LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BGO55704.D

Acqg On : 19 Nov 2022 00:24
Operator : CG/JU

Sample : N5686-01 2X

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_ G\Methods\8270-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55704.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.303 337 343 352 rVB 69606 112543  8.12% 1.114%
2 5.785 418 425 436 rBV 443173 739747 53.38% 7.324%
3 7.401 690 700 717 rVB 455527 806902 58.22% 7.989%
4 8.253 834 845 852 rBV 195416 328997 23.74%  3.257%
5 9.422 1037 1044 1050 rBV 278500 495904 35.78%  4.910%
6 9.463 1050 1051 1056 rVB2 14568 17786 1.28% 0.176%
7 10.474 1217 1223 1226 rBV3 9186 15616 1.13% ©.155%
8 11.026 1311 1317 1320 rBV 20998 34607 2.50% 0.343%
9 11.079 1320 1326 1334 rVB 260154 477104 34.42% 4.724%
10 11.208 1341 1348 1354 rVB6 10477 22189 1.60% 0.220%
11 11.766 1434 1443 1448 rBVS8 8690 19783 1.43% 0.196%
12 11.984 1472 1480 1485 rBV6 7726 19887 1.43% 0.197%
13 12.066 1485 1494 1499 rVv4 10248 18622 1.34% 0.184%
14 12.254 1521 1526 1533 rVB5 15573 26336 1.90% 0.261%
15 12.454 1555 1560 1566 rBV3 31309 47556 3.43% 0.471%
16 12.959 1642 1646 1652 rVB4 12501 19947 1.44% 0.197%
17 13.259 1693 1697 1702 rVB4 8055 14311 1.03% 0.142%
18 13.394 1715 1720 1723 rBvV4 10249 15627 1.13% ©.155%
19 13.500 1731 1738 1748 rVB 746714 1152765 83.18% 11.414%
20 13.676 1760 1768 1776 rBV 38583 65690 4.74% 0.650%
21 13.817 1787 1792 1798 rVB5 10149 18318 1.32% 0.181%
22 14.240 1860 1864 1869 rVB7 8107 14337 1.03% 0.142%
23 14.299 1869 1874 1876 rVV3 10112 15174 1.09% 0.150%
24 14.328 1876 1879 1883 rVV2 20549 28049 2.02% 0.278%
25 14.375 1883 1887 1893 rVWW5 10706 20678 1.49%  0.205%
26 14.446 1895 1899 1905 rVB7 11161 17159 1.24% 0.170%
27 14.739 1945 1949 1955 rVB 41425 50007 3.61% 0.495%
28 14.875 1966 1972 1980 rVB 407938 635726 45.87% 6.294%
29 15.356 2049 2054 2056 rBV3 10309 17515 1.26% 0.173%
30 15.685 2106 2110 2116 rVB 48279 64642 4.66% ©0.640%
31 16.091 2172 2179 2183 rBV 19259 36631 2.64% 0.363%
32 16.214 2197 2200 2207 rVB2 12964 19174 1.38% 0.190%
33 16.355 2218 2224 2233 rBV 581557 862328 62.22%  8.538%
34 16.543 2251 2256 2259 rBV 72197 100669 7.26% 0.997%
35 17.336 2387 2391 2396 rBV 56619 66999 4.83% 0.663%
36 17.389 2396 2400 2405 rVV 24237 33778 2.44% 0.334%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BGO55704.D

Acqg On : 19 Nov 2022 00:24
Operator : CG/JU

Sample : N5686-01 2X

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_ G\Methods\8270-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 17.618 2432 2439 2444 rBV 463390 722539 52.13% 7.154%
38 18.077 2513 2517 2524 rVB 60282 75498 5.45% ©0.748%
39 18.476 2580 2585 2590 rBV3 79412 144353 10.42% 1.429%
40 18.764 2630 2634 2638 rBV 61223 77826 5.62% ©.771%
41 19.387 2736 2740 2744 rBV 99773 125062 9.02%  1.238%

