LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@53023\
Data File : BG®57607.D

Acqg On : 30 May 2023 15:28
Operator : CG/JU

Sample : 02955-13

Misc :

ALS vial : 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-BG052723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO57607.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.861 389 395 405 rBV 117584 192164 5.59%  1.255%
2 7.488 666 672 680 rBv 73619 132976 3.87% 0.869%
3 8.340 811 817 824 rBV 57218 97099 2.82% 0.634%
4 9.520 1010 1018 1030 rBV 177090 321720 9.35%  2.102%
5 11.177 1293 1300 1308 rVB 78657 138778 4.03% 0.907%

6 13.580 1703 1709 1719 rVB 493272 743982 21.62% 4
7 14.960 1938 1944 1950 rVB 131972 199713 5.80% 1
8 16.293 2166 2171 2177 rVB 77480 117172 3.41% ©.765%
9 16.440 2190 2196 2204 rBV 509258 796886 23.16% 5
10 17.697 2402 2410 2423 rVB2 279954 569767 16.56% 3

11 18.537 2548 2553 2565 rVB 234300 396731 11.53% 2
12 19.054 2635 2641 2650 rVB 114482 252907 7.35% 1
13 19.507 2712 2718 2725 rBV 119307 257437 7.48% 1.682%
14 19.789 2755 2766 2785 rVB 670233 1569846 45.63% 10.
15 20.035 2803 2808 2816 rVB 182371 319940 9.30% 2

16 20.265 2842 2847 2853 rVB 1383012 1772943 51.53% 11.583%
17 20.846 2940 2946 2954 rBV 259300 443321 12.89%  2.896%
18 21.287 3012 3021 3028 rBV 1751864 3440503 100.00% 22.477%
19 21.674 3079 3087 3093 rVB 221665 455309 13.23% 2.975%
20 21.874 3115 3121 3132 rVB3 83879 240936 7.00% 1.574%

21 21.998 3136 3142 3150 rBV2 233664 406441 11.81%
22 22.603 3237 3245 3254 rBV 207855 475991 13.83%
23 23.678 3420 3428 3442 rVB2 165451 462425 13.44%
24 24.941 3634 3643 3655 rVB3 143689 443451 12.89%
25 25.487 3728 3736 3751 rVB 140638 432279 12.56%
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26 26.450 3890 3900 3912 rVB2 97298 362373 10.53%
27 28.242 4197 4205 4220 rVB4 60173 263525 7.66% 1.722%
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Sum of corrected areas: 15306615
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 30 May 2023 15:28
: CG/IU
: 02955-13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG053023\
BGO57607.D

: 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG052723.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG057607.D\data.ms
1500000
1000000
500000
9.520
5.861 7.488 8.340 11.177
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\/\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 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 13.00
Abundance TIC: BG057607.D\data.ms
21.p87
1500000 20.265
1000000
19.789
500000
20.846 21.624.998 22 603
1.874
O e e e T L T L L T A o S R S L L o R e e A A
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: BG057607.D\data.ms
1500000
1000000
500000
23.678
e
O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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@53023\
Data File : BGO57607.D

Acqg On : 30 May 2023 15:28
Operator : CG/JU

Sample : 02955-13

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG052723.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 Benzophenone Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.294 11.73 ng 117172  Acenaphthene-di10 14.960
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 46
4 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 46
5 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 43
Abundance Scan 2171 (16.293 min): BG057607.D\data.ms (-2166) (- | m/z 105.00 100.00%
105.0
77.1
182.2
5000
511
— —
152.2 16.00 16.50
O b e b e 2A82 25600 16 72,084
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 s e
16.00 16.50
510 m/z 182.15  63.27%
\ | | 1520
O ‘\‘\H“HH‘H\”\“HH‘HH‘\H\‘H}‘\‘\H\‘HH‘\H\‘HH‘\H\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #52288: Benzenebutanoic acid, .gamma.-oxo-
105.0
—— —
16.00 16.50
5000 77.0 m/z 51.10 29.47%
>0 178.0
0 ‘\‘1u‘HM‘um“uu‘\‘\u‘lusg"ouu,m\“.\m,\m‘\m,\m_
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester bt POt
105.0 16.00 16.50
m/z 181.15 12.85%
77.0
5000
51.0
152.0
O —r— .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@53023\
Data File : BGO57607.D

