LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138256.D

Acqg On : 19 Jun 2024 20:28
Operator : CG\JU

Sample : P2940-01

Misc :

ALS Vvial : 13  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: BF138256.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.169 8 14 20 rVB 2927545 3692927 28.65% 5.127%
2 3.387 216 221 249 rBV 126864 477393 3.70% 0.663%
3 5.104 509 513 520 rVB 272317 312318 2.42% 0.434%
4 5.504 576 581 584 rBV 4799382 4571875 35.46% 6.347%
5 6.510 747 752 755 rBV 4253784 4355566 33.79% 6.046%
6 6.704 782 785 792 rBV 211185 196938 1.53% 0.273%
7 6.887 812 816 819 rVB 2072755 1687858 13.09% 2.343%
8 7.445 906 911 914 rBV 3233106 2667796 20.69% 3.703%
9 8.163 1030 1033 1037 rVB 2206131 1875401 14.55% 2.603%
10 8.475 1078 1086 1091 rBV 351221 330704 2.57% 0.459%
11 9.239 1212 1216 1219 rBV 5638849 4436546 34.41% 6.159%
12 9.316 1226 1229 1232 rBV 154904 148966 1.16% 0.207%
13 9.639 1280 1284 1286 rBv3 161390 170584 1.32% 0.237%
14  9.845 1317 1319 1324 rVB 299887 257378 2.00% 0.357%
15 9.922 1328 1332 1335 rVB 1938675 1691397 13.12% 2.348%

16 10.169 1371 1374 1378 rBV3 112709 138790 1.08%
17 10.345 1402 1404 1407 rVB 456974 384449 2.98%
18 10.569 1437 1442 1448 rBV 215974 286748 2.22%
19 10.704 1460 1465 1469 rBV 2833684 2436142 18.90%
20 10.822 1482 1485 1493 rVB 634243 705083 5.47%
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21 11.269 1558 1561 1564 rBV 567711 446454  3.46%
22 11.298 1564 1566 1572 rVB 263430 267468 2.07%
23 11.404 1581 1584 1587 rBV 2164950 1778029 13.79%
24 11.698 1631 1634 1636 rBV 514329 385354  2.99%
25 11.798 1648 1651 1654 rBV 3898444 2962525 22.98%
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26 11.933 1671 1674 1681 rBV 1213843 1045542  8.11% 1.451%
27 12.104 1700 1703 1708 rBV 487765 419150 3.25% ©.582%
28 12.492 1764 1769 1771 rBV 11017849 12891881 100.00% 17.896%
29 12.516 1771 1773 1779 rVV2 9148933 8103691 62.86% 11.250%
30 12.592 1783 1786 1788 rVV 2444121 1869540 14.50%  2.595%

31 12.622 1788 1791 1793 rVV2 831135 934829  7.25% 1.298%
32 12.639 1793 1794 1803 rVV3 649965 790967 6.14%  1.098%
33 12.716 1804 1807 1814 rVVW 569336 566652 4.40% ©.787%
34 12.845 1826 1829 1831 rBV 344950 296461  2.30% 0.412%
35 12.863 1831 1832 1835 rVB2 323163 232182 1.80% ©.322%

36 12.992 1850 1854 1857 rBV 5376408 4621530 35.85% 6.416%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138256.D

Acqg On : 19 Jun 2024 20:28
Operator : CG\JU

Sample : P2940-01

Misc

ALS Vvial : 13  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 13.222 1890 1893 1895 rBV 309325 285758  2.22% 0.397%
38 13.316 1906 1909 1912 rBV 228856 178032 1.38% 0.247%
39 13.563 1949 1951 1954 rBV 181469 156341 1.21% 0.217%
40 13.892 2004 2007 2017 rVB2 432125 592287 4.59% 0.822%
41 13.986 2020 2023 2026 rBV 223658 200624 1.56% 0.279%
42 14.039 2029 2032 2035 rVV 1283193 1256735 9.75% 1.745%

43 15.521 2280 2284 2288 rBV 746130 928953 7.21% 1.290%

Sum of corrected areas: 72035844
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138256.D

Acqg On : 19 Jun 2024 20:28
Operator : CG\JU

Sample : P2940-01

Misc

ALS vial : 13  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: BF138256.D\data.ms

