LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134412.D

Acqg On : 21 Jul 2023 21:18
Operator : CG\JU

Sample : 03659-01 2X

Misc :

ALS Vvial : 22 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134412.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.469 572 575 587 rBV 558579 552093 4.32% 1.367%
2 6.475 743 746 759 rBV 606604 551136 4.31% 1.365%
3 6.840 804 808 811 rBV 351920 291239  2.28% 0.721%
4 7.398 900 903 906 rVV 434324 374688 2.93% 0.928%
5 7.422 906 907 911 rVV 205544 162324 1.27% 0.402%
6 8.093 1018 1021 1023 rVV 529108 447031  3.50% 1.107%
7 8.116 1023 1025 1028 rVV 482016 394994 3.09% 0.978%
8 8.169 1030 1034 1037 rVB2 192442 218157 1.71% 0.540%
9 8.404 1069 1074 1078 rBV5 161799 198761 1.56% 0.492%
10 8.534 1092 1096 1098 rBV2 188131 168926 1.32% 0.418%
11 8.616 1107 1110 1113 rBV 223985 200245 1.57% 0.496%
12 8.704 1122 1125 1128 rBV 672999 515016 4.03% 1.275%
13 8.940 1162 1165 1167 rBV 226716 184396 1.44% 0.457%
14 9.069 1183 1187 1191 rVB3 133930 186317 1.46% 0.461%
15 9.134 1196 1198 1200 rVV2 217857 151368 1.18% 0.375%
16 9.192 1205 1208 1212 rBvV 768157 584479 4.58% 1.447%
17  9.269 1217 1221 1224 rBV 707069 649709 5.09% 1.609%
18 9.345 1231 1234 1236 rVB 165803 151163 1.18% 0.374%
19 9.592 1271 1276 1278 rVV4 360838 427763 3.35% 1.059%
20 9.616 1278 1280 1283 rVV2 160493 175523 1.37% 0.435%
21  9.651 1283 1286 1289 rVB2 182411 148263 1.16% 0.367%
22 9.804 1309 1312 1315 rVB 825168 589808 4.62% 1.460%
23 9.875 1321 1324 1327 rVB 412233 341919 2.68% 0.847%
24 10.039 1347 1352 1354 rBV3 102114 165179 1.29% 0.409%
25 10.122 1363 1366 1370 rBV3 176993 227525 1.78% 0.563%
26 10.192 1375 1378 1384 rBV7 72328 160942 1.26% 0.399%
27 10.304 1394 1397 1400 rVV 780105 579192 4.53% 1.434%
28 10.522 1430 1434 1441 rVB 238735 332416 2.60% 0.823%
29 10.669 1457 1459 1464 rBV 348838 303260 2.37% 0.751%
30 10.781 1475 1478 1483 rBV 725006 769757 6.03%  1.906%
31 11.228 1551 1554 1557 rBV 514937 476701 3.73% 1.180%
32 11.257 1557 1559 1565 rVB 218167 252072 1.97% 0.624%
33 11.375 1575 1579 1581 rBV ~ 351758 342716  2.68%  0.849%
34 11.663 1624 1628 1630 rBV 410869 364896 2.86% 0.904%
35 11.769 1642 1646 1649 rVB 3586591 2948009 23.08% 7.300%

36 11.910 1666 1670 1675 rBV 412505 459918 3.60% 1.139%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134412.D

Acqg On : 21 Jul 2023 21:18
Operator : CG\JU

Sample : 03659-01 2X

Misc

ALS Vvial : 22 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 12.069 1694 1697 1702 rBV2 419703 385561 3.02% ©.955%
38 12.480 1759 1767 1768 rBV2 7482299 12774247 100.00% 31.631%
39 12.498 1768 1770 1774 rVV2 7346408 6906970 54.07% 17.103%
40 12.569 1778 1782 1785 rVB 1872329 1530128 11.98% 3.789%

