LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55886.D

Acqg On : 5 Dec 2022 15:45
Operator : CG/JU

Sample : N5870-04

Misc :

ALS Vvial : 4  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

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

Signal : TIC: BGO55886.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.217 321 328 336 rBV 235792 356269 1.99% 0.280%
2 5.705 404 411 421 rBV 560083 898546 5.03% 0.705%
3 7.333 680 688 696 rBV 550420 968261 5.42% 0.760%
4 9.348 1021 1031 1041 rBV 337043 587537 3.29% 0.461%
5 10.999 1305 1312 1319 rBV 139757 248891 1.39% 0.195%
6 13.425 1718 1725 1734 rVB 865960 1338512 7.49% 1.051%
7 14.806 1954 1960 1966 rVB 239448 377860  2.12% 0.297%
8 16.293 2206 2213 2223 rBV 811168 1290232 7.22% 1.013%
9 17.327 2349 2389 2409 rVB2 2611383 17372962 97.24% 13.636%
10 17.544 2420 2426 2434 rVB 334494 529581 2.96% 0.416%
11 18.402 2568 2572 2580 rBV 139431 223037 1.25% 0.175%
12 18.572 2592 2601 2614 rBvV2 127939 456774 2.56% 0.359%
13 18.743 2624 2630 2649 rVB2 153171 568180 3.18% 0.446%

14 19.172 2680 2703 2718 rBV 4635248 17865676 100.00% 14.023%
15 19.783 2798 2807 2817 rVV2 250557 793333  4.44% 0.623%

16 19.883 2817 2824 2834 rVW 333997 868679 4.86% ©
17 20.006 2837 2845 2855 rVB 151708 405832 2.27% ©
18 20.135 2861 2867 2873 rVB 1725204 2193717 12.28% 1.722%
19 20.294 2879 2894 2909 rBV 5458256 15345665 85.89% 12.
20 20.494 2921 2928 2942 rVB3 136835 395910 2.22% o

21 20.834 2981 2986 2995 rVB 293365 663320 3.71% ©0.521%
22 20.946 3000 3005 3015 rVB 240636 561891 3.15% 0.441%
23 21.216 3036 3051 3066 rBV 5355445 14633443 81.91% 11.486%
24 21.422 3076 3086 3102 rBV3 204244 597917 3.35% 0.469%
25 21.827 3147 3155 3163 rVB3 560403 1224603 6.85%
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26 21.939 3168 3174 3178 rVW 160337 414042 2.32%
27 21.980 3178 3181 3189 rVB 224607 336422 1.88%
28 22.256 3212 3228 3254 rBV 3678468 12114762 67.81%
29 22.503 3263 3270 3280 rVB2 152631 454460 2.54%
30 22.609 3283 3288 3294 rBV 203779 348394  1.95%
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31 22.961 3343 3348 3359 rVB3 168336 537304  3.01%
32 23.320 3404 3409 3415 rVB 141153 248799 1.39%
33 23.472 3416 3435 3444 rBV 2734467 10154507 56.84%
34 23.807 3485 3492 3504 rVB3 124131 398872 2.23%
35 24.912 3660 3680 3693 rVB2 1637692 7872228 44.06%
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36 25.182 3721 3726 3737 rVB2 203023 546540  3.06%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55886.D

Acqg On : 5 Dec 2022 15:45
Operator : CG/JU

Sample : N5870-04

Misc

ALS Vvial : 4  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

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

37 26.628 3953 3972 3989 rVB 1223981 6133677 34.33% 4.814%
38 28.702 4305 4325 4349 rVB2 783672 4313736 24.15%  3.386%
39 31.205 4738 4751 4777 rVB2 428158 2761420 15.46% 2.167%

Sum of corrected areas: 127401791
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55886.D

Acq On : 5 Dec 2022 15:45
Operator : CG/JU

Sample : N5870-04

Misc

ALS Vial : 4  Sample Multiplier: 1

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

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

Abundance TIC: BG055886.D\data.ms

5000000
4000000
3000000
2000000

1000000
5.705 7.333 0,348
5.217 }\ ' 10.999

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\A\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG055886.D\data.ms

20.294 21.216

5000000 19172

4000000 22.256

3000000 17.327

2000000 20.13

ot

10000001 13.425 16.293

21.827
7.544 189883 1 1 226%h621.422 E%A 9
14.806 {9 ' ) )
y LA e || 5 80 A

O s e s B B LA L e e B B e B B B

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: BG055886.D\data.ms

5000000

4000000

3000000 23.472

2000000 24.912
26.628

1000000 28.702

31.205
.9623.3p0 23.807 5.182

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\BG120522\
Data File : BG@55886.D

