LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081722\
Data File : BF129837.D

Acqg On : 17 Aug 2022 10:51
Operator : CG\JU

Sample : N4199-01

Misc :

ALS Vvial : 4  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-BF081422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF129837.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.051 466 470 481 rVB 158861 205652 5.45% 0.676%
2 5.469 537 541 558 rBV 3236622 3055159 81.01% 10.044%
3 6.481 709 713 726 rBV 3073046 3072678 81.48% 10.101%
4 6.822 768 771 775 rBV 1046773 820429 21.76% 2.697%
5 7.392 863 868 871 rBV 2307223 2038834 54.06% 6.703%

6 8.104 985 989 993 rBV 1302335 1083978 28.74% 3.564%
7 9.180 1167 1172 1175 rBV 4755582 3771130 100.00% 12.398%
8 9.863 1284 1288 1291 rBV 1283973 1087028 28.82%  3.574%
9 10.410 1378 1381 1386 rVB 55297 51945 1.38% 0.171%
10 10.657 1419 1423 1426 rBV 2011821 1650091 43.76% 5.425%
11 10.757 1436 1440 1444 rBV4 34260 61830 1.64% ©0.203%
12 11.351 1537 1541 1543 rBV 1011573 838467 22.23% 2.756%
13 11.374 1543 1545 1550 rVB 443755 350694 9.30% 1.153%
14 11.427 1551 1554 1557 rVV 118083 92361 2.45%  ©.304%
15 11.592 1577 1582 1585 rBV3 42908 68349 1.81% ©.225%
16 11.727 1602 1605 1608 rBV 203302 147356 3.91% ©0.484%
17 11.868 1623 1629 1636 rBvV2 193979 384079 10.18% 1.263%
18 11.968 1642 1646 1648 rBV2 150686 163535 4.34% ©.538%
19 11.986 1648 1649 1654 rVB 66278 51780 1.37% 0.170%
20 12.145 1673 1676 1679 rBV 64109 58327 1.55% 0.192%
21 12.186 1680 1683 1686 rVB 50477 48570 1.29% ©.160%
22 12.415 1717 1722 1724 rBV3 297079 357457 9.48% 1.175%
23 12.433 1724 1725 1729 rVV3 258160 236747 6.28% 0.778%
24 12.498 1732 1736 1738 rBV3 71843 92311 2.45% ©.303%
25 12.521 1738 1740 1744 rVB2 90785 77011 2.04% ©.253%
26 12.568 1744 1748 1752 rBV 985321 862470 22.87%  2.835%
27 12.657 1760 1763 1768 rVB3 65592 67772 1.80% 0.223%
28 12.798 1781 1787 1793 rBV 891956 1001712 26.56% 3.293%
29 12.851 1793 1796 1799 rVB 68423 68283 1.81% ©.224%
30 12.939 1806 1811 1814 rBV 2763628 2433299 64.52% 7.999%
31 13.021 1820 1825 1829 rBV3 80217 140071 3.71%  ©.460%
32 13.127 1836 1843 1846 rBV 175306 267594 7.10% ©0.880%
33 13.192 1851 1854 1857 rBV 116929 101846 2.70% ©.335%
34 13.233 1858 1861 1865 rVV2 117358 108834 2.89% ©.358%
35 13.327 1874 1877 1879 rBV 98445 83244  2.21% 0.274%
36 13.357 1879 1882 1891 rVB2 97686 135090 3.58% 0.444%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081722\
Data File : BF129837.D

