754 36.73% 4.307%
21 11.933 1663 1673 1678 rBv2 161861 248244 12.77%  1.498%
22 12.021 1684 1688 1698 rVB 20744 39042 2.01% 0.236%
23 12.221 1716 1722 1728 rBv4 12017 25672 1.32% 0.155%
24 12.457 1758 1762 1765 rBV2 16845 23629 1.22% 0.143%
25 12.504 1765 1770 1774 rVV3 11407 21530 1.11% 0.130%
26 12.621 1785 1790 1794 rBV 139527 190992 9.83% 1.152%
27 12.716 1802 1806 1815 rBV 63016 94094 4.84% 0.568%
28 12.845 1823 1828 1832 rBV 109603 173234 8.91% 1.045%
29 12.992 1848 1853 1861 rVB 1065129 1361670 70.07% 8.216%
30 13.233 1890 1894 1898 rVB3 13693 22447 1.16% 0.135%
31 13.568 1948 1951 1959 rvB3 19162 31767 1.63% 0.192%
32 13.680 1967 1970 1975 rVB 15896 21405 1.10% 0.129%
33 13.892 2001 2006 2015 rVB2 97909 148105 7.62% 0.894%
34 14.045 2026 2032 2043 rVB2 441387 726852 37.40%  4.386%
35 14.215 2058 2061 2066 rVB3 21704 28482 1.47% 0.172%
36 14.480 2101 2106 2110 rBV3 49213 90098 4.64% 0.544%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082824\
Data File : BF139207.D

Acqg On : 28 Aug 2024 14:20
Operator : RC/JU

Sample : P3767-01

Misc

ALS Vvial : 10 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-BF082724.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.521 2110 2113 2120 rVB2 53417 73212 3.77% 0.442%
38 14.910 2176 2179 2185 rVB3 26753 39344 2.02% 0.237%
39 14.980 2188 2191 2196 rVB3 24457 33490 1.72% 0.202%
40 15.086 2205 2209 2219 rVB 70654 159168 8.19% 0.960%
41 15.198 2221 2228 2235 rVVv3 58148 141598 7.29% 0.854%
42 15.392 2257 2261 2266 rVB 44389 69656 3.58% 0.420%
43 15.451 2267 2271 2276 rBV 48797 73029 3.76% 0.441%
44 15.521 2277 2283 2288 rBV 291399 456768 23.50% 2.756%
45 16.009 2362 2366 2370 rBV 33820 53570 2.76% 0.323%
Sum of corrected areas: 16572901
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082824\
Data File : BF139207.D

Acqg On : 28 Aug 2024 14:20
Operator : RC/JU

Sample : P3767-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF139207.D\data.ms

1400000

1200000

10000002.193
7.451
800000

600000
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400000

200000
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o
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Abundance TIC: BF139207.D\data.ms
9.245

1400000

1200000
12.992

1000000
800000 10.710

9.922
600000 8.175 11.410

400000
200000 11.933 12.62
8.481 022 3784 q
0 /\ L A 01889220620 02(2.22122150 - 13.232
T T L L L B B T N L e e 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: BF139207.D\data.ms

1400000
1200000
1000000
800000
600000

14.045
400000 15.521

200000 13.892 1444821 3981 34
w1§£3ﬁ80 1:1%15 léﬂ.gib% 16.009

0 T ‘ T T T ‘ T T T T ’ T
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T ‘ T T ‘ T T ‘ T 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\BF082824\
Data File : BF139207.D