Acqg On : 30 May 2023 15:28
Operator : CG/JU

Sample : 02955-13

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG052723.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 10
R.T. EstConc Area Relative to ISTD R.T.
18.538 13.93 ng 396731  Phenanthrene-d10 17.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 87
5 Octadecanoic acid 284 C18H3602 000057-11-4 81
Abundance Scan 2553 (18.537 min): BG057607.D\data.ms (-2548) (- | m/z 73.15 100.00%
73.2
43.1
5000
129.2 213.3
T
171.2 256.3 18.50
0L LA ol ad ! Ll b A m/z 66.15  75.10%
miz-> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
5000 256.0 1 T
129.0 18.50
m/z 43.15 74.71%
L] 3
ob— “‘ H‘Mu H“‘ . uh“‘ i‘”“\”l A ‘ “ “ “‘m‘ T | \‘ S
miz--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid
73.0
430 18.50
5000 m/z 55.15 63.13%
129.0
185.0 228.0
O o e e PR L
AR D) 1 W e
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid —— ‘
43.0 73.0 18.50
m/z 57.15 62.75%
5000 129.0
‘ 199.0 2420
oL— L‘ H\“H‘n MH ‘M nh\‘\\ M\‘u; “‘ ‘1‘61-0;“ ‘i o “‘ — —
m/z--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@53023\
Data File : BGO57607.D

Acqg On : 30 May 2023 15:28
Operator : CG/JU

Sample : 02955-13

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG052723.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 Heneicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.054 8.88 ng 252907  Phenanthrene-di10 17.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Octacosane 394 (C28H58 000630-02-4 90
4 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 2641 (19.054 min): BG057607.D\data.ms (-2635) (- | m/z 57.15 100.00%
57.1
9.2 idod
141.2 197.2 . :
o ALlilipne rerazsee ssa e
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 —— :
19.00
m/z 43.15 69.59%
Ol\ \d\ ‘ “‘ \“‘\ h“ \“‘ \%%%‘9%8\3\0‘2\2\5\9‘ T \?9\6‘\0\ T ‘ T T
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
— T \
19.00
5000 m/z 85.15 53.39%
0 ‘ \L\ Hh\ \h\ “ h‘ 14% (\)183.0225'0267'0309'0 367.0
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T
57.0 19.00
m/z 55.15 28.20%
w WM
ol L H | 141 9;83 0225.0 281.0 337.0 394.
e ““‘ N [ R B e S e ——
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@53023\
Data File : BGO57607.D

Acqg On : 30 May 2023 15:28
Operator : CG/JU

Sample : 02955-13

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG052723.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 Phthalic acid, cyclohexylme... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.507 9.04 ng 257437  Phenanthrene-di10 17.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 91
2 Phthalic acid, cyclohexylmethyl ... 332 C20H2804 1000315-55-5 64
3 Phthalic acid, 2-ethylhexyl hexy... 362 C22H3404 1000309-02-5 64
4 Phthalic acid, isohexyl 4-methyl... 334 C20H3004 1010356-87-5 64
5 Phthalic acid, hept-2-yl isohexy... 348 C21H3204 1000356-97-3 64
Abundance Scan 2718 (19.507 min): BG057607.D\data.ms (-2712) (- | m/z 149.05 100.00%
149.1
5000 /\
571 AL |
19.50
2791
- \Hu‘w NI L 2% Al m/z 167.05  27.46%
miz--> 100 150 200 250 300 350
Abundance #295608: Bis(2-ethylhexyl) phthalate
149.0
5000 TVARNY :
19.50
57.0 m/z 57.15 24.67%
279.0
O\‘\\““‘\‘\“\“]\-(:)‘4.\0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\3\9(\)‘(
miz--> 50 100 150 200 250 300 350
Abundance #239348: Phthalic acid, cyclohexylmethyl 2-pentyl ester
149.0
T
19.50
5000 m/z 71.15 18.87%
97.0
55.0 ‘ ‘ 237.0
0L NJHMJHH“““u“‘“‘M‘J““““““‘
m/z--> 50 100 150 200 250 300 350
Abundance #271818: Phthalic acid, 2-ethylhexyl hexyl ester — ‘
149.0 19.50
m/z 70.15 16.48%
5000
4%0 1040 | 251.0
obdbldis e e ——
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@53023\
Data File : BGO57607.D

