LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121922\
Data File : BF131701.D

Acqg On : 19 Dec 2022 21:44
Operator : CG\JU

Sample : N6091-02

Misc :

ALS Vvial : 19 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-BF120822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131701.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 2.122 3 6 14 rVB 385055 484594 7.75% 1.757%
2 5.081 504 509 517 rVB 605935 770593 12.32% 2.794%
3 5.487 573 578 581 rBV 1917858 1800372 28.78% 6.528%
4 6.504 746 751 754 rBV 1869863 1743126 27.86% 6.320%
5 6.875 810 814 817 rBV 530058 431767 6.90% 1.565%

.440 905 910 913 rBV 1233310 1147200 18.34%
.163 1029 1033 1036 rBV 652572 497563 7.95%
.239 1212 1216 1220 rBV 1983000 1776390 28.40%
.922 1329 1332 1336 rVB 622471 496601  7.94%
10 10.716 1463 1467 1470 rBV 1157940 928001 14.83%

Wk O D
N
N
=
R

11 11.416 1582 1586 1588 rBV 533261 439431  7.02%
12 11.439 1588 1590 1594 rVB 219538 170820 2.73%
13 11.810 1649 1653 1656 rBV 1155223 968504 15.48%
14 11.945 1673 1676 1680 rVB 168946 134717 2.15%
15 12.51@ 1767 1772 1773 rBV 5797765 6255734 100.00%

NOWOR
Ul
=
N
R

N

16 12.527 1773 1775 1781 rVV2 4980337 4077786 65.18%
17 12.604 1785 1788 1791 rBV 889227 731715 11.70%
18 12.639 1791 1794 1797 rBV2 446473 580840  9.28%
19 12.663 1797 1798 1808 rVB4 210854 195278 3.12%

=
D
N
[oe]
w1
3R

R ONN
~N
(O]
(&)
R

20 12.869 1826 1833 1838 rBV 318693 327702 5.24% 188%
21 13.010 1853 1857 1861 rVB 1399318 1184519 18.93% 4.295%
22 13.198 1886 1889 1892 rVB 60595 66841 1.07% 0.242%
23 13.257 1897 1899 1903 rVB2 68611 75375 1.20% 0.273%
24 13.333 1909 1912 1914 rBvV2 91594 74061 1.18% 0.269%
25 13.916 2007 2011 2020 rVB4 109856 174532 2.79% 0.633%
26 14.004 2023 2026 2029 rVB 101505 87090 1.39% 0.316%
27 14.069 2030 2037 2040 rBV2 572462 695328 11.12% 2.521%
28 14.098 2040 2042 2048 rVB 156958 149931 2.40% 0.544%
29 14.927 2180 2183 2187 rBV 70168 69807 1.12% 0.253%
30 15.127 2213 2217 2220 rBV 133423 198788 3.18% 0.721%
31 15.439 2266 2270 2276 rVB 79338 105002 1.68% 0.381%
32 15.504 2277 2281 2287 rBV 119047 159958 2.56% 0.580%
33 15.574 2288 2293 2297 rBV 367974 490473 7.84% 1.778%
34 17.080 2545 2549 2559 rVB4 40878 90114 1.44% 0.327%
Sum of corrected areas: 27580553
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

: 19 Dec 2022 21:44
: CG\JU
: N6091-02

. 19

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121922\
BF131701.D

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

0
Time-->

TIC: BF131701.D\data.ms

5.487 6.504

7.440

5.081 6.875

122

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

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF131701.D\data.ms
12.