Acqg On : 28 Aug 2024 14:20
Operator : RC/JU

Sample : P3767-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.193 56.92 ng 1525020 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 27
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 17 (2.193 min): BF139207.D\data.ms (-9) (-) m/z 73.10 100.00%
3.1
5000 43.0
87.1 T ‘ T T T T ‘ T T T T ‘ T
‘ 91 2.20 2.40 2.60
Obrerrrerrprreeprebbb i ML m/z 43.05  39.72%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B B B B B B
2.20 2.40 2.60
43.0 o
87.0 m/z 55.05 27.12%
29.
ﬁo \‘\“ %90 ‘\
O \H‘\H\‘HH‘HH‘HH‘H\‘\“HH’HH‘HH‘H\\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 L S LSRN
2.20 2.40 2.60
5000 41.0 55.0 m/z 87.10 25.87%
27.0
O b 120, 1290
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2104: Acetamide, N-ethyl- e
30.0 2.20 2.40 2.60
m/z 41.05 13.29%
5000 87.0
44.0
15.0 72.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082824\
Data File : BF139207.D

Acqg On : 28 Aug 2024 14:20
Operator : RC/JU

Sample : P3767-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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 R-(-)-1,2-propanediol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.393 3.07 ng 82281 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 78
2 Propylene Glycol 76 C3H802 000057-55-6 78
3 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9
4 Isopropyl Alcohol 60 C3H80 000067-63-0 9
5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9

Abundance Scan 221 (3.393 min): BF139207.D\data.ms (-212) (-) m/z 45.10 100.00%

458.1
5000
Rmans e A RRARERRET
480 610 g 3.00 3.20 3.40 3.60 3.80
Oty e e m/z 43.00  19.95%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1091: R-(-)-1,2-propanediol
45.0
5000 B R BRE R e e,
3.00 3.20 3.40 3.60 3.80
20.0 m/Z 61.00 6.36%
. 61.0
O \\‘HH‘HH‘H\MHH‘\H! HH‘HH‘H!} \\H‘E\)ﬁ\(‘)\\\\‘1\\\‘HH‘HH‘HH‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1083: Propylene Glycol
45.0

3.00 3.20 3.40 3.60 3.80

5000 ITI/Z 44.00 5.13%
29.0
o 190 7 380 53000 760
wuu_m_uwmwuuwupuwu‘HWHHMWMHWWWHHWH_HW
mlz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1092: (S)-(+)-1,2-Propanediol m‘m SERE ‘mmf
45.0 3.00 3.20 3.40 3.60 3.80

m/z 42.00 4.03%

5000

310 610
1
150

‘ 380 530 | 76.0

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 3.00 3.20 3.40 3.60 3.80

o

8270-BF082724.M Thu Aug 29 06:48:08 2024 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082824\
Data File : BF139207.D

Acqg On : 28 Aug 2024 14:20
Operator : RC/JU

Sample : P3767-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.104 4.36 ng 116767 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 5-Hexen-2-one 98 C6H100 000109-49-9 9
Abundance Scan 512 (5.104 min): BF139207.D\data.ms (-503) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0
4.80 5.00 5.20 5.40
U | 83.1 o
-t m/z 59.10 57.07%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LU B LR L L R |
59.0 4.80 5.00 5.20 5.40
m/z 101.00 17.95%
15.0 101.0
‘ T | 83.0 |
O\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R R R
4.80 5.00 5.20 5.40
5000 410 m/z 58.00 16.32%
126.0
b L 12001459
m/iz--> 20 40 60 80 100 120 140
Abundance #4528: 2,3-Butanedione, monooxime e e
43.0 4.80 5.00 5.20 5.40
m/z 41.05 9.30%
5000
101.0
SIS IR T T T S P-4
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\BF082824\
Data File : BF139207.D

Acqg On : 28 Aug 2024 14:20
Operator : RC/JU

Sample : P3767-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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 1-Phenoxypropan-2-ol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.481 3.92 ng 137273  Naphthalene-d8 8.175