Acq On : 5 Dec 2022 15:45
Operator : CG/JU

Sample : N5870-04

Misc

ALS Vial : 4  Sample Multiplier: 1

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

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Docosane, 11-butyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.327 656.10 ng 17373000  Phenanthrene-d10 17.544
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Docosane, 11-butyl- 366 C26H54 013475-76-8 95
2 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 91
Abundance Scan 2389 (17.327 min): BG055886.D\data.ms (-2349) (- | m/z 57.05 100.00%
57.0
5000 /\
— —
141 1 183.2 ) 17.00 17.50
ol b L, “ L1752 38522252267.1309.3 366/ 43,05  71.04%
m/z--> 50 lOO 150 200 250 300 350
Abundance #275544: Docosane, 11-butyl-
57.0
5000 — ——
17.00 17.50
m/z 71.05 57.72%
L } ‘ “‘ \‘h\ “‘ \“ \1\4\‘1‘0\ \ T \2‘19 \(“)\ 2\5‘3\(? T \3‘()\9 \()\ \‘36\6\(
miz--> 50 100 150 200 250 300 350
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
— —
17.00 17.50
5000 m/z 85.10 41.56%
9.0 140.0
182.0
A 0
m/z--> 50 100 150 200 250 300 350
Abundance #194588: Heneicosane — —
57.0 17.00 17.50
m/z 41.00 26.54%
5000
9.0
15.4 L)y 141018302250 2960
i s L e — ==
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\BG120522\
Data File : BG@55886.D

Acq On : 5 Dec 2022 15:45
Operator : CG/JU

Sample : N5870-04

Misc

ALS Vial : 4  Sample Multiplier: 1

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

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 n-Hexadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.402 8.42 ng 223037  Phenanthrene-di0 17.544
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 81
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 74
5 Undecanoic acid 186 C11H2202 000112-37-8 70

Abundance Scan 2572 (18.402 min): BG055886.D\data.ms (-2568) (- | m/z 43.10 100.00%
43.1 730

5000

=

T
18.00 18.50

Wui‘:‘w‘ﬂ m/z 60.00  87.28%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 T T
18.00 18.50

m/z 73.00 86.64%

) 1710 213.0 256.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92063: Tridecanoic acid
73.
43.0 0

T
18.00 18.50

5000 129.0 m/z 41.00 75.18%
171.0
‘ ‘ 214.0
HWA‘WJWM
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126199: Pentadecanoic acid — —
43.0 73.0 18.00 18.50

m/z 57.00 70.66%

5000 129.0
‘ 199.0 2420
L 158

m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55886.D

Acq On : 5 Dec 2022 15:45
Operator : CG/JU

Sample : N5870-04

Misc

ALS Vial : 4  Sample Multiplier: 1

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

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Nonadecane, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.572  17.25 ng 456774  Phenanthrene-d10 17.544
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Docosane, 11-butyl- 366 C26H54 013475-76-8 91
2 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 87
5 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 86
Abundance Scan 2601 (18.572 min): BG055886.D\data.ms (-2592) (- | m/z 57.00 100.00%
57.0
18.50 |
41 11831 337.3 :
Hmu“‘ I, “ LIAhA831 22522674 3878 43 00 s1.10%
m/z--> 50 100 150 200 250 300 350
Abundance #275544: Docosane, 11-butyl-
57.0
5000 — ‘
18.50
m/z 71.00 51.97%
T ‘\““\ hh‘ ‘h “ \“ \1\4\].‘0\ \ T \2‘1“0 \(“)\2\!5‘3\()\ T \3‘()\9\0\ T ‘3§6\.(
miz--> 50 100 150 200 250 300 350
Abundance #176392: Nonadecane, 2-methyl-
57.0
N T
18.50
5000 m/z 85.05 42.01%
AL % e s
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl- T ‘
57.0 18.50
m/z 55.00 27.67%
- MA\/MJ
239.0
il w\ M“ﬁ‘? 1830 *0 28103230 -
m/z--> 50 100 150 200 250 300 350 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55886.D