Acqg On : 30 May 2023 15:28
Operator : CG/JU

Sample : 02955-13

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG052723.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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.789 55.10 ng 1569850  Phenanthrene-d10 17.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 2766 (19.789 min): BG057607.D\data.ms (-2755) (- | m/z 73.15 100.00%
43.1 73.2
5000 129.2
185.2 241.3 — p—
‘ ‘ ‘ 284.: 19.50 20.00
ob— ‘;‘M W 1 VT W Y S m/z 43.15  86.74%
miz-> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0
5000 — ——
129.0 19.50 20.00
‘ 185.0 atlo 284 m/z 60.15 82.84%
oL LAy | T T O
m/z--> 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
—— —
19.50 20.00
5000 129.0 m/z 57.15 76.68%
‘ ‘ 199.0 2420
oL— “ H H‘M UM HH\ MhH\ ‘M‘\‘u‘\ “ ‘1‘61‘0‘ ‘ . “\ e
miz--> 50 100 150 200 250
Abundance #143511: n-Hexadecanoic acid 7 ——
73.0 19.50 20.00
m/z 55.15 73.70%
43.0 129.0 256.0
5000 213.0
H 1710
ob— \“ \“\‘u‘u“ M H\‘\ \\‘M H‘\‘H‘\ ‘\ - ‘\‘\‘ A1 “ — “ N —— —
m/z--> 50 100 150 200 250 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@53023\
Data File : BGO57607.D

Acqg On : 30 May 2023 15:28
Operator : CG/JU

Sample : 02955-13

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG052723.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 Tetracosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.035 15.74 ng 319940 Chrysene-d12 21.997
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Octacosane 394 (C28H58 000630-02-4 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Heptadecane 240 C17H36 000629-78-7 86
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 2808 (20.035 min): BG057607.D\data.ms (-2803) (- | m/z 57.15 100.00%
57.1
‘ 20.00 |
141 2183 2 :
- I ‘\ e L S m/z 71.15  75.15%
miz--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
5000 — ‘
20.00
m/z 43.15 65.34%
9.0
ol ‘L‘ \ | [ 1410183.0225.0267.0 3380
\\\\‘ \\\\‘\T\\‘\\\Y‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
T
20.00
5000 m/z 85.15 52.49%
ol ‘h‘ I H | 141 0183 0225.0 281.0 337.0 394.
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane —
57.0 20.00
m/z 41.15 24.50%
5000 ¢¢/v/ﬂ\wmwﬁL“*N¢yﬁ
REY. LS 14101890725 026703080 3800
““““““ A T T —
m/z--> 50 100 150 200 250 300 350 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@53023\
Data File : BGO57607.D

Acqg On : 30 May 2023 15:28
Operator : CG/JU

Sample : 02955-13

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG052723.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 Hexadecane, 5-butyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.846  21.81 ng 443321  Chrysene-d12 21.997
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 5-butyl- 282 C20H42 006912-07-8 93
2 Heneicosane 296 C21H44 000629-94-7 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Octadecane 254 C18H38 000593-45-3 83
5 Hexadecane 226 C16H34 000544-76-3 83
Abundance Scan 2946 (20.846 min): BG057607.D\data.ms (-2940) (- | m/z 57.15 100.00%
57.1
5000
= ==
‘ 1‘1 169.2 295.3 20.50 21.00
0 HH“W‘MJ pf g3 2991 429 nyz 71.15 70.37%
miz--> 50 100 150 200 250 300 350 400
Abundance #176389: Hexadecane, 5-butyl-
43.0 |
5000 = ——
20.50 21.00
126.0 2950 m/z 43.15 61.87%
O\\\l\“ h‘\“\‘\\“\“\\‘}?;‘\o\‘\“\\‘\2\8\0?()‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
— ——
20.50 21.00
5000 m/z 85.15 51.43%
0 ‘ ‘ H\ il h n‘ \\ \169 0 225.0 296.0
— e
m/z--> 50 100 150 200 250 300 350 400
Abundance #246481: Tetracosane - T
57.0 20.50 21.00
m/z 41.15 22.24%
- MJ
0 ‘ ‘ “\ \ [ \0\17690 225.0 281.0 338.0
A e e — =
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@53023\
Data File : BGO57607.D

