LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021523\
Data File : BM@38745.D

Acq On : 15 Feb 2023 13:11

Operator : CG/JU

Sample : 01538-15 :
Misc : STOCKPILE-COMP-6

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 M\Methods\8270-BM020123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@38745.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.981 297 305 313 rBV 269452 371836 9.93% 1.670%
2 5.451 379 385 393 rBv 819727 1120081 29.92% 5.032%
3 7.069 653 660 673 rVB 723215 1137168 30.37% 5.108%
4 7.892 794 800 807 rVB 234097 350492 9.36% 1.575%
5 9.069 992 1000 1011 rBV 451335 712356 19.03%  3.200%

6 10.698 1270 1277 1285 rBV 278147 454178 12.13%
7 13.163 1686 1696 1702 rBV 1507685 2118042 56.57%
8 14.533 1923 1929 1940 rVB 505538 707877 18.91%
9 14.945 1991 1999 2005 rBV3 30075 47449 1.27%
10 15.898 2153 2161 2165 rBV 68062 98196 2.62%
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11 16.027 2177 2183 2189 rVB 1512042 1926635 51.46%
12 16.674 2287 2293 2303 rVB3 47604 88327 2.36%
13 17.280 2390 2396 2402 rBV 653411 888600 23.74%
14 18.174 2540 2548 2554 rBV 763081 1160003 30.98%
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15 18.239 2555 2559 2579 rVB2 108941 425329 11.36% 911%
16 18.462 2589 2597 2600 rBV 90384 148530 3.97% ©.667%
17 18.503 2600 2604 2615 rVB 117374 223590 5.97% 1.004%
18 19.180 2710 2719 2729 rBV3 50687 147382 3.94% 0.662%
19 19.297 2735 2739 2741 rBV2 49269 67276 1.80% ©.302%
20 19.321 2741 2743 2752 rVB5 43129 74625 1.99% ©.335%

21 19.445 2758 2764 2773 rBV 425853 607135 16.22%
22 19.786 2814 2822 2832 rVB2 147376 381657 10.19% 1.715%
23 19.903 2836 2842 2847 rBV 3238055 3743814 100.00% 16.818%
24 20.027 2856 2863 2876 rVB3 = 70257 205099 5.48% 0.921%
25 20.786 2986 2992 3001 rBV 206573 420800 11.24%
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26 21.156 3050 3055 3063 rBV 194937 288588  7.71%
27 21.462 3101 3107 3112 rBV 727207 939810 25.10%
28 21.591 3123 3129 3139 rVB 212126 417075 11.14%

R R R DR
0
N
N
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29 22.391 3259 3265 3273 rVB 218377 415989 11.11% 869%
30 23.291 3413 3418 3426 rVB3 151856 363082 9.70% 631%
31 23.838 3505 3511 3519 rVB2 443338 865163 23.11% 3.887%
32 24.327 3590 3594 3603 rVB3 118868 290259 7.75%  1.304%

33 25.191 3733 3741 3762 rVB7 253805 1053940 28.15% 4.735%

Sum of corrected areas: 22260383
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 15 Feb 2023 13:11
: CG/JU
: 01538-15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@21523\
BM@38745.D

STOCKPILE-COMP-6

: 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

3000000

2500000

2000000

1500000

1000000

500000

o

Time-->

TIC: BM038745.D\data.ms

5.451 7069

9.069
4.981 7.892 10.698

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
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3000000

2500000

2000000

1500000

1000000

500000

TIC: BM038745.D\data.ms
19.p03

13.163 16.027

18.174
17.280

14.533 19.445

19.7
14.945 15.8 16.674 18, 2094108 1@27

0
Time--> 1

—
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2.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BM038745.D\data.ms

21.462
23.838

22.391 23.291 25.191

h.78621.156 4-591 24.327

Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 2450 2500 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM©021523\
Data File : BM@38745.D

