LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31122\
Data File : BGO52648.D

Acqg On : 11 Mar 2022 15:40

Operator : CG/JU

Sample : N1864-03 :
Misc : MB-B2-030922-0-2

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-BG030922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO52648.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.697 387 393 405 rBV 403161 663715 41.61% 5.885%
2 7.324 662 670 685 rBv 418895 752171 47.16% 6.669%
3 8.170 806 814 823 rVB 99184 168520 10.57%  1.494%
4 9.345 1005 1014 1023 rBV 266398 480523 30.13% 4.260%
5 11.007 1286 1297 1304 rBV 137752 242488 15.20%  2.150%
6 13.439 1704 1711 1718 rBV 709244 1094978 68.65% 9.708%
7 14.820 1940 1946 1954 rVB 209952 335383 21.03% 2.974%
8 15.266 2010 2022 2024 rBvV8 12262 34572  2.17% 0.307%
9 15.783 2094 2110 2127 rBV5 118274 604765 37.92% 5.362%
10 16.312 2193 2200 2209 rVB 564873 863399 54.13% 7.655%
11 17.569 2407 2414 2420 rBV 267565 421953 26.46% 3.741%
12 17.616 2420 2422 2429 rVB2 14971 19915 1.25% 0.177%
13 17.933 2471 2476 2486 rBV7 14200 31547 1.98% 0.280%
14 18.450 2559 2564 2580 rBV7 35659 112140 7.03% 0.994%
15 18.726 2608 2611 2616 rVV7 14683 23212 1.46% 0.206%
16 18.855 2629 2633 2638 rVB4 17406 26937 1.69% 0.239%
17 19.008 2653 2659 2663 rBV5 17951 40147 2.52% 0.356%
18 19.055 2663 2667 2676 rVB2 40615 77238 4.84% 0.685%
19 19.619 2758 2763 2770 rVB 52883 75844 4.76% 0.672%
20 19.942 2812 2818 2822 rBV2 72573 138179 8.66% 1.225%
21 19.983 2822 2825 2832 rVB 54020 82330 5.16% 0.730%
22 20.171 2851 2857 2863 rBV 1280003 1594907 100.00% 14.141%
23 20.259 2867 2872 2880 rVWW 49614 89958 5.64% 0.798%
24 20.682 2938 2944 2949 rBV 81006 137328 8.61% 1.218%
25 21.405 3062 3067 3074 rBV 67728 113835 7.14% 1.009%
26 21.475 3076 3079 3086 rVB5 33263 60123 3.77% ©.533%
27 21.881 3142 3148 3153 rVB 227522 404878 25.39%  3.590%
28 22.215 3200 3205 3212 rVB2 47108 92146 5.78% 0.817%
29 22.421 3236 3240 3251 rVB3 44646 105992 6.65% 0.940%
30 23.126 3357 3360 3367 rVB2 38259 77401  4.85% 0.686%
31 23.643 3444 3448 3454 rVB4 15366 23662 1.48% 210%
32 24.213 3538 3545 3553 rBv3 40824 110760 6.94% 982%

33 25.305 3724 3731 3742 rVB2 138296 409387 25.67%
34 25.816 3811 3818 3830 rVB7 69668 225146 14.12%
35 29.987 4510 4528 4555 rBV5 240016 1543363 96.77% 13.
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31122\
Data File : BGO52648.D

Acqg On : 11 Mar 2022 15:40

Operator : CG/JU

Sample : N1864-03 :
Misc : MB-B2-030922-0-2

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-BG030922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 11278842
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31122\
Data File : BG@52648.D

Acqg On : 11 Mar 2022 15:40

Operator : CG/JU

Sample : N1864-03 :
Misc : MB-B2-030922-0-2

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG052648.D\data.ms
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9.345

200000
8.170 11.007

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

Time--> 350 4.00 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50

Abundance TIC: BG052648.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31122\
Data File : BG@52648.D