Acq On : 5 Dec 2022 15:45
Operator : CG/JU

Sample : N5870-04

Misc

ALS Vial : 4  Sample Multiplier: 1

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

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Eicosane, 3-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.743  21.46 ng 568180  Phenanthrene-d10 17.544
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane, 3-methyl- 296 C21H44 006418-46-8 86
2 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 80
3 Docosane, 2,21-dimethyl- 338 C24H50 077536-31-3 72
4 Tetratetracontane 619 C44H90 007098-22-8 72
5 Docosane, 11-butyl- 366 C26H54 013475-76-8 68
Abundance Scan 2630 (18.743 min): BG055886.D\data.ms (-2624) (-~ | m/z 57.05 100.00%
57.0
5000 /\
|| oo s 100
1410 210.0 351. : :
ALy 32 00 2832 S 4365 55.85%
m/z--> 50 100 150 200 250 300 350
Abundance #194592: Eicosane, 3-methyl-
57.0
5000 — —
18.50 19.00
m/z 71.00 42.13%
267.0
T ‘\ T “h‘ \“9\% (\)‘ \%4\‘1-‘0\ ]\-8\3\0‘ \22\5\0\ T \“\ L B B
miz--> 50 100 150 200 250 300 350
Abundance #141066: Heptadecane, 2-methyl-
43.0
—= —
18.50 19.00
5000 m/z 56.00 33.66%
85.0
A \h‘ [ 12701690210 gua0
m/z--> 50 100 150 200 250 300 350
Abundance #246495: Docosane, 2,21-dimethyl- — —
43.0 18.50 19.00
m/z 85.10  31.43%
5000
85.0
LU 1270 1690 2110 257,023 3380
e e e e R —= —
m/z--> 50 100 150 200 250 300 350 18.50 19.00
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\

BGO55886.D
5 Dec 2022 15:45
: CG/JU
: N5870-04
: 4  Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Dodecane, 2-methyl-6-propyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.172 674.71 ng 178657060  Phenanthrene-d10 17.544
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 2-methyl-6-propyl- 226 CleH34 055045-08-4 93
2 Eicosane 282 C20H42 000112-95-8 91
3 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Hexatriacontane 507 C36H74 000630-06-8 91
Abundance Scan 2703 (19.172 min): BG055886.D\data.ms (-2680) (- | m/z 57.10 100.00%
57.1
5000 ///\
— —
141_1 19.00 19.50
i AL “ L1771 18322252267.3300.33514 17 43.05  71.63%
m/z--> 50 100 150 200 250 300 350
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 — ——
19.00 19.50
m/z 71.05 60.07%
9.0 140.0
182.0
\\\‘Hh‘\m\“‘\‘\‘\h‘\\\“\‘\22\\.\‘\\\\‘\\\\‘\\\\
miz—-> 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
— —
19.00 19.50
5000 m/z 85.10 42 .37%
“ h | F | 4141018302250 2820
) T e
m/z--> 100 150 200 250 300 350
Abundance #193304: 1-lodo-2-methylundecane — T
57.0 19.00 19.50
m/z 55.05 28.15%
5000 J/Xk
9.0
L4 F Lo 16902130 296,
““‘“““‘“““““““““““““ — —
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\BG120522\
Data File : BG@55886.D

Acq On 5 Dec 2022 15:45

Operator : CG/JU

Sample : N5870-04

Misc

ALS Vial : 4  Sample Multiplier: 1

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

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Terephthalic acid, 3-methyl... Concentration Rank 15
R.T EstConc Area Relative to ISTD R.T.
10.783 12.96 ng 793333 Chrysene-d12 21.827
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 72

2 1,4-Be

nzenedicarboxylic acid, bi...

390 C24H3804

006422-86-2 52
1000324-04-2 49
1000415-97-1 43
1000343-95-1 38

70.05 100.00%

o

—— ==
19.50 20.00

| m/z 149.00  77.90%

3 Terephthalic acid, 2-chloropheny... 388 C22H25C104
4 Terephthalic acid, 4,4-dimethylp... 376 C23H3604
5 Isophthalic acid, 2-methylprop-2... 332 C20H2804
Abundance Scan 2807 (19.783 min): BG055886.D\data.ms (-2798) (- | m/z
70.0
149.0 261.1
5000
m/z--> 50 100 150 200 250 300 350
Abundance #257919: Terephthalic acid, 3-methy

