LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe41122\
Data File : BG053109.D

Acqg On : 11 Apr 2022 20:10
Operator : CG/JU

Sample : N2349-03

Misc :

ALS Vvial : 17 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: BGO53109.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.687 383 391 401 rBV 371047 613146 10.26% 1.130%
2 7.279 655 662 671 rVB 488979 861445 14.41% 1.588%
3 8.125 796 806 811 rBV 139411 253983 4.25% 0.468%
4 9.282 995 1003 1011 rVB 335678 612356 10.24% 1.129%
5 10.933 1274 1284 1293 rBV 197661 359613 6.02% 0.663%
6 13.365 1692 1698 1706 rVB 920612 1445583 24.18% 2.664%
7 14.740 1925 1932 1941 rVB 299376 479110 8.01% 0.883%
8 15.985 2136 2144 2149 rBV 51517 97944 1.64% 0.181%
9 16.226 2177 2185 2196 rBV 253273 443457 7.42% 0.817%
10 16.437 2216 2221 2223 rBV 157506 211902 3.54% 0.391%
11 16.461 2223 2225 2232 rVB2 120596 149981 2.51% 0.276%
12 17.230 2351 2356 2360 rBV 363425 466635 7.81% 0.860%
13 17.283 2360 2365 2369 rVW 246294 355644 5.95% 0.655%
14 17.483 2394 2399 2404 rBV 351794 606210 10.14% 1.117%
15 17.700 2433 2436 2443 rBV 102063 176429 2.95% 0.325%
16 17.771 2444 2448 2454 rBv4 112935 233934 3.91% 0.431%
17 17.835 2456 2459 2464 rBV3 79344 142593 2.39% 0.263%
18 17.894 2464 2469 2474 rBV 207278 333432 5.58% 0.615%
19 17.970 2478 2482 2489 rVV 1028647 1390461 23.26% 2.563%
20 18.252 2527 2530 2534 rBV3 169189 290427 4.86% 0.535%
21 18.417 2555 2558 2563 rVB 195720 236692 3.96% 0.436%
22 18.476 2565 2568 2571 rBV 180689 207730 3.47% 0.383%
23 18.517 2571 2575 2580 rVVv2 227059 402954 6.74% 0.743%
24 18.669 2596 2601 2605 rBV 2248051 3012556 50.39% 5.552%
25 18.916 2639 2643 2646 rBvV2 394788 632641 10.58% 1.166%

26 19.069 2666 2669 2672 rBV 385369 427693 7.15%
27 19.128 2675 2679 2683 rVB 1040222 1423902 23.82%
28 19.239 2695 2698 2703 rBV2 444852 532967  8.92%
29 19.298 2703 2708 2712 rBV 3707924 4845133 81.05%
30 19.463 2733 2736 2742 rBV2 659385 1225674 20.50%

NOoWONO®
Xe]
]
N
R

31 19.521 2742 2746 2750 rVV 702205 1157705 19.37%
32 19.633 2762 2765 2768 rBV2 646425 951456 15.92%
33 19.668 2769 2771 2776 rVB 627301 902584 15.10%
34 19.880 2803 2807 2811 rVB 3966861 4875058 81.55%
35 20.050 2833 2836 2837 rBV2 1268487 1358808 22.73%

NOOR RN
o)
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36 20.185 2856 2859 2862 rBV3 1264779 2024537 33.87% 3.731%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe41122\
Data File : BG053109.D

Acqg On : 11 Apr 2022 20:10
Operator : CG/JU

Sample : N2349-03

Misc

ALS Vvial : 17 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 20.273 2871 2874 2879 rVB 1546479 1793704 30.00%  3.306%
38 20.414 2894 2898 2902 rVB 4901915 5978249 100.00% 11.018%
39 20.602 2926 2930 2934 rBV5 1655558 3007872 50.31% 5.5447%
40 20.919 2980 2984 2987 rBV 3715900 4802511 80.33% 8.851%

41 21.630 3101 3105 3112 rBV2 2719439 4932854 82.51% 9.092%

Sum of corrected areas: 54257565
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BG@53109.D

Acqg On : 11 Apr 2022 20:10
Operator : CG/JU

Sample : N2349-03

Misc

ALS vial : 17 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: BG053109.D\data.ms
8000000
6000000
4000000

2000000

5.687 7.279 8.125 9.282 10.933

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 350 400 450 500 550 6.00 650 700 750 8.00 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG053109.D\data.ms