Acqg On : 11 Mar 2022 15:40

Operator : CG/JU

Sample : N1864-03 :
Misc : MB-B2-030922-0-2

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030922.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 9,12-Octadecadienoic acid, ... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.266 2.06 ng 34572  Acenaphthene-die 14.820
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 72
2 1-Methylcycloheptene 110 C8H14 055308-20-8 60
3 Bicyclo[2.2.1]heptane, 1,3,3-tri... 138 C10H18 006248-88-0 59
4 Bicyclo[5.3.0]decane 138 C10H18 005661-80-3 50
5 5-Octen-1-0l1, (Z)- 128 C8H160 064275-73-6 50

Abundance Scan 2022 (15.266 min): BG052648.D\data.ms (-2010) (-  m/z 67.15 100.00%
67.2

5000 w
‘ ‘H 157 1 15.00 15.50
- o m/z 81.15  59.31%
miz--> 50 100 150 200 250
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0
5000
15.00 15.50
09.0 m/z 95.85 51.54%
0L LM “H‘ \‘ HHH H“\ ‘Hh : Hu‘ H ‘H S T ‘26‘?‘0 ‘29“4“
miz--> 50 200 250
Abundance #6693. 1—Methy|cyc|oheptene
67.0
15.00 15.50
5000 110.0 ITI/Z 68.15 45.17%
270
0 ““Hmm”_H_“_H
Miz--> 100 150 200 250 M /
Abundance #19514: Bicyclo[2.2.1]heptane, 1,3,3-trimethyl- | I
95.0 15 00 15.50
m/z 82.15 41.95%
5000 55.0
‘ 138.0
0 M ‘\ ‘n‘ ‘ ‘H h“‘ I ““‘ = T T —
miz--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31122\
Data File : BG@52648.D

Acqg On : 11 Mar 2022 15:40

Operator : CG/JU

Sample : N1864-03

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method :
Quant Title

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

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030922.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanoic acid

Concentration Rank 2

MB-B2-030922-0-2

R.T. EstConc Area Relative to ISTD R.T.
15.783 36.06 ng 604765  Acenaphthene-di10 14.820
Hit# of 5 Tentative ID MW MolForm CASH# Qual

284 C18H3602
256 C16H3202
228 C14H2802
242 C15H3002
172 C1eH2002

1 Octadecanoic acid

2 n-Hexadecanoic acid
3 Tetradecanoic acid
4 Pentadecanoic acid
5 n-Decanoic acid

Abundance Scan 2110 (15.783 min): BG052648.D\data.ms (-2094) (-

43.1 731
5000
0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179089: Octadecanoic acid
73.0
43.0
5000
185.0 2410 284.(
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0
1710 213.0 256.0
0,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid
73.0
5000
185.0 228.0
0,
m/z--> 20 40 60 80 100120140160180200220240260280
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31122\

Data File : BG@52648.D

Acqg On : 11 Mar 2022 15:40

Operator : CG/JU

Sample : N1864-03 :
Misc MB-B2-030922-0-2

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030922.M
: 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 n-Hexadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.450 5.32 ng 112140  Phenanthrene-di10 17.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 70
3 Undecanoic acid 186 C11H2202 000112-37-8 60
4 Pentadecanoic acid 242 C15H3002 001002-84-2 58
5 Tetradecanoic acid 228 C14H2802 000544-63-8 47

Abundance Scan 2564 (18.450 min): BG052648.D\data.ms (-2559) (-

m/z 73.10 100.00%

2
43.1 il
5000 192.2
129.1
——
161, 27.2256.3 18.50
ob— ‘1““ il %HHM ‘Jf L m/z 43.15  82.64%
miz--> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
5000 256.0 L
m/z 60.15 81.33%
TV
ol— “‘ H‘Mu H“‘ . uh“‘ i‘”“\”l L ‘ “ “ “‘m‘ B ‘\‘ S
miz--> 50 100 150 200 250
Abundance #92068: Tridecanoic acid
73.0
43.0 MM{\M‘MM‘ S
18.50
5000 m/Z 55.15 61.77%
129.0
‘ ‘ 171.0 214.0
oL “\‘ H“u‘u‘ h‘““uhh\‘ wh‘h “L‘ - ‘m‘ “ ‘\‘ ‘ i —
miz--> 50 100 150 200 250
Abundance #60690: Undecanoic acid —
60.0 18.50
m/z 57.15 60.46%
5000) 29,0
129.0
Fo | o
ol AL L L R0 -
miz--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31122\
Data File : BG@52648.D