41 12.610 1785 1789 1791 rBV2 914471 1225492 9.59% 3.034%
42 12.628 1791 1792 1799 rVV2 763588 646224 5.06% 1.600%
43 12.698 1802 1804 1809 rVB 168730 146668 1.15% 0.363%
44 12.839 1824 1828 1831 rBv2 217345 198845 1.56% 0.492%
45 12.969 1847 1850 1854 rVB 562191 489119 3.83% 1.211%
46 13.198 1886 1889 1891 rBV 192513 199107 1.56% 0.493%
47 13.292 1902 1905 1908 rVB 187155 149976 1.17% 0.371%
48 13.969 2017 2020 2026 rVB 180394 169731 1.33% 0.420%
49 14.039 2028 2032 2035 rBV 288080 279023 2.18% 0.691%
50 15.545 2285 2288 2296 rVB 157590 236630 1.85% 0.586%
Sum of corrected areas: 40385622
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134412.D

Acqg On : 21 Jul 2023 21:18
Operator : CG\JU

Sample : 03659-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF134412.D\data.ms
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Abundance TIC: BF134412.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134412.D

Acqg On : 21 Jul 2023 21:18
Operator : CG\JU

Sample : 03659-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Undecane, 2,6-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.169 11.05 ng 218157 Naphthalene-d8 8.116

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 86
2 Nonane, 4-methyl- 142 C10H22 017301-94-9 64
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 59
4 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 59
5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 53

Abundance Scan 1034 (8.169 min): BF134412.D\data.ms (-1030) (-) m/z 57.10 100.00%

57.1
s YA
| H 78 1 98‘.0 131.0 166.2 7.80 8.00 8.20 8.40
0t el e e m/z 43.10 47.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
5000 L L L LI B L BN L B
7.80 8.00 8.20 8.40
m/z 71.10 39.44%
29.0
O\ T ‘ \‘\‘\ \"“\ T \“\" T \“\\8.q\\ T \“‘ T ”\ ‘ T \1-\4.‘]-\.\0\ T ‘]-\Gg.\o‘ TTTT ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
R e dRaRmS
7.80 8.00 8.20 8.40
5000 m/z 41.05 31.47%
29.0 98.0
0 77.0 142.0
R ERE R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl- T
57.0 7.80 8.00 8.20 8.40
m/z 55.10 18.16%
5000
29.0 85.0
O 20 1410 1830
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134412.D

Acqg On : 21 Jul 2023 21:18

Operator : CG\JU

Sample : 03659-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 2 Tridecane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
8.704  26.08 ng 515016 Naphthalene-d8 8.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 76
Abundance Scan 1125 (8.704 min): BF134412.D\data.ms (-1122) (-) m/z 57.10 100.00%
57.1
5000
85.1
e AREEEREEEE
h 131.0 184.2 8.40 8.60 8.80 9.00
Ol ol a7 1552 1842 0 43,05 81.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane
57.0
5000 L B R R R R |
85.0 8.40 8.60 8.80 9.00
29.0 m/z 71.05  52.58%
0 “ \“\ H\ \‘\ il \11?"0\141'0 184.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43.0
R AEREaREEEE
710 8.40 8.60 8.80 9.00
5000 m/z 41.10 47.11%
99.0 140.0
S NN - S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane A ARmaE
57.0 8.40 8.60 8.80 9.00
m/z 85.10 32.90%
5000
85.0
29.0
0 ‘\ ““ | M‘ ,113.0 141.0 169.0 197.0 226.0
e e e e e e e PO T
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\BF072123\
Data File : BF134412.D

Acqg On : 21 Jul 2023 21:18
Operator : CG\JU

Sample : 03659-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Tetradecane, 1-iodo- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.069 10.90 ng 186317  Acenaphthene-di10 9.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 58
2 Tridecane, 2-methyl- 198 C14H30 001560-96-9 58
3 3,5-Dimethyldodecane 198 C14H30 107770-99-0 53
4 1-Iodo-2-methylnonane 268 C10OH21I 1000101-47-9 52
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 50

Abundance Scan 1187 (9.069 min): BF134412.D\data.ms (-1183) (-) m/z 57.10 100.00%

