LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53555.D

Acqg On : 13 May 2022 23:00
Operator : CG/JU

Sample : N2823-03

Misc :

ALS Vvial : 15 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-BG050522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BG@53555.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.173 299 304 310 rVB4 13314 22176  1.26% 0.119%
2 5.654 379 386 398 rBvV 409672 682665 38.86% 3.652%
3 6.148 465 470 479 rBV 20911 36695 2.09% 0.196%
4 7.246 648 657 672 rBV 449585 808007 46.00%  4.323%
5 7.675 723 730 737 rBV4 11211 24023 1.37% 0.129%
6 8.086 793 800 806 rBV 111038 191833 10.92% 1.026%
7 8.139 806 809 818 rVB2 11515 19383 1.10% 0.104%
8 9.244 990 997 1006 rBV 289802 537773 30.61% 2.877%
9 10.894 1271 1278 1286 rVB 148194 271420 15.45% 1.452%
10 13.332 1685 1693 1701 rBV 829488 1287071 73.27% 6.886%
11 14.589 1904 1907 1914 rVB 15181 21025 1.20% 0.112%
12 14.707 1916 1927 1935 rBV 254048 409419 23.31% 2.190%
13 15.118 1989 1997 2005 rBV7 12699 28049 1.60% 0.150%
14 15.541 2065 2069 2074 rVB2 22785 33820 1.93% 0.181%
15 15.705 2092 2097 2103 rBV3 13942 21177 1.21% 0.113%
16 15.946 2130 2138 2143 rBV4 8833 17815 1.01% 0.095%
17 16.199 2174 2181 2190 rBV 411653 641786 36.54%  3.434%
18 16.404 2211 2216 2218 rBvV2 28423 41768 2.38% ©0.223%
19 16.428 2218 2220 2225 rVB3 18873 22012 1.25% 0.118%
20 17.198 2346 2351 2354 rBV 44313 56643  3.22% 0.303%
21 17.245 2354 2359 2365 rVB2 29001 44225  2.52% ©0.237%
22 17.456 2388 2395 2401 rBV 297129 477783 27.20% 2.556%
23 17.808 2450 2455 2460 rBv4 24275 49629 2.83% 0.266%
24 17.850 2460 2462 2468 rVB4 20922 30906 1.76% 0.165%
25 17.932 2472 2476 2482 rBV 112148 140318 7.99% 0.751%
26 18.214 2521 2524 2528 rVVé6 11311 19426 1.11% 0.104%
27 18.337 2541 2545 2549 rBV 95242 150276 8.55% 0.804%
28 18.402 2552 2556 2560 rVB 108151 144232  8.21% 0.772%
29 18.478 2566 2569 2573 rBV3 19864 29056 1.65% 0.155%
30 18.578 2582 2586 2589 rBV3 21996 33612 1.91% ©0.180%
31 18.625 2589 2594 2599 rVB 234428 278482 15.85%  1.490%
32 18.872 2632 2636 2640 rBv4 40173 70813 4.03% 0.379%
33 19.024 2659 2662 2666 rBV3 31304 39273  2.24% 0.210%
34 19.083 2667 2672 2677 rVB 104850 163238 9.29% 0.873%
35 19.254 2696 2701 2705 rBV 343920 433662 24.69%  2.320%
36 19.418 2725 2729 2735 rBV2 63256 124262 7.07% 0.665%

8270-BGO50522.M Mon May 16 18:08:39 2022 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53555.D

Acqg On : 13 May 2022 23:00
Operator : CG/JU

Sample : N2823-03

Misc :

