LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123678.D

Acqg On : 21 Apr 2021 21:12
Operator : JU/CG

Sample : M2094-01 2X

Misc :

ALS Vvial : 20 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-BF041521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123678.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.469 572 575 586 rBV 3527481 3258350 9.71% 2.897%
2 6.481 744 747 754 rBV 3517327 3288986 9.80% 2.924%
3 6.851 806 810 813 rBV 1906219 1450065 4.32% 1.289%
4 7.410 896 905 908 rBV 2577459 2236348 6.66%  1.988%
5 8.133 1023 1028 1032 rBV 2003967 2146697 6.40% 1.908%
6 8.733 1126 1130 1133 rBV 579684 526190 1.57% 0.468%
7 9.216 1208 1212 1215 rBV 3653121 3144554 9.37% 2.795%
8 9.298 1222 1226 1230 rBV 1014703 868063 2.59% 0.772%
9 9.616 1276 1280 1282 rBV3 433106 569645 1.70% 0.506%
10 9.827 1313 1316 1321 rVB 1323636 972262 2.90% 0.864%
11  9.898 1324 1328 1331 rVB 1872795 1725669 5.14% 1.534%
12 10.151 1367 1371 1375 rBV3 271898 340486 1.01% 0.303%
13 10.327 1398 1401 1404 rVB 1361170 1007566 3.00%  0.896%
14 10.551 1433 1439 1442 rBV 467952 578523 1.72% 0.514%
15 10.686 1456 1462 1465 rBV 1885952 1785272 5.32% 1.587%
16 10.804 1479 1482 1490 rBV 1355334 1511077 4.50% 1.343%
17 11.251 1555 1558 1561 rBV 1079440 897838 2.67% 0.798%
18 11.280 1561 1563 1569 rVB 442502 452355  1.35% 0.402%
19 11.386 1577 1581 1583 rBV 18001608 1494687 4.45% 1.329%
20 11.680 1628 1631 1633 rBV 1003955 758668 2.26% 0.674%

21 11.704 1633 1635 1639 rVB 1022833 749566  2.23% 0.666%
22 11.786 1645 1649 1652 rBV 13811464 11748656 35.00% 10.444%
23 12.086 1697 1700 1705 rBV 695882 658568 1.96% ©.585%
24 12.486 1762 1768 1770 rBV 22848314 33564915 100.00% 29.838%
25 12.510 1770 1772 1777 rVV2 23944798 20698486 61.67% 18.400%

26 12.580 1780 1784 1787 rBV 5640296 4855762 14.47% 4.317%
27 12.633 1791 1793 1798 rVB 397810 354115 1.06% ©.315%
28 12.851 1828 1830 1836 rVB 435261 387822 1.16% ©.345%
29 12.980 1848 1852 1855 rBV 2587845 2400626  7.15%  2.134%
30 13.227 1888 1894 1897 rBV3 590728 929753 2.77% 0.827%
31 13.304 1904 1907 1910 rVB 584544 440592 1.31% ©.392%
32 13.351 1911 1915 1919 rVV6 266043 509396 1.52% 0.453%
33 13.392 1919 1922 1930 rVB6 231877 437605 1.30% ©.389%
34 13.974 2018 2021 2027 rVB 490893 426938 1.27% ©.380%
35 14.033 2027 2031 2034 rBV 1545242 1508019 4.49% 1.341%
36 14.509 2109 2112 2116 rBV2 378401 506391 1.51% ©0.450%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123678.D

Acqg On : 21 Apr 2021 21:12
Operator : JU/CG

Sample : M2094-01 2X

Misc

ALS Vvial : 20 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-BF041521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 14.939 2180 2185 2195 rVB 1460675 2153266 6.42% 1.914%
38 15.521 2279 2284 2287 rBV 851778 1146954  3.42% 1.020%

Sum of corrected areas: 112490731
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 21 Apr 2021 21:12
: M2094-01 2X

. 20

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042121\
BF123678.D

Ju/CaG

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2e+07

1.5e+07

le+07

5000000

TIC: BF123678.D\data.ms

5.469 6.481

7.410

6.851

0
Time-->
Abundance

2e+07

1.5e+07

le+07

5000000

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: BF123678.D\data.ms

124860

11.786

0
Time-->
Abundance

2e+07

1.5e+07

le+07

5000000

Time-->
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\ aa— = s T T —
10.00 10.50 11.00 11.50 12.00 12.50 13.00