20.414 20.919  21.630

8000000 20.60

19.880 l

6000000 20.274

4000000 l

18.669 IR
19.1289-4081"
2000000 ]13 9. ﬂﬂ
17.970 18.91pii
13.365 AT )
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14.740 15 94:AREu5L

L e e

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG053109.D\data.ms
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2000000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BG@53109.D

Acqg On : 11 Apr 2022 20:10
Operator : CG/JU

Sample : N2349-03

Misc

ALS vial : 17 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 Nonadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.230 15.40 ng 466635  Phenanthrene-d10 17.483
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Heptacosane 380 C27H56 000593-49-7 90
5 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 87

Abundance Scan 2356 (17.230 min): BG053109.D\data.ms (-2351) (-  m/z 57.15 100.00%

57.1
5000 85.2
1700 17.50
113.2 : :
o‘,‘H‘W‘!_‘”‘w‘l‘HH‘_um‘uHﬁ?’f?ﬁ??ﬁ??‘3‘”“2‘5‘7"‘3‘” m/z 43.15  78.45%
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #158600: Nonadecane
57.0
5000 — —
85.0 17.00 17.50
29.0 m/z 71.15 64.12%
\’\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180 200 220240260
Abundance #107218: Hexadecane
57.0
—— —
17.00 17.50
5000 ITI/Z 85.15 43.45%
85.0
29.0
0 \ ‘ | ) 113.0141.0169.0197.0 226.0
e e e e e e T e b e
m/z--> 20 40 60 80 100120140160 180 200 220240260
Abundance #123961: Heptadecane T —
57.0 17.00 17.50
m/z 41.15 40.39%
5000
85.0
29.0
‘M‘H‘HH‘H‘WH‘W‘HW‘H‘_H‘_‘HM‘H‘HH‘H‘wu‘w‘u‘ —— ——
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BG@53109.D

Acqg On : 11 Apr 2022 20:10
Operator : CG/JU

Sample : N2349-03

Misc

ALS vial : 17 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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.283 11.73 ng 355644  Phenanthrene-d10 17.483
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
2 Tridecane 184 C13H28 000629-50-5 87
3 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 87
4 Nonadecane 268 C19H40 000629-92-5 86
5 Octacosane 394 C28H58 000630-02-4 86

Abundance Scan 2365 (17.283 min): BG053109.D\data.ms (-2360) (-  m/z 57.15 100.00%
57.1

— —
99.2 17.00 17.50
41.2 183.2 : ’
ob i d b L L FA2 1832 24532811 071 15 76.60%
miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 Eiling e
17.00 17.50
m/z 43.15 51.07%
99.0
0 L‘ | L1y 1410 1830 2300 296
T T T T ‘ T i T T ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘
miz--> 50 100 150 200 250
Abundance #59029: Tridecane
57.0
—r— —
17.00 17.50
5000 m/z 85.15 41.26%
99.0
o208 | || [P30 qero see0
m/z--> 50 100 150 200 250
Abundance #45501: Decane, 3,7-dimethyl- C —
43.0 17.00 17.50
m/z 41.15 31.16%
5000
85.0
127.0
\‘ L ‘ L, 0 100
ob—A b d b 1y 2O — —
miz--> 50 100 150 200 250 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BG@53109.D

Acqg On : 11 Apr 2022 20:10
Operator : CG/JU

Sample : N2349-03

Misc

ALS vial : 17 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 Tridecane, 6-propyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.894 11.00 ng 333432  Phenanthrene-d10 17.483
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tetradecane 198 C14H30 000629-59-4 91
4 Tetracosane, 11-decyl- 479 C34H70 055429-84-0 91
5 Pentadecane 212 C15H32 000629-62-9 90
Abundance Scan 2469 (17.894 min): BG053109.D\data.ms (-2464) (- m/z 57.15 100.00%
57.1
— —
|| 1272 2113 28 - 1750 18.00
ot bl gofe 2814 93T myz 43.15 84.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107222: Tridecane, 6-propyl-
43.0
5000 — —
17.50 18.00
m/z 71.15 77.77%
126.0183.0
O‘\\\ ‘\ll\\h\A‘\J\h\\“h\\\|\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107216: Hexadecane
57.0
— —
17.50 18.00
5000 m/z 85.15 47.20%
iuzre, 220
O - e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74004: Tetradecane [ —
57.0 17.50 18.00
m/z 41.15 31.08%
5000
\‘ ‘ | | 127.0 1980
0 R e e e e e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BG@53109.D

Acqg On : 11 Apr 2022 20:10
Operator : CG/JU

Sample : N2349-03

Misc

ALS vial : 17 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 Dodecane, 2-methyl-6-propyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