57.1
5000
o w
R A RRR AR aa
| | 1190 jee 1762 8.80 9.00 9.20 9.40
bl o SRS myz 43,100 99.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #228590: Tetradecane, 1-iodo-
57.0
5000 L B B L AL B
29.0 8.80 9.00 9.20 9.40
85.0
m/z 71.10 53.57%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
R A ANARRaR A
8.80 9.00 9.20 9.40
5000 m/z 41.10 53.27%
85.0
29.0
113.0 155.0 183.0
O R e e o e S ERGHL RS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74012:; 3,5-Dimethyldodecane R AR aa s
57.0 8.80 9.00 9.20 9.40
m/z 85.10 36.19%
5000
85.0
29.0
bbb g 2280 1990 sano | il
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134412.D

Acqg On : 21 Jul 2023 21:18
Operator : CG\JU

Sample : 03659-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Tetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.269 38.00 ng 649709  Acenaphthene-di10 9.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Undecane 156 C11H24 001120-21-4 86
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 72
Abundance Scan 1221 (9.269 min): BF134412.D\data.ms (-1217) (-) m/z 57.05 100.00%
57.0
5000
85.1
e RABBERNERESS S
9.00 9.20 9.40 9.60
112.1
Ol ol P21 1401 169.2 1982 o 4310 82.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0
5000 85.0 T T T T T
9.00 9.20 9.40 9.60
29.0 m/z 71.10 54.61%
O L ‘ \‘\‘\ \“‘{ T \H“ T \“} T “1‘\ T \““]\-\]_E.‘O\H\]\-%“].\'\()\ \]‘-\62.\()‘ \?‘2?.\(\)\ T ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
R RBBRRRNARENE E
9.00 9.20 9.40 9.60
5000 m/z 41.10 46.06%
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 #59029: Tridecane A B
57.0 9.00 9.20 9.40 9.60
m/z 85.10 34.80%
5000
85.0
29.0
‘\ “ | || 11301410 1840
Ot e A e e e e e R SRR RN
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\BF072123\
Data File : BF134412.D

Acqg On : 21 Jul 2023 21:18
Operator : CG\JU

Sample : 03659-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Pentadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.804 34.50 ng 589808  Acenaphthene-d10 9.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 96
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Tetradecane 198 C14H30 000629-59-4 91
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 86
5 Tridecane 184 C13H28 000629-50-5 80

Abundance Scan 1312 (9.804 min): BF134412.D\data.ms (-1309) (-) m/z 57.05 100.00%

57.0
- e W
— e
9.50 10.00
113.1 1451
A whu A AT 221692 2123 v 43,10 74.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90189: Pentadecane
57.0
5000 s S
85.0 9.50 10.00
29.0 m/z 71.10 58.12%
0 \‘ \“‘ H\ \‘\ i ‘\‘ 11\3.0‘\ 14;"0‘169'0 21?'0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
— e
9.50 10.00
5000 m/z 41.10 41.26%
85.0
29.0
0 113.0 141.0 169.0 226.0
T T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane “ —
57.0 9.50 10.00
m/z 85.10 38.76%
5000 85.0
29.0
0 “ \‘\ H\ “\ \‘\ \\‘ 11\?’0\\ 14”10 1690 19\80
e e e A e e i e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134412.D

Acqg On : 21 Jul 2023 21:18
Operator : CG\JU

Sample : 03659-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Dodecane, 2-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.122 13.31 ng 227525  Acenaphthene-di10 9.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl- 184 C13H28 001560-97-0 92
2 Dodecane 170 C12H26 000112-40-3 81
3 Nonadecane 268 C19H40 000629-92-5 64
4 Heneicosane 296 C21H44 000629-94-7 64
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 58
Abundance Scan 1366 (10.122 min): BF134412.D\data.ms (-1363) (- m/z 57.10 100.00%
57.1
- M
e .
10.00 10.50
Ot m/z 43.18 91.97%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59048: Dodecane, 2-methyl-
57.0
85.0
5000 A —~
10.00 10.50
29.0 141.0 m/z 71.10 70.69%
| ‘ | juso ‘ 169.0
O \H‘\‘\H‘MH “\‘\H}\‘H‘H\‘\H‘\‘HHl\\\\‘\\\\‘\\\\‘\\\\‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance
57.0
P =
10.00 10.50
5000 m/z 85.10 53.07%
85.0
29.0
o 113014101700
T T T e e e e
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #158600: Nonadecane A =
57.0 10.00 10.50
m/z 41.00 51.93%
5000 85.0
29.0
0 \‘ h H\ Il ulld3 0\141 0169.0197.0 268.(
HwHH_‘H_Hw‘HWHH‘HHMH‘_HWH‘WHH_H‘_HWH“ —— —
m/z--> 20 40 60 80 100120140160 180200220240260 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134412.D

