LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082124\
Data File : BF139098.D

Acqg On : 21 Aug 2024 13:21

Operator : RC/JU

Sample : P3660-05 :
Misc : S-906-J-0-0.5-081624

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-BF082024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139098.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.204 11 19 26 rVB 1156050 1785226 92.44% 10.057%
2 2.310 31 37 45 rVB 14473 22599 1.17% 0.127%
3 3.399 216 222 237 rBV 40158 94776 4.91% 0.534%
4 3,993 317 323 329 rBV 20021 30259 1.57% 0.170%
5 5.116 504 514 520 rBV 83666 131197 6.79% 0.739%
6 5.510 575 581 586 rBV 1430603 1854239 96.01% 10.446%
7 6.181 690 695 702 rVB 38689 48975 2.54% 0.276%
8 6.445 736 740 745 rBvV2 36237 45358 2.35% 0.256%
9 6.516 745 752 757 rBV 1355016 1931211 100.00% 10.880%
106 6.716 781 786 792 rBV 26700 32781 1.70% 0.185%
11 6.892 811 816 821 rBV 495615 621768 32.20%  3.503%
12 7.051 840 843 847 rVB 16693 19514 1.01% 0.110%
13 7.287 877 883 887 rBV 18062 23142 1.20% 0.130%
14 7.451 905 911 917 rBV 898737 1201379 62.21% 6.768%
15 7.71@ 950 955 959 rBV 17981 21572 1.12% 0.122%
16 7.857 972 980 986 rVB 28514 39578 2.05% 0.223%
17 8.175 1029 1034 1041 rBV 645435 815896 42.25% 4.597%
18 8.392 1065 1071 1077 rVB2 19400 25586 1.32% 0.144%
19 8.486 1082 1087 1096 rVvV 71509 93498 4.84% 0.527%
20 8.863 1144 1151 1157 rBV 25128 32788 1.70% 0.185%
21 9.033 1175 1180 1184 rBV 46582 58487 3.03% 0.329%
22 9.251 1211 1217 1222 rBV 1364448 1662399 86.08% 9.365%
23 9.345 1222 1233 1238 rBv2 26405 46260 2.40% 0.261%
24 9.928 1327 1332 1337 rBV 708651 883088 45.73%  4.975%
25 10.028 1343 1349 1356 rBV 40864 61909 3.21% 0.349%

26 10.716 1461 1466 1471 rBV 936305 1172542 60.72%
27 11.416 1580 1585 1593 rBV2 636098 873345 45.22%
28 11.945 1665 1675 1680 rBV ~ 112388 174555 9.04%
29 12.027 1685 1689 1698 rVB 15469 29254 1.51%
30 12.227 1716 1723 1728 rBV2 11096 20116 1.04%

[N RES o))
Xe]
o]
w
R

31 12.627 1785 1791 1803 rBV 146624 239008 12.38%
32 12.727 1803 1808 1814 rBV 40147 56930 2.95%
33 12.851 1821 1829 1835 rBV 116216 179627 9.30%

oOuUVIkE O
[
f
N
R

34 12.998 1849 1854 1859 rVB 766098 954625 49.43% 378%
35 13.180 1876 1885 1888 rBV3 12403 24849  1.29% 140%
36 13.363 1912 1916 1921 rBV2 23752 32282 1.67% 0.182%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082124\
Data File : BF139098.D