17.970 45.87 ng 1390460  Phenanthrene-d10 17.483
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 97
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 91
3 10-Methylnonadecane 282 C20H42 056862-62-5 91
4 Tridecane, 7-propyl- 226 C1l6H34 055045-09-5 90
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 90

Abundance Scan 2482 (17.970 min): BG053109.D\data.ms (-2478) (- m/z 57.15 100.00%
57.1

%

5000 85.2
18.00
1132
owHw‘m“,mhm“‘MHwh,u‘lf“luzul‘?;?f”“2_1‘9“3”2‘3???“??““‘ m/z 43.15  78.72%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158597: Nonadecane
57.0
18.00
290 m/z 71.15 62.98%
11301410
\‘\\H‘HH’\H\‘\\H‘HH’HH‘\\H‘HH’HH‘\\H‘\H\‘HH‘\\H‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
e
18.00
5000 85.0 m/Z 85.15 42.43%
Vi), A0 o
0w‘HwHH,JMNMH_HWHHWHH‘HHN‘H_HW‘HWHH‘HH_
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #176388: 10-Methylnonadecane —
57.0 18.00
m/z 41.15 38.85%
85.0
5000
154.0
=0 |4 e
m/z--> 20 40 60 80 100120140160180200220240260 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BG@53109.D

Acqg On : 11 Apr 2022 20:10
Operator : CG/JU

Sample : N2349-03

Misc

ALS vial : 17 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 Tetratetracontane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.252 9.58 ng 290427  Phenanthrene-di10 17.483
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H99 007098-22-8 72
2 Eicosane 282 C20H42 000112-95-8 68
3 Heptacosane 380 C27H56 000593-49-7 64
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 64
5 Pentadecane 212 C15H32 000629-62-9 64

Abundance Scan 2530 (18.252 min): BG053109.D\data.ms (-2527) (- m/z 57.15 100.00%
57.1

1800 1850
“ 168.3 : :
o_m_‘Je_m,mw“2““?‘?’”_Hwm‘_m_w?“'ﬁl‘?”w‘ m/z 43.15 80.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane
57.0
5000 R ——
18.00 18.50
m/z 71.15 78.74%
o H“{l-ﬁ“;97026703370 463.0 561.0
‘HH‘\H\‘\\\\’H\\‘TH\‘HW\‘1\HT\H!‘1Hw\HT‘\T\wH\Y‘HH
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #176385: Eicosane
57.0
—— —
18.00 18.50
5000 m/z 85.15 51.66%
il.[Z701970 282.0
O‘H"H‘wmﬁhwuquW‘HW‘H‘_H‘_H‘_‘H_‘H_‘H‘HH
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #287976: Heptacosane R —
57.0 18.00 18.50
m/z 55.15 47.17%
- M
OMM,AWO%?O%OO e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BG@53109.D

Acqg On : 11 Apr 2022 20:10
Operator : CG/JU

Sample : N2349-03

Misc

ALS vial : 17 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 Carbonic acid, decyl undecy... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.517 13.29 ng 402954  Phenanthrene-d10 17.483
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, decyl undecyl ester 356 C22H4403 1000383-16-0 87
2 Disulfide, di-tert-dodecyl 402 C24H50S2 027458-90-8 86
3 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 80
4 2-Methylhexacosane 380 C27H56 001561-02-0 72
5 Hexadecyl pentyl ether 312 C21H440 1000406-41-8 52

Abundance Scan 2575 (18.517 min): BG053109.D\data.ms (-2571) (- m/z 57.15 100.00%
57.1

20 NJ\%//L
T T
\ [’ | (1552 2253287.3 3959 467.8 538 16.50
0l ‘Hnuwuw“ e o e e m/z 43.15  97.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #266189: Carbonic acid, decyl undecyl ester
57.0
5000 — :
18.50
m/z 71.15 65.76%
0'\1!“[!!‘2030
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #303744: Disulfide, di-tert-dodecy
57.0
T T
18.50
5000 ITI/Z 55.15 57.64%
‘ 169.0
o bbbl [ 2sa0  ao20
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #310570: Heptacosane, 1-chloro- 7 ‘
57.0 18.50
m/z 85.15 54.03%
h ﬁW&#AVVJMMLij/\VJLN
oo 278 1560 2130 3100 a0 i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BG@53109.D

Acqg On : 11 Apr 2022 20:10
Operator : CG/JU

Sample : N2349-03

Misc

ALS vial : 17 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 Eicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.669  99.39 ng 3012560  Phenanthrene-d10 17.483
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 93
3 Nonadecane 268 C19H40 000629-92-5 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Pentadecane 212 C15H32 000629-62-9 91

