LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52521\
Data File : BF124052.D

Acqg On : 25 May 2021 18:57
Operator : JU/CG

Sample : M2500-01

Misc :

ALS vial : 6 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_F\METHODS\8270-BF051421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124052.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.204 11 20 25 rBV 512231 638351 9.47% 2.160%
2 5.116 516 515 524 rVB 330525 385761 5.72% 1.305%
3 5.516 578 583 586 rBV 1193777 1025433 15.22% 3.469%
4 6.516 748 753 756 rBV 1069596 1016447 15.08% 3.439%
5 6.892 813 817 821 rVB 510737 391779 5.81% 1.326%

6 7.451 907 912 915 rBV 771373 711235 1@.55%
7 8.175 1031 1035 1039 rBV 570133 470312 6.98%
8 9.251 1214 1218 1221 rBV 1662896 1257317 18.66%
9 9.510 1259 1262 1269 rVB 98255 75908 1.13%

9.639 1281 1284 1291 rVB 86172 77395 1.15%

[CRCINEEN N
N
Ul
A
R

11 9.933 1330 1334 1337 rBV 670296 518613
12 10.722 1464 1468 1471 rBV 769468 644326 .56%
13 11.421 1583 1587 1589 rBV 536283 425638 .32%
14 11.816 1650 1654 1657 rBV 3282460 2758655 40.94%
15 11.963 1674 1679 1685 rBV 582233 719274 10.67%

.70%

[« JCIRN]
NORNR
N
B
IS
xR

16 12.116 1701 1705 1711 rVB3 41079 81057 1.20% 0.274%
17 12.51@ 1767 1772 1774 rBV 5189427 5746630 85.28% 19.442%
18 12.533 1774 1776 1782 rVV 7163760 6738495 100.00% 22.798%
19 12.610 1785 1789 1792 rVV 1655141 1301183 19.31% 4.402%
20 12.674 1792 1800 1809 rVV2 1013975 1605852 23.83% 5.433%

21 12.739 1809 1811 1818 rVB 195451 217937 3.23% 0.737%
22 13.010 1853 1857 1860 rBV 1106913 886696 13.16% 3.000%
23 13.192 1882 1888 1892 rBV9 60517 141746 2.10% 0.480%
24 13.333 1909 1912 1914 rBV 134731 100135 1.49% 0.339%
25 13.439 1927 1930 1936 rVB 205265 206075 3.06% ©.697%
26 13.762 1981 1985 1988 rvB3 159352 198462 2.95% 0.671%
27 13.933 2011 2014 2021 rVB2 179333 200628 2.98% 0.679%
28 14.004 2023 2026 2029 rVB 112602 93311 1.38% 0.316%
29 14.068 2033 2037 2040 rBV 366613 342462 5.08% 1.159%
30 14.998 2192 2195 2200 rVB4 55095 70677 1.05% 0.239%
31 15.198 2226 2229 2232 rVB 86433 90465 1.34% 0.306%
32 15.562 2287 2291 2294 rBV 268183 320448 4.76% 1.084%
33 16.045 2369 2373 2377 rVB4 71821 98357 1.46% ©.333%
Sum of corrected areas: 29557060
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 25 May 2021 18:57

: M2500-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052521\
BF124052.D

Ju/CaG

: 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

0
Time-->
Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF124052.D\data.ms

5.516 6.516

7.451

2.204 6.892

5.116

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

TIC: BF124052.D\data.ms
12.5633

12.510

11.816

9.251

8.175 9.933 ﬂ 11.421 11.963

0
Time-->
Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

Time-->

9.590639 J12.116

i A S ==
8.00 8.50 9.00 9.50 10.00 1050 11.00 11.50 12.00 12.50 13.00
TIC: BF124052.D\data.ms

068
3.439 137629504 14.996.198 2792 16045

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52521\
Data File : BF124052.D

Acqg On : 25 May 2021 18:57
Operator : JU/CG

Sample : M2500-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
2.204 32.59 ng 638351 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 25
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 25
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 17
Abundance  Scan 20 (2.204 min): BF124052.D\data.ms (-11) (-) m/z 73.10 100.00%
3.1
5000 43.0 A
87'1 T ‘ T T T T ‘ L ‘ L
‘ 57.0 2.20 2.40 2.60
Obeprerrreepere b i e e m/z 42.95  48.23%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L B B B B
55.0 220 240 260
41)0 87.0 m/z 55.00  38.88%
27.0 ‘
OH’\\H‘\Hm“}H\‘il\‘\\‘\‘\{‘\“HHM\M\‘HH‘HH‘\;H‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 P
2.20 2.40 2.60
5000 41.0 55.0 m/z 87.10  25.32%
27.0
bbby 1129, 3290
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7506: 2-Methyl-5-hexen-3-ol T
73.0 2.20 2.40 2.60
m/z 41.00 15.25%
55.0 /
5000
410
27.0
ol P PRV —
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52521\
Data File : BF124052.D