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 93
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 1086 (8.481 min): BF139207.D\data.ms (-1081) (-) m/z 94.00 100.00%
94.0
5000
77.0
R mAREEEESEE T
‘ ‘ h ‘ 121.0 152.1 8.20 8.40 8.60 8.80
omwHH‘MHJ‘“‘m‘,mu“_m_m_m‘ m/z 77.00  26.29%
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  16.74%
m/z--> 100 120 140
Abundance #30139.l—PropanoLS—phenoxy—
94.0
A RE  RAREEEEEE T
8.20 8.40 8.60 8.80
5000 m/z 152.05 15.98%
77.0 152.0
27.
m/z--> 20 100 120 140
Abundance #19881.Ethan0L2—phen0xy— AR EamaE R
94.0 8.20 8.40 8.60 8.80
m/z 108.10  14.18%
5000
77.0 138.0
270 0
05— A, “‘i““““‘ ‘HH\ el \‘\ s e R R RREREE
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\BF082824\
Data File : BF139207.D

Acqg On : 28 Aug 2024 14:20
Operator : RC/JU

Sample : P3767-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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 unknownl1©.022 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.022 3.77 ng 142281  Acenaphthene-die 9.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-5-Isopropyl-6,7-epoxy-8-hy... 228 C13H2403 058002-07-6 16
2 3-0X0-4-METHYLPENTANOIC ACID, ME... 144 C7H1203 042558-54-3 12
3 Tetradecane, 1-bromo- 276 C14H29Br 000112-71-0 10
4 Heptacosyl acetate 438 C29H5802 1000351-78-2 10
5 Acetic acid, cyano(hydroxyimino)... 170 C7H10N203 076101-98-9 10
Abundance Scan 1348 (10.022 min): BF139207.D\data.ms (-1341) (- m/z 43.05 100.00%
43.0
5000 1 1371
T [
Ly || e
O‘HWH‘NHH wupuUuwwhuﬁum‘HHMHJMHWH‘WHH_‘H_ m/z 57.10 56.74%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109018: trans-5-sopropyl-6,7-epoxy-8-hydroxy-8-methy
43.0
5000 112.0 10,00 |
fLO m/z 97.10 46.07%
Ol AR \‘i“l‘\ \‘Lh“\‘\H \"M”\ \‘H’ \‘\“\‘\ ‘H\“\ T \“} %?I\(\)\ T ‘]\-2\5’\0\ ANRREAN AR AR
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #23926: 3-OX0-4-METHYLPENTANOIC ACID, METHYL
43.0
\/\ T T ‘ T ‘
10.00
5000 m/z 101.10 43.54%
101.0
1 O‘ 144.0
0 "w(‘u”u‘“H‘“w“?‘m,"1“‘w‘1"Ww‘m,‘WH_WW_
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #168308: Tetradecane, 1-bromo- A
57.0 10.00
m/z 59.10 41.64%
135.0
5000
27.0 97 0
0 ‘ “ n‘\ \u \ Ly H16501970 233.0 276.C n r
HH‘HH_H‘_HWH‘WHH_‘HMHW‘HWHHM‘HMHW‘HWHH“ poen ‘
m/z--> 20 40 60 80 100120140160180200220240260280 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082824\
Data File : BF139207.D

Acqg On : 28 Aug 2024 14:20
Operator : RC/JU

Sample : P3767-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.933 6.96 ng 248244  Phenanthrene-di10 11.410
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 62
5 Octanoic acid 144 C8H1602 000124-07-2 38
Abundance Scan 1673 (11.933 min): BF139207.D\data.ms (-1663) (- m/z 73.00 100.00%
43.0 73.0
5000
129.1 192.1
—=
‘ 12.00
Ol m/z 43.05 97.87%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
167.01g5 02130  256.0 m/z 60.00  88.98%
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 41.10 80.76%
171.0
‘ 214.0
o LA
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid —
43.0 73.0 12.00
m/z 55.05 77 .71%
5000 129.0
199.0
s ) e T
0%?Rk“JWNWwWWAWWMMMWHJMJHJHW‘HWHHM‘H_ —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\BF082824\
Data File : BF139207.D