Abundance Scan 2601 (18.669 min): BG053109.D\data.ms (-2596) (-  m/z 57.15 100.00%
57.1

5000 ij
1850  19.00
113.2 : '
o‘ww‘miﬂmﬁ??:???ﬁﬁ???-,“‘m,w‘“““““‘5‘3‘9‘-‘ m/z 43.15 77.76%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #176384: Eicosane
57.0
5000 —r— ——
18.50 19.00
m/z 71.15 66.41%
113.0
‘ |H | | 169.0225,0282.0
O\‘\‘\“\I\\‘\‘\I\‘\!“\‘%\‘\“f\\1’\\\‘\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
—— —
18.50 19.00
5000 ITI/Z 85.15 47.11%
140.0
bt | 2280 e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #158600: Nonadecane T —
57.0 18.50 19.00
m/z 41.15 39.16%
- w
113.0
ol meo e T
m/z--> 50 100 150 200 250 300 350 400 450 500 18.50 19.00

8270-BGR40822.M Tue Apr 12 14:32:18 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BG@53109.D

Acqg On : 11 Apr 2022 20:10
Operator : CG/JU

Sample : N2349-03

Misc

ALS vial : 17 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 Pentadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.916  20.87 ng 632641 Phenanthrene-di10 17.483
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 94
2 Nonadecane 268 C19H40 000629-92-5 90
3 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 90
4 Eicosane 282 (C20H42 000112-95-8 87
5 Tetradecane 198 C14H30 000629-59-4 83

Abundance Scan 2643 (18.916 min): BG053109.D\data.ms (-2639) (- m/z 57.15 100.00%
57.1

2000 bNx#Jk/MVJMWMJ\xAAux
19.00
- \“,H“ L ‘M A “%4‘0‘3“ 1822 22532618 302. 1/, 71.15  80.57%
miz--> 50 100 150 200 250 300
Abundance #90189: Pentadecane
57.0
5000 T
19.00
m/z 43.15 78.62%
18.0 “ | | ‘99"0 141.0 212.0
O\\\\"‘ \‘\M\“‘ \“\“\ \“‘\\\\‘\‘\\\‘\\\\‘\
miz--> 50 100 150 200 250 300
Abundance #158598: Nonadecane
57.0
——
19.00
5000 ITI/Z 85.15 60.96%
o UL a0 seso o
miz--> 50 100 150 200 250 300
Abundance #141070: Heptadecane, 8-methyl- ——
57.0 19.00
m/z 55.15 39.66%
5000
126.0
ol A4yl feoo 20 -
m/z--> 50 100 150 200 250 300 19.00

8270-BGR40822.M Tue Apr 12 14:32:19 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BG@53109.D

Acqg On : 11 Apr 2022 20:10
Operator : CG/JU

Sample : N2349-03

Misc

ALS vial : 17 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 Heptadecane, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.069 14.11 ng 427693  Phenanthrene-d10 17.483
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 90
2 1-Todo-2-methylnonane 268 C10H21I 1000101-47-9 89
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 87
4 Pentadecane 212 C15H32 000629-62-9 86
5 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 83

Abundance Scan 2669 (19.069 min): BG053109.D\data.ms (-2666) (- m/z 43.15 100.00%

43.1
5000 85.2
19.00 |
1552 2122 2533 :
obd AL “ W'@ bl 200 PUPT285L 0 my/z 57.15 98.48%
miz--> 50 100 150 200 250 300
Abundance #141065: Heptadecane, 2-methyl-
43.0
5000 ‘9bd
85.0 19.
m/z 71.15 58.76%
211.0
0 “h‘ \h‘\ ““ \‘1\230\‘ “1\6?.(\)\ T }‘ T \2?4\0\ LI
miz--> 50 100 150 200 250 300
Abundance #157266: 1-lodo-2-methylnonane
43.0
T
19.00
5000 ITI/Z 85.15 43.92%
85.0
127.0
0 L ‘h‘ Ll 77 1690 2110 2680
L
miz--> 50 100 150 200 250 300
Abundance #193303: Dodecane, 1-iodo- ——
57.0 19.00
m/z 41.15 39.73%
5000
99.0 1550
S 2 R -
m/z--> 50 100 150 200 250 300 19.00

8270-BGR40822.M Tue Apr 12 14:32:20 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BG@53109.D