TIC: BF123678.D\data.ms

14.939 15.521

14.033
13.974 14.509

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123678.D

Acqg On : 21 Apr 2021 21:12
Operator : JU/CG

Sample : M2094-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 Tetradecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.298 10.06 ng 868063  Acenaphthene-die 9.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Hexadecane 226 C16H34 000544-76-3 90
3 Undecane 156 C1l1H24 001120-21-4 78
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 74
5 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 64

Abundance Scan 1226 (9.298 min): BF123678.D\data.ms (-1222) (-) m/z 57.10 100.00%
57.1

5000
85.1
R LEaasaa
H 1131 9.00 9.20 9.40 9.60
bt Al 131 1401 169.3 1982 myz 43.e5  73.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57.0
5000 85.0 T T T T T T T T T
9.00 9.20 9.40 9.60
29.0 m/z 71.10 42.36%
0 L0 L) 130 1410 1600 1980
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
R AABEABEESESES B
9.00 9.20 9.40 9.60
5000 m/z 41.10 33.75%
85.0
29.0
0 ‘\ ““ L M‘ 113.0 141.0 169.0 197.0 226.0
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28425: Undecane e
57.0 9.00 9.20 9.40 9.60
m/z 85.10 28.95%
5000
29.0 85.0
0L o e
Y S S S e S — SSEIRIEWSAREE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123678.D

Acqg On : 21 Apr 2021 21:12
Operator : JU/CG

Sample : M2094-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 Octacosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.616 6.60 ng 569645  Acenaphthene-d10 9.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 53
2 Heptacosane 380 C27H56 000593-49-7 53
3 Tetracosane 338 (C24H50 000646-31-1 52
4 Dodecane 170 C12H26 000112-40-3 52
5 Tridecane 184 C13H28 000629-50-5 52

Abundance Scan 1280 (9.616 min): BF123678.D\data.ms (-1276) (-) m/z 57.00 100.00%
57.0

T P
| % 16‘30 9.50 10.00
ol ‘Mh‘w‘“w‘\ww odlp2os0 m/z 43.10  75.99%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 Pt e
9.50 10.00
m/z 71.10  63.95%
obdd L H | 141 0183.0225.0 281.0 337.0 394.
\\\‘ \\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
= P
9.50 10.00
5000 ITI/Z 41.05 34.77%
ol L \ | % ‘1410183022502670 323.0 380.0
A B e R
miz--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane T ——
57.0 9.50 10.00
m/z 55.00  33.87%
5000
9.0
e e e —— ——
m/z--> 50 100 150 200 250 300 350 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123678.D

Acqg On : 21 Apr 2021 21:12
Operator : JU/CG

Sample : M2094-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.827 11.27 ng 972262  Acenaphthene-d10 9.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 78
3 Pentadecane 212 C15H32 000629-62-9 76
4 1-Undecene, 4-methyl- 168 C12H24 074630-39-0 72
5 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 64
Abundance Scan 1316 (9.827 min): BF123678.D\data.ms (-1313) (-) m/z 57.10 100.00%
57.1
5000
85.1
- P
9.50 10.00
113.1
om‘m‘_HHMWHJ_Hw}fﬁg‘l??ﬁw‘2“1‘2“3”” m/z 43.10  74.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
5000 = el
9.50 10.00
290 85.0 m/z 71.10  43.50%
0 ‘\ “ L | M‘ ,113.0 141.0 169.0 197.0 226.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38343: Decane, 3,6-dimethyl-
57.0
= L
9.50 10.00
m/z 85.10 31.23%
5000 85.0
290‘ 113.0
141.0
ool b L M0 a0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71396: Pentadecane - T
57.0 9.50 10.00
m/z 41.10 30.44%
85.0
5000
29.0
ol L 0340 1800 2129 !
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123678.D

Acqg On : 21 Apr 2021 21:12
Operator : JU/CG

Sample : M2094-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 Tridecane, 7-propyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.327 11.68 ng 1007570  Acenaphthene-d10 9.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Tetradecane 198 C14H30 000629-59-4 86
3 Tridecane, 7-propyl- 226 C16H34 055045-09-5 81
4 Tridecane 184 C13H28 000629-50-5 64
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 64
Abundance Scan 1401 (10.327 min): BF123678.D\data.ms (-1398) (- m/z 57.05 100.00%
57.0
5000
85.1
= =
h 1131 10.00 10.50
Obrrrrreethr et el P 1901 17221972 2262 y/7 43,05 72.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
5000 e P
10.00 10.50
290 85.0 m/z 71.05  46.39%
0 “ ‘\ Ll H‘ 1113.0 141.0 169.0 197.0 226.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57.0
e e
10.00 10.50
5000 85.0 m/z 41.10 32.54%
29.0
0 “ \‘\ H “\ Il \\‘113 0\\1410 169.0 1980
RN Ea R e e AR RAREREERY
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83029: Tridecane, 7-propyl- “ T
43.0 10.00 10.50
m/z 85.10 32.04%
71.0
5000
140.0
99.0 183.0
bt L L T 2260 Ml
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123678.D