Acq On : 15 Feb 2023 13:11

Operator : CG/JU

Sample : 01538-15 :
Misc : STOCKPILE-COMP-6

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.981 21.22 ng 371836 1,4-Dichlorobenzene-d4 7.892

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 50
3 Propane, 1,1-dipropoxy- 160 C9H2002 004744-11-0 38
4 Dimethadione 129 C5H7NO3 000695-53-4 33
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 23
Abundance Scan 305 (4.981 min): BM038745.D\data.ms (-297) (-) m/z 42.95 100.00%
43.0
5000
101.0
T
‘ 4.60 4.80 5.00 5.20 5.40
Ol et 2L 2070 myz 59.10 57.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IR RN R R
4.60 4.80 5.00 5.20 5.40
m/z 101.00 28.46%
15.0 ‘ 101.0
O\\\‘\‘\‘M\\"M\\‘}‘\\\\“\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9395: Hydrazine, 1,1-bis(1-methylethyl)-
59.0
R E e e R may
4.60 4.80 5.00 5.20 5.40
m/z 58.00 15.60%
5000 101.0
27.0 ‘
0mw“l”u“,”lH!w‘Hh_m‘uHu_‘HWHWHWHWH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36862: Propane, 1,1-dipropoxy- R ]
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.79%
5000 101.0
31.0
131.0
LN M AN /MRSSINR R AR =14
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM©021523\
Data File : BM@38745.D

Acq On : 15 Feb 2023 13:11

Operator : CG/JU

Sample : 01538-15 :
Misc STOCKPILE-COMP-6

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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

m/z--> 20 40 60 80 100 120 140 160 180 200 15. 50 16. 00

Peak Number 2 Benzophenone Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.898 2.77 ng 98196  Acenaphthene-d1e 14.533
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 95
2 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 49
4 Methyl benzilate 242 C15H1403 000076-89-1 47
5 Benzenecarbothioic acid 138 C7H60S 000098-91-9 46
Abundance Scan 2161 (15.898 min): BM038745.D\data.ms (-2153) (- | m/z 105.00 100.00%
105.0
77.0 182.0
5000
51.0 — e
15.50 16.00
153.0
O oo b 1289 20T I 20690 0 180 00 70.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000
15. 50 16 00
51.0 m/z 77.00  69.74%
ol 200 \‘ A 12701520
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32010: Acetophenone, 2-chloro-
105.0
770 15.50 16.00
5000 m/z 50.95 24.55%
51.0
0 27 o \‘ Ll ‘ ‘ 127'0 15\4.0
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30107: Benzenecarbothioic acid, S-methyl ester
105.0 15.50 16.00
m/z 181.00 11.21%
77.0
5000
51.0
152.0
0 27.0 wl M
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM©021523\
Data File : BM@38745.D

Acq On : 15 Feb 2023 13:11

Operator : CG/JU

Sample : 01538-15 :
Misc STOCKPILE-COMP-6

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.174 26.11 ng 1160000  Phenanthrene-d10 17.280
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 76
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 60

Abundance Scan 2548 (18.174 min): BM038745.D\data.ms (-2540) (- | m/z 73.00 100.00%

73.0
43.0
5000
—r— —
18.00 18.50
0! m/z 60.00 80.25%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0

