LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50522\
Data File : BF128103.D

Acqg On : 05 May 2022 19:23
Operator : CG\JU

Sample : N2672-04

Misc :

ALS Vvial : 14 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-BF042222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF1281@3.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.169 486 490 497 rVB 29562 40629 1.11% 0.162%
2 5.540 547 553 556 rBv 2780600 2963528 81.02% 11.850%
3 6.540 717 723 726 rBV 2772713 3093577 84.58% 12.370%
4 6.728 752 755 758 rBV 163274 124401 3.40% 0.497%
5 6.904 781 785 788 rVB 732507 562715 15.38%  2.250%
6 7.169 824 830 833 rBV3 33980 37288 1.02% 0.149%
7 7.228 837 840 845 rVB2 34710 37778 1.03% 0.151%
8 7.475 876 882 888 rVB 1989075 2310798 63.18% 9.240%
9 7.922 955 958 961 rBV 50374 39795 1.09% 0.159%
106 8.157 994 998 1000 rBV 209094 187652 5.13% 0.750%
11 8.186 1000 1003 1008 rVV 860849 746989 20.42%  2.987%
12 8.234 1008 1011 1014 rVB2 62433 56571 1.55% 0.226%
13 8.469 1047 1051 1056 rVB4 42190 54933 1.50% 0.220%
14 8.592 1069 1072 1075 rVB 62411 49501 1.35% ©0.198%
15 8.763 1096 1101 1106 rBV 211368 199685 5.46% 0.798%
16 9.263 1181 1186 1189 rBV 3533517 3657757 100.00% 14.626%
17 9.333 1194 1198 1201 rVB 199813 172454 4.71% 0.690%
18 9.651 1248 1252 1254 rBV2 54743 56626 1.55% 0.226%
19 9.863 1282 1288 1291 rBV 172948 143125 3.91% 0.572%
20 9.945 1297 1302 1305 rVB 1069356 862973 23.59%  3.451%

21 10.363 1368 1373 1376 rBV 148187 123017 3.36% ©.492%
22 10.580 1405 1410 1413 rBV2 46335 60103 1.64% 0.240%
23 10.739 1432 1437 1440 rBV 2604529 2545140 69.58% 10.177%
24 10.833 1450 1453 1459 rBV 119351 134194 3.67% ©.537%

25 11.286 1527 1530 1532 rBV 109850 88668 2.42%  ©.355%
26 11.316 1532 1535 1541 rVB2 44386 56502 1.54% ©.226%
27 11.439 1551 1556 1558 rBV 1038864 939794 25.69%  3.758%
28 11.457 1558 1559 1564 rVB 61560 50043 1.37% ©.200%
29 11.710 1599 1602 1606 rVB 86350 69308 1.89% 0.277%
30 11.816 1617 1620 1623 rVB 60282 45153 1.23% 0.181%
31 11.951 1638 1643 1644 rBV2 40173 45275 1.24% ©.181%
32 12.121 1669 1672 1675 rBV 77422 62047 1.70% 0.248%
33 12.504 1731 1737 1739 rBV3 231775 233681 6.39% 0.934%
34 12.521 1739 1740 1747 rVB2 171931 139956 3.83% 0.560%
35 12.651 1759 1762 1765 rBV 80417 65857 1.80% ©.263%

36 12.880 1795 1801 1804 rBV 106938 104202 2.85% 0.417%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50522\
Data File : BF128103.D

Acqg On : 05 May 2022 19:23
Operator : CG\JU

Sample : N2672-04

Misc

ALS Vvial : 14 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-BF042222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 13.027 1821 1826 1829 rBV 3599628 3398792 92.92% 13.591%
38 13.239 1859 1862 1865 rBV 41825 37894 1.04% 0.152%
39 13.580 1916 1920 1923 rBV2 41066 37631 1.03% 0.150%
40 13.927 1973 1979 1991 rBvV3 65419 168425 4.60% 0.673%

41 14.080 2001 2005 2008 rBV 686663 596879 16.32% 2.387%
42 14.739 2114 2117 2128 rVB 59579 85875 2.35% 0.343%
43 15.580 2255 2260 2269 rBV 411150 520959 14.24%  2.083%

Sum of corrected areas: 25008170
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50522\
Data File : BF128103.D

Acqg On : 05 May 2022 19:23
Operator : CG\JU

Sample : N2672-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF128103.D\data.ms
3500000