Acqg On : 30 May 2023 15:28
Operator : CG/JU

Sample : 02955-13

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG052723.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 1,4-Benzenedicarboxylic aci... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.287 169.30 ng 3440500 Chrysene-d12 21.997
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 62
2 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 53
3 Terephthalic acid, 2-ethylhexyl ... 390 C24H3804 1000324-00-5 47
4 Phthalic acid, 3,5-difluoropheny... 348 C19H18F204 1000315-54-1 38
5 Terephthalic acid, 4-bromophenyl... 432 C22H25Bro04 1000323-68-4 35

Abundance Scan 3021 (21.287 min): BG057607.D\data.ms (-3012) (- | m/z 70.15 100.00%

70.2
149.1 261.1
5000
s | B0 B
ol klUliatop, | 11891 L 13043 3613 1/, 261.15  80.19%
miz--> 50 100 150 200 250 300 350
Abundance #295782: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0
5000 67.0 21.00 21‘56
' 261.0
m/z 149.05 9.20%
eod [
0 \“\ iy \” i \“‘\ \‘ ‘\ I I \\20‘5\(\)\ 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
112.0 2100 2150
5000 261.0 m/z  57.15 %
67.0
29.
0 mﬁ ‘ I h “‘ | 2070 | 30370
A T B e s, L
m/z--> 50 100 150 200 250 300 350
Abundance  #295713: Terephthalic acid, 2-ethylhexyl octyl ester
200 261.0 2100 2150
- 112.0 m/z 112.10  38.68%
5000
167.0
N T B SO I S | B
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@53023\
Data File : BGO57607.D

Acqg On : 30 May 2023 15:28
Operator : CG/JU

Sample : 02955-13

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG052723.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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.674  22.40 ng 455309  Chrysene-di12 21.997
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 3087 (21.674 min): BG057607.D\data.ms (-3079) (- | m/z 57.15 100.00%

57.1
5000

9.1 T ==

‘ | || 14131833205.3267.1 3411 21,80 22.99
ol L i1 1451833225 3267.1 3411 m/z 71.15  72.79%
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 — S
21.50 22.00

m/z 43.15 61.49%

ol el H | 141 0183.0225.0 281.0 337.0 394.
T ‘ T ‘ T \ \ ‘ \ \ T ‘ L ‘ T ‘ T T ‘ T ‘
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl-

57.0

2£50 2200
5000 m/z 85.15 51.73%
oL L 030 900000 JL
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane TN e
57.0 21.50 22.00

m/z 55.15 23.00%

) JL\&.
15.0 ‘ 1 h‘ | 141018302250 296.0

omu‘_H_m‘Hw_m_m_m_m = ==
miz--> 50 100 150 200 250 300 350 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@53023\
Data File : BGO57607.D

Acqg On : 30 May 2023 15:28
Operator : CG/JU

Sample : 02955-13

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG052723.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 Supraene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.874 11.86 ng 240936  Chrysene-di2 21.997
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 80
2 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72
3 (2E,6E)-3,7,11-Trimethyldodeca-2... 376 C25H4402 078368-57-7 64
4 3,7,11-Trimethyl-2,6,10-dodecatr... 217 C15H23N 029789-67-1 64
5 4,8,12-Tetradecatrienenitrile, 5... 245 C17H27N 005981-31-7 59

Abundance Scan 3121 (21.874 min): BG057607.D\data.ms (-3115) (- | m/z 69.15 100.00%

69.2
5000
149.2 "5 2900
21.50 22.00
203.2
obbpdadupal, 2082 2841 0 s11s 45.61%
miz--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 i s
21.50 22.00
m/z 41.15 23.05%
137.0
oPT9 Ll y [, 191.0 273.0 3410  410.
\\\‘\\\‘\\\\‘\\1\‘\1\\‘T\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #85250: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69.0
P P
21.50 22.00
5000 ITI/Z 149.15 13.35%
137.0
D
0'7'4 T U O O N
m/z--> 50 100 150 200 250 300 350 400
Abundance #285015: (2E,6E)-3,7,11-Trimethyldodeca-2,6,10-trien-1- — —5
69.0 21.50 22.00
m/z 68.15 12.75%
5000
J 136.0
189.0
ol \ MlM il \J\L H\L (L2777 2380 307.0  376.0

|
“ T
m/z--> 50 100 150 200 250 300 350 400 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@53023\
Data File : BGO57607.D