ALS Vvial : 15 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-BG050522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 19.471 2735 2738 2741 rBV3 49454 71996 4.10% ©.385%
38 19.588 2754 2758 2761 rBV3 67084 126213 7.19% 0.675%
39 19.671 2770 2772 2774 rBvV3 37139 43161 2.46% 0.231%
40 19.823 2795 2798 2803 rVB 379623 464263 26.43% 2.484%
41 20.000 2825 2828 2830 rBvV 76443 99417 5.66% ©.532%
42 20.058 2834 2838 2847 rVB 1253984 1754725 99.89% 9.388%
43 20.135 2847 2851 2853 rBV3 89236 128111 7.29% 0.685%
44 20.358 2885 2889 2893 rBV 453429 502093 28.58% 2.686%
45 20.540 2916 2920 2924 rBV3 92401 149974  8.54% 0.802%
46 20.834 2965 2970 2977 rVB2 1119649 1756615 100.00% 9.398%
47 21.362 3056 3060 3071 rVB 437079 693314 39.47%  3.709%
48 21.609 3097 3102 3109 rVB 634715 945764 53.84% 5.060%
49 21.738 3119 3124 3139 rVB2 297064 645307 36.74% 3.453%
50 21.915 3150 3154 3164 rVB 346493 527624 30.04%  2.823%
51 22.531 3254 3259 3265 rBV 279439 458665 26.11%  2.454%
52 22.913 3319 3324 3330 rVB2 126171 227590 12.96% 1.218%
53 23.231 3373 3378 3389 rVB 216446 412476 23.48% 2.207%
54 24.047 3511 3517 3526 rVB 206054 446596 25.42%  2.389%
55 25.016 3673 3682 3695 rVB3 282634 793998 45.20%  4.248%
56 26.162 3868 3877 3888 rVB3 152924 479953 27.32% 2.568%
57 27.536 4103 4111 4122 rVB4 62062 215015 12.24% 1.150%
58 29.199 4385 4394 4409 rVB3 53902 226860 12.91% 1.214%
59 31.208 4727 4736 4750 rVBS 25545 117391 6.68% 0.628%

Sum of corrected areas: 18690874
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53555.D

Acqg On : 13 May 2022 23:00
Operator : CG/JU

Sample : N2823-03

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG053555.D\data.ms
1400000

1200000
1000000
800000

600000

5.654 7.246

400000
9.244

200000 8.086 10.894

5.173 6.148 7.675 8J139

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

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG053555.D\data.ms

1400000

20.058 20.834

1200000
1000000
3.332
800000

600000

16.199
400000

14.707

200000

14.589 15.118.55410604616.408
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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: BG053555.D\data.ms

1400000

1200000
1000000
800000
600000
4000001 23.231 25.016

24.047
200000

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

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53555.D

Acqg On : 13 May 2022 23:00
Operator : CG/JU

Sample : N2823-03

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Tetradecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.932 5.87 ng 140318  Phenanthrene-di10 17.456
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 86
2 Hexadecane 226 C1l6H34 000544-76-3 86
3 Heptadecane 240 C17H36 000629-78-7 83
4 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 80
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 78
Abundance Scan 2476 (17.932 min): BG053555.D\data.ms (-2472) (-  m/z 57.15 100.00%
57.1
5000 85.2 wVJ\w
18.00
113.2 149.1 :
0 H‘_Hw‘w“_‘”‘WHJ‘_mh_Hw“,“‘1‘?‘3“2“2%9‘3‘””_‘ m/z 43.15 68.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74005: Tetradecane
57.0
5000 85.0 IR
18.00
29.0 m/z 71.15 55.88%
H\‘\H\‘HH‘\H\‘\H\‘HH‘\H\‘HH’\H\‘HH‘HH‘\H\‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107218: Hexadecane
57.0
—
18.00
5000 m/z 85.15 39.45%
85.0
29.0
0 \ ‘ L i H‘ 113.0 141.0 169.0 197.0 226.0
et e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123960: Heptadecane —
57.0 18.00
m/z 41.15 34.91%
85.0
5000
. L 10016801970 2000
H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H“H‘W‘H‘_‘H‘H‘W‘H‘_‘ ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53555.D

Acqg On : 13 May 2022 23:00
Operator : CG/JU

Sample : N2823-03

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-

BGO50522.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 n-Hexadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.337 6.29 ng 150276  Phenanthrene-di10 17.456
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 87
3 n-Decanoic acid 172 C10H2002 000334-48-5 50
4 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 22
5 Undecane 156 C11H24 001120-21-4 18

Abundance Scan 2545 (18.337 min): BG053555.D\data.ms (-2541) (-
3.1

3

m/z 43.15 100.00%

73.2
5000
— ——
‘ ‘ 18.00 18.50
Obprrr il m/z 73.15  79.46%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 bulpbags o —5
213.0 18.00 18.50
‘ 1710 m/Z 55.15 69.16%
0 \‘\‘\‘H‘[‘!“HH!H‘\”H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92069: Tridecanoic acid
73.0
— ——
43.0 18.00 18.50
5000 129.0 m/Z 57.15 68.94%
171.0
‘ 214.0
AR ST T T o
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #46963: n-Decanoic acid T —
60.0 18.00 18.50
m/z 41.15 68.43%
29.0
5000
1290
m 1 M\ 1270, 172.0
0‘thuﬁwwH_HwpmWHH‘HHMHW‘HWHHM‘HMHWH‘WH — ——

m/z--> 20 40 60 80 100120140160180200220240260280
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53555.D