Acqg On : 17 Aug 2022 10:51
Operator : CG\JU

Sample : N4199-01

Misc

ALS Vvial : 4  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-BF081422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.645 1928 1931 1934 rBV 96987 88449  2.35% 0.291%
38 13.751 1947 1949 1951 rBV 83746 61433 1.63% 0.202%
39 13.774 1951 1953 1956 rVB 90964 75423 2.00% 0.248%
40 13.804 1956 1958 1960 rBV 73181 77778  2.06%  0.256%
41 14.004 1987 1992 1994 rBV2 1083565 1371747 36.37% 4.510%
42 14.027 1994 1996 2003 rVB 522595 507114 13.45% 1.667%
43 14.109 2008 2010 2012 rVB 91620 63556 1.69% 0.209%
44 14.392 2053 2058 2060 rBv2 212901 268736 7.13% 0.883%
45 14.427 2061 2064 2065 rBV 104520 101749 2.70% 0.334%
46 14.892 2140 2143 2147 rBV 288073 293169 7.77% 0.964%
47 15.051 2166 2170 2173 rBV 496447 720210 19.10%  2.368%
48 15.356 2219 2222 2226 rVB 281523 311627 8.26% 1.024%
49 15.415 2229 2232 2236 rVB 398413 460388 12.21% 1.514%
50 15.480 2240 2243 2246 rVB 488635 511379 13.56% 1.681%

51 16.962 2492 2495 2503 rVB3 195062 369657 9.80% 1.215%

Sum of corrected areas: 30418428
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library
TIC Integration Parameters:

4

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081722\

BF129837.D
: 17 Aug 2022 10:51
: CG\JU
: N4199-01
Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P

Abundance

4000000

3000000

2000000

1000000

0

TIC: BF129837.D\data.ms

5.469

5.051

6.481

7.392

6.822

Time-->

2.40 2.

3.6

I I I I T I
60 2.80 3.00 3.20 3.4 .80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60

\
.8

6.00 6.20 640660680 700720740 7.60

Abundance

4000000

3000000

2000000

1000000

TIC: BF129837.D\data.ms

9.180

10.657

8.104 9.863

10 410 O 757

11.351

11{374

12.939

12.568 7 798

h&

i

421 5

0
Time-->

10.00 10 50 11 00

11 50 12 00 12 50 13 00

Abundance

4000000

3000000

2000000

1000000

0

TIC: BF129837.D\data.ms

14.004

Time-->

‘ T
13.50

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
14.00 14.50 15.00 15.50 16.00 16.50

T ‘ T
17.00

T ‘ T T ‘ T T ‘ T
17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081722\
Data File : BF129837.D

Acq On : 17 Aug 2022 10:51

Operator : CG\JU

Sample : N4199-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method :
Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T EstConc Area Relative to ISTD R.T.
5.051 5.01 ng 205652  1,4-Dichlorobenzene-d4 6.822

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 17
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 470 (5.051 min): BF129837.D\data.ms (-466) (-) m/z 43.05 100.00%

3.0
59.1
5000
1011 R A RRREEEEREE Ly
| 83.0 4.80 5.00 5.20 5.40 ]
O v m/z 59.10 61.57%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L B L I L B
4.80 5.00 5.20 5.40
101.0 m/z 101.10  23.08%
270 83.0
O \\\‘\‘\“\\“‘\\\w‘\\\\“\\\\“\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
T ERRREEEE
4.80 5.00 5.20 5.40
5000 2410 m/z 58.10 15.25%
bl L 128020
miz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate T ERRREEESE S
43.0 4.80 5.00 5.20 5.40
m/z 41.05 8.59%
5000
58.0
15.0 100.0
R A
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40

8270-BF081422.M Thu Aug 18 17:37:01 2022

Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081722\
Data File : BF129837.D

Acq On : 17 Aug 2022 10:51
Operator : CG\JU

Sample : N4199-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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 Hexadecanoic acid, methyl e... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.727 3.51 ng 147356  Phenanthrene-di10 11.351
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 94
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
5 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 83
Abundance Scan 1605 (11.727 min): BF129837.D\data.ms (-1602) (- m/z 74.05 100.00%
74.0
5000
43.1
143.0 2979 J\‘ - RN
M H 1(‘)10 185.2 ‘ 2701 11.50 12.00
O el b e T m/z 87.00 74.40%
m/z--> 20 40 60 80 100120 140160180 200220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 J\‘ T IR
43.0 11.50 12.00
143.0 m/z 43.10 34.44%
‘u \“ ‘\ \\\1(\)\10 | 17\10\199022\70 270.0
O‘HH‘HH‘H‘H‘\‘H\“HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘H‘H‘

m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #161238: Pentadecanoic acid, 14-methyl-, methyl ester

