LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121523\
Data File : BF136600.D

Acqg On : 15 Dec 2023 19:03

Operator : CG\JU

Sample : 05805-03

Misc : HR-04-12122023

ALS Vvial : 17 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-BF120523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136600.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.422 563 567 575 rBV 1184432 1012520 4.40% 1.411%
2 6.428 734 738 741 rBV 1195474 930418 4.04% 1.297%
3 6.787 794 799 806 rBV 601949 524169 2.28% 0.731%
4 7.345 891 894 897 rVW 812199 694551 3.02% 0.968%
5 7.381 897 900 903 rVV 628806 464282 2.092% 0.647%
6 8.051 1011 1014 1018 rVV2 1210883 1571671 6.83% 2.190%
7 8.128 1022 1027 1029 rVB2 357821 419728 1.82% ©.585%
8 8.357 1061 1066 1073 rVV5 301189 516079 2.24% 0.719%
9 8.445 1078 1081 1084 rVV3 346723 317104 1.38% 0.442%
10 8.486 1084 1088 1090 rVV2 414310 387091 1.68%  0.540%
11  8.569 1098 1102 1105 rBV2 510210 442979 1.92% 0.617%
12 8.657 1114 1117 1120 rBV 1306786 1173350 5.10% 1.635%
13 8.886 1153 1156 1159 rBV2 345929 301046 1.31% 0.420%
14  9.022 1175 1179 1182 rVB4 278070 365506 1.59% 0.509%
15 9.086 1188 1190 1192 rVV 397524 328217 1.43% 0.457%
16 9.139 1196 1199 1204 rVB 1342649 1055402 4.58% 1.471%
17 9.228 1208 1214 1218 rBV 1594951 1447935 6.29% 2.018%
18 9.481 1255 1257 1259 rVV2 259077 256070 1.11% 0.357%
19 9.545 1263 1268 1270 rVV4 587151 653824 2.84% 0.911%
20 9.569 1270 1272 1275 rVWV2 367087 313324 1.36% 0.437%
21 9.604 1275 1278 1281 rVB2 318929 274484 1.19% 0.383%
22 9.757 1301 1304 1308 rVB 1596332 1212787 5.27% 1.690%
23 9.822 1312 1315 1317 rVB 672175 556749 2.42% 0.776%
24 9.992 1340 1344 1346 rBV3 159775 250503 1.09% 0.349%
25 10.080 1355 1359 1362 rBV3 294676 381368 1.66% 0.532%
26 10.257 1386 1389 1392 rVV 1457055 1185079 5.15% 1.652%
27 10.480 1421 1427 1429 rBV 433789 600758 2.61% 0.837%
28 10.610 1444 1449 1453 rVV3 652032 672251  2.92% 0.937%
29 10.733 1466 1470 1478 rVB 1327707 1451019 6.30% 2.022%
30 11.180 1543 1546 1549 rBV 1019447 875645 3.80% 1.220%
31 11.210 1549 1551 1557 rVB 380665 401187 1.74%  ©.559%
32 11.310 1565 1568 1573 rBV 649367 556962 2.42% 0.776%
33 11.610 1616 1619 1622 rBV 875984 709656  3.08%  0.989%
34 11.722 1633 1638 1641 rVB 6638490 6737094 29.26% 9.390%
35 11.857 1657 1661 1667 rVB2 328964 424378 1.84% 0.591%

36 12.022 1685 1689 1695 rBV 724769 712201 3.09% 0.993%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121523\
Data File : BF136600.D

Acqg On : 15 Dec 2023 19:03

Operator : CG\JU

Sample : 05805-03

Misc : HR-04-12122023

ALS Vvial : 17 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-BF120523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 12.439 1750 1760 1761 rBV 9508907 23021752 100.00% 32.086%
38 12.457 1761 1763 1767 rVB2 9252821 10758505 46.73% 14.994%
39 12.521 1770 1774 1777 rVB 3637781 3367870 14.63% 4.694%
40 12.551 1777 1779 1780 rBV 543885 395924  1.72% ©.552%

41 12.786 1816 1819 1824 rVB 511503 406046 1.76%  0.566%
42 12.910 1835 1840 1843 rBV 1374296 1283187 5.57% 1.788%
43 13.145 1877 1880 1881 rBV 447851 383647 1.67% ©.535%
44 13.239 1893 1896 1899 rVB 413747 319777 1.39% 0.446%
45 13.486 1935 1938 1941 rVB 299090 256393 1.11% ©.357%
46 13.910 2007 2010 2015 rVB 424510 398924 1.73% ©.556%
47 13.963 2016 2019 2023 rVB 615757 565963 2.46% ©.789%

