LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP©©3908.D

Acqg On : 10 Nov 2020 18:26 Instrument :
Operator : CG/JU BNA_P

Sample : L4680-01 ClientSampleld :
Misc : PAV-B7-110520-0-10

ALS Vvial : 13  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_P\METHODS\8270-BP110320.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@3908.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.934 3 8 27 rVB 5659293 7373882 13.38% 5.073%
2 5.805 487 496 507 rBV 1998694 2939368 5.33% 2.022%
3 7.446 767 775 789 rBV 1949115 3294446 5.98% 2.267%
4 8.281 909 917 923 rBV 664087 1063682 1.93% 0.732%
5 9.440 1103 1114 1121 rBV 1156098 1905330 3.46% 1.311%

6 11.110 1388 1398 1404 rBV 697080 1206883 2.19% ©
7 13.522 1801 1808 1819 rVB 2448076 3506434 6.36% 2
8 14.898 2036 2042 2048 rVB2 981762 1422490 2.58% ©.979%
9 16.375 2287 2293 2300 rBV 1802021 2615495 4.75% 1
10 17.628 2500 2506 2510 rBV 1007397 1451516 2.63% ©

11 17.669 2510 2513 2520 rVB 634373 831504 1.51% ©.572%
12 18.128 2587 2591 2597 rVB 674967 808960 1.47% ©.557%
13 18.251 2607 2612 2617 rBV 10107874 11784126 21.39% 8.108%
14 19.339 2791 2797 2799 rBV 14968441 21166328 38.42% 14.563%
15 19.381 2799 2804 2812 rVB 32812767 55099068 100.00% 37.909%

16 19.486 2817 2822 2829 rVB 5515127 6099269 11.07% 4.196%
17 19.604 2837 2842 2847 rVB 1084106 1396423 2.53% 0.961%
18 19.951 2897 2901 2909 rVB 1316011 1786498 3.24%  1.229%
19 20.128 2926 2931 2936 rVB 3447120 4122840 7.48% 2.837%
20 20.422 2974 2981 2991 rVB 1514558 2142254 3.89% 1.474%
21 20.528 2995 2999 3002 rBV2 846528 957033 1.74% ©.658%
22 20.563 3002 3005 3011 rVV2 1049445 1750858 3.18% 1.205%
23 20.616 3011 3014 3019 rVB 1006753 1223202 2.22% 0.842%
24 20.816 3044 3048 3053 rVB2 441625 589652 1.07% ©.406%
25 21.110 3095 3098 3110 rVB4 212519 596529 1.08% 0.410%
26 21.439 3151 3154 3161 rVB2 497970 600249 1.09% 0.413%
27 21.657 3184 3191 3195 rBvV2 1373878 2774382 5.04%  1.909%
28 21.698 3195 3198 3205 rVB 621284 805184 1.46% ©.554%
29 23.380 3479 3484 3489 rBV2 421020 965354 1.75% 0.664%
30 23.916 3571 3575 3585 rVB 379364 702053 1.27% 0.483%
31 24.021 3588 3593 3600 rVB 466468 925666 1.68% ©.637%
32 24.133 3606 3612 3618 rBV 733034 1439466 2.61% 0.990%

Sum of corrected areas: 145346424
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP©©3908.D

Acqg On : 10 Nov 2020 18:26

Operator : CG/JU

Sample : L4680-01 :
Misc : PAV-B7-110520-0-10

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP003908.D\data.ms

3e+07
2.5e+07
2e+07
1.5e+07
1le+07

934
5000000 K
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Abundance TIC: BP003908.D\data.ms

19.881
3e+07

2.5e+07

2e+07

1.5e+07 19439

16407 18.251

19.486
5000000 20.128

13.522
14.898 16.375 1177/3%9 181 )?049'95 204
A

-+t
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Abundance TIC: BP003908.D\data.ms

3e+07
2.5e+07
2e+07
1.56+07
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5000000
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0‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T
Time--> 2050 21.00 2150 2200 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_P\Data\BP111020\
Data File : BP©©3908.D