Acqg On : 28 Aug 2024 14:20
Operator : RC/JU

Sample : P3767-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

12.716 2.64 ng 94094  Phenanthrene-d10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
4 Dodecanoic acid 200 C12H2402 000143-07-7 76
5 Decanoic acid, silver(1+) salt 278 C1OH19Ag02 013126-67-5 58

Abundance Scan 1806 (12.716 min): BF139207.D\data.ms (-1802) (- m/z 43.10 100.00%

43.1 73.0
5000
129.1

202.1
241.2 T

171. ‘ 284.: 12.50 13.00
I L
|

0 wwwm ol b b L m/z 73.00 91.49%

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

5000 129.0

m/z 57.05 81.74%

‘ 185.0 5410 284
0b— \“ \“\’ M\\ \‘H““M”‘L ‘1‘““ Al . S ‘L — ““
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid

43.0 73.0

7 —
12.50 13.00
5000 129.0 m/z 59.95 81.19%
‘ 199.0 2420
oL— ‘\‘ m ’H‘\ h“ “H“H\‘ Hhu\ M\ ] “‘ ‘l‘eﬂ‘o“ ‘ . ‘i N “\ P
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid e T
60.0 12.50 13.00

5000 129.0
97.0 1710 2130 2560
L

— :
miz--> 50 100 150 200 250 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082824\
Data File : BF139207.D

Acqg On : 28 Aug 2024 14:20
Operator : RC/JU

Sample : P3767-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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 Cyclopentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.892 4.08 ng 148105  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 95
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
3 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 81
4 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 76
5 1-Hexacosanol 382 C26H540 000506-52-5 76
Abundance Scan 2006 (13.892 min): BF139207.D\data.ms (-2001) (- m/z 57.05 100.00%
57.0
— ——
‘ %5 1 13.50 14.00
om‘uuH“w\‘«lm‘\M‘wwwHH_Hwwwwww m/z 43.10  93.93%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #87654: Cyclopentadecane
55.0
5000 — e
13.50 14.00
m/z 55.05 81.41%
J h” -0 210 0
O\H ‘JHH H\%‘\H‘\‘HH‘\H\‘H\\‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
— ——
13.50 14.00
5000 m/z 83.05 67.76%
ol h,H 2520 3690 648.
H‘W‘H‘_‘H‘H‘W‘H‘_H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘H‘_‘H‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance  #311253: Pentafluoropropionic acid, octadecyl ester — —
57.0 13.50 14.00
m/z 69.10 63.92%
5000
5.0
H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘WH‘W‘H‘_‘H‘H‘W‘H‘_‘H“ — ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 13.50 14.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 28

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082824\
BF139207.D

Aug 2024 14:20

: RC/JU
: P3767-01

. 10

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Carbonic acid, 2-ethylhexyl... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.480 2.48 ng 90098 Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, 2-ethylhexyl octa... 426 C27H5403 1000383-14-5 52
2 Carbonic acid, 2-ethylhexyl hept... 412 C26H5203 1000383-14-4 50
3 7-Heptadecene, 1-chloro- 272 C17H33C1 056554-78-0 38
4 9-Nonadecene 266 C19H38 031035-07-1 38
5 2-Furanmethanamine, tetrahydro- 101 C5H11NO 004795-29-3 30

Abundance Scan 2106 (14.480 min): BF139207.D\data.ms (-2101) (- m/z 57.10 100.00%
57.1
265.3 L
H 1481 1830 2301 14.50
ok “H‘u m/z 71.10 84.04%
m/z--> 100 150 200 250 300
Abundance #316441: Carbonic acid, 2-ethylhexyl octadecyl ester
57.0
112.0
5000 1
14.50
m/z 55.10  75.33%
252.0
0 ! ‘\‘ Al H ‘H ‘\ L ;L530 1950 I ‘\ 314.1
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 #309386: Carbonic acid, 2-ethylhexyl heptadecyl ester
57.0
112.0
——
14.50
5000 m/z 69.10 54.53%
238.0
0 | ‘h | H H b \\1540 1950 ‘\ 300.0
4 b b A
m/iz--> 50 100 150 200 250 300
Abundance #163813: 7-Heptadecene, 1-chloro- 7
55.0 14.50
m/z 43.10 49.99%
272.0
oL LLLLL 13 0 1140 260 0 -
m/z--> 0 100 150 200 250 300 14.50
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Data Path
Data File :
Acqg On