1le+07
8000000

6000000

5.504
6.510

4000000
b 169 7.445

6.887

2000000
3.387 5.104 6.704
TT ‘ TTTT ‘ TTTT ’ TTTT ‘ TTTT ‘ TTTT ’ TTT \/m T ‘ TTTT ’ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T I\\ T ‘ TTTT ‘ TTTT ‘ T ‘ TTT

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: BF138256.D\data.ms

o

12.492

8000000

6000000 9.239 12.992

11.798

4000000

8.163
2000000

0 —— — — == T T 1 T — —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BF138256.D\data.ms

1le+07
8000000
6000000

4000000

14.039

2000000 15.521
13563 13 MW

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\BF061924\
Data File : BF138256.D

Acqg On : 19 Jun 2024 20:28
Operator : CG\JU

Sample : P2940-01

Misc

ALS vial : 13  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 Butane, 2-methoxy-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.169 43.76 ng 3692930 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 32
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
Abundance  Scan 14 (2.169 min): BF138256.D\data.ms (-8) (-) m/z 73.10 100.00%
73.1
5000
43.0 /\
A A RRRREREAEIEEESE
‘ 2.202.302.402.502.60
Ol b b BaOITO 2070 . 43,05  35.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T[T T T [T T[T I TTT
43.0 2.202.302.402.502.60
' ‘ ‘ m/z 87.10  25.70%
O\\\\‘\u‘\\““\‘\\\”‘\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
A A RRRREREAEIEEESE
2.202.302.402.502.60
5000 41.0 m/z 55.10 25.55%
Ol 1870 129.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9527: 3-Pentanol, 2,4-dimethyl- A A RRRREREMEIEELEEE
73.0 2.202.302.402.502.60
m/z 41.05 11.99%
5000
43.0
ol 300 [ ) 1 es0
m/z--> 20 40 60 80 100 120 140 160 180 200 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138256.D

Acqg On : 19 Jun 2024 20:28
Operator : CG\JU

Sample : P2940-01

Misc

ALS vial : 13  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 Isopropyl Alcohol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
3.387 5.66 ng 477393  1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 56
2 Propylene Glycol 76 C3H802 000057-55-6 43
3 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9
4 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9
5 Propane, 2-ethoxy- 88 C5H120 000625-54-7 9

Abundance Scan 221 (3.387 min): BF138256.D\data.ms (-216) (-) m/z 45.10 100.00%

45.1
5000 /k
s S RN
61.1 3.00 3.20 3.40 3.60 3.80
Ol il e 20 m/z 43.00  17.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #342: Isopropyl Alcohol
45.0
5000 L B NN B I
3.00 3.20 3.40 3.60 3.80
270 m/z 61.10 6.70%
15.0 “ ‘ 59.0
O\\\‘\}‘\\“\\}\“\\\i“‘}}i\‘\\\\“\\\\‘\\\\‘\\\\’\\\\’\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1083: Propylene Glycol
45.0
.
3.00 3.20 3.40 3.60 3.80
5000 m/z 44.05 5.01%
29.0
O I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5316: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)- e ERAEaRRET
45.0 3.00 3.20 3.40 3.60 3.80
m/z 42.00 3.29%
5000
15.0 33.0
ol T L BL0 760 89.0 1040
T e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 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\BF061924\
Data File : BF138256.D

Acqg On : 19 Jun 2024 20:28
Operator : CG\JU

Sample : P2940-01

Misc

ALS vial : 13  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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
5.104 3.70 ng 312318 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 47
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 513 (5.104 min): BF138256.D\data.ms (-509) (-) m/z 43.00 100.00%

3.0
5000
101.1
‘ 4.80 5.00 5.20 5.40
ol 02 2070 n/z 59,05 59.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B R B R
4.80 5.00 5.20 5.40
101.0 m/z 101.10 21.87%
073.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
AR R
4.80 5.00 5.20 5.40
5000 m/z 58.00 16.50%
101.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4989: Butane, 1-ethoxy- RARRTERESE RS e
59.0 4.80 5.00 5.20 5.40
31.0 m/z 41.00 8.07%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138256.D

Acqg On : 19 Jun 2024 20:28
Operator : CG\JU

Sample : P2940-01

Misc

ALS vial : 13  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 16
R.T. EstConc Area Relative to ISTD R.T.
8.475 3.53 ng 330704 Naphthalene-d8 8.163