12

510

9.239

13.010
10.716 11.810

12.604

1263
Lous 390 869

9.922 11.416

133883

0
Time-->

11}\2139
— et —— e
10.00 10.50 11.00

12.00 12.50

11.50 13.00

Abundance

5000000

4000000

3000000

2000000

1000000

Time-->

TIC: BF131701.D\data.ms

14.069

15.574
1319%&@98 14.9245.127 145504 17.080

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121922\
Data File : BF131701.D

Acq On : 19 Dec 2022 21:44
Operator : CG\JU

Sample : N6091-02

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
2.122  22.45 ng 484594  1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
Abundance Scan 6 (2.122 min): BF131701.D\data.ms (-3) (-) m/z 73.05 100.00%
73.0
5000
43.0
RN aEmaEE A
‘ ‘ 2.202.302.402.50
N P m/z 43.05 34.42%
m/z--> 20 40 60 80 100 120 140 160
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 U B R RN R
2.202.302.402.50
43.0 o
‘ m/z 87.10  26.51%
O H\\"\\\\‘\\\‘\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 80 100 120 140 160
Abundance #15764. 2,2,4-Trimethyl-3-pentanol
73.0
RN REmEEEEEES RS
2.202.302.402.50
5000 55.0 m/z 55.00 25.51%
29 0
0 m 97.0 115.0
‘ “,“‘ B B s e
miz--> 80 100 120 140 160
Abundance #60784: Octanal, 7-methoxy-3,7-dimethyl- RN EmamEEEES RS
73.0 2.202.302.402.50
m/z 41.10 11.62%
5000
41.0
ok H 950 171.0

m/z--> 20 60 80 100 120 140 160 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121922\
Data File : BF131701.D

Acq On : 19 Dec 2022 21:44
Operator : CG\JU

Sample : N6091-02

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.081 35.69 ng 770593 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 509 (5.081 min): BF131701.D\data.ms (-504) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 e RARRREEESEEE
| 83.0 4.80 5.00 5.20 5.40 ;
obr————treflle o e m/z 59.00 64.76%
miz--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L B B L LA L
59.0 4.80 5.00 5.20 5.40
m/z 101.00 22.30%
0 27\\\ i i 830 1010
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R RARRa RS
4.80 5.00 5.20 5.40
5000 2410 m/z 57.95 15.02%
126.0
bl L 12001459
m/z--> 20 40 60 80 100 120 140
Abundance #4529: 2,3-Butanedione, monooxime EEEmARREEES L
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.38%
5000
101.0
15.0 ‘
o b 00 B0 |
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121922\
Data File : BF131701.D

Acq On : 19 Dec 2022 21:44
Operator : CG\JU

Sample : N6091-02

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

11.810 44.08 ng 968504  Phenanthrene-d10 11.416
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 93
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
4 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 80
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80

Abundance Scan 1653 (11.810 min): BF131701.D\data.ms (-1649) (- m/z 74.00 100.00%
74.0

5000
43.0
143.1 227.2 n PO
“\ H | ‘1150 185.1 ‘ 2701 11.50 12.00 ;
owwHH_Juww!m‘m,uH_HwmJ‘m_ww\uww‘ m/z 87.00  73.35%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — —
43.0 11.50 12.00
143.0 m/z 43.85  31.05%

M\ﬁmhﬁmow 171.0199.0227.0  270.0

m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester

o

4

74.0
\
11.50 12.00
5000 43.0 m/z 55.05 26.18%
o ‘ h M‘m 111.0 14f0 1850 227.0 270.0
WHH‘HH_"_Hw‘ku‘WHH‘HH_‘H_HW‘HWH‘WHH‘
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #109337: Tridecanoic acid, methyl ester = T
74.0 11.50 12.00
m/z 41.05 24.61%
5000 43.0
143.0
R L O I I
m/z--> 20 40 60 80 100120140160 180200 220 240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121922\
Data File : BF131701.D

Acq On : 19 Dec 2022 21:44
Operator : CG\JU

Sample : N6091-02

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.945 6.13 ng 134717  Phenanthrene-di0 11.416
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 83
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 70
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 70
5 Pentadecanoic acid 242 C15H3002 001002-84-2 50

Abundance Scan 1676 (11.945 min): BF131701.D\data.ms (-1673) (- m/z 73.00 100.00%

43.0 73.0
192.1
5000

227.1 256.1 1200
m/z 59.9 83.97%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510:n-Hexadecanok:add