Acqg On : 21 Apr 2021 21:12
Operator : JU/CG

Sample : M2094-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 Undecane, 2,5-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.551 6.70 ng 578523  Acenaphthene-d10 9.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 90
2 Heneicosane 296 C21H44 000629-94-7 80
3 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 80
4 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 80
5 Tridecane 184 C13H28 000629-50-5 74

Abundance Scan 1439 (10.551 min): BF123678.D\data.ms (-1433) (- m/z 57.10 100.00%
57.1

> M
1050 |
9.1 :
1692
0 u“‘ L it m/z 43.10  45.92%
m/z--> 0 50 100 150 200 250 300 350
Abundance #48872: Undecane, 2,5-dimethyl-
57.0
5000 T ‘
10.50
m/z 71.10 409.55%
‘ 112.0
Ol\s}q‘\““\‘!‘\h‘\“‘\h\\\‘:L\GTQ-\O\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57.0
U
10.50
5000 m/Z 41.05 20.93%
9.0
iy R T Bl I
m/z--> 0 50 100 150 200 250 300 350
Abundance #205394: Silane, trichlorooctadecyl- 7 ‘
57.0 10.50
m/z 85.00 18.19%
B M
01 J‘\‘H F d%ﬂ}@ 1890231027303150 386.(
T

m/z--> 0 50 100 150 200 250 300 350 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123678.D

Acqg On : 21 Apr 2021 21:12
Operator : JU/CG

Sample : M2094-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 Pentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.804 20.22 ng 1511080  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 86
2 Hexadecane 226 C1l6H34 000544-76-3 86
3 Pentadecane 212 C15H32 000629-62-9 86
4 Heneicosane 296 C21H44 000629-94-7 80
5 Tetracosane 338 C24H50 000646-31-1 80

Abundance Scan 1482 (10.804 min): BF123678.D\data.ms (-1479) (- m/z 57.05 100.00%
57.0

> AMNMJMWAAﬂ\JVJ%wAJﬂ
— —T
‘ 9090 ., 10.50 11.00
obrb i L, 1412 1841 2402 3310 n/z 43.05  68.42%
miz--> 50 100 150 200 250 300
Abundance #59880: Tetradecane
57.0
5000 — el
10.50 11.00
m/z 71.05 47.28%
99.0
OL\S.\Q‘\ ‘\“‘H\ ‘!‘ \“‘\ ““ \H \%4}.‘0\ T \1\9?.\0\ L ‘ L ‘ T T T
m/z--> 50 100 150 200 250 300
Abundance #83025: Hexadecane
57.0
— —
10.50 11.00
5000 m/z 85.10 33.73%
0 22.‘5“\‘ ) “‘9?'0‘ 141.0 183.0 226.0
e e e
miz--> 50 100 150 200 250 300
Abundance #71393: Pentadecane T —
57.0 10.50 11.00
m/z 41.10 29.69%
B AMMNJKNAWVK\AANVNKMﬂA
99.0
onso || [ 10 220 S —
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123678.D

Acqg On : 21 Apr 2021 21:12
Operator : JU/CG

Sample : M2094-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 Heptadecane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

11.251 12.01 ng 897838  Phenanthrene-die 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Pentadecane 212 C15H32 000629-62-9 86
3 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 86
4 Heptacosane 380 C27H56 000593-49-7 80
5 Heneicosane 296 C21H44 000629-94-7 80

Abundance Scan 1558 (11.251 min): BF123678.D\data.ms (-1555) (1 m/z 57.00 100.00%
57.0

5000
85.1
T —
h 131141 1 1602 11.00 11.50
Oyt 7D 1411 169.2197.0225.1. 2542 10T 43 05 6g.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83025: Hexadecane
57.0
5000 ke ks
11.00 11.50
85.0 9
29.0 m/z 71.1@ 49.57%
0 “ ‘ L 4 H‘ 1113.0141.0169.0197.0 226.0
\\\‘\\\\‘\\\\‘H\\‘\\\\‘\\H‘\\\\‘\\\\‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #71393: Pentadecane
57.0
e —
11.00 11.50
m/z 85.10 33.22%
5000 85.0
29.0
oLl |y MB014101600 2120
HwH‘wHH_‘H_HW‘HWHH‘HH_H‘_HWH‘WHH_‘H_
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #105894: Heptadecane, 2-methyl- — T
43.0 11.00 11.50
m/z 41.10 29.07%
5000
71.0
ol h 1990 127.0155.0183 021102390
‘H‘H‘w‘H‘_‘H‘H‘w‘H‘_“w‘u‘_‘u‘u‘w‘u‘_‘u‘u‘w‘ P e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.50

