LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
Data File : BF138318.D

Acqg On : 24 Jun 2024 19:12

Operator : CG\JU

Sample : P2995-01

Misc : HR-02-06202024

ALS Vvial : 19 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-BF061224.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138318.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.152 6 11 17 rVB 99558 133338 3.28% 0.347%
2 3.387 215 221 242 rBV 167151 421646 10.39% 1.098%
3 5.099 508 512 517 rVB 226066 235065 5.79% 0.612%
4 5.504 576 581 584 rBV 3890740 3556456 87.60% 9.258%
5 6.510 747 752 756 rBV 32894990 3504370 86.32% 9.123%
6 6.704 782 785 789 rBV 221504 190355 4.69%  0.496%
7 6.881 812 815 819 rVB 1404931 1228118 30.25% 3.197%
8 7.446 906 911 914 rBV 2686237 2228835 54.90% 5.802%
9 7.693 948 953 958 rVvB2 118558 104506 2.57% 0.272%
10 8.163 1030 1033 1036 rVB 1837520 1404421 34.59% 3.656%
11 8.475 1083 1086 1090 rVB 261066 231645 5.71% 0.603%
12 8.751 1130 1133 1136 rBV2 111056 94301 2.32% 0.245%
13 8.987 1170 1173 1175 rVB2 67808 55748 1.37% 0.145%
14 9.110 1191 1194 1199 rBV4 44701 70498 1.74% 0.184%
15 9.181 1204 1206 1208 rBV2 76487 62565 1.54% 0.163%
16 9.239 1212 1216 1219 rBV 5141447 4025908 99.16% 10.480%
17 9.316 1226 1229 1232 rBV 219098 170733  4.21% 0.444%
18 9.387 1239 1241 1244 rVB2 63853 56407 1.39% 0.147%
19 9.498 1257 1260 1266 rVB5 46286 66442 1.64% 0.173%
20 9.639 1279 1284 1286 rBV3 121687 142156 3.50% 0.370%
21 9.663 1286 1288 1291 rVWW2 66479 60063 1.48% 0.156%
22 9.698 1291 1294 1296 rVV2 66272 54192 1.33% 0.141%
23 9.781 1305 1308 1312 rBV5 37538 56565 1.39% 0.147%
24 9.845 1316 1319 1322 rVB 294897 215893 5.32% 0.562%
25 9.916 1328 1331 1335 rVB 1523100 1314972 32.39% 3.423%
26 10.016 1345 1348 1354 rVB3 109928 134731 3.32% 0.351%
27 10.169 1371 1374 1378 rBV3 77967 91936 2.26% ©.239%
28 10.234 1382 1385 1388 rBV5 46561 58916 1.45% 0.153%
29 10.345 1401 1404 1407 rVB 362254 266378 6.56% 0.693%
30 10.569 1437 1442 1447 rVB 121102 172827 4.26% 0.450%

31 10.704 1460 1465 1469 rBV 2385357 1992639 49.08%
32 10.822 1482 1485 1494 rVB 360848 479059 11.80%
33 11.269 1558 1561 1563 rBV 335772 254560 6.27%
34 11.298 1563 1566 1572 rVB 178933 189771 4.67%
35 11.404 1580 1584 1586 rBV 1581424 1235862 30.44%
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36 11.428 1586 1588 1591 rVB 261027 196976  4.85%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
Data File : BF138318.D

Acqg On : 24 Jun 2024 19:12

Operator : CG\JU

Sample : P2995-01

Misc : HR-02-06202024

ALS Vvial : 19 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-BF061224.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.645 1621 1625 1629 rBV2 45762 65534 1.61% 0.171%
38 11.692 1630 1633 1636 rBV 286513 229322 5.65% 0.597%
39 11.792 1647 1650 1653 rBV 393157 346077 8.52% 0.901%
40 11.928 1670 1673 1681 rVB 623065 586779 14.45% 1.527%
41 12.016 1685 1688 1690 rBV 73071 66705 1.64% 0.174%
42 12.104 1700 1703 1707 rBV 267581 230717 5.68% 0.601%
43 12.380 1748 1750 1753 rBV 51916 54122 1.33% 0.141%
44 12.451 1760 1762 1764 rBV 66101 59913 1.48% 0.156%
45 12.480 1764 1767 1769 rVV2 1738436 1636880 40.32% 4.261%
46 12.504 1769 1771 1780 rVB2 1413409 1254375 30.90% 3.265%
47 12.586 1782 1785 1787 rBV 243542 196121 4.83% 0.511%
48 12.616 1787 1790 1792 rBV 663849 494801 12.19% 1.288%
49 12.716 1804 1807 1814 rBV2 301024 355413 8.75% 0.925%
50 12.845 1824 1829 1831 rBV 623135 597973 14.73% 1.557%

