LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126101.D

Acqg On : 10 Nov 2021 11:38
Operator : JU/CG

Sample : M4475-01

Misc :

ALS vial : 5 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-BF110321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126101.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 5 14 20 rBV 2107386 2719733 51.67% 6.732%
2 5.475 571 576 579 rBV 5125828 4888517 92.87% 12.101%
3 6.481 742 747 750 rBV 4539445 4968469 94.39% 12.299%
4 6.851 806 810 814 rBV 1553994 1191795 22.64% 2.950%
5 7.416 900 906 909 rBV 3525396 3270099 62.12% 8.095%

6 8.033 1008 1011 1020 rBV 323584 355529 6.75% ©.880%
7 8.133 1024 1028 1031 rBV 1814618 1435023 27.26%  3.552%
8 9.210 1206 1211 1214 rBV 6572657 5263763 100.00% 13.030%
9 9.551 1265 1269 1271 rBV 98632 90074 1.71% 0.223%

9.886 1322 1326 1329 rBV 1886397 1536186 29.18% 3.803%

11 10.674 1455 1460 1463 rBV2 3415363 3285512 62.42%
12 11.033 1518 1521 1525 rVB3 80050 87418 1.66%
13 11.233 1550 1555 1559 rBv4 85797 100045 1.90%
14 11.369 1574 1578 1581 rBV 1489450 1295285 24.61%
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15 11.392 1581 1582 1586 rVV 184216 123757 2.35% 306%
16 11.445 1586 1591 1594 rVB 58811 75244 1.43% 0.186%
17 11.769 1637 1646 1650 rBV 82829 98347 1.87% ©0.243%
18 11.863 1659 1662 1665 rBvV2 106693 133774  2.54% ©.331%
19 11.904 1665 1669 1672 rVB 368260 376155 7.15% 0.931%
20 12.074 1696 1698 1709 rVB1e 57514 93263 1.77% 0.231%
21 12.474 1760 1766 1768 rBv2 133249 146529 2.78% ©.363%
22 12.580 1778 1784 1787 rBV 398105 380261 7.22% 0.941%
23 12.810 1817 1823 1826 rBV 337070 312335 5.93% ©.773%
24 12.957 1844 1848 1851 rBV 4361442 3453930 65.62%  8.550%
25 13.862 1998 2002 2008 rVB2 251572 306274 5.82% ©.758%
26 14.004 2022 2026 2029 rBV2 1168444 1256357 23.87% 3.110%
27 14.033 2029 2031 2033 rVB 158710 123839 2.35% ©0.307%
28 14.486 2106 2108 2112 rBV5 80793 127495 2.42% ©.316%
29 14.868 2170 2173 2179 rVB 360459 379822  7.22%  0.940%
30 14.939 2182 2185 2191 rVB2 141241 164130 3.12% 0.406%
31 15.045 2200 2203 2206 rBV 181391 263034 5.00% ©.651%
32 15.133 2215 2218 2220 rBV 139312 140489 2.67% 0.348%
33 15.162 2220 2223 2228 rVB3 218578 285372 5.42% 0.706%
34 15.345 2252 2254 2260 rVB 135546 181429 3.45%  0.449%
35 15.409 2262 2265 2269 rVB 133706 158017 3.00% ©.391%

36 15.474 2272 2276 2279 rBV 767963 889458 16.90% 2.202%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126101.D

Acqg On : 10 Nov 2021 11:38
Operator : JU/CG

Sample : M4475-01

Misc

ALS vial : 5 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-BF116321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 15.715 2313 2317 2321 rBV2 185841 246610 4.69% ©.610%
38 15.951 2354 2357 2363 rVB2 129159 193927 3.68% ©0.480%

Sum of corrected areas: 40397296
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126101.D

Acqg On : 10 Nov 2021 11:38
Operator : JU/CG

Sample : M4475-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF126101.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126101.D

Acqg On : 10 Nov 2021 11:38
Operator : JU/CG

Sample : M4475-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methoxy-2-methyl-

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.169 45.64 ng 2719730  1,4-Dichlorobenzene-d4 6.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9