3000000 5.540 6.540

2500000

7.475

2000000

1500000

1000000
6.904

500000

6.728
5.169 71@28

0\\‘\\\\‘\ TT L L L L L L L L L L L L L L L LB B I

I I I
Time--> 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: BF128103.D\data.ms
3500000 9.263 13.027

3000000
10.739

2500000
2000000

1500000
9.945 11.439

107?6?0.5&5%&333 1111/€§JL711¥1LQ316952-A121 ]ﬁﬁ}éﬁﬂzﬁq 13.239
L L e B S B R A H R

1000000 8.186

500000
8.157 8.763 9.333
0 922 234 8.48692 U
L B e = == ‘
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF128103.D\data.ms
3500000

9.6519'?\6
R

3000000
2500000
2000000
1500000
1000000
14.080

500000 15.580
13.580 13.927 14.739

‘ 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\BF@50522\
Data File : BF128103.D

Acqg On : 05 May 2022 19:23
Operator : CG\JU

Sample : N2672-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 1 Nonane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
6.728  ad2ng 124401 1,4-Dichlorobenzene-d4  6.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nomane 128 CoH2e 0e0111-84-2 80
2 Decane 142 C10H22 000124-18-5 76

1000382-90-5 72
000629-50-5 72
1000383-25-7 72

3 Carbonic acid, decyl prop-1-en-2... 242 C14H2603
4 Tridecane 184 C13H28
5 Carbonic acid, decyl vinyl ester 228 C13H2403

Abundance Scan 755 (6.728 min): BF128103.D\data.ms (-752) (-) m/z 57.10 100.00%
57.1
5000
| H ‘ 10?1 o1 6.40 6.60 6.80 7.00
\\\‘\\\\“\\\\‘\\“\\‘\‘\\\H‘\\\\“\\\\‘\\\\‘\\\\‘\\\ m/z 43.05 94.86%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14521: Nonane
43.0
5000
6.40 6.60 6.80 7.00
85.0 m/z 41.10 46.44%
Ll dosg | amo
| b
\\\‘\\\\‘\\\\‘\\\\‘!\\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 80 100 120 140 160 180
Abundance #22068: Decane
43.0
6.40 6.60 6.80 7.00
5000 m/z 71.10 36.00%
71.0
50| | || | 980 140
“‘_‘“‘H‘“‘H‘“‘H““w““_““u““u
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #125959: Carbonic acid, decyl prop-1-en-2-yl ester AR o R RERREEREERS
43.0 6.40 6.60 6.80 7.00
m/z 85.10 23.72%
5000
71.0
97.0
H‘ W L 1400 185.0
“‘_““H‘ “H‘“‘H““w““_““u““u
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50522\
Data File : BF128103.D

Acqg On : 05 May 2022 19:23
Operator : CG\JU

Sample : N2672-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Tridecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.763 5.35 ng 199685 Naphthalene-d8 8.186

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Tetradecane 198 C14H30 000629-59-4 86
3 Hexadecane 226 C1l6H34 000544-76-3 86
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78
5 Nonadecane 268 C19H40 000629-92-5 78

Abundance Scan 1101 (8.763 min): BF128103.D\data.ms (-1096) (-) m/z 57.05 100.00%
57.0

5000
85.1
A REAREEEa S o
H 1131 1411 184.1 8.40 8.60 8.80 9.00
H‘_‘Hﬂmuw‘ﬂuph‘m‘H‘_‘H“H‘_‘H‘H‘w“u‘u“ m/z 43.10  82.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane
57.0
5000 L L B LI B I
85.0 8.40 8.60 8.80 9.00
29.0 m/z 71.10 53.10%
d ‘M L | ) ;11801410 1840
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane
57.0
A R T R
8.40 8.60 8.80 9.00
5000 ITI/Z 41.10 43.29%
85.0
29 0
DL L0 1010 1600 1980
H‘_“w‘H"H‘w“H‘H“_‘H“H“H‘w“u‘u““‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane AR BB ARS S
57.0 8.40 8.60 8.80 9.00
m/z 85.10 32.08%
5000
85.0
29.0
‘\ “ | ‘ ;113.0 141.0 169.0 197.0 226.0
rrrrr e e e e e BRAESIeE s
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\BF@50522\
Data File : BF128103.D

Acqg On : 05 May 2022 19:23
Operator : CG\JU

Sample : N2672-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.333 4.00 ng 172454  Acenaphthene-di10 9.945

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Pentadecane 212 C15H32 000629-62-9 80
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 80
5 Tridecane 184 C13H28 000629-50-5 80