48 15.439 2266 2270 2275 rBV 318645 414324 1.80% ©.577%

Sum of corrected areas: 71749699
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121523\
Data File : BF136600.D

Acqg On : 15 Dec 2023 19:03

Operator : CG\JU

Sample : 05805-03

Misc . HR-04-12122023

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF136600.D\data.ms

8000000

6000000

4000000

2000000
5.422 6.428

6.787 73451

0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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: BF136600.D\data.ms

8000000

6000000

4000000

2000000
0 AV
T e e T S LS A e e S e A A A S e S — —
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: BF136600.D\data.ms
8000000
6000000
4000000
2000000
3
13486 13336 15.439
0 T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121523\

Data File : BF136600.D

Acqg On : 15 Dec 2023 19:03

Operator : CG\JU

Sample : 05805-03

Misc HR-04-12122023

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
: 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 Tridecane Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
8.657 14.93 ng 11733560  Naphthalene-d8 8.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Hexadecane 226 C1l6H34 000544-76-3 80
3 Tetradecane 198 C14H30 000629-59-4 80
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 72
5 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 64
Abundance Scan 1117 (8.657 min): BF136600.D\data.ms (-1114) (-) m/z 57.10 100.00%
57.1
5000
85.1
R R RREREREaE e
8.40 8.60 8.80 9.00
131.1
ISR “Hu A 16031802 43,10 69.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane
57.0
5000 L LI L L I L I
85.0 8.40 8.60 8.80 9.00
29.0 m/z 71.10 55.12%
‘\ “ | 113.0 141.0  184.0
O \\\‘\\\\“}\\\“\\H\“}‘\\\“\\i‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
R R RRARE SR
8.40 8.60 8.80 9.00
5000 m/z 41.10 34.88%
85.0
29.0
0 113.0 141.0 169.0 197.0 226.0
T e T T e T e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane R RAa e e
57.0 8.40 8.60 8.80 9.00
m/z 85.10 33.61%
5000 85.0
29.0
0 “ \‘\ H\ “\ \‘\ \\‘ 11\?’0\\ 14”10 1690 19\80
e e e A e e R RRRERE RS L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121523\

Data File : BF136600.D

Acqg On : 15 Dec 2023 19:03

Operator : CG\JU

Sample : 05805-03

Misc HR-04-12122023

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Decane, 2,3,5-trimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
9.228 52.01 ng 1447940  Acenaphthene-d10 9.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78
3 Hexadecane 226 C16H34 000544-76-3 72
4 Nonane, 3,7-dimethyl- 156 C1l1H24 017302-32-8 68

5 Bacchotricuneatin c 342 C20H2205 066563-30-2 64

Abundance Scan 1214 (9.228 min): BF136600.D\data.ms (-1208) (-) m/z 57.10 100.00%
57.1
' 9.009.20 9.40 9.60
113.1 : ’ : .
0 m‘mm“;HHW‘MM“_m‘u}f“l‘?‘“1?39%”19?‘2‘”“”‘ m/z 43.10  65.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane
57.0
5000 L B L I LR B
85.0 9.00 9.20 9.40 9.60
200 m/z 71.85  58.64%
N 00 s
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
G e e
9.00 9.20 9.40 9.60
m/z 85.10 39.43%
5000 85.0 /
29.0 141.0
0 113.0 169.0
R T R R e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane R AREEN e
57.0 9.00 9.20 9.40 9.60
m/z 41.10 31.76%
5000
85.0
29.0
0 | ‘\ [ ‘ |113.0 141.0 169.0 197.0 226.0
e e e e e T R R REREE
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\BF121523\
Data File : BF136600.D

Acqg On : 15 Dec 2023 19:03

Operator : CG\JU

Sample : 05805-03

Misc HR-04-12122023

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Carbonic acid, eicosyl viny... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.545  23.49 ng 653824  Acenaphthene-di10 9.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 87
2 1-Octadecanesulphonyl chloride 352 C18H37C1l02S 1000342-70-4 86
3 Heptacosane 380 C27H56 000593-49-7 64
4 Decane, 5-propyl- 184 C13H28 017312-62-8 58
5 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 58

Abundance Scan 1268 (9.545 min): BF136600.D\data.ms (-1263) (-) m/z 57.10 100.00%