Acqg On : 21 Jul 2023 21:18
Operator : CG\JU

Sample : 03659-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.304 33.88 ng 579192  Acenaphthene-d10 9.875
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 Tridecane 184 C13H28 000629-50-5 90
4 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 87
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 1397 (10.304 min): BF134412.D\data.ms (-1394) (- m/z 57.10 100.00%
57.1
‘ 10.00 10.50
113.1 : :
ow_m_H!W”H‘m“HH"‘1‘4‘1“1“1‘?7“1“1‘9“5‘%?ﬁ??_‘ m/z 43.10  77.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107219: Hexadecane
57.0
5000 85.0 T T
10.00 10.50
m/z 71.10 60.73%
29.0 1
226.0
OHH‘\H\‘\HH‘HH}\‘W‘H\H“H‘H\‘\“\]\-\4.6-\\0\\]‘-\62\()‘\]\-\919\\’\‘\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
— s
10.00 10.50
m/z 41.05 42.21%
5000 85.0
29.0
o 1130 1410 160.0106.0  240.C
R R R R B S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59029: Tridecane “ —
57.0 10.00 10.50
m/z 85.10 39.95%
5000
85.0
29.0
oo | 010 1m0
e e e A e e e — =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

8270-BF062623.M Sun Jul 23 ©9:23:57 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134412.D

Acqg On : 21 Jul 2023 21:18
Operator : CG\JU

Sample : 03659-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Undecane, 3,6-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.522 19.44 ng 332416  Acenaphthene-d10 9.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 81
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 72
3 Nonadecane 268 C19H40 000629-92-5 64
4 Heptadecane 240 C17H36 000629-78-7 64
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 64

Abundance Scan 1434 (10.522 min): BF134412.D\data.ms (-1430) (- m/z 57.10 100.00%

57.1
5000
‘ ‘ 10.50 |
99.0 .
169.2
— ““ L4 4 41300 "P7 217l m/z 43.10 52.13%
m/z--> 50 100 150 200 250
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
5000 T :
10.50
m/z 71.05 47 .46%
210 | | M30 1550
O\‘\‘\“‘\‘\‘\\“\‘\\\“\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance
57.0

T \
10.50

5000 m/z 41.10 28.09%
99.0 154.0
ob—dpb bbb 4., i) 197.0 2390 281D
mlz--> 50 100 150 200 250
Abundance #158600: Nonadecane T
57.0 10.50
m/z 85.10  25.43%
5000
27.0 99.0
ol b A b, 7420 1880 2680 =
m/z--> 50 100 150 200 250 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134412.D

Acqg On : 21 Jul 2023 21:18
Operator : CG\JU

Sample : 03659-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Heptadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.781 44.92 ng 769757  Phenanthrene-di10 11.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Nonane, 5-butyl- 184 C13H28 017312-63-9 89
3 Tridecane 184 C13H28 000629-50-5 86
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 80
Abundance Scan 1478 (10.781 min): BF134412.D\data.ms (-1475) (-} ' m/z 57.10 100.00%
57.1
T —
99.0 1411 _ 10.50 11.00
Ob b g 2550 1882 2402 329y ; 43.10  72.83%
miz-> 50 100 150 200 250 300
Abundance #123960: Heptadecane
57.0
5000 e -
10.50 11.00
99.0 m/z 71.10 61.04%
Olwswq‘\ ‘\““‘\ H‘ \‘“‘\ “L \“‘ \%\41{]—.‘0‘\ ]‘\-8\3\0‘ T \2\49.‘0\ LA |
miz--> 50 100 150 200 250 300
Abundance
43.0
T —
85.0 10.50 11.00
5000 1260 m/Z 85 . 19 38 .4700
0 184.0
—— e e
miz--> 50 100 150 200 250 300
Abundance #59029: Tridecane S e
57.0 10.50 11.00
m/z 41.05 38.24%
h AMWNJLWAWM&MNJAMANJh
5200 “\‘ | |90 1410 1840
e A S A LA o o —— ——
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134412.D