Acqg On : 13 May 2022 23:00
Operator : CG/JU

Sample : N2823-03

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.625 11.66 ng 278482  Phenanthrene-di10 17.456
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Pentadecane 212 C15H32 000629-62-9 90
3 Nonadecane 268 C19H40 000629-92-5 87
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 2594 (18.625 min): BG053555.D\data.ms (-2589) (-  m/z 57.15 100.00%

57.1
5000
—— —
‘ ‘ 99.2 1413 1833 ( 18.50 19.00
ol A [ 1413 1833 22432048 2914\, 4315 74.14%
m/z--> 50 100 150 200 250
Abundance #176384: Eicosane
57.0
5000 — —
18.50 19.00
99.0 m/z 71.15 65.91%
ol2sol 411 | | po 01830 2250 2820
m/z--> 50 100 150 200 250
Abundance #90189: Pentadecane
57.0
—— —
18.50 19.00
5000 m/z 85.15 47.79%
99.0
oLzsol || [0, 1m0 a0
m/z--> 50 100 150 200 250
Abundance #158600: Nonadecane T —
57.0 18.50 19.00
m/z 41.15 33.64%
- W
bl b L u\ M“}'P‘ 1830 280 - —_—
m/z--> 50 100 150 200 250 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53555.D

Acqg On : 13 May 2022 23:00
Operator : CG/JU

Sample : N2823-03

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Pentacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.083 6.83 ng 163238  Phenanthrene-di10 17.456
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 86
2 Hexacosane 366 C26H54 000630-01-3 80
3 Heptacosane 380 C27H56 000593-49-7 78
4 Squalane 422 C30H62 000111-01-3 78
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 64
Abundance Scan 2672 (19.083 min): BG053555.D\data.ms (-2667) (- m/z 57.15 100.00%
57.1
9.2 1T I
19.00
141.2 183 2 267.
ol F LitEa802 2232608 n; 71,15 55.65%
mlz--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
5000 — :
19.00
m/z 43.15 46.84%
Ry | 1401802050 2050 3520
\\\‘ \\‘\\\!‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
T \
19.00
5000 m/z 85.15 28.34%
e T T
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T
57.0 19.00
m/z 41.15 23.55%
- J\/NwwwwwAA¢JJkﬂﬂﬂﬁ”V
oLl L | F | 141.0183.0 225.0 267.0 8230 _380.
. R e e e A ——
m/z--> 50 100 150 200 250 300 350 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53555.D

Acqg On : 13 May 2022 23:00
Operator : CG/JU

Sample : N2823-03

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.254 18.15 ng 433662  Phenanthrene-d10 17.456
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptacosane 380 C27H56 000593-49-7 87
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 80

Abundance Scan 2701 (19.254 min): BG053555.D\data.ms (-2696) (-  m/z 57.15 100.00%
57.1

—— —
| 9.2 e 19.00 19.50
ol i) “‘u |y 742 1832 2254 26342964 ./, 4315 74.99%
miz-> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 —r— ——
19.00 19.50
m/z 71.15 68.47%
0 ‘\‘ iyl ‘\ 1410 1830 2390 296
T L ‘ \ T \ \ T T \ T ‘ L T ‘ T T ’
m/z--> 50 100 150 200 250
Abundance #158597: Nonadecane
57.0
—— —
19.00 19.50
5000 m/z 85.15 43.66%
‘ | 90 1410 268.0
ol 280l 114 u\ Lt 820 2250 S0
m/z--> 50 100 150 200 250
Abundance #194590: Heneicosane T ——
57.0 19.00 19.50
m/z 41.15 32.73%
5000
99.0
0 26\10‘\ ‘\ H\ h\ h‘ u \%410‘ 1830 225.0 296.C
el it : e e R —— ——
m/z--> 50 100 150 200 250 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53555.D

Acqg On : 13 May 2022 23:00
Operator : CG/JU

Sample : N2823-03

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Nonadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
19.418 5.20 ng 124262  Phenanthrene-die 17.456
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 87
3 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 81
4 Octadecane, 2-methyl- 268 C19H40 001560-88-9 80
5 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 80