Acqg On : 21 Aug 2024 13:21

Operator : RC/JU

Sample : P3660-05 :
Misc : S-906-J-0-0.5-081624

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-BF082024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.692 1967 1972 1979 rVB2 14597 27647 1.43% 0.156%
38 13.851 1993 1999 2003 rvv3 16441 30078 1.56% 0.169%
39 13.904 2003 2008 2016 rVB2 77139 117472 6.08% 0.662%
40 14.051 2024 2033 2043 rBV2 449963 743430 38.50% 4.188%
41 14.433 2090 2098 2102 rBvV2 9365 19786 1.02% 0.111%
42 14.533 2110 2115 2122 rBvV3 44316 76903 3.98% 0.433%
43 15.092 2205 2210 2222 rVB 81294 195105 10.10% 1.099%
44 15.198 2222 2228 2238 rVB4 23387 48485 2.51% ©0.273%
45 15.404 2257 2263 2268 rBV 49981 83893 4.34% 0.473%
46 15.462 2268 2273 2278 rVV 53169 77510 4.01% 0.437%
47 15.527 2278 2284 2293 rVWW 372522 561366 29.07% 3.163%
48 16.033 2365 2370 2374 rVWV 13134 21406 1.11% 0.121%
49 16.080 2374 2378 2387 rVBS8 16809 35365 1.83% 0.199%
50 16.433 2433 2438 2453 rVB6 29726 66908  3.46% 0.377%
51 16.998 2528 2534 2540 rBV2 24841 53868 2.79% 0.303%
52 17.215 2559 2571 2583 rBVS 20208 72814 3.77% 0.410%
53 17.392 2596 2601 2605 rBV7 9946 20974 1.09% 0.118%
54 17.439 2605 2609 2618 rVB 18471 38577 2.00% 0.217%
55 17.633 2634 2642 2655 rBV4 43471 118052 6.11% 0.665%

Sum of corrected areas: 17750257
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082124\
Data File : BF139098.D

Acqg On : 21 Aug 2024 13:21

Operator : RC/JU

Sample : P3660-05 :
Misc : S-906-J-0-0.5-081624

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF139098.D\data.ms
1400000 5.510 6.516

120000012.204
1000000
7.451

800000

600000
6.892

400000

200000

5.116
310 3.399 3.993 6.181 6.445 6.716 || 7.0517.287 7.7

\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ T W_V_V—WH_VTH

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: BF139098.D\data.ms
1400000 9.251

O

1200000
1000000 10.716

800000 12.998
9.928

8.175 11.416
600000

400000

200000 aas 11.945 12.62{5 g5
7.857 8.39 8.863.033 ).345 028

NEE: 39 880803 Jo. 2 deoamzzr 12771 |1a100
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: BF139098.D\data.ms
1400000

1200000
1000000
800000

600000
14.051
400000 15.527

200000
15. 092

13.90.
/363 1360651 14%“ 166080 16.433 16.9987.21973939 633

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\BF082124\
Data File : BF139098.D

Acqg On : 21 Aug 2024 13:21

Operator : RC/JU

Sample : P3660-05 :
Misc : S-906-J-0-0.5-081624

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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.
2.204 57.42 ng 1785230 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 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance  Scan 19 (2.204 min): BF139098.D\data.ms (-11) (-) m/z 73.10 100.00%

3.1
5000 43.0
87.1
e
‘ 91 2.20 2.40 2.60
Ot B2 L m/z 43.e5  41.25%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LN L L B B B B B
2.20 2.40 2.60
43.0 o
87.0 m/z 55.10  27.55%
29.
ﬁo \‘\“ %90 ‘\
O \H‘HH‘HH‘HH‘HH‘H\‘\“HH’HH‘\\H‘HH‘HH’HH‘\\H‘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 R
2.20 2.40 2.60
5000 41.0 55.0 m/z 87.10 26.04%
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 13.83%
5000 87.0
44.0
15.0 72.0
ol Ll | 580

T T T T T T T T T T L L s s

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 220 240 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082124\
Data File : BF139098.D

Acqg On : 21 Aug 2024 13:21

Operator : RC/JU

Sample : P3660-05 :
Misc : S-906-J-0-0.5-081624

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 6
R.T. EstConc Area Relative to ISTD R.T.
3.399 3.05 ng 94776  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 64
2 Propylene Glycol 76 C3H802 000057-55-6 43
3 Isopropyl Alcohol 60 C3H80 000067-63-0 9
4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9
5 Formamide 45 CH3NO 000075-12-7 5