Abundance Scan 14 (2.169 min): BF126101.D\data.ms (-5) (-)

m/z 73.05 100.00%

73.0
5000 43.0
87.1
‘ Lgl ‘ 2.202.302.402.502.60
Ob ool bl e 80 m/z 43.05  46.07%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T[T T T[T T[T TTrT
43.0 2.202.302.402.502.60
87.0 m/z 55.10 30.35%
29.0
N \‘ 90 i
O\‘\\\\‘\\\\‘f\f\‘\f\f‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 N ——
2.202.302.402.502.60
5000 41.0 55.0 ITI/Z 87.10 27.49%
27.0
0 IR 112.0 129.0
b e e R T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- R aRaREEE
73.0 2.202.302.402.502.60
m/z 41.05 15.30%
5000 43.0
58.0
0“HNMMHW‘H‘M‘H‘HH‘A‘W‘H‘_H‘_‘H‘H‘WH‘W‘H‘ R RRRARARERREERERER e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126101.D

Acqg On : 10 Nov 2021 11:38
Operator : JU/CG

Sample : M4475-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.033 4.96 ng 355529  Naphthalene-d8 8.133

Hit# of 5 Tentative ID MW MolForm

1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803
4 Ethylene glycol monoisobutyl ether 118 C6H1402
5 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204

Abundance Scan 1011 (8.033 min): BF126101.D\data.ms (-1008) (-)

000112-34-5 90
054446-78-5 83
018912-80-6 64
004439-24-1 50
000143-22-6 50

m/z 45.00 100.00%

5000 A\
T T
75‘ 0ol a1 7.80 8.00 8.20 8.40
0L ot LT ALz s7.10 91.80%
miz--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 T T[T T[T i rriris
29.0 7.80 8.00 8.20 8.40
75.0 m/z 41.05 37.16%
O LI ‘ \‘H“\‘\“‘H‘\ \MH\ \‘1“\ ‘ \‘\‘ \]-\0}0‘\0\ T ‘ ;‘\312\0‘ L ‘ LI
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
ST T
7.80 8.00 8.20 8.40
5000 ITI/Z 56.10 15.90%
29.0 75.0
100.0
0 bl Y3320 e
miz--> 40 60 80 100 120 140 160
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0 7.80 8.00 8.20 8.40
m/z 43.00 14.43%
5000
89.0
27/0
TR L | 190 sasg
e _‘ “““_““““_“““‘ R
m/z--> 20 40 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126101.D

Acqg On : 10 Nov 2021 11:38
Operator : JU/CG

Sample : M4475-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 Hexadecenoic acid, Z-11- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.863 2.07 ng 133774  Phenanthrene-di10 11.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 58
2 Z-7-Tetradecenoic acid 226 C14H2602 1000130-98-4 49
3 Myristoleic acid 226 C14H2602 000544-64-9 46
4 E-9-Tetradecenoic acid 226 C14H2602 050286-30-1 46
5 Palmitoleic acid 254 C16H3002 000373-49-9 46

Abundance Scan 1662 (11.863 min): BF126101.D\data.ms (-1659) (- m/z 55.00 100.00%
0

5000

-

192.1 e e
11.50 12.00
m/z 41.10  64.27%

12511511
0
miz--> 40 60 80 100 120 140 160 180 200 220 240

Abundance #140812: Hexadecenoic acid, Z-11-
553.0

-

5000 N ! '
11.50 12.00
m/z 69.10 49,55%
1101380 1650 1920 2360
O,
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #106892: Z-7-Tetradecenoic acid
55.0
\

— \ \
11.50 12.00

5000 m/z 67.05  28.85%

137.0 166.0 208.0

a

0,
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #106876: Myristoleic acid “ ‘ ‘
55.0 11.50 12.00
m/z 97.05 27.93%
5000
83.0
“Hnﬁ.o 137.0 166.0  208.0
ol I I N N R R s —
m/z--> 40 60 80 100 120 140 160 180 200 220 240 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126101.D

Acqg On : 10 Nov 2021 11:38
Operator : JU/CG

Sample : M4475-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 n-Hexadecanoic acid