Acqg On : 11 Mar 2022 15:40
Operator : CG/JU

Sample : N1864-03

Misc

ALS vial : 4 Sample Multiplier: 1

MB-B2-030922-0-2

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030922.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 Eicosane

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
19.055 3.66 ng 77238  Phenanthrene-d1e 17.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Heptacosane 380 C27H56 000593-49-7 78
3 Tetracontane 563 C40H82 004181-95-7 78
4 Heneicosane 296 C21H44 000629-94-7 78
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1010115-66-1 78

Abundance Scan 2667 (19.055 min): BG052648.D\data.ms (-2663) (-  m/z 57.15 100.00%
57.1
w0 mwﬂﬁmwwﬂj/\wwwwmeMw
155.3 ‘19‘00‘ |
LU0 p21a281 | ;
Ot e e m/z 71.15 89.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176385: Eicosane
57.0
5000 —— ‘
19.00
m/z 43.15 83.53%
ol L HLIED 1870 2820
‘\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #287976: Heptacosane
57.0
T \
19.00
5000 m/z 85.20 53.82%
oL LLILIPT0 1070 2670 3800
‘H‘W‘H‘_“‘ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #344712: Tetracontane T ‘
57.0 19.00
m/z 41.15 30.94%
- MW
[ H"Fﬁ.\.\llzlo“z‘(wo337040704770 562.(
R A EARRARESES e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31122\
Data File : BG@52648.D

Acqg On : 11 Mar 2022 15:40

Operator : CG/JU

Sample : N1864-03 :
Misc : MB-B2-030922-0-2

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030922.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 Phthalic acid, 2-ethylhexyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.259 4.44 ng 89958  Chrysene-d12 21.881
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 80
2 Phthalic acid, 2-ethylhexyl isoh... 362 C22H3404 1000308-98-5 59
3 Phthalic acid, di(hex-3-yl) ester 334 C20H3004 1000356-96-7 50
4 Phthalic acid, 4-cyanophenyl oct... 379 C23H25N0O4 1000309-79-6 47
5 Phthalic acid, pentyl 2-propylph... 354 C22H2604 1000357-02-0 47

Abundance Scan 2872 (20.259 min): BG052648.D\data.ms (-2867) (- m/z 149.05 100.00%

149.1
5000
57.1 N
o P
104.1 ‘ 20.00 20.50
0l ‘M b ‘Z?Z\l‘ - ‘2‘7?"1‘ e m/z 57.15  27.69%
mlz--> 50 100 150 200 250 300 350
Abundance #295611: Bis(2-ethylhexyl) phthalate
149.0
5000 T S
20.00 20.50
57.0 m/z 167.00  27.45%
‘ ‘ 104.0 279.0
(! \H‘h\‘!‘\h\‘L\“\‘\‘\ \‘\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance  #271865: Phthalic acid, 2-ethylhexyl isohexyl ester
149.0
20.00 20.50
5000 m/z 70.15  22.23%
430 g50 251.0
obaddbd o AL T s
miz--> 50 100 150 200 250 300 350
Abundance #241690: Phthalic acid, di(hex-3-yl) ester — ——
149.0 20.00 20.50
m/z 71.15 17.67%
5000
. 430 1040 251.0
\\\“‘\\\“\“\\\\\\\\‘\\\\“\\\\‘\\\\‘\\ \‘\ \‘\
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@31122\
Data File : BG@52648.D

Acqg On : 11 Mar 2022 15:40
Operator : CG/JU

Sample : N1864-03

Misc

ALS vial : 4 Sample Multiplier: 1

MB-B2-030922-0-2

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030922.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 Heneicosane

