LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe41122\
Data File : BGO53111.D

Acqg On : 11 Apr 2022 21:28
Operator : CG/JU

Sample : N2349-07

Misc :

ALS Vvial : 19 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-BG040822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO53111.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.689 385 392 401 rBV 431930 704523 36.05% 4.724%
2 6.394 505 512 522 rBV 7951 24162 1.24% 0.162%
3 7.281 655 663 671 rBV 568871 998627 51.10% 6.696%
4 8.121 798 806 811 rBV 125293 228731 11.70%  1.534%
5 8.180 811 816 822 rVvB2 84018 136331 6.98% 0.914%
6 8.274 822 832 836 rBvV7 11449 28641 1.47% 0.192%
7 9.284 996 1004 1012 rVW 367233 656883 33.61% 4.404%
8 9.360 1012 1017 1025 rVB6 12924 28857 1.48% 0.193%
9 9.842 1092 1099 1110 rVB6 20428 48944 2.50% 0.328%
10 10.289 1166 1175 1179 rBV2 10544 22293 1.14% 0.149%
11 10.341 1179 1184 1191 rVV4 16047 29608 1.51% 0.199%
12 10.435 1194 1200 1210 rVBO 12867 27206 1.39% 0.182%
13 10.700 1239 1245 1251 rBV5 17824 39242 2.01% 0.263%
14 10.935 1275 1285 1293 rBV 177457 337203 17.25%  2.261%
15 11.469 1367 1376 1382 rBV3 20751 38355 1.96% 0.257%
16 11.945 1452 1457 1462 rBv4 12882 25147 1.29% 0.169%
17 12.339 1518 1524 1529 rVB4 12817 22521 1.15% 0.151%
18 13.243 1672 1678 1689 rBV3 32377 63810 3.26% ©0.428%
19 13.367 1692 1699 1706 rVB 1063794 1638469 83.84% 10.986%
20 13.602 1735 1739 1748 rVB4 17360 30075 1.54% 0.202%
21 14.266 1847 1852 1859 rVB7 19265 32293 1.65% 0.217%
22 14.377 1866 1871 1880 rVB5 15141 30286 1.55% 0.203%
23 14.741 1927 1933 1940 rVB 292047 473384 24.22% 3.174%
24 15.529 2060 2067 2070 rBV7 11402 24010 1.23% 0.161%
25 15.576 2070 2075 2080 rVB4 26288 49175 2.52% ©0.330%
26 16.228 2180 2186 2197 rVB 309731 500518 25.61%  3.356%
27 16.439 2217 2222 2225 rBV 65534 89112 4.56% ©.597%
28 17.232 2352 2357 2362 rBV2 86542 138280 7.08% 0.927%
29 17.285 2362 2366 2370 rVB2 52297 71797 3.67% 0.481%
30 17.485 2395 2400 2406 rBV 326180 492578 25.20%  3.303%
31 17.555 2410 2412 2417 rVB2 50089 67121 3.43% 0.450%
32 17.890 2466 2469 2475 rVB4 31639 43093 2.20% 0.289%
33 17.972 2478 2483 2486 rBV 167497 228964 11.72% 1.535%
34 18.254 2527 2531 2532 rBV 30744 39829 2.04% 0.267%
35 18.413 2555 2558 2564 rBV3 31034 46654 2.39% 0.313%
36 18.477 2566 2569 2571 rBV2 33414 37979 1.94% 0.255%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe41122\
Data File : BGO53111.D

Acqg On : 11 Apr 2022 21:28
Operator : CG/JU

Sample : N2349-07

Misc

ALS Vvial : 19 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-BG040822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 18.660 2596 2600 2604 rBV 338965 433495 22.18% 2.907%
38 19.059 2666 2668 2673 rBV 51958 57739 2.95% 0.387%
39 19.118 2674 2678 2682 rVV 157727 233773 11.96% 1.567%
40 19.288 2703 2707 2711 rBV 540769 666580 34.11% 4.469%
41 19.453 2732 2735 2741 rBV4 96445 222178 11.37%  1.490%
42 19.506 2741 2744 2749 rBV2 156771 271076 13.87% 1.818%
43 19.864 2801 2805 2809 rVB 613404 712966 36.48% 4.780%
44 20.034 2831 2834 2836 rBV2 246102 341999 17.50%  2.293%
45 20.093 2840 2844 2849 rVB 1439321 1954389 100.00% 13.104%
46 20.169 2854 2857 2860 rBvV2 258319 386806 19.79%  2.593%
47 20.393 2892 2895 2899 rBV 736127 898175 45.96% 6.022%
48 20.575 2923 2926 2931 rBV3 319787 541472 27.71% 3.630%
49 20.892 2977 2980 2983 rBV 594561 699231 35.78% 4.688%