Ibut-2-yl octyl ester
0

B

T T
19.50 20.00

m/z 261.05 77.11%

T T
19.50 20.00

5000

m/z-->

261.
5000 70.0
149.0
219.0
2\9\.%““\”\“\\"\\“\\i\‘\\\‘\‘\\‘\‘ \‘\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #295785: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
261.0
149.0
70.0
5000
L aseo | lsomo seo
m/z--> 50 100 150 200 250 300 350
Abundance #293994: Terephthalic acid, 2-chlorophenyl octyl ester

261

149.0

a0 1040

m/z 112.05  40.84%

o

— P
.0 19.50 20.00

m/z 167.00  38.26%

N

50 100 150 200 250

B P
300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55886.D

Acq On : 5 Dec 2022 15:45
Operator : CG/JU

Sample : N5870-04

Misc

ALS Vial : 4  Sample Multiplier: 1

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

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Octadecane, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.883 14.19 ng 868679  Chrysene-d12 21.827
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 95
2 Nonadecane 268 C19H40 000629-92-5 94
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Docosane, 11-butyl- 366 C26H54 013475-76-8 91
Abundance Scan 2824 (19.883 min): BG055886.D\data.ms (-2817) (- | m/z 57.00 100.00%
57.0
5000 A
— —r—
\ \ 141.0183.1225.2267.1 3513 1950 2000
ol b b L7 7183.1225.2267.1300.2350.8 o 43 05 75.46%
m/z--> 50 100 150 200 250 300 350
Abundance #158610: Octadecane, 2-methyl-
43.0
5000 — ——
5.0 19.50 20.00
m/z 71.10 50.45%
27.
“ “ h‘ \h\“‘ J(\ \ \ ‘]‘-\6\9\0\ ’2\2\5\?’2\6$\0\ ’ L ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #158599: Nonadecane
57.0
— ——
19.50 20.00
5000 m/z 85.05 38.11%
268.0
141.0183.0
1‘5"4‘ m“‘\ H\ ”\ H‘ ‘d“\“ | \\ | ‘\‘\’%2‘5‘9’ i — A
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl- — ™
57.0 19.50 20.00
m/z 55.00  24.94%
239.0
A wL ] &“‘1‘91‘8‘3‘? om0
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\BG120522\
Data File : BG@55886.D

Acq On : 5 Dec 2022 15:45
Operator : CG/JU

Sample : N5870-04

Misc

ALS Vial : 4  Sample Multiplier: 1

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

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Nonadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.294 250.62 ng 153457060  Chrysene-d12 21.827
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 96
2 Octacosane 394 (C28H58 000630-02-4 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2894 (20.294 min): BG055886.D\data.ms (-2879) (- | m/z 57.10 100.00%
57.1
5000 A
| | \ 141.1183.1225.2267.1 2000 20 50
oL d LU 3-71881225.2267.1300.3351.3394« 1/, 43.05  70.81%
m/z--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
5000
2000 2050
m/z 71.05 1.01%
“ | “ | u‘ | ]T41 0 183.0 268.0
\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #298426: Octacosane
57.0
2000 2050
5000 m/z 85.10 3.55%
“ Hh\ \h\ “ h‘ \\4% ?1\‘83 0225 0 281'0 337'0 394'(
Al e e
m/z--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane
57.0 2000 2050
m/z 55.05 %
5000
e “““ “““““‘“““““““
m/z--> 50 100 150 200 250 300 350 2000 2050
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55886.D

Acq On : 5 Dec 2022 15:45
Operator : CG/JU

Sample : N5870-04

Misc

ALS Vial : 4  Sample Multiplier: 1

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

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Octacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
20.834 10.83 ng 663320  Chrysene-di12 21.827
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Tetracosane, 11-decyl- 479 C34H70 055429-84-0 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Docosane, 11-butyl- 366 C26H54 013475-76-8 91
Abundance Scan 2986 (20.834 min): BG055886.D\data.ms (-2981) (-~ | m/z 57.05 100.00%
57.0
2050 2100
Al ‘JM]‘] | L1, 1691 2251 2053 3643 /. 4305  75.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
5000 — P
20.50 21.00
m/z 71.10 47.49%
| ‘L 1 1130 160.0 2250 281.0 337.0 394.0
\\\‘ T\‘\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350 400
Abundance #333755: Tetracosane, 11-decyl-
57.0
20.50 21.00
5000 m/z 85.10 38.94%
‘ ‘\ H L 169.0 2250 294.0337.9380 0
it e R L e
m/z--> 50 100 150 200 250 300 350 400
Abundance #262017: Heptadecane, 9-octyl- — =
57.0 20.50 21.00
m/z 55.00 25.84%
13.0 239.0
LT 1890 20 940 3520
e "_“"‘H““‘w““‘u““‘u““ — =
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