Acqg On : 10 Nov 2020 18:26

Operator : CG/JU

Sample : L4680-01 :
Misc : PAV-B7-110520-0-10

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 wunknown2.934 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.934 138.65 ng 7373880 1,4-Dichlorobenzene-d4 8.281

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 38
2 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9
3 1,3-Dioxolane, 2-(3-bromo-5,5,5-... 352 C10H16BrC1302 1000115-31-4 9
4 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 8 (2.934 min): BP003908.D\data.ms (-3) (-) m/z 73.05 100.00%
73.0
5000

3.003.103.203.30

kil 141020672665 | 365342484885549: iy 43.00  56.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

o

Abundance #4788: Propane, 2,2-dimethoxy-
73.0

5000 A ERaRaC na e RN
3.003.103.203.30

m/z 89.00 31.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0

3.003.103.203.30
5000 m/z 41.05 10.41%

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

Abundance #184729: 1,3-Dioxolane, 2-(3-bromo-5,5,5-trichloro-2,2-d e
73.0 3.003.103.203.30

m/z 45.00 8.50%

5000

|

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.003.103.203.30
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP©©3908.D

Acqg On : 10 Nov 2020 18:26

Operator : CG/JU

Sample : L4680-01 :
Misc : PAV-B7-110520-0-10

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 9-Hexadecenoic acid, methyl... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.128 11.15 ng 808960  Phenanthrene-die 17.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Hexadecenoic acid, methyl este... 268 C17H3202 001120-25-8 99
2 Methyl 11-hexadecenoate 268 C17H3202 1000336-35-5 91
3 Methyl hexadec-9-enoate 268 C17H3202 010030-74-7 90
4 Methyl myristoleate 240 C15H2802 056219-06-8 87
5 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 83

Abundance Scan 2591 (18.128 min): BP003908.D\data.ms (-2587) (- m/z 55.10 100.00%
55.1

-

— —
J?» 1 236.2 ‘ 18.00 18.50
MRk L | 20393550 4500 549 .41 16 6e.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117511: 9-Hexadecenoic acid, methyl ester, (2)-
55.0

"l

o

L

5000 —— ——
18.00 18.50
b“ m/z 69.10  55.54%
' 3.0 236.0
\‘”‘N!”MNMM‘”AW‘W\”‘W‘”‘W”‘W‘”\”‘W‘”‘W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55.0
1850 18%0
5000 ITI/Z 74 .00 49,79%

236.0
124.0

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

—

Abundance #117464: Methyl hexadec-9-enoate T —
55.0 18.00 18.50
m/z 43.10 42.66%
5000
152.0 2360
‘H‘H,H“ .J. A |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP©©3908.D

Acqg On : 10 Nov 2020 18:26

Operator : CG/JU

Sample : L4680-01 :
Misc : PAV-B7-110520-0-10

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.251 162.37 ng 11784100 Phenanthrene-d10 17.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 96
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 87
Abundance Scan 2612 (18.251 min): BP003908.D\data.ms (-2607) (- m/z 74.00 100.00%
74.0
5000
— —
‘ ‘ | 1430 2272 18.00 18.50
Okl Ly 8391398.945735153 g7 60 73.26%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 —— -
18.00 18.50
143.0 m/z 43.10 35.81%
‘ ‘ ’ 227.0
‘\\\\l“\L\L\“‘\\‘\\‘\\‘\‘\“\\‘\\‘\{\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
74.0
—— —
18.00 18.50
5000 m/z 55.10 30.53%
1430 2270
T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84484: Tridecanoic acid, methyl ester —— —
74.0 18.00 18.50
m/z 41.05 27.60%
5000
143.0 228.0
5] ol
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP111020\

Data File : BP©@3908.D

Acqg On : 10 Nov 2020 18:26
Operator : CG/JU

Sample : L4680-01

Misc :

ALS vial : 13

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST11.L

¢ Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

PAV-B7-110520-0-10

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 9,12-Octadecadienoic acid, Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
19.339 291.64 ng 21166300 Phenanthrene-di10 17.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual

,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
0,13-0ctadecadienoic acid, meth... 294 C19H3402 056554-62-2 99

uih WN R
O = OV vV

»12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
Abundance Scan 2797 (19.339 min): BP003908.D\data.ms (-2791) (- m/z 67.05 100.00%
67.0
5000 /b\
}l 5.0 19‘06 ‘19‘50‘
. 263.1 : :
206.1
omM“” MW | (2081 [, 34114009458.65158 ./, g1.05 86.82%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #139708: 9,12-Octadecadienoic acid, methyl ester
67.0
5000 — 100N
19.00 19.50
m/z 55.05 66.85%
50.0
294.0
L 223.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
67.0
— 4
19.00 19.50
=000 m/z 95.10  59.41%
135.0 262.0
T T T ]
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- — =
67.0 19.00 19.50
m/z 41.05 53.10%
5000 ﬁ/h
294.0
150.0
LA 2200 7 e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP©@3908.D

Acqg On : 10 Nov 2020 18:26

Operator : CG/JU

Sample L4680-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

¢ Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M

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 9-Octadecenoic acid (Z)-, m...

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
19.381 759.19 ng 55099100 Phenanthrene-d10 17.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 99
3 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
4 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99

Abundance Scan 2804 (19.381 min): BP003908.D\data.ms (-2799) (- m/z 55.10 100.00%
55.1
5000
264.3 ﬁALA
. — =]
’J ( 19.00 19.50
o b LU i 357.3416.4475.05326  m/z 69.16  71.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141302: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 — LS
19.00 19.50
m/z 74.05 64.53%
6 .0
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance
55.0
— i
19.00 19.50
5000 m/z 41.10 62.52%
123.0 264.0
181.0
R o e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141288: 16-Octadecenoic acid, methyl ester — =
55.0 19.00 19.50
m/z 83.10 62.03%
5000
264.0
|\w fﬁmwhuq‘m‘wh‘w‘H‘M“W‘H‘M‘H“H‘M — A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

8270-BP110320.M Wed Nov 11 14:31:01 2020
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP©©3908.D

Acqg On : 10 Nov 2020 18:26

Operator : CG/JU

Sample : L4680-01 :
Misc : PAV-B7-110520-0-10

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 Methyl stearate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.486 84.04 ng 6099270  Phenanthrene-die 17.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 94
3 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 92
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 90

Abundance Scan 2822 (19.486 min): BP003908.D\data.ms (-2817) (- m/z 74.00 100.00%
74.0

S —

5000
143.1
b5 1950
O bl b Ly b1y 3251384.6442.35005 y/; g7 00 75.75%
m/z—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143130: Methyl stearate
74.0
5000 o
19.50
143.0 m/z 43.10  40.99%
“1 ‘ 255.0
M\Lm L

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

—

Abundance
74.0
19.50
5000 208.0 m/z 55.10 32.42%
143.0
15.0 213.0
RN L N R AR e A RRRRAR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143189: Heptadecanoic acid, 16-methyl-, methyl ester T
74.0 19.50
m/z 41.10 27.97%
5000
‘ 143.0 298.0
iy 0] L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP©©3908.D

Acqg On : 10 Nov 2020 18:26

Operator : CG/JU

Sample : L4680-01 :
Misc : PAV-B7-110520-0-10

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 cis-13-Eicosenoic acid, met... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.422 15.44 ng 2142250 Chrysene-d12 21.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-13-Eicosenoic acid, methyl e... 324 C21H4002 1000333-52-1 99
2 Methyl 9-eicosenoate 324 C21H4002 1000336-50-5 99
3 Z-7-Tetradecenoic acid 226 C14H2602 1000130-98-4 70
4 cis-11-Eicosenoic acid, methyl e... 324 C21H4002 1000333-63-8 70
5 11-Eicosenoic acid, methyl ester 324 C21H4002 003946-08-5 70

Abundance Scan 2981 (20.422 min): BP003908.D\data.ms (-2974) (- m/z 55.10 100.00%

55.1
5000 216.1

o' 3550 429.1 5037 . n.. 4110 60.04%

T
292.3 20.50
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #164512: cis-13-Eicosenoic acid, methyl ester
55.0
20.50