%

74.0
11.50 12.00
m/z 41.05 27.74%
50001 4o 270.0
| H‘l 1.0 ‘ 1850
0 1071110 VR W SO Vet S st B
m/z--> 20 40 60 80 100 120 140 160 180200 220 240 260
Abundance #126208: Methyl tetradecanoate T —
74.0 11.50 12.00
m/z 55.05 27.20%
5000
43.0

143 0 199.0
“ M‘MIOIO 171.0 242.0

o‘HH_HwHH_HwHH_HwHH_HwHH_ww_ww‘
miz—-> 20 40 60 80 100 120140 160 180 200 220 240 260 11.50 12.00

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081722\
Data File : BF129837.D

Acq On : 17 Aug 2022 10:51
Operator : CG\JU

Sample : N4199-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.868 9.16 ng 384079  Phenanthrene-die 11.351
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58
Abundance Scan 1629 (11.868 min): BF129837.D\data.ms (-1623) (- m/z 73.00 100.00%
43.1 73.0
5000 129.0 lf
213.2 e e
157.1185.1 11.50 12.00
— m/z 43.10 90.21%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 - T
11.50 12.00
167.01g5 02130  256.0 m/z 60.00 89.01%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
= —T
43.0 11.50 12.00
5000 129.0 m/z 55.05 73.18%
171.0
‘ 214.0
AR IH S N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid — —
43.0 ,73.0 11.50 12.00
m/z 41.10 73.06%
5000 129.0
199.0
s ) e T
0%§Rk“JWNWﬁ”wmwWMMMWHH_‘HJHWH‘WHH_‘H_ — ——
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081722\
Data File : BF129837.D

Acq On : 17 Aug 2022 10:51
Operator : CG\JU

Sample : N4199-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.968 3.90 ng 163535 Phenanthrene-d10 11.351
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 93
2 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 47
3 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 42
4 Methyl diselenide 190 C2H6Se2 007101-31-7 38
5 Pyrimidine, 6-oxo-4-(3-fluorophe... 190 C10H7FN20 085979-55-1 38

Abundance Scan 1646 (11.968 min): BF129837.D\data.ms (-1642) (- m/z 190.10 100.00%
190.1
5000
94.5 PRI
12.00
63.0 163.0
O 389 220 L A8TOT Il 82471 s 189,05 90.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 T
940 12.00
4. m/z 192.10  39.93%
oL 310 630 | 13701630 |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64636: 2,3,5,6-Tetramethylterephthalaldehyde
39.0 190.0
e
o0 191 192500 36.569
5000 65.0 133.0 161.0 m/z 191. - 204
0 “!‘H “‘H‘“m‘w“‘Wm,uu,‘m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64351: 2,2'-Bis(4,5-dimethylimidazole) .
42.0 190.0 12.00
m/z 94.45 20.66%
h M
0, T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

BF1
17
: CG\
: N41

4

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081722\

29837.D
Aug 2022 10:51
Ju
99-01
Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5 9,12-Octadecadienoic acid, Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
12.415 8.53 ng 357457  Phenanthrene-di10 11.351
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
3 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
4 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
5 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99

Abundance Scan 1722 (12.415 min): BF129837.D\data.ms (-1717) (-} | m/z 67.05 100.00%
67.0
09.1
o
i [T e
oL \MW“\MMJMWWJWMMW%‘N\\‘Wi”\1\ SN —. m/z 81.05 88.19%
miz--> 50 100 150 200 250
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
5000 R
12.50
m/z 55.05 69.37%
I 262.0294.0
O T T } ’
miz--> 50 100 150 200 250
Abundance  #191908: 10,13-Octadecadienoic acid, methyl ester
67.0
P
12.50
5000 m/z 95.10 61.16%
09.0
29.0 294.C
H 263.0
0! HH\ \H\Mh”u \H\ \‘h \\\131 O 2299 — ‘\‘ , A ‘
miz-> 50 100 150 200 250 -
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- % —— —
67.0 12.50
m/z 41.05 57.94%
5000
09.0 294.C
oL U 11509 agro 2200 263077 il
miz--> 50 150 200 250 12.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Met
Quant Tit

