LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124199.D

Acqg On : 9 Jun 2021 1:40 Instrument :
Operator : JU/CG BNA_F

Sample : M2628-01 5X ClientSampleld :
Misc : HD-02-060721

ALS Vvial : 17 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-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124199.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.492 576 579 587 rBvV 185898 178775 23.72% 3.624%
2 6.510 748 752 759 rBV 157506 173695 23.05% 3.521%
3 6.863 809 812 815 rBV 297675 227443 30.18% 4.610%
4 7.422 904 907 912 rBV 134587 114789 15.23% 2.327%
5 8.145 1027 1030 1034 rVB 296702 254528 33.77% 5.159%
6 9.222 1210 1213 1218 rVB 233868 186963 24.81% 3.790%
7 9.298 1223 1226 1229 rBV 12775 11936 1.58% 0.242%
8 9.339 1229 1233 1237 rBV3 11512 11797 1.57% 0.239%
9 9.616 1277 1280 1283 rBv2 40746 40029 5.31% 0.811%
10 9.827 1312 1316 1321 rVB 21940 23507 3.12% 0.476%
11  9.904 1325 1329 1333 rVB 339291 266451 35.35% 5.401%
12 10.151 1369 1371 1375 rBv4 7861 11677 1.55% 0.237%
13 10.327 1395 1401 1404 rBV 27195 32012 4.25% 0.649%
14 10.551 1434 1439 1441 rBV2 18071 21218 2.82% 0.430%
15 10.692 1460 1463 1467 rBV 129497 105467 13.99% 2.138%
16 10.804 1478 1482 1483 rBV 42553 34349 4.56% 0.696%
17 11.251 1556 1558 1561 rBV 36530 26605 3.53% 0.539%
18 11.280 1561 1563 1569 rVB3 19691 22609 3.00% 0.458%
19 11.392 1579 1582 1585 rBV 322755 259014 34.37% 5.250%
20 11.416 1585 1586 1588 rVB 21594 11608 1.54% 0.235%
21 11.680 1629 1631 1633 rBV2 31824 23023 3.05% 0.467%
22 11.704 1633 1635 1637 rVB3 15849 9473 1.26% 0.192%
23 11.780 1644 1648 1651 rBV 299187 222659 29.54% 4.513%
24 11.892 1664 1667 1670 rBV4 8742 15274 2.03% 0.310%
25 11.921 1670 1672 1677 rVV6 14154 19780 2.62% 0.401%
26 12.027 1688 1690 1693 rVB3 15234 12962 1.72% 0.263%
27 12.086 1697 1700 1704 rVB4 25098 29819 3.96% 0.604%
28 12.186 1713 1717 1721 rBVS 7389 10237 1.36% ©0.208%
29 12.445 1759 1761 1762 rBV2 18523 16517 2.19% 0.335%
30 12.468 1762 1765 1767 rVV 854242 720031 95.54% 14.595%

31 12.492 1767 1769 1775 rVB 901057 753662 100.00% 15.

5
32 12.574 1780 1783 1786 rVB 153250 120171 15.94%  2.436%
33 12.610 1786 1789 1792 rBV2 40885 40794 5.41% 0.827%
34 12.639 1792 1794 1796 rBV3 10283 12482 1.66% ©.253%
35 12.815 1820 1824 1825 rBV3 22445 25124  3.33% 0.509%
36 12.839 1825 1828 1835 rVB2 54294 75989 10.08% 1.540%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124199.D

Acqg On : 9 Jun 2021 1:40
Operator : JU/CG

Sample : M2628-01 5X

Misc :

ALS Vvial : 17 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-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.898 1835 1838 1840 rBv4 12685 14057 1.87% ©.285%
38 12.974 1848 1851 1856 rBV 245352 215599 28.61% 4.370%
39 13.057 1861 1865 1867 rBv4 17213 23394 3.10% 0.474%
40 13.133 1876 1878 1880 rBV3 25917 25551 3.39% ©0.518%
41 13.204 1888 1890 1892 rBV3 25447 27009 3.58% ©.547%
42 13.268 1899 1901 1903 rBV3 21315 18667 2.48% 0.378%
43 13.298 1904 1906 1910 rVB4 23766 21765 2.89% 0.441%
44 13.427 1926 1928 1930 rBV3 16399 18133 2.41% ©.368%
45 13.515 1941 1943 1944 rBV2 15355 12599 1.67% ©.255%
46 13.545 1946 1948 1951 rVB4 22306 23764 3.15% 0.482%
47 14.039 2028 2032 2035 rBV 249386 236985 31.44%  4.804%
48 15.527 2282 2285 2289 rBV 146658 173436 23.01% 3.516%