Acqg On : 25 May 2021 18:57
Operator : JU/CG

Sample : M2500-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.116 19.69 ng 385761 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
3 Acetone 58 C3H60 000067-64-1 12
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 515 (5.116 min): BF124052.D\data.ms (-510) (-) m/z 43.00 100.00%

43.0
59.1
5000
101'1 \\‘\\\\‘\\\\‘\\\\’\\\\‘
83.0 4.80 5.00 5.20 5.40
Ol m/z 59.10 65.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L LR IR B
59.0 4.80 5.00 5.20 5.40
150 1010 m/z 58.00 17.96%
O \\\‘\!‘flf‘\\!ﬁﬁ;\o\\“H{\\‘\\}\‘\\\\‘\\\\8‘:\3‘\.(\)\‘\\\}“\'\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
59.0
e EARRmEESSSEL
4.80 5.00 5.20 5.40
5000 m/z 101.10 17.04%
41.0 101.0
ol 280 T WLl 70 B30 L
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #217: Acetone R AER R
43.0 4.80 5.00 5.20 5.40
m/z 41.05 9.69%
5000
58.0
15.0 27.0 ‘
O ettt e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52521\
Data File : BF124052.D

Acqg On : 25 May 2021 18:57
Operator : JU/CG

Sample : M2500-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Nonanoic acid, 9-oxo-, meth... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.510 2.93 ng 75908  Acenaphthene-d10 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid, 9-oxo-, methyl ester 186 C10H1803 001931-63-1 50
2 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 37
3 Methyl 6-methyl heptanoate 158 C9H1802 002519-37-1 37
4 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 37
5 Methyl 4-hydroxybutanoate 118 C5H1003 000925-57-5 25
Abundance Scan 1262 (9.510 min): BF124052.D\data.ms (-1259) (-) m/z 55.00 100.00%
558.0
87.0
5000 111.1
143.0 b ‘
9.50
(o} m/z 74.00 88.41%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49867: Nonanoic acid, 9-oxo-, methyl ester
74.0
A A A
5000 41.0 L T
111.0 143.0 9.50
m/z 43.05 65.41%
15.0
O' \‘ “H!l\‘H\““\“}\‘\\‘\\“\\\‘\“]\.7!1\-\0‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #50098: Decanoic acid, methyl ester
74.0 NMNNW\
A
9.50
5000 m/z 87.00 57.91%
43.0
143.0
N T TP s | 1860
0 H"Nm“u‘“Hh‘pw“L“‘_d“_“w“‘w“‘
miz--> 20 40 80 100 120 140 160 180
Abundance #30217.Meﬂwl64neﬁwlheManOME e
74.0 9.50
m/z 41.10 53.41%
5000 43.0
115 0
0 WMM/MW‘
m/z--> 20 80 100 120 140 160 180 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52521\
Data File : BF124052.D

Acqg On : 25 May 2021 18:57

Operator : JU/CG

Sample : M2500-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Hexadecanoic acid, methyl e... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.816 129.62 ng 2758660 Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 97
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 95
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 93
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86

Abundance Scan 1654 (11.816 min): BF124052.D\data.ms (-1650) (-]

m/z 74.10 100.00%

74.1
5000 43.0
— ——
143.1
‘M ||| a0 1" 1852 2212 00 11.50 12.00 o
O bl b A2 e by M/Z 87.10 71.29%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 — e
43.0 11.50 12.00
143.0 m/z 43.05  43.81%
‘ ‘H‘\ 1110, 1850 227.0 270¢
O\H‘\\H“f‘\\f“\\“H‘\“\H‘HH‘\H\‘\H\’\\\\’\‘\H’\H\’\H\’HH’H‘\\’
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
— L
11.50 12.00
5000 43.0 m/z 55.05 40.40%
o ‘ M‘ \M‘ 11101430 1850 227.0 270C
HWH‘WHH,HH“‘H_H‘_HW‘HWH‘WHH,HHV‘HVH‘VHW
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #95859: Methyl tetradecanoate — =
74.0 11.50 12.00
m/z 41.10 35.89%
5000
43.0 143.0
o, |0 2
0“wuhqu‘wu‘wH‘Mu‘wuﬁwu‘MH‘WM‘WHMWH‘WH‘WH‘W — o
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52521\
Data File : BF124052.D