8270-BF041521.M Thu Apr 22 15:05:09 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123678.D

Acqg On : 21 Apr 2021 21:12
Operator : JU/CG

Sample : M2094-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 3-Methyl-4-(methoxycarbonyl... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

11.280 6.05 ng 452355  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methyl-4-(methoxycarbonyl)hexa... 184 C9H1204 1000104-10-8 64
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 58
3 Tetratetracontane 619 C44H90 007098-22-8 58
4 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 55
5 Octacosane 394 C28H58 000630-02-4 53

Abundance Scan 1563 (11.280 min): BF123678.D\data.ms (-1561) (1 m/z 57.00 100.00%

57.0
5000
184.0 Sl L
11.00 11.50
bbb bbb o e m/z 71.10 61.54%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #49280: 3-Methyl-4-(methoxycarbonyl)hexa-2,4-dienoic a
57.0
25.0
5000 = SIS
11.00 11.50
’ m/z 43.10 59.10%
O\\\\‘ f\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57.0
= =
11.00 11.50
5000 m/z 85.10  34.97%
’ 127.0 1970
o L or 080
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane . T
57.0 11.00 11.50
m/z 41.00 24.98%
) u\\,._NL}
0 ‘ ‘l J 2/0197.0267.0337.0  463.0 561.0
L B T R e e S e et ==
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 11.00 11.50

8270-BF041521.M Thu Apr 22 15:05:10 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123678.D

Acqg On : 21 Apr 2021 21:12
Operator : JU/CG

Sample : M2094-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

11.680 10.15 ng 758668  Phenanthrene-die 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexadecane 226 C1l6H34 000544-76-3 87
3 Pentadecane 212 C15H32 000629-62-9 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 80

Abundance Scan 1631 (11.680 min): BF123678.D\data.ms (-1628) (- m/z 57.05 100.00%
57.0

TS T
11.50 12.00

99.1
\h\ \Hw h‘ | ‘141 1 204.1 246.2
0 100 150 200 250

k
m/z--> 5

0ty el b e m/z 43.10 69.29%
Abundance #141425: Heneicosane
57.0
5000 AA* 1 T \j¥‘
11.50 12.00

m/z 71.10 49.09%

99.0
0 1\5.\0“\ i T I ”H‘ \‘H‘\ h“ \”‘ T “]\_4\-}‘0‘\ %8!3\0‘ \22\5\0r T \2\96‘(
m/z--> 50 100 150 200 250
Abundance #83025: Hexadecane
57.0

T T
11.50 12.00
5000 m/z 85.10  33.47%

=

0 zdok M\hwg%o‘ 1410 183.0 226.0
I I T e R B A e
m/z--> 50 100 150 200 250
Abundance #71393: Pentadecane T ——
57.0 11.50 12.00
m/z 41.10  28.13%
5000 NLﬂ
99.0
oLzl LU LT e oo ol
m/z--> 50 100 150 200 250 11.50 12.00

8270-BF041521.M Thu Apr 22 15:05:11 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123678.D

Acqg On : 21 Apr 2021 21:12
Operator : JU/CG

Sample : M2094-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 9-Hexadecenoic acid, methyl... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.704 10.03 ng 749566  Phenanthrene-die 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Hexadecenoic acid, methyl este... 268 C17H3202 001120-25-8 96
2 Methyl hexadec-9-enoate 268 C17H3202 010030-74-7 90
3 Cyclopropaneoctanoic acid, 2-hex... 282 C18H3402 010152-61-1 78
4 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 74
5 Methyl myristoleate 240 C15H2802 056219-06-8 64

Abundance Scan 1635 (11.704 min): BF123678.D\data.ms (-1633) (- m/z 55.10 100.00%

55.1
5000
A

‘ h \H \H 1522 1042 237.2 11,50 12.00
M I Jul,

Ok AL bbb b 2881 41 05 63.39%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #117511: 9-Hexadecenoic acid, methyl ester, (2)-
55.0
5000 3.0 A = Sy
11 50 12.00

m/z 69.10  49.40%

h 1520 1940 2360
wai“‘”‘\H“““VH 268.C
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #117464: Methyl hexadec-9-enoate