Sum of corrected areas: 4933428
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\

BF124199.D
9 Jun 2021 1:40
Ju/CG
: M2628-01 5X
: 17  Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

800000

600000

400000

200000

0

TIC: BF124199.D\data.ms

6.863

5.492
6.510 7.422

Time-->
Abundance

800000

600000

400000

200000

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: BF124199.D\data.ms
12458

9.904

8.145
9.222

0
Time-->
Abundance

800000

600000

400000

200000

~ AN
B s e e e
10.00 10.50 11.00 11.50
TIC: BF124199.D\data.ms

—
12.50 13.00

14.039
15.527

313

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124199.D

Acqg On : 9 Jun 2021 1:40
Operator : JU/CG

Sample : M2628-01 5X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Octane, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.327 2.40 ng 32012  Acenaphthene-die 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 64
2 Tetratetracontane 619 C44H90 007098-22-8 64
3 Dodecane, 2-methyl- 184 C13H28 001560-97-0 64
4 Nonadecane 268 C19H40 000629-92-5 64
5 Decane, 2-methyl- 156 C11H24 006975-98-0 64
Abundance Scan 1401 (10.327 min): BF124199.D\data.ms (-1395) (- m/z 57.00 100.00%
57.0
5000 LM
(|| 15 10.00 10.50
ol L e M/Z 4308 67.38%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #12665: Octane, 2-methyl-
43.0
5000 W\ ‘ AL
10.00 10.50
m/z 71.10 57.30%
| ‘ 1o
O TTT ’HH‘H‘H’HH‘HH‘\H\‘HH‘HH‘HH‘HH‘\\H‘HH‘H\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane
57.0
10.00 10.50
5000 m/z 40.95 42.37%
ol Ll 127.0197.0267.0337.0  463.0 561.0
e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #48844: Dodecane, 2-methyl- 1 7
43.0 10.00 10.50
m/z 85.00 34.46%
5000
‘ ] ‘ 141.0
0 bbb et e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124199.D

Acqg On : 9 Jun 2021 1:40
Operator : JU/CG

Sample : M2628-01 5X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

10.804 2.65 ng 34349  Phenanthrene-die 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 59
2 Heptacosane 380 C27H56 000593-49-7 59
3 Tetracosane 338 C24H50 000646-31-1 59
4 Pentadecane 212 C15H32 000629-62-9 59
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 59

Abundance Scan 1482 (10.804 min): BF124199.D\data.ms (-1478) (- m/z 57.00 100.00%
57.0

> W
112.1 50 11,00
| ‘ ‘ | 121 1651 10.50 11.00
ol Il b 1 m/z 43.05  61.22%
mlz--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 — —
10.50 11.00
m/z 41.10 47.86%
0 L\ h\ ] \‘ H‘ \ | 01830 239.0 296.0
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
— ——
10.50 11.00
5000 m/z 71.10 45.32%
9.0
oisg || [ 34101830225026703000 301
e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane ‘ i
57.0 10.50 11.00
m/z 85.10 37.85%
5000
9.0
A A e
m/z--> 50 100 150 200 250 300 350 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124199.D

Acqg On : 9 Jun 2021 1:40
Operator : JU/CG

Sample : M2628-01 5X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Decane, 3,8-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.251 2.05 ng 26605 Phenanthrene-die 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 80
2 Undecane, 3-methyl- 170 C12H26 001002-43-3 72
3 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 64
4 Pentadecane 212 C15H32 000629-62-9 59
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 53

Abundance Scan 1558 (11.251 min): BF124199.D\data.ms (-1556) (1 m/z 57.10 100.00%
57.1

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #38340: Decane, 2,9-dimethyl-
43.0 11.00 11.50

m/z 85.10 37.56%

5000
i W
—— —
113.0 1411 1711 197.2 11.00 11.50
0 bl Al T T gz 43,05 55.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38349: Decane, 3,8-dimethyl-
57.0
85.0
5000 — ——
11.00 11.50
m/z 71.10 47.91%
1130 141.0
i M ‘ ull ‘ “ ‘ 1700
O\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38335: Undecane, 3-methyl-
57.0
- —
11.00 11.50
5000 m/z 41.10 43.83%
85.0
29.0
0 \‘ “‘ Lo | 1120 1410 4790
e
—— —