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
20.682 6.78 ng 137328  Chrysene-di12 21.881
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Octacosane 394 (C28H58 000630-02-4 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Pentacosane 352 (C25H52 000629-99-2 90
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 2944 (20.682 min): BG052648.D\data.ms (-2938) (-
57.1

m/z 57.15 100.00%

. JN
‘ 2050 2100
141.2183.3 235.2 : :
[ — h“““_m& it it e NN m/z 43.15 71.55%
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 7 —
20.50 21.00
9.0 m/z 71.15 69.02%
Ol\ \d\ ‘ H‘ \h‘\ h“ \H‘ \]T\ “ “\%8\3\(‘)2\2\5\\0‘ T \?9\6‘(\)\ T ‘ T
m/z--> 0 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
T —
20.50 21.00
5000 ITI/Z 85.15 50.39%
ol ‘h‘ I H | 141 0183 0225.0 281.0 337.0 394.
A A S e e e
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane T —
57.0 20.50 21.00
m/z 55.15 27.51%
o A/\WMMMWWWﬁLNWWWNWWMM
s L e S e LRSI —— —
m/z--> 50 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31122\
Data File : BG@52648.D

Acqg On : 11 Mar 2022 15:40

Operator : CG/JU

Sample : N1864-03

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

MB-B2-030922-0-2

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030922.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexacosane

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.405 5.62 ng 113835  Chrysene-di2 21.881
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
4 Nonadecane 268 C19H40 000629-92-5 86
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86

Abundance Scan 3067 (21.405 min): BG052648.D\data.ms (-3062) (-
57.1

5000

‘ 99.2
li

ol L]y, 1992212 2671 3aa
mlz--> 50 100 150 200 250 300 350

Abundance #275537: Hexacosane
57.0
5000
0 \‘LH 1 M | 1%}-01830225.0 267.0 300.0 367
L ‘ T T 1T ‘ L ’ L ’ T T T ’ T
miz--> 50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000
ol \‘w | 7110150 2090 70

miz-> 50 100 150 200 250 300 350

m/z 57.15 100.00%

%

21.50

m/z 71.15 76.07%

%

21.50

m/z 43.15 68.35%

%

21.50

m/z 85.10 56.69%

%

Abundance #228591: Tetradecane, 1-iodo-
57.0 21.50
m/z 55.15 27.73%
h WWWMMW
9.0 155.0 197.0
ol b e —
m/z--> 50 100 150 200 250 300 350 21.50

8270-BGO30922.M Mon Mar 14 15:07:46 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31122\

Data File : BG@52648.D

Acqg On : 11 Mar 2022 15:40

Operator : CG/JU

Sample : N1864-03 :
Misc MB-B2-030922-0-2

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030922.M
: 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 Cetene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.475 2.97 ng 60123  Chrysene-di12 21.881
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cetene 224 C16H32 000629-73-2 70
2 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39C1303 1000314-56-3 47
3 3-Decene, 2,2-dimethyl-, (E)- 168 C12H24 055499-02-0 46
4 Carbonic acid, pentadecyl 2,2,2-... 402 C18H33C1303 1000314-56-1 43
5 Pyridine-3-carboxamide, oxime, N... 281 C13H1OF3N30 288246-53-7 35

Abundance Scan 3079 (21.475 min): BG052648.D\data.ms (-3076) (-  m/z 43.15 100.00%

83.2
5000
—r
‘ 1533 2281 3251 21.50
oL 4, Ll L m/z 57.20  80.17%
mlz--> 50 100 150 200 250 300 350
Abundance #104589: Cetene
41.0
83.0
5000 L
21.50
m/z 83.15 75.96%
25.0 224.0
0 \‘\ ““\ H\ ‘\“\““‘ 3{\“\ 4 “\J\-S\Z.\Q‘ T \‘\ L B B e
m/z--> 50 100 150 200 250 300 350
Abundance #323545: Carbonic acid, octadecyl 2,2,2-trichloroethyl es
83.0
—r
43. 21.50
5000 m/z 69.15  74.12%
25.0
‘ “ ‘ ‘ 1950 92520
0 \‘\‘\‘\ ull “ ‘HH““\H““‘ “H\‘ b g ‘Hn‘ S - ‘L‘ -
miz--> 50 100 150 200 250 300 350
Abundance #43573: 3-Decene, 2,2-dimethyl-, (E)- ——
69.0 21.50
m/z 41.15 54.84%
5000
29.
m/z--> 50 100 150 200 250 300 350 21.50