BGO
5
. CGg/
: N58

4

Quant Method :

Quant Title

TIC Library

55886.D
Dec 2022 15:45
Ju
70-04
Sample Multiplier: 1

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 10 Heptadecane, 3-methyl- Concentration Rank 18

R.T EstConc Area Relative to ISTD R.T.
20.946 9.18 ng 561891  Chrysene-d12 21.827
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane, 3-methyl- 254 C18H38 006418-44-6 87
2 Tetradecane, 3-methyl- 212 C15H32 018435-22-8 87
3 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 81
4 Octacosane 394 C28H58 000630-02-4 81
5 Pentadecane, 3-methyl- 226 Cl6H34 002882-96-4 81

Abundance Scan 3005 (20.946 min): BG055886.D\data.ms (-3000) (- | m/z 57.00 100.00%
57.0
| 21,00
1411 379A .
A, ‘ i H “‘ Tp 48312252 2951 3410870« /. 43.68  50.58%
m/z--> 50 100 150 200 250 300 350
Abundance #141069: Heptadecane, 3-methyl-
57.0
5000 1
21.00
m/z 71.05 42.43%
1.0 225.0
\‘\““ h\“\“‘\‘\‘\\“‘\]\-8\3\0‘\\“\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #90199: Tetradecane, 3-methyl-
57.0
21.00
5000 m/z 56.00 35.94%
%90 183.0
Al
m/z--> 50 100 150 200 250 300 350
Abundance #141066: Heptadecane, 2-methyl- ——
43.0 21.00
m/z 85.05 30.15%
5000
5.0
| h L | 1270 160.0 2110 2540
‘ A e e
m/z--> 50 100 150 200 250 300 350 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55886.D

Acq On : 5 Dec 2022 15:45
Operator : CG/JU

Sample : N5870-04

Misc

ALS Vial : 4  Sample Multiplier: 1

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

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Pentadecane, 8-hexyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.216 238.99 ng 14633400  Chrysene-d12 21.827
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Docosane, 11-butyl- 366 C26H54 013475-76-8 91
Abundance Scan 3051 (21.216 min): BG055886.D\data.ms (-3036) (- | m/z 57.05 100.00%
57.0
o —
| ] g\ . 141.0183.2225.2 ! 2100 2150
oL A a4 L1 34-01832225.2267.1300.3351.3 408! 1/, 43.05  70.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194597: Pentadecane, 8-hexyl-
43.0
5000 5.0 S A
21.00 21.50
m/z 71.05 60.75%
20 196.0
\\“‘\hh‘\‘h\h‘ \“\‘\ \“‘\\\ “ “\2\3\9‘0\2\8\].\0‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #194595: Eicosane, 10-methyl-
57.0
. A
21.00 21.50
5000 m/z 85.05 43.00%
9.0 154.0
T erozze0zer0
m/z--> 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl- s P
57.0 21.00 21.50
m/z 55.05  28.34%
5000
9.0
A “\\ | 141.0183.0225.0267.0300.0 365.0
i “““““““““ R o —
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55886.D