57.1
‘ 132.0 950 |
oL “‘! “‘u‘““ b M Lo 2262 . m/z 71.10 91.26%
m/z--> 50 100 150 200 250 300 350
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
5000 Al :
70 9.50
' m/z 43.10  69.53%
0 \“‘\ \L“ \““ \‘H ‘\ “‘ \L‘ \4‘-\4\1‘0\1\8\2\0 T \2\5‘2\0\ T ‘3\2\5\(\)‘ T
miz--> 50 100 150 200 250 300 350
Abundance
57.0
T T
9.50
5000 m/z 85.10 44.42%
97.0
147.0 288.0
oLl ey e
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane =
57.0 9.50
m/z 55.10  37.26%
B Mﬂw
oL L L F |y 141.0 183.0 225.0 267.0 3230 _ 3804
““‘ T T e ——
m/z--> 50 100 150 200 250 300 350 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121523\
Data File : BF136600.D

Acqg On : 15 Dec 2023 19:03

Operator : CG\JU

Sample : 05805-03

Misc HR-04-12122023

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.757 43.57 ng 1212790  Acenaphthene-d10 9.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 80
4 Nonane, 5-butyl- 184 C13H28 017312-63-9 72
5 Tetradecane 198 C14H30 000629-59-4 72

Abundance Scan 1304 (9.757 min): BF136600.D\data.ms (-1301) (-) m/z 57.10 100.00%

57.1
5000

h 99.1 140.1 9.50 10.00
ol bl |y 29011692 2122 m/z 43.10 62.09%
miz--> 50 100 150 200 250
Abundance #107218: Hexadecane
57.0
5000 Sa Sk
9.50 10.00

o 27.0 ‘ L i “‘99‘0 1410 1830 2260
T T 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
Abundance

57.0

9.50 10.00
5000 ITI/Z 85.10 41.49%
99.0

0 27.0 141.0 183.0 240.0

e L B e e e e L A A B

miz--> 50 100 150 200 250
Abundance #176393: Nonadecane, 9-methyl- A T
57.0 9.50 10.00

5000
990 140.0
2000 1 J \\ . ‘\ 1700 2110 _ 267.0
T L

e
miz--> 50 100 150 200 250 9.50 10.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121523\
Data File : BF136600.D

Acqg On : 15 Dec 2023 19:03

Operator : CG\JU

Sample : 05805-03

Misc HR-04-12122023

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Heptacosane, 1-chloro- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.081 13.70 ng 381368 Acenaphthene-d10 9.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 58
2 Tetratetracontane 619 C44H90 007098-22-8 52
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 52
4 2-Bromotetradecane 276 C14H29Br 074036-95-6 49
5 Heneicosane 296 C21H44 000629-94-7 49
Abundance Scan 1359 (10.080 min): BF136600.D\data.ms (-1355) (- m/z 57.10 100.00%
57.1
T \
‘“1451 103 10.00
o‘H‘k"L‘c"J%J«‘M‘\La%‘,m_m_HwHH‘HHw‘_m_wm m/z 43.10 70.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #310570: Heptacosane, 1-chloro-
57.0
5000 — :
10.00
m/z 71.10 66.72%
o] ‘ ‘ | 127.0106.0 273.0343.0414.0
‘HH‘\H\‘HH‘\H\’HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
T \
10.00
5000 m/z 85.05 52.53%
0 127.0197.0267.0337.0407.0 491.0562.0
[ e P P T e e T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #307033: Octacosane, 2-methyl- e
57.0 10.00
m/z 55.05 43.16%
5000

-

17019702670 3650
RN T R £ -1 PO

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121523\

Data File : BF136600.D

Acqg On : 15 Dec 2023 19:03

Operator : CG\JU

Sample : 05805-03

Misc HR-04-12122023

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 6 Pentadecane, 7-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.257 42.57 ng 1185080  Acenaphthene-d10 9.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Tridecane 184 C13H28 000629-50-5 90
3 Pentadecane, 7-methyl- 226 Cl6H34 006165-40-8 83
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 80

Abundance Scan 1389 (10.257 min): BF136600.D\data.ms (-1386) (- m/z 57.10 100.00%
57.1
1000 1050
113.1 144 : .
oMw\‘m‘hw”‘“Jm‘_mm‘_‘9“1“7‘2“1“19‘7“3“‘2‘2“?? m/z 43.10 60.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
5000 S Sl
10.00 10.50
290 85.0 m/z 71.10  60.94%
0 “ “ L ‘ 113.0 141.0 169.0 197.0 226.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
S ]
10.00 10.50
5000 m/z 85.10 41.31%
85.0
29.0
0 113.0 1410  184.0
T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107232: Pentadecane, 7-methyl- T ]
57.0 10.00 10.50
m/z 41.10 30.36%
5000
85.0
29.0 11201400
T P s Y YO ¥ U S ST
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121523\
Data File : BF136600.D