5000 292.0 T
m/z 69.05 59.39%
‘ Ll \

30 208.0
‘\\l‘\\\“\\\\\\“‘l\lmwi\m\‘\l\I‘L\I\l\A\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55.0

20.50
5000 ITI/Z 43.10 52.07%
292.0
123.0 208.0
T P T e T T T T T T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82767: Z-7-Tetradecenoic acid T
55.0 20.50

m/z 216.10  47.27%

4.0 208.0
“ u bt 1

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50

ll
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP0@3908.D

Acqg On : 10 Nov 2020 18:26

Operator : CG/JU

Sample : L4680-01 :
Misc : PAV-B7-110520-0-10

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 Eicosanoic acid, methyl ester  Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
20.528 6.90 ng 957033 Chrysene-d12 21.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 98
2 Methyl 18-methylnonadecanoate 326 C21H4202 1000352-20-6 97
3 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 94
4 Methyl stearate 298 C19H3802 000112-61-8 94
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 93

Abundance Scan 2999 (20.528 min): BP003908.D\data.ms (-2995) (- m/z 74.00 100.00%
74.0
5000
143.0 T :
‘ \ l 216.1 283.1 20f50 !
ober kil i ] 3940 2109 4889500, gy 0n 7935y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166219: Eicosanoic acid, methyl ester
74.0
20.50
‘ 143.0 326.0 m/z 43.10 46.73%
]‘.\5\.9}‘”‘\‘\\‘\“\”‘\l\‘\\\‘\\\‘\“2\2\?.\0‘\\\\\“\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
74.0
T \
20.50
5000 m/z 55.10 35.50%
143.0 326.0
15.0 227.0
R B L e B RN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131300: Heptadecanoic acid, methyl ester — ‘
74.0 20.50
m/z 41.10 28.33%
5000
\ M 143.0 284.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\

Data File : BP©@3908.D

Acqg On : 10 Nov 2020 18:26

Operator : CG/JU

Sample L4680-01 :
Misc PAV-B7-110520-0-10

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST11.L

¢ Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown20.563 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
20.563 12.62 ng 1750860 Chrysene-d12 21.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Bicyclo[4.3.0]nonane, 2-methylen... 136 C10H16 040954-37-8 47

2 13-Tetradece-11-yn-1-0l 208 C14H240 1000131-00-4 46
3 7-Hexadecyne 222 C16H30 074685-28-2 42
4 9-Oxabicyclo[3.3.1]non-6-en-2-0l... 140 C8H1202 029946-76-7 38
5 1,E-8,Z-10-Dodecatriene 164 C12H20 1000098-05-5 38
Abundance Scan 3005 (20.563 min): BP003908.D\data.ms (-3002) (| | m/z 55.10 100.00%
55.1
5000
136.1 MM\/LM
210.2
U \
IHH nn \l | 279.1 343.9 418.1475.3534.3 2050
Ol bl | 270 9439 418.1475.3534.3 m/z 81.18 76.83%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15818: Bicyclo[4.3.0]nonane, 2-methylene-, cis-
79.0
136.0
5000 — :
20.50
‘ m/z 68.00 65.47%
\\“\\‘J“\\ ‘J\\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
55.0
] [
20.50
5000 m/z 67.10 60.72%
12101810
R AR o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #79550: 7-Hexadecyne T
67.0 20.50
m/z 41.10 57.26%
h JJ\MV
Lblisro e i
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP©©3908.D