51 12.992 1850 1854 1857 rBV 4877066 4059888 100.00% 10.569%

52 13.222 1890 1893 1895 rBV 167073 153112 3.77% ©.399%
53 13.563 1948 1951 1954 rBV 155388 137692 3.39% ©.358%
54 13.892 2004 2007 2017 rVB 365553 491302 12.10% 1.279%
55 14.045 2028 2033 2035 rBV2 1262759 1380898 34.01%  3.595%
56 14.069 2035 2037 2039 rVB 214089 159754 3.93% 0.416%
57 14.210 2058 2061 2067 rVB3 137512 136470  3.36% ©.355%
58 14.516 2110 2113 2116 rBV 191649 210916 5.20% ©.549%
59 15.521 2280 2284 2287 rBV 605738 750870 18.49%  1.955%

Sum of corrected areas: 38414487
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
Data File : BF138318.D

Acqg On : 24 Jun 2024 19:12

Operator : CG\JU

Sample : P2995-01

Misc : HR-02-06202024

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF138318.D\data.ms
5000000

4000000 5.504

6.510

3000000 7.446

2000000
6.881

1000000

152 3.387 5.099 6.704 7.6t

O\J\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\/\\
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: BF138318.D\data.ms
5000000 9.239 12.992

4000000

3000000
10.704

2000000 8.163 12.480
11.404 12/504

2.6162.845
571 13.222

1000000 11.928

9.8 10.345 0822 11,268428116979 10

b o.m@gMG 11.6/5

0 ‘

— — — — — —
Time--> 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF138318.D\data.ms

5000000

4000000

3000000

2000000 14.045

1000000

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\BF062424\
Data File : BF138318.D

Acqg On : 24 Jun 2024 19:12

Operator : CG\JU

Sample : P2995-01

Misc HR-02-06202024

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Propylene Glycol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.387 6.87 ng 421646  1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 90
2 Isopropyl Alcohol 60 C3H80 000067-63-0 50
3 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 40
4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
5 2-Butanol 74 C4H100 000078-92-2 40
Abundance Scan 221 (3.387 min): BF138318.D\data.ms (-215) (-) m/z 45.10 100.00%
45.1
5000 /\\\
s RRR RS o
61.0 3.00 3.20 3.40 3.60 3.80
O e et b e 002 990 m/z 43,00 17.18%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1083: Propylene Glycol
45.0
5000 B B NN B R
3.00 3.20 3.40 3.60 3.80
m/z 61.00 6.57%
29.0
61.0
O \\‘]\_\5\‘0\“\\\‘\“‘\\\f“f“l‘\\‘\1\‘\“\\\\‘\\\.\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #342: Isopropyl Alcoho
45.0
s BRRTE I
3.00 3.20 3.40 3.60 3.80
5000 m/z 44.00 5.62%
15.0 21,0
|| “\ m‘ 590
Ottt e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1093: (S)-(+)-1,2-Propanediol e
45.0 3.00 3.20 3.40 3.60 3.80
m/z 42.00 3.01%
5000
31.0
61.0
0 \\‘\H\"Hm“‘\\H‘clm‘\\H“\\\\‘\7\579‘””‘””‘”
m/z--> 10 20 30 40 50 60 70 80 90 100 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\BF062424\
Data File : BF138318.D

Acqg On : 24 Jun 2024 19:12

Operator : CG\JU

Sample : P2995-01

Misc : HR-02-06202024

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 11
R.T. EstConc Area Relative to ISTD R.T.
5.099 3.83 ng 235065 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 23
4 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 17
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 512 (5.099 min): BF138318.D\data.ms (-508) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 AT A R
| 83.0 4.80 5.00 5.20 5.40 .
oyt m/z 59.05 59.64%
miz-> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
A
5000 LN L B I B R
59.0 4.80 5.00 5.20 5.40
m/z 101.10  22.24%
15.0 101.0
‘ Wl | 83.0 |
0\\\\‘\\\\‘{\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
AR RENEE R T
4.80 5.00 5.20 5.40
5000 410 m/z 58.00 16.83%
126.0
ol L 128010
m/iz--> 20 40 60 80 100 120 140
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)- T e
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.08%
5000
41.0
101.0
30 “p‘m e L g S
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\BF062424\
Data File : BF138318.D

Acqg On : 24 Jun 2024 19:12

Operator : CG\JU

Sample : P2995-01

Misc HR-02-06202024

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
6.704 3.10 ng 190355 1,4-Dichlorobenzene-d4 6.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 90
2 Diethyl carbitol 162 C8H1803 000112-36-7 72
3 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 64

4 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 45
5 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 42

Abundance Scan 785 (6.704 min): BF138318.D\data.ms (-782) (-) m/z 45.05 100.00%

45.0
5000
i o5 65 6h 7
104.1
om‘m‘p‘!m‘lm““‘37‘9“‘:“‘1‘29‘1“‘_m m/z 59.10  34.84%
miz-> 20 40 60 80 100 120 140
Abundance #17318: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 \\‘\\\\‘\\\\‘\\\\‘\\\\‘