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 90
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
4 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 64
5 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 64
Abundance Scan 1086 (8.475 min): BF138256.D\data.ms (-1078) (-) m/z 94.00 100.00%
94.0
5000 k
152.1 \\\‘\\\\’\\\\‘\\\\‘\\\\
45.1 h so | 8.20 8.40 8.60 8.80
Ol el b BT 0L R0 L2071 s 76.95  25.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30117: l-Phenoxypropan -2-0
94.0
5000 \\\‘\\\\’\\\\‘\\\\‘\\\\
8.20 8.40 8.60 8.80
152.0 m/z 152.05 17.13%
45.0
Olg.offll?of
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0
R AREEEEE R
8.20 8.40 8.60 8.80
5000 m/z 108.00 15.96%
45 152.0
o‘wM‘\Msz‘sz\\_m_‘\‘1‘2‘1\9‘_WH_HW
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19881: Ethanol, 2-phenoxy- ‘H““W‘ATW“‘W“‘
94.0 8.20 8.40 8.60 8.80
m/z 78.00 15.57%
5000
138.0
570 5LO
om"H“_me‘_H‘w“m_‘H_m_m_uwm  ARARARREEREEE SR
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\BF061924\
Data File : BF138256.D

Acqg On : 19 Jun 2024 20:28
Operator : CG\JU

Sample : P2940-01

Misc

ALS vial : 13  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 Pentadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.845 3.04 ng 257378  Acenaphthene-di10 9.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 87
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 86

Abundance Scan 1319 (9.845 min): BF138256.D\data.ms (-1317) (-) m/z 57.10 100.00%

57.1
- i NVVA/MAvaMﬂA\vAJWJVNAJ
9 ‘50‘ ELO‘O(S
113.1 : :
0 m‘w_Hh_Mm‘_W%““l‘?‘l‘???_‘“ﬁl‘?ﬁwm‘_m m/z 43.10  72.65%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #90189: Pentadecane
57.0
5000 e s
85.0 9.50 10.00
29.0 m/z 71.10 60.96%
0 \‘ L\ H \‘\ Il \11d3 0\14\1 0169 0 212 0
H\‘HH‘\\H‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59029: Tridecane
57.0
= e
9.50 10.00
5000 m/z 85.10 40.57%
85.0
29.0
0 ‘ \“\ H\ \‘ \\113 0141 0 184.0
e A e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane = T
57.0 9.50 10.00
m/z 41.10 34.64%
5000 85.0
29.0
0 \‘ h H\ Il ulld3 0\141 0169.0197.0 268.(
HWHHM‘H_HW‘HWHH‘HHMH‘_HWH‘WHHMH‘_HWH“ — ——
m/z--> 20 40 60 80 100120140160180200220240260 9.50 10.00

8270-BF061224.M Thu Jun 20 ©8:42:53 2024 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138256.D

Acqg On : 19 Jun 2024 20:28
Operator : CG\JU

Sample : P2940-01

Misc

ALS vial : 13  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 Hexadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.345 4.55 ng 384449  Acenaphthene-d10 9.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Heptacosane 380 C27H56 000593-49-7 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 87
5 Heptadecane 240 C17H36 000629-78-7 86

Abundance Scan 1404 (10.345 min): BF138256.D\data.ms (-1402) (- m/z 57.10 100.00%
57.1

:

5000
‘ 9.1 155.1 10.00 10.50
ol b il 390 2262 m/z 43.10  70.78%
miz--> 50 100 150 200 250 300 350
Abundance #107219: Hexadecane
57.0
5000 — —
10.00 10.50
9.0 m/z 71.10 63.94%
226.0
Ol\s.q ‘ ‘ “ T“‘\““ \“‘\“\4.“1‘(‘)\]:8\3\(‘)\ T T ‘ L ‘ L ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
= —

10.00 10.50
5000 m/z 85.10 39.72%

ol | L % ‘1410183022502670 323.0 380.(
L SR eee02er) 3230 380,

:

m/z--> 50 100 150 200 250 300 350
Abundance #59029: Tridecane
57.0 10.00 10.50
m/z 41.10 31.95%
9.0
oldemOlw S
m/z--> 50 100 150 200 250 300 350 10.00 10.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