Acqg On : 25 May 2021 18:57
Operator : JU/CG

Sample : M2500-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.963 33.80 ng 719274  Phenanthrene-die 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 53
Abundance Scan 1679 (11.963 min): BF124052.D\data.ms (-1674) (-  m/z 59.95 100.00%
0.0
5000
129.1
213.2 :
97.2 I
H ‘ 157.2185.1 256.1 12.00
o — H“‘u‘i““”u‘ma“‘ww‘: bshimt b bt bk m/z 55.00 92.02%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
167.01g5 02130  256.0 m/z 43.05 91.18%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #72643: Tridecanoic acid
73.0
43.0
12.00
5000 129.0 m/z 57.10 83.33%
171.0
214.0
0150?
miz--> 20 40 60 80 100120 140 160 180 200 220 240 260 &u
Abundance #95854: Pentadecanoic acid =
43.0 73.0 12.00
m/z 72.95 81.80%
5000
1290 242.0
199.0
| S
Oyl bl L Ll
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52521\
Data File : BF124052.D

Acqg On : 25 May 2021 18:57
Operator : JU/CG

Sample : M2500-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Decyl isobutyl carbonate Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.116 3.81 ng 81057  Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decyl isobutyl carbonate 258 C15H3003 959226-07-4 50
2 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 50
3 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 47
4 Decane, 1,1'-oxybis- 298 C20H420 002456-28-2 43
5 Hexane, 3-ethyl-3-methyl- 128 C9H20 003074-76-8 43

Abundance Scan 1705 (12.116 min): BF124052.D\data.ms (-1701) (1 m/z 57.10 100.00%
57.1

w iﬂv Jb
85.2
e —
112.1 140.0 207.0 12.00 12.50
0! M e M/Z 43,00 46.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #109129: Decyl isobutyl carbonate
57.0
5000 S —Y
12.00 12.50
29.0 85.0 m/z 55.10 31.20%
A e 400
O\‘\H\\‘\\\“‘\‘1\\‘!\\\‘\\‘1\“\\\\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105892: Heptadecane, 7-methyl-
57.0
e —
12.00 12.50
5000 ITI/Z 85.15 30.85%
85.0
20,0 112.0
168.0
M I O L A 7
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 ﬂNWAMAAM
Abundance #125656: Sulfurous acid, butyl decyl ester e e e
57.0 12.00 12.50
m/z 41.00 24.33%
5000 85.0
29 0
“H“_“w“H“H“H“_“w“u“u“u“_“w“u“‘ e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52521\
Data File : BF124052.D

Acqg On : 25 May 2021 18:57
Operator : JU/CG

Sample : M2500-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.510 276.02 ng 5746630 Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual

,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
ethyl 9-cis,11-trans-octadecadi... 294 C19H3402 1000336-44-0 99
,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
0,13-0ctadecadienoic acid, meth... 294 C19H3402 056554-62-2 98
,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 98

uih wnN PR
(o I e R Vo)

Abundance Scan 1772 (12.510 min): BF124052.D\data.ms (-1767) (- m/z 67.10 100.00%
67.1

5000
96.
T ¢ T
12.50
4.1 263 3 294 :
0380, %2292 m/z 81.10  79.48%
m/z--> 40 60 80 100120140160180200220240260280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0
5000 — :
9. 12.50
m/z 55.05 79.02%
O T \“‘\ T \‘”“ \“ \H‘ M‘\ \“ \W“‘\ \ ‘ﬂ\‘\\u”‘ T \H\ T ‘ \ T \\’\\\\‘\\\\’\\\\‘\\2\\6‘2\\9\ ‘2\\9\4\‘(\:
m/z--> 40 60 80 100120140160180200220240260280
Abundance  #139701: Methyl 9-cis,11-trans-octadecadienoate
67.0
T T
12.50
5000 ITI/Z 41.05 59.52%
79.0 220.0 262.0
O brrrrlb b :
m/z--> 40 60 80 100120140160180200220240260280
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- —= ‘
67.0 12.50
m/z 95.05 49.98%
5000
96.0
294.C
bt Lt AL Ly i%0%00 2200 2520 L
m/z--> 40 60 80 100120140160180200220240260280 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52521\
Data File : BF124052.D

Acqg On : 25 May 2021 18:57
Operator : JU/CG

Sample : M2500-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 11-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.533 316.63 ng 6738500 Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 96
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 94
3 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 94
4 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 93
5 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 91

Abundance Scan 1776 (12.533 min): BF124052.D\data.ms (-1774) (- m/z 55.10 100.00%