Abundance Scan 222 (3.399 min): BF139098.D\data.ms (-216) (-) m/z 45.10 100.00%

4I:
5000
R R
480 61.0 3.00 3.20 3.40 3.60 3.80
0 beeperreprereprerperprepreepe e e pere ey m/z 43.10 20.07%
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
5000 [ L LB B
3.00 3.20 3.40 3.60 3.80
20.0 m/Z 61.00 6.35%
61.0
O H‘\H\‘HH‘\H\‘HH‘\H!i\\\\‘\\\\‘\\!l \\H‘E\)ﬁ.\(‘)\{H‘1\\\‘\H\‘HH‘\.\H‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1083: Propylene Glycol
45.0
R
3.00 3.20 3.40 3.60 3.80
5000 m/z 44.05 5.47%
29.0
o 190 7 380 530°%° 760
B RIS it St
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #342: Isopropyl Alcohol R RAREARARE
45.0 3.00 3.20 3.40 3.60 3.80
m/z 42.00 4.02%
5000
270
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 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082124\
Data File : BF139098.D

Acqg On : 21 Aug 2024 13:21

Operator : RC/JU

Sample : P3660-05 :
Misc S-906-J-0-0.5-081624

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 2
R.T. EstConc Area Relative to ISTD R.T.
5.116 4.22 ng 131197 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 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 Butane 58 C4H10 000106-97-8 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 514 (5.116 min): BF139098.D\data.ms (-504) (-) m/z 43.00 100.00%

3.0
59.1
5000
1014 050550 5k
| | 830 | 00500820040
o+ttt e e m/z 59.10 52.99%
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 L L R R IR B
4.80 5.00 5.20 5.40
101.0 m/z 101.10 17.51%
31\'0 L | 83.0 |
O\\\’\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime
43.0
EEEmmaEE TS
4.80 5.00 5.20 5.40
5000 m/z 58.00 15.55%
101.0
o 180 310 | °80 700 86,0
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4153: 1-Propen-2-ol, acetate R RAmaEas S
43.0 4.80 5.00 5.20 5.40
m/z 41.00 9.62%
5000
58.0
1?0 27.0 ! 72.0 100.0
ottt
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\BF082124\
Data File : BF139098.D

Acqg On : 21 Aug 2024 13:21

Operator : RC/JU

Sample : P3660-05 :
Misc S-906-J-0-0.5-081624

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 10
R.T. EstConc Area Relative to ISTD R.T.
8.486 2.29 ng 93498 Naphthalene-d8 8.175

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 95
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 87
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
4 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 59
5 2-Hexen-4-yne, 2-methyl- 94 C7H10 058275-93-7 53
Abundance Scan 1087 (8.486 min): BF139098.D\data.ms (-1082) (-) m/z 94.10 100.00%
94.1
5000
77.1 A
 AREmERREESS
‘ ‘ ‘ h ‘ 121.0 152.1 8.20 8.40 8.60 8.80
0 “““““ ‘wHw‘“H“WL“M“w(““““‘ m/z 77.10  26.78%
m/z--> 20 100 120 140
Abundance #30117.l-Phenox‘propan-24ﬂ
94.0
5000 H\‘HH‘HH‘H\A\‘\/\H\
8.20 8.40 8.60 8.80
7.0 1520  m/z 78.10  16.14%
45.0 ‘
O L ‘2\7\9\““\‘\“\ \“ \H\ T \“‘ T \‘\ ‘ T !\1]\-9‘\0\ T ‘ T \‘\‘
miz-> 20 60 80 100 120 140
Abundance #30139:l—PropanoLS—phenoxy—
94.0
e
8.20 8.40 8.60 8.80
5000 m/z 152.05 16.01%
77.0 152.0
20 i Lamo
o""""""w""_m‘mwum_m‘
m/z--> 20 100 120 140
Abundance #19881.Ethan0L2—phen0xy— R EEREEREEESSE T
94.0 8.20 8.40 8.60 8.80
m/z 51.00 14.32%
5000
77.0 138.0
270 910
0b— ol “‘i““““‘ ‘HH\ i \‘\ i m‘\m‘\m‘\m‘\/\m
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\BF082124\
Data File : BF139098.D