5000 71.0

g

J230 | \\ ‘990 1270 156.0

m/z--> 20 40 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124199.D

Acqg On : 9 Jun 2021 1:40
Operator : JU/CG

Sample : M2628-01 5X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 4 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.780 17.19 ng 222659  Phenanthrene-die 11.392
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 94
3 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 80
4 Undecanoic acid, 10-methyl-, met... 214 C13H2602 005129-56-6 80
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 80
Abundance Scan 1648 (11.780 min): BF124199.D\data.ms (-1644) (1 m/z 74.10 100.00%
74.1
5000 43.0
143.1 PN RN
Ll T e P72 s s e
O bl b e m/z 87.08 79.96%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 —r ——
43.0 11.50 12.00
143.0 m/z 43.00 43.72%
0 ‘u \“ ‘\‘ i \\115 O\ 17\1 0\199 0227.0 279(
H\‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
e —
11.50 12.00
5000 43.0 m/z 55.10  39.59%
o ‘ M‘ H L 1014‘30 185.0 227.0 270(
HW‘HW‘HW‘H"HW‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘H‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #72688: Dodecanoic acid, methyl ester T —
74.0 11.50 12.00
m/z 41.05 39.56%
5000
43.0 143.01710
LUl mso [ S
O‘H_MH_HWHHHMJMHW‘HWHHW‘HWHWHNWHH_H‘_HW e o
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00

8270-BF060321.M Wed Jun @9 13:59:09 2021 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124199.D

Acqg On : 9 Jun 2021 1:40
Operator : JU/CG

Sample : M2628-01 5X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Hentriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.086 2.30 ng 29819  Phenanthrene-die 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 59
2 Octacosane 394 (C28H58 000630-02-4 53
3 5,5-Dibutylnonane 240 C17H36 006008-17-9 53
4 Disulfide, di-tert-dodecyl 402 (C24H50S2 027458-90-8 53
5 Heptadecane 240 C17H36 000629-78-7 53

Abundance Scan 1700 (12.086 min): BF124199.D\data.ms (-1697) (- m/z 57.05 100.00%

57.0
5000
T \
‘ ‘ 140.8  206.9 12.00
oJ“MM'“U“ “MMwm‘_m_m_m_m m/z 71.10  72.45%
mlz--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
5000 s :
12.00
m/z 43.10 71.24%
o ‘Hh‘ h J ‘1690 2250 309.0 365.0 436.
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57.0
me |
12.00
5000 ITI/Z 85.00 41.23%
0 “ \‘\ Hh\ \h\ 1 h‘ I‘ \‘ 1 \ P L 225 0 281 O 337 0 394 0
el ‘ A e T
miz--> 50 100 150 200 250 300 350 400 M
Abundance #94347: 5,5-Dibutylnonane AL pi e
57.0 12.00
m/z 41.05 37.88%
5000
183.0
11130
m/z--> 0 100 150 200 250 300 350 400 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124199.D

Acqg On : 9 Jun 2021 1:40
Operator : JU/CG

Sample : M2628-01 5X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.468 55.60 ng 720031  Phenanthrene-die 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 98
3 Methyl 9-cis,1l-trans-octadecadi... 294 C19H3402 1000336-44-0 96
4 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 95
5 2-Chloroethyl linoleate 342 C20H35C102 025525-76-2 93

Abundance Scan 1765 (12.468 min): BF124199.D\data.ms (-1762) (- m/z 67.05 100.00%

67.0
5000
09.1 e
0 HJ‘W\M MHH*??%%ZQ%‘ b ggﬁ] m/z 81.05 86.54%
miz--> 50 100 150 200 250
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0
5000 RN
12.50
09.0 m/z 55.05 81.64%
ob— ‘;M“H‘ i, H“mh\ H‘L ‘uh‘Hu‘ H P “26‘2‘0‘294‘(
miz--> 50 150 200 250
Abundance #139708: 9,12—Octadecad|enoic acid, methyl ester
67.0
=
12.50
5000 m/Z 41.05 57.71%
29.0 09.0
294.C
0 \‘\“\H“ Al ‘HH Hh H”WHM‘ \}‘ uM 2230 ‘26“‘3;0‘ T
miz--> 50 100 150 200 250
Abundance #139701: Methyl 9-cis,11-trans-octadecadienoate T
67.0 12.50
m/z 95.05 50.67%
5000
09.0 294.(
150.0
262.0
ob— ‘HL Il 1800 2200 R
m/z--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124199.D