Acqg On : 11 Apr 2022 20:10
Operator : CG/JU

Sample : N2349-03

Misc

ALS vial : 17 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 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 10 Pentadecane, 2,6,10-trimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
19.128 46.98 ng 1423900  Phenanthrene-d10 17.483
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 91
2 Octadecane, 2-methyl- 268 C19H40 001560-88-9 90
3 Undecane, 2,10-dimethyl- 184 C13H28 017301-27-8 86
4 Dodecane, 5,8-diethyl- 226 Cl6H34 024251-86-3 83
5 Heneicosane 296 C21H44 000629-94-7 80

Abundance Scan 2679 (19.128 min): BG053109.D\data.ms (-2675) (- m/z 57.15 100.00%

57.1
5000
| % S0 10k
141 2 183 2 : '
ol A b {1385 18322253 267.3 3004 385.1 1/ 43.15  54.56%
mlz--> 50 100 150 200 250 300 350
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 — e
19.00 19.50
m/z 71.15 53.01%
O \L‘\ ‘\ “‘\ H ‘F ‘M \‘ \1\4\]- O\ ]\-8\3\0‘ T \2\3\9‘0\ LI ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #158610: Octadecane, 2-methyl-
43.0
— —
19.00 19.50
5000 m/z 85.15  32.24%
5.0
2 225.0
ol AL 0600 22500680
miz--> 50 100 150 200 250 300 350
Abundance #59078: Undecane, 2,10-dimethyl- —— ——
43.0 19.00 19.50
m/z 41.15 25.80%
5000
5.0
141.0
AU E— SR
m/z--> 50 100 150 200 250 300 350 19.00 19.50

8270-BGR40822.M Tue Apr 12 14:32:21 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BG@53109.D

Acqg On : 11 Apr 2022 20:10
Operator : CG/JU

Sample : N2349-03

Misc

ALS vial : 17 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 Cyclohexane, tetradecyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.239 17.58 ng 532967 Phenanthrene-d10 17.483
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, tetradecyl- 280 C20H40 001795-18-2 91
2 Cyclohexane, undecyl- 238 C17H34 054105-66-7 91
3 Cyclohexane, nonadecyl- 350 C25H50 022349-03-7 90
4 Cyclohexane, decyl- 224 C16H32 001795-16-0 83
5 Heptylcyclohexane 182 C13H26 005617-41-4 83

Abundance Scan 2698 (19.239 min): BG053109.D\data.ms (-2695) (-  m/z 83.15 100.00%
3.2

5000 JMMWHVRAAJblfﬂAﬁJJﬂA
— —
‘H‘ || 1532 280.3 ‘ 19.00 19.50
ol A LIL] 15822103 2803 3603 8381 .., g3 15  70.65%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #173737: Cyclohexane, tetradecyl-
83.0
5000 T —
19.00 19.50
m/z 55.15 63.85%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #121344: Cyclohexane, undecyl-
83.0
— —
19.00 19.50
5000 m/z 41.15 29.66%
oza&i\hws‘kozw-o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #259994: Cyclohexane, nonadecyl- 7 —
83.0 19.00 19.50
m/z 43.15 26.64%
- [M/AM$AAAAA/uﬁﬁNMAﬁ
ol ass0_ase0 3500
A A A e e e e — —
m/z--> 50 100 150 200 250 300 350 400 450 500 19.00 19.50

8270-BGR40822.M Tue Apr 12 14:32:22 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BG@53109.D

Acqg On : 11 Apr 2022 20:10
Operator : CG/JU

Sample : N2349-03

Misc

ALS vial : 17 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 Pentacosane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.298 159.85 ng 4845130  Phenanthrene-di10 17.483
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 91
2 Nonadecane 268 C19H40 000629-92-5 90
3 Pentacosane 352 C25H52 000629-99-2 90
4 Octadecane, 2-methyl- 268 C19H40 001560-88-9 90
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 90

Abundance Scan 2708 (19.298 min): BG053109.D\data.ms (-2703) (- m/z 57.15 100.00%
57.

1
5000
—— —
‘ 1’13'21692 19.00 19.50
Obrrkbd b 200:7225.2 29643554  S078  nm/z 43.15  80.16%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 — ——
19.00 19.50
m/z 71.15 69.57%
140.0
0 \\l\"WJ\‘\”\J[!“\‘\W‘\‘\W;\\‘2\2\6\.\()‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #158600: Nonadecane
57.0
—— —
19.00 19.50
5000 m/z 85.15 48.49%
113.0
ol moeee wso
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #262013: Pentacosane T ——
57.0 19.00 19.50
m/z 41.15 41.20%
113.0
0 ‘\ L Jh |y ‘\1\813'.0.2‘39'0295'035‘2'0
A A A e e e e e —— —
m/z--> 50 100 150 200 250 300 350 400 450 500 19.00 19.50