Abundance Scan 2729 (19.418 min): BG053555.D\data.ms (-2725) (-

m/z 57.15 100.00%

57.1
5000
—r
113.2
19.50
0b— ) , u Wik “\113%?1“22‘3.3‘ 2R sz 7115 74.77%
miz--> 50 100 150 200 250
Abundance #158599: Nonadecane
57.0
5000 1
19.50
\ 99.0 to 268.0 m/z 43.15 55.01%
Y 183.0
O\%GPNWM\W\M\ﬁﬂJNMN N‘¢ A F??O“‘\“‘
miz--> 50 100 150 200 250
Abundance #45506: Decane, 3,6-dimethyl-
57.0
—r
19.50
5000 m/z 55.15 36.73%
“ ‘ 113.0
oL2e0l L | T ame
miz--> 50 100 150 200 250
Abundance #33097: Nonane, 3,7-dimethyl- —
57.0 19.50
m/z 85.15 32.53%
5000
L L 127.0
ol240y b} 980 | -
miz--> 50 100 150 200 250 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53555.D

Acqg On : 13 May 2022 23:00
Operator : CG/JU

Sample : N2823-03

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 unknown19.588 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
19.588 5.28 ng 126213  Phenanthrene-di10 17.456
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, pentyl undecyl e... 306 C16H3403S 1000309-14-4 47
2 Octane, 6-ethyl-2-methyl- 156 C11H24 062016-19-7 47
3 3,4-Dihydroxybenzaldehyde, bis(2... 278 C15H1805 176379-72-9 38
4 S-(Neopentyloxythiocarbonyl)thio... 179 C6H13NOS2 035659-84-8 38
5 Tridecane, 3-ethyl- 212 C15H32 013286-73-2 38

Abundance Scan 2758 (19.588 min): BG053555.D\data.ms (-2754) (-  m/z 43.15 100.00%

218 . .
5000
85.2
T T
L | (1192 179.259, 5 248.1 2899 19.50
0 b ply I Hh\ sl g ‘1‘ ol L — m/z 71.15 85.49%
miz--> 50 100 150 200 250 300
Abundance #206618: Sulfurous acid, pentyl undecyl ester
71.0
5000 e :
19.50
s m/z 57.15 71.06%
: 1550
O T T “\ ‘\‘ H“ ‘9-173\0\ T T T T \2‘07\.0\ T T ‘ T T T T ‘ T
miz-> 50 100 150 200 250 300
Abundance #33107: Octane, 6-ethyl-2-methyl-
43.0
T T
19.50
5000 ITI/Z 55.15 54.96%
85.0
‘ 127.0
o‘““M”uwm_u“"_‘H_HWHH :
miz-> 50 100 150 200 250 300
Abundance #170650: 3,4-Dihydroxybenzaldehyde, bis(2-methylpropic P
43.0 19.50
m/z 41.15 50.88%
oL | B0 138.0 17502090 278.0
I e o L e —r
m/z--> 50 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53555.D

Acqg On : 13 May 2022 23:00
Operator : CG/JU

Sample : N2823-03

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Docosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.823 14.39 ng 464263  Chrysene-d12 21.738
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 97
2 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 94
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 86

Abundance Scan 2798 (19.823 min): BG053555.D\data.ms (-2795) (- m/z 57.15 100.00%
57.1

5000 MLW
— —
‘ 9.2 1412 19.50 20.00
ol il 3412 21122533 3104 7 43.15  74.60%
m/z--> 50 100 150 200 250 300 350
Abundance #212282: Docosane
57.0
5000 — —
19.50 20.00
9.0 m/z 71.15 61.36%
O T \L“‘ “‘ \h‘\ h“ \“‘ \J-\4\‘l‘?\ ][8\‘3\0‘ \ \2?\9 ‘()\ L \3‘1-10.\0\ T ‘ T 1T
m/z--> 50 100 150 200 250 300 350
Abundance #211086: Tridecane, 1-iodo-
57.0
— —
19.50 20.00
5000 m/z 85.15 45.15%
9.0 183
ol Ll b e T a0
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane — 7
57.0 19.50 20.00
m/z 41.15 29.29%
h w$fw¢ﬂﬂ”wA”NJWWJAA”N
0 ‘\L\ I F ‘%410183022502670 3230 380.(
bl R e e e A — —
m/z--> 50 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53555.D

Acqg On : 13 May 2022 23:00
Operator : CG/JU

Sample : N2823-03

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

20.358 15.56 ng 502093 Chrysene-d12 21.738
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Tridecane, 6-propyl- 226 Cl6H34 055045-10-8 90
3 Heneicosane 296 C21H44 000629-94-7 86
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 86
5 Octacosane 394 C28H58 000630-02-4 83