Sum of corrected areas: 14914580
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BGO53111.D

Acqg On : 11 Apr 2022 21:28
Operator : CG/JU

Sample : N2349-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG053111.D\data.ms

2000000
1500000

1000000
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Abundance TIC: BG053111.D\data.ms
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Abundance TIC: BG053111.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BGO53111.D

Acqg On : 11 Apr 2022 21:28
Operator : CG/JU

Sample : N2349-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 1-Hexanol, 2-ethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.180 11.92 ng 136331 1,4-Dichlorobenzene-d4 8.121

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 59
3 1-Hexene, 5,5-dimethyl- 112 C8H16 007116-86-1 53
4 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 50
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 50
Abundance Scan 816 (8.180 min): BG053111.D\data.ms (-811) (-) m/z 57.15 100.00%
57.1
5000
‘ ‘1 29 9 7.80 8.00 8.20 8.40 8.60
oMz 2wz 4115 39.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 L L B L B LA BN L B
7.80 8.00 8.20 8.40 8.60
m/z 55.15 29.52%
O‘\\“‘\H\‘\!‘\“]\-r‘l\‘z\.(\)\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22101: Octane, 2,3-dimethyl-
57.0
R e
7.80 8.00 8.20 8.40 8.60
5000 m/z 43.15 27.87%
o llljseze
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7584: 1-Hexene, 5,5-dimethyl- T
57.0 7.80 8.00 8.20 8.40 8.60
m/z 56.15 19.53%
5000
1] o
B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BGO53111.D

Acqg On : 11 Apr 2022 21:28
Operator : CG/JU

Sample : N2349-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 unknown9.360 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.360 2.52 ng 28857 1,4-Dichlorobenzene-d4 8.121

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-(3,3-Dimethyloxiran-2-yl)-2,7-... 238 C15H2602 1000192-15-6 43
2 1-Propanone, 1-(3-cyclohexen-1-y... 166 C11H180 016076-65-6 43
3 Cyclohexene, 3-(2,2-dimethylprop... 168 C11H200 054965-85-4 37
4 2-Octen-1-o0l, 3,7-dimethyl-, iso... 226 C14H2602 1000132-45-6 27
5 Cyclohexene,3-(1-methylpropyl)- 138 C10H18 015232-91-4 25

Abundance Scan 1017 (9.360 min): BG053111.D\data.ms (-1012) (-) m/z 81.15 100.00%

81.2
5000
M 1 4670 9.00 9.20 9.40 9.60
oMt L wz 57.20 86.16%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #121101: 9-(3,3-Dimethyloxiran-2-yl)-2,7-dimethylnona-2
81.0
29, 9.00 9.20 9.40 9.60
1 1350 m/z 43.10 60.16%
0 \‘\‘ “‘H\“\“ \“‘\‘\“\‘“‘\]\.\8\9.‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #41457: 1-Propanone, 1-(3-cyclohexen-1-yl)-2,2-dimethyl
81.0
AR R R
9.00 9.20 9.40 9.60
5000 m/z 71.15 58.93%
29.
miz--> 50 100 150 200 250 300 350 400 450
Abundance #43398: Cyclohexene, 3-(2,2-dimethylpropoxy)-
81.0 9.00 9.20 9.40 9.60
m/z 41.15 49.22%
B MW\/MW
OIJ" S
m/z--> 50 100 150 200 250 300 350 400 450 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BGO53111.D

Acqg On : 11 Apr 2022 21:28
Operator : CG/JU

Sample : N2349-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 unknown9.842 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.842 2.90 ng 48944  Naphthalene-d8 10.935

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fenchol 154 C10H180 001632-73-1 45
2 Fenchol, exo- 154 C10H180 022627-95-8 42
3 4-Ethylcyclohexanol 128 C8H160 004534-74-1 32
4 Allylidenecyclohexane 122 C9H14 005664-10-8 25
5 1,4-Pentadiene, 3,3-dimethyl- 96 C7H12 001112-35-2 22

Abundance Scan 1099 (9.842 min): BG053111.D\data.ms (-1092) (-) m/z 81.05 100.00%