Acqg On : 30 May 2023 15:28

Operator : CG/JU

Sample : 02955-13

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG052723.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Octadecane, 2-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
22.603  23.42 ng 475991  Chrysene-di12 21.997
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
4 Tetracosane 338 C24H50 000646-31-1 90
5 Tetratetracontane 619 C44H90 007098-22-8 87

Abundance Scan 3245 (22.603 min): BG057607.D\data.ms (-3237) (- | m/z 57.15 100.00%
57.1
2250 23.00
13.1 . .
169.3
o“j“$$w LS, 2888 84l m/z 71.15  71.48%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #158610: Octadecane, 2-methyl-
43.¢
5000 - =
22.50 23.00
m/z 43.15 64.54%
Ld ) \J 155.0 225.0
O\\“\1\‘\“\\‘\\‘\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #262017: Heptadecane, 9-octyl-
57.0
P e
22.50 23.00
5000 ITI/Z 85.15 50.68%
13.0 239.0
o AL 3000 2P0 000 520
m/z--> 50 lOO 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo- T T
57.0 22.50 23.00
m/z 55.15 25.87%
- WJ\W\AM
169.0
oLl 1580 2250 seng asyo o ——
m/z--> 50 100 150 200 250 300 350 400 450 22.50 23.00

8270-BGO52723.M Wed May 31 ©9:52:54 2023 13
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@53023\
Data File : BGO57607.D

Acqg On : 30 May 2023 15:28
Operator : CG/JU

Sample : 02955-13

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG052723.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 Tetracosane, 1l-iodo- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.678 22.75 ng 462425  Chrysene-d12 21.997
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 91
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 3428 (23.678 min): BG057607.D\data.ms (-3420) (- | m/z 57.15 100.00%
57.1
92 2350 2400
41.2183.3 :
ol mh‘ m“w““ | 18]21833225.32671 3411 m/z 71.15  77.61%
miz--> 50 100 150 200 250 300 350
Abundance #330025: Tetracosane, 1-iodo-
57.0
5000 - s
23.50 24.00
9.0 m/z 43.15 62.80%
oLl 1007 0zn00m10 27O
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
—— —
23.50 24.00
5000 m/z 85.15 55.01%
9.0
oLl bk Ly 141.0183.0225.0 281.0 337.0 394.
B o o R EL e e S
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane T —T—
57.0 23.50 24.00
m/z 55.15 22.74%
5000
9.0
ol L1 1410183.02250267.0300.0 3670
e e —— ——
m/z--> 50 100 150 200 250 300 350 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@53023\
Data File : BGO57607.D

Acqg On : 30 May 2023 15:28
Operator : CG/JU

Sample : 02955-13

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG052723.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 Heneicosane, 1l-pentyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24.941 20.52 ng 443451  Perylene-di12 25.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Heneicosane, 1l-pentyl- 366 C26H54 014739-72-1 90
3 Octadecane, 2-methyl- 268 C19H40 001560-88-9 90
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 86
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 80
Abundance Scan 3643 (24.941 min): BG057607.D\data.ms (-3634) (- | m/z 57.15 100.00%
57.1
o \JL\
25.00
1412 197.3 :
ol “m h “‘w”‘ Lee e 2ert  sat m/z 71.15 74.41%
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 LN
25.00
m/z 43.15 58.29%
ol d L H | 141 0183.0225.0 281.0 337.0 394.
\\‘\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #275552: Heneicosane, 11-pentyl-
43.0
——
25.00
m/z 85.15 52.95%
5000 5.0
224.0
127 0 295.0
ob ALy Fomsee | PFOweo
m/z--> 50 100 150 200 250 300 350
Abundance #158608: Octadecane, 2-methyl- ——
57.0 25.00
m/z 55.15 25.57%
5000
225.0
Ll o -
m/z--> 50 100 150 200 250 300 350 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@53023\
Data File : BGO57607.D