55.0

3.0 1150 12.00
5000 m/z 74.00  45.58%

o

11.0 152.0 1940 236.0

27,0
0 ‘H“\‘HU“H‘ —
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #129412: Cyclopropaneoctanoic acid, 2-hexyl-, methyl es — T
55.0 11.50 12.00

m/z 83.10  39.54%

B | AJ%
27,0
208.0 250.0
‘ Hu \H M\H\H \\‘F ‘HM \‘HH\HHM Il 6\ 0 A | ‘

O et M Al il e
miz--> 20 40 60 80 100120140 160180 200220240 260 1150 12.00

8270-BF041521.M Thu Apr 22 15:05:11 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123678.D

Acqg On : 21 Apr 2021 21:12

Operator : JU/CG

Sample : M2094-01 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 11 Hexadecanoic acid, methyl e... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.786 157.21 ng 11748700 Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 93
2 Pentadecanoic acid, 14-methyl-, 270 C17H3402 005129-60-2 91
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
4 Undecanoic acid, 10-methyl-, met... 214 C13H2602 005129-56-6 90
5 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 90

Abundance Scan 1649 (11.786 min): BF123678.D\data.ms (-1645) (-]

m/z 74.00 100.00%

74.0
50001 431
143.0 1150 1500
227.2 11.50 12.00
1.1 185.2 27
Obrrrrrhrd L AL L L 203 s 87.00  74.30%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #119405: Hexadecanoic acid, methyl ester
74.0
5000
43.0 1150 1200
m/z 43.10 39.63%
L) 4110220 a0 20 00
OH\‘\\\\‘\H\‘\\‘\\‘}1\\“\\\\‘\\\\‘\\\\’H\\‘\\\\‘\\H‘\\\\‘\\\\’H\\‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
M
1150 1200
s000|  43.0 m/z 55.05  34.78%
o ‘ M‘ \MH 101430 1850 227.0 2700
Hw‘Hw‘Hw‘HW‘HW‘HW‘HW‘HWH‘WH‘WH‘WH‘wu‘wu‘w
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107596: Pentadecanoic acid, methyl ester — ==
74.0 11.50 12.00
m/z 41.05 28.96%
5000
43.0
143.0
213.0 256.0
b a0 P00 20 0
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00

8270-BF041521.M Thu Apr 22 15:05:12 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123678.D

Acqg On : 21 Apr 2021 21:12
Operator : JU/CG

Sample : M2094-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 Eicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.086 8.81 ng 658568  Phenanthrene-die 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Eicosane 282 C20H42 000112-95-8 90
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 86
4 Tridecane, 6-propyl- 226 Cl6H34 055045-10-8 81
5 Tetracosane 338 C24H50 000646-31-1 80

Abundance Scan 1700 (12.086 min): BF123678.D\data.ms (-1697) (- m/z 57.00 100.00%

57.0
5000

12.00

99.0
Johog gy, 1411 1971 2431 2824

0 bl e S e m/z 43.10 67.95%
m/z--> 50 100 150 200 250
Abundance #83025: Hexadecane
57.0
5000 — ‘
12.00

m/z 71.05 47.12%
\ It n‘

027\ ‘ 990 4410 1830 _ 2260
\\\‘\\\\[!\\\‘\\\\ \\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #129490: Eicosane
57.0
‘ ‘ ‘

T
12.00

5000 ITI/Z 85.10 34.96%
99.0
27,0 h | h‘ 3410 1830 2250 2820
0+ “_”‘ T
m/z--> 50 100 150 200 250
Abundance #83051: Dodecane, 2-methyl-6-propyl- T
57.0 12.00
m/z 41.10 23.46%
5000
99.0 140.0
182.0
0 w‘”u b T 2280 —_
m/z--> 50 100 150 200 250 12.00

8270-BF041521.M Thu Apr 22 15:05:13 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123678.D

Acqg On : 21 Apr 2021 21:12
Operator : JU/CG

Sample : M2094-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.486 449.12 ng 33564900 Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
3 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
5 Methyl 10-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 98
Abundance Scan 1768 (12.486 min): BF123678.D\data.ms (-1762) (- m/z 67.10 100.00%
67.1
5000
09.1 4L
) 12.50
ob— ‘c“‘ H“H ”h ““M”‘n “‘ A ‘1‘87‘1‘2‘292 20992045 /72 s1.10  82.54%
miz--> 50 100 150 200 250
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0
5000 R
12.50
09.0 m/z 55.05 68.01%
g fa9.0 262.0294.(
O il H‘\‘H\H“\“ \”\‘\\‘\\\\’\“\\\“
m/z--> 50 100 150 200 250
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
67.0
==
12.50
5000 m/z 95.05 54.45%
-0 294.C
ol L) h L %09 agr02200 269077
miz--> 50 150 200 250
Abundance #139726: 9 12—Octadecad|en0|c acid (Z,2)-, methyl ester e
67.0 12.50
m/z 41.05 47.15%
5000
29.0 e 294.C
263.0 .
oLl \“ | ) il Vm\‘ ‘\h “\‘1‘&‘1‘0 2200 " | LU
mlz--> 100 150 200 250 12.50