8270-BGO30922.M Mon Mar 14 15:07:47 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31122\
Data File : BG@52648.D

Acqg On : 11 Mar 2022 15:40
Operator : CG/JU

Sample : N1864-03

Misc

ALS vial : 4 Sample Multiplier: 1

MB-B2-030922-0-2

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030922.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 9 Tetradecane

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
22.215 4.55 ng 92146  Chrysene-d12 21.881
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Hexacosane 366 C26H54 000630-01-3 72
3 Heneicosane 296 C21H44 000629-94-7 72
4 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 72
5 Eicosane 282 C20H42 000112-95-8 72

Abundance Scan 3205 (22.215 min): BG052648.D\data.ms (-3200) (-

m/z 57.15 100.00%

57.1
5000
i 207.1 22.00 22.50
. . .5
ob— w“ “‘M‘U‘w‘“‘u “‘Lw‘ A ‘1‘5‘73 T b ‘?2“5"%‘ - m/z 43.15  71.30%
mlz--> 50 100 150 200 250 300 350
Abundance #74005: Tetradecane
57.0
5000 — ——
22.00 22.50
m/z 71.15 68.44%
9.0
OL\S-\(J\ ‘\““‘\ ‘!‘ \“‘\ ““ f“\]‘r\4i‘1.‘0\ T \]-\9?.\()\ T ‘ T 1T ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
— —
22.00 22.50
5000 m/z 85.15 56.95%
9.0
0 ‘ [ uh\ \h\ “\‘ h‘ %!\‘4%? 17830 225.0 267.0 309.0 367.(
e e e
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane 7 ——
57.0 22.00 22.50
m/z 41.15 21.86%
5000
9.0
o5l Ll 10ms0zs0  2s0
m/z--> 50 100 150 200 250 300 350 22.00 22.50

8270-BGO30922.M Mon Mar 14 15:07:48 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31122\
Data File : BG@52648.D

Acqg On : 11 Mar 2022 15:40

Operator : CG/JU

Sample : N1864-03 :
Misc : MB-B2-030922-0-2

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030922.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 unknown22.421 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.421 5.24 ng 105992  Chrysene-di12 21.881
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6,10-Dodecatrien-1-0l1, 3,7,11-... 222 C15H260 004602-84-0 46
2 trans-Farnesol 222 C15H260 000106-28-5 41
3 Farnesol isomer a 222 C15H260 1000108-92-4 35
4 1,3-Dioxolan-2-one, 3-methyl-3-(... 264 C16H2403 336879-76-6 35
5 3,7,11-Trimethyl-2,6,10-dodecatr... 217 C15H23N 029789-67-1 30

Abundance Scan 3240 (22 421 min): BG052648.D\data.ms (-3236) (- m/z 69.15 100.00%

69.2
5000 149.1
207.1 22'50
M \d ' 273.3 341.3 22.50
[ m/z 149.05 A45.44%
m/z--> 50 100 150 200 250 300 350
Abundance  #101994: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-
69.0
5000 LN
22.50
09.0 m/z 81.15 39.91%
ok ‘\“ U ‘\‘\‘ “\ il MHT \H‘ \‘N %‘4‘9‘0‘1‘9‘1‘9‘ e e
m/z--> 100 150 200 250 300 350
Abundance #101946: trans-Farnesol
69.0
——
22.50
5000 m/z 41.15 26.92%
29. 09.0
ok ‘\“ U ‘\h‘ huh‘h u\ H M \\\‘1‘6}"0‘ ' ‘2‘2‘2"0‘ R R
m/z--> 50 100 150 200 250 300 350
Abundance #101957: Farnesol isomer a —
69.0 22.50
m/z 167.05 25.36%
5000
ﬁO
0 \ \‘\ H\ \HM it \H W 6':"0 204.0 MWW

m/z--> 50 100 150 200 250 300 350 22.50

8270-BGO30922.M Mon Mar 14 15:07:49 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31122\
Data File : BG@52648.D