19

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
BF138256.D

Jun 2024 20:28

¢ CG\JU
. P2940-01

. 13

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

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

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 7 Pentadecane, 2,6,10-trimethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
10.569 3.39 ng 286748  Acenaphthene-di10 9.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 90
2 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 87
3 Heptacosane 380 C27H56 000593-49-7 86
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
5 Tetracosane 338 C24H50 000646-31-1 72

Abundance Scan 1442 (10.569 min): BF138256.D\data.ms (-1437) (. m/z 57.10 100.00%
57.1

=

5000
1050
169.1
0 “Jw F bt 2240 m/z 71.16  51.82%
miz-> 100 150 200 250 300 350
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 =Sk ‘
1050
m/z 43.10  44.91%
Ll ﬂ 14101830 5390
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

miz--> 0 100 150 200 250 300 350

-

Abundance #123966: Hexadecane, 3-methyl-
57.0
\ \
10.50
5000 ITI/Z 85.10 26.00%
1 F90 1410 2110
ol b
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T ‘
57.0 10.50
m/z 41.05 20.85%
0 “L | % ‘1410183022502670 3230 380.(
““‘ e SN —
m/z--> 50 100 150 200 250 300 350 10.50

8270-BF061224.M Thu Jun 20 ©8:42:55 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138256.D

Acqg On : 19 Jun 2024 20:28
Operator : CG\JU

Sample : P2940-01

Misc

ALS vial : 13  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 8 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.822 7.93 ng 705083  Phenanthrene-di10 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 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 1485 (10.822 min): BF138256.D\data.ms (-1482) (-} | m/z 57.10 100.00%
57.1
- i MM
105 1100
113.1 : :
141.0
O gl L 4101691 107.0 2402 g 0 65, gk
m/z--> 20 40 60 80 100120 140160 180200 220 240
Abundance #123958: Heptadecane
57.0
5000 85.0 T T 7
10.50 11.00
m/z 43.10 64.36%
29.0 113.0
0 \‘ Wl H H\ Il ‘ I \14\1 0\16\9 0 197 0 24(\) 0
\H‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\\\\‘HH‘HH‘HH‘\\H‘HH‘\
m/z--> 20 40 60 80 100 120 140160 180 200 220 240
Abundance #74005: Tetradecane
57.0
— —
10.50 11.00
5000 85.0 m/z 85.10 42.59%
29.0
B R s e L T e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #141056: Octadecane T T
57.0 10.50 11.00
m/z 41.10 30.31%
5000 85.0
29.0 113.0
ol h L] 141.0169.0197.0225,0 2540
e 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 Thu Jun 20 ©8:42:56 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138256.D

Acqg On : 19 Jun 2024 20:28
Operator : CG\JU

Sample : P2940-01

Misc

ALS vial : 13  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 10
R.T. EstConc Area Relative to ISTD R.T.
11.269 5.02 ng 446454  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hexadecane 226 C1l6H34 000544-76-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 86

Abundance Scan 1561 (11.269 min): BF138256.D\data.ms (-1558) (- m/z 57.10 100.00%

57.1
5000

p——_— St
9.0 11.00 11.50
0 i daLl 1971 2842 y7 43.65  66.55%
miz--> 50 100 150 200 250 300 350
Abundance #74004: Tetradecane
57.0
5000 e ——
11.00 11.50

m/z 71.10 66.46%

9.0
Ol\s\d ‘f“ \“‘\ “‘ f“ \]“.\4\‘]-“0\ T \]-\9? \()\ T ‘ L ‘ L ’ T T
mi/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane

57.0

T
11.00 11.50

5000 m/z 85.10 45,99%
ol L L F ‘3‘-410183022502670 323.0 380.
et e e S T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane T ——
57.0 11.00 11.50

m/z 41.05 29.94%

- M
L

0 | 779 141.0183.0226.0
“““, e —

m/z--> 50 100 150 200 250 300 350 11.00 11.50

8270-BF061224.M Thu Jun 20 ©8:42:56 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138256.D