Acqg On : 21 Aug 2024 13:21

Operator : RC/JU

Sample : P3660-05 :
Misc S-906-J-0-0.5-081624

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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.
11.945 4.00 ng 174555  Phenanthrene-di10 11.416
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 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 20
5 Oxalic acid, cyclobutyl octadecy... 396 C24H4404 1000309-70-8 18

Abundance Scan 1675 (11.945 min): BF139098.D\data.ms (-1665) (- m/z 73.10 100.00%
43.0 73.1

5000
129.1 192.1

-

I T O O WX
\‘ il \\ HMM ol \m\m wl 1l ‘ Lo

e b bl L m/z 43.05  90.77%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 AT
12.00

m/z 60.00 82.80%

o

157.0 185.0 213.0 256.0

O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
=
43.0 12.00
5000 129.0 m/Z 41.05 72.13%
171.0

‘ 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126202: Pentadecanoic acid —

43.0 73.0 12.00

m/z 57.05 71.52%

5000
129.0 242.0
\ e
. m il H ‘ HM‘ Gﬁ‘ M m 17\1 o\ ‘ l » ’

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082124\
Data File : BF139098.D

Acqg On : 21 Aug 2024 13:21

Operator : RC/JU

Sample : P3660-05 :
Misc S-906-J-0-0.5-081624

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 Behenic alcohol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.904 3.16 ng 117472  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 n-Tetracosanol-1 354 C24H500 000506-51-4 93
3 Octacosanol 410 C28H580 000557-61-9 93
4 1-Heneicosyl formate 340 C22H4402 077899-03-7 90
5 1-Hexacosene 364 C26H52 018835-33-1 90
Abundance Scan 2008 (13.904 min): BF139098.D\data.ms (-2003) (- m/z 57.10 100.00%
57.1
5000
1111
230.1 —r—
14.00
531 | 2810
0 “‘“N‘M‘wWWuWﬁVMu“‘wu‘u‘ B A m/z 43.05 95.30%
miz--> 50 100 150 200 250 300 350
Abundance #232316: Behenic alcoho
83.0
410
5000 T
14.00
25.0 m/z 55.05 88.87%
0 \h \‘\ J ‘\ ‘ \“ ‘\ \‘\ ]ﬁ6\702100 280.0
\\\\‘\\\\ \\ \\\‘\\\\[\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1
57.0
——
14.00
5000 110 m/z 83.85 78.65%
ol | 11%010500360 3080
m/z--> 50 100 150 200 250 300 350
Abundance #308225: Octacosanol —
57.0 14.00
m/z 69.05 73.00%
ol 4l h i M 5019502360 20203340 3924
gty e T T T —
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082124\
Data File : BF139098.D

Acqg On : 21 Aug 2024 13:21

Operator : RC/JU

Sample : P3660-05 :
Misc : S-906-J-0-0.5-081624

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

14.533 2.07 ng 76903  Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 76
3 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 74
4 Sulfurous acid, butyl octadecyl ... 390 C22H4603S 1000309-18-5 74
5 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 74

Abundance Scan 2115 (14.533 min): BF139098.D\data.ms (-2110) (- m/z 57.05 100.00%

57.0
5000
97.0

s ™"
0b— L all, Ml ‘ Ll m \HH \ il \“‘ ‘\‘u‘ ?8}-}‘ m/z 43.95 75.69%
miz--> 50 100 150 200 250
Abundance #123959: Heptadecane LW\JL\NM
57.0
5000 L ‘

14.50
m/z 71.05 60.70%

99.0
oF10 L[], 1410 a;0 2000
m/z--> 50 100 150 200 250
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0

14.50

5000 m/z 85.10  42.59%
97.0
oZ0 Lyl Pz w0 2240 aon
miz—-> 50 100 150 200 250
Abundance  #241465: Sulfurous acid, pentadecyl 2-propyl ester M/\ ‘/\W\, : A P/‘V
43.0 14.50

- T Mw
1 \H‘

0 M 1550 210.0
i ‘ ‘ ‘

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082124\
Data File : BF139098.D