5!—‘.
5000
T T
H 23.1 1802 222.2 2643 . 12.50
A — wh ww‘ww ek 2985 s 41,05 58.14%

m/z--> 50 100 150 200 250 300
Abundance #141313: 11-Octadecenoic acid, methyl ester, (2)-

55.0

5000
12.50

m/z 69.10 52.59%

O,
m/z--> 50 100 150 200 250 300
Abundance #141292: 13-Octadecenoic acid, methyl ester
55.0
T \
12.50
5000 m/z 43.10 41.41%

264.0

23.0 180.0 222.0

296.C

-

0'
m/z--> 50 100 150 200 250 300
Abundance  #141314: trans-13-Octadecenoic acid, methyl ester
55.0 12.50
m/z 74.00 40.95%
5000
97.0
264.0
38.0 180 0 222.0
0].\5 ‘0\‘ U‘ \HH\‘ ‘HM\ ‘\ i \H\‘M T - . ‘ ‘h‘ ‘2‘96‘C i
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52521\
Data File : BF124052.D

Acqg On : 25 May 2021 18:57
Operator : JU/CG

Sample : M2500-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Methyl stearate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.610 61.14 ng 1301180  Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 97
2 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 93
3 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 89
4 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 86
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 86

Abundance Scan 1789 (12.610 min): BF124052.D\data.ms (-1785) (- m/z 74.00 100.00%
74.0

5000
4110 M
1431 - ——
H 1992 2552 o0 12.50 13.00
0 w““ i ‘“ ML u‘u T T ‘M —4~  m/z 87.18  79.79%
miz--> 150 200 250 300
Abundance #143127. Methyl stearate
74.0
5000 1250  13.00
41,0 : :
143.0 m/z 43.10 50.38%
Ll e e msso e
O \‘\ h\ ‘\ ‘ ‘\ H‘ ‘H T T \ T ‘ T T T T “ T T T T “\ ‘\ T T “ T
miz—-> 100 150 200 250 300
Abundance #143186. Heptadecanoic acid, 15-methyl-, methyl ester
74.0
—r —
12.50 13.00
5000 208.C m/z 55.05 42.64%
41,0 143.0
‘ ‘ 3110 ‘ 199.0 2550
0 “‘ \‘ A ‘ L “ \H\ \‘\u\‘u\‘w‘w‘ b ‘i A ‘\‘L ““ N “ :
miz-> 100 150 200 250 300
Abundance #143189: Heptadecanoic acid, 16-methyl-, methyl ester — ——
74.0 12.50 13.00
m/z 41.05 36.63%
5000
28.0
199.0 ‘
OWH,_M e | L L A
mlz--> 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52521\
Data File : BF124052.D

Acqg On : 25 May 2021 18:57
Operator : JU/CG

Sample : M2500-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 cis-Vaccenic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.674 75.46 ng 1605850  Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Vaccenic acid 282 C18H3402 000506-17-2 91
2 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 91
3 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 91
4 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 91
5 6-Octadecenoic acid, (Z)- 282 C18H3402 000593-39-5 91

Abundance Scan 1800 (12.674 min): BF124052.D\data.ms (-1792) (- m/z 55.05 100.00%
55.0

5000

—U —
1250  13.00
138 2 264 3

- Ay 1801 2222 Ty m/z 41.05 66.33%

m/z--> 50 100 150 200 250
Abundance #129339: cis-Vaccenic acid
58.0

5000 —u —
12.50 13.00

m/z 69.05 52.40%
LIL

264.0
150, | 0, 1800 2220 10
m/z--> 50 100 150 200 250
Abundance #129347: cis-13-Octadecenoic acid
55.0

- T
12.50 13.00

5000 m/z 43.10 42.10%

97.0
0 264.0
b | H \MH‘ ‘H‘HW‘ H‘”M\ “\m‘ \H\ ‘H : “]‘.8‘0 9 | ?%2 ‘O‘ | ‘L .
miz--> 50 100 150 200 250
Abundance #129357: trans-13-Octadecenoic acid

150M\L\
‘ \

55.0 12 50 13 00
m/z 83.10 36.58%

5000
97.0
264.0
o, | L/l JL L L3270 1s00 2220 2

I u“ ‘MM\ .
m/z--> 50 100 150 200 250 12.50 13.00

o

o

o

o

8270-BF051421.M Wed May 26 11:26:41 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52521\
Data File : BF124052.D

Acqg On : 25 May 2021 18:57
Operator : JU/CG

Sample : M2500-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.739 10.24 ng 217937  Phenanthrene-die 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 90
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Undecanoic acid 186 C11H2202 000112-37-8 59
5 Dodecanoic acid 200 C12H2402 000143-07-7 59