Acqg On : 21 Jul 2023 21:18
Operator : CG\JU

Sample : 03659-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.228 27.82 ng 476701  Phenanthrene-d10 11.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 93
3 Tridecane, 7-propyl- 226 C16H34 055045-09-5 93
4 Nonadecane 268 C19H40 000629-92-5 91
5 Pentadecane 212 C15H32 000629-62-9 90

Abundance Scan 1554 (11.228 min): BF134412.D\data.ms (-1551) (-} | m/z 57.10 100.00%

57.1
5000 851

T
1131 11.00 11.50

‘ 155.1182.1 o
wHH_"lw‘”m‘Mm“_HM‘mH‘HH‘H‘ﬁw‘z‘l“l“l‘w?ﬁf‘ﬁ m/z 43.10  73.50%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #141057: Octadecane
57.0

o

5000 T ——
85.0 11.00 11.50
20.0 m/z 71.10 57.30%
. | M30141.0160.0107.0 2050 254.0
\‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
T —
11.00 11.50
5000 85.0 m/z 85.10 38.96%
11301400 182.0 226.0
O e e R T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107221: Tridecane, 7-propyl- T —
43.0 11.00 11.50

m/z 41.05 38.00%

71.0
5000
140.0
99.0 183.0
| | 226.0

(VR SAU S L NN RSN MBS L/ S —

T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134412.D

Acqg On : 21 Jul 2023 21:18
Operator : CG\JU

Sample : 03659-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.257 14.71 ng 252072  Phenanthrene-di10 11.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 90
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
3 Heptadecane 240 C17H36 000629-78-7 86
4 Heptacosane 380 C27H56 000593-49-7 80
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80

Abundance Scan 1559 (11.257 min): BF134412.D\data.ms (-1557) (- m/z 57.10 100.00%
57.1

- w

% e
1131 11.00 11.50

183.1
0 Wb L 4308050 2822 m/z 71.10  70.32%

m/z--> 50 100 150 200 250
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0

5000 - pn]
11.00 11.50

m/z 43.10 50.04%

‘ 113.0
260, ‘\“ b 1880 2530
m/z--> 50 100 150 200 250
Abundance

57.0

— —
11.00 11.50

o

5000 m/z 85.10 37.43%
99.0
0 1410 183.0 2390  296.
S M I S s
m/z--> 50 100 150 200 250
Abundance #123958: Heptadecane M ]
57.0 11.00 11.50

m/z 41.10 25.73%

) w
99.0
6l L | 1410 183.0  240.0

0‘2"Ow‘h“‘““u““N‘w“;“Mum‘”m,”” — —
m/z--> 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\BF072123\
Data File : BF134412.D

Acqg On : 21 Jul 2023 21:18
Operator : CG\JU

Sample : 03659-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 12
R.T. EstConc Area Relative to ISTD R.T.
11.663 21.29 ng 364896  Phenanthrene-d10 11.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 96
2 Tetradecane 198 C14H30 000629-59-4 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Pentadecane 212 C15H32 000629-62-9 91
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 1628 (11.663 min): BF134412.D\data.ms (-1624) (- m/z 57.05 100.00%
57.0
o MKKNAﬂNAAJthAJxJ\ANAum
1150 12,00
141.1 ’ .
(— U‘“w\ Lt 19rl 2482 . m/z 43.10  72.50%
miz--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
5000 = N
11.50 12.00
m/z 71.10 62.68%
ol 2 1018302250208
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
\ T
11.50 12.00
5000 m/z 85.10 45.16%
J15.0 99.0 1470 1980
I e W a E  Ea
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T ——
57.0 11.50 12.00
m/z 41.10 38.49%
- JLL
ol \ | % ‘3‘-410183022502670 3230 380,
“““‘“““““““““““ R R e
m/z--> 50 100 150 200 250 300 350 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134412.D