6.40 6.60 6.80 7.00
m/z 72.10 23.58%

O\\\‘\}‘\\“‘l‘\ \‘ 8801040
miz-> 20 40 60 8 100 120 140

72.0

Abundance #38390: Diethyl carbitol
45.0

6.40 6.60 6.80 7.00
5000 m/z 73.00 14.28%

72.0
29.0
‘ 103.0
\H‘H\\‘H\\iHH‘HH“HH‘HH‘HH
m/z--> 60 80 100 120 140

Abundance #53406: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]- e ‘ e Eama
45.0 6.40 6.60 6.80 7.00

m/z 43.00 13.70%

o

5000

29,0
i | 1190 1480

m/z--> 20 40 60 80 100 120 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
Data File : BF138318.D

Acqg On : 24 Jun 2024 19:12

Operator : CG\JU

Sample : P2995-01

Misc : HR-02-06202024

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 14
R.T. EstConc Area Relative to ISTD R.T.
8.475 3.30 ng 231645 Naphthalene-d8 8.163

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 97
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 87
3 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 59
4 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 59
5 Benzene, (2-methylpropoxy)- 156 C1eH140 001126-75-6 53
Abundance Scan 1086 (8.475 min): BF138318.D\data.ms (-1083) (-) m/z 94.00 100.00%
94.0
5000
510 152.1 H/‘HHH,HHWHWH
. 8.20 8.40 8.60 8.80
121.0 ‘

0 m/z 77.00  22.85%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #30117: 1-Phenoxypropan-2-ol

94.0
5000 L A AL B B
8.20 8.40 8.60 8.80
152.0 m/z 152.05 19.35%
45.0 ‘ ‘
0 \\J-\g‘.(\)\‘\ \““\‘\“\ \9%‘9\“‘ TT \“\ ‘ \‘!]TJ\-?.\O\\ T ‘ TT \‘\ ‘ TTTT ‘ LI ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0
T TS
8.20 8.40 8.60 8.80
5000 m/z 108.10 14.58%
45.0 152.0
0brry A u‘ut‘u“ “?K-‘?‘h\ - “}‘1‘2“1‘.‘0‘ .- ‘ EE—
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #84780: Carbonic acid, neopentyl phenyl ester R ,J‘L R
94.0 8.20 8.40 8.60 8.80
m/z 78.05 13.51%
43.0
5000
71.
0 ‘ ‘\ H . H | 1210 1490 1930
R A o A AR A ARRENERERN
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
Data File : BF138318.D

Acqg On : 24 Jun 2024 19:12

Operator : CG\JU

Sample : P2995-01

Misc HR-02-06202024

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Hexadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.316 2.60 ng 170733  Acenaphthene-di10 9.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Dodecane 170 C12H26 000112-40-3 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 86
Abundance Scan 1229 (9.316 min): BF138318.D\data.ms (-1226) (-) m/z 57.05 100.00%
57.0
o 8.0 ¢LMMJWNAJﬂAFWVAkam%N
e S|
9.00 9.20 9.40 9.60
113.1 1451 .

A R— H‘ A 3L 14511600 1982 T a3 10 76.17%

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

Abundance #107217: Hexadecane

57.0
5000 L L R IR B
85.0 9.00 9.20 9.40 9.60
29.0 m/z 71.10 64.07%
0 ‘\‘ \‘\ M\ H\ e 11\\\3'0‘14;'0 169.0 226.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane
57.0
e AN T S
9.00 9.20 9.40 9.60
5000 m/z 85.05 38.79%
85.0
29.0
0 “ \“\ H\ \‘\ i I 11\\\30 | 14;"0 1840
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45478: Dodecane
57.0 9.00 9.20 9.40 9.60
m/z 41.05 37.71%
5000
85.0
29.0
oL L 120 1410 1700
I A AR REaRs RS EEEmmaREEE SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
Data File : BF138318.D

Acqg On : 24 Jun 2024 19:12

Operator : CG\JU

Sample : P2995-01

Misc : HR-02-06202024

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Pentadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.845 3.28 ng 215893  Acenaphthene-di10 9.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 87
4 Heptadecane 240 C17H36 000629-78-7 80
5 Tridecane 184 C13H28 000629-50-5 80

Abundance Scan 1319 (9.845 min): BF138318.D\data.ms (-1316) (-) m/z 57.10 100.00%