Acqg On : 15 Dec 2023 19:03

Operator : CG\JU

Sample : 05805-03

Misc : HR-04-12122023

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 2-Bromo dodecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.480 21.58 ng 600758  Acenaphthene-di10 9.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
2 Heptacosane 380 C27H56 000593-49-7 80
3 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 80
4 Tridecane 184 C13H28 000629-50-5 72
5 Octadecane 254 C18H38 000593-45-3 72
Abundance Scan 1427 (10.480 min): BF136600.D\data.ms (-1421) (- m/z 57.10 100.00%
57.1
- MM
P
‘ | fg.o 169.1 10.50
ol b Ll T 2288wz 71.05  49.13%
miz--> 50 100 150 200 250 300 350
Abundance #132769: 2-Bromo dodecane
57.0
5000 1
10.50
m/z 43.10 39.57%
9.0 169.0
01\5\ T ‘\““\‘1‘\“‘\“‘ \‘\‘\ T ‘\ T \\2\4?\0\ L L e
miz--> 50 100 150 200 250 300 350
Abundance
57.0
—
10.50
5000 m/z 85.10 26.53%
99.0
0 141.0183.0225.0267.0 323.0 380.(
T T T T e T T e
m/z--> 50 100 150 200 250 300 350
Abundance #176392: Nonadecane, 2-methyl- ]
57.0 10.50
m/z 41.10 20.48%
5000
%9.0
oL llii1oes0 200 S
m/z--> 50 100 150 200 250 300 350 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121523\
Data File : BF136600.D

Acqg On : 15 Dec 2023 19:03

Operator : CG\JU

Sample : 05805-03

Misc : HR-04-12122023

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.733 52.10 ng 1451020  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Tridecane 184 C13H28 000629-50-5 94
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tetradecane 198 C14H30 000629-59-4 91
5 Nonadecane 268 C19H40 000629-92-5 91
Abundance Scan 1470 (10.733 min): BF136600.D\data.ms (-1466) (- m/z 57.10 100.00%
57.1
- MMA
1050 1100
1411 . .
0 “‘ L, “‘ (3414881 2402wz 7110 65.76%
m/z--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane
57.0
5000 L Al
10.50 11.00
9.0 m/z 43.10 60.41%
01\5\4 ‘\‘ “\ “ \“‘\ H“ \“‘ \]“-\4}‘0\]_\8\3\()‘ T \2\4?‘0\ T ‘ L ’ L
miz--> 50 100 150 200 250 300 350
Abundance
57.0
T —
10.50 11.00
5000 m/z 85.10 44 ,05%
oL5.0 99.0 141.0184.0
B B e M 2 o
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T —T
57.0 10.50 11.00
m/z 41.10 30.53%
ol L I F | 141.0183.0225.0267.0 3230 380,
“““ I A —— ——
m/z--> 50 100 150 200 250 300 350 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121523\
Data File : BF136600.D

Acqg On : 15 Dec 2023 19:03

Operator : CG\JU

Sample : 05805-03

Misc HR-04-12122023

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Dodecane, 2-methyl-6-propyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.180 31.44 ng 875645  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 93
2 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Hexadecane 226 Cl16H34 000544-76-3 90

Abundance Scan 1546 (11.180 min): BF136600.D\data.ms (-1543) (- m/z 57.10 100.00%
7.1

57.
5000

S
99.1 11.00 11.50
|

141.0
ol dddd 2410 2002 2543 .. 7110 62.23%

m/z--> 50 100 150 200 250 300
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0

5000 1 7

11.00 11.50
m/z 43.10 61.07%
Il ‘

99.0 140.0
R T s - B
miz-> 50 100 150 200 250 300
Abundance
57.0

7
11.00 11.50

5000 m/z 85.10 44 ,36%
126.0
0 169.0 239.0
T B B e A B A e
m/z--> 50 100 150 200 250 300
Abundance #246481: Tetracosane —T T
57.0 11.00 11.50

m/z 41.10  28.63%

5000
99.0
| Ll | 1410 1830 2250 267.0  338.
i

oLk, M-

T T
m/z--> 50 100 150 200 250 300 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121523\
Data File : BF136600.D