Acqg On : 19 Jun 2024 20:28
Operator : CG\JU

Sample : P2940-01

Misc

ALS vial : 13  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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.298 3.01 ng 267468  Phenanthrene-di10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 87
2 3-Ethyl-2,6,10-trimethylundecane 226 C1l6H34 1000432-25-9 81
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 72
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 64
Abundance Scan 1566 (11.298 min): BF138256.D\data.ms (-1564) (- m/z 57.10 100.00%
57.1
o meAﬁhmkvﬁknﬁh«AkﬂﬂAJ
183.9 = Siis
‘ H 113-11 50 11.00 11.50
ob b A L2950 . 2822 2811 751 10 ge.4sy
miz--> 50 100 150 200 250
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 e Stk
11.00 11.50
‘o m/z 43.10 47.08%
113.
27.0
0 \“‘\ ‘\‘ ““\ ‘H‘ \H‘\ ‘M‘ \“‘ T “\ 715‘3\0\18\‘3\0“ E— \25‘3\0\ T
miz--> 50 100 150 200 250
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane
57.0
= =
11.00 11.50
5000 m/z 85.10 42.21%
113.0
27\'0‘\ H Ll 18302160
o—t— e e e
miz--> 50 100 150 200 250
Abundance #132769: 2-Bromo dodecane T —
57.0 11.00 11.50
m/z 41.10 20.39%
5000
27,0 ‘ 99.0 169.0
ol Ll iwso a0 b
m/z--> 50 100 150 200 250 11.00 11.50

8270-BF061224.M Thu Jun 20 ©8:42:57 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138256.D

Acqg On : 19 Jun 2024 20:28

Operator : CG\JU

Sample : P2940-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: 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 11 Dodecane, 2-methyl-6-propyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
11.698 4.33 ng 385354  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Hexadecane 226 Cl6H34 000544-76-3 90
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 86

Abundance Scan 1634 (11.698 min): BF138256.D\data.ms (-1631) (- m/z 57.05 100.00%

57.0
5000

ShSiE
“‘ 99.0 11.50 12.00
)

141.0
ol b Al sy 14101721203023712683 7 gy 4

miz--> 50 100 150 200 250
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0

5000 Sl i
11.50 12.00
m/z 43.10 66.80%
99.0 140.0
182.0
05— ‘\““‘\ H‘ \m\h“ ety !‘ T \“\ T \2\26\0\ T T
m/z--> 50 100 150 200 250
Abundance #194590: Heneicosane
57.0
T T T
11.50 12.00
5000 m/z 85.05 47 .69%

o

99.0
26‘10“\ ‘\ | h‘ | %419 183.0 2250 296.(
s A
miz--> 50 100 150 200 250

Abundance #123958: Heptadecane T ——
57.0 11.50 12.00
m/z 41.10 28.07%
5000
99.0
Gl‘ ] ‘ 141.0 183.0 240.0

oww‘uu“u”HM“HH_H:‘HH = T

m/z--> 50 100 150 200 250 11.50 12.00

8270-BF061224.M Thu Jun 20 ©8:42:58 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138256.D

Acqg On : 19 Jun 2024 20:28
Operator : CG\JU

Sample : P2940-01

Misc

ALS vial : 13  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 Hexadecanoic acid, methyl e... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.798 33.32 ng 2962530  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 95
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 89
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86

Abundance Scan 1651 (11.798 min): BF138256.D\data.ms (-1648) (- m/z 74.00 100.00%
74.0

5000
43.1
143.0 L T
2
M‘ “ 1151 185.1 ‘ 270.1 11.50 12.00
owww_mMwaH‘H‘w,m_mwwm_mw‘ m/z 87.00 70.74%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — DU
43.0 11.50 12.00
143.0 m/z 43.10  31.43%

‘\ L ‘  ,115.0 171.0199. 0227. 0 270.0

m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester

o

oy

74.0
11.50 12.00
5000 43.0 m/z 55.10 25.17%
wu‘w‘u‘_‘u H‘wH‘w‘H‘_‘H,H‘wu‘w‘u‘_‘u‘u‘w‘u‘
mlz--> 20 40 60 80 100120140160 180 200220240 260
Abundance #126208: Methyl tetradecanoate T 7
74.0 11.50 12.00
m/z 41.10 23.02%
5000
43.0
30
AR BIRE T VT AT S N
m/z--> 20 40 60 80 100120140160 180200 220 240260 11.50 12.00

8270-BF061224.M Thu Jun 20 ©8:42:59 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138256.D