81.0
5000 43.1
121.2
VLA g
R MUJ‘_“ [ W'U H‘H_HMWH_ m/z 43.10  47.45%
m/z--> 20 40 60 80 100 120 140 160
Abundance #30901: Fencho
81.0
5000 41.0 — —
9.50 10.00
m/z 71.10 39.94%
111.0
‘\\M L’_”\ u‘ [ ‘ ‘ ‘\ 13§O 1540
O\\\‘\\\\’\\\\ T ‘\i\\‘\\\\‘\\\\‘\
m/z--> 20 80 100 120 140 160
Abundance #30965.FenchoLex0—
81.0
43.0
9.50 10.00
5000 m/z 55.10 36.69%
111.0
. 3 |, 1300
T ‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #14331: 4-EtthydohexanoI r— i
81.0 9.50 10.00
m/z 80.05 35.98%
5000 57.0
39 110.0
140 | || P
m/z--> 20 40 60 80 100 120 140 160 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BGO53111.D

Acqg On : 11 Apr 2022 21:28
Operator : CG/JU

Sample : N2349-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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-Undecanol Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.243 2.70 ng 63810 Acenaphthene-die 14.741
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Undecanol 172 C11H240 000112-42-5 90
2 Cyclooctane, methyl- 126 C9H18 001502-38-1 74
3 3-Decene 140 C1leH20 019398-37-9 53
4 1-Nonene 126 C9H18 000124-11-8 50
5 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 46

Abundance Scan 1678 (13.243 min): BG053111.D\data.ms (-1672) (- m/z 55.10 100.00%

55.1
5000 83.2
—— —
ol I T B R m/z 43.15  77.03%
m/z--> 20 40 60 80 100 120 140
Abundance #47350: 1-Undecano
55.0
83.0
5000 — —
31.0 13.00 13.50
111.0 m/z 69.15 75.49%
0 \1\4“-\0‘\‘1\\“ ‘\\H“\H\‘\“ ‘\\‘!“\\“1\‘\“\\\‘\1\-5\4\..‘0
m/z--> 20 40 60 80 100 120 140
Abundance #13198: Cyclooctane, methyl-
55.0
— —
13.00 13.50
5000 m/z 41.15 68.71%
29.0 830 1110
0 Mlz&o
m/z--> 20 40 60 80 100 120 140
Abundance #20635: 3-Decene T ——
41.0 13.00 13.50
69.0 m/z 56.10 68.52%
5000
‘ ‘ 97.0 140.0
o2 Wl W by L
m/z--> 20 40 60 80 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BGO53111.D

Acqg On : 11 Apr 2022 21:28
Operator : CG/JU

Sample : N2349-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 Hexadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.439 3.62 ng 89112  Phenanthrene-d1e 17.485
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 83
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 53
3 Heptadecane 240 C17H36 000629-78-7 50
4 Tetradecane 198 C14H30 000629-59-4 49
5 Eicosane 282 C20H42 000112-95-8 49

Abundance Scan 2222 (16.439 min): BG053111.D\data.ms (-2217) (- m/z 43.15 100.00%

-

5000 35.1
——
h 127.3 168.2 207.2 16.50
Ol g gy e m/z 57.15  93.31%
m/z--> 50 100 150 200 250 300
Abundance #107219: Hexadecane
57.0
5000 T
16.50
99.0 m/z 71.15 67.66%
226.0
Olwswq‘\ ‘\““h\ “‘!‘ \‘H‘\ H“ \“‘ \%4}‘1.‘9\ :‘!-8\3\0‘ T \‘\ L B B B B
m/z--> 50 100 150 200 250 300
Abundance #228592: Tetradecane, 1-iodo-
57.0
——
16.50
5000 m/z 58.15 47.07%

“ 99.0 1550 197.0
Il

.

ol b Ly P P 324
miz--> 50 100 150 200 250 300
Abundance #123959: Heptadecane T

57.0 16.50
m/z 41.15 42.98%
5000
99.0

okl dud 210 a0 200 L

m/z--> 50 100 150 200 250 300 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BGO53111.D

Acqg On : 11 Apr 2022 21:28
Operator : CG/JU

Sample : N2349-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 Heptacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.232 5.61 ng 138280  Phenanthrene-di10 17.485
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Pentadecane 212 C15H32 000629-62-9 86
4 Octacosane 394 C28H58 000630-02-4 86
5 Hexadecane 226 Cl16H34 000544-76-3 78

Abundance Scan 2357 (17.232 min): BG053111.D\data.ms (-2352) (-  m/z 57.15 100.00%
57.1