%

— —
18.00 18.50
m/z 43.05 70.39%

5000 129.0

171.0 2130 256.0

O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126199: Pentadecanoic acid
43.0 73.0
= ]
18.00 18.50
5000 129.0 ITI/Z 41.05 60.97%
‘ 199.0 2420
o b JLAL 156,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92063: Tridecanoic acid e I
43.0 73.0 18.00 18.50
m/z 55.05 59.54%
5000 129.0
171.0
‘ ‘ 214.0
ouw‘m‘;:““‘!” = ;
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_M\Data\BM©021523\
Data File : BM@38745.D
Acq On : 15 Feb 2023 13:11
Operator : CG/JU
Sample : 01538-15 :
Misc STOCKPILE-COMP-6
ALS Vial : 4  Sample Multiplier: 1
Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST20.L
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 4 unknownl8.239 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.239 9.57 ng 425329  Phenanthrene-d10 17.280
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phthalic acid, 2,4-dimethylpent-... 376 C23H3604 1000356-84-7 47
2 Phthalic acid, 3-ethylphenyl iso... 354 C22H2604 1000357-08-0 47
3 1,2-Benzenedicarboxylic acid, bi... 334 C20H3004 000146-50-9 47
4 Phthalic acid, butyl cycloheptyl... 318 C19H2604 1000322-82-9 43
5 Phthalic acid, 2-ethylhexyl isoh... 362 C22H3404 1000308-98-5 43
Abundance Scan 2559 (18.239 min): BM038745.D\data.ms (-2555) (- | m/z 148.95 100.00%
148.9
57.1
5000
‘99 0 1800 1850
) 223.0 : :
ol L Ld,, Al 1 1833 2507 2830 hw/z 57.10 59.69%
m/z--> 50 100 150 200 250 300
Abundance #284866: Phthalic acid, 2,4-dimethylpent-3-yl octyl ester
149.0
5000 —— e
18.00 18.50
57.0 m/z 43.10 39.93%
| ‘ 98.0 261.0
O\\\“h\‘\“\‘\h“\\\\ \‘\\\‘\\\\‘\L\‘\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance  #263993: Phthalic acid, 3-ethylphenyl isohexyl ester
149.0
— —
18.00 18.50
m/z 71.10 39.09%
5000 85.0 /
43.0
253.0
obrdptey ol b} 2970 0
miz--> 50 100 150 200 250 300
Abundance #241941: 1,2-Benzenedicarboxylic acid, bis(4-methylpent —— =
149.0 18.00 18.50
m/z 85.10 26.28%
5000
85.0
43.0 251.0
ol \‘\‘ bl L | | | 291.0 334.
e — s
m/z--> 50 100 150 200 250 300 18.00 18.50

8270-BM@201

23.M Thu Feb 16 14:07:45 2023

Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM©021523\
Data File : BM@38745.D

Acq On : 15 Feb 2023 13:11

Operator : CG/JU

Sample : 01538-15 :
Misc : STOCKPILE-COMP-6

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 5 trans-Sinapaldehyde Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.462 3.34 ng 148530  Phenanthrene-di10 17.280
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 trans-Sinapaldehyde 208 C11H1204 004206-58-0 95
2 3,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204 087345-53-7 70
3 (2E)-4-(4-Hydroxy-3-methoxypheny... 209 C11H15NO3 1000297-96-4 53
4 2-Propenoic acid, 3-(2,4-dimetho... 208 C11H1204 016909-09-4 46
5 Naphthalene, 2-(1-cyclohexen-1-yl)- 208 Cl6H16 054607-03-3 43
Abundance Scan 2597 (18.462 min): BM038745.D\data.ms (-2589) (- 207.95 100.00%
207.9
164.9
5000 .

18 50
243.1 ¢
0 281« m/z 164.95 67.17%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #84448: trans-Sinapaldehyde
208.0

5000 e
137.0165'O 18 50

137.00  56.22%

0 105.0
‘ T \ T \“‘ ‘\ \‘H‘\ ““\“‘\‘\“}“‘V \‘ \“U‘\ ‘ \H\H\ \w‘\ T \‘H\ \W”\ T “‘\‘\ T TT \ T ‘ T ‘\ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TT
m/z--> 20 40 60 80 100120 140 160180200220240260280
Abundance  #84493: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0

o

18.50
5000 165.0 m/z 180.00 35.27%
137.0
N ‘L\\u‘w‘uﬁ,mm S
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #86139: (2E)-4-(4-Hydroxy-3-methoxyphenyl)-2-butanone bl i
137.0 18 50

m/z 176.95  32.50%

5000
42.0 94.0 178.0 20‘9'0
0 TR A A T M A M, ‘ﬂ»tv“‘\/\vaf‘\/M

‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘\\H‘HH‘\\H‘HH‘HH‘HH‘H L B A