8270-BF041521.M Thu Apr 22 15:05:13 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123678.D

Acqg On : 21 Apr 2021 21:12
Operator : JU/CG

Sample : M2094-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 8-Octadecenoic acid, methyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.510 276.96 ng 20698500 Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 8-Octadecenoic acid, methyl este... 296 C19H3602 026528-50-7 99
2 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 99
3 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 99
4 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 99
5 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 99

Abundance Scan 1772 (12.510 min): BF123678.D\data.ms (-1770) (-] m/z 55.10 100.00%

55.1
5000 97.1
T T
37.1 180.2 2222 26‘4'3 ‘ 12.50
0 kL 36 e9.10 71.54%
miz--> 50 100 150 200 250 300
Abundance #141305: 8-Octadecenoic acid, methyl ester, (E)-
55.0
264.0
5000 97.0 U :
18.0 12.50
370 180.0 222.0 m/z 74.00 61.84%
o! ;mH\“H “\‘Hm‘\\n“ ‘!\‘ o 1\‘\ - L ‘d“ e
miz--> 50 100 150 200 250 300
Abundance #141309: 9-Octadecenoic acid, methyl ester, (E)-
55.0
T \
12.50
5000 m/Z 83.10 56.04%
0,
miz--> 50 100 150 200 250 300
Abundance #141285: 10-Octadecenoic acid, methyl ester - ‘

55.0 12.50
m/z 97.10 49.67%

Jt

m/z--> 50 100 150 200 250 300 12.50

5000

8270-BF041521.M Thu Apr 22 15:05:14 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123678.D

Acqg On : 21 Apr 2021 21:12
Operator : JU/CG

Sample : M2094-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 cis-11-Eicosenoic acid, met... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.227 12.33 ng 929753 Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-11-Eicosenoic acid, methyl e... 324 C21H4002 1000333-63-8 81
2 Methyl 9-eicosenoate 324 C21H4002 1000336-50-5 72
3 Methyl myristoleate 240 C15H2802 056219-06-8 70
4 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 58
5 Methyl 13-eicosenoate 324 C21H4002 1000336-48-4 58
Abundance Scan 1894 (13.227 min): BF123678.D\data.ms (-1888) (- m/z 55.00 100.00%
55.0
5000
97.1
216.1 — —
‘ H ‘ H 13.00 13.50
- ‘MH )15 ‘3"3‘4‘?‘ 392 m/z 43.10  51.82%
mlz--> 50 100 150 200 250 300 350
Abundance #164513: cis-11-Eicosenoic acid, methyl ester
55.0
97.0
5000 —r— ——
13.00 13.50
292.0 m/z 41.00 47.86%
38.0 208.0250.0 ‘
04 \“\ ‘\“‘\“ ““h\“‘\ g \“‘\ B \‘\“l T \“ T T
miz--> 50 100 150 200 250 300 350
Abundance #164497: Methyl 9-eicosenoate
55.0
—— ——
13.00 13.50
5000 m/z 69.05 44.18%
7.0 292.0
‘ m 1380 20802500
o) E— ““u l u\‘u“\H“\MMH\ I b u“ . ““ N UEN
miz--> 50 100 150 200 250 300 350
Abundance #94118: Methyl myristoleate —— ——
55.0 13.00 13.50
m/z 74.00 36.78%
5000 6.0
66.0
‘ ‘ 208.0
OHM“H\ \“‘h‘\“““\”‘mc‘“m\1‘””‘””‘”” P e
mlz--> 150 200 250 300 350 13.00 13.50

8270-BF041521.M Thu Apr 22 15:05:15 2021 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123678.D

Acqg On : 21 Apr 2021 21:12
Operator : JU/CG

Sample : M2094-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 Eicosanoic acid, methyl ester Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
13.304 5.84 ng 440592 Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 94
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 87
3 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 87
4 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 86
5 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 78

Abundance Scan 1907 (13 304 min): BF123678.D\data.ms (-1904) (1 m/z 74.00 100.00%