Library Search Compound Report

¢ Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082824\
BF139207.D
: 28 Aug 2024 14:20

Operator : RC/JU

Sample
Misc

ALS vial : 10

Quant Method
Quant Title

TIC Library

. P3767-01

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724.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 10 Cyclohexadecane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
14.521 2.01 ng 73212  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexadecane 224 C16H32 000295-65-8 92
2 1-Octadecene 252 C18H36 000112-88-9 78
3 Dotriacontyl pentafluoropropionate 612 C35H65F502 1010351-81-4 74
4 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 74
5 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 74

Abundance Scan 2113 (14.521 min): BF139207.D\data.ms (-2110) (-] | m/z 57.10 100.00%
57.1
240.1 T ‘
Fs 1 ‘ | 14.50
0“Hyuawwt!UMWMWMWL‘W‘H‘_‘HM‘H‘H‘W‘H‘_‘H“ m/z 43.10 82.24%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104594: Cyclohexadecane
55.0
5000 —— |
14.50
50 m/z 55.10 52.95%
} ‘ 224.0
O \\L‘f“\H\‘H\\!"H\\’\\‘\\’\H\’\\H‘\\H‘\\H‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138521: 1-Octadecene
57.0
LN \
14.50
5000 ITI/Z 71.10 52.51%
50
0“"‘H“H‘w‘uu,u"V‘H,‘H‘_“W‘H“H‘w“u‘u“_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #347041: Dotriacontyl pentafluoropropionate —— ‘
57.0 14.50
m/z 83.10 48.55%
5000
5.0
0 } [l J‘H;L95026403340 448.0 594.(
‘H‘_‘H‘H‘WH“‘H‘W‘H,H‘WH‘W‘H‘_‘H‘HH‘H‘W‘ ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082824\
Data File : BF139207.D

Acqg On : 28 Aug 2024 14:20
Operator : RC/JU

Sample : P3767-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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 E-7-Octadecene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.198 6.20 ng 141598 Perylene-di2 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-7-Octadecene 252 C18H36 1000130-92-0 81
2 5-Octadecene, (E)- 252 C18H36 007206-21-5 62
3 Cetene 224 C16H32 000629-73-2 55
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 51
5 Disparlure 282 C19H380 029804-22-6 50

Abundance Scan 2228 (15.198 min): BF139207.D\data.ms (-2221) (-} | m/z 252.10 100.00%

57. 252.1
5000

15.00 15.50

o

el m/z 57.10  99.91%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #138522: E-7-Octadecene
43.0
83.0

5000 — —
15.00 15.50
5 0 252.0 ITI/Z 43.10 84.79%
o1 M ‘\\h | |1 1540 1960
\‘HH‘H‘HH[HH‘HH‘\H\‘HH‘H\\’HH‘HH‘HH‘HH‘HH’H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #138523: 5-Octadecene, (E)-
55.0
— —
15.00 15.50
5000 97.0 m/z 55.10 80.89%
02‘1\0\\ | \\h | 1250 1680 2520 W
e e e A e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #104588: Cetene 7 —
43.0 15.00 15.50
m/z 83.10 74.90%
83.0
5000
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082824\
Data File : BF139207.D

Acqg On : 28 Aug 2024 14:20
Operator : RC/JU

Sample : P3767-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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 Benzo[e]pyrene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.392 3.05 ng 69656 Perylene-di2 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 97
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 97
3 Perylene 252 C20H12 000198-55-0 90
4 Benzo[a]pyrene 252 C20H12 000050-32-8 90
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90