Acqg On : 11 Mar 2022 15:40
Operator : CG/JU

Sample : N1864-03

Misc

ALS vial : 4 Sample Multiplier: 1

MB-B2-030922-0-2

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030922.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptacosane

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
23.126 3.82 ng 77401  Chrysene-d12 21.881
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 58
2 Tetracosane, 11-decyl- 479 C34H70 055429-84-0 53
3 Eicosane 282 C20H42 000112-95-8 53
4 Tetracosane 338 C24H50 000646-31-1 52
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 49

Abundance Scan 3360 (23.126 min): BG052648.D\data.ms (-3357) (- m/z 57.15 100.00%
57.1
s000 wawMﬂwm/\wwwwwwwf
141.2 282 9 éS‘Od ‘23‘50‘
194.3 . .
olb— I“\ ’\h mu‘\wh‘m‘\h “ H \‘m‘\u‘\\‘\‘\H\m‘n\ . ‘ L u‘u‘ : ‘\‘3‘5‘5‘9‘ e m/z 43.15 82.91%
mlz--> 50 100 150 200 250 300 350 400
Abundance #287976: Heptacosane
57.0
5000 —r ——
23.00 23.50
m/z 71.15 62.29%
0 Jk‘ JU17,2690 2250 2810 33603800
\\\\’ \\]\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

m/z--> 50 100 150 200 250 300 350 400

%

Abundance #333755: Tetracosane, 11-decyl-
57.0
23.00 23.50
5000 ITI/Z 85.15 56.56%
3.0
oL LI 1690 2250 2810 3370 3030
i A e e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #176384: Eicosane T ——
57.0 23.00 23.50
m/z 41.15 24.72%
o“¢ww‘www,MWAN??PW%%59‘??E?““‘“H““ N
m/z--> 50 100 150 200 250 300 350 400 23.00 23.50

8270-BGO30922.M Mon Mar 14 15:07:50 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31122\
Data File : BG@52648.D

Acqg On : 11 Mar 2022 15:40

Operator : CG/JU

Sample : N1864-03

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

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

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030922.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown25.817

Concentration Rank 3

MB-B2-030922-0-2

R.T. EstConc Area Relative to ISTD R.T.
25.817 11.00 ng 225146  Perylene-di2 25.305
Hit# of 5 Tentative ID MW MolForm CASH# Qual

395 C19H23C12N3S

1 4-[1-Adamantyl]-3-thiosemicarbaz...
2 (1-Methylpenta-2,4-dienyl)benzene 158 C12H14
3 (4-Methoxy-phenyl)-(2-thioxo-2H-...