Abundance Scan 1811 (12.739 min): BF124052.D\data.ms (-1809) (- m/z 43.00 100.00%
73

43.0/,73.0
5000
1230 241.3
_ — —
185.2 284 12.50 13.00
ol MLl m/z 55.10  98.94%
m/z--> 50 100 150 200 250
Abundance #131261: Octadecanoic acid
43.0,,73.0
5000 129.0 T T
12.50 13.00
‘ 185.0 241.0 284 m/z 72.95 93.65%
[ m— }‘H‘ h“ \‘H‘n‘\\““‘\ \M " H}m“ ‘ L “ “\‘ \‘ \“ L “\ ‘\‘ , “‘\‘
m/z--> 50 100 150 200 250
Abundance #107549: n-Hexadecanoic acid
60.0
I A A e
12.50 13.00
5000 1290 m/Z 69. 09 93 . 25%
97.0
H‘ ‘ 171.0 213.0 256.0
oLb—— ‘“‘ U“ “H‘u‘ Hh“\ }‘H‘\‘M} ‘\ ‘ “‘ “ “‘ \‘ “‘ - “\‘ -
m/z--> 50 100 150 200 250
Abundance #72648: Tridecanoic acid T 7
73.0 12.50 13.00
m/z 57.05 87.40%
43.0
5000
129.0
171.0 214.0
0Lt ‘\“ U‘\‘u‘n‘ u‘“ ‘m“” A ‘m‘ “\ ‘\‘ ‘ “\‘ — — P
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52521\
Data File : BF124052.D

Acqg On : 25 May 2021 18:57
Operator : JU/CG

Sample : M2500-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 unknown13.192 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.192 8.28 ng 141746 Chrysene-d12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Borabicyclo[3.3.1]nonane, 9-[(... 216 C9H17B03S 096532-76-2 38
2 6,9,12-0ctadecatrienoic acid, me... 292 C19H3202 002676-41-7 15
3 5-Methyl-2-furylmethyl benzoate 216 C13H1203 018801-77-9 12
4 Bicyclo[3.2.1]oct-2-ene, 2-(phen... 216 C14H16S 1000142-98-5 11
5 2-(2-Hydroxycyclooctyl)-furan 194 C12H1802 115754-90-0 11

Abundance Scan 1888 (13.192 min): BF124052.D\data.ms (-1882) (-  m/z 55.05 100.00%
55.0

95.0
5000
—r —
13.00 13.50
0! m/z 95.05 70.08%
miz--> 50 100 150 200 250
Abundance #74612: 9-Borabicyclo[3.3.1]Jnonane, 9-[(methylsulfonyl)o
67.0
5000 120.0 216.0 U ——
13.00 13.50
29. 175.0 ITI/Z 79.10 56.04%
oL Tr ﬂh‘ .
miz--> 50 100 150 200 250
Abundance  #138071: 6,9,12-Octadecatrienoic acid, methyl ester
67.0
—r —
13.00 13.50
5000 20.0 ITI/Z 67.05 53.76%
070 1500 292.0
‘ 194.0
N ik L 250 L
miz--> 50 100 150 200 250
Abundance #74179: 5-Methyl-2-furylmethyl benzoate —— —
95.0 13.00 13.50
m/z 69.10 45.65%
5000
216.0
51.0
o150 J1° | | l1200 1720 |
L e e B e —r —
miz--> 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52521\
Data File : BF124052.D

Acqg On : 25 May 2021 18:57
Operator : JU/CG

Sample : M2500-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Eicosanoic acid, methyl ester  Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.333 5.85 ng 100135 Chrysene-d12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 94
2 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 87
3 Methyl stearate 298 C19H3802 000112-61-8 86
4 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 81
5 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 80

Abundance Scan 1912 (13.333 min): BF124052.D\data.ms (-1909) (- m/z 74.05 100.00%
74.0
5000
= Ancasdh,
4 ‘0“ “ 185.1 297.2 283.1 326.; 13.00 13.50 }
Ol m/z 87.10 91.19%
miz--> 50 100 150 200 250 300
Abundance #166218: Eicosanoic acid, methyl ester
74.0
5000 e Plenen/ P,
13.00 13.50
29. 143.0 m/z 55.10  49.85%
‘ ‘ o830 326
0 \‘\ h\ ‘\““H\ M\‘ \“M\:‘lhp?‘.\o‘i \“ Tt \;\9?\0\‘2\4\1‘0\ T \‘ \.“ T \L\
miz--> 50 100 150 200 250 300
Abundance #131300: Heptadecanoic acid, methyl ester
74.0
— ——
13.00 13.50
5000 m/z 43.00 49.17%
29.? ‘ 143.0
241.0 284.0
o id dlyjzono " 1050 2a10 20
miz--> 50 100 150 200 250 300
Abundance #143130: Methyl stearate “ T
74.0 13.00 13.50
m/z 41.00 41.46%
5000
‘ 143.0
199.0 255.0 298.0
0“44‘?“““\‘ AP, ““uHu“‘”‘“m”“‘” — S
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52521\
Data File : BF124052.D