57.1
- W
ok 1000
99.0 . .
145.0
R ““ b, 2P0, 212 m/z 43.10  70.86%
miz--> 50 100 150 200 250 300
Abundance #90189: Pentadecane
57.0
5000 = iy
9.50 10.00
m/z 71.10 64.77%
18.0 “ | | 99‘0 141.0 212.0
O \ \ T \“ ‘ “ “‘ : \“ T ‘\ \‘ “\ LI ‘ \‘ LI ‘ L L ‘ LI
miz-> 50 100 150 200 250 300
Abundance #74004: Tetradecane
57.0
— —
9.50 10.00
5000 m/z 85.10 43.48%
99.0 198.0
otsal [ 1| [ a0 180
m/iz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester = 0
57.0 9.50 10.00
m/z 41.10 33.86%
B M/M
ob— il “h‘ I \H\ H‘ ‘\\ }410‘ ]"820 — ‘2‘5‘2"0‘ — ?’?5' — —
m/z--> 50 100 15 200 250 300 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
Data File : BF138318.D

Acqg On : 24 Jun 2024 19:12

Operator : CG\JU

Sample : P2995-01

Misc HR-02-06202024

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 10
R.T. EstConc Area Relative to ISTD R.T.
10.345 4.05 ng 266378  Acenaphthene-di10 9.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Heptadecane 240 C17H36 000629-78-7 90
3 Pentadecane, 7-methyl- 226 Cl6H34 006165-40-8 87
4 Nonadecane 268 C19H40 000629-92-5 83
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 80
Abundance Scan 1404 (10.345 min): BF138318.D\data.ms (-1401) (- m/z 57.10 100.00%
57.1
- o LWMM
1000 1050
113.0 : :
ow_m_th”uum“Hww‘ul‘f“l“o‘wH‘lﬁz“l‘wm?ﬁ??w m/z 43.10 68.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107219: Hexadecane
57.0
5000 85.0 — 7
10.00 10.50
m/z 71.10 65.55%
29.0 ‘ .
226.0
OHH‘\H\‘\H!‘\\Hl\‘w‘\\\H“H‘H\‘\“1]\-\4.6-\\01‘\]‘-\62\()‘\]\-\917‘9\\’\‘1\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123959: Heptadecane
57.0
— T
10.00 10.50
m/z 85.10 42.42%
5000 85.0
‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w“u‘H‘W‘H‘_‘H‘H‘w‘u‘_‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107232: Pentadecane, 7-methyl- T ]
57.0 10.00 10.50
m/z 41.05 30.85%
5000
85.0
2P 1120 1400
S N T S N B i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

8270-BF061224.M Tue Jun 25 13:50:09 2024 Page: 10



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

. 24

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
BF138318.D

Jun 2024 19:12

¢ CG\JU
. P2995-01

: 19

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

HR-02-06202024

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 8 Dodecane, 5,8-diethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
10.569 2.63 ng 172827  Acenaphthene-di10 9.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 5,8-diethyl- 226 C16H34 024251-86-3 90
2 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 86
3 Heptadecane 240 C17H36 000629-78-7 86
4 Heneicosane 296 C21H44 000629-94-7 80
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 80

Abundance Scan 1442 (10.569 min): BF138318.D\data.ms (-1437) (| m/z 57.10 100.00%
57.1
o M
85.1
T \
‘ 113.1 169.1 10.50
141.0
0 _H‘_‘wuﬂhwm‘w‘u‘_u‘_‘H‘JH‘E9ﬁ9m?%5}‘H‘W m/z 71.85 53.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107230: Dodecane, 5,8-diethyl-
57.0
5000 Pl :
10.50
85.0 m/z 43.05 44.63%
197.0
o ‘\ 1 ‘ 11301410 169071 " "5530
‘\H\‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘H\\‘\H\‘\H\‘\H\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
U \
10.50
5000 m/z 85.10 27 .94%
85.0
290 113.0
ol MP01a10 1830 5110 2300
“H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123959: Heptadecane T
57.0 10.50
m/z 41.10 23.59%
5000 85.0
29.
0 ‘ h L \\‘11\3 0\141 0 169.0 196.0 240 0
_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H“ P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50

8270-BF061224.M Tue Jun 25 13:50:10 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
Data File : BF138318.D

Acqg On : 24 Jun 2024 19:12

Operator : CG\JU

Sample : P2995-01

Misc HR-02-06202024

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Tetradecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.822 7.75 ng 479059  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Tetradecane 198 C14H30 000629-59-4 93
3 Hexadecane 226 C16H34 000544-76-3 91
4 Dodecane 170 C12H26 000112-40-3 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 1485 (10.822 min): BF138318.D\data.ms (-1482) (- m/z 57.10 100.00%
57.1
o T “waJLwAAJLAWMNkAA
1050 1100
113.1 : .
141.0 169.0
0 HWHwmhm”wHJ“_‘J‘_m‘““,“““1‘9‘7“2‘“_‘2‘”"9‘3 m/z 43.10  66.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123960: Heptadecane
57.0
85.0
5000 — i
10.50 11.00
m/z 71.05 66.75%
0 H Lo 0141016901970 2400
H\‘\H\‘HH‘\H\‘\H\‘HH‘\H\‘HH’\\\\‘HH‘HH‘\H\‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74005: Tetradecane
57.0
— —
10.50 11.00
5000 85.0 m/z 85.05 46.26%
29.0
0 || 11301410 1600 1980
A RER B e e R RBARAREEasmaa S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107216: Hexadecane T —
57.0 10.50 11.00
m/z 41.10 30.92%
5000 85.0
29.0
0 \‘ ‘\ H /A" \‘ 1d3 0\14\1 0169.0 197.0 226.0
e e e e e e e — ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00