—— —
9.2 17.00 17.50
Ly d) 1413 2011 :
0 vt “““”y‘\w“‘““““““‘,““ m/z 43.15 87.63%
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 — —
17.00 17.50
m/z 71.15 69.57%
ol | \ | ‘\ ] }410183022502670 323.0  380.(
\\\\‘ \\‘\\\‘\\\\‘\\\\‘\\\\\\\\’\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane
57.0
—— —
17.00 17.50
5000 m/z 85.15 46.96%
9.0
tsd 1L aaoms0 200
m/z--> 50 100 150 200 250 300 350
Abundance #90189: Pentadecane 1 —
57.0 17.00 17.50
m/z 41.15 41.02%
- WW
9.0
m/z--> 50 100 150 200 250 300 350 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BGO53111.D

Acqg On : 11 Apr 2022 21:28
Operator : CG/JU

Sample : N2349-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 Hentriacontane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.285 2.92 ng 71797  Phenanthrene-di1e 17.485
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31He64 000630-04-6 86
2 Hexacosane 366 C26H54 000630-01-3 86
3 Heneicosane 296 C21H44 000629-94-7 80
4 Heptacosane 380 C27H56 000593-49-7 80
5 Pentacosane 352 C25H52 000629-99-2 78

Abundance Scan 2366 (17.285 min): BG053111.D\data.ms (-2362) (-  m/z 57.15 100.00%

57.1
5000
— —
‘ 131 jg04 17.00 17.50
ol d s 0 002 m/z 71.20  71.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
5000 — —
17.00 17.50
m/z 43.15 57.09%
O uh\ H\]\.I h h\ \1\6\9\0\2\2\50 3090 3650 437'
\\\\‘\!\]\\\\‘\\\\’\\\\‘\\\\‘\\\\[\\\\‘\\\\’
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane
57.0
— —
17.00 17.50
5000 ITI/Z 85.15 39.46%
0 ‘ ‘ A “\ 1‘\\ h‘ \\ | ]7699 225.0 295.0 367.0
e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane T —
57.0 17.00 17.50
m/z 41.15 33.10%
h \WMMM\/\WW
o‘J,Mlego,Z?SOZ%O N —
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BGO53111.D

Acqg On : 11 Apr 2022 21:28
Operator : CG/JU

Sample : N2349-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 unknownl7.555 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.555 2.73 ng 67121  Phenanthrene-di0 17.485
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentadecanone 226 C15H300 002345-28-0 47
2 2-Heptanone, 6-methyl- 128 C8H160 000928-68-7 43
3 2-Heptanone, 4-methyl- 128 C8H160 006137-06-0 38
4 Undecanal, 2-methyl- 184 C12H240 000110-41-8 38
5 2,15-Hexadecanedione 254 C16H3002 018650-13-0 35
Abundance Scan 2412 (17.555 min): BG053111.D\data.ms (-2410) (- m/z 43.15 100.00%
43.1
20 w
71.2 T T
109. 2
R X
o‘H‘_H‘ﬂum_wm‘WwMwaWuManuuw‘wu_m‘_uu“uu‘ m/z 58.15 54.19%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #107149: 2-Pentadecanone
58.0
5000 — :
17.50
290 m/z 41.15 36.71%
85.0 226.0
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #14375: 2-Heptanone, 6-methyl-
43.0
T \
17.50
5000 m/z 59.15 35.86%
15.0‘ “ ‘
O‘HM‘N‘MHWMJH_VH_‘H‘HH‘HH‘H‘WH‘WH‘W‘HW‘H‘
m/z--> 20 40 60 80 100120 140160 180 200 220 240 N»\N
Abundance #14376: 2-Heptanone, 4-methyl- : H— ‘
43.0 17.50
m/z 57.15 22.79%
5000
15.0 85.0
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BGO53111.D

Acqg On : 11 Apr 2022 21:28
Operator : CG/JU

Sample : N2349-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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, 1l-iodo- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.972 9.30 ng 228964  Phenanthrene-di10 17.485
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 91
2 Nonadecane 268 C19H40 000629-92-5 90
3 Decane, 1-iodo- 268 C1leH21I 002050-77-3 87
4 10-Methylnonadecane 282 C20H42 056862-62-5 80
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 80

Abundance Scan 2483 (17.972 min): BG053111.D\data.ms (-2478) (- m/z 57.15 100.00%
1