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

5000 129.0 L
12 00
' 157.0 19502130 2560 ™2 81.81%
O L
12.00

Abundance #92069: Tridecanoic acid
73.0
43.0
5000 129.0 m/z 192.05 74.35%
171.0
Wy
of
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67030: Anthracene, 1-methyl- =
192.0 12 00
m/z 70.62%
5000
165.0
0270 630 960 1390 | |
B e RARARAREARREEL L S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121922\
Data File : BF131701.D

Acq On : 19 Dec 2022 21:44
Operator : CG\JU

Sample : N6091-02

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.510 284.72 ng 6255730  Phenanthrene-d10 11.416
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 98
2 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 98
3 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 97
4 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 96
5 9,12-Octadecadienoic acid (Z,z)-... 294 C19H3402 000112-63-0 95
Abundance Scan 1772 (12.510 min): BF131701.D\data.ms (-1767) (-] m/z 67.05 100.00%
67.0
5000
09.1
T \
263.1 12.50
ok 37‘:b‘ " ‘“h“ L, ”‘u ”‘ “ 18712202 U290, s1.e5  90.11%
miz--> 50 100 150 200 250
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
5000 —
12.50
m/z 55.05 60.95%
ol 262.0 294.
T T T ‘
miz--> 50 100 150 200 250
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
67.0
U T
12.50
5000 m/z 95.10 59.77%
09.0 294.C
oL L0 3 a0z 220 ]
m/z--> 50 150 200 250
Abundance  #191907: 11,14—Octadecad|enoic acid, methyl ester —— ‘
67.0 12.50
m/z 41.05 48.65%
5000
09.0 294.C
29.0 H 263.0
ol MMM‘M wum‘@ 1180.0 ‘%299‘ “W‘ i I\
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\BF121922\
Data File : BF131701.D

Acq On : 19 Dec 2022 21:44

Operator : CG\JU

Sample : N6091-02

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 15-Octadecenoic acid, methy... Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
12.528 185.59 ng 4077790  Phenanthrene-di10 11.416
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 15-Octadecenoic acid, methyl ester
2 (Z)-15-Octadecenoic acid methyl ...
3 16-Octadecenoic acid, methyl ester
4 11-Octadecenoic acid, methyl ester
5 6-Octadecenoic acid, methyl ester

296 C19H3602
296 C19H3602
296 C19H3602
296 C19H3602
296 C19H3602

004764-72-1 96
1000427-69-3 96
056554-49-5 91
052380-33-3 89
052355-31-4 87

Abundance Scan 1775 (12.527 min): BF131701.D\data.ms (-1773) (- m/z 55.10 100.00%
55.1
97.1
5000
T T
1802 2222 2631 12.50
‘ 37.1 ‘ ‘
ok ‘hW MMummmw‘m L\“uﬁ‘wu ﬂ“Zgﬁl m/z 69.10 74.39%
miz--> 50 100 150 200 250 300
Abundance #194417: 15-Octadecenoic acid, methyl ester
55.0
5000 87.0 T T
12.50
264.0 m/z 74.80 67.53%
23 0 180.0 222 0 ‘
oL ‘\“ Hn‘ ‘\\ “HH‘ \H\‘H i ‘d‘ ‘\\ e }u “‘ ‘2‘96‘ 0
miz--> 50 200 250 300
Abundance #194435: (Z)—15—Octadecen0ic acid methyl ester
74.0
e ‘
12.50
5000 ITI/Z 41.10 66.12%
41.0 264.0
10.0
‘ ‘ “ 222.0 ‘
[o] ‘\h‘\ ‘! Ul H ‘\‘ “HH‘HM th$50 L “ ——— ‘2‘96‘0
miz--> 50 150 200 250 300
Abundance #194422: 16—Octadecenoic acid, methyl ester —= ‘
55.0 12.50
m/z 83.10 59.33%
5000 87.0
264.0
“ 2ﬁ 0 1800 2220 h 296.0
0! bl il o L P —
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\BF121922\
Data File : BF131701.D