Acqg On : 21 Jul 2023 21:18
Operator : CG\JU

Sample : 03659-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 3
R.T. EstConc Area Relative to ISTD R.T.
11.769 172.04 ng 2948010  Phenanthrene-d10 11.375
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 92
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1646 (11.769 min): BF134412.D\data.ms (-1642) (-] ' m/z 74.00 100.00%
74.0
5000 131
143.1 L T
‘\ || o1 185.2 22‘7-2 270.2 11.50 12.00
bbbl L b DT b ST m/z 87.100 74.11%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 e —
43.0 11.50 12.00
143.0 m/z 43.10 37.77%
L mo mowseno o
O\‘HH‘}\H‘\H\‘\‘H\‘HH’HH‘\H\‘HH’HH‘HH‘HH‘HH‘H‘H‘
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance
74.0
e —
11.50 12.00
5000/ 43.0 m/z 55.05 30.96%
0 1010 130 4850 2270 2700
A e A o e AR ARARRARARAE ST
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109337: Tridecanoic acid, methyl ester T T
74.0 11.50 12.00
m/z 41.10 29.07%
5000 43.0
o0 PO 1850 g5
R maa A ama MR AAAAS T e
m/z--> 20 40 60 80 100120140160 180200 220 240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134412.D

Acqg On : 21 Jul 2023 21:18
Operator : CG\JU

Sample : 03659-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 9
R.T. EstConc Area Relative to ISTD R.T.
11.910 26.84 ng 459918  Phenanthrene-d10 11.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 83
Abundance Scan 1670 (11.910 min): BF134412.D\data.ms (-1666) (- m/z 73.10 100.00%
43.1 731
5000
—=—
‘ 12.00
Y — m/z 60.00 94.82%
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 DU
129.0 12.00
213.0 m/z 43.10 88.71%
H H H 157.0185.0 ‘
O ]\-\5\9\1\}}‘\\”\” \h \‘\’H!\\\““\\“Uh “\H\‘\\‘HH“H‘H‘\‘\ \‘H‘HH‘\‘H\‘HH“\H
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
73.0
43.0 1
12.00
5000 129.0 m/z 55.10  79.98%
185.0
228.0
101.0
0 15.0 157.0
P T T e T e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92063: Tridecanoic acid 7
3
230 |30 12.00
m/z 41.10 77.54%
5000 129.0
171.0
214.0
0? s
m/z--> 20 40 60 80 100120140160 180200220240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134412.D

Acqg On : 21 Jul 2023 21:18
Operator : CG\JU

Sample : 03659-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.069  22.50 ng 385561 Phenanthrene-d10 11.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Tetracosane 338 C24H50 000646-31-1 87
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 87
4 Heneicosane 296 C21H44 000629-94-7 86
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 83
Abundance Scan 1697 (12.069 min): BF134412.D\data.ms (-1694) (- m/z 57.05 100.00%
57.0
- M
9.0 243.2 ‘12‘00‘ |
141.1 ' :
ol blyiattaesy L njz 4310 73.12%
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 P :
12.00
m/z 71.10 61.95%
ol iy ‘\ ‘1‘410183022502670 323.0 380.(
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
R \
12.00
5000 m/z 85.10 43,28%
0
0 141.0183.0225.0267.0 338.0
A e T T T
m/z--> 50 100 150 200 250 300 350
Abundance #132769: 2-Bromo dodecane —
57.0 12.00
m/z 41.10 36.61%
5000
90 169.0
olsd Ll T e
m/z--> 50 100 150 200 250 300 350 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134412.D

Acqg On : 21 Jul 2023 21:18
Operator : CG\JU

Sample : 03659-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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.
12.480 745.47 ng 12774200  Phenanthrene-d10 11.375
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 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99
Abundance Scan 1767 (12 480 min): BF134412.D\data.ms (-1759) (1  m/z 67.05 100.00%
5000
09.1
e
263.1 12.50
0! , \Hhh ML ‘Hh H\ \\ 187 2220? : I ‘2‘9\6‘-]‘- - m/z 81.10 84.82%
m/z--> 100 150 200 250 300
Abundance #191900.&l2()dadecamenok:adeﬂeﬂwIeﬁer
67.0
5000 T
12.50
29. 09.0 m/z 55.10  70.37%
294.0
O' ‘ Hh \h“ \“h\ “‘ \“\ ‘\ T \22\3\0\ 2‘6\-1 \0\ \ L T
miz--> 50 100 150 200 250 300
Abundance
67.0
=
12.50
5000 m/z 41.05 59.37%
109.0
oL M Nl o b b
m/iz--> 50 100 150 200 250 300
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- | =2— ==
67.0 12.50
m/z 95.10 57.47%
5000
09.0
‘ ‘ 294.0
ol il PP eroz00 | T VAW
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\BF072123\
Data File : BF134412.D