TIC Libra

17

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081722\
BF129837.D

Aug 2022 10:51

: CG\JU
: N4199-01

4

hod :
le

ry

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9-Octadecenoic acid (Z)-, m... Concentration Rank 5
R.T EstConc Area Relative to ISTD R.T.
12.433 5.65 ng 236747  Phenanthrene-di0 11.351
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 93
2 6-Octadecenoic acid 282 (C18H3402 1000336-66-8 91
3 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 90
4 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 90
5 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 87
Abundance Scan 1725 (12.433 min): BF129837.D\data.ms (-1724) (-} m/z 55.10 100.00%
55.1
—
12.50
ob— m/z 41.10 70.76%
miz--> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 87.0 1
12.50
23.0 m/z 69.10 64.99%
‘ ‘ H W | ' 180.0 2220 264.0,0.
02‘5“0“ I “ ‘\‘m\ “ Hw \‘MHMH‘MH\‘M u‘\h S = ‘u‘ — ‘H‘ = \"
miz—-> 50 100 150 200 250 300
Abundance #176211: 6-Octadecenoic acid
53.0 970
—
12.50
5000 m/z 74.00 57.19%
37.0 180.0 222.0
0,
m/z--> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester ! —
55.0 12.50
m/z 43.10 53.88%
5000
87.0
264.0
Ll e e @0
oL “ ‘; ‘\‘\ o M Lo \‘\ HLM “\MM‘MH\‘M gl Lo, A N “‘ : ‘\" —
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\BF081722\
Data File : BF129837.D

Acq On : 17 Aug 2022 10:51
Operator : CG\JU

Sample : N4199-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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 7 Cyclopenta(def)phenanthrenone Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.498 2.20 ng 92311  Phenanthrene-d10 11.351
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 96
2 5,6,7,8-Tetrahydrothieno[2,3-b]q... 204 C11H12N2S 122914-50-5 58
3 1-(4-Methoxyphenyl)-5-methyl-1H-... 246 C13H14N203 1010500-96-8 47
4 6-Chloro-2,3,4,9-tetrahydro-1H-c... 248 C13H13CIN20 1000303-44-7 47
5 1-(4-Methoxyphenyl)-5-methyl-2,3... 204 C11H12N202 014058-90-3 47

Abundance Scan 1736 (12.498 min): BF129837.D\data.ms (-1732) (- m/z 204.05 100.00%
204.1
e
44.0 88\0 0 % | 283 s 1250
0o 0k st 2230 L L L2383 28I 0605 37.02%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80568: Cyclopenta(def)phenanthrenone
204.0
5000 1
12.50
m/z 206.10 20.25%
88.0 1750 ‘
O\H‘HH‘\H\‘\H‘\’\‘\H“‘\\J\-\z‘z\\(\)\‘H“H‘\HH\“HH’ H\’HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #79578: 5,6,7,8-Tetrahydrothieno[2,3-b]quinolin-4-amine
204.0
—
12.50
5000 ITI/Z 205.10 16.42%
520 940 1350 17% \
o) SR AP PRI P O W | E—
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #130399: 1-(4-Methoxyphenyl)-5-methyl-1H-imidazol-2-0 —
204.0 12.50
m/z 87.95 15.53%
5000 108.0
148.0
43.0
‘ 77.0 ‘ 246.0
0‘H‘Huﬁ‘umuJVJ‘MMmuWMNMWHﬂwNH,MHV‘H_MH_H‘_‘ prdnll
m/z--> 20 40 60 80 100120140160180200220240260280 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081722\
Data File : BF129837.D