57.
5000
99.2 iéod
' 141.2 -
ol u‘m“ ld o 1912 1823217.3 2683 L., 4315 73.28%
m/z--> 50 100 150 200 250 300
Abundance #228592: Tetradecane, 1-iodo-
57.0
5000 L
18.00
m/z 71.15 64.22%
99.0 1550
O T T ‘\“ ‘“ ‘\ MH‘ \H‘\ “‘ \‘ T ‘\ !‘ “\ T \1\97‘0\ T T T ‘ T T T T ‘ \32\4\.|
m/z--> 50 100 150 200 250 300
Abundance #158597: Nonadecane
57.0
—
18.00
5000 ITI/Z 85.15 45.38%
99.0
oLl L] 1410 1830 2250 2680
B B e T A E e
m/z--> 50 100 150 200 250 300
Abundance #157263: Decane, 1-iodo- 7
43.0 18.00
m/z 41.15 36.27%
5000 850
‘ .0
oL by | . 1830 2680 —
m/z--> 50 100 150 200 250 300 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BGO53111.D

Acqg On : 11 Apr 2022 21:28
Operator : CG/JU

Sample : N2349-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.660 17.60 ng 433495  Phenanthrene-d10 17.485
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Tridecane, 6-propyl- 226 Cl6H34 055045-10-8 93
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 90
4 Nonadecane 268 C19H40 000629-92-5 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 2600 (18.660 min): BG053111.D\data.ms (-2596) (-  m/z 57.15 100.00%
57.1

5000 N/MAAAﬂAﬁﬂAw”v/ﬁxV$]\
—— —
1132, 18.50 19.00
obAMATI 168322532823 8070 .., 4315 75.96%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #176384: Eicosane
57.0
5000 — ——
18.50 19.00
m/z 71.15 64.86%
113.0
‘ \ | J’ | | 169.02250282.0
O\‘\ ‘\I\‘\H\“\‘\‘\}\“\“\\‘\“\‘\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107222: Tridecane, 6-propyl-
43.
—— —
18.50 19.00
5000 m/z 85.15 43.26%
126.0 183.0
Y
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #211086: Tridecane, 1-iodo- T —
57.0 18.50 19.00
m/z 41.15 37.23%
w MM
183.0
113.0
m/z--> 50 100 150 200 250 300 350 400 450 500 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BGO53111.D

Acqg On : 11 Apr 2022 21:28
Operator : CG/JU

Sample : N2349-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 Heptadecane, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.118 9.49 ng 233773  Phenanthrene-di10 17.485
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 78
2 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 72
3 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 64
4 Tetradecane 198 C14H30 000629-59-4 64
5 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 62

Abundance Scan 2678 (19.118 min): BG053111.D\data.ms (-2674) (- m/z 57.15 100.00%
1

57
5000
1900 1950
1132 169.2 : :
ol bbb 2002 20ra 4824 43.15 54.49%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #141066: Heptadecane, 2-methyl-
43.0
5000 — e
19.00 19.50
m/z 71.15 45.77%
[ 11799 15502110
O\\‘\‘\\\l‘\\‘\\“\1\\‘f\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
—r —
19.00 19.50
5000 m/z 85.15 28.76%
113.0
UL e
miz--> 50 100 150 200 250 300 350 400 450
Abundance #45502: Decane, 2,4-dimethyl- — —
43.0 19.00 19.50
m/z 55.15 26.78%
5000 WJ\/WM
” 112.0
R R o L —r —
m/z--> 50 100 150 200 250 300 350 400 450 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BGO53111.D

Acqg On : 11 Apr 2022 21:28
Operator : CG/JU

Sample : N2349-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 Hexacosane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

19.288 27.07 ng 666580  Phenanthrene-di10 17.485
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 10-Methylnonadecane 282 C20H42 056862-62-5 87
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 86

Abundance Scan 2707 (19.288 min): BG053111.D\data.ms (-2703) (- m/z 57.15 100.00%
57.1

5000 MLAMW
—— —
| 9 2 1412 19.00 19.50
ob ok hd L 34121832 2393 2963 3503 ., 4315  74.78%
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 —r ——
19.00 19.50
m/z 71.15 63.00%
ol L \ | ‘\ ] }41 0183.0225.0267.0 323.0 380.(
\\\\‘ \\‘\\\‘\\\\‘\\\\‘\\\\\\\\’\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
—— —
19.00 19.50
5000 ITI/Z 85.15 44 ,30%
ol ‘L‘ 1 \\ | 141-0183.0225.0267.0309.0 3670
=y T T
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane T ——
57.0 19.00 19.50
m/z 41.15 35.32%
. M\AAA/M/\
Jog | omonse meo T
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\BG@41122\
Data File : BGO53111.D