Acqg On : 21 Jul 2023 21:18

Operator : CG\JU

Sample : 03659-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 17 9-Octadecenoic acid (Z)-, m... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.498 403.07 ng 6906970  Phenanthrene-d10 11.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
3 (Z)-15-Octadecenoic acid methyl ... 296 C19H3602 1000427-69-3 95
4 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 94
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 91

Abundance Scan 1770 (12.498 min): BF134412.D\data.ms (-1768) (- m/z 55.10 100.00%
55.1
22 264.1 A Uy
.
ol L1 M\hu e s, L - ‘h k8129 384. sy 41,10 68.37%
m/z--> 50 100 150 200 250 300 350
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 7.0 e
12.50
m/z 69.10 68.23%
“ 37.0 180.0 222.0 264.0
L ‘\ ‘ uw il MHH\ \“\ s ‘ | “
O\\‘ T \\’\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
55.0
o
12.50
5000 ITI/Z 74.05 59.13%
97.0
264.0
138.0180.0 222.0
ol LI by b
m/z--> 50 100 150 200 250 300 350
Abundance #194435: (Z)-15-Octadecenoic acid methyl ester S
74.0 12.50
m/z 83.10 51.03%
5000
264.0
222.0
m/z--> 50 100 150 200 250 300 350 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134412.D

Acqg On : 21 Jul 2023 21:18
Operator : CG\JU

Sample : 03659-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Eicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.198 14.27 ng 199107  Chrysene-di12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Eicosane 282 C20H42 000112-95-8 94
3 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 1889 (13.198 min): BF134412.D\data.ms (-1886) (- m/z 57.10 100.00%

57.1
5000

i
\ 169.2 2200  302.1 1300 1350
“uvh‘W¢'Jﬂd P e 3480 4001 o 43,10 64.63%

m/z--> 50 100 150 200 250 300 350 400
Abundance #141058: Octadecane
57.0

5000 — e
13.00 13.50

m/z 71.10 63.07%

\“\ ‘\L ‘ T “ \“‘\ “‘]-\“3\?\‘ ‘]T\6\g\()\ ‘ T \2\5“4\(\)\ T ’ L ‘ T T ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0

T
13.00 13.50

o

o

5000 m/z 85.05 49, 40%
o 1130 1600 2250 282.0
I e L e o
m/z--> 50 100 150 200 250 300 350 400
Abundance #158610: Octadecane, 2-methyl- — —
43.0 13.00 13.50

m/z 41.10 32.69%

- kdﬂ%vkﬁwJﬂkA%fﬁwAwhm
.0
I

0 % (1950 25080

T ‘
m/z--> 50 100 150 200 250 300 350 400 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134412.D

Acqg On : 21 Jul 2023 21:18
Operator : CG\JU

Sample : 03659-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : 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 19 Eicosanoic acid, methyl ester  Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
13.292 10.75 ng 149976  Chrysene-di12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 97
2 Heneicosanoic acid, methyl ester 340 C22H4402 006064-90-0 95
3 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 95
4 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 93
5 Hexadecanoic acid, 14-methyl-, m... 284 C18H3602 002490-49-5 93

Abundance Scan 1905 (13.292 min): BF134412.D\data.ms (-1902) (- m/z 73.95 100.00%

74.0
5000

143.1
199.1241. 228‘3 3 3263 4q, 13 00 13 50

hu“““h‘mw“ww_wJ‘mm_m_m m/z 87.80 77.26%

miz--> 100 150 200 250 300 350
Abundance #232221: Eicosanoic acid, methyl ester
74.0

5000
1300 13.50
m/z 43.10 49.60%

# 143.0 2830326.0
T \ T ‘H\ ‘\‘ \‘M\ h“ \ T ‘\ \“ T \J-\g‘g \0\2\4\]_‘0\ T \‘ \“ T \‘\ T ‘ L
m/z--> 100 150 200 250 300 350
Abundance