Acq On : 19 Dec 2022 21:44
Operator : CG\JU

Sample : N6091-02

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 11H-Benzo[b]fluorene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.257 2.17 ng 75375  Chrysene-d12 14.069
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
2 7H-Benzanthrene 216 C17H12 000199-94-0 58
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 53
4 Pyrene, 1-methyl- 216 C17H12 002381-21-7 50
5 6H-Thiazolo[5,4-e]indole, 2,7,8-... 216 C12H12N2S 1000338-32-0 49
Abundance Scan 1899 (13.257 min): BF131701.D\data.ms (-1897) (- m/z 214.95 100.00%
214.9
5000{ 55.0 J\
: i LV
13.00 13.50
0° m/z 216.10  88.71%
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #94576: 11H-Benzo[b]fluorene
216.0
5000 e A U
13.00 13.50
108.0 ITI/Z 55.00 44 ,59%
Jos70 | w0 1870 |
H‘HH‘HH‘\H\‘HH‘HH’\\H‘HH‘HH’\H ‘HH‘HH‘HH‘HH’\H
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #94562: 7H-Benzanthrene
215.0
—— —
13.00 13.50
5000 m/z 74.00 31.01%
108.0
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #94578: Fluoranthene, 2-methyl- -Ar = el
216.0 13.00 13.50
m/z 69.00 27.06%
5000
108.0
0 ‘\637'0 | “ \‘\‘ 150.0 1830‘ I
P e e e e e e —— —
m/z--> 40 60 80 100120140160180200220240260280300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121922\
Data File : BF131701.D

Acq On : 19 Dec 2022 21:44
Operator : CG\JU

Sample : N6091-02

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 8 Eicosanoic acid, methyl ester  Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.333 2.13 ng 74061  Chrysene-d12 14.069
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 97
2 Methyl 18-methylnonadecanoate 326 C21H4202 1000424-52-4 97
3 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 93
4 Hexadecanoic acid, 14-methyl-, m... 284 C18H3602 002490-49-5 90
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 74

Abundance Scan 1912 (13.333 min): BF131701.D\data.ms (-1909) (- m/z 74.00 100.00%
74.0
142.9 A - U
H ‘ 218.0 283.1 326. 13.00 13.50
o7 ‘ i ol UA9L, | 2810, L LT myz 86.95  70.25%
miz--> 100 150 200 250 300
Abundance #232222: Eicosanoic acid, methyl ester
74.0
5000 = ey
13.00 13.50
143.0 m/z 43.10 36.08%
4 | ‘ 199.0 283.0 320
O T 1 T “‘\ ‘ ‘\H]ﬁpg‘o“ T ‘ \ T \‘\ “ T \2\4\]-‘0\ T \“ T \“\
miz--> 100 150 200 250 300
Abundance #232223:Meﬂwl184nemymonadecanoam
74.0
P e
13.00 13.50
5000 m/z 55.00 27.91%
143.0 326.
29. ‘ ‘ 199.0 241, 283.0
ol w Ailhgepo, | R0 |
m/z--> 50 100 150 200 250 300
Abundance #179144: Heptadecanoic acid, methyl ester — —
74.0 13.00 13.50
m/z 75.00 22.59%
5000
284.0
1 1430 e g 2410
o‘m_“ nie9o, | 10 o
m/z--> 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121922\
Data File : BF131701.D

Acq On : 19 Dec 2022 21:44
Operator : CG\JU

Sample : N6091-02

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Dichloroacetic acid, heptad... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.916 5.02 ng 174532  Chrysene-d12 14.069
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 70
2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 64
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 62
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 60
5 1-Octadecene 252 C18H36 000112-88-9 59
Abundance Scan 2011 (13.916 min): BF131701.D\data.ms (-2007) (- m/z 230.10 100.00%
230.1
57.0
5000
14.00
174.0 280.1
0 “‘wpww‘ m/z 57.05 73.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #275003: Dichloroacetic acid, heptadecy! ester
57.0
5000 T
11.0 14.00
m/z 43.10 60.92%
O \\“‘\“\‘M “‘“\ ’ ‘1 “‘ h‘\\\\’\????\\2\9\5‘9\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester
57.0
——
14.00
5000 m/z 55.00 58.48%
\ T
0 HM H Aoyl 21202550 406
m/z--> 50 100 150 200 250 300 350 400
Abundance #173730: 9-Eicosene, (E)- —
57.0 14.00
m/z 83.05 55.447%
5000
11.0
b il im0 mg 00 -
m/z--> 50 100 150 200 250 300 350 400 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121922\
Data File : BF131701.D