Acqg On : 25 May 2021 18:57
Operator : JU/CG

Sample : M2500-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 unknownl3.439 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

13.439 12.03 ng 206075 Chrysene-d12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C1@H160 018358-53-7 18
2 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 000547-60-4 18
3 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C1OH160 015358-88-0 14
4 cis-2-Methyl-4-n-pentylthiane, S... 218 C11H2202S 1000215-67-9 14
5 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30 000645-10-3 14

Abundance Scan 1930 (13.439 min): BF124052.D\data.ms (-1927) (- m/z 55.00 100.00%
55.0

5000

e

T
13.50

211.1 244 2
0- 279.3 m/z 41.00 39.65%
miz--> 50 100 150 200 250
Abundance  #25246: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-
553.0
5000 L
13.50
95.0 m/z 69.10  32.15%
Lhdhg), =
O T ‘\ w “‘H\ ‘H H\H T “ ‘1‘ T T T “ T T T T ‘ T T T T ‘ T T T T ‘
miz--> 50 100 150 200 250
Abundance #25370: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a
55.0
—r
13.50
m/z 97.10 28.92%
5000 95.0 /
il =
AEE TSP 1
miz--> 50 100 150 200 250
Abundance #25368: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a

—
55.0 13.50
m/z 153.05 28.24%

5000
95.0

H\‘\ [ ‘ Wil MW

152.0
i ih‘\‘ m\;‘h Jm\“‘

o

miz--> 50 100 150 200 250
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52521\
Data File : BF124052.D

Acqg On : 25 May 2021 18:57
Operator : JU/CG

Sample : M2500-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 Methyl 2-octylcyclopropene-... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.762 11.59 ng 198462 Chrysene-d12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 2-octylcyclopropene-1-oct... 308 C20H3602 003220-60-8 52
2 1H-Pyrrole, 1-(2-furanylmethyl)- 147 C9HONO 001438-94-4 38
3 Bicyclo[2.1.0]pentane, 1,4-dimet... 96 C7H12 017065-18-8 35
4 2,5-Heptadiene, (E,E)- 96 C7H12 039619-60-8 35
5 5-Furfuryl hydantoin 180 C8H8N203 004349-14-8 35

Abundance Scan 1985 (13.762 min): BF124052.D\data.ms (-1981) (- m/z 81.10 100.00%

81.1
5000
—r —r
13.50 14.00
o] m/z 95.05 84.07%
miz--> 50 100 150 200 250 300
Abundance  #151473: Methyl 2-octylcyclopropene-1-octanoate
81.0
43.0
5000 — —
13.50 14.00
121.0 308.0 m/z 151.05 71.01%
W‘th h \ 20 2510 |
O' T T T \ T \ \ \ \‘ \ \ ‘ T T ‘\ T ‘ ‘\ T
miz--> 50 150 200 250 300
Abundance #22580. lH—PyrroIe, 1-(2-furanylmethyl)-
81.0
— s
13.50 14.00
5000 147.0 m/z 43.00 62.93%
R7.0
o“‘k‘mu“ L —
miz--> 50 100 150 200 250 300
Abundance #2928: Bicyclo[2.1.0]pentane, 1,4-dimethyl- P ——
81.0 13.50 14.00
m/z 55.05 62.29%
5000
41.0
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52521\
Data File : BF124052.D

Acqg On : 25 May 2021 18:57
Operator : JU/CG

Sample : M2500-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 Benzoic acid, 2-(3-nitrophe... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.933 11.72 ng 200628 Chrysene-d12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4 1000368-22-4 53
2 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 53
3 Phthalic acid, decyl 2-methoxyet... 364 C21H3205 1000315-80-6 35
4 Phthalic acid, 2-cyclohexylethyl... 346 C21H3004 1000309-02-7 35
5 Phthalic acid, cyclohexylmethyl ... 332 C20H2804 1000315-55-5 35

Abundance Scan 2014 (13.933 min): BF124052.D\data.ms (-2011) (- m/z 105.10 100.00%
1