Acqg On : 21 Aug 2024 13:21

Operator : RC/JU

Sample : P3660-05 :
Misc : S-906-J-0-0.5-081624

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 Benzo[e]pyrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.404 2.99 ng 83893  Perylene-di12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
2 Benzo[e]pyrene 252 C20H12 000192-97-2 93
3 Benzo[a]pyrene 252 C20H12 000050-32-8 90
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 89
5 Perylene 252 C20H12 000198-55-0 86
Abundance Scan 2263 (15.404 min): BF139098.D\data.ms (-2257) (- m/z 252.10 100.00%
25p.1
e
57.1 125.0
I 1909 2241 M 081 15.50
0 b el TR b e 595 | m/z 250.10  29.70%
m/z--> 40 60 80 100120140 160 180 200 220 240 260 280
Abundance #138562: Benzol[b]fluoranthene
252.0 N\
5000 /‘\ 7 \j\
15.50
126.0 m/z 253.10 23.71%
ol 830 990 ‘\\ 174.0 2240 hH
\\‘\H\‘\H\‘\H\‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH‘H \‘HH‘H
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #138554: Benzo[e]pyrene
252.0
| YA
15.50
5000 m/z 125.00 12.82%
125.0
oL 630 980, | 1740 2240 |
A e e
m/z--> 40 60 80 100120140 160 180 200 220 240 260 280
Abundance #138555: Benzo[a]pyrene . /‘\ e
252.0 15.50
m/z 57.10 12.34%
5000
126.0
ol 630 990 | 1740 2240 |
A AR Eae e A RASARRARRARY
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 15 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082124\
Data File : BF139098.D

Acqg On : 21 Aug 2024 13:21

Operator : RC/JU

Sample : P3660-05 :
Misc : S-906-J-0-0.5-081624

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 unknownl6.433 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.433 2.38 ng 66908 Perylene-di12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cholesta-3,5-diene 368 C27H44 000747-90-0 49
2 1,1,4,7-Tetramethyldecahydro-1H-... 238 C15H2602 1212211-43-2 43
3 Cholest-5-en-3-0l (3.beta.)-, ac... 428 C29H4802 000604-35-3 27
4 Boscartol F 300 C20H2802 1486443-17-7 27
5 Parthenolide 248 C15H2003 020554-84-1 22

Abundance Scan 2438 (16.433 min): BF139098.D\data.ms (-2433) (- m/z 43.10 100.00%

43.1
105.1
5000 163.0 213.1 2753

=
ol

| m/z 105.05 65.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #277652: Cholesta-3,5-diene
81.0 368.0
145.0
AR ST AR

199.
O‘Y_Y_Y Y_Y_Y—rY_Y_Y_T
m/z--> 50 100 150 200 250 300 350 400
Abundance #121106: 1,1,4,7-Tetramethyldecahydro-1H-cyclopropale
43.0

7
16.50

5000 93.0 m/z 57.85 57.27%
162.0
220.0
oL Ll LT
m/z--> 50 100 150 200 250 300 350 400
Abundance #317419: Cholest-5-en-3-ol (3.beta.)-, acetate ——
43.0 16.50

m/z 107.05 56.26%

5000 368.0
107.0
AN irdcsit N PR T TRAT BT

m/z--> 50 100 150 200 250 300 350 400 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082124\
Data File : BF139098.D