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM©021523\
Data File : BM@38745.D

Acq On : 15 Feb 2023 13:11

Operator : CG/JU

Sample : 01538-15 :
Misc STOCKPILE-COMP-6

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 trans-Sinapyl alcohol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.503 5.03 ng 223590  Phenanthrene-die 17.280
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 trans-Sinapyl alcohol 210 C11H1404 020675-96-1 97
2 cis-Sinapyl alcohol 210 C11H1404 104330-63-4 94
3 Syringylacetone 210 C11H1404 019037-58-2 53
4 4-Ethyl-2,6-dimethoxyphenol 182 C10H1403 014059-92-8 42
5 1-Hydroxy-6-methylphenazine 210 C13H1eN20 014031-08-4 30
Abundance Scan 2604 (18.503 min): BM038745.D\data.ms (-2600) (- | m/z 167.00 100.00%
167.0
210.0
5000
77.0
121.0 . :
53.0 ‘ 18.50
0 Ud sl b wyz 210,00 77.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #86880: trans-Sinapyl alcoho
210.0
167.0
5000 S :
18.50
77.0 121.0 ‘ m/z 153.95 46.60%
0t ‘ i ‘\‘\‘ ‘w ““\“ : “H\‘ MM‘ ‘HH\‘\ : \‘\H\“\‘\ : \mm‘ ‘H\‘ I ‘\\‘\L : ‘M““ R ““ =
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #86878: cis-Sinapyl alcoho
167.0 210.0
18.50
5000 77.0 m/z 148.95 32.91%
121.0
530
29.0
0 ‘_‘m“‘\H““w_“w
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #86874: Syringylacetone
167.0 18.50
m/z 77.00  29.75%
5000
210.0
43.0 78.0 123.0
O L et el ey —
m/z--> 20 40 60 80 100 120 140 160 180 200 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM©021523\
Data File : BM@38745.D

Acq On : 15 Feb 2023 13:11

Operator : CG/JU

Sample : 01538-15 :
Misc : STOCKPILE-COMP-6

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 1,4-Benzenedicarboxylic aci... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.180 3.32 ng 147382  Phenanthrene-die 17.280
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 64
2 Terephthalic acid, 3,4-dichlorop... 422 C22H24C1204 1010323-69-2 43
3 Terephthalic acid, phenyl octyl ... 354 C22H2604 1000324-06-6 43
4 Terephthalic acid, di(4-octyl) e... 390 C24H3804 1000323-74-2 38
5 Terephthalic acid, 3,5-difluorop... 390 C22H24F204 1000324-05-2 27

Abundance Scan 2719 (19.180 min): BM038745.D\data.ms (-2710) (- | m/z 70.05 100.00%

70.0 148.9 261.1
5000

=SSN
‘ ‘ ‘ 206.9 19.00 19.50
L Lu‘”‘ A T . \ L, ‘ e M/z 148.95  99.82%

T \“
m/z--> 50 100 150 200 250 300 350
Abundance #295779: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0 112.0
261.0

o

5000 67.0 L T
19.00 19.50
m/z 261.10 88.17%
02\9‘\% \L \‘\ J i \2‘07\9\ T ‘\3\0‘4\0\\ \3’6\1\0\ ™
miz--> 50 100 150 200 250 300 350
Abundance #314060: Terephthalic acid, 3,4-dichlorophenyl octyl este
261.0
P P
19.00 19.50
5000 ITI/Z 166.95 56.67%
149.0
oL 50 1000 |
R T T R T TR R e I e
m/z--> 50 100 150 200 250 300 350
Abundance #263967: Terephthalic acid, phenyl octyl ester e =
261.0 19.00 19.50
m/z 112.05 48.25%
5000
149.0
ol 550 1040 ] 354.0
R R R R R R R R