Acq On : 5 Dec 2022 15:45
Operator : CG/JU

Sample : N5870-04

Misc

ALS Vial : 4  Sample Multiplier: 1

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

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 Sulfurous acid, butyl hepta... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
21.422 9.77 ng 597917  Chrysene-d12 21.827
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 80
2 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 74
3 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 68
4 Tetratetracontane 619 C44H90 007098-22-8 68
5 Hexatriacontane 507 C36H74 000630-06-8 64
Abundance Scan 3086 (21.422 min): BG055886.D\data.ms (-3076) (- | m/z 57.00 100.00%
57.0
5000 jt
.
\ 169.1 22 2150
ALl ‘, oL w21 2251 2810 3409  m/z 43.05 77.32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #284588: Sulfurous acid, butyl heptadecy! ester
57.0
5000 LN
21.50
m/z 71.05 53.53%
11.0
‘\ “\ H\ 11,3950 2390 2910
\\\‘ \\]\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #310570: Heptacosane, 1-chloro-
57.0
e
21.50
5000 m/z 55.00 39.31%
13.0
\‘ \L\ H H I} \‘ L \ \ \ 183 0 231 0 287 O 343 0 414 c
———— T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #206617: Sulfurous acid, butyl dodecyl ester =
57.0 21.50
m/z 83.05 37.80%
: L
13.0
U o< JE N
m/z--> 50 100 150 200 250 300 350 400 21.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
BGO55886.D
5 Dec 2022 15:45
: CG/JU
: N5870-04
: 4  Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 13 Hexacosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
22.256 197.86 ng 12114800  Chrysene-d12 21.827
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 91
4 Eicosane, 7-hexyl- 366 C26H54 ©55333-99-8 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 3228 (22.256 min): BG055886.D\data.ms (-3212) (- | m/z 57.10 100.00%
57.1
- JN,»NJ/\\
e —
‘ |, le 1691 2952 | 22.00 22,50
ol A d L1y 1091 2252 2981 3513 4220 .. 4305  68.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #275538: Hexacosane
57.0
5000 el —
22.00 22.50
m/z 71.05 58.92%
| ‘\ “\ ‘h J u‘ \ ] \6\9 9 . 225 0 2950 366.0
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl-
57.0
. —
22.00 22.50
5000 m/z 85.05 41.94%
LLLLTT? 180 2250 2mg 350
m/z--> 50 100 150 200 250 300 350 400
Abundance #275544: Docosane, 11-butyl- o —
57.0 22.00 22.50
m/z 55.05 26.49%
- /\JLV\/
‘ h‘ | ‘\ ‘ 167. 021? 02530 3990 3660
el “““““‘ A i e S C =
m/z--> 50 100 150 200 250 300 350 400 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55886.D

Acq On : 5 Dec 2022 15:45
Operator : CG/JU

Sample : N5870-04

Misc

ALS Vial : 4  Sample Multiplier: 1

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

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 Dodecane, 2-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
22.961 8.78 ng 537304  Chrysene-d12 21.827
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 87
2 Dodecane, 2-methyl- 184 C13H28 001560-97-0 87
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Eicosane 282 (C20H42 000112-95-8 87
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 3348 (22.961 min): BG055886.D\data.ms (-3343) (- | m/z 57.05 100.00%
57.0
13. éde
‘ v ﬁ L4, 28322300 3093 3933 .. 4300 74.57%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #158599: Nonadecane
57.0
5000 T
23.00
268.0 m/z 71.05 52.17%
‘ ‘ 11130 166.0
‘\\‘\ ‘ ”‘\”‘\‘\“\‘\!‘d\‘!\‘\“\‘\\\‘\‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #59045: Dodecane, 2-methyl-
43.0
=
23.00
5000 ITI/Z 85.10 42 .68%
141.0
_““‘ ‘Mn‘bm“m‘_m_m‘mw”_m
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane -
57.0 23.00
m/z 41.00 24.68%
- /V\/M_/\/
N h‘ \\ | 11‘690 2250  309.0 365.0 436.!
e ‘w“‘w““_“‘_““H“‘H“‘H“‘ —
m/z--> 0 50 100 150 200 250 300 350 400 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55886.D

Acq On 5 Dec 2022 15:45

Operator : CG/JU

Sample : N5870-04

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 Eicosane, 10-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
23.473 165.84 ng 10154500  Chrysene-d12 21.827
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 3435 (23.472 min): BG055886.D\data.ms (-3416) (- | m/z 57.10 100.00%
57.1
—
‘ ‘ . 1691 925 2 23.50
oL L] “ pir 5202 2983 8513 4073 /7 43.05  67.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194595: Eicosane, 10-methyl-
57.0
5000 T
23.50
m/z 71.05 58.92%
\‘\‘ “““tho\\“‘\“\\\zllo‘\2\8\].\9\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #194597: Pentadecane, 8-hexyl-
43.0
—=
23.50
5000 m/Z 85.05 42 .08%
196.0
‘Wh‘ 1 ‘\ 11520 H (2400 2040
m/z--> 50 100 150 200 250 300 350 400
Abundance #275544: Docosane, 11-butyl- T
57.0 23.50
m/z 55.05 25.49%
- \,/\\AJ//\f\\/\\/
LT 16602100 2640390 3060 "
m/z--> 50 100 150 200 250 300 350 400 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55886.D