Abundance Scan 2889 (20.358 min): BG053555.D\data.ms (-2885) (-  m/z 57.15 100.00%
57.1

. \/\MJ\/W\J\
— —
| ‘ 9.2 14121832 20.00 20.50
ol Al L 14121832 239328213246 ./ 43.15  77.16%
mlz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 — —
20.00 20.50
m/z 71.15 66.53%
ol \ L] ‘\ ] }410183022502670 323.0 380.(
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\’\\\\
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 45.52%
126.0 1830
PRSI U - N
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane “ T
57.0 20.00 20.50
m/z 55.15 37.52%
- WM
SEEREN w |$0100250 260
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@51322\
Data File : BG@53555.D

Acqg On : 13 May 2022 23:00
Operator : CG/JU

Sample : N2823-03

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Heneicosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
20.540 4.65 ng 149974  Chrysene-di12 21.738
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Hexadecane 226 C1l6H34 000544-76-3 83
3 Octadecane 254 C18H38 000593-45-3 83
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 76
5 Tetracosane 338 C24H50 000646-31-1 72
Abundance Scan 2920 (20.540 min): BG053555.D\data.ms (-2916) (-  m/z 57.15 100.00%
57.1
5000
20.50 |
3 .
[ — ‘hw“m“ " “w‘ 183370200 (280931043995 o S115  77.51%
mlz--> 50 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0
5000 —— :
20.50
9.0 m/z 85.15 66.50%
0154 LU 141018302250 2960
\\!\‘ \\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #107220: Hexadecane
57.0
T
20.50
5000 m/z 43.15 62.81%
9.0
o840 | L)1 | 14101830 2260
e e
miz--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane 7
57.0 20.50
m/z 41.15 31.59%
5000
ey \ \14101830 254.0
(IR 0 A A e e e e
m/z--> 50 100 150 200 250 300 350 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53555.D

Acqg On : 13 May 2022 23:00
Operator : CG/JU

Sample : N2823-03

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Ethanol, 2-butoxy-, phospha... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.834 54.44 ng 1756620  Chrysene-d12 21.738
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-butoxy-, phosphate (3:1) 398 C18H3907P 000078-51-3 83
2 trans-2,3-Epoxyoctane 128 C8H160 028180-70-3 46
3 2,5-Hexanediol 118 C6H1402 002935-44-6 35
4 Triacontyl heptafluorobutyrate 634 C34H61F702 1000351-83-2 22
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 14

Abundance Scan 2970 (20.834 min): BG053555.D\data.ms (-2965) (-  m/z 57.15 100.00%
57.1

%

5000 125.1
199.2 |
299.3 20.50 21.00
ol b m“ o ‘H‘ b 222 L8553 4515 66.34%
mlz--> 50 100 150 200 250 300 350 400
Abundance #300588: Ethanol, 2-butoxy-, phosphate (3:1)
57.0
5000 125.0 — —T—
20.50 21.00
1990 m/z 56.15 63.02%
| \
Ol\S}q ‘\‘“’\\1\“T“\“\ H‘h“\\\\‘T\‘\215‘§\(?\\“\\\3\5‘5\\0\3\99‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #14339: trans-2,3-Epoxyoctane
6.0
— : :

20.50 21.00
5000 m/z 85.15 43.88%
9.0
oL A
m/z--> 50 100 150 200 250 300 350 400
Abundance #10014: 2,5-Hexanediol — 7
45.0 20.50 21.00
m/z 125.05 42.36%
5000 AMNN‘mww/LﬂM
ABT) e
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00

8270-BGO50522.M Mon May 16 18:08:51 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53555.D

Acqg On : 13 May 2022 23:00
Operator : CG/JU

Sample : N2823-03

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Eicosane, 10-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.363 21.49 ng 693314  Chrysene-di12 21.738
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 86
2 Tetracosane 338 C24H50 000646-31-1 86
3 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 86
4 Octacosane 394 C28H58 000630-02-4 72
5 Heptacosane 380 C27H56 000593-49-7 72
Abundance Scan 3060 (21.362 min): BG053555.D\data.ms (-3056) (- m/z 57.15 100.00%
57.1
— —
‘ ‘ 1552 2282 21.00 21.50
(- “ Lo o0£1921220.2267.2 3203 myz 43.15  74.46%
mlz--> 50 100 150 200 250 300 350
Abundance #194595: Eicosane, 10-methyl-
57.0
5000 — —
21.00 21.50
99.0 o m/z 71.15 65.45%
ol T aer0 200 2810
miz--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
— —
21.00 21.50
5000 m/z 85.15 47 .44%
99.0
0 L] vl h\ | ‘4‘10 183.0 225.0 267.0  338.0
L i B e
miz--> 50 100 150 200 250 300 350
Abundance #170573: Sulfurous acid, butyl decyl ester — —
57.0 21.00 21.50
m/z 41.15 31.57%
o M
oLl LA PR M0 030
m/z--> 50 100 150 200 250 300 350 21.00 21.50