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_M\Data\BM©021523\
Data File : BM@38745.D

Acq On : 15 Feb 2023 13:11

Operator : CG/JU

Sample : 01538-15 :
Misc : STOCKPILE-COMP-6

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.445 12.92 ng 607135  Chrysene-di12 21.462
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
Abundance Scan 2764 (19.445 min): BM038745.D\data.ms (-2758) (- | m/z 73.00 100.00%
73.0
43.1
5000 129.1
185.1 241.2
—
‘ ‘ 284.1 1950
ob—— H‘M H!“‘H”“H m}‘ﬂ‘\‘\h} ul o ‘L s “ dal L ‘L‘ m/z 60.00 84.27%
miz--> 50 100 150 200 250
Abundance #179091: Octadecanoic acid
43.0 73.0
5000 129.0 =
19.50
284.C o
185.0 241.0 ‘ m/z 43.10 71.74%
oL ‘w m‘ WMMMW‘MMMEN“\A‘ﬂh“ﬂ\‘\J‘ﬂ\ E
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
——
19.50
5000 129.0 m/z 55.05 64.62%
L
oL— ‘\‘ H\“H‘M UH ‘\H‘HH Hhu\ M\‘ u} “‘ ‘1‘61‘0;“ ‘i SN— “\ — —
miz--> 50 100 150 200 250
Abundance #109279: Tetradecanoic acid T
73.0 19.50
43.0 m/z 57.05 61.14%
5000 129.0
185.0
|
ob— “‘ W‘H‘w‘ MH “u““‘ nh\‘\‘ ;M‘\‘h; “ t \“ B “‘ e L
m/z--> 50 100 150 200 250 19.50

8270-BM020123.M Thu Feb 16 14:07:56 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM©021523\
Data File : BM@38745.D

Acq On : 15 Feb 2023 13:11

Operator : CG/JU

Sample : 01538-15

Misc

ALS vial : 4

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

STOCKPILE-COMP-6

Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 9 Tetracosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
19.786 8.12 ng 381657  Chrysene-di12 21.462
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetracosane 338 (C24H50 000646-31-1 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 2822 (19.786 min): BM038745.D\data.ms (-2814) (- | m/z 57.10 100.00%
57.1
o JUL
1950  20.00
obrdih “h‘ n”“ ! uh (901,225 2810 3410 07105 77.07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #246483: Tetracosane
57.0
5000 T =
19.50 20.00
m/z 43.05 67.64%
O \h‘\ \“\hh \h‘\‘\“‘\“\ “ i ‘1\9\ ‘2\2\5\(\)‘\\\\‘\:\3\3§‘(]\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane
57.0
— —
19.50 20.00
5000 m/z 85.05 65.51%
0 ‘ ) uh\ h‘ 1\ 1 156\9‘0 225.0 295.0 367.0
e e i B o e
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane T T
57.0 19.50 20.00
m/z 41.00 26.37%
) M
T 1690 2250 2010 sar0 22
L B B A w —— T
m/z--> 50 100 150 200 250 300 350 400 19.50 20.00

8270-BM020123.M Thu Feb 16 14:07:58 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM©021523\

Data File : BM@38745.D

Acq On : 15 Feb 2023 13:11

Operator : CG/JU

Sample : 01538-15 :
Misc STOCKPILE-COMP-6
ALS Vial : 4  Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 10 Supraene Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
20.027 4.36 ng 205099  Chrysene-d12 21.462
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 87
2 Farnesol isomer a 222 C15H260 1000108-92-4 80
3 2,6,10-Dodecatrien-1-0l1, 3,7,11-... 264 C17H2802 004128-17-0 72
4 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72
5 Propanoic acid, 2,2-dimethyl-, [... 306 C20H3402 1000164-38-8 72