05.1
149.0
5000
55.0
—T
LI ‘ ‘ ‘ 209.0 2731 14.00
ol— w‘u"u b L e 2R 2730 nyz 149.00  81.06%
miz--> 50 100 150 200 250 300
Abundance  #120019: Benzoic acid, 2-(3-nitrophenyl)ethyl ester
149.0
105.0
5000 i U
14.00
m/z 77.05 54.79%
51.0
O\\\i‘\\‘\w‘“‘\\‘\\\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #56014: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149.0
105.0 , e,
14.00
5000 m/Z 55.00 29.10%
45.0
O‘Nu‘ﬂuuuﬂ‘ﬁ“‘ M
miz--> 50 100 150 200 250 300
Abundance  #193145: Phthalic acid, decyl 2-methoxyethyl ester —
149.0 14.00
m/z 69.05 20.86%
5000 59.0 NMMV$MMMFWJKA%NWWPWMVW
104.0 207.0
obde b L T s0s0 _
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52521\
Data File : BF124052.D

Acqg On : 25 May 2021 18:57
Operator : JU/CG

Sample : M2500-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 Tridecanoic acid, methyl ester Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
14.004 5.45 ng 93311 Chrysene-d12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 94
2 Methyl 20-methyl-heneicosanoate 354 C23H4602 1000336-47-4 90
3 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 87
4 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 81
5 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 81

Abundance Scan 2026 (14.004 min): BF124052.D\data.ms (-2023) (.  m/z 74.05 100.00%
74.0
5000
1431 SOV, S et i
| | 1851 g 32693 311.3 354 14.00
o — \;\\“m“ I u\h dh\ gl fi \‘M.m"‘ I “.\‘.‘\‘ T “ e ‘\‘ m/z 87.05 68.60%
mlz--> 50 100 150 200 250 300 350
Abundance #84485: Tridecanoic acid, methyl ester
74.0
5000
14.00
m/z 43.10 56.16%
143.0
185.0
0\\\\‘“\‘\“”\”\\‘\\‘\\\‘\"\2\28\\0‘\\\\‘\\\\‘\
miz--> 100 150 200 250 300 350
Abundance #186936:Meﬂwl204neﬂwhhenemosanoam
74.0
T
14.00
5000 m/z 57.10 42.81%
143.0 354.(
311.0
199.0 255.0
(o E—— “H‘\ ‘\“ “ \\\ H \‘\‘ . ‘\‘ ‘i S ““ \‘ “‘\‘ ‘\ ST “‘
miz--> 50 100 150 200 250 300 350
Abundance #186933: Docosanoic acid, methyl ester —— !
74.0 14.00
m/z 55.05 42.58%
5000
29.
143.0
ﬁ I " 1090 2850 3110 P
(o AR 0 L S NN i G it S e
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52521\
Data File : BF124052.D

Acqg On : 25 May 2021 18:57
Operator : JU/CG

Sample : M2500-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 unknown14.998 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.998 4.41 ng 70677 Perylene-di2 15.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Z-2-Octadecen-1-o01 268 C18H360 1000131-11-0 27
2 Tropine, benzyldimethylsilyl ether 289 C17H27NOSi 1000375-73-3 22
3 Pentadecanal- 226 C15H300 002765-11-9 22
4 Ecgonine 185 C9H15NO3 000481-37-8 22
5 1-Eicosyne 278 C20H38 000765-27-5 22
Abundance Scan 2195 (14.998 min): BF124052.D\data.ms (-2192) (. m/z 57.00 100.00%
57.0
5000
——
263.0 306.1 15.00
0! m/z 43.00 70.26%
miz-> 50 100 150 200 250 300
Abundance #117615: Z-2-Octadecen-1-ol
57.0
96.0
5000 R
15.00
m/z 83.05 63.56%
370 250.0
O T T T \M“ ‘\‘ ‘\‘h‘ “L \‘\ “\. “]TY\J-.P\‘Z’O§.? T T 1‘ T T T T ‘ T T
miz--> 50 100 150 200 250 300
Abundance #135327: Tropine, benzyldimethylsilyl ether
83.0
——
15.00
5000 m/z 82.00 56.04%
124.0
420 ‘ 198.0 a0
ol kbl ll | 1880 TT72340 |
miz--> 50 100 150 200 250 300
Abundance #82955: Pentadecanal- —
82.0 15.00
41.0 m/z 55.05 44.83%
5000
24.0
; w
m/z--> 50 100 150 200 250 300 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52521\
Data File : BF124052.D

Acqg On : 25 May 2021 18:57
Operator : JU/CG

Sample : M2500-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 Nonadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.198 5.65 ng 90465 Perylene-di2 15.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Pentadecane 212 C15H32 000629-62-9 92
3 Hexadecane, 1-chloro- 260 C16H33Cl 004860-03-1 76
4 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 72
5 Octacosane 394 (C28H58 000630-02-4 68