8270-BGO50522.M Mon May 16 18:08:52 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53555.D

Acqg On : 13 May 2022 23:00
Operator : CG/JU

Sample : N2823-03

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.915 16.35 ng 527624  Chrysene-d12 21.738
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 94
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 94
3 Octacosane 394 (C28H58 000630-02-4 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 3154 (21.915 min): BG053555.D\data.ms (-3150) (- m/z 57.15 100.00%

57.1
5000
9.2 22.00
ot A4 La 3203 2113 267.33004 m/z 43.15 71.35%
mlz--> 50 100 150 200 250 300 350
Abundance #246483: Tetracosane
57.0
5000 T
22.00
m/z 71.15 64.18%
41.0
0 \“‘\ ‘\“ hh \h‘\ h‘ \H‘ \JT\ Y ‘ \]_\8\3\0‘2\2\5\\0‘ T T ‘ T \3:\3§ ‘0\ T
m/z--> 50 100 150 200 250 300 350
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
—
22.00
5000 ITI/Z 85.15 45.51%
9.0 140.0
182.0
ob il L n2280
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane 7
57.0 22.00
m/z 55.15 29.11%
oLl h‘ H | 141 0183.0225.0 281.0 337.0 394.
e “““‘“““‘“““““““““‘ —
m/z--> 50 100 150 200 250 300 350 22.00

8270-BGO50522.M Mon May 16 18:08:53 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53555.D

Acqg On : 13 May 2022 23:00
Operator : CG/JU

Sample : N2823-03

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.532 14.22 ng 458665  Chrysene-d12 21.738
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Pentacosane 352 (C25H52 000629-99-2 90
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 87

Abundance Scan 3259 (22.531 min): BG053555.D\data.ms (-3254) (-  m/z 57.15 100.00%
57.1

-

5000
‘ 22.50 |
13.2 .
169.2 .
- ' ““]ﬂ\ Lbiyoni 2253 2953 3561 ATA n/z 43.15  71.55%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #107216: Hexadecane
57.0
5000 ——
22.50
m/z 71.15 67.47%
| } || 430 169.0 226.0
0 \\\‘\“\!‘!‘!“‘!‘WI\T‘"\\\\‘\\‘\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #246481: Tetracosane
57.0
T \
22.50
5000 ITI/Z 85.20 45 .40%
ol ‘ || 4132 1690 225.0 281.0 3380
e A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #123960: Heptadecane T
57.0 22.50
m/z 41.15 27.04%
- M[MW“M“WWAMWWWWNfMM
113.0
| [ | ), 169.0 2400
ot ——
m/z--> 0 50 100 150 200 250 300 350 400 450 22.50

8270-BGO50522.M Mon May 16 18:08:54 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53555.D

Acqg On : 13 May 2022 23:00
Operator : CG/JU

Sample : N2823-03

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 1,4-Benzenedicarboxylic aci... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

2.013 70508 227590 Chrysene-d12 21.738

Hit# of 5 Tentative ID MW MolForm CASH# Qual

,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 64
»3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 46
erephthalic acid, 4-octyl octyl... 390 C24H3804 1000323-73-7 38
erephthalic acid, 2-ethylhexyl ... 390 C24H3804 1000324-00-5 38
-[(4-Bromophenyl)carbonyl]-4-me... 282 C12H15BrN20 349395-87-5 14

uhwN R
I

Abundance Scan 3324 (22.913 min): BG053555.D\data.ms (-3319) (-  m/z 70.15 100.00%