Acqg On : 21 Aug 2024 13:21

Operator : RC/JU

Sample : P3660-05 :
Misc S-906-J-0-0.5-081624

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 Naphthalene, 1,2,3,4,4a,5,6... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.215 2.59 ng 72814  Perylene-di12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 000473-13-2 95
2 Aciphyllene 204 C15H24 087745-31-1 70
3 2H-Cyclopentacyclooctene, 4,5,6,... 204 C1l5H24 1000221-85-8 50
4 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 49
5 1,2,4-Metheno-1H-indene, octahyd... 204 C15H24 022469-52-9 49
Abundance Scan 2571 (17.215 min): BF139098.D\data.ms (-2559) (- m/z 55.00 100.00%
55.0
107.1 204.2
5000 451 278.1
316.. T 1
AR TR TN .2
ol b L H_Hu‘u“”_h”_‘ m/z 204.20  79.61%
miz--> 50 100 150 200 250 300
Abundance #80524: Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-4a,8-
93.0
41.0
204.0
133.0
5000 —r— o
17.00 17.50
m/z 107.10 73.58%
o! ‘\“\“H‘ ‘\‘ “\‘ \1 “‘ T
miz--> 50 100 150 200 250 300
Abundance #80112: Aciphyllene
95.0 /\ (\
. L
147.0 189.0 17.00 17.50
5000 m/z 69.10 67 .56%
nitinl
AIETE 1 NT N
miz--> 50 100 150 200 250 300
Abundance #80347: 2H-Cyclopentacyclooctene, 4,5,6,7,8,9-hexahyd P ——
133.0 204.0 17.00 17.50
' m/z 109.10 66.86%
41.0
5000
91.0
7% | \ MH m ﬂ
0 e L —— A
m/z--> 50 100 150 200 250 300 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082124\
Data File : BF139098.D

Acqg On : 21 Aug 2024 13:21

Operator : RC/JU

Sample : P3660-05 :
Misc S-906-J-0-0.5-081624

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 unknownl7.633 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.633 4.21 ng 118052  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 40
2 7-Oxabicyclo[4.1.0]heptane, 1-me... 168 C10H1602 000096-08-2 27
3 5.beta.,6.beta.-Epoxy-7-bromocho... 478 C27H43Br02 104825-82-3 16
4 Boscartol F 300 C20H2802 1486443-17-7 14
5 Silane, chloroethenyldimethyl- 120 C4H9C1Si 001719-58-0 11
Abundance Scan 2642 (17.633 min): BF139098.D\data.ms (-2634) (- m/z 43.05 100.00%
107.1
5000
61.1 213.1
303.3 ( S —
“ i L L ez s
i b L L myz 107.10 54.28%
miz--> 50 100 150 200 250 300 350 400
Abundance #310609: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43.0
5000 /L\W{\ ! ‘fﬂ\/\n/
368.0 17.50 18.00
5.0 9
145.0 "y m/z 55.05 52.34%
WLy, 220 20 | ]
[ REEE ML A ‘H!du“\“h‘d‘ \‘\L\ s i ‘\‘\‘ e “u‘ epery ‘\\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #43216: 7-Oxabicyclo[4.1.0]heptane, 1-methyl-4-(2-meth
43.0
P P
17.50 18.00
5000 m/z 57.10 52.01%
107.0
153.0
SIS TYIOE . —
m/z--> 50 100 150 200 250 300 350 400
Abundance #333634: 5.beta.,6.beta.-Epoxy-7-bromocholestan-3-one —— ——
43.0 17.50 18.00
399.0 m/z 105.00 50.12%
5000
5.0
227.0
139.0
ol ‘ 2850 I F/\N\\ﬂ : AW
m/z--> 50 100 150 200 250 300 350 400 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082124\
Data File : BF139098.D

Acqg On : 21 Aug 2024 13:21

Operator : RC/JU

Sample : P3660-05 :
Misc : S-906-J-0-0.5-081624

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024.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... 2.204 57.4 ng 1785230 1 6.892 621768 20.0
R-(-)-1,2-propa... 3.399 3.0 ng 94776 1 6.892 621768 20.0
2-Pentanone, 4-... 5.116 4.2 ng 131197 1 6.892 621768 20.0
1-Phenoxypropan... 8.486 2.3 ng 93498 2 8.175 815896 20.0
n-Hexadecanoic ... 11.945 4.0 ng 174555 4 11.416 873345 20.0
Behenic alcohol 13.904 3.2 ng 117472 5 14.051 743430 20.0
Heptadecane 14.533 2.1 ng 76903 5 14.051 743430 20.0
Benzo[e]pyrene 15.404 3.0 ng 83893 6 15.527 561366 20.0
unknown16.433 16.433 2.4 ng 66908 6 15.527 561366 20.0
Naphthalene, 1,... 17.215 2.6 ng 72814 6 15.527 561366 20.0
unknownl17.633 17.633 4.2 ng 118052 6 15.527 561366 20.0
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