Acqg On : 15 Dec 2023 19:03

Operator : CG\JU

Sample : 05805-03

Misc HR-04-12122023

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.210 14.41 ng 401187  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Octadecane 254 C18H38 000593-45-3 90
5 Octacosane 394 C28H58 000630-02-4 86

Abundance Scan 1551 (11.210 min): BF136600.D\data.ms (-1549) (- m/z 57.10 100.00%

57.1
5000

113.1 7100 11'e0
11.00 11.50

197.1

ob— \L ‘H b L fo2L 007 2533 m/z 71.10 74.61%

L]
m/z--> 50 100 150 200 250
Abundance #132769: 2-Bromo dodecane
57.0

5000 s S
11.00 11.50

m/z 85.10 43.47%

99.0 169.0
ol260 a0 T 280
miz--> 50 100 150 200 250
Abundance
57.0

7 T
11.00 11.50

5000 m/z 43.10 39.59%
99.0
0 1410 183.0  239.0  296.(
L R
m/z--> 50 100 150 200 250
Abundance #194590: Heneicosane i A
57.0 11.00 11.50

m/z 41.10 21.31%

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

oL.26l0, ‘
L L P Bt S S SR
miz--> 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121523\
Data File : BF136600.D

Acqg On : 15 Dec 2023 19:03

Operator : CG\JU

Sample : 05805-03

Misc HR-04-12122023

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Nonadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.610 25.48 ng 709656  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octadecane 254 C18H38 000593-45-3 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 1619 (11.610 min): BF136600.D\data.ms (-1616) (- m/z 57.10 100.00%
57.1
o ﬂANAAMNLAA&ﬂmexvKA
—— —
99.1 11.50 12.00
141.0
ob— b |y 2410 1072 2462 m/z 71.10  64.34%
miz-> 50 100 150 200 250
Abundance #158597: Nonadecane
57.0
5000 e =
11.50 12.00
m/z 43.10 61.14%
99.0
ol260 | | 1410 1830 2250 2680
T T T 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
Abundance
57.0
—— —
11.50 12.00
5000 m/z 85.10 45 .64%
99.0
0.,26.0 141.0 1830 2250 296.(
——— e
miz--> 50 100 150 200 250
Abundance #141056: Octadecane T —
57.0 11.50 12.00
m/z 41.10 26.62%
5000
99.0
o260, || L 140 am0  zse0 Y e
m/z--> 50 100 150 200 250 11.50 12.00

8270-BF120523.M Sat Dec 16 04:00:31 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121523\
Data File : BF136600.D

Acqg On : 15 Dec 2023 19:03

Operator : CG\JU

Sample : 05805-03

Misc HR-04-12122023

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.722 241.92 ng 6737090  Phenanthrene-d10 11.310
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 93
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1638 (11.722 min): BF136600.D\data.ms (-1633) (- m/z 74.05 100.00%
74.0
5000
43.1
143.1 L T
227.2
T e T T
QR RMBRE I 1001t G S 0 i m/z 87.85 74.39%
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — ——
43.0 1150 12.00
143.0 ITI z 28.46%
0 ‘u “ ‘\‘ Il \\1150 1710199022\70 2790
\‘\H\‘\H\‘HH‘HH’HH’HH’\\H‘\\H‘\H\‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance
74.0
1150 1200
5000{ 43.0 m/z 25.90%
0 111.0 1430 185.0 227.0 270.0
T T e e
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #126208: Methyl tetradecanoate
74.0 1150 1200
m/z 22.18%
5000
43.0
0 ‘ M‘ H i \]r 3.0171 019\90 2420
WHH‘HH‘HH‘HH,HHM‘HW‘HM‘HM‘HMH‘_H‘_H‘_H‘
m/z--> 20 40 60 80 100120140160 180200220 240260 1150 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121523\
Data File : BF136600.D

Acqg On : 15 Dec 2023 19:03

Operator : CG\JU

Sample : 05805-03

Misc HR-04-12122023

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 n-Hexadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.857 15.24 ng 424378  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Decanoic acid 172 C10H2002 000334-48-5 89
4 Tridecanoic acid 214 C13H2602 000638-53-9 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 83
Abundance Scan 1661 (11.857 min): BF136600.D\data.ms (-1657) (- m/z 73.00 100.00%
73.0
43.1
5000 129.1
213.2 ‘ S
| 711 256.1 11.50 12.00
Ay —— m/z 59.95  88.60%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T ‘/\ L B
11.50 12.00
1710 2130 2560 m/z 43.10 77.49%
O \H‘HH“}‘HH!H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
43.0 73.0
= —=
11.50 12.00
5000 129.0 m/z 57.10 68.71%
199.0 2420
0 158.0
T e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #46965: n-Decanoic acid T T
60.0 11.50 12.00
m/z 55.10 67.44%
5000 129.0
29.0
7.0
I . N (R VS
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121523\
Data File : BF136600.D