70.2
149.1 261.3
5000
—
h Hb 217.2 | 3311 23.00
0! 292 L L 22 L SR /2 261.25  65.16%
mlz--> 50 100 150 200 250 300 350
Abundance #295782: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0
5000 67.0 ‘ ‘23‘00‘
' 261.0 ‘
m/z 149.05 64.15%
4 ]1) |
0 \“\ T \‘” l \“‘\ \‘ ‘\ I ™ \\2?5\9\ 7 \‘\‘\ T \3\3\3\0‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #295780: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
—r
112.0 23.00
5000 261.0 ITI/Z 57.15 48.02%
67.0
29.
0 (ﬁ l n | ‘ 2070 | |3040347.0
miz--> 50 100 150 200 250 300 350
Abundance #295651: Terephthalic acid, 4-octyl octyl ester P
261.0 23.00
m/z 167.05 35.39%
5000 167.0
112.0
70.0
02‘%'9““”“‘!“»“ e na
m/z--> 50 100 150 200 250 300 350 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53555.D

Acqg On : 13 May 2022 23:00
Operator : CG/JU

Sample : N2823-03

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.230 12.78 ng 412476  Chrysene-d12 21.738
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Heptadecane 240 C17H36 000629-78-7 95
3 Eicosane 282 C20H42 000112-95-8 94
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 3378 (23.231 min): BG053555.D\data.ms (-3373) (- m/z 57.15 100.00%

57.1
5000
—— M
‘ | ‘9. 141216332252 23.00 23.50
ol b L] 41218332252 2871 3434 402 ., 43,15  64.36%
miz--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
5000 — ——

23.00 23.50
m/z 71.15 63.21%

H\ h\ h‘ H‘JT d 9183 0225.0 296.0

m/z--> 50 100 150 200 250 300 350 400
Abundance #123958: Heptadecane

o
—
[
O
" E
! L
o

23.00 23.50
5000 m/z 85.15 42.82%

%

psal |1 [ 01momso 200
m/z--> 50 100 150 200 250 300 350 400
Abundance #176384: Eicosane
57.0 23.00 23.50
m/z 41.15 24.97%
5000

“\ I h‘ H‘]T |4 O183. 02250 2820

EED ED NS W e s v ——
miz--> 50 100 150 200 250 300 350 400 23.00 23.50

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53555.D

Acqg On : 13 May 2022 23:00
Operator : CG/JU

Sample : N2823-03

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

24.047 11.25 ng 446596  Perylene-di12 25.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Octacosane 394 (C28H58 000630-02-4 91
3 Hexadecane 226 C1l6H34 000544-76-3 90
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 3517 (24.047 min): BG053555.D\data.ms (-3511) (-  m/z 57.15 100.00%

57.1
5000
24.00 |
141.3 :
ob— “M i H‘ LiYrA8332203 205333043821 ., 71,15 69.02%
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
5000 —— ‘
24.00
m/z 43.15 67.30%
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
T \
24.00
5000 ITI/Z 85.15 42.99%
9.0
ol L) h‘ | | 141.0183.0225.0 281.0 337.0 394.
A e
m/z--> 50 100 150 200 250 300 350
Abundance #107216: Hexadecane T
57.0 24.00
m/z 55.15 23.61%
. WWW\»/\“WM
oL L1 P2 12010907250 -
m/z--> 50 100 150 200 250 300 350 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53555.D

Acqg On : 13 May 2022 23:00
Operator : CG/JU

Sample : N2823-03

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Tetratetracontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
26.162 12.09 ng 479953  Perylene-di12 25.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Heneicosane, 11l-decyl- 437 C31H64 055320-06-4 91
4 Hexatriacontane 507 C36H74 000630-06-8 91
5 Tetracosane, 1l-decyl- 479 C34H70 055429-84-0 91

Abundance Scan 3877 (26.162 min): BG053555.D\data.ms (-3868) (-  m/z 57.15 100.00%
57.1

-

5000
2600 2650
27.2 : :
197.3
o_m"j‘]‘Kﬂmw‘u‘w"2“9“7’:‘?1‘_Hwwwwwwwm m/z 43.15  69.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #123960: Heptadecane
57.0
5000 — —
26.00 26.50
m/z 71.15 66.12%
o LUlitEre, 200
‘H\T“‘1f‘\TTHT“\‘\\‘\‘\HHHH‘HH‘HH‘HH‘\H\‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
—— —
26.00 26.50
5000 m/z 85.15 44..00%

127:0197.0267.0337.0407.0 491.0562.0

-

O pr b o e T o T e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #320594: Heneicosane, 11-decyl- T —
57.0 26.00 26.50

m/z 55.15 21.81%
5000
295.0
ol TR 01970 ‘\ 435.0

et A e e e —— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 26.00 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53555.D