8270-BGR40822.M Tue Apr 12 14:32:22 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BG@53109.D

Acqg On : 11 Apr 2022 20:10
Operator : CG/JU

Sample : N2349-03

Misc

ALS vial : 17 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 Hexatriacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.462 40.44 ng 1225670  Phenanthrene-d10 17.483
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 93
2 Hexadecane 226 C1l6H34 000544-76-3 89
3 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 74
4 Octadecane, 2-methyl- 268 C19H40 001560-88-9 72
5 Heptacosane 380 C27H56 000593-49-7 72

Abundance Scan 2736 (19.463 min): BG053109.D\data.ms (-2733) (- m/z 57.15 100.00%

57.1
5000
e
MlF 226.2 19.50
o_m_”“HMMm‘_2‘9‘1"‘3”?’?‘7:?’"““_‘?95‘19‘_ m/z 71.15 73.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339055:; Hexatriacontane
57.0
5000 T
19.50
m/z 43.15 65.08%
o H 11270 197.0 2810 351.0 421.0 506.0
‘\\\1‘\1\\’\\\\‘\11f]\\\1‘\11\‘1f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107219: Hexadecane
57.0
e
19.50
5000 ITI/Z 85.15 37.06%
H ‘1 226.0
o"m‘mw"‘,"m«",‘mw‘w‘mwH_m‘w_m_
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158617: Heptadecane, 2,6-dimethyl- —
57.0 19.50
m/z 55.15 34.07%
5000

v

’;124 0182.0 253.0
o‘HH_m,‘mw‘,w‘Hwm_wwwww

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.50

8270-BGR40822.M Tue Apr 12 14:32:23 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BG@53109.D

Acqg On : 11 Apr 2022 20:10
Operator : CG/JU

Sample : N2349-03

Misc

ALS vial : 17 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 2-Bromo dodecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

19.521 38.19 ng 1157710  Phenanthrene-d10 17.483
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 76
2 Eicosane 282 C20H42 000112-95-8 72
3 Pentadecane 212 C15H32 000629-62-9 72
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 64
5 Sulfurous acid, isohexyl pentyl ... 236 C11H2403S 1000309-14-0 64

Abundance Scan 2746 (19.521 min): BG053109.D\data.ms (-2742) (- m/z 57.15 100.00%
57.1

-

5000
10.50 |
140.2 :
Obr hd L\ 2102, 3182 2953 397.9 4699 5396 10 51 15 74.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #132769: 2-Bromo dodecane
57.0
5000 —— :
19.50
m/z 43.15 71.26%
169.0
0‘\\“\l\‘\‘l\ifJLW\TJ\W‘\L\\’\\2\4\"8?\0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176386: Eicosane
57.0
T \
19.50
5000 ITI/Z 85.15 59.26%

|4 2270 197.0 2820

-

0 e i e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90189: Pentadecane T
57.0 19.50
m/z 41.15 33.97%
B JJ&&AAJVVJk“NNAﬂ/ANJ
Uiipzro_mec
O‘H\u‘uhy%huuu‘,m‘w‘H“H‘W‘H“H‘W‘H“H‘w‘ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.50

8270-BGR40822.M Tue Apr 12 14:32:24 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BG@53109.D

Acqg On : 11 Apr 2022 20:10
Operator : CG/JU

Sample : N2349-03

Misc

ALS vial : 17 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 Tridecane, 4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.633 31.39 ng 951456  Phenanthrene-d1e 17.483
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 4-methyl- 198 C14H30 026730-12-1 83
2 Dodecane, 4-methyl- 184 C13H28 006117-97-1 81
3 Undecane, 4-methyl- 170 C12H26 002980-69-0 64
4 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 64
5 Oxalic acid, 2-ethylhexyl isohex... 286 C16H3004 1000309-38-8 58

Abundance Scan 2765 (19.633 min): BG053109.D\data.ms (-2762) (-  m/z 43.15 100.00%

43.1
5000
‘ 1950 20,00
205.2 266.3 ’ ’
ommﬁmwm“““““‘3‘?9‘9‘%9??“;‘?‘?P_?f‘?f w2 5715 82.17%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #74016: Tridecane, 4-methyl-
43.0
5000 — —
19.50 20.00
m/z 71.15 79.98%
| ‘l 155.0
O\\‘\\\\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #59044: Dodecane, 4-methyl-
43.0
—— —
19.50 20.00
5000 m/z 55.15 45.26%
’ ‘ 140.0
oM""‘\‘u""""""""""H,w,wwww
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #45489: Undecane, 4-methyl- T T
43.0 19.50 20.00
m/z 70.15 41.35%
5000
“1260
m/z--> 50 100 150 200 250 300 350 400 450 500 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BG@53109.D