Acq On : 19 Dec 2022 21:44
Operator : CG\JU

Sample : N6091-02

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 2,6,10,14-Hexadecatetraenoi... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.927 2.85 ng 69807  Perylene-d12 15.574
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 74
2 Supraene 410 C30H50 007683-64-9 74
3 Farnesol isomer a 222 C15H260 1000108-92-4 72
4 Squalene 410 C30H50 000111-02-4 72
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64
Abundance Scan 2183 (14.927 min): BF131701.D\data.ms (-2180) (- m/z 69.05 100.00%
69.0
e J——AC
15.00
137.0 .
2560
obdp bl u il 2100700 3322 ./ s1.e0  48.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #239668: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-t
69.0
5000
15.00
J 1360 m/z 41.00 22.01%
02\7“\. ‘\‘ “‘\ ‘ “‘ \“i‘”\‘\“ “ \ \JT\S? O\ ?3\6\ 9\ ?g? ‘0\3\3\2\? T T 1T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
——
15.00
5000 m/z 68.00 12.81%
137.0
o270y 1010 2730 3410 410
R T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #101957: Farnesol isomer a —
69.0 15.00
m/z 95.00 12.50%
5000
121.0
ol LB e .
m/z--> 50 100 150 200 250 300 350 400 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121922\
Data File : BF131701.D

Acq On : 19 Dec 2022 21:44
Operator : CG\JU

Sample : N6091-02

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Benzo[e]pyrene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.439 4.28 ng 105002  Perylene-di12 15.574
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 97
2 Benzo[a]pyrene 252 C20H12 000050-32-8 95
3 Perylene 252 C20H12 000198-55-0 94
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 91
Abundance Scan 2270 (15.439 min): BF131701.D\data.ms (-2266) (- m/z 252.05 100.00%
252.1
5000
410 125.0 2079 ‘ 15.50
oL 40758 | 17122079 | 2008 346 ., 359 05 30.18%
miz--> 50 100 150 200 250 300
Abundance #138554: Benzo[e]pyrene
252.0
5000 LN
15.50
m/z 253.05  22.38%
125.0
0390 830 | 2000 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #138557: Benzo[a]pyrene
252.0
—
15.50
5000 m/z 125.00 11.95%
126.0
0 83.0, I \‘ 2000,
s e
miz--> 50 100 150 200 250 300
Abundance #138552: Perylene —
252.0 15.50
m/z 251.05 10.70%
5000
126.0
ol 50.0 87.0 \H 162.0198.0 |
R R B e A e Fe
m/z--> 50 100 150 200 250 300 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121922\
Data File : BF131701.D

Acqg On : 19 Dec 2022 21:44
Operator : CG\JU

Sample : N6091-02

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.122 22.4 ng 484594 1 6.875 431767 20.0
2-Pentanone, 4-... 5.081 35.7 ng 770593 1 6.875 431767 20.0
Hexadecanoic ac... 11.810 44.1 ng 968504 4 11.416 439431 20.0
n-Hexadecanoic ... 11.945 6.1 ng 134717 4 11.416 439431 20.0
9,12-Octadecadi... 12.510 284.7 ng 6255730 4 11.416 439431 20.0
15-Octadecenoic... 12.528 185.6 ng 4077790 4 11.416 439431 20.0
11H-Benzo[b]flu... 13.257 2.2 ng 75375 5 14.069 695328 20.0
Eicosanoic acid... 13.333 2.1 ng 74061 5 14.069 695328 20.0
Dichloroacetic ... 13.916 5.0 ng 174532 5 14.069 695328 20.0
2,6,10,14-Hexad... 14.927 2.9 ng 69807 6 15.574 490473 20.0
Benzo[e]pyrene 15.439 4.3 ng 105002 6 15.574 490473 20.0
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