74.0
5000
‘ 143.1 283.3 13‘00‘ ‘13‘50‘
J— “ Al “‘ 185 ‘2227 1 L.3%3 3811 L g7.00  80.15%
mlz--> 50 100 150 200 250 300 350
Abundance #166219: Eicosanoic acid, methyl ester
74.0
5000 ‘ T T ‘ \/\M
13.00 13.50
143.0 28303260 m/z 43.10 56.72%
Uiy, | 100024107
O\\\\‘\\\“\“‘\‘\\\‘\\\\‘\\\\‘\\\\“\\‘\\‘\\\\‘
miz--> 100 150 200 250 300 350
Abundance #119423.PeMadecanmcacm,l44nemyh,meﬂwleﬁer
74.0
— —r
13.00 13.50
5000 m/Z 55.00 39.57%
oy e WMMM
miz--> 100 150 200 250 300 350
Abundance #131317.Hexadecandcacm,154nemyL,meﬂwleﬁer P e
74.0 13.00 13.50
m/z 41.10 28.83%
o MAMM
““\‘“\“"\““w“‘\““\“‘w““ — —r
mlz--> 100 150 200 250 300 350 13.00 13.50

8270-BF041521.M Thu Apr 22 15:05:16 2021 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123678.D

Acqg On : 21 Apr 2021 21:12
Operator : JU/CG

Sample : M2094-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 1-Ethynylcyclopentanol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

13.351 6.76 ng 509396 Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethynylcyclopentanol 110 C7H100 017356-19-3 60
2 2H-Benzocyclohepten-2-one, 1,4a,... 178 C12H180 017429-26-4 38
3 E,E-6,11-Tridecadien-1-0l acetate 238 C15H2602 1000130-97-2 27
4 Cyclohexanol, 1-(1,2-propadienyl)- 138 C9H140 034761-56-3 25
5 exo0-2,7,7-trimethylbicyclo[2.2.1... 154 C1@H180 1000374-19-3 25

Abundance Scan 1915 (13.351 min): BF123678.D\data.ms (-1911) (- m/z 55.00 100.00%

55.0
5000
— —r
‘ \ 13.00 13.50
olb— W b m/z 99.10 80.33%
mlz--> 50 100 150 200 250 300 350 400
Abundance #5809: 1-Ethynylcyclopentanol
81.0
5000 — —
13.00 13.50
27 ‘ m/z 41.05 76.69%
O\‘\“H\‘i“\“”“w”‘\‘““}\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #44102: 2H-Benzocyclohepten-2-one, 1,4a,5,6,7,8,9,9a-C
41.0
— —r
13.00 13.50
5000 95.0 m/z 81.10 61.97%
L
ob— WM““‘MM“ P S
miz-> 50 100 150 200 250 300 350 400
Abundance #92360: E,E-6,11-Tridecadien-1-ol acetate — T
43.0 13.00 13.50
m/z 43.00 56.09%
5000
TS.O
ol Lhbldy 0080 S
m/z--> 50 100 150 200 250 300 350 400 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123678.D

Acqg On : 21 Apr 2021 21:12
Operator : JU/CG

Sample : M2094-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 Pyrene, 1-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.392 5.80 ng 437605 Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 64
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 38
3 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 35
4 Pyrene, 2-methyl- 216 C17H12 003442-78-2 30
5 Benzene, 2-fluoro-1-methyl-4-nitro- 155 C7H6FNO2 001427-07-2 27

Abundance Scan 1922 (13.392 min): BF123678.D\data.ms (-1919) (-  m/z 109.10 100.00%

109.1 216.1
155.1
67.0
5000
1300 1350
0! ’.263J'30693521 m/z 216.10  99.45%
miz--> 50 100 150 200 250 300 350
Abundance #74412: Pyrene, 1-methyl-
216.0
5000 T T
13.00 13.50
94.0 m/z 215.10 89.68%
ol 50.0 || 1sso] |
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #74424: Fluoranthene, 2-methyl-
216.0
— —
13.00 13.50
5000 m/Z 155.10 79.02%
108.0
o %30 L1 1630
miz--> 50 100 150 200 250 300 350
Abundance #74417: TH-Benzo[c]fluorene “ —
216.0 13.00 13.50
m/z 67.00 56.18%
5000
108.0
om_Hu“““m,wm‘wnm_mwH‘m — —
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\BF@42121\
Data File : BF123678.D