Acqg On : 19 Jun 2024 20:28
Operator : CG\JU

Sample : P2940-01

Misc

ALS vial : 13  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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.933 11.76 ng 1045540  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 90
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1674 (11.933 min): BF138256.D\data.ms (-1671) (| m/z 73.00 100.00%
3.0
5000 129.0 i
213.2 ?
171 1 ‘ 256 12.00
o3 i . | LUl 12950331 0 43 10 85.67%
miz-> 50 100 150 200 250 300
Abundance #143511: n-Hexadecanoic acid
73.0
129.0 256.0
5000 i
213.0 1500
7 m/z 60.00 81.65%
T
0 ”}“H\‘M ‘\‘L et \‘\“ \‘\ T “\ L B B
miz-> 50 100 150 200 250 300
Abundance #92069: Tridecanoic acid
73.0
=
12.00
5000 129.0 m/z 57.10 71.92%
29. 171.0
‘ 214.0
0\\“\ \\hHM\\HH “MH\“““\H“HH"H‘
miz--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid —
73.0 12.00
m/z 55.10 65.16%
5000 129.0
29.
199.0 2420
m/z--> 50 100 150 200 250 300 12.00

8270-BF061224.M Thu Jun 20 08:43:00 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138256.D

Acqg On : 19 Jun 2024 20:28
Operator : CG\JU

Sample : P2940-01

Misc

ALS vial : 13  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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.104 4.71 ng 419150  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Tetradecane 198 C14H30 000629-59-4 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 1703 (12.104 min): BF138256.D\data.ms (-1700) (- m/z 57.10 100.00%
57.1
— —
99.0 12.00 12.50
141.0  197.0 243.2 : '
bk h Ll [y 1401970 2432 2828 . 7116 69.44%
miz-> 50 100 150 200 250 300
Abundance #176384: Eicosane
57.0
5000 —r et
12.00 12.50
99.0 m/z 43.10 65.32%
41.0
04 \“\ ‘\“ “‘\ “U‘ \‘H‘\ h“ \“‘ \‘ﬂ- }‘ “‘\ %8\‘3\0“ \‘22\5\0\ T \?8\‘2.\0‘ T
miz-> 50 100 150 200 250 300
Abundance #158597: Nonadecane
57.0
= =
12.00 12.50
5000 m/z 85.10 49.,14%
0 zs‘lo“\ |||, 1410 1830 2250 2680
el e e
miz--> 50 100 150 200 250 300
Abundance #123960: Heptadecane T ——
57.0 12.00 12.50
m/z 41.10 27.57%
5000
99.0
sl |l oo moo |,
m/z--> 50 100 150 200 250 300 12.00 12.50

8270-BF061224.M Thu Jun 20 08:43:01 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138256.D

Acqg On : 19 Jun 2024 20:28
Operator : CG\JU

Sample : P2940-01

Misc

ALS vial : 13  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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.492 145.01 ng 12891900  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
3 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99
4 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
5 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
Abundance Scan 1769 (12.492 min): BF138256.D\data.ms (-1764) (- m/z 67.05 100.00%
67.0
5000
09.1
=
150.1 263.1 12.50
o |l 22027717 182711z 8l.1e  86.47%
miz--> 50 100 150 200 250 300 350
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester
67.0
5000 1
12.50
29. 09.0 m/z 55.10  64.45%
0! \lh ‘\h‘ b ‘2‘2‘3‘0‘ ‘ - ‘\‘ 1
miz--> 50 100 150 200 250 300 350
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
67.0
s
12.50
5000 m/z 95.05 59.80%
03.0 294.0
L1 200
L e T
m/z--> 50 100 150 200 250 300 350
Abundance  #191899: 8,11-Octadecadienoic acid, methyl ester — =
67.0 12.50
m/z 41.10 54.60%
5000
09.0
29.
150.0 294.0
Vil 200
o' b 2200 L L e
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\BF061924\
Data File : BF138256.D