Acqg On : 10 Nov 2020 18:26

Operator : CG/JU

Sample : L4680-01 :
Misc : PAV-B7-110520-0-10

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 unknown20.616 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.616 8.82 ng 1223200 Chrysene-d12 21.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Amino-4,6-dimethoxypyrimidine 155 C6HIN302 036315-01-2 43
2 1,2-Cyclohexanedicarboxylic acid... 348 C20H2805 1000339-66-9 38
3 Thiazolidine, 2-(2-furyl)- 155 C7HINOS 051859-60-0 38
4 1,2-Cyclohexanedicarboxylic acid... 404 C24H3605 1000339-67-4 35
5 2,6-Difluoro-3-methylbenzoic aci... 384 C14H6C14F202 1000357-30-0 35
Abundance Scan 3014 (20.616 min): BP003908.D\data.ms (-3011) (- m/z 155.10 100.00%
155.1
67.0
5000
1 } \218.1 | 20.50 21.00
0 il L 07 279.1342.74000 4894549, . 67 66  61.16%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #27924: 2-Amino-4,6-dimethoxypyrimidine
155.0
68.0
5000 —— —
20.50 21.00
m/z 55.10 57.44%
\\\“J“\\‘L\i‘\m“\‘\“\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
155.0
— —
20.50 21.00
5000 m/z 68.10 49.30%
81.0 225.0
348.0
T e T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #28016: Thiazolidine, 2-(2-furyl)- —— =T
155.0 20.50 21.00
m/z 8l.10 45.11%
5000
81.0
balll ... L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP©©3908.D

Acqg On : 10 Nov 2020 18:26

Operator : CG/JU

Sample : L4680-01 :
Misc : PAV-B7-110520-0-10

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 12-Methyl-E,E-2,13-octadeca... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.816 4.25 ng 589652 Chrysene-d12 21.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 12-Methyl-E,E-2,13-octadecadien-... 280 C19H360 1000130-90-4 51
2 1H-Indene, 5-butyl-6-hexyloctahy... 264 C19H36 055044-36-5 50
3 10-Methyldodecan-5-olide 212 C13H2402 1000370-40-8 30
4 Thiazole, 5-methyl- 99 C4H5NS 003581-89-3 30
5 Cyclohexanol, 1-(1,2-propadienyl)- 138 C9H140 034761-56-3 25
Abundance Scan 3048 (20.816 min): BP003908.D\data.ms (-3044) (| | m/z 99.10 100.00%
99.1
43.1
5000
207.1 [ C
“ ‘ ‘ 292 1 20.50 21.00
0 b AL g bbb ol 3572 4609 5352 p ;55,10 90.30%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #127752: 12-Methyl-E,E-2,13-octadecadien-1-ol
55.0
5000 — ——
20.50 21.00
m/z 43.10 73.01%
T H\““H\}\ ’ !'\Iin\ill\‘lll\”\ T ‘1’1‘1}\0”0‘2”89‘(‘)‘ TTT ‘ LI ‘ LI ‘ LI ‘ LI ‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
41.0
— —
109.0 20.50 21.00
m/z 83.10 66.14%
5000 179.0
264.0
A e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #71074: 10-Methyldodecan-5-olide — ——
99.0
10 20.50 21.00
m/z 81.05 60.55%
5000
‘ } 165.0
H,H‘J'w“‘!'U\u\c“,w“‘L,mwuwwH_HWWHW - i
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\

Data File : BP©@3908.D

Acqg On : 10 Nov 2020 18:26

Operator : CG/JU

Sample L4680-01 :
Misc PAV-B7-110520-0-10

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST11.L

¢ Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Naphthalene, decahydro-2,6-... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
21.110 4.30 ng 596529 Chrysene-d12 21.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Naphthalene, decahydro-2,6-dimet... 166 C12H22 001618-22-0 74

2 2-(1-Hydroxycyclohexyl)-furan 166 C10H1402 036169-67-2 52
3 Naphthalene, decahydro-2,3-dimet... 166 C12H22 001008-80-6 30
4 2,4-Hexadiene, 3-methyl- 96 C7H12 028823-42-9 20
5 2-Hexyne, 4-methyl- 96 C7H12 020198-49-6 18
Abundance Scan 3098 (21.110 min): BP003908.D\data.ms (-3095) (- m/z 95.00 100.00%
95.0
5000
166.1 2371 m
P e
l 308.1 21.00 21.50
E M"\UL»MW idlbl i [ 369.0420.1489.1508" g1 05 og.77%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #35195: Naphthalene, decahydro-2,6-dimethyl-
81.0
166.0
5000 —— —
21.00 21.50
m/z 151.05 58.93%
\H\\\‘I‘\l‘\‘ \‘\\‘\‘\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
81.0
P o
21.00 21.50
5000 m/Z 55.10 48.01%
166.0
e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #35201: Naphthalene, decahydro-2,3-dimethyl- P ——
95.0 21.00 21.50
m/z 166.05 41.907%
166.0
5000
H.NAJM, S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP©©3908.D