Acqg On : 15 Dec 2023 19:03

Operator : CG\JU

Sample : 05805-03

Misc HR-04-12122023

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Tridecane, 6-propyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.022  25.57 ng 712201  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Tridecane, 6-propyl- 226 Cl6H34 055045-10-8 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 87
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 87
Abundance Scan 1689 (12.022 min): BF136600.D\data.ms (-1685) (- m/z 57.10 100.00%
57.1
o Aﬂwﬂfxﬁwwﬂmﬂmxmkﬁ/ﬂj
99.1 1900 |
12.00
41.1
ob— “h‘ LA h“ LA 1971 2392 2823 L., 7110 63.58%
miz-> 50 100 150 200 250
Abundance #158597: Nonadecane
57.0
5000 R :
12.00
m/z 43.10 53.87%
990
oL260 | |~ 1410 1830 2950 2680
T T T T ‘ T \ T \ T ‘ T \ \ T ‘ T T T T ‘ T T T T ’
miz--> 50 100 150 200 250
Abundance
43.0
RN T
12.00
5000 85.0 m/z 85.10 48.52%
126.0 1830
0 226.0
—_——
miz--> 50 100 150 200 250
Abundance #194590: Heneicosane T
57.0 12.00
m/z 41.10  25.35%
5000
99.0
0 26\10‘\ ‘\ H\ h\ h‘ u \?‘410‘ 1830 225.0 296.(
e At : e A =
m/z--> 50 100 150 200 250 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121523\
Data File : BF136600.D

Acqg On : 15 Dec 2023 19:03

Operator : CG\JU

Sample : 05805-03

Misc HR-04-12122023

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.439 826.69 ng 23021800 Phenanthrene-d1e 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
3 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
4 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
5 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 99
Abundance Scan 1760 (12.439 min): BF136600.D\data.ms (-1750) (- m/z 67.10 100.00%
67.1
5000
09.1
—rhs
150.1 263.1 12.50
oL 37L¢’ | m‘ ‘MHM“ ‘M“h‘ ‘Wh L ‘]n‘87‘:|‘- %29? — ‘H‘ : ??T“] m/z 81.05 88.64%
miz-> 50 100 150 200 250
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester
67.0
5000 1 7
12.50
29.0 09.0 m/z 55.10  69.30%
150.0 294.C
oL “ . 2280 263077
miz-> 50 100 150 200 250
Abundance
67.0
T
12.50
5000 m/z 95.10 62.20%
109.0
o 149.0 262.0 294.
—— e
miz--> 50 100 150 200 250
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- 7
67.0 12.50
m/z 41.10 54.33%
5000
03.0 294.C
150.0 :
oLl 200 amrozz00 230 n L
m/z--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121523\
Data File : BF136600.D

Acqg On : 15 Dec 2023 19:03

Operator : CG\JU

Sample : 05805-03

Misc : HR-04-12122023

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.457 386.33 ng 10758500  Phenanthrene-d1e 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 90
2 3-Octadecenoic acid, methyl ester 296 C19H3602 056599-33-8 90
3 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 90
4 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 90
5 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 90
Abundance Scan 1763 (12.457 min): BF136600.D\data.ms (-1761) (- m/z 55.10 100.00%
5[:
87.1
5000 264.1
222.2
180.2 UL
‘ 251 ‘ 12.50
296.1
ob— Hn‘\ | ‘\‘\ \‘ M‘ \M \“Hu\h w\m IR J\ A - L s m/z 74.10 80.08%
miz--> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 8r.0 UL
12.50
‘ w230 1800 2220 2640 m/z 69.10 70.30%
02‘5“ “ “ . \\‘H‘\‘\h‘\”‘\\”“‘\ oy 1 e i“ .‘ — ‘\‘. ‘2‘9‘6"0
miz--> 50 100 150 200 250 300
Abundance
74.0
—
12.50
5000/ 43.0 264.0 m/z 83.10 63.08%
222.0
111.0 1430 180.0
' 296.0
I e T NS W RETN P
m/iz--> 50 100 150 200 250 300
Abundance #194421: 14-Octadecenoic acid, methyl ester —TS
55.0 12.50
m/z 87.10 63.08%
5000
87.0
264.0
25.0 180.0 222.0 ‘
ol u“ I ‘H\‘ ‘HHMM ‘Hm Jilgpp el TP 2960 AL
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\BF121523\
Data File : BF136600.D