8270-BF061224.M Tue Jun 25 13:50:12 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
Data File : BF138318.D

Acqg On : 24 Jun 2024 19:12

Operator : CG\JU

Sample : P2995-01

Misc HR-02-06202024

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Tridecane, 1-iodo- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.269 4.12 ng 254560  Phenanthrene-di10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 90
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Pentadecane 212 C15H32 000629-62-9 87

Abundance Scan 1561 (11.269 min): BF138318.D\data.ms (-1558) (- m/z 57.10 100.00%

57.1
5000

-
‘ 99.0 11.00 11.50
L

1411
e u‘ Loptis 18202141 2542 m/z 71.10  66.45%

miz-> 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo-
57.0

o

5000 — —
11.00 11.50
m/z 43.10 64.29%
H ‘ 9.0 410 183.0
OH\‘M“\“}\‘M‘\" “‘q""“‘“"““"“‘?)‘1‘0-|
m/z--> 100 150 200 250 300
Abundance #107218: Hexadecane
57.0
1£00 1ﬂ50
5000 ITI/Z 85.10 48.33%
0250/ | | %90 1410 1830 2260
m/z--> 50 100 150 200 250 300
Abundance #123960: Heptadecane T T
57.0 11.00 11.50

m/z 41.10 29.11%

5000
99.0
|

. ‘_\‘ ||| 1410 1830 2400
m/z--> 100 150 200 250 300 11.00 11.50

8270-BF061224.M Tue Jun 25 13:50:13 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
Data File : BF138318.D

Acqg On : 24 Jun 2024 19:12

Operator : CG\JU

Sample : P2995-01

Misc : HR-02-06202024

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Tridecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.298 3.07 ng 189771  Phenanthrene-di10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 83
2 2-Bromotetradecane 276 C14H29Br 074036-95-6 80
3 3-Ethyl-2,6,10-trimethylundecane 226 C1l6H34 1000432-25-9 80
4 Heneicosane 296 C21H44 000629-94-7 80
5 Hexadecane 226 C16H34 000544-76-3 74
Abundance Scan 1566 (11.298 min): BF138318.D\data.ms (-1563) (- m/z 57.10 100.00%
57.1
85.1
5000
1131 184.0 T ‘ T T ‘ T
11.00 11.50
LT e | e
oww‘m,Hmlum_‘1‘_HwmwHH‘hmwwwww m/z 71.10  94.79%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #59026: Tridecane
57.0
5000 S —
290 85.0 11.00 11.50
m/z 85.10 53.76%
\H‘HH‘H\’HH‘\H\‘HH‘H\\‘HH‘\\H‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #168307: 2-Bromotetradecane
57.0
— —
11.00 11.50
5000 85.0 m/z 43.10  52.53%
29.0
‘ ‘ ‘ 11‘3'01410 197.0
o S ) NP S e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane e ——
57.0 11.00 11.50
m/z 41.10 26.70%
- 1 M
113.0141.0
29.0
ST O O 21 N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.50

8270-BF061224.M Tue Jun 25 13:50:14 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
Data File : BF138318.D

Acqg On : 24 Jun 2024 19:12

Operator : CG\JU

Sample : P2995-01

Misc HR-02-06202024

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Nonadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.692 3.71 ng 229322  Phenanthrene-di10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Octadecane 254 C18H38 000593-45-3 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86

Abundance Scan 1633 (11.692 min): BF138318.D\data.ms (-1630) (- m/z 57.10 100.00%

57.1
5000

——
h 99.1 11.50 12.00
\‘\

141.0
Co b d by 2410 1831 2251 2681 .71 10 64.93%

m/z--> 50 100 150 200 250
Abundance #158597: Nonadecane
57.0

5000 e =
11.50 12.00

m/z 43.10 62.86%

99.
T 2\61\0‘\“ ‘ ‘ H‘ H‘ H‘ \ T ]\-4} ‘() T ?‘8\3\()“ \22\5\ 0\ ‘2\6§ (\) T ’
m/z--> 50 100 150 200 250
Abundance #141056: Octadecane
57.0

o

o

l£50 liOO
5000 m/z 85.05 46.18%
99.0
ok 2‘61‘0\“\ “‘\‘ ‘H\ “H\‘ H“ ‘d‘ , ]‘-4;1 ‘0‘ ?‘8‘3‘0‘ — ‘25“4‘0‘ —
miz--> 50 100 150 200 250
Abundance #194590: Heneicosane P e
57.0 11.50 12.00

m/z 41.10 30.55%

5000
99.0
\l ‘\ ‘\ H\ h\ h‘ u \?‘410 1830 225.0 296.C

0L.26:0 ‘ :
L L P Bt S e e
miz--> 50 100 150 200 250 11.50 12.00

8270-BF061224.M Tue Jun 25 13:50:15 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
Data File : BF138318.D