Acq On : 17 Aug 2022 10:51
Operator : CG\JU

Sample : N4199-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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 8 Pyrene, 1-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.021 2.04 ng 140071  Chrysene-d12 14.004
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 96
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 94
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 76
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 70
Abundance Scan 1825 (13.021 min): BF129837.D\data.ms (-1820) (-} m/z 216.05 100.00%
216.1
T \
43.1 94\4 29.9 165.1 M 261.1 : 1309
Ok A 12991021 |l | 2611 3170 s 015,05 95.98%
m/z--> 50 100 150 200 250 300
Abundance #94566: Pyrene, 1-methyl-
216.0
5000 Al :
13.00
94.0 m/z 213.10 20.63%
027.0_62.0 12601630 | |
T T T ‘ TT T T ‘ L T T ‘ T T T ‘ T L T ‘ T L T ‘ T T
miz--> 50 100 150 200 250 300
Abundance #94578: Fluoranthene, 2-methyl-
216.0
T \
13.00
5000 m/z 217.10 18.47%
108.0
63.0 ‘ 163.0
miz--> 50 100 150 200 250 300
Abundance #94576: 11H-Benzo[b]fluorene T
216.0 13.00
m/z 94.40 16.43%
5000
108.0
S IR P
m/z--> 50 100 150 200 250 300 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081722\
Data File : BF129837.D

Acq On : 17 Aug 2022 10:51

Operator : CG\JU

Sample : N4199-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 11H-Benzo[a]fluorene Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T.
13.127 3.90 ng 267594  Chrysene-d12 14.004
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 93
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 91
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 87
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 81
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 74

Abundance Scan 1843 (13.127 min): BF129837.D\data.ms (-1836) (- m/z 216.05 100.00%
216.1
5000
107.6 1200 1250
13.00 13.50
. 163.0
ol 239, J‘,“‘ il 25312860 o 215,10 81.07%
mfz--> 50 100 150 200 250 300
Abundance #94575: 11H-Benzo[a]fluorene
216.0
5000 A Sl
108.0 13.00 13.50
m/z 213.10  22.15%
O 630 1 “‘ ‘ 163‘0 \‘ Il
T T T T ‘ T T T T T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T
m/z--> 50 100 150 200 250 300
Abundance #94574: 11H-Benzo[b]fluorene
216.0
T —
108.0 13.00 13.50
5000 ITI/Z 217.05 16.78%
63.0 \‘ 163.0
OHH‘;M“M‘M el
miz--> 100 150 200 250 300
Abundance #94565: Pyrene, 1-methyl- T 7
216.0 13.00 13.50
m/z 107.60 14.07%
5000
95.0
o.27.0 63.0 ‘\ i 1630 | |
" = =
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081722\
Data File : BF129837.D

Acq On : 17 Aug 2022 10:51
Operator : CG\JU

Sample : N4199-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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-Methylchrysene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.392 3.92 ng 268736  Chrysene-d12 14.004
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Methylchrysene 242 C19H14 003351-32-4 96
2 Triphenylene, 2-methyl- 242 C19H14 001705-84-6 95
3 Chrysene, 1-methyl- 242 C19H14 003351-28-8 95
4 Benz[a]anthracene, 12-methyl- 242 C19H14 002422-79-9 91
5 Benz[a]anthracene, 1-methyl- 242 C19H14 002498-77-3 91
Abundance Scan 2058 (14.392 min): BF129837 D\data.ms (-2053) (- m/z 242.10 100.00%
242,
14‘0(5 5.4‘5(;
165 1 : :
o830, M‘ i L85 i) [3021349.23062 o0 10 33.47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #126434: 2-Methylchrysene
242.0
5000 = el
14.00 14.50
120.0 m/z 239.10  29.71%
280 750, , | 1870, |
\\\‘\\\\‘\\\’\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #126450: Triphenylene, 2-methyl-
242.0
= ——
14.00 14.50
5000 m/z 243.10 20.54%
121.0
44\0 H“ 200 Q\ L
B e B e B e
m/z--> 50 100 150 200 250 300 350 400
Abundance #126442: Chrysene, 1-methyl- o T
242.0 14.00 14.50
m/z 240.10  13.15%
5000
120.0
o830l 7O |
m/z--> 50 100 150 200 250 300 350 400 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081722\
Data File : BF129837.D