42 19.957 2834 2837 2840 rBV 76730 82772 5.97% ©.820%
43 20.204 2874 2879 2884 rVB 1105372 1385938 100.00% 13.722%
44 20.486 2924 2927 2931 rVB2 104560 116043  8.37% 1.149%
45 20.985 3010 3012 3019 rVB 79640 90557 6.53% 0.897%

46 21.919 3165 3171 3186 rVB2 415477 826280 59.62%  8.181%

Sum of corrected areas: 10099971
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BG@55704.D

Acqg On : 19 Nov 2022 00:24
Operator : CG/JU

Sample : N5686-01 2X

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055704.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BG@55704.D

Acqg On : 19 Nov 2022 00:24
Operator : CG/JU

Sample : N5686-01 2X

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.303 6.84 ng 112543  1,4-Dichlorobenzene-d4 8.253

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 343 (5.303 min): BG055704.D\data.ms (-337) (-) m/z 43.00 100.00%
3.0
59.0
5000
1010 Frp i rrrrjrirr]
5.00 5.20 5.40 5.60
\‘\ | 83.0 9
- m/z 59.00 55.55%
m/z--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 LU L B R L B
5.00 5.20 5.40 5.60
101.0 m/z 101.00 18.01%
27.0 | ‘ 83.0
O\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\’\\\\’\\
miz-> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
R ARREEME R
5.00 5.20 5.40 5.60
5000 41.0 m/z 58.00 14.01%
H ‘ 87.0
ol L
m/iz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester AR
59.0 5.00 5.20 5.40 5.60
m/z 41.00 9.03%
5000 41.0
126.0
ol 109
m/z--> 20 40 60 80 100 120 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BG@55704.D

Acqg On : 19 Nov 2022 00:24
Operator : CG/JU

Sample : N5686-01 2X

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.676 2.07 ng 65690  Acenaphthene-die 14.875
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Tridecane 184 C13H28 000629-50-5 90
Abundance Scan 1768 (13.676 min): BG055704.D\data.ms (-1760) (- | m/z 56.95 100.00%
57.0
5000
85.1
— ~
13.50 14.00
113.0 1450
0 m/z 43.10 82.79%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane
57.0
5000 - it
85.0 13.50 14.00
29.0 m/z 71.10 57.36%
\H‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H\\‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #123961: Heptadecane
57.0
M b Wi
13.50 14.00
5000 m/z 41.00 37.98%
85.0
29.0
oL momoss g
R U ottt R i
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74005: Tetradecane T ——
57.0 13.50 14.00
m/z 85.10 34.92%
5000 85.0
29.0
0 L 1130141016001980 A
e e e e e e e e e i i
m/z--> 20 40 60 80 100120140160180200220240260 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BG@55704.D

Acqg On : 19 Nov 2022 00:24
Operator : CG/JU

Sample : N5686-01 2X

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 Tridecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.685 2.03 ng 64642  Acenaphthene-die 14.875
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Octacosane 394 (C28H58 000630-02-4 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Pentadecane 212 C15H32 000629-62-9 86
5 Tetracosane 338 C24H50 000646-31-1 83
Abundance Scan 2110 (15.685 min): BG055704.D\data.ms (-2106) (- | m/z 57.00 100.00%
57.0
o MJ‘J\;
— —
‘ %9 Lo 15.50 16.00
I I I O m/z 43.10  71.40%
miz--> 50 100 150 200 250 300 350
Abundance #59029: Tridecane
57.0
5000 e ——
15.50 16.00
‘ F m/z 71.10 53.18%
9.0
141.0184.0
Ol\\(ﬂ\\“‘ “““\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
—T —
15.50 16.00
5000 m/z 41.00 33.43%
ol ‘h‘ I H | 141 0183 0225.0 281.0 337.0 394.
R S o e A
m/z--> 50 100 150 200 250 300 350
Abundance #107216: Hexadecane T —
57.0 15.50 16.00
m/z 85.10 30.58%
h WKNAJbMMMJk\NMmNM/XV
NIRRT N v e o
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BG@55704.D