Acqg On : 11 Apr 2022 21:28
Operator : CG/JU

Sample : N2349-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 Tetradecane, 2,6,10-trimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
19.453 9.02 ng 222178  Phenanthrene-di10 17.485
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 89
2 Eicosane, 2-methyl- 296 C21H44 001560-84-5 87
3 Decane, 2-methyl- 156 C1l1H24 006975-98-0 81
4 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 76
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 70

Abundance Scan 2735 (19.453 min): BG053111.D\data.ms (-2732) (- m/z 57.15 100.00%
57.1
5000 M
‘ 113.2 1950
1832 2533 :
ol rdid “lw“‘ b e i 3074 3990 4y 71015 86.91%
m/z--> 0 50 100 150 200 250 300 350
Abundance #123971: Tetradecane, 2,6,10-trimethyl-
57.0
5000 1
19.50
m/z 43.15 59.89%
113.0155.0
0 ‘ LI \““\hh‘ \““\‘M‘ \H‘\“\ T “‘\ T \‘\ ’?2\5\(\)’ T 1T ‘ UL ‘ T
m/z--> 0 50 100 150 200 250 300 350
Abundance #194594: Eicosane, 2-methyl-
57.0
——
19.50
5000 m/z 55.15 44 .,23%
1410 253.0
2o LT w00 "m0
miz--> 0 50 100 150 200 250 300 350
Abundance #33083: Decane, 2-methyl- T
567.0 19.50
m/z 85.15 34.21%
5000
‘ 112.0
0 Hd‘\"»\»m‘h‘“1536‘9",W,W_m_‘ -
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BGO53111.D

Acqg On : 11 Apr 2022 21:28
Operator : CG/JU

Sample : N2349-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 Dodecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.506 11.01 ng 271076  Phenanthrene-di10 17.485
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 90
2 Undecane, 2-methyl- 170 C12H26 007045-71-8 86
3 Undecane, 5-methyl- 170 C12H26 001632-70-8 83
4 Octacosane 394 (C28H58 000630-02-4 80
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 78
Abundance Scan 2744 (19.506 min): BG053111.D\data.ms (-2741) (- m/z 57.15 100.00%
57.1
5000 M
1950 |
113.2 .
168.3
Ofrr "IMU‘wmwuu_mz?‘l;‘l‘??‘?’ml_‘H_‘H_F‘O};‘ m/z 43.15 69.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #45479: Dodecane
43
5000 —— :
19.50
m/z 71.15 62.84%
‘ 1 8.0 170.0
O\\L “\‘\‘\‘\ﬂ‘\'\“\\"\1\\‘\\\\‘\\\\‘\\\\‘\\H‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #45487: Undecane, 2-methyl-
43.0
T I
19.50
5000 m/z 85.15 52.00%
127.0
oud‘ ‘l“u‘u\M“whm_m‘mwuwm_m_m_
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #45494: Undecane, 5-methyl- T
43.0 19.50
m/z 41.15 30.25%
5000
112.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BGO53111.D

Acqg On : 11 Apr 2022 21:28
Operator : CG/JU

Sample : N2349-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 Nonadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.864 20.39 ng 712966  Chrysene-di12 21.779
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 97
2 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 94
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 87

Abundance Scan 2805 (19.864 min): BG053111.D\data.ms (-2801) (-  m/z 57.15 100.00%
57.1

5000 MJJMM$f\vAANJX\WUXM
P P
‘ 11321693 19.50 20.00
obrdd bl [y 7003 228.2 2914 3503 484 /7 43,15 76.09%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #158597: Nonadecane
57.0
5000 — —
19.50 20.00
m/z 71.15 66.74%
O \‘\‘\‘\\\“\l‘\‘\\‘l\\‘“\\\\‘T\\W’\‘W\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #211086: Tridecane, 1-iodo-
57.0
P P
19.50 20.00
5000 m/z 85.15 46.68%
183.0
113.0
0 WqukNﬂhhhc“‘h““‘W“$}99‘““W‘\\“H“ VJJ¥AMVKVAAVJKWNUMM
miz--> 50 100 150 200 250 300 350 400 450
Abundance #194595: Eicosane, 10-methyl- — —
57.0 19.50 20.00
m/z 41.15 30.20%
5000 Wﬁ
o [ 2P0 a0
m/z--> 50 100 150 200 250 300 350 400 450 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BGO53111.D

Acqg On : 11 Apr 2022 21:28
Operator : CG/JU

Sample : N2349-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.034 9.78 ng 341999 Chrysene-d12 21.779
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 94
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 87
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 87
4 Eicosane, 10-hexyl-10-methyl- 380 C27H56 055282-32-1 86
5 Tetratetracontane 619 C44H99 007098-22-8 83