Acqg On : 15 Dec 2023 19:03

Operator : CG\JU

Sample : 05805-03

Misc : HR-04-12122023

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.522 120.94 ng 3367870  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 91
3 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 90
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 80
Abundance Scan 1774 (12.521 min): BF136600.D\data.ms (-1770) (-] | m/z 74.00 100.00%
74.0
5000 J\A
411 143.0 ; \
255.2 ‘ ‘
199.2 - .
[l |2 T ame 2o
0 A b ML b m/z 87.85 0 79.73%
miz-> 50 100 150 200 250 300
Abundance #197277: Methyl stearate
74.0
5000 298.C iZ‘Sd |
143.0 255.0 : : .
43.0 199.0 m/z 43.10 30.08%
o — “\‘ ‘M\‘ \L‘ ‘\‘u\“ﬁl‘%"o‘i | —— “‘ S — ‘\‘ L\‘ — \‘ :
miz-> 50 100 150 200 250 300
Abundance
74.0
N \
12.50
5000 208.C m/z 55.10  25.80%
43.0
143.0
111.0 199.0  255.0
oL ) Y S NEPR N MENE N S . B
miz--> 50 100 150 200 250 300
Abundance #197352: Heptadecanoic acid, 16-methyl-, methyl ester —TS ‘
74.0 12.50
m/z 143.00  22.13%
5000
28.0
143.0 255.0 298.C
199.0 ‘
ol e [0 T AL
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\BF121523\

Data File : BF136600.D

Acqg On : 15 Dec 2023 19:03

Operator : CG\JU

Sample : 05805-03

Misc HR-04-12122023

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 18 (9E,11E)-Octadecadienoic acid Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
12.551 14.22 ng 395924  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 98
2 9,12-Octadecadienoic acid (Z,Zz)- 280 C18H3202 000060-33-3 96
3 Linoelaidic acid 280 C18H3202 000506-21-8 96
4 10E,12Z-Octadecadienoic acid 280 C18H3202 002420-56-6 96
5 8-Dodecen-1-o0l, (Z)- 184 C12H240 040642-40-8 93

Abundance Scan 1779 (12.551 min): BF136600.D\data.ms (-1777) (- m/z 67.10 100.00%
67.1
5000
09.1
1 7
12.50
0 Mg i HT12aa1 2803 0 e s2.76%
miz--> 50 100 150 200 250 300
Abundance #173580: (9E,11E)-Octadecadienoic acid
67.0
5000 s :
12.50
090 m/z 95.10  58.34%
29.0‘ ‘ H 50.0 280.0
05 \“\ ‘\H ‘”1“\” “H\‘ \HH‘\& ‘}‘.\‘:!-8\2.\0‘2\2\0.\0\ T T T
miz--> 50 100 150 200 250 300
Abundance
67.0
7
12.50
5000 m/z 55.10 54.45%
109.0
29.0
15001850 pp39 2000
0L Bl el g S,
m/iz--> 50 100 150 200 250 300
Abundance #173566: Linoelaidic acid T
67.0 12.50
m/z 82.10 51.02%
5000
09.0
290 ‘ 280.0
1 . .
0 IR0 asso T L
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\BF121523\
Data File : BF136600.D

Acqg On : 15 Dec 2023 19:03

Operator : CG\JU

Sample : 05805-03

Misc HR-04-12122023

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Docosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.786 14.35 ng 406046  Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Docosane 310 C22H46 000629-97-0 93
3 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 91
4 Tetradecane 198 C14H30 000629-59-4 91
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 91
Abundance Scan 1819 (12.786 min): BF136600.D\data.ms (-1816) (- m/z 57.10 100.00%
57.1
" ﬁ/m
99.0 —— ——
12.50 13.00
412 2201 .
ob— ‘ ‘h L h‘ L1412 18322201 2671 810. L/, 7110  66.39%
m/z--> 100 150 200 250 300
Abundance #123960: Heptadecane
57.0
5000 —r —
12.50 13.00
99.0 m/z 43.10 57.59%
0 o | i u‘ 141.0 1830 _ 2400
T \ \ \ ‘ T \ T T ‘ T \ T T ‘ T T T T ’ T T T T ‘ T T
miz-> 100 150 200 250 300
Abundance
57.0
—T =
12.50 13.00
5000 m/z 85.10 49, 88%
99.0
0 1410 1830 239.0 310.(
— e e
miz--> 50 100 150 200 250 300
Abundance #228591: Tetradecane, 1-iodo- T 7
57.0 12.50 13.00
m/z 41.10 25.22%
5000
1 99‘-0 155.0 197.0
ow”_wu_Mm‘m‘“_H‘,HH_‘ s —
m/z--> 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\BF121523\
Data File : BF136600.D