Acqg On : 19 Nov 2022 00:24
Operator : CG/JU

Sample : N5686-01 2X

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 Dodecane, 1-iodo- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.543 2.79 ng 100669  Phenanthrene-di10 17.618
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Dodecane, 1-iodo- 296 C12H251 004292-19-7 72
2 Hexadecane 226 C16H34 000544-76-3 72
3 Eicosane 282 C20H42 000112-95-8 72
4 Undecane, 3-ethyl- 184 C13H28 017312-58-2 72
5 Nonadecane 268 C19H40 000629-92-5 72
Abundance Scan 2256 (16.543 min): BG055704.D\data.ms (-2251) (- | m/z 57.05 100.00%
57.0
. T /\‘/V\LN
T
H 121.0 19901850 16.50
ol ey, LT m/z 43.00 72.57%
miz-> 50 100 150 200 250
Abundance #193302: Dodecane, 1-iodo-
57.0
5000 j '
16.50
m/z 71.05 54.03%
27,0 ‘ 99.0
0 \‘\ U"M\ ‘1‘ T T \‘ T “1\6?\0\ | IS N A B \2\96‘(
miz--> 50 100 150 200 250
Abundance #107217: Hexadecane
57.0
T
16.50
5000 m/z 91.00 47 .30%
27.0
oL LA L1120 1a10 gm0 20
miz--> 50 100 150 200 250
Abundance #176386: Eicosane T
57.0 16.50
m/z 41.05 37.86%
- W\w/\k\rﬂﬂ/
99.0
B0l | %0 1410 1830 2250 2820
LA A B e B L e e —
m/z--> 50 100 150 200 250 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BG@55704.D

Acqg On : 19 Nov 2022 00:24
Operator : CG/JU

Sample : N5686-01 2X

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.077 2.09 ng 75498  Phenanthrene-die 17.618
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Nonadecane 268 C19H40 000629-92-5 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Tetracosane 338 (C24H50 000646-31-1 91
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90

Abundance Scan 2517 (18.077 min): BG055704.D\data.ms (-2513) (- | m/z 57.05 100.00%
57.0

-

5000
99.0 i&od
ol b ld 1590 2080 24602809 .. 4319 75.88%
mi/z--> 50 100 150 200 250
Abundance #194588: Heneicosane
57.0
5000 T T

18.00
m/z 71.05 58.22%

99.0
Jisol | |||, 10 1630 2050 2s6
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
m/z--> 50 100 150 200 250
Abundance #158598: Nonadecane
57.0

T
18.00

5000 m/z 85.05 43.21%
99.0
oLl LA a0 a0 2680
miz--> 50 100 150 200 250
Abundance #141056: Octadecane — ‘
57.0 18.00
m/z 41.00 34.08%
5000
‘ 99.0
olzsio) || [ | 410 1830 2540 o
miz--> 50 100 150 200 250 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BG@55704.D

Acqg On : 19 Nov 2022 00:24
Operator : CG/JU

Sample : N5686-01 2X

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 Tridecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.476 4.00 ng 144353  Phenanthrene-di10 17.618
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 90
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 46
Abundance Scan 2585 (18.476 min): BG055704.D\data.ms (-2580) (- | m/z 43.10 100.00%
43.1 73.0
5000 AJAMMMWfMJ\VVWNJ&mmN
——
18.50
— m/z 73.00 91.75%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92063: Tridecanoic acid
e
43.0 730
5000 129.0 T
18.50
171.0 m/z 60.00 88.78%
LY e
O \H‘\‘H\‘HHH!“ \‘1H‘H!‘\\}“““H‘M‘\‘\‘H“\\}\"HH‘\‘\H‘H\‘\‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
i
18.50
5000 256.0 m/z 57.05 85.87%
129.0
213.0
L 2
Ol bl “1‘;“”1‘u:“‘”‘w‘w W R NN WSS
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126199: Pentadecanoic acid —
43.0 73.0 18.50
m/z 55.00 78.38%
5000 129.0
‘ 199.0 2420
qu,, —r—
m/z--> 20 40 60 80 100120140160180200220240260280 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BG@55704.D