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.904 5.81 ng 376155  Phenanthrene-d10 11.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Undecanoic acid 186 C11H2202 000112-37-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1669 (11.904 min): BF126101.D\data.ms (-1665) (-]

m/z 43.10 100.00%

43.1 73.0
5000 129.0
——
‘ 157.1185,0 256.2 12.00
— m/z 73.00  90.70%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 == T
129.0 12.00
213.0 m/z 60.00 89.74%
‘ H(ﬂ 157.0185.0 ‘
O:I\-ﬁ‘o\\\\ HH\H\M{‘\‘HH\\\““\\H‘”h“\H\‘H‘HH‘H‘H‘\‘\\‘H‘HH‘\‘H\‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
—
12.00
5000 129.0 ITI/Z 41.00 80.31%
199.0
i H\ oo
EETTIN 1 O O P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109279: Tetradecanoic acid —
73.0 12.00
43.0 m/z 55.05 75.60%
5000 129.0
185.0
H
0%?RW“MNJWmwkﬁ_ﬁuLM‘HHMAW‘HWHH‘WHMHW‘ —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126101.D

Acqg On : 10 Nov 2021 11:38
Operator : JU/CG

Sample : M4475-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 1@-Octadecenoic acid, methy... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.474 2.26 ng 146529  Phenanthrene-di10 11.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 81
2 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 81
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 72
4 7-Hexadecenoic acid, methyl este... 268 C17H3202 056875-67-3 68
5 9-Hexadecenoic acid, methyl este... 268 C17H3202 001120-25-8 62

Abundance Scan 1766 (12.474 min): BF126101.D\data.ms (-1760) (1 m/z 55.05 100.00%
0

5000

%

23.0 180.0 222.2 264.3 12.50

0! m/z 41.05 80.55%
miz--> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester
55.0
5000 T
8y. 12.50
‘ m/z 69.05 54.23%
230 222.0
180.0
ol— H‘ H‘\ \H‘ \\ u‘ﬂ\ ‘mm‘ wHU\ o ol ‘L P I N— | “‘ ‘2‘96‘ €
miz-> 50 100 150 200 250 300
Abundance  #194454: trans-13-Octadecenoic acid, methyl ester
55.0
P
12.50
5000 m/z 43.10  46.16%
97.0
264.0
38.0 180 0 222.0
0]"5 ‘0\\‘ U‘ H\‘H\ ‘HM\ Jlu ally \h o S ‘ ‘h‘ ‘2‘96‘ .
miz-> 50 100 150 200 250 300
Abundance #194426: 13-Octadecenoic acid, methyl ester ——
. 12.50
m/z 83.10 43.84%
5000
264.0
23.0  180.0 222.0
0! P

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\BF111021\
Data File : BF126101.D

Acqg On : 10 Nov 2021 11:38
Operator : JU/CG

Sample : M4475-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 5-Eicosene, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

13.863 4.88 ng 306274  Chrysene-d12 14.009
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 92
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
3 Cyclotetracosane 336 C24H48 000297-03-0 90
4 Dichloroacetic acid, tridecyl ester 310 C15H28C1202 1000280-48-3 90
5 1-Eicosene 280 C20H40 003452-07-1 90

Abundance Scan 2002 (13.862 min): BF126101.D\data.ms (-1998) (- m/z 57.10 100.00%

57.1
97.1
5000

1350 1400
0 “‘J %3901812230126713082359 m/z 43.85 94.85%
mlz--> 50 100 150 200 250 300 350
Abundance #173729: 5-Eicosene, (E)- MMNAWMWMNkaA/\WKMAW
553.0
97.0 — s
13.50 14.00

m/z 55.10  83.96%

L “ i ‘ 1390 182.0 2230 2800
\\\‘ \\\\ L T T T \\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #173731: 3-Eicosene, (E)-
57.0

— —
97.0 13.50 14.00

5000
1]

o

5000 m/z 69.10 70.78%
1= ‘ ‘\‘ I \‘ \H\ ‘\ ‘\\‘ } Q 18‘2 .0 ?2‘4‘0‘ ‘2‘8\0 \0\ L w\h
m/z--> 50 100 150 200 250 300 350
Abundance #244232: Cyclotetracosane
43.0 1350 1400
83.0

m/z 83.10 63.40%

5000
25.0
“‘d 1m02w02w02%03%0

oAk “ h‘ ﬂh‘*h““‘ et
miz--> 50 100 150 200 250 300 350 1350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126101.D

