LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138558.D

Acqg On : 12 Jul 2024 21:09
Operator : CG\JU

Sample : P3187-09

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-BF070924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138558.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.14e 3 9 14 rBV 2058495 2557377 100.00% 11.264%
2 5.081 505 509 518 rVB 181448 209664 8.20% 0.923%
3 5.493 575 579 590 rBV 2872329 2467945 96.50% 10.870%
4 6.504 746 751 754 rBV 2584160 2401723 93.91% 10.578%
5 6.869 809 813 816 rBV 779833 698299 27.31% 3.076%
6 7.357 890 896 902 rBvV2 24201 49957 1.95% 0.220%
7 7.428 904 908 911 rBV 1817585 1475732 57.70% 6.500%
8 8.145 1027 1030 1034 rBV 966185 779585 30.48%  3.434%
9 9.222 1209 1213 1216 rBV 2853225 2193661 85.78% 9.662%
106 9.763 1302 1305 1308 rBV 98716 81904 3.20% 0.361%
11  9.898 1325 1328 1332 rBV 885295 727173 28.43%  3.203%
12 9.992 1339 1344 1349 rBV 60338 80599 3.15% 0.355%
13 10.686 1458 1462 1466 rBV 1365735 1201493 46.98% 5.292%
14 10.816 1479 1484 1489 rBV3 65797 79047 3.09% 0.348%
15 10.869 1490 1493 1495 rBV 32138 31832 1.24% 0.140%
16 10.898 1495 1498 1502 rVB3 29612 43314 1.69% 0.191%
17 11.045 1520 1523 1527 rVB3 44543 42864 1.68% 0.189%
18 11.081 1527 1529 1534 rBV 36846 40990 1.60% 0.181%
19 11.192 1545 1548 1551 rVB 36379 31111 1.22% 0.137%
20 11.333 1568 1572 1575 rBV 109105 100528 3.93% 0.443%
21 11.386 1577 1581 1583 rVV 925259 759631 29.70%  3.346%
22 11.410 1583 1585 1588 rVvVv 212593 161143 6.30% 0.710%
23 11.463 1591 1594 1596 rBV 126439 115463 4.51% 0.509%
24 11.616 1615 1620 1625 rBV 119566 124213 4.86% 0.547%
25 11.886 1661 1666 1667 rBV3 40850 59156 2.31% 0.261%
26 11.910 1667 1670 1674 rVV2 442451 401776 15.71% 1.770%
27 11.998 1682 1685 1692 rVB2 82873 117439 4.59% 0.517%
28 12.204 1718 1720 1724 rVB 101041 86694 3.39% 0.382%
29 12.445 1757 1761 1762 rBV3 27945 37051 1.45% 0.163%
30 12.469 1762 1765 1768 rVV4 32386 50062 1.96% ©0.220%
31 12.522 1771 1774 1777 rW 75219 70705  2.76% 311%

32 12.598 1784 1787 1790 rBV 700139 546744 21.38%
33 12.692 1800 1803 1806 rBV 153171 158772  6.21%
34 12.827 1820 1826 1829 rBV 706135 661969 25.88%
35 12.969 1846 1850 1853 rBV 2341912 1915283 74.89%

cONONO
[e)]
O
o]
B

36 13.045 1860 1863 1867 rBV2 48260 62060 2.43% 0.273%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138558.D

Acqg On : 12 Jul 2024 21:09
Operator : CG\JU

Sample : P3187-09

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-BF070924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 13.663 1965 1968 1972 rBV2 88505 130316 5.10% 0.574%
38 13.869 2000 2003 2007 rBV 185545 203640 7.96% 0.897%
39 14.022 2025 2029 2032 rBV2 524111 610491 23.87% 2.689%
40 15.063 2202 2206 2209 rBV 374469 553858 21.66% 2.439%
41 15.363 2255 2257 2263 rVB 182399 209329 8.19% 0.922%

42 15.492 2275 2279 2282 rBV2 289754 373742 14.61% 1.646%

Sum of corrected areas: 22704335
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 12 Jul 2024 21:09
¢ CG\JU
. P3187-09

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
BF138558.D

: 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

0

TIC: BF138558.D\data.ms

5.493
6.504

.140
7.428

6.869

5.081

7.35

Time-->

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

2500000

2000000

1500000

1000000

500000

TIC: BF138558.D\data.ms

9.222
12.969

10.686

8.145 11.386
9.898 12.5082-827

3.045 4n0

L 9.763|9.992

0
Time-->

— — —
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

2500000

2000000

1500000

1000000

500000

Time-->

TIC: BF138558.D\data.ms

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T 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\BF071224\
Data File : BF138558.D

Acqg On : 12 Jul 2024 21:09
Operator : CG\JU

Sample : P3187-09

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.140 73.25 ng 2557380 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
Abundance Scan 9 (2.140 min): BF138558.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.0
87.1
e ARERaRRZEEES
‘ ng 1 2.202.302.402.50
Ol B2 ML 1092 1282 . 4305 46.55%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L UL LA B B
43.0 2.202.302.402.50
87.0 m/z 55.05 32.88%
20 | Lo ||
O \H‘\H\‘HH‘HH‘HH‘HH‘HH’HH‘HH‘\H\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9527: 3-Pentanol, 2,4-dimethyl-
73.0
e ARRREEEES
2.202.302.402.50
5000 m/z 87.10 26.21%
55.0
27.0 41l
o220 L L4 L es0 uso
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol e ARARaRRZEEES
73.0 2.202.302.402.50
87.0 m/z 41.05 15.36%
5000 41.0 55.0
27.0
0 1], ‘ 112.0 129.0
HWHH_HW‘HwHH_HWH‘WHHMHWHH‘HHMHWHHMH‘ B R o R R s
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138558.D

Acqg On : 12 Jul 2024 21:09
Operator : CG\JU

Sample : P3187-09

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.081 6.00 ng 209664 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 509 (5.081 min): BF138558.D\data.ms (-505) (-) m/z 43.10 100.00%

43.1
5000
T T
‘ 1011 4.80 5.00 5.20 5.40
ol 7202068 /7 59,18 52.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L B L AN L

4.80 5.00 5.20 5.40

m/z 101.10 15.66%
15.0 ‘ 101.0
O\\\‘\‘\W‘\\“M\\}‘\\\\"\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
P
4.80 5.00 5.20 5.40
5000 m/z 58.05 14.55%
29.0 101.0
N N S W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4156: 1-Propen-2-ol, acetate A ARAEEEREEE S
43.0 4.80 5.00 5.20 5.40
m/z 41.05 8.33%
5000
150 72‘-0 100.0
ottt CUT TN
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138558.D

Acqg On : 12 Jul 2024 21:09
Operator : CG\JU

Sample : P3187-09

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 unknown9.992 