Abundance Scan 2863 (20.027 min): BM038745.D\data.ms (-2856) (- | m/z 69.05 100.00%
69.0
121.0 éobd
62.8 220.9 :
o“me‘mﬂﬂw“Nﬁ““ SRS 3909  m/z 8l.e5  45.52%
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 = :
20.00
m/z 41.05 16.14%
137.0
0270 iyl gl 1910 2730 3410 4104
\\\‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #101957: Farnesol isomer a
69.0
T
20.00
5000 m/z 95.05 12.11%
NI TNTY b R
m/z--> 50 100 150 200 250 300 350 400
Abundance #153389: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-, acet: —— ‘
69.0 20.00
m/z 68.05 10.30%
5000
136.0
R S RU NI T N W
m/z--> 50 100 150 200 250 300 350 400 20.00

8270-BM020123.M Thu Feb 16 14:07:59 2023 12

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM©021523\
Data File : BM@38745.D

Acq On : 15 Feb 2023 13:11

Operator : CG/JU

Sample : 01538-15 :
Misc STOCKPILE-COMP-6

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.786 8.96 ng 420800 Chrysene-d12 21.462
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2992 (20.786 min): BM038745.D\data.ms (-2986) (- | m/z 57.10 100.00%
57.1
‘ o 2050  21.00
183 1 281.0 . .
0“\““”\‘““““‘ MH it 2 4 L R m/z 71.10  81.98%
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 s e
20.50 21.00
9.0 m/z 43.05 66.57%
o 1L LL ) 141:0183.0225.0267.0300.0 367.0
\\\‘\\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
— —
20.50 21.00
5000 m/z 85.10 62.91%
141.0
ol ) 1 1 | | 410183.02250267.0300.0 3650
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl- T T
57.0 20.50 21.00
m/z 55.05 26.56%
h M
oL \\ (14101830 2370281 03230
A A e e e — ——
m/z--> 50 100 150 200 250 300 350 20.50 21.00

8270-BM020123.M Thu Feb 16 14:08:00 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM©021523\
Data File : BM@38745.D

Acq On : 15 Feb 2023 13:11

Operator : CG/JU

Sample : 01538-15 :
Misc : STOCKPILE-COMP-6

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 1-Nonadecene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.156 6.14 ng 288588  Chrysene-di12 21.462
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 97
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
3 1-Tetracosene 336 (C24H48 010192-32-2 95
4 1-Hexacosene 364 C26H52 018835-33-1 94
5 Pentacos-1-ene 350 C25H50 016980-85-1 94

Abundance Scan3055(21156nﬂm BMO038745.D\data.ms (-3050) (- m/z 57.10 100.00%

1 97.0
5000

[
“ | *401 207.0 21.00 21.50
\H

266.9
ol AL L 200 ST, 83,05 99.01%

m/z--> 50 100 150 200 250 300 350
Abundance #155961: 1-Nonadecene
43.0 97.0

5000 sas =
21.00 21.50

m/z 69.05 92.74%

39.0
O T “\ ‘\‘ “‘ ‘\ “\‘ ‘f “ ‘1“ * ‘h “ \]‘_\812\0 2\2\4\0\ ‘2§6\ 9 T ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #245846: Trifluoroacetoxy hexadecane
57.0

97.0 — —

21.00 21.50
5000 m/z 43.05 91.75%
olso | 1] |1%90 1960 2690 3200
gl ‘““““““““““““
m/z--> 50 100 150 200 250 300 350
Abundance #244231: 1-Tetracosene T —
43.0 83.0 21.00 21.50

m/z 55.05 87.88%

5000
25.0
“ | ‘ \H\ | d‘h , 1680 210.0 336.0

oLt i L DI o SN <4 d . —
miz--> 50 100 150 200 250 300 350 21.00 21.50

8270-BM020123.M Thu Feb 16 14:08:01 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM©021523\
Data File : BM@38745.D