Abundance Scan 1198 (9.333 min): BF128103.D\data.ms (-1194) (-) m/z 57.10 100.00%
57.1

5000
85.1
A RBRRRRESEEEREE
h 131 1411 1981 9.00 9.20 9.40 9.60
el L ML 1410 17200981 L 4310 80.13%
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 T T T T
9.00 9.20 9.40 9.60
29.0 m/z 71.10 59.21%
\\\‘\‘\‘\\“\\\H“\\“\\“1‘\\\“]\.\1\:3\‘()\‘\]\-\4"]-\9\]‘_\6\9\\0‘\\12?\0\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107220: Hexadecane
57.0
e ARBAREEEaEEESTE
9.00 9.20 9.40 9.60
5000 85.0 m/z 41.05 39.41%
29. 0
H“H‘w“‘,H“_‘H“H‘_“W‘H‘,H‘w“u,u“_‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90189: Pentadecane A R
57.0 9.00 9.20 9.40 9.60
m/z 85.10 36.09%
5000 850
29.0
d |y 11301410 1600 2120
“W“H“H“H“_"W"H“H“H“M“w“u“u“u“ R o R
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\BF@50522\
Data File : BF128103.D

Acqg On : 05 May 2022 19:23
Operator : CG\JU

Sample : N2672-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.863 3.32 ng 143125  Acenaphthene-di10 9.945

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Dodecane 170 C12H26 000112-40-3 83
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
Abundance Scan 1288 (9.863 min): BF128103.D\data.ms (-1282) (-) m/z 57.10 100.00%
57.1
- i M/\M
— =
9.50 10.00
113.2
‘H‘H‘WLHM‘M‘Jummwau?ﬁ%?w4z4ﬁu‘ﬁ?gfuu,u m/z 43.10  74.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107217: Hexadecane
57.0
5000 = o
85.0 9.50 10.00
29.0 m/z 71.05 61.98%
H\‘H\\‘H\\‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘\\H‘\\H’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59029: Tridecane
57.0
i =
9.50 10.00
5000 m/z 85.10 38.85%
85.0
29.0
Lol a0 saa
HW‘H‘_‘H‘HH‘H‘w‘H‘_‘H‘HH‘H‘W‘H‘_‘H_‘H,H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123961: Heptadecane P P
57.0 9.50 10.00
m/z 41.05 36.99%
5000
I W\/NLJ
‘ h |y 11801410169.0 240
H‘_"w‘H“H‘w“H‘H"_‘H“H‘_“w‘u“u‘w“u,u — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50522\
Data File : BF128103.D

Acqg On : 05 May 2022 19:23
Operator : CG\JU

Sample : N2672-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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, 7-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.363 2.85 ng 123017  Acenaphthene-di10 9.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Decane, 3-methyl- 156 C11H24 013151-34-3 87
4 Tetradecane 198 C14H30 000629-59-4 87
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 86

Abundance Scan 1373 (10.363 min): BF128103.D\data.ms (-1368) (- m/z 57.10 100.00%
57.1

1000 10.50
113.1 : :
Hwmm“;Hh_‘”w‘”“_‘:M_‘“‘%5“5‘9”1?‘2”2‘“””2‘2‘92‘ m/z 43.05 72.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107232: Pentadecane, 7-methyl-
57.0
5000 e —
10.00 10.50
85.0 o
20.0 m/z 71.05 58.97%
‘ 1120 41400
\\\‘\‘\‘\\“\\\H‘\\H}\“”\\\“\\!‘\‘\\\\}‘\\\\]‘-?\8\\0‘\\\\%]\-]\.\c‘)\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90189: Pentadecane
57.0
i =
10.00 10.50
m/z 85.05 40.79%
5000 85.0
290‘
113.0
A b 00 60 2120
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33092: Decane, 3-methyl- T T
57.0 10.00 10.50
m/z 41.05 33.55%
5000
29.0 85.0
127.0
S PR 1 il M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50522\
Data File : BF128103.D

Acqg On : 05 May 2022 19:23
Operator : CG\JU

Sample : N2672-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

10.833 2.86 ng 134194  Phenanthrene-di10 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Nonadecane 268 C19H40 000629-92-5 87
3 Eicosane 282 C20H42 000112-95-8 86
4 Heneicosane 296 C21H44 000629-94-7 83
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 80

Abundance Scan 1453 (10.833 min): BF128103.D\data.ms (-1450) (-  m/z 57.05 100.00%
57.0