Acqg On : 19 Nov 2022 00:24
Operator : CG/JU

Sample : N5686-01 2X

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.764 2.15 ng 77826  Phenanthrene-die 17.618
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 87
3 Undecane, 5-methyl- 170 C12H26 001632-70-8 87
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
5 Tetracosane 338 (C24H50 000646-31-1 86

Abundance Scan 2634 (18.764 min): BG055704.D\data.ms (-2630) (- | m/z 57.05 100.00%

57.0
5000

i —
1850  19.00

160.1

‘m““ﬂ“‘\u“u“ 23812811 8212 4, 43.05  65.40%

m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0

5000 — e
18.50 19.00

m/z 71.05 57.69%

J‘ gl F1410183022502670 3230 380.!(
T T ‘ \ T ‘ T ‘ T ‘ UL ‘ T 1T T 1T ‘ T 1T
miz--> 50 100 150 200 250 300 350
Abundance #45506: Decane, 3,6-dimethyl-
57.0

T T
18.50 19.00

o

o

5000 m/z 85.05 40.57%
113.0
0‘JM‘Mqu\ﬂ“JETQR“““““““‘_“‘ Mﬂwﬁ%“vMAmwwﬂwwd&
m/z--> 50 100 150 200 250 300 350
Abundance #45494: Undecane, 5-methyl- T —
43.0 18.50 19.00

m/z 41.00  29.47%

o i %M\/\W

S O - U D
m/z--> 50 100 150 200 250 300 350 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BG@55704.D

Acqg On : 19 Nov 2022 00:24
Operator : CG/JU

Sample : N5686-01 2X

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 Pentadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.387 3.46 ng 125062  Phenanthrene-di10 17.618
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 70
4 Hexadecane 226 C16H34 000544-76-3 70
5 Nonadecane 268 C19H40 000629-92-5 62
Abundance Scan 2740 (19.387 min): BG055704.D\data.ms (-2736) (- | m/z 57.10 100.00%
57.1
5000 \%JM\/\A
206.1 — ——
9.1 19.00 19.50
ol A b i SO0 o 2669 3492 . 4300 68.51%
miz--> 50 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0
5000 — ——
19.00 19.50
9.0 m/z 71.10 57.84%
0 154 i H‘ e h‘ | 141 0 183.0 225.0 296.0
\\f\‘ \\\\‘\\1\‘1\\\’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #90189: Pentadecane
57.0
— ——
19.00 19.50
5000 m/z 85.10 45 .52%
9.0
0180 | | | F R
m/z--> O 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- — —
57.0 19.00 19.50
m/z 41.05 29.54%
o WmmwwwwwatMWWNW/\“w
0 L‘ I ‘\ % 14101830 5390 2960
i 1 — —
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BG@55704.D

Acqg On : 19 Nov 2022 00:24
Operator : CG/JU

Sample : N5686-01 2X

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.957 2.00 ng 82772  Chrysene-di12 21.919
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Docosane 310 C22H46 000629-97-0 91
3 Tetracosane 338 (C24H50 000646-31-1 87
4 Octacosane 394 (C28H58 000630-02-4 83
5 Heneicosane 296 C21H44 000629-94-7 83
Abundance Scan 2837 (19.957 min): BG055704.D\data.ms (-2834) (- | m/z 57.00 100.00%
57.0
‘ 20.00
141.0 226.0 .
0l ‘M“ ! M, w‘m 1831200 3051 8102wz 4310 69.30%
miz--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane
57.0
5000 T
20.00
m/z 71.10 60.23%
o ‘\ ‘ | %9‘0‘ 141.0183.0 226.0
\\\‘\\\\]\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #212282: Docosane
57.0
—
20.00
5000 m/z 85.05 45 ,20%
9.0
‘\ ‘ | J \‘ ‘141(\)18?0 239.0 310.0
S S A I it s A G
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane T
57.0 20.00
m/z 41.00 26.13%
- MN\J\\/MAW
9.0
0 [l %410183.02250267.0  338.0
A e e —
m/z--> 50 100 150 200 250 300 350 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BG@55704.D