Abundance Scan 2834 (20.034 min): BG053111.D\data.ms (-2831) (- m/z 57.15 100.00%
57.1

3

5000
113.2 ‘20‘00‘ |
'7169.2 | :
o_m_”u“‘u\\l Lyt 2308 2998 8594 8031 ., 71,15 69.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194587: Heneicosane
57.0
5000 AU w
20.00
m/z 43.15 51.52%
113.0
“ |17 16902250 296.0
0‘\\‘\\“\\‘\h\l‘ﬁ\\}\“l\l\\‘\l‘\‘\‘\l\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #45512: Decane, 3,8-dimethyl-
57.0
—r ‘
20.00
5000 ITI/Z 85.15 37.98%
113.0
170.0
R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #193303: Dodecane, 1-iodo- —— ‘
57.0 20.00
m/z 41.15 29.46%
155.0
o ML 00 a0 .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BGO53111.D

Acqg On : 11 Apr 2022 21:28
Operator : CG/JU

Sample : N2349-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 Undecane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.169 11.06 ng 386806  Chrysene-d12 21.779
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 80
2 Heptacosane 380 C27H56 000593-49-7 80
3 Undecane, 2-methyl- 170 C12H26 007045-71-8 64
4 Undecane, 5-methyl- 170 C12H26 001632-70-8 64
5 Tridecane, 4-methyl- 198 C14H30 026730-12-1 58

Abundance Scan 2857 (20.169 min): BG053111.D\data.ms (-2854) (- m/z 57.15 100.00%
57.1

5000 w
2000 2050
111.2 . .
183.2
Ofrr p”‘ byt 28133331 4813 4/ 43,15 90.46%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #275537: Hexacosane
57.0
5000 — —
20.00 20.50
m/z 71.15 86.33%
O T ‘\ ‘ \“ \h\]-“ \I‘\“\ }\]‘_\‘6“9‘0‘ ‘2\2\5\ \0‘ T \2\9\5’ \()\ T \3’6\7\ \()\ ’ TTTT ’ TTT
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #287976: Heptacosane
57.0
—— —
20.00 20.50
5000 ITI/Z 55.15 57.01%
oL LT 000 20s0 280 a0 M
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #45487: Undecane, 2-methyl- T T
43.0 20.00 20.50
m/z 85.15 45.70%
w kaﬂﬁijwﬂvbuﬂﬂmjkx
127.0
oH“N“JMM“HWH_m‘m‘,HH,HH,HH,M — —
m/z--> 0 50 100 150 200 250 300 350 400 450 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BGO53111.D

Acqg On : 11 Apr 2022 21:28
Operator : CG/JU

Sample : N2349-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 Heptadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.392  25.69 ng 898175  Chrysene-di2 21.779
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Tridecane, 6-propyl- 226 Cl6H34 055045-10-8 90
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 89
4 Hexacosane 366 C26H54 000630-01-3 87
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 2895 (20.393 min): BG053111.D\data.ms (-2892) (-  m/z 57.15 100.00%
57.1
5000
— ——
‘ | 9.2 1413 20.00 20.50
ol A A UL 1813 1073 2512 3244 8754 ;0 43,15 75.90%
mlz--> 50 100 150 200 250 300 350
Abundance #123958: Heptadecane
57.0
5000 — ——
20.00 20.50
m/z 71.15 61.81%
9.0
dsgl | [103momo 200
miz--> 50 100 150 200 250 300 350
Abundance #107222: Tridecane, 6-propyl-
43.0
— ——
20.00 20.50
5000 5.0 m/z 85.15 41.79%
127.0 183.0
ob b b Ol 2280
miz--> 50 100 150 200 250 300 350
Abundance #194595: Eicosane, 10-methyl- — —
57.0 20.00 20.50
m/z 55.15 39.19%
5000
9.0 154.0
ol Llli T aoroz00z8t0 N
m/z--> 50 100 150 200 250 300 350 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BGO53111.D

Acqg On : 11 Apr 2022 21:28
Operator : CG/JU

Sample : N2349-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 Tridecane, 7-propyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.575 15.49 ng 541472  Chrysene-d12 21.779
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 91
2 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 72
3 Tetradecane, 4-methyl- 212 C15H32 025117-24-2 60
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 60
5 Octacosane 394 C28H58 000630-02-4 58