74.0

o

o

1300 1350
5000 m/z 55.05 33.90%
20.0 143.0
199.0241.0 297.0340.0
(RN [ OO sttt ot e SN
m/z--> 50 100 150 200 250 300 350
Abundance #179165: Hexadecanoic acid, 15-methyl-, methyl ester — ——
74.0 13.00 13.50
m/z 41.10 28.09%
5000
143.0 284.0
%0 | so 0 |
oHHmm‘wwm‘_m_m‘_m_”w”” S
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134412.D

Acqg On : 21 Jul 2023 21:18
Operator : CG\JU

Sample : 03659-01 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : 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 Docosanoic acid, methyl ester  Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
13.969 12.17 ng 169731  Chrysene-di2 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 95
2 Methyl 20-methyl-heneicosanoate 354 C23H4602 1000336-47-4 93
3 Heneicosanoic acid, methyl ester 340 C22H4402 006064-90-0 93
4 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 93
5 Methyl stearate 298 C19H3802 000112-61-8 87

Abundance Scan 2020 (13.969 min): BF134412.D\data.ms (-2017) (- m/z 74.00 100.00%
74.0
5000
143.1 SN | S
199.1 255.2 311.3 3 2 14.00
0 4.2 4203 m/z 86.95 85.64%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #264183: Docosanoic acid, methyl ester
74.0
5000 T T T T /\\'\N\"
14.00
143.0 m/z 43.10 51.45%
270 1090 550
0 \J\h\‘\“‘H\w\HH\‘L“\‘\‘\\‘\\\\“\\\\‘\\\\‘\‘\\\’l\\\\‘\\\\
miz--> 0 50 100 150 200 250 300 350 400
Abundance
74.0
——
14.00
5000 m/z 55.10 39.82%
143.0 354.0
199.0 255.0
0 305.0
L B mmmn s
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #249023: Heneicosanoic acid, methyl ester —
74.0 14.00
m/z 57.10  37.26%
5000
‘ 143.0
of i by | 990 2850, 30O -
m/z--> 0 50 100 150 200 250 300 350 400 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134412.D

Acqg On : 21 Jul 2023 21:18
Operator : CG\JU

Sample : 03659-01 2X

Misc :

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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|
Undecane, 2,6-d... 8.169 11.1 ng 218157 2 8.116 394994 20.0
Tridecane 8.704 26.1 ng 515016 2 8.116 394994 20.0
Tetradecane, 1-... 9.069 10.9 ng 186317 3  9.875 341919 20.0
Tetradecane 9.269 38.0 ng 649709 3  9.875 341919 20.0
Pentadecane 9.804 34.5 ng 589808 3  9.875 341919 20.0
Dodecane, 2-met... 10.122 13.3 ng 227525 3 9.875 341919 20.0
Hexadecane 10.304 33.9 ng 579192 3 9.875 341919 20.0
Undecane, 3,6-d... 10.522 19.4 ng 332416 3 9.875 341919 20.0
Heptadecane 10.781 44.9 ng 769757 4 11.375 342716 20.0
Octadecane 11.228 27.8 ng 476701 4 11.375 342716 20.0
Hexadecane, 2,6... 11.257 14.7 ng 252072 4 11.375 342716 20.0
Nonadecane 11.663 21.3 ng 364896 4 11.375 342716 20.0
Hexadecanoic ac... 11.769 172.0 ng 2948010 4 11.375 342716 20.0
n-Hexadecanoic ... 11.910 26.8 ng 459918 4 11.375 342716 20.0
Heptacosane 12.069 22.5 ng 385561 4 11.375 342716 20.0
9,12-Octadecadi... 12.480 745.5 ng 12774200 4 11.375 342716 20.0
9-Octadecenoic ... 12.498 403.1 ng 6906970 4 11.375 342716 20.0
Eicosane 13.198 14.3 ng 199107 5 14.039 279023 20.0
Eicosanoic acid... 13.292 10.8 ng 149976 5 14.039 279023 20.0
Docosanoic acid... 13.969 12.2 ng 169731 5 14.039 279023 20.0
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