Acqg On : 9 Jun 2021 1:40
Operator : JU/CG

Sample : M2628-01 5X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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-Octadecenoic acid (Z)-, m... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.492 58.19 ng 753662  Phenanthrene-die 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 98
2 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 98
3 6-Octadecenoic acid, methyl este... 296 C19H3602 002777-58-4 96
4 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 96
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 96

Abundance Scan 1769 (12.492 min): BF124199.D\data.ms (-1767) (1 m/z 55.10 100.00%
1

5
5000
23.0 2222 2641 12'50
} 180.3 206.1
0L 69.10 50.96%
miz-> 50 100 150 200 250 300
Abundance #141302: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 87.0
12 50
230 m/z 41.10  49.47%
180.0 222.0 264.0
ob— ‘\‘ L‘d‘ \]’\‘ \‘\‘H‘m‘ H\HU\ ull ol “‘ T A ‘ “‘ ‘2?‘6‘C
miz-> 50 100 150 200 250 300
Abundance #141288: 16-Octadecenoic acid, methyl ester
55.0
2
12.50
5000 870 m/z 74.00 41.47%
264.0
23.0 1800 222.0 ‘
o — H“ “ I “ ‘d ‘\‘HM‘ \H\H m iy ‘L P ;‘ . “‘ ‘2‘96(:
miz--> 50 100 15 200 250 300
Abundance #141304: 6-Octadecenoic acid, methyl ester, (2)- =Ly
55.0 12.50
m/z 87.10 35.79%
96.0
5000
Fﬂ 0 180.0 222.0 2640
01'50 HH\ u\h\‘\ \Hw ‘\\\‘ “ P }\L . “‘ ‘2‘9‘6‘(: — A ‘/\ .
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\BF060821\
Data File : BF124199.D

Acqg On : 9 Jun 2021 1:40
Operator : JU/CG

Sample : M2628-01 5X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 unknown13.133 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.133 2.16 ng 25551 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Methanopentalene, octahydro- 122 C9H14 013913-22-9 43
2 Allylidenecyclohexane 122 C9H14 005664-10-8 38
3 2,6-Dioxa-tricyclo[3.3.2.0(3,7)]... 138 C8H1002 075568-75-1 35
4 Ethyl 3-cyclohexenecarboxylate 154 C9H1402 015111-56-5 35
5 1-Cyclohexene-1-carboxylic acid 126 C7H1002 000636-82-8 35

Abundance Scan 1878 (13.133 min): BF124199.D\data.ms (-1876) (- m/z 79.10 100.00%

79.1
5000 .
39.0 1911
2412 92811 —T— —
13.00 13.50
0! m/z 80.95 80.70%
miz--> 50 100 150 200 250
Abundance #10049: 1,3-Methanopentalene, octahydro-
79.0
5000 — e
13.00 13.50
39.0 m/z 55.10 78.83%
L e
O T T T T ‘ T T T ‘ T \‘ T T ‘ T T T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance #10019: Allylidenecyclohexane
81.0
P e
13.00 13.50
5000 m/Z 80.00 53.61%
39.0 122.0
0 ‘H““Hu‘,‘ S
miz-> 50 100 150 200 250
Abundance #17389: 2,6-Dioxa-tricyclo[3.3.2.0(3,7)]dec-9-ene
81.0 13.00 13.50
138.0 m/z 83.10 49.73%
0 “M“ “hk e e —
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\BF060821\
Data File : BF124199.D