Acqg On : 21 Apr 2021 21:12
Operator : JU/CG

Sample : M2094-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 Hentriacontane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.509 6.72 ng 506391 Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 86
2 Heptadecane 240 C17H36 000629-78-7 86
3 Pentacosane 352 C25H52 000629-99-2 86
4 Octadecane 254 C18H38 000593-45-3 83
5 Hexadecane, 1-chloro- 260 C16H33Cl 004860-03-1 64
Abundance Scan 2112 (14.509 min): BF123678.D\data.ms (-2109) (- m/z 57.05 100.00%
57.0
5000
13.0 14:50 |
168.2 254 1 ’
ob-LiL ]m Lo 05 D07 31933703 4364 0 43,00  68.78%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #223851: Hentriacontane
57.0
5000 —— :
14.50
m/z 71.10 52.00%
ol 1 1 \\ ‘\ | 111690 225.0  309.0 365.0 436.0
\WT‘\\\\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #94345: Heptadecane
57.0
T \
14.50
5000 m/z 55.00 39.84%
] (1180 1600 2400
(o MRS AT R e SRR
miz--> 50 100 150 200 250 300 350 400 450
Abundance #185533: Pentacosane T ‘
57.0 14.50
m/z 85.05 39.27%
5000
oL 00 zzs0 om0 ssz0 o
m/z--> 50 100 150 200 250 300 350 400 450 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123678.D

Acqg On : 21 Apr 2021 21:12
Operator : JU/CG

Sample : M2094-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 N,N-Dimethyloctylamine Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.939 37.55 ng 2153270 Perylene-di2 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N,N-Dimethyloctylamine 157 C10H23N 007378-99-6 72
2 N,N-Dimethyl-2-butoxyethylamine 145 C8H19NO 071126-58-4 72
3 1-Dodecanamine, N,N-dimethyl- 213 C14H31N 000112-18-5 72
4 3-(Dimethylamino)propyl isothioc... 144 C6H12N2S 027421-70-1 64
5 Trifluomeprazine 366 C19H21F3N2S 002622-37-9 64

Abundance Scan 2185 (14.939 min): BF123678.D\data.ms (-2180) (- m/z 58.10 100.00%

58.1
5000
15.00
157.1 :
bt 2231 2811 3604 4353 m/z s5.00  6.48%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #29185: N,N-Dimethyloctylamine
58.0
5000 LN
15.00
m/z 59.00 5.99%
157.0
O \\“{\I“‘\W‘TV’\\\\‘\\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\
m/z--> 0O 50 100 150 200 250 300 350 400 450
Abundance #21453: N,N-Dimethyl-2-butoxyethylamine
58.0
P
15.00
5000 ITI/Z 72.10 5.41%
145.0
I o o s m
miz—> 0 50 100 150 200 250 300 350 400 450
Abundance #72003: 1-Dodecanamine, N,N-dimethyl- —
58.0 15.00
m/z 41.00 4.93%
h W
Oyt 114.0 213.0
e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123678.D

Acqg On : 21 Apr 2021 21:12
Operator : JU/CG

Sample : M2094-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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|
Tetradecane 9.298 10.1 ng 868063 3  9.898 1725670 20.0
Octacosane 9.616 6.6 ng 569645 3 9.898 1725670 20.0
Hexadecane 9.827 11.3 ng 972262 3 9.898 1725670 20.0
Tridecane, 7-pr... 10.327 11.7 ng 1007570 3 9.898 1725670 20.0
Undecane, 2,5-d... 10.551 6.7 ng 578523 3  9.898 1725670 20.0
Pentadecane 10.804 20.2 ng 1511080 4 11.386 1494690 20.0
Heptadecane, 2-... 11.251 12.0 ng 897838 4 11.386 1494690 20.0
3-Methyl-4-(met... 11.280 6.0 ng 452355 4 11.386 1494690 20.0
Heneicosane 11.680 10.2 ng 758668 4 11.386 1494690 20.0
9-Hexadecenoic ... 11.704 10.0 ng 749566 4 11.386 1494690 20.0
Hexadecanoic ac... 11.786 157.2 ng 11748700 4 11.386 1494690 20.0
Eicosane 12.086 8.8 ng 658568 4 11.386 1494690 20.0
9,12-Octadecadi... 12.486 449.1 ng 33564900 4 11.386 1494690 20.0
8-Octadecenoic ... 12.510 277.0 ng 20698500 4 11.386 1494690 20.0
cis-11-Eicoseno... 13.227 12.3 ng 929753 5 14.033 1508020 20.0
Eicosanoic acid... 13.304 5.8 ng 440592 5 14.033 1508020 20.0
1-Ethynylcyclop... 13.351 6.8 ng 509396 5 14.033 1508020 20.0
Pyrene, 1-methyl- 13.392 5.8 ng 437605 5 14.033 1508020 20.0
Hentriacontane 14.509 6.7 ng 506391 5 14.033 1508020 20.0
N,N-Dimethyloct... 14.939 37.5 ng 2153270 6 15.521 1146950 20.0
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