Acqg On : 19 Nov 2022 00:24
Operator : CG/JU

Sample : N5686-01 2X

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Heptadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.486 2.81 ng 116043  Chrysene-di12 21.919
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Heptadecane 240 C17H36 000629-78-7 96
2 Pentadecane 212 C15H32 000629-62-9 96
3 Hexadecane 226 C16H34 000544-76-3 96
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 93
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2927 (20.486 min): BG055704.D\data.ms (-2924) (- m/z 57.00 100.00%
57.0
5000 WJ\“MJ
240.0 50 50
113.0 20.50
169.0
ob ALLLLILA0 WL 8420 41614761 s 10 g6lgen
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #123960: Heptadecane
57.0
5000 T
20.50
m/z 71.10 61.77%
LT e00 2400
0‘H‘\‘r‘\'\\"\H\‘\M“\\\‘\‘H\}‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90189: Pentadecane
57.0
——
20.50
5000 m/z 85.10 42.63%
" 113.0 212.0
I B o o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107216: Hexadecane —
57.0 20.50
m/z 41.00  25.95%
o W\_/V\JLW/W’W\”/
113.0
Ok L LT 189:0 2260 —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG111822\

Data File : BGO55704.D

Acqg On : 19 Nov 2022 00:24
Operator : CG/JU

Sample : N5686-01 2X

Misc

ALS vial : 14

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 Octadecane, 2-methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
20.985 2.19 ng 90557  Chrysene-di12 21.919
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Pentadecane 212 C15H32 000629-62-9 94
2 Octadecane, 2-methyl- 268 C19H40 001560-88-9 89
3 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 89
4 Octacosane 394 (C28H58 000630-02-4 76
5 Hexatriacontane 507 C36H74 000630-06-8 76

Abundance Scan 3012 (20.985 min): BG055704.D\data.ms (-3010) (-
57.1

m/z 57.10 100.00%

5000

F

—
3.1 21.00
1780239.1 3483
o"m"mﬁe\wwww‘,"H,HH_MHH“‘?‘Z‘?“S% m/z 43.05 69.51%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90189: Pentadecane
57.0
5000 LA
21.00
m/z 71.10 59.27%
| 2270 2120
0\\\\ 11\\1“\“\‘\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\
\ \ I \ \ T T \ \ \ \

m/z--> 0 50 100 150 200 250 300 350 400 450 500

-

Abundance #158610: Octadecane, 2-methyl-
43.0
—
21.00
5000 m/z 85.10 36.53%
i f 0 225.0
] S SRR
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #141070: Heptadecane, 8-methyl- ——
57.0 21.00
m/z 41.00 23.71%
2000 \NMMAmmWﬂMAAMM¢AWWWMWJw
126.0
OMMIHLBZOZ?’%O, L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BGO55704.D

Acqg On : 19 Nov 2022 00:24
Operator : CG/JU

Sample : N5686-01 2X

Misc

ALS Vvial : 14  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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|
2-Pentanone, 4-... 5.303 6.8 ng 112543 1  8.253 328997 20.0
Nonadecane 13.676 2.1 ng 65690 3 14.875 635726 20.0
Tridecane 15.685 2.0 ng 64642 3 14.875 635726 20.0
Dodecane, 1-iodo-  16.543 2.8 ng 100669 4 17.618 722539 20.0
Heneicosane 18.077 2.1 ng 75498 4 17.618 722539 20.0
Tridecanoic acid 18.476 4.0 ng 144353 4 17.618 722539 20.0
Heptacosane 18.764 2.1 ng 77826 4 17.618 722539 20.0
Pentadecane 19.387 3.5 ng 125062 4 17.618 722539 20.0
Hexadecane 19.957 2.0 ng 82772 5 21.919 826280 20.0
Heptadecane 20.486 2.8 ng 116043 5 21.919 826280 20.0
Octadecane, 2-m... 20.985 2.2 ng 90557 5 21.919 826280 20.0
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