Acqg On : 9 Jun 2021 1:40
Operator : JU/CG

Sample : M2628-01 5X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 unknownl3.204 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.204 2.28 ng 27009 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ergotaman-3',6',18-trione, 12'-h... 547 C30H37N505 000561-94-4 43
2 Ditetradecyl ether 410 C28H580 005412-98-6 43
3 2-Methyldocosane 324 C23H48 001560-81-2 38
4 Octadecanoic acid, 2-propenyl ester 324 C21H4002 006289-31-2 38
5 Tetradecanoic acid, 2-oxo-, meth... 256 C15H2803 055682-82-1 38
Abundance Scan 1890 (13.204 min): BF124199.D\data.ms (-1888) (1 m/z 57.00 100.00%
57.0
5000 MW
127'1 T T T T
‘ ‘ 2050 ?49,1 323.8 13.00 13.50
| g 1L 4 W‘L M b w4310 sa.ea%
m/z--> 50 100 150 200 250 300 350
Abundance #238958: Ergotaman-3',6',18-trione, 12'-hydroxy-2'-methy
43.0
5000 154.0 T T
13.00 13.50
5.0 267.0 /z 71.00 49.12%
‘ 224.0 . m/z . . o
O T T T ‘ ‘\ T \‘\‘“‘ \‘\m\ ‘\‘ ‘H\‘\ U \“““ \M‘\ T ‘ \L\ \‘ T ‘ L ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #215905: Ditetradecyl ether
57.0
—— —
13.00 13.50
5000 70 197.0 m/z 56.00  30.33%
oo || L3
ol AR bl | 1 2690 368
miz--> 50 100 150 200 250 300 350
Abundance #164580: 2-Methyldocosane e —
43.0 13.00 13.50
m/z 69.05 28.77%
5000 2.0 281.0
324.0
L Broeoze | ||
oLt d L e — —
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124199.D

Acqg On : 9 Jun 2021 1:40
Operator : JU/CG

Sample : M2628-01 5X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 unknownl13.545 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.545 2.01 ng 23764 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetyl-1-(3-n-propoxyphenyl)-2-p... 249 C14H19NO3 1000122-90-2 9
2 5,9-Undecadien-2-one, 6,10-dimet... 194 C13H220 003796-70-1 9
3 .beta.-Dihydroequilenin diacetate 352 C22H2404 001423-96-7 9
4 1-Heptadec-1-ynyl-cyclohexanol 334 C23H420 1000296-77-9 9
5 2-Methyl-3-isobutoxy-5-propargyl... 206 C13H1802 117780-93-5 9
Abundance Scan 1948 (13.545 min): BF124199.D\data.ms (-1946) (- m/z 57.00 100.00%
57.0
5000 106.9 165.0
231.1 — :
“ 300.1 355. 13.50
0Lt “‘ m/z 71.00  68.46%
mlz--> 50 100 150 200 250 300 350
Abundance #101350: Acetyl-1-(3-n-propoxyphenyl)-2-propanone oxir
43.0
107.0
5000 —— :
148.0 249.0 13.50
m/z 43.10 57.06%
| 1 1] o0
O\\\ ‘h\\“\w“\\\“\‘\‘\\1“‘\\\\}\\\\‘\\\\’\
miz--> 50 100 150 200 250 300 350
Abundance  #56387: 5,9-Undecadien-2-one, 6,10-dimethyl-, (E)-
43.0
R \
13.50
5000 m/z 165.00 40.93%
107.0 151.0
by 4| | 1940
O 1
miz--> 50 100 150 200 250 300 350
Abundance #185403: .beta.-Dihydroequilenin diacetate —— ‘
43.0 13.50
m/z 106.90  40.82%
5000
235.0 NW
0 1150 1650 ‘ 2770 352(
A A o e o e e O O N e
m/z--> 50 100 150 200 250 300 350 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124199.D

Acqg On : 9 Jun 2021 1:40
Operator : JU/CG

Sample : M2628-01 5X

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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|
Octane, 2-methyl- 10.327 2.4 ng 32012 3 9.904 266451 20.0
Heptadecane, 2,... 10.804 2.6 ng 34349 4 11.392 259014 20.0
Decane, 3,8-dim... 11.251 2.0 ng 26605 4 11.392 259014 20.0
Hexadecanoic ac... 11.780 17.2 ng 222659 4 11.392 259014 20.0
Hentriacontane 12.086 2.3 ng 29819 4 11.392 259014 20.0
9,12-Octadecadi... 12.468 55.6 ng 720031 4 11.392 259014 20.0
9-Octadecenoic ... 12.492 58.2 ng 753662 4 11.392 259014 20.0
unknown13.133 13.133 2.2 ng 25551 5 14.039 236985 20.0
unknown13.204 13.204 2.3 ng 27009 5 14.039 236985 20.0
unknownl3.545 13.545 2.0 ng 23764 5 14.039 236985 20.0
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