Acqg On : 10 Nov 2021 11:38
Operator : JU/CG

Sample : M4475-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl4.486

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
14.486 2.03 ng 127495  Chrysene-di2 14.009
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 1-chloro- 260 C16H33Cl 004860-03-1 46
2 Nonadecane 268 C19H40 000629-92-5 42
3 Tricosane 324 C23H48 000638-67-5 41
4 Octacosane 394 C28H58 000630-02-4 41
5 Tetratetracontane 619 C44H90 007098-22-8 38

Abundance Scan 2108 (14.486 min): BF126101.D\data.ms (-2106) (-]
57.1

5000

7.0 239.1
‘ ‘ ‘ ‘ 37.9176.1 H 279.1 3041 375,
ol— ‘\‘ { HM ‘h ‘HM i} mm Huuh\wwn gl ] \“\HHH BT it

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

Abundance #148418: Hexadecane, 1-chloro-
57.0
5000
0
260.0
O F’7 \1?7‘.(\)\ \2\0‘3\0\ T ‘ 1‘\ L ‘ T 1T ‘ L

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

m/z 57.10 100.00%

5

—
14.50
m/z 43.10 58.90%

2

—
14.50
m/z 71.05 55.21%

%

Abundance #158597: Nonadecane
57.0
—
14.50
5000 ITI/Z 85.05 36.46%
9.0
0 \‘ \L ‘ H\ ] H‘ \‘ :!\-4-}\018302250 2680 W\M
e A e e
m/z--> 50 100 150 200 250 300 350
Abundance #229645: Tricosane —
57.0 14.50
m/z 55.00 32.85%
5000 W\MMWMJ
LT g0 0 o0
I W i N W —
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126101.D

Acqg On : 10 Nov 2021 11:38
Operator : JU/CG

Sample : M4475-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 Supraene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.868 8.54 ng 379822  Perylene-d12 15.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 83
2 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 64
3 2,6,10-Dodecatrien-1-01, 3,7,11-... 222 C15H260 004602-84-0 64
4 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 59
5 4-0Oxo-.beta.-damascone 206 C13H1802 053398-08-6 59

Abundance Scan 2173 (14.868 min): BF126101.D\data.ms (-2170) (- m/z 69.10 100.00%

69.1
5000
14‘56 EI.S‘O(;
189.1 254 0 . .
ol L, w\\ L M“ (2891 CTT207A3L3 w2 8110 44.84%
mlz--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 — —
14.50 15.00
m/z 41.10 29.16%
137.0
026044 )yl 1910 2730 3410 4104
\\\\‘\\\‘\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #239668: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-t
69.0
P P
14.50 15.00
5000 m/z 95.10  14.05%
J 136.0
260 L1l 1900s0 2mommo
miz--> 50 100 150 200 250 300 350 400
Abundance  #101988: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl- — ——
69.0 14.50 15.00
m/z 67.05 11.87%
h NWN\/\WM’AJJ\M
01269 wL‘wlo I
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126101.D

Acqg On : 10 Nov 2021 11:38
Operator : JU/CG

Sample : M4475-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 E-2-Tetradecen-1-ol

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.939 3.69 ng 164130  Perylene-di2 15.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-2-Tetradecen-1-0l1 212 C14H280 1000130-83-7 86
2 Hexacosanal 380 C26H520 026627-85-0 83
3 Octadecanal 268 C18H360 000638-66-4 76
4 Pentadecanal- 226 C15H300 002765-11-9 70
5 Hexadecanal 240 C16H320 000629-80-1 68

Abundance Scan 2185 (14.939 min): BF126101.D\data.ms (-2182) (- m/z 57.10 100.00%
657.1
_ —
H ‘ 155.2 208.0 268.1 323.2365.3 15.00
oLb— ‘ \‘ h . HMH“H“\“‘H“\“w‘iﬂ‘u‘\h\u \H\Hwh\h\h m \\M“ L, \}M‘H‘\Hhh h\‘ \‘\‘\‘ il ‘ m/z 43.05 96.85%
mlz--> 50 100 150 200 250 300 350
Abundance #90103: E-2-Tetradecen-1-ol
57.0
5000 T
15.00
m/z 82.05 70.86%
O T “ “‘ ““ h H‘ \“‘\%5‘2\0\]\_9\4‘0\\ T ‘ LU ‘ LU ‘ T T
miz--> 50 100 150 200 250 300 350
Abundance #287971: Hexacosana
57.0
—
15.00
5000 m/z 83.05 60.64%
10.0 362.0
o AL 20 somonsn soe0 20
miz--> 50 100 150 200 250 300 350
Abundance #158566: Octadecanal —
43.0 15.00
m/z 41.05 51.24%
- vameW%Ajkww}ﬂNwwwm
Ll \\Hﬁ?‘e%q???eH_m_m -
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126101.D