Acq On : 5 Dec 2022 15:45
Operator : CG/JU

Sample : N5870-04

Misc

ALS Vial : 4  Sample Multiplier: 1

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

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 n-Nonylcyclohexane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
23.807 14.60 ng 398872  Perylene-di12 25.182
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Nonylcyclohexane 210 C15H3e 002883-02-5 87
2 Cyclohexane, nonadecyl- 350 C25H50 022349-03-7 87
3 n-Heptadecylcyclohexane 322 C23H46 019781-73-8 87
4 Cyclohexane, eicosyl- 364 C26H52 004443-55-4 87
5 Cyclohexane, decyl- 224 C1éH32 001795-16-0 86
Abundance Scan 3492 (23.807 min): BG055886.D\data.ms (-3485) (- | m/z 83.00 100.00%
5000
43.
— —
23.50 24.00
- “w“ | Il 2930 2100 2690 894 gy 66 81.10%
mfz--> 100 150 200 250 300 350
Abundance #87656: n-Nonylcyclohexane
83.0
5000{ 41- — —
23.50 24.00
m/z 55.00 46.73%
210.0
miz--> 100 150 200 250 300 350
Abundance #259994: Cyclohexane, nonadecyl-
83.0
— —
23.50 24.00
5000 m/z 57.00  33.10%
H | 1)1 1250167.0 266.0 3500
““‘ T
m/z--> 100 150 200 250 300 350
Abundance #227244: n-Heptadecylcyclohexane T =
82.0 23.50 24.00
m/z 43.00  32.85%
H | || 1250 2380 3220
““‘ AT — ——
m/z--> 100 150 200 250 300 350 23.50 24.00
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\

BGO55886.D
5 Dec 2022 15:45
: CG/JU
: N5870-04
: 4  Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 17 Tetracosane Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
24.912 288.07 ng 7872230  Perylene-di12 25.182
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
3 Octacosane 394 C28H58 000630-02-4 92
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 3680 (24.912 min): BG055886.D\data.ms (-3660) (- | m/z 57.05 100.00%
57.0

5000
‘ § H 141.1183.1225.2267.1309.2351.3393.3 2500
o‘wmm‘whmm‘_m_m TESRLESSSS. m/z 43.05  65.78%
miz--> 50 100 150 200 250 300 350 400
Abundance #194597: Pentadecane, 8-hexyl-
43.9
5000 5.0 —
25.00
m/z 71.10 57.33%
o leso
VUL | 23902800

\\\‘r\\\‘\\

miz--> 50 100 150 200 250 300

350 400

F_

Abundance #194595: Eicosane, 10-methyl-
25.00
5000 ITI/Z 85.05 41.56%
9.0 154.0
T erozse0zeto
m/z--> 50 100 150 200 250 300 350 400
Abundance #298426: Octacosane —7
57.0 25.00
m/z 55.00 24.30%
- /”\J\xxd//\dm¥«/“\
1L 141018305050 2810 337.0 3940
H“““““ T e e L S ——
m/z--> 50 100 150 200 250 300 350 400 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55886.D

Acq On : 5 Dec 2022 15:45
Operator : CG/JU

Sample : N5870-04

Misc

ALS Vial : 4  Sample Multiplier: 1

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

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
26.628 224.46 ng 6133680 Perylene-di12 25.182
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Octacosane 394 (C28H58 000630-02-4 91
Abundance Scan 3972 (26.628 min): BG055886.D\data.ms (-3953) (- | m/z 57.05 100.00%
57.0
5000 i
= —
‘ ‘ 160, l 26.50 27.00
ol “ ‘M b a2 2953 3514 4214 yi; 0 43.05  64.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194597: Pentadecane, 8-hexyl-
43.0
5000 S —
26.50 27.00
m/z 71.10 58.58%
196.0
T ‘\ ‘ \hh‘ \‘h\h] \“\\\115’2\(\)\ \“ “ 2\4\0‘0\ \2\9\4‘(\)\ T ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #194595: Eicosane, 10-methyl-
57.0
— —
26.50 27.00
5000 m/z 85.10 42 .34%
154.0
oo T 20 asro
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane T e
57.0 26.50 27.00
m/z 55.00  23.95%
‘ \‘\ Hh\ h‘ \\ i 1\69 O 225 O 295'0 367.0
T B e —— ——
m/z--> 50 100 150 200 250 300 350 400 26.50 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55886.D

Acq On : 5 Dec 2022 15:45
Operator : CG/JU

Sample : N5870-04

Misc

ALS Vial : 4  Sample Multiplier: 1

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

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 Pentacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
28.702 157.86 ng 4313740  Perylene-di12 25.182
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Pentacosane 352 (C25H52 000629-99-2 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 4325 (28.702 min): BG055886.D\data.ms (-4305) (- | m/z 57.00 100.00%