Abundance Scan 2261 (15.392 min): BF139207.D\data.ms (-2257) (- m/z 252.10 100.00%
1

252,
5000

551 125.0 108.0 a5 | 1500 15.50
O “\ T w‘“ w““w L B el ‘ LB e B “‘.v m/Z 250.05 31.09%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0

A

5000 el SAAN
15.00 15.50
m/z 253.10  22.97%

125.0
0 39.0 83.0 | 200.0, |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\
mi/z--> 50 100 150 200 250 300 350
Abundance #138563: BenzolKk]fluoranthene
252.0

T ‘
15.00 15.50

5000 ITI/Z 251.10 11.09%
126.0
oo ol oo |
m/z--> 50 100 150 200 250 300 350
Abundance #138551: Perylene 'ﬂm‘ ‘ — o
252.0 15.00 15.50

m/z 125.00 10.37%

5000
125.0

170 830 | M 200.0, |
ot e

— T
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082824\
Data File : BF139207.D

Acqg On : 28 Aug 2024 14:20

Operator : RC/JU

Sample : P3767-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : 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 13 Heptacosane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
16.009 2.35 ng 53570  Perylene-d12 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 86
5 Hentriacontane 437 C31H64 000630-04-6 86

Abundance Scan 2366 (16.009 min): BF139207.D\data.ms (-2362) (- m/z 57.10 100.00%
57.1
5000
9.1 T \
|| H ‘141 1183.1 995 1266.1 16.00
o) m— .“ ‘\‘m!\ alh m‘uu‘ ‘\ w‘u‘wh‘u\hm‘u ‘\H‘H‘\‘\‘\‘\‘\ I I I m/Z 71.05 69.77%
miz--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane
57.0
5000 —— :
16.00
m/z 43.10 67.90%
O]- q L\ uh\ u\w H h }4%9]\'839?25026703090 380(
\\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #275543: Eicosane, 7-hexyl-
57.0
T \
16.00
5000 m/z 85.05 49, 88%
182.0
ol LI 101019200080 29100
m/z--> 50 lOO 150 200 250 300 350
Abundance #275537: Hexacosane T ‘
57.0 16.00
m/z 55.05 31.72%
5000
ol ‘L‘ 1 M | 141:0183.0225.0267.0309.0_367.0
L e e A T e T B —
m/z--> 50 100 150 200 250 300 350 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082824\
Data File : BF139207.D

Acqg On : 28 Aug 2024 14:20
Operator : RC/JU

Sample : P3767-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724.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|
Butane, 2-metho... 2.193 56.9 ng 1525020 1 6.892 535853 20.0
R-(-)-1,2-propa... 3.393 3.1 ng 82281 1 6.892 535853 20.0
2-Pentanone, 4-... 5.104 4.4 ng 116767 1 6.892 535853 20.0
1-Phenoxypropan... 8.481 3.9 ng 137273 2 8.175 699912 20.0
unknown10.022 10.022 3.8 ng 142281 3 9.922 755796 20.0
n-Hexadecanoic ... 11.933 7.0 ng 248244 4 11.410 713754 20.0
Octadecanoic acid 12.716 2.6 ng 94094 4 11.410 713754 20.0
Cyclopentadecane 13.892 4.1 ng 1481065 5 14.045 726852 20.0
Carbonic acid, ... 14.480 2.5 ng 90098 5 14.045 726852 20.0
Cyclohexadecane 14.521 2.0 ng 73212 5 14.045 726852 20.0
E-7-Octadecene 15.198 6.2 ng 141598 6 15.521 456768 20.0
Benzo[e]pyrene 15.392 3.0 ng 69656 6 15.521 456768 20.0
Heptacosane 16.009 2.4 ng 53570 6 15.521 456768 20.0
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