Acqg On : 24 Jun 2024 19:12

Operator : CG\JU

Sample : P2995-01

Misc HR-02-06202024

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 13 Hexadecanoic acid, methyl e... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.792 5.60 ng 346077 Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 94
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
5 Methyl 13-methyltetradecanoate 256 C16H3202 1000424-50-7 78
Abundance Scan 1650 (11.792 min): BF138318.D\data.ms (-1647) (- m/z 74.00 100.00%
74.0
5000
43.1
143.0 o T
’ 227.2 . .
o [ ween #12 ao ses200
0‘H‘HH‘HHMNHNH‘MHW‘HWH‘WHM‘LH_‘HMHH_HW‘HW m/z 87.00 73.21%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 s s
43.0 11.50 12.00
143.0 m/z 43.10 33.14%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161238: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
— —
11.50 12.00
m/z 55.10 24.32%
5000 430 270.0 /
e, | geso |
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143569: Pentadecanoic acid, methyl ester — —
74.0 11.50 12.00
m/z 41.10 23.21%
5000
43.0
‘ 143.0
213.0 256.0
Ot b AR L AT2 L - —
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00

8270-BF061224.M Tue Jun 25 13:50:17 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
Data File : BF138318.D

Acqg On : 24 Jun 2024 19:12

Operator : CG\JU

Sample : P2995-01

Misc HR-02-06202024

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 14 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.928 9.50 ng 586779 Phenanthrene-di10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 81
5 Tridecanoic acid 214 C13H2602 000638-53-9 76
Abundance Scan 1673 (11.928 min): BF138318.D\data.ms (-1670) (- m/z 72.95 100.00%
411
5000
129.0
213.2 T
ﬂ71 1 ‘ 256.1 12.00
ol ““ il Al b b 894y 43.10 87.56%
m/z--> 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
5000 129.0 T
12.00
97.0 1710 213.0 256.0 m/z 59.95 80.64%
0! H\‘\ MhH\ u‘\ ul ‘ ‘ ‘ . \‘ ““\‘ . “\‘ C
miz--> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid
73.0
=
410 12.00
5000 I 129.0 m/z 57.10 71.28%
‘ 1850 5410 284.0
ok \“ \‘ \H‘ H”L M by | - L S ‘L r— ““ —
miz--> 100 150 200 250 300
Abundance #126202: Pentadecanoic acid —
43.0 12.00
m/z 41.10 65.73%
5000
129.0 242.0
‘ ‘ ‘ 199.0
ol M HM\ TR X R S— o
m/z--> 50 100 150 200 250 300 12.00

8270-BF061224.M Tue Jun 25 13:50:18 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
Data File : BF138318.D

Acqg On : 24 Jun 2024 19:12

Operator : CG\JU

Sample : P2995-01

Misc : HR-02-06202024

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 15 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.104 3.73 ng 230717  Phenanthrene-di10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Pentadecane 212 C15H32 000629-62-9 96
3 Nonadecane 268 C19H40 000629-92-5 91
4 Heptadecane 240 C17H36 000629-78-7 87
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 1703 (12.104 min): BF138318.D\data.ms (-1700) (- m/z 57.05 100.00%
57.0
99.1 SN Colen
h h | | g paLo0 197.1 2431 pgp; 12.00 12'500
0l m/z 71.10 72.83%
miz-> 50 100 150 200 250
Abundance #176384: Eicosane
57.0
5000 —r ——
12.00 12.50
99.0 m/z 43.10 66.26%
70, | |41, 140 w0 o
O T T \ \ ‘ H\ \H\ T T T “\ ‘\ \ T . ! T T T ‘ T T \‘ T
miz--> 50 100 150 200 250
Abundance #90189: Pentadecane
57.0
—— —
12.00 12.50
5000 m/z 85.10 51.07%
99.0
oL b L) 140 smpo2i20
miz--> 50 100 150 200 250
Abundance #158597: Nonadecane T ——
57.0 12.00 12.50
m/z 41.10 29.47%
- M
99.0
0 27\0‘ L1 L, 110 1830 2250 2680
il i T e B e e ; ; —
m/z--> 50 100 150 200 250 12.00 12.50

8270-BF061224.M Tue Jun 25 13:50:19 2024 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
Data File : BF138318.D