Acq On : 15 Feb 2023 13:11

Operator : CG/JU

Sample : 01538-15 :
Misc STOCKPILE-COMP-6

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 13 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.592 8.88 ng 417075  Chrysene-d12 21.462
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 3129 (21.591 min): BM038745.D\data.ms (-3123) (- | m/z 57.05 100.00%
57.0
2150 |
1551 2070 : :
ob— “M hh‘ 4 H L b ey 270038514000y 71,05 80.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane
57.0
5000 — :
21.50
m/z 43.05 60.99%
ol ‘L‘ I H | 141-0183.0225.0267.0309.0 367.0
\\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #107216: Hexadecane
57.0
T \
21.50
5000 m/z 85.05 58.57%
oL memomee
m/z--> 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl- S
57.0 21.50
m/z 55.00 27.43%
h JL/L\J\
ol ‘\\ | H | 141:0183.0225.0267.0309.0_365.0
“““““““ e e e B o —
m/z--> 50 100 150 200 250 300 350 400 21.50

8270-BM020123.M Thu Feb 16 14:08:02 2023 Page: 15



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_M\Data\BM021523\

Data File : BM@38745.D

Acq On : 15 Feb 2023 13:11
Operator : CG/JU

Sample : 01538-15

Misc

ALS vial : 4

Quant Method :

Quant Title

TIC Library

TIC Integration Parameters:

Sample Multiplier: 1

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

STOCKPILE-COMP-6

Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
: 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 14 Triacontane

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
22.391 8.85 ng 415989  Chrysene-d12 21.462
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
4 2-Methylhexacosane 380 C27H56 001561-02-0 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91

Abundance Scan 3265 (22.391 min): BM038745.D\data.ms (-3259) (- | m/z 57.05 100.00%

57.0
5000
— —
‘ ‘ ﬂ 1691 2391 22.00 22.50
- m!h“u | J‘wh bl 2o 29513410 428 4,0 7110 78.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane
57.0
5000 Ak b
22.00 22.50
m/z 85.05 61.01%
O ‘ \‘\ uh\ h\ h‘ u\ i 17699 2250 2950 3670
\\\‘\\\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane
57.0
— —
22.00 22.50
5000 ITI/Z 43.05 59.53%
[ [ \‘h h‘ “‘ ] \6\9 ‘O L 225 0 281.0 337.0 422.0
A e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #275555: Heneicosane, 11-(1-ethylpropyl)- — ——
43.0 22.00 22.50
m/z 55.00 24.50%
B \/F\AAJ\/\M
ol ALl H | 11550 2250 29503390
— T e e R W — —
m/z--> 50 100 150 200 250 300 350 400 22.00 22.50

8270-BM020123.M Thu Feb 16 14:08:03 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM©021523\
Data File : BM@38745.D

Acq On : 15 Feb 2023 13:11

Operator : CG/JU

Sample : 01538-15 :
Misc STOCKPILE-COMP-6

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 15 Heptadecane, 8-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.291 8.39 ng 363082  Perylene-di12 23.838
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 87
3 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 83
4 Tetratetracontane 619 C44H90 007098-22-8 83
5 Dodecane 170 C12H26 000112-40-3 74
Abundance Scan 3418 (23.291 min): BM038745.D\data.ms (-3413) (- | m/z 57.10 100.00%
57.1
- AA—‘J&
2300 2350
169.1 281.0 : '
0 H‘ H‘ L (02122502810 3580 490. . 7119  79.81%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275537: Hexacosane
57.0
5000 head =
23.00 23.50
m/z 85.10  68.28%
113.0
\\\‘\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141070: Heptadecane, 8-methyl-
57.0
—— =
23.00 23.50
5000 m/z 43.05 60.75%
126.0
oAbl oz
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #310570: Heptacosane, 1-chloro- 7 —
57.0 23.00 23.50
m/z 55.00 24.47%
- /\/‘/\A/J\WWL
S LLE0 w0 g g awo
Al e e E mama e —— ——
m/z--> 50 100 150 200 250 300 350 400 450 23.00 23.50

8270-BM020123.M Thu Feb 16 14:08:04 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM©021523\