Acqg On : 19 Jun 2024 20:28
Operator : CG\JU

Sample : P2940-01

Misc

ALS vial : 13  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-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.516 91.15 ng 8103690  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
3 6-Octadecenoic acid, methyl este... 296 C19H3602 002777-58-4 98
4 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 97
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 94
Abundance Scan 1773 (12.516 min): BF138256.D\data.ms (-1771) (- m/z 55.10 100.00%
5!:
5000
264.1
222.2 ‘ T
37.1 18f2 ‘ ‘ 1250 |
[ — b fu o B 8080 1 Ty 6910 68.67%
miz--> 50 150 200 250 300
Abundance #194440: 9-Octadecen0|c acid (2)-, methyl ester
55.0
5000 —— :
12.50
m/z 41.10 68.17%
37.0 180.0 222.0 264.0
O L L\ ‘\ ‘ H“‘ \“\ \‘ T ‘ T \“ T ‘ \H\ \2\98‘\0\ T
m/z--> 50 150 200 250 300
Abundance #194426. 13—Octadecenoic acid, methyl ester
55.0
R [
12.50
5000 m/z 74.05 62.64%
7.0 264.0
137.0 180.0 222.0
0,
m/iz--> 50 100 150 200 250 300
Abundance #194443 6-Octadecenoic acid, methyl ester, (2)- —h ‘
12.50
m/z 83.10 55.51%
5000
37.0 180.0 222.0 264.0
ols L 2980 AV
m/z--> 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138256.D

Acqg On : 19 Jun 2024 20:28
Operator : CG\JU

Sample : P2940-01

Misc

ALS vial : 13  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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.716 6.37 ng 566652  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91
4 Docosanoic acid 340 C22H4402 000112-85-6 90
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan 1807 (12 716 min): BF138256.D\data.ms (-1804) (- m/z 73.00 100.00%

o T M
\

185.1 o412 1 e
284 3 12.50 13.00

ob— ‘: s i ‘ e | oL 8210 h/z 43.18 0 96.61%

mfz--> 150 200 250 300 350

Abundance #179093: Octadecanoic acid
129.0

5000 284.0 = ==
1850 241.0 12.50 13.00
m/z 60.080  83.46%
0! HM\ I “‘\‘ ‘L AL “ ‘\“‘ | ‘\‘ : “‘ T
10

m/z--> 0 150 200 250 300 350
Abundance #126199: Pentadecanoic acid
73.0
== ——
12.50 13.00
5000 129.0 m/Z 57.10 78.87%

29.0
‘ 199.0 242.0
OH‘HH \\H“wh\\m‘\‘u}‘ L] ““HH‘HH‘HH“H
m/z--> 5 100 150 200 250 300 350

Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e —— —
43.0 12.50 13.00

m/z 55.05 77.74%

5000 284.0
3.0 129 0
il 1850 2410
0 mi H‘H M iyl | ‘ [ ‘ 372.1 :

m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138256.D

Acqg On : 19 Jun 2024 20:28
Operator : CG\JU

Sample : P2940-01

Misc

ALS vial : 13  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 Tetracosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.222 4.55 ng 285758  Chrysene-di2 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Tricosane 324 (C23H48 000638-67-5 94
3 Octadecane, 2-methyl- 268 C19H40 001560-88-9 91
4 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91
5 Heptadecane 240 C17H36 000629-78-7 87

Abundance Scan 1893 (13.222 min): BF138256.D\data.ms (-1890) (- m/z 57.10 100.00%

57.1
5000

9.0 —— —
41.1 220.1 13.00 13.50
- ! J“M“L Ll i b 2851 85003983 Ty 71,10 70.99%
mi/z--> 50 100 150 200 250 300 350 400
Abundance #246483: Tetracosane
57.0
5000 — ——
13.00 13.50

m/z 43.10 60.25%
L

1] [ 0183.0295.0 3380
T \ ‘ T ‘ T LI ‘ T T 1T ‘ T T 1T ‘ T T ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #229644: Tricosane
57.0

T
13.00 13.50

o

5000 ITI/Z 85.10 48.05%
ez M
07 ‘*”\”**‘\*“”*\*“*\N*“*‘\****\****w
mlz--> 50 100 150 200 250 300 350 400
Abundance #158610: Octadecane, 2-methyl- — —
43.0 13.00 13.50

m/z 55.10  26.11%

5000
5.0

27.
ol L1 [ 1?70169.0 22509650

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\BF061924\
Data File : BF138256.D