Acqg On : 13 May 2022 23:00
Operator : CG/JU

Sample : N2823-03

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Dodecane, 2-methyl-6-propyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
27.537 5.42 ng 215015 Perylene-di2 25.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 72
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 72
3 4,4-Dipropylheptane 184 C13H28 017312-72-0 59
4 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 59
5 Octacosane 394 (C28H58 000630-02-4 58
Abundance Scan 4111 (27.536 min): BG053555.D\data.ms (-4103) (- m/z 57.15 100.00%
57.1
2000 “Mj\www«w//\vww¢awhww“
7.2 NN !
ob u““u “‘U‘ L Tptarss?iys | BTN 800 4315 eo.a8%
miz-> 50 100 150 200 250 300
Abundance #176386: Eicosane
57.0
5000 —— :
27.50
m/z 71.15 61.93%
99.0
oLl L P30 1410 1820 2250 2820
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
R \
27.50
5000 m/z 85.15 42.10%
99.0 140.0
182.0
ol bbby b 2260
miz--> 50 100 150 200 250 300
Abundance #59043: 4,4-Dipropylheptane T ‘
57.0 27.50
m/z 55.15  28.29%
99.0
m/z--> 50 100 150 200 250 300 27.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53555.D

Acqg On : 13 May 2022 23:00
Operator : CG/JU

Sample : N2823-03

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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, 11-decyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
29.199 5.71 ng 226860 Perylene-d12 25.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Tetracosane, 1l-decyl- 479 C34H70 055429-84-0 90
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 87

Abundance Scan 4394 (29.199 min): BG053555.D\data.ms (-4385) (-  m/z 57.15 100.00%
57.1

-

5000
2000 29.50
197.3 327.1
o‘Hw‘hwfuwwmwwmuqmewuuMH‘WH‘W‘HW‘HW‘H‘_H m/z 71.15 77.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 S S
29.00 29.50
m/z 43.15 64.11%
o /| 1 || }77:9197.0 267.0337.0407.0 491.0562.0
‘\\H‘HH‘HH‘\H!]WHT[HT\‘TFH}HH‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane
57.0
—— —
29.00 29.50
5000 ITI/Z 85.15 51.86%

or L1 1#70197.0 2810 3940
AL 90 2810 s40

-

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #333755: Tetracosane, 11-decyl- T T
57.0 29.00 29.50
m/z 55.15  27.82%
5000

-

o 17721970 267.0337.9.406.0
AT 19702670337 04060 .

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 29.00 29.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@51322\
Data File : BG@53555.D

Acqg On : 13 May 2022 23:00
Operator : CG/JU

Sample : N2823-03

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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|
Tetradecane 17.932 5.9 ng 140318 4 17.456 477783 20.0
n-Hexadecanoic ... 18.337 6.3 ng 150276 4 17.456 477783 20.0
Eicosane 18.625 11.7 ng 278482 4 17.456 477783 20.0
Pentacosane 19.083 6.8 ng 163238 4 17.456 477783 20.0
Heptadecane, 2,... 19.254 18.1 ng 433662 4 17.456 477783 20.0
Nonadecane 19.418 5.2 ng 124262 4 17.456 477783 20.0
unknown19.588 19.588 5.3 ng 126213 4 17.456 477783 20.0
Docosane 19.823 14.4 ng 464263 5 21.738 645307 20.0
Heptacosane 20.358 15.6 ng 502093 5 21.738 645307 20.0
Heneicosane 20.540 4.7 ng 149974 5 21.738 645307 20.0
Ethanol, 2-buto... 20.834 54.4 ng 1756620 5 21.738 645307 20.0
Eicosane, 10-me... 21.363 21.5 ng 693314 5 21.738 645307 20.0
Tetracosane 21.915 16.4 ng 527624 5 21.738 645307 20.0
Hexadecane 22.532 14.2 ng 458665 5 21.738 645307 20.0
1,4-Benzenedica... 22.913 7.0 ng 227590 5 21.738 645307 20.0
Heptadecane 23.230 12.8 ng 412476 5 21.738 645307 20.0
Octacosane 24.047 11.3 ng 446596 6 25.016 793998 20.0
Tetratetracontane 26.162 12.1 ng 479953 6 25.016 793998 20.0
Dodecane, 2-met... 27.537 5.4 ng 215015 6 25.016 793998 20.0
Tetracosane, 11... 29.199 5.7 ng 226860 6 25.016 793998 20.0
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