Data File : BM@38745.D

Acq On : 15 Feb 2023 13:11

Operator : CG/JU

Sample : 01538-15 :
Misc STOCKPILE-COMP-6

ALS Vial : 4  Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 16 Heneicosane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
24.327 6.71 ng 290259  Perylene-di12 23.838
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexacosane 366 C26H54 000630-01-3 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Docosane, 11-butyl- 366 C26H54 013475-76-8 86
5 Eicosane, 1-iodo- 408 C20H41I 1000406-31-8 86

Abundance Scan 3594 (24.327 min): BM038745.D\data.ms (-3590) (- | m/z 57.10 100.00%
57.1
2400 2450
0 MM h‘ «H | 1118903070 2670 3430 430. 7110 g1.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
5000 — ——
24.00 24.50
m/z 85.10 62.21%
Ot ‘\ l\““‘ “‘ \h‘\ T \“\\“\ { :‘L\6\9\0\ ‘2\2\5\(\)‘ T \2\96‘ \0\ L L B B
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane
57.0
— ——
24.00 24.50
5000 m/z 43.05 51.34%
‘ | ]11 169.0 367.0
ol A4 LT, 1690 2250 2050 3670
m/z--> 50 100 150 200 250 300 350 400
Abundance #246483: Tetracosane “ —
57.0 24.00 24.50
m/z 83.10 22.26%
B \/\MMM\/\N
o L0 1090 250 smo o elhetend
m/z--> 50 100 150 200 250 300 350 400 24.00 24.50

8270-BM020123.M Thu Feb 16 14:08:06 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM©021523\
Data File : BM@38745.D

Acq On : 15 Feb 2023 13:11

Operator : CG/JU

Sample : 01538-15 :
Misc STOCKPILE-COMP-6

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 17 .gamma.-Sitosterol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
25.191 24.36 ng 1053940  Perylene-di12 23.838
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 96
2 .beta.-Sitosterol 414 C29H500 000083-46-5 95
3 (3s,8S,95,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 70
4 Campesterol 400 C28H480 000474-62-4 35
5 (3S,85,95,10R,13R,14S5,17R)-17-((... 428 C30H520 020194-50-7 28
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021523\
Data File : BM@38745.D

Acqg On : 15 Feb 2023 13:11

Operator : CG/JU

Sample : 01538-15 :
Misc : STOCKPILE-COMP-6

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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|
2-Pentanone, 4-... 4.981 21.2 ng 371836 1 7.892 350492 20.0
Benzophenone 15.898 2.8 ng 98196 3 14.533 707877 20.0
n-Hexadecanoic ... 18.174 26.1 ng 1160000 4 17.280 888600 20.0
unknown18.239 18.239 9.6 ng 425329 4 17.280 888600 20.0
trans-Sinapalde... 18.462 3.3 ng 148530 4 17.280 888600 20.0
trans-Sinapyl a... 18.503 5.0 ng 223590 4 17.280 888600 20.0
1,4-Benzenedica... 19.180 3.3 ng 147382 4 17.280 888600 20.0
Octadecanoic acid  19.445 12.9 ng 607135 5 21.462 939810 20.0
Tetracosane 19.786 8.1 ng 381657 5 21.462 939810 20.0
Supraene 20.027 4.4 ng 205099 5 21.462 939810 20.0
Hexacosane 20.786 9.0 ng 420800 5 21.462 939810 20.0
1-Nonadecene 21.156 6.1 ng 288588 5 21.462 939810 20.0
Hexadecane 21.592 8.9 ng 417075 5 21.462 939810 20.0
Triacontane 22.391 8.8 ng 415989 5 21.462 939810 20.0
Heptadecane, 8-... 23.291 8.4 ng 363082 6 23.838 865163 20.0
Heneicosane 24.327 6.7 ng 290259 6 23.838 865163 20.0
.gamma.-Sitosterol 25.191 24.4 ng 1053940 6 23.838 865163 20.0
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