Acqg On : 10 Nov 2020 18:26
Operator : CG/JU

Sample : L4680-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 Docosanoic acid, methyl ester  Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
21.439 4.33 ng 600249 Chrysene-d12 21.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 95
2 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 93
3 Methyl 20-methyl-heneicosanoate 354 C23H4602 1000336-47-4 90
4 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 87
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 86

Abundance Scan 3154 (21.439 min): BP003908.D\data.ms (-3151) (- m/z 74.00 100.00%
74.0
143.0 A
\ h ‘ ,pq, 3113 21.50
obrbbllhl i 2270 L 418.2 489.2548.0 .. g7 09 77.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #186932: Docosanoic acid, methyl ester
74.0
5000 354.0 21'50
143.0 m/z 43.10 51.12%
"\hl\hllll25l5.0l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
74.0
21.50
5000 m/z 55.10 35.03%
143.0
312.0
15.0 213.0
T B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #186936: Methyl 20-methyl-heneicosanoate P
74.0 21.50
m/z 57.10 31.30%
5000
143.0 354.0
e |
S 1 0 A O O O —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50

8270-BP110320.M Wed Nov 11 14:31:06 2020
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP©©3908.D

Acqg On : 10 Nov 2020 18:26

Operator : CG/JU

Sample : L4680-01 :
Misc : PAV-B7-110520-0-10

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 Benzo[e]pyrene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.916 9.75 ng 702053 Perylene-di2 24.133
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 97
2 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 93
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
4 Benzo[a]pyrene 252 C20H12 000050-32-8 93
5 Perylene 252 C20H12 000198-55-0 86
Abundance Scan 3575 (23.916 min): BP003908.D\data.ms (-3571) (- m/z 252.10 100.00%
25p.1
—
57.1 125.0 24.00
Ot bl 2920, L. 3450 416447525330 ./, 356,05  27.68%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104217: Benzole]pyrene
252.0
5000 1
24.00
m/z 253.10 24.43%
125.0
63.0 || 187.0.
\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
252.0
——
24.00
5000 m/z 125.00 11.41%
126.0
63.0 187.0
T e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104224: Benzo[K]fluoranthene T
252.0 24.00
m/z 251.05 9.44%
5000
126.0
m‘uH‘c““|u‘mwum‘HH‘mwHH‘HHWHWH“ 7
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111020\
Data File : BP©©3908.D

Acqg On : 10 Nov 2020 18:26

Operator : CG/JU

Sample : L4680-01 :
Misc : PAV-B7-110520-0-10

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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|
unknown2.934 2.934 138.7 ng 7373880 1 8.281 1063680 20.0
9-Hexadecenoic ... 18.128 11.2 ng 808960 4 17.628 1451520 20.0
Hexadecanoic ac... 18.251 162.4 ng 11784100 4 17.628 1451520 20.0
9,12-Octadecadi... 19.339 291.6 ng 21166300 4 17.628 1451520 20.0
9-Octadecenoic ... 19.381 759.2 ng 55099100 4 17.628 1451520 20.0
Methyl stearate 19.486 84.0 ng 6099270 4 17.628 1451520 20.0
cis-13-Eicoseno... 20.422 15.4 ng 2142250 5 21.657 2774380 20.0
Eicosanoic acid... 20.528 6.9 ng 957033 5 21.657 2774380 20.0
unknown20.563 20.563 12.6 ng 1750860 5 21.657 2774380 20.0
unknown20.616 20.616 8.8 ng 1223200 5 21.657 2774380 20.0
12-Methyl-E,E-2... 20.816 4.3 ng 589652 5 21.657 2774380 20.0
Naphthalene, de... 21.110 4.3 ng 596529 5 21.657 2774380 20.0
Docosanoic acid... 21.439 4.3 ng 600249 5 21.657 2774380 20.0
Benzo[e]pyrene 23.916 9.8 ng 702053 6 24.133 1439470 20.0
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