Acqg On : 11 Apr 2022 20:10
Operator : CG/JU

Sample : N2349-03

Misc

ALS vial : 17 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 Tridecane, 1-iodo- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.880 19.77 ng 4875060  Chrysene-di12 21.801
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 94
2 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 92
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 2807 (19.880 min): BG053109.D\data.ms (-2803) (- m/z 57.15 100.00%
57.1

5000 M
P P
‘ 1F331692 19.50 20.00
Obrrdd i L f222220:3 3104 3978 5056  n/; 43.15  77.83%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #211086: Tridecane, 1-iodo-
57.0
5000 — —
19.50 20.00
m/z 71.15 73.23%
183.0
113.0
O \"\H\“\ll\h\J‘\\\‘\\‘“\\\‘\‘\\\\‘\\\3\:‘L\0\.\0\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194605: Heptadecane, 2,6,10,14-tetramethyl-
57.0
P P
19.50 20.00
5000 m/z 85.15  54.29%
e e T S TR e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- — ——
57.0 19.50 20.00
m/z 41.15 35.66%
h wawvAﬁﬁ/AwJJAW/ULﬂ
113.0
0 L | i JJ L1 183.0239.0296.0
e A e S e e e — —r
m/z--> 50 100 150 200 250 300 350 400 450 500 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BG@53109.D

Acqg On : 11 Apr 2022 20:10
Operator : CG/JU

Sample : N2349-03

Misc

ALS vial : 17 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 Hexacosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
20.185 8.21 ng 2024540  Chrysene-d12 21.801
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Hexacosane 366 C26H54 000630-01-3 83
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 81
4 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 81
5 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 74

Abundance Scan 2859 (20.185 min): BG053109.D\data.ms (-2856) (-  m/z 57.15 100.00%

57.1
5000
} 20.00 20,50
281.3 c :
ob MLLD 10072253281 33013078 4679 5998 1/, 315 0576
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #176385: Eicosane
57.0
5000 — —
20.00 20.50
m/z 71.15 86.00%
‘ ’1 169.0225. 0282 0
O\\‘“\\\\‘\A\A\‘\l“\‘\\‘\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275537: Hexacosane
57.0
—— —
20.00 20.50
5000 ITI/Z 85.15 45.88%
113.0
oL LU [T 716902250 2950 367.0
A e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194597: Pentadecane, 8-hexyl- T —
43.0 20.00 20.50
m/z 55.15 45.15%
- W
90 196.0
m/z--> 50 100 150 200 250 300 350 400 450 500 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BG@53109.D

Acqg On : 11 Apr 2022 20:10
Operator : CG/JU

Sample : N2349-03

Misc

ALS vial : 17 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 Tetradecane, 1l-iodo- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.414 24.24 ng 5978250  Chrysene-d12 21.801
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 91
3 Nonadecane 268 C19H40 000629-92-5 83
4 Hexacosane 366 C26H54 000630-01-3 70
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 70
Abundance Scan 2898 (20.414 min): BG053109.D\data.ms (-2894) (-  m/z 57.15 100.00%
57.1
5000 W
——
‘ 2,603 20.50
btk ‘uw‘ J\Mm 722522813 344.3401.1 4695 539 n/7 43.15  79.71%
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #176384: Eicosane
57.0
5000 T
20.50
m/z 71.15 72.40%
] |1 ﬁ | 169.0225,0282.0
O\\‘\\‘\\\‘\‘\\‘\{‘“\'\\‘\‘!\\1‘\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #228592: Tetradecane, 1-iodo-
57.0
——
20.50
5000 m/z 85.15 54.63%
o by a0 sa0 MM
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #158597: Nonadecane T
57.0 20.50
m/z 55.15 46.83%
0 w “1 ?1\0\1\690 26x80
A L A B ma o e ——
m/z--> 50 100 150 200 250 300 350 400 450 500 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BG@53109.D