=

5000
I T
99.1 1410 182.1 ‘ 10.50 11.00
T ‘\‘ T I “‘ \H‘\ h“ \“ Ly \.‘ e LA B s \3\2\9 m/Z 43.10 73.46%
M/zee> 50 100 150 200 250 300
Abundance #107218: Hexadecane
57.0
5000 T

. :
10.50 11.00
m/z 71.10 57.46%
|

23&)“\‘ | | %90 1410 183.0 226.0
T T ‘ T T T ‘ T T T ‘ T T T ‘ L L ‘ LI T ‘ T L
miz--> 50 100 150 200 250 300
Abundance #158598: Nonadecane
57.0

7 R
10.50 11.00

5000 m/z 85.10 37.65%
99.0
LT, a0 sss0 20
m/z--> 50 100 150 200 250 300
Abundance #176386: Eicosane — T
57.0 10.50 11.00
m/z 41.10  31.40%
h W
99.0
L 4 1410 1830 2250 2820
L I L e e e — ——
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\BF@50522\
Data File : BF128103.D

Acqg On : 05 May 2022 19:23
Operator : CG\JU

Sample : N2672-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 9,12-Octadecadienoic acid, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.504 4.97 ng 233681  Phenanthrene-di10 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
3 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
4 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 97
5 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 97

Abundance Scan 1737 (12.504 min): BF128103.D\data.ms (-1731) (-} m/z 67.05 100.00%
67.0

5000
09.1 == i
150.1 12.50
T H‘ 1 \LM" ‘Hhh‘ ‘1””‘\ h”‘\‘ ““‘” oy \2|O‘6\0\‘ T |26\§\3\29\4‘] m/z 81.05 75.43%
miz--> 50 100 150 200 250
Abundance #191900: 9,12-Octadecadienoic acid, methyl ester
67.0
5000 T I
12.50
29.0 09.0 m/z 55.10 71.18%
294.C
1 ) il ‘uh‘ A Huh‘ \\‘ ‘” 2280 26307
miz--> 100 150 200 250
Abundance #191926. 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0
T
12.50
5000 m/z 41.10  57.25%
09.0
14
‘LMJ”dH‘MM $\M\\w P ‘%§29?94(
miz--> 50 150 200 250
Abundance #191927: 9,15—Octadecad|en0|c acid, methyl ester, (Z,2)- N ‘
67.0 12.50
m/z 95.10 53.60%
5000
09.0 294.C
LIy #9909 as700200 263077 S8
miz--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50522\
Data File : BF128103.D

Acqg On : 05 May 2022 19:23
Operator : CG\JU

Sample : N2672-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 trans-13-Octadecenoic acid,... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.522 2.98 ng 139956  Phenanthrene-di10 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 91
2 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 91
3 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 90
4 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 90
5 6-Octadecenoic acid, methyl este... 296 C19H3602 002777-58-4 87

Abundance Scan 1740 (12.521 min): BF128103.D\data.ms (-1739) (- m/z 55.10 100.00%

5[:
2000 N JL
T \
‘ H 352 1802 222.2 265.1 12.50
Al m/z 74.00  68.51%
miz--> 50 100 150 200 250 300
Abundance  #194454: trans-13-Octadecenoic acid, methyl ester
55.0
5000 T ‘ T A T T /\\ ‘/
97.0 12.50
m/z 41.10 68.17%
264.0
38.0 180 0 222.0
]"5‘0\‘ H\‘H\ ‘HM\ alla \H\‘M VU - ‘\ - “‘ ‘2‘96‘C
miz-> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester
55.0
T \
12.50
5000 m/z 69.60  65.50%
264.0
180.0 222.0 296.
miz-> 50 100 150 200 250 300
Abundance #194441: 9-Octadecenoic acid (Z)-, methyl ester —— ‘
55.0 12.50
m/z 83.10 55.81%
23.0
].5.0 \‘ \m\‘ \‘HH \HH\ ll 189.0 222.0 264.0296'c T

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\BF@50522\
Data File : BF128103.D

Acqg On : 05 May 2022 19:23
Operator : CG\JU

Sample : N2672-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 1-Heneicosanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.927 5.64 ng 168425 Chrysene-di2 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 1-Tricosene 322 C23H46 018835-32-0 93
3 1-Tetracosene 336 (C24H48 010192-32-2 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 1-Hexacosanol 382 C26H540 000506-52-5 91

Abundance Scan 1979 (13 927 min): BF128103.D\data.ms (-1973) (- m/z 43.05 100.00%