Acqg On : 15 Dec 2023 19:03

Operator : CG\JU

Sample : 05805-03

Misc HR-04-12122023

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 20 Methyl 20-methyl-heneicosan... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.910 14.10 ng 398924  Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 20-methyl-heneicosanoate 354 C23H4602 1000336-47-4 98
2 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 98
3 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 97
4 Heneicosanoic acid, methyl ester 340 C22H4402 006064-90-0 87
5 Methyl stearate 298 C19H3802 000112-61-8 87
Abundance Scan 2010 (13 910 min): BF136600.D\data.ms (-2007) (- m/z 74.00 100.00%
74.0
5000
1431 —A LA
‘ ‘H ‘ 199.1 2552 31133544 14.00
ol it by b P L T m/z 87.08 79.52%
miz--> 50 100 150 200 250 300 350
Abundance #264191: Methyl 20-methyl-heneicosanoate
74.0
5000 14.00
143.0 : .
311.0 m/z 43.10 39.54%
199.0 255.0 ‘
O\\\\‘\H\‘M\““\“\‘L \"‘\\\‘\“\‘\\\“‘\‘\\\‘\‘\\\“\\\
miz--> 100 150 200 250 300 350
Abundance
74.0
——
14.00
5000 m/z 57.10 29.98%
143.0 354.0
29.0 199.0 2550 3110
(1 RN G0 16100 NS A NSRRI PN D R M
m/z--> 50 100 150 200 250 300 350
Abundance #214954: Nonadecanoic acid, methyl ester ——
74.0 14.00
m/z 55.10 28.87%
5000
312.0
18.0 H 143.0 269.0
\\L\‘MMMM\ ] 2130 Ly
oLt bl b A —
m/z--> 50 100 150 200 250 300 350 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121523\
Data File : BF136600.D

Acqg On : 15 Dec 2023 19:03

Operator : CG\JU

Sample : 05805-03

Misc : HR-04-12122023

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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|
Tridecane 8.657 14.9 ng 1173350 2  8.063 1571670 20.0
Decane, 2,3,5-t... 9.228 52.0 ng 1447940 3 9.822 556749 20.0
Carbonic acid, 9.545 23.5 ng 653824 3 9.822 556749 20.0
Hexadecane 9.757 43.6 ng 1212799 3 9.822 556749 20.0
Heptacosane, 1-... 10.081 13.7 ng 381368 3  9.822 556749 20.0
Pentadecane, 7-... 10.257 42.6 ng 1185080 3 9.822 556749 20.0
2-Bromo dodecane 10.480 21.6 ng 600758 3 9.822 556749 20.0
Heptadecane 10.733 52.1 ng 1451020 4 11.310 556962 20.0
Dodecane, 2-met... 11.180 31.4 ng 875645 4 11.310 556962 20.0
Heptadecane, 2,... 11.210 14.4 ng 401187 4 11.310 556962 20.0
Nonadecane 11.610 25.5 ng 709656 4 11.310 556962 20.0
Hexadecanoic ac... 11.722 241.9 ng 6737090 4 11.310 556962 20.0
n-Hexadecanoic ... 11.857 15.2 ng 424378 4 11.310 556962 20.0
Tridecane, 6-pr... 12.022 25.6 ng 712201 4 11.310 556962 20.0
9,12-Octadecadi... 12.439 826.7 ng 23021800 4 11.310 556962 20.0
9-Octadecenoic ... 12.457 386.3 ng 10758500 4 11.310 556962 20.0
Methyl stearate 12.522 120.9 ng 3367870 4 11.310 556962 20.0
(9E,11E)-Octade... 12.551 14.2 ng 395924 4 11.310 556962 20.0
Docosane 12.786 14.4 ng 406046 5 13.963 565963 20.0
Methyl 20-methy... 13.910 14.1 ng 398924 5 13.963 565963 20.0
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