Acqg On : 24 Jun 2024 19:12

Operator : CG\JU

Sample : P2995-01

Misc HR-02-06202024

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 16 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.480  26.49 ng 1636880  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99
3 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
5 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
Abundance Scan 1767 (12.480 min): BF138318.D\data.ms (-1764) (- m/z 67.10 100.00%
67.1
5000
09.1
e
150.0 12.50
oh 376‘:;3‘ LA 18702202 20342043 g 00 gs 76y
miz--> 50 100 150 200 250 300
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
5000 1
12.50
m/z 55.10 62.93%
oL 262.0294.0
T T T ‘
miz--> 50 100 150 200 250 300
Abundance  #191899: 8,11-Octadecadienoic acid, methyl ester
67.0
o
12.50
5000 m/z 95.10 58.36%
09.0
29.0 294.0
150.0 263.0
‘ 220.0 '
o g | pasz0 2200 77 |
m/iz--> 50 100 150 200 250 300
Abundance  #191908: 10,13-Octadecadienoic acid, methyl ester —
67.0 12.50
m/z 41.10 51.65%
5000
09.0 .
290 ‘ - 0294 0
150.0 :
ol ‘LM“ \HLM“\H\ ll \1\‘ 41810 ‘ 2200 ‘ i - ——
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
Data File : BF138318.D

Acqg On : 24 Jun 2024 19:12

Operator : CG\JU

Sample : P2995-01

Misc : HR-02-06202024

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 17 16-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.504 20.30 ng 1254380  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
2 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 95
3 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 93
4 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 90
5 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 89
Abundance Scan 1771 (12.504 min): BF138318.D\data.ms (-1769) (- m/z 55.10 100.00%
55.1
87.0
5000
264.1
23. 222. UL 1
Db, 2 T
ol ‘M il N - Lol 2961 /2 74.00  74.67%
m/z--> 100 150 200 2% 300
Abundance #194422: 16-Octadecenoic acid, methyl ester
55.0
5000 UL 1
87.0 12.50
264.0 m/z 69.10 73.20%
23.0  180.0 222.0 ‘
oL H“ “ M‘M H! . ‘d ‘\mn‘ \H\‘H T et “‘ ‘2‘96‘0‘
miz--> 100 150 200 250 300
Abundance #194440. 9-Octadecenoic acid (Z)-, methyl ester
55.0
T I
12.50
5000 87.0 m/z 83.10 60.10%
230
180.0 222.0 264.0
ok u M‘HMH\M \H\ s ! T - ‘ ‘H‘ ‘2‘960
m/iz--> 50 100 150 200 250 300
Abundance #194417: 15-Octadecenoic acid, methyl ester ; :
55.0 12.50
m/z 41.10 58.45%
5000 87.0
264.0
230 1800 2220 ‘
ok ‘\“ L‘ ‘\‘ “ H‘Hn ‘\\“HM‘ \H\‘H NN s - ;H “‘ ‘2‘96‘0‘ —
m/z--> 50 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
Data File : BF138318.D

Acqg On : 24 Jun 2024 19:12

Operator : CG\JU

Sample : P2995-01

Misc : HR-02-06202024

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 18 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.716 5.75 ng 355413  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 55

Abundance Scan 1807 (12.716 min): BF138318.D\data.ms (-1804) (- m/z 73.00 100.00%

73.0
5000 129.0
185.1 241.2

284.1 = U
‘ ‘ 12.50 13.00
Mhl M“ ‘ \‘u“ il M m ‘th L b 320

0 et e m/z 43.10  88.95%

m/z--> 50 100 150 200 250 300
Abundance #179091: Octadecanoic acid

5000 129.0 — —
20 1250 13.00

284.0 g
1850 9410 ‘ m/z 60.00  79.41%
|

0 LM ‘}M‘\‘M ‘\““\ \“ \“r “ T ‘\ \“ “\ LA B |
m/z--> 50 100 150 200 250 300
Abundance #109279: Tetradecanoic acid
73.0
el T
12.50 13.00
5000 129.0 m/z 57.10  78.37%
185.0
29. 228.0
04 A M 1““““1 ““m‘ A ‘u T
m/z--> 50 100 150 200 250 300

w
©
=

IS
(%]
o

Abundance #126203: Pentadecanoic acid —— —
73.0 12.50 13.00
m/z 55.00 70.75%
5000 129.0
29.
199.0 242.0
0 \m ‘$30‘ : — —r
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
Data File : BF138318.D