Abundance Scan 2926 (20.575 min): BG053111.D\data.ms (-2923) (- m/z 57.15 100.00%

57.1
5000
2050 |
111.2
168.3
ol 1hd 'L Lo 2203 2811 8851 4431 n/p 71,15 71.83%
mlz--> 50 100 150 200 250 300 350 400
Abundance #107221: Tridecane, 7-propyl-
43.0
5000 — :
20.50
140.0 m/z 43.15 67.64%
0 \‘\‘“\“1‘%‘\+‘P\‘“\‘\\}‘\\1\“9\7‘.\()\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #170577: Sulfurous acid, 2-ethylhexyl hexyl ester
57.0
U
20.50
5000 ITI/Z 85.15 62.19%
113.0
0 J‘m“u‘wu_“"w‘H‘_m_wwm_m_m
m/z--> 50 100 150 200 250 300 350 400
Abundance #90196: Tetradecane, 4-methyl- T
43.0 20.50
m/z 55.15 34.77%
5000
9.0 169.0
oL—h ‘M\A‘M!‘Jku““““““‘H“““““ ——
m/z--> 50 100 150 200 250 300 350 400 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BGO53111.D

Acqg On : 11 Apr 2022 21:28
Operator : CG/JU

Sample : N2349-07

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 20 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.892  20.00 ng 699231  Chrysene-di2 21.779
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 94
2 10-Methylnonadecane 282 C20H42 056862-62-5 91
3 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 91
4 Hexatriacontane 507 C36H74 000630-06-8 91
5 Octacosane 394 (C28H58 000630-02-4 91

Abundance Scan 2980 (20.892 min): BG053111.D\data.ms (-2977) (- m/z 57.15 100.00%
57.

1
5000
— —
||H 3.2 2113 20.50 21.00
ob bbby 22 29533494 4293 524 m/z 43.15  82.14%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #246480: Tetracosane
57.0
5000 — ——
20.50 21.00
m/z 71.15 68.25%
Jl [ ?"0169.0225.0281.0338-0
O\\l\“\'\f‘r‘%‘\'\!“\‘rw“\“f\‘\%"\‘\\'\‘H\MHH‘HH‘HH‘HH
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #176388: 10-Methylnonadecane
57.0
— —
20.50 21.00
5000 m/z 85.15 47 .47%
154.0
bl |t
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #193304: 1-lodo-2-methylundecane “ —
57.0 20.50 21.00
m/z 41.15 35.50%
5000
mhﬁﬁﬁﬁwwwa%awmwwmww‘ S
m/z--> 50 100 150 200 250 300 350 400 450 500 20.50 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041122\
Data File : BGO53111.D

Acqg On : 11 Apr 2022 21:28
Operator : CG/JU

Sample : N2349-07

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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|
1-Hexanol, 2-et... 8.180 11.9 ng 136331 1 8.121 228731 20.0
unknown9.360 9.360 2.5 ng 28857 1 8.121 228731 20.0
unknown9.842 9.842 2.9 ng 48944 2 10.935 337203 20.0
1-Undecanol 13.243 2.7 ng 63810 3 14.741 473384 20.0
Hexadecane 16.439 3.6 ng 89112 4 17.485 492578 20.0
Heptacosane 17.232 5.6 ng 138280 4 17.485 492578 20.0
Hentriacontane 17.285 2.9 ng 71797 4 17.485 492578 20.0
unknown17.555 17.555 2.7 ng 67121 4 17.485 492578 20.0
Tetradecane, 1-... 17.972 9.3 ng 228964 4 17.485 492578 20.0
Eicosane 18.660 17.6 ng 433495 4 17.485 492578 20.0
Heptadecane, 2-... 19.118 9.5 ng 233773 4 17.485 492578 20.0
Hexacosane 19.288 27.1 ng 666580 4 17.485 492578 20.0
Tetradecane, 2,... 19.453 9.0 ng 222178 4 17.485 492578 20.0
Dodecane 19.506 11.0 ng 271076 4 17.485 492578 20.0
Nonadecane 19.864 20.4 ng 712966 5 21.779 699231 20.0
Heneicosane 20.034 9.8 ng 341999 5 21.779 699231 20.0
Undecane, 2-met... 20.169 11.1 ng 386806 5 21.779 699231 20.0
Heptadecane 20.392 25.7 ng 898175 5 21.779 699231 20.0
Tridecane, 7-pr... 20.575 15.5 ng 541472 5 21.779 699231 20.0
Tetracosane 20.892 20.0 ng 699231 5 21.779 699231 20.0
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