Acqg On : 30 May 2023 15:28
Operator : CG/JU

Sample : 02955-13

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG052723.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 Tetracosane, 1l-decyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
26.450 16.77 ng 362373  Perylene-d12 25.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 90
2 Tetracosane, 11-decyl- 479 C34H70 055429-84-0 87
3 Hentriacontane 437 C31He4 000630-04-6 87
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
5 Tetracosane 338 (C24H50 000646-31-1 87
Abundance Scan 3900 (26.450 min): BG057607.D\data.ms (-3890) (- | m/z 57.15 100.00%
57.1
o W“\»wwmw/\\fﬂmWﬁwmw
26.50
183.3 :
0 W‘M | H‘ | Lo 2055, 2669 3400 0 n/7 7115 64.85%
miz--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
5000 1
26.50
m/z 43.15 60.05%
oL ‘ 1 1130 169.0 2250 281.0 337.0 394.0
\\\‘ \\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #333755: Tetracosane, 11-decyl-
57.0
——
26.50
5000 m/z 85.15 52.57%
0 L‘ TS | 1690 2250 281.0 3370 393.0
L A T e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane T
57.0 26.50
m/z 55.15  23.79%
o MVMW“WWwv*/ﬂ\Wf“wwwﬂwM“
0 uh\ ‘h ]1 h‘ L \6\9 \0 i 2\2‘\5 0 309.0 365.0 437.1
I o B L e R B AN E S ——
m/z--> 50 100 150 200 250 300 350 400 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@53023\
Data File : BGO57607.D

Acqg On : 30 May 2023 15:28
Operator : CG/JU

Sample : 02955-13

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG052723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Nonadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
28.242 12.19 ng 263525  Perylene-di2 25.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Tetracosane, 11-decyl- 479 C34H70 055429-84-0 87
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 87

Abundance Scan 4205 (28.242 min): BG057607.D\data.ms (-4197) (- | m/z 57.15 100.00%

57.1
5000

13.1 5200
207.1 28.00 28.50
0 H | H L }3‘9‘”1‘“ I 28‘11‘ - 3?51 - m/z 71.15  91.64%
miz--> 50 100 150 200 250 300 350 400
Abundance #158598: Nonadecane
57.0
5000 —— e

28.00 28.50
m/z 43.15 68.19%

\“\ ‘\“ “H \“\:h‘ \“‘ T ‘\ \‘ ‘1\6\9\0\ ‘ L \‘2\6§ \0\ ‘ T T ‘ T T ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #333755: Tetracosane, 11-decyl-
57.0

28.00 28.50

o

5000 m/z 85.15 60.02%
‘ w 0 169.0 205.0 294.0337.0
0H\“\“u‘\m\"\“\\"\‘\‘\H\“‘HH‘HH‘ ““‘3‘89‘0‘”‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl- — 7
57.0 28.00 28.50

m/z 41.15 22.14%

o WM“M/\«MW

ol |17 1690 2250 210 3650
““““ —

‘ 7
m/z--> 50 100 150 200 250 300 350 400 28.00 28.50

8270-BGO52723.M Wed May 31 ©9:52:59 2023 Page: 17



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@53023\
Data File : BG®57607.D

Acqg On : 30 May 2023 15:28
Operator : CG/JU

Sample : 02955-13

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG052723.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|
Benzophenone 16.294 11.7 ng 117172 3 14.960 199713 20.0
n-Hexadecanoic ... 18.538 13.9 ng 396731 4 17.698 569767 20.0
Heneicosane 19.054 8.9 ng 252907 4 17.698 569767 20.0
Phthalic acid, ... 19.507 9.0 ng 257437 4 17.698 569767 20.0
Octadecanoic acid 19.789 55.1 ng 1569850 4 17.698 569767 20.0
Tetracosane 20.035 15.7 ng 319940 5 21.997 406441 20.0
Hexadecane, 5-b... 20.846 21.8 ng 443321 5 21.997 406441 20.0
1,4-Benzenedica... 21.287 169.3 ng 3440500 5 21.997 406441 20.0
Octacosane 21.674 22.4 ng 455309 5 21.997 406441 20.0
Supraene 21.874 11.9 ng 240936 5 21.997 406441 20.0
Octadecane, 2-m... 22.603 23.4 ng 475991 5 21.997 406441 20.0
Tetracosane, 1-... 23.678 22.8 ng 462425 5 21.997 406441 20.0
Heneicosane, 11... 24.941 20.5 ng 443451 6 25.487 432279 20.0
Tetracosane, 11... 26.450 16.8 ng 362373 6 25.487 432279 20.0
Nonadecane 28.242 12.2 ng 263525 6 25.487 432279 20.0
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