Acqg On : 10 Nov 2021 11:38
Operator : JU/CG

Sample : M4475-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tetracosane

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15.133 3.16 ng 140489  Perylene-di2 15.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 93
2 Docosane 310 C22H46 000629-97-0 90
3 Octacosane 394 (C28H58 000630-02-4 87
4 Heneicosane 296 C21H44 000629-94-7 86
5 Heptacosane 380 C27H56 000593-49-7 86

Abundance Scan 2218 (15.133 min): BF126101.D\data.ms (-2215) (-]
57.1

m/z 57.10 100.00%

5000 MNNA/\KMWMAA\WwAWMJKWM
1500 1550
0 ‘L, “h“u“"kw“u“‘“““6?“(‘)\“2“1?‘1‘ - ‘3‘0‘1‘1‘ ey ‘3‘8“5“1‘ m/z 43.05 65.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #246483: Tetracosane
57.0
5000 — —
15.00 15.50
m/z 71.10 59.96%
41.0
O \“‘\ \" hh \h‘\ h‘ \H‘ \JT\ \ “\1\8\‘3\?2\2\5\\0‘ LU ‘ \???l?\ T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #212282: Docosane
57.0
—— —
15.00 15.50
5000 ITI/Z 85.05 46.74%
9.0
L‘ “h\“141?18§0 239.0 3100
oL—ih ‘\HHN\\l A S I
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane T ——
57.0 15.00 15.50
m/z 55.00 25.13%
h W
ol h‘ H | 141 0183.0225.0 281.0 337.0 394.0
it “““"“““““““‘H““““ —— ——
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126101.D

Acqg On : 10 Nov 2021 11:38
Operator : JU/CG

Sample : M4475-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cycloeicosane

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.162 6.42 ng 285372  Perylene-di2 15.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloeicosane 280 C20H40 000296-56-0 93
2 Carbonic acid, hexadecyl 2,2,2-t... 416 C19H35C1303 1000314-56-2 91
3 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39C1303 1000314-56-3 91
4 n-Nonadecanol-1 284 C19H400 001454-84-8 90
5 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 87

Abundance Scan 2223 (15.162 min): BF126101.D\data.ms (-2220) (- m/z 57.10 100.00%
BT.
5000
—— —
| “ “ 390 1981 276131633503 15.00 15.50
oL A ‘\ \\m byl el d\ bt m/z 55.05 99.27%
mlz--> 50 100 150 200 250 300 350
Abundance #173728: Cycloeicosane
55.0
97.0
5000 —r ——
15.00 15.50
m/z 43.10 96.28%
O ‘ “ | “\ \ \‘L \ I ?18202240 2800
\\\‘\\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

m/z--> 50 100 150 200 250 300 350
Abundance #311137: Carbonic acid, hexadecyl 2,2,2-trichloroethyl es

83.0
43.0
5000
0 ““ T L e L B o

J‘ H h i
miz--> 50 100 150 200 250 300 350
Abundance #323545: Carbonic acid, octadecyl 2,2,2-trichloroethyl esi

25.0

“ 196.0
\! ‘\ H \H\ L. 4 H‘\ |

‘ ‘ —
15.00 15.50
m/z 83.05 86.91%

N

\ \ —
15.00 15.50

83.0
m/z 69.10 78.34%
5000
25.0
252.0
0 \\‘ “H an “‘ \‘h “\HHH\ ‘H\‘H‘ i ‘H\‘ . “‘ . “‘ R A —— ——
m/z--> 5 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126101.D

Acqg On : 10 Nov 2021 11:38
Operator : JU/CG

Sample : M4475-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11-Tetradecyn-1-ol acetate

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.715 5.55 ng 246610  Perylene-di2 15.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Tetradecyn-1-o0l acetate 252 C16H2802 ©033925-72-3 87
2 18-Nonadecen-1-o0l 282 C19H380 1000142-89-2 83
3 (Z)-14-Tricosenyl formate 366 C24H4602 077899-10-6 83
4 11-Eicosenol 296 C20H400 1010424-20-3 80
5 1,7-Hexadecadiene 222 C16H30 125110-62-5 74