Acqg On : 19 Jun 2024 20:28
Operator : CG\JU

Sample : P2940-01

Misc

ALS vial : 13  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 1-Hexacosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.892 9.43 ng 592287 Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 96
2 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 91
3 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 91
4 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 91
5 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 91
Abundance Scan 2007 (13.892 min): BF138256.D\data.ms (-2004) (- m/z 57.10 100.00%
57.1
5000 W
11.1 — e
‘ } 230.1 13.50 14.00
o _m‘ Lht07L . 28013323 38814385 . 43.10  74.59%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #273799: 1-Hexacosene
57.0
5000 11.0 — —r—
13.50 14.00
364.0 m/z 71.10  64.00%
0 \"\“ H h\m\“\i ‘h\“‘\ }h\l‘2‘i2\3\9‘2\7\§\0‘\\\\‘\\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #279317: Oxalic acid, isobutyl hexadecyl ester
57.0
— ——
13.50 14.00
5000 m/z 55.10 49.16%
LR samg_asne
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #126386: 1-Decanol, 2-hexyl- — —
57.0 13.50 14.00
m/z 83.10 45.46%
5000
‘ 11.0
oJ S I S
m/z--> 50 100 150 200 250 300 350 400 450 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138256.D

Acqg On : 19 Jun 2024 20:28
Operator : CG\JU

Sample : P2940-01

Misc

ALS vial : 13  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 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 18

R.T. EstConc Area Relative to ISTD R.T.
13.986 3.19 ng 200624  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 95
2 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 90
3 Methyl 20-methyl-heneicosanoate 354 C23H4602 1000336-47-4 89
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 81
5 Methyl stearate 298 C19H3802 000112-61-8 81

Abundance Scan 2023 (13.986 min): BF138256.D\data.ms (-2020) (- m/z 74.00 100.00%
74.0
5000
143.0 S \‘ A
‘ 2311 3113 1400
0 WNU Mt L mJ“m‘u\;mH_“ b 392:28443 0 nys 87.00  77.67%
m/z--> 0 100 150 200 250 300 350 400 450
Abundance #264182: Docosanoic acid, methyl ester
74.0
5000 354.0 14100
143.0 m/z 43.10 42.28%
H‘ |}, | 19902550
0 \\"f\‘T!\HW\"\J\‘\\‘\\\\‘\\\\“\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 0 100 150 200 250 300 350 400 450
Abundance #214951:Nonadecanok:add,nuﬁhyleﬁer
74.0
P
14.00
5000 m/z 55.10 31.50%
143.0
312.0
oSOy AL 200280 |
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #264191: Methyl 20-methyl-heneicosanoate —
74.0 14.00
m/z 57.10 25.94%
5000
143.0 354.0
’ 199.0 255.0
m/z--> 0 50 100 150 200 250 300 350 400 450 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061924\
Data File : BF138256.D

Acqg On : 19 Jun 2024 20:28
Operator : CG\JU

Sample : P2940-01

Misc :

ALS Vvial : 13  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|
Butane, 2-metho... 2.169 43.8 ng 3692930 1 6.887 1687860 20.0
Isopropyl Alcohol 3.387 5.7 ng 477393 1 6.887 1687860 20.0
2-Pentanone, 4-... 5.104 3.7 ng 312318 1 6.887 1687860 20.0
1-Phenoxypropan... 8.475 3.5 ng 330704 2 8.163 1875400 20.0
Pentadecane 9.845 3.0 ng 257378 3 9.922 1691400 20.0
Hexadecane 10.345 4.5 ng 384449 3 9.922 1691400 20.0
Pentadecane, 2,... 10.569 3.4 ng 286748 3 9.922 1691400 20.0
Heptadecane 10.822 7.9 ng 705083 4 11.404 1778030 20.0
Tetradecane 11.269 5.0 ng 446454 4 11.404 1778030 20.0
Hexadecane, 2,6... 11.298 3.0 ng 267468 4 11.404 1778030 20.0
Dodecane, 2-met... 11.698 4.3 ng 385354 4 11.404 1778030 20.0
Hexadecanoic ac... 11.798 33.3 ng 2962530 4 11.404 1778030 20.0
n-Hexadecanoic ... 11.933 11.8 ng 1045540 4 11.404 1778030 20.0
Eicosane 12.104 4.7 ng 419150 4 11.404 1778030 20.0
9,12-Octadecadi... 12.492 145.0 ng 12891900 4 11.404 1778030 20.0
9-Octadecenoic ... 12.516 91.2 ng 8103690 4 11.404 1778030 20.0
Octadecanoic acid 12.716 6.4 ng 566652 4 11.404 1778030 20.0
Tetracosane 13.222 4.5 ng 285758 5 14.045 1256740 20.0
1-Hexacosene 13.892 9.4 ng 592287 5 14.045 1256740 20.0
Docosanoic acid... 13.986 3.2 ng 200624 5 14.045 1256740 20.0
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