Acqg On : 24 Jun 2024 19:12

Operator : CG\JU

Sample : P2995-01

Misc : HR-02-06202024

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 19 Sulfurous acid, octadecyl 2... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.892 7.12 ng 491302  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 90
2 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 90
3 Carbonic acid, decyl hexadecyl e... 426 C27H5403 1000383-16-5 90
4 1-Heptadecene 238 C17H34 006765-39-5 89
5 Tridecane 184 C13H28 000629-50-5 86
Abundance Scan 2007 (13.892 min): BF138318.D\data.ms (-2004) (- m/z 57.10 100.00%
57.1
5000 m
11 1 230.1 — —
‘ '} |1 280.1 3403 | PR 14.00
ol 8 LA ) 2801 3408 4120 04310 65.58%
miz--> 50 100 150 200 250 300 350 400
Abundance  #284590: Sulfurous acid, octadecyl 2-propyl ester
43.0
5.0
5000 — —
13.50 14.00
m/z 71.10 65.09%
O \‘L | ‘ “‘\“\‘H“*\T\h\ \“J-\G\g\o\ ‘ T \2\5‘§\0\\ T ‘ T T 1T ‘ T T 1T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #279317: Oxalic acid, isobutyl hexadecyl ester
57.0
P P
13.50 14.00
5000 m/z 85.10 46.77%
o e »H T ss0 22a0290
m/z--> 50 100 150 200 250 300 350 400
Abundance #316440: Carbonic acid, decyl hexadecyl ester — —
57.0 13.50 14.00
m/z 83.10 42.49%
5000
1 A_/\"\J\A”\/h/v
UL L e
olbit il ) 1830 | oe70
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\BF062424\

Data File : BF138318.D

Acqg On : 24 Jun 2024 19:12

Operator : CG\JU

Sample : P2995-01

Misc HR-02-06202024

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 20 Heptacosane Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
14.516 3.05 ng 210916  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 93
2 Hexadecane 226 C16H34 000544-76-3 92
3 Pentacosane 352 C25H52 000629-99-2 90
4 Heptadecane 240 C17H36 000629-78-7 86
5 Octacosane 394 C28H58 000630-02-4 83

Abundance Scan 2113 (14.516 min): BF138318.D\data.ms (-2110) (- m/z 57.10 100.00%
57.1
5000
254.1 397.3 1450 ‘
| LLEEL oo =z )
(o "wwwm el e e m/z 71.10  80.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #287976: Heptacosane
57.0
5000 —— :
14.50
m/z 43.10 59.58%
ol ‘L |17, 1690 2250 2810 33603800
\\1\‘\\\‘1\\y\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #107216: Hexadecane
57.0
—— ‘
14.50
5000 ITI/Z 85.10 56.27%
\‘ | | |33 1690 2260
0L e
m/z--> 50 100 150 200 250 300 350 400
Abundance #262013: Pentacosane T ‘
57.0 14.50
m/z 55.10 30.29%
5000
L LLTTT 1830 2300 2050 3520
R o e B AL B e —
m/z--> 50 100 150 200 250 300 350 400 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062424\
Data File : BF138318.D

Acqg On : 24 Jun 2024 19:12

Operator : CG\JU

Sample : P2995-01

Misc : HR-02-06202024

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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|
Propylene Glycol 3.387 6.9 ng 421646 1 6.887 1228120 20.0
2-Pentanone, 4-... 5.099 3.8 ng 235065 1 6.887 1228120 20.0
Ethanol, 2-(2-e... 6.704 3.1 ng 190355 1 6.887 1228120 20.0
1-Phenoxypropan... 8.475 3.3 ng 231645 2 8.163 1404420 20.0
Hexadecane 9.316 2.6 ng 170733 3 9.916 1314970 20.0
Pentadecane 9.845 3.3 ng 215893 3 9.916 1314970 20.0
Heptadecane 10.345 4.0 ng 266378 3 9.916 1314970 20.0
Dodecane, 5,8-d... 10.569 2.6 ng 172827 3 9.916 1314970 20.0
Tetradecane 10.822 7.8 ng 479059 4 11.404 1235860 20.0
Tridecane, 1-iodo- 11.269 4.1 ng 254560 4 11.404 1235860 20.0
Tridecane 11.298 3.1 ng 189771 4 11.404 1235860 20.0
Nonadecane 11.692 3.7 ng 229322 4 11.404 1235860 20.0
Hexadecanoic ac... 11.792 5.6 ng 346077 4 11.404 1235860 20.0
n-Hexadecanoic ... 11.928 9.5 ng 586779 4 11.404 1235860 20.0
Eicosane 12.104 3.7 ng 230717 4 11.404 1235860 20.0
9,12-Octadecadi... 12.480 26.5 ng 1636880 4 11.404 1235860 20.0
16-Octadecenoic... 12.504 20.3 ng 1254380 4 11.404 1235860 20.0
Octadecanoic acid 12.716 5.8 ng 355413 4 11.404 1235860 20.0
Sulfurous acid,... 13.892 7.1 ng 491302 5 14.045 1380900 20.0
Heptacosane 14.516 3.0 ng 210916 5 14.045 1380900 20.0
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