Abundance Scan 2317 (15.715 min): BF126101.D\data.ms (-2313) (-]

m/z 43.10 100.00%

1 \/MMJ\/\W\AAK\/\A/\
5000
365.3 LN LT
371 1941 270.1 3091 15.50 16.00
0“\‘MAMMWW HWMMHWHMMHIWWME‘JWWHMwaWHMW‘ m/z 57.10 92.52%
mlz--> 50 100 150 200 250 300 350 400
Abundance #138358: 11-Tetradecyn-1-ol acetate
43.0
5000 —r— —
15.50 16.00
‘ 1940 m/z 82.05 74.33%
O T “‘ ‘H‘ h hh“ ?m‘\‘“\ “ T \ T \“ T \2\5‘2\0\ T ‘ L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #176356: 18-Nonadecen-1-0
55.0
—— —
15.50 16.00
5000 ITI/Z 55.10 56.31%
il WW
L1 H L LI,
miz--> 50 150 200 250 300 350 400
Abundance #275491: (2)-14-Tricosenyl formate T ——
55.0 15.50 16.00
96.0 .
m/z 96.05 51.26%
B W
320.0
oLtk “M “\ 17, %?9‘0‘%2?‘9 2780° | 73660 I
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126101.D

Acqg On : 10 Nov 2021 11:38
Operator : JU/CG

Sample : M4475-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tricosane

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.951 4.36 ng 193927  Perylene-di2 15.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane 324 C23H48 000638-67-5 76
2 Docosane 310 C22H46 000629-97-0 76
3 Tetracosane 338 (C24H50 000646-31-1 76
4 Heptacosane 380 C27H56 000593-49-7 68
5 Nonadecane 268 C19H40 000629-92-5 68

Abundance Scan 2357 (15.951 min): BF126101.D\data.ms (-2354) (-,
57.1

m/z 57.10 100.00%

5000 J\W”MﬂNVMuA/MVwMN¢Wﬂ/
‘ 16.00
257.1 :
—— A m AMEOZ8E TN B0 3773, 4310 68.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #229644: Tricosane
57.0
5000 T T
16.00
o 324.0 m/z 71.05 56.75%
| \ ﬁ 183.0225.0267.0
O\\‘\“‘ ‘\“\h‘\“\“\\“‘\‘\\‘\“\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #212282: Docosane
57.0
——
16.00
5000 ITI/Z 85.00 40.75%
9.0
L1100 203100
oL—rh ‘hHh“\\‘”\NUHM\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #246484: Tetracosane T
57.0 16.00
m/z 41.00 25.74%
338.0
- M/W/\Wj\/\wwm
‘ ‘ h | ‘ 141 0183.0 239.0281.0
ol d b MMww_m o vrun S -
m/z--> 50 100 150 200 250 300 350 400 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126101.D

Acqg On : 10 Nov 2021 11:38
Operator : JU/CG

Sample : M4475-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 45.6 ng 2719730 1 6.851 1191800 20.0
Ethanol, 2-(2-b... 8.033 5.0 ng 355529 2 8.133 1435020 20.0
Hexadecenoic ac... 11.863 2.1 ng 133774 4 11.368 1295290 20.0
n-Hexadecanoic ... 11.904 5.8 ng 376155 4 11.368 1295290 20.0
10-Octadecenoic... 12.474 2.3 ng 146529 4 11.368 1295290 20.0
5-Eicosene, (E)- 13.863 4.9 ng 306274 5 14.009 1256360 20.0
unknownl14.486 14.486 2.0 ng 127495 5 14.009 1256360 20.0
Supraene 14.868 8.5 ng 379822 6 15.474 889458 20.0
E-2-Tetradecen-... 14.939 3.7 ng 164130 6 15.474 889458 20.0
Tetracosane 15.133 3.2 ng 140489 6 15.474 889458 20.0
Cycloeicosane 15.162 6.4 ng 285372 6 15.474 889458 20.0
11-Tetradecyn-1... 15.715 5.5 ng 246610 6 15.474 889458 20.0
Tricosane 15.951 4.4 ng 193927 6 15.474 889458 20.0
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