Acq On : 17 Aug 2022 10:51
Operator : CG\JU

Sample : N4199-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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 Octadecanal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.892 11.47 ng 293169  Perylene-di12 15.480
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 92
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
3 Eicosanal- 296 C20H400 002400-66-0 90
4 17-Octadecenal 266 C18H340 056554-86-0 89
5 4,5-Dihydrobenzo[e]pyrene 254 C20H14 095676-42-9 89
Abundance Scan 2143 (14.892 min): BF129837.D\data.ms (-2140) (- m/z 57.10 100.00%
57.1
253.1
5000
09.1 — —
14.50 15.00
o “NJ‘" A N“‘ 135212 gﬁilw“““‘M,‘H“mh‘ﬁlflz‘ 3885 m/z 82.05 90.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158568: Octadecanal
43.0
96.0
5000 — ——
14.50 15.00
‘ m/z 43.10 83.43%
250.0
O \‘\ ‘ “\‘\‘ “‘\‘h‘ ‘U“\‘“‘\“JMS‘%;?J}-‘\G"P‘H‘ T } L ‘ T T ‘ T T ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #158579: Oxirane, hexadecyl-
82.0
— ——
14.50 15.00
50009 m/z 55.10 73.51%
AL 80 san0 e
O‘J‘WLV‘HNNMWﬂ‘u:u‘muu;““‘u““““w‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #194557: Eicosanal- — ——
82.0 14.50 15.00
m/z 253.10 63.24%
5000
29.
LT 20s0 20
oL NWL‘uﬂ‘u;‘puu‘f“\“u““““w‘ s T
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081722\
Data File : BF129837.D

Acq On : 17 Aug 2022 10:51
Operator : CG\JU

Sample : N4199-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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 12 Benzo[e]pyrene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.356  12.19 ng 311627  Perylene-di12 15.480
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[a]pyrene 252 C20H12 000050-32-8 97
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 95
3 Benzo[e]pyrene 252 C20H12 000192-97-2 94
4 Perylene 252 C20H12 000198-55-0 90
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 74
Abundance Scan 2222 (15.356 min): BF129837.D\data.ms (-2219) (- m/z 252.10 100.00%
252.1
w M
T e
1251 15.00 15.50
ol 750 4) 1981, | 304135314018 ., y50.10  29.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138555: Benzo[a]pyrene
252.0
5000 — =
15.00 15.50
m/z 253.10 21.08%
126.0
0 74.0 I \“ 200'0m il
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138562: Benzo[b]fluoranthene
252.0
— —=
15.00 15.50
5000 m/z 125.10 12.19%
126.0
0 74'0 “ “‘ 200'0h Al
T o e o AR
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene “ T
252.0 15.00 15.50
m/z 126.00 11.26%
5000
125.0
ol 740 | 200.0, |
L o e e — —
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081722\
Data File : BF129837.D

Acqg On : 17 Aug 2022 10:51
Operator : CG\JU

Sample : N4199-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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|
2-Pentanone, 4-... 5.051 5.0 ng 205652 1 6.822 820429 20.0
Hexadecanoic ac... 11.727 3.5 ng 147356 4 11.351 838467 20.0
n-Hexadecanoic ... 11.868 9.2 ng 384079 4 11.351 838467 20.0
4H-Cyclopenta[d... 11.968 3.9 ng 163535 4 11.351 838467 20.0
9,12-Octadecadi... 12.415 8.5 ng 357457 4 11.351 838467 20.0
9-Octadecenoic ... 12.433 5.7 ng 236747 4 11.351 838467 20.0
Cyclopenta(def)... 12.498 2.2 ng 92311 4 11.351 838467 20.0
Pyrene, 1-methyl- 13.021 2.0 ng 140071 5 14.004 1371750 20.0
11H-Benzo[a]flu... 13.127 3.9 ng 267594 5 14.004 1371750 20.0
2-Methylchrysene 14.392 3.9 ng 268736 5 14.004 1371750 20.0
Octadecanal 14.892 11.5 ng 293169 6 15.480 511379 20.0
Benzo[e]pyrene 15.356 12.2 ng 311627 6 15.480 511379 20.0
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