4 Succinic acid, 2-chloro-6-fluoro...
5 (1-Methylpenta-1,3-dienyl)benzene 158 C12H14

Abundance Scan 3818 (25.816 min): BG052648.D\data.ms (-3811) (-

341 C16H11N302S2
288 C13H14ClFo4

070619-18-0 15

1000210-01-1 11

116669-49-9 10

m/z 43.15 100.00%

43.1
143.2
5000
— —r
25.50 26.00
okl m/z 143.15  68.80%
miz--> 50 100 150 200 250 300 350 400
Abundance #298589: 4-[1-Adamantyl]-3-thiosemicarbazone 3,4-dichl
135.0
5000 79.0 T U
202.0 25.50 26.00
395.0 m/z 135.15  58.18%
0 ’\L‘ml L‘\“\H ‘H‘ ’M‘d“ . Mh’u u ‘\h‘\} ’Hlm‘ " ‘2‘5?‘0‘ — ‘3‘29‘0‘ ‘H !‘\ ——
m/z--> 50 100 150 200 250 300 350 400
Abundance #34732: (1-Methylpenta-2,4-dienyl)benzene
143.0
— —
25.50 26.00
5000 m/z 119.10  51.57%
77.0
obbbdbh My
m/z--> 50 100 150 200 250 300 350 400
Abundance #249427: (4-Methoxy-phenyl)-(2-thioxo-2H-benzo[4,5]thiz P ——
135.0 25.50 26.00
m/z 57.15 51.31%
- Mm
7.0 341.0
033.“0“ HH“ | | ‘ 234.0 284.0 |
R R e SRR — —
m/z--> 50 100 150 200 250 300 350 400 25.50 26.00

8270-BGO30922.M Mon Mar 14 15:07:51 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31122\
Data File : BG@52648.D

Acqg On : 11 Mar 2022 15:40
Operator : CG/JU

Sample : N1864-03

Misc

ALS vial : 4 Sample Multiplier: 1

MB-B2-030922-0-2

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030922.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 .gamma.-Sitosterol

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
29.987 75.40 ng 1543360  Perylene-di12 25.305
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 .gamma.-Sitosterol 414 C29H500
2 .beta.-Sitosterol 414 C29H500
3 (35,8S5,9S5,10R,13R,14S,17R)-17-((... 414 C29H500
4 Campesterol 400 C28H480
5 .beta.-Sitosterol acetate 456 C31H5202

Abundance Scan 4528 (29.987 min): BG052648.D\data.ms (-4510) (-

43.1
105.2
5000 592 2132
' 303.3
381.3
0 ‘\‘h‘ h“‘\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0
5000 5.0
213.0 303.0
ol ‘\“ | ‘h“ \
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #310595: .beta.-Sitosterol
43.0
5000
0 ‘\“ |“ | ‘H\‘ \
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #310626: (3S,85,9S,10R,13R,14S,17R)-17-((2R,5R)-5,6-
5000 91.0 145.0 382.0
l 2130 ,g90
ob | 3{0

m/z--> 0 50 100 150 200 250 300 350 400

8270-BGO30922.M Mon Mar 14 15:07:52 2022

000083-47-6 98
000083-46-5 97
029365-29-5 64
000474-62-4 49
000915-05-9 38

m/z 43.15 100.00%

-

—
30.00
m/z 57.15 62.24%

-

—
30.00
m/z 55.15 61.89%

-

—
30.00
m/z 105.15 52.88%

-

—
30.00
m/z 81.15 52.69%

-

T
30.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31122\
Data File : BGO52648.D

Acqg On : 11 Mar 2022 15:40

Operator : CG/JU

Sample : N1864-03 :
Misc : MB-B2-030922-0-2

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG030922.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|
9,12-Octadecadi... 15.266 2.1 ng 34572 3 14.820 335383 20.0
Octadecanoic acid 15.783 36.1 ng 604765 3 14.820 335383 20.0
n-Hexadecanoic ... 18.450 5.3 ng 112140 4 17.569 421953 20.0
Eicosane 19.055 3.7 ng 77238 4 17.569 421953 20.0
Phthalic acid, ... 20.259 4.4 ng 89958 5 21.881 404878 20.0
Heneicosane 20.682 6.8 ng 137328 5 21.881 404878 20.0
Hexacosane 21.405 5.6 ng 113835 5 21.881 404878 20.0
Cetene 21.475 3.0 ng 60123 5 21.881 404878 20.0
Tetradecane 22.215 4.5 ng 92146 5 21.881 404878 20.0
unknown22.421 22.421 5.2 ng 105992 5 21.881 404878 20.0
Heptacosane 23.126 3.8 ng 77401 5 21.881 404878 20.0
unknown25.817 25.817 11.0 ng 225146 6 25.305 409387 20.0
.gamma.-Sitosterol 29.987 75.4 ng 1543360 6 25.305 409387 20.0
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