57.0
5000

e 28.50 29.00
oL A AL 177 183.12252267.13003351.3398. 1/, 43.05  64.44%

m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0

5000 E—— —
28.50 29.00

m/z 71.05 59.24%
\L

I N‘MM M14}91830225026103090 367.0
\\\‘\\\‘!\\‘\\\\‘\\\\‘\\Y\‘\\\\‘\\\\’
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0

28.50 29.00
5000 m/z 85.05 42.16%
9.0
[ 1111 1410183.0225.0267.0 338.0
A A e

m/z--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane T T
57.0 28.50 29.00

m/z 55.00  24.45%

B W/\AA
A 141018302250267030903520

‘ T
m/z--> 50 100 150 200 250 300 350 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55886.D

Acq On : 5 Dec 2022 15:45
Operator : CG/JU

Sample : N5870-04

Misc

ALS vial : 4

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 20 Tridecane, 1-iodo- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
31.205 101.05 ng 2761420  Perylene-d12 25.182
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 93
4 Pentacosane 352 C25H52 000629-99-2 91
5 Octacosane 394 (C28H58 000630-02-4 91

Abundance Scan 4751 (31.205 min): BG055886.D\data.ms (-4738) (- | m/z 57.00 100.00%

57.0
5000

—
‘ ‘ | 9‘-1 1411 183.1 2252 31.00 31.50
ol “‘\““1‘ ‘m“\“ | 183.1 -2 267.1 309.2 351.2 m/z 43.05  60.75%

\
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0

5000

7
31.00 31.50
m/z 71.10 57.85%

9.0
|0 L4 4 141018302250 267.0 309.0 _367.
T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #158610: Octadecane, 2-methyl-
43.0

T
31.00 31.50

5000 m/z 85.05 43.48%
5.0
L[ Pr0ee0 #0000
m/z--> 50 100 150 200 250 300 350
Abundance #211086: Tridecane, 1-iodo- T T
57.0 31.00 31.50

m/z 55.00 24.37%

5000 rJL
\H 9.0 183.0
1

Vi | 13420 ] 3100

7 —
m/z--> 50 100 150 200 250 300 350 31.00 31.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BGO55886.D

Acqg On : 5 Dec 2022 15:45
Operator : CG/JU

Sample : N5870-04

Misc :

ALS vial : 4 Sample Multiplier: 1

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

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Docosane, 11-bu... 17.327 656.1 ng 17373000 4 17.544 529581 20.0
n-Hexadecanoic ... 18.402 8.4 ng 223037 4 17.544 529581 20.0
Nonadecane, 2-m... 18.572 17.3 ng 456774 4 17.544 529581 20.0
Eicosane, 3-met... 18.743 21.5 ng 568180 4 17.544 529581 20.0
Dodecane, 2-met... 19.172 674.7 ng 17865700 4 17.544 529581 20.0
Terephthalic ac... 19.783 13.0 ng 793333 5 21.827 1224600 20.0
Octadecane, 2-m... 19.883 14.2 ng 868679 5 21.827 1224600 20.0
Nonadecane 20.294 250.6 ng 15345700 5 21.827 1224600 20.0
Octacosane 20.834 10.8 ng 663320 5 21.827 1224600 20.0
Heptadecane, 3-... 20.946 9.2 ng 561891 5 21.827 1224600 20.0
Pentadecane, 8-... 21.216 239.0 ng 14633400 5 21.827 1224600 20.0
Sulfurous acid,... 21.422 9.8 ng 597917 5 21.827 1224600 20.0
Hexacosane 22.256 197.9 ng 12114800 5 21.827 1224600 20.0
Dodecane, 2-met... 22.961 8.8 ng 537304 5 21.827 1224600 20.0
Eicosane, 10-me... 23.473 165.8 ng 10154500 5 21.827 1224600 20.0
n-Nonylcyclohexane 23.807 14.6 ng 398872 6 25.182 546540 20.0
Tetracosane 24.912 288.1 ng 7872230 6 25.182 546540 20.0
Heptacosane 26.628 224.5 ng 6133680 6 25.182 546540 20.0
Pentacosane 28.702 157.9 ng 4313740 6 25.182 546540 20.0
Tridecane, 1-iodo- 31.205 101.1 ng 2761420 6 25.182 546540 20.0
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