Acqg On : 11 Apr 2022 20:10
Operator : CG/JU

Sample : N2349-03

Misc

ALS vial : 17 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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
20.602 12.20 ng 3007870  Chrysene-d12 21.801
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 86
2 Heneicosane 296 C21H44 000629-94-7 83
3 Hexacosane 366 C26H54 000630-01-3 83
4 Hexadecane 226 C1l6H34 000544-76-3 81
5 Hexadecane, 5-butyl- 282 C20H42 006912-07-8 74
Abundance Scan 2930 (20.602 min): BG053109.D\data.ms (-2926) (-  m/z 57.15 100.00%
57.1
5000 M
1«13 2 2050 2100
'~ 169.3 234.2 : :
- y Wl f2 2, P 3234 4818 nyz 71.15 83.33%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 —r —
20.50 21.00
m/z 85.15 71.64%
113.0 1
O‘ T \“\ } “\'“ \“\‘\“ \A\‘L { “\ \8\“?’\.?\ T \2\5‘3\(\)\ L L L B B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194588: Heneicosane
57.0
—— —
20.50 21.00
5000 m/z 43.15 68.19%
113.0
0 \‘ i .“ IR 11.69'0 225.0 296.0
e o e AL e
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #275537: Hexacosane T —
57.0 20.50 21.00
m/z 55.15 30.71%
5000
113.0
0 ‘ w‘\ |h I‘\ ‘\‘ I‘ A ‘1‘69p 225.0 295.0 367.0
R o e R R AREEREa —— —
m/z--> 0 50 100 150 200 250 300 350 400 450 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41122\
Data File : BG@53109.D

Acqg On : 11 Apr 2022 20:10
Operator : CG/JU

Sample : N2349-03

Misc

ALS vial : 17 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 Heneicosane, 11-(1-ethylpro... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.919 19.47 ng 4802510  Chrysene-di12 21.801
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 87
Abundance Scan 2984 (20.919 min): BG053109.D\data.ms (-2980) (-  m/z 57.15 100.00%
57.1
5000
——
’ 22160, 21.00
ol Ad il £077225.3261.3339.4 401.4 4678 5394 1/, 4315  78.05%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275555: Heneicosane, 11-(1-ethylpropyl)-
43.0
5000 L
21.00
m/z 71.15 77.03%
o LT 550 2250 2850
TT [1\\\’\\!1‘\\\\‘\\\1‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #307033: Octacosane, 2-methyl-
57.0
——
21.00
5000 m/z 85.15 58.87%
ohl U] Jh 1 169.0225.02810 3650
P R R e EEBARRAREmEasS
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275537: Hexacosane T
57.0 21.00
m/z 41.15 40.05%
5000
113.0
0 ‘ ‘ ‘\ Ii J Jl 1 ‘\1\69 02250 295.0 367.0
A A e S e e e e P
m/z--> 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\BG041122\
Data File : BG053109.D

Acqg On : 11 Apr 2022 20:10
Operator : CG/JU

Sample : N2349-03

Misc :

ALS Vvial : 17 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|
Nonadecane 17.230 15.4 ng 466635 4 17.483 606210 20.0
Heptadecane, 2,... 17.283 11.7 ng 355644 4 17.483 606210 20.0
Tridecane, 6-pr... 17.894 11.0 ng 333432 4 17.483 606210 20.0
Dodecane, 2-met... 17.970 45.9 ng 1390460 4 17.483 606210 20.0
Tetratetracontane 18.252 9.6 ng 290427 4 17.483 606210 20.0
Carbonic acid, ... 18.517 13.3 ng 402954 4 17.483 606210 20.0
Eicosane 18.669 99.4 ng 3012560 4 17.483 606210 20.0
Pentadecane 18.916 20.9 ng 632641 4 17.483 606210 20.0
Heptadecane, 2-... 19.069 14.1 ng 427693 4 17.483 606210 20.0
Pentadecane, 2,... 19.128 47.0 ng 1423900 4 17.483 606210 20.0
Cyclohexane, te... 19.239 17.6 ng 532967 4 17.483 606210 20.0
Pentacosane 19.298 159.8 ng 4845130 4 17.483 606210 20.0
Hexatriacontane 19.462 40.4 ng 1225670 4 17.483 606210 20.0
2-Bromo dodecane 19.521 38.2 ng 1157710 4 17.483 606210 20.0
Tridecane, 4-me... 19.633 31.4 ng 951456 4 17.483 606210 20.0
Tridecane, 1-iodo- 19.880 19.8 ng 4875060 5 21.801 4932850 20.0
Hexacosane 20.185 8.2 ng 2024540 5 21.801 4932850 20.0
Tetradecane, 1-... 20.414 24.2 ng 5978250 5 21.801 4932850 20.0
Hexadecane, 2,6... 20.602 12.2 ng 3007870 5 21.801 4932850 20.0
Heneicosane, 11... 20.919 19.5 ng 4802510 5 21.801 4932850 20.0
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