43.0/ 83.0
5000
Th o 2 1400
R ‘\\ ‘ M\h H“w“‘”u \\“H \Hu\ \‘u “ ML ‘ \uu . “3‘0?"0‘ - m/z 57.05 99.32%
m/z--> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosano
55.0
97.0
5000 T
14.00
m/z 83.05 95.40%
]\.g\.¢ ‘\““\‘ H‘ ‘1 % ‘h “\%8\2\0 \22\4\0\ ’2§6\0\\ ‘ T T T
m/z--> 50 100 150 200 250 300
Abundance #227234: 1-Tricosene
43.0, 83.0
——
14.00
5000 m/z 55.05 88.47%
25.0
L e o
m/z--> 50 100 150 200 250 300
Abundance #244231: 1-Tetracosene —
43.0 83.0 14.00
m/z 97.10 84.95%
5000
250
I | Ligsoozoo s o
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50522\
Data File : BF128103.D

Acqg On : 05 May 2022 19:23
Operator : CG\JU

Sample : N2672-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 6a,12a-Dihydro-6H-(1,3)diox... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.739 2.88 ng 85875  Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6a,12a-Dihydro-6H-(1,3)dioxolo(5... 284 C16H1205 076496-57-6 94
2 (6aR,12aR)-6a,12a-Dihydro-6H-[1,... 284 C16H1205 002035-15-6 94
3 4-Amino-5-(4-nitrophenylazo)benz... 284 C12H8N603 166766-07-0 58
4 3-Hydroxy-2-(4-hydroxy-3-methoxy... 284 C16H1205 159184-95-9 46
5 9,10-Anthracenedione, 1,8-dihydr... 284 C16H1205 000521-61-9 45
Abundance Scan 2117 (14.739 min): BF128103.D\data.ms (-2114) (- m/z 284.10 100.00%
284.1
5000
162.1
= —
69.0 1150‘ ‘ 1970 5537 ‘ 14.50 15.00
‘H‘ﬁmwﬂww‘WwﬂmmwwﬂWw w‘ﬁwuhﬂwwwuwuhwww‘u‘ m/z 162.10  29.65%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #178457: 6a,12a-Dihydro-6H-(1,3)dioxolo(5,6)benzofuro(

284.0
5000 Ll pow
14.50 15.00
134.0 m/z 283.05 27.66%
69.0 104.
‘\\3\\9‘ \()\‘\‘\ “\‘\‘\ ”‘ HH‘}‘\ \‘\“ \W \‘\““‘\H T ‘ﬂ\ \‘\ ‘ \‘\ \\2‘(\)9\(‘)\%4\.‘1\\0\\ ‘ \‘\H‘ “\ T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #178460: (6aR,12aR)-6a,12a-Dihydro-6H-[1,3]dioxolo[4",!
284.0
14.50 15.00
5000 m/z 134.00 26.85%
162.0

115 0
39 I 0\\‘\6‘3 \ﬁ - \ e | ‘\HH\ H \‘\ u‘ :\I‘.g( © 241 0 ‘ ‘

m/z--> 20 40 60 80 100120140 160 180200220240260280
Abundance #177947: 4-Amino-5-(4-nitrophenylazo)benzofurazan
284.0 14.50 15.00

m/z 285.10  17.23%

5000

134.0

76.0 J$ ‘ ‘
430 | | 105. 176.0 208.0  254.0 "

m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@050522\
Data File : BF128103.D

Acqg On : 05 May 2022 19:23
Operator : CG\JU

Sample : N2672-04

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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|
Nonane 6.728 4.4 ng 124401 1 6.904 562715 20.0
Tridecane 8.763 5.3 ng 199685 2 8.186 746989 20.0
Tetradecane 9.333 4.0 ng 172454 3 9.945 862973 20.0
Hexadecane 9.863 3.3 ng 143125 3 9.945 862973 20.0
Pentadecane, 7-... 10.363 2.9 ng 123017 3 9.945 862973 20.0
Nonadecane 10.833 2.9 ng 134194 4 11.439 939794 20.0
9,12-Octadecadi... 12.504 5.0 ng 233681 4 11.439 939794 20.0
trans-13-Octade... 12.522 3.0 ng 139956 4 11.439 939794 20.0
1-Heneicosanol 13.927 5.6 ng 168425 5 14.080 596879 20.0
6a,12a-Dihydro-... 14.739 2.9 ng 85875 5 14.080 596879 20.0
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