Abundance Scan 2229 (15.198 min): BF124052.D\data.ms (-2226) (1 m/z 57.00 100.00%

57.0 '
5000
1500 1550
1111 . .
169.2
0 mhu“ Al ‘NW‘w« o OE0.3452 4493 65 59.03%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #117637: Nonadecane
57.0
5000 — —
15.00 15.50
m/z 71.05 41.05%
13.0
O\“\‘\“ “H\\]m‘\“‘\‘\\‘%\6\9\()\‘\\\\‘2(\3\8\()\’\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #71394: Pentadecane
57.0
— —
15.00 15.50
5000 m/z 85.10 34.73%
1] 180 212.0
0 JkMu\NuMNN‘vVH“‘u‘““‘H,“““““H““
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #110907: Hexadecane, 1-chloro- 7 T
57.0 15.00 15.50
m/z 55.05 16.48%
5000 WN\WAMM
260.0
olilelo., S —
m/z--> 50 100 150 200 250 300 350 400 450 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52521\
Data File : BF124052.D

Acqg On : 25 May 2021 18:57
Operator : JU/CG

Sample : M2500-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 5-Ethyl-5-methylnonadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.045 6.14 ng 98357 Perylene-di2 15.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 78
2 5-Ethyl-5-methylnonadecane 310 C22H46 1000360-42-7 58
3 Eicosane 282 C20H42 000112-95-8 53
4 Docosane, 11-butyl- 366 C26H54 013475-76-8 52
5 Eicosane, 9-octyl- 394 C28H58 013475-77-9 49

Abundance Scan 2373 (16.045 min): BF124052.D\data.ms (-2369) (- m/z 57.05 100.00%

57.0
5000
9.1 T
16.00
0|u‘\’.|”2??2.|%811|3461398 m/z 43.00 68.15%
m/z--> 100 150 200 250 300 350 400
Abundance #117638: Nonadecane
57.0
5000 — :
16.00
m/z 71.05 50.21%
\\\‘ \\‘\\\\’\\\\‘\\\T‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #153231: 5-Ethyl-5-methylnonadecane
57.0
N \
16.00
5000 ITI/Z 85.10 41.14%
113.0
Lo zan_sme
olriid Mmw,mm‘wm”‘M‘J‘_m_”w
miz--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane T
57.0 16.00
m/z 41.10 25.56%
= WM\/\WW
L[| oo w0 .
m/z--> 50 100 150 200 250 300 350 400 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52521\
Data File : BF124052.D

Acqg On : 25 May 2021 18:57
Operator : JU/CG

Sample : M2500-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.204 32.6 ng 638351 1 6.892 391779 20.0
2-Pentanone, 4-... 5.116 19.7 ng 385761 1 6.892 391779 20.0
Nonanoic acid, 9.510 2.9 ng 75908 3 9.933 518613 20.0
Hexadecanoic ac... 11.816 129.6 ng 2758660 4 11.422 425638 20.0
n-Hexadecanoic ... 11.963 33.8 ng 719274 4 11.422 425638 20.0
Decyl isobutyl ... 12.116 3.8 ng 81057 4 11.422 425638 20.0
9,12-Octadecadi... 12.510 270.0 ng 5746630 4 11.422 425638 20.0
11-Octadecenoic... 12.533 316.6 ng 6738500 4 11.422 425638 20.0
Methyl stearate 12.610 61.1 ng 1301180 4 11.422 425638 20.0
cis-Vaccenic acid 12.674 75.5 ng 1605850 4 11.422 425638 20.0
Octadecanoic acid 12.739 10.2 ng 217937 4 11.422 425638 20.0
unknown13.192 13.192 8.3 ng 141746 5 14.068 342462 20.0
Eicosanoic acid... 13.333 5.8 ng 100135 5 14.068 342462 20.0
unknown13.439 13.439 12.0 ng 206075 5 14.068 342462 20.0
Methyl 2-octylc... 13.762 11.6 ng 198462 5 14.068 342462 20.0
Benzoic acid, 2... 13.933 11.7 ng 200628 5 14.068 342462 20.0
Tridecanoic aci... 14.004 5.5 ng 93311 5 14.068 342462 20.0
unknownl14.998 14.998 4.4 ng 70677 6 15.562 320448 20.0
Nonadecane 15.198 5.7 ng 90465 6 15.562 320448 20.0
5-Ethyl-5-methy... 16.045 6.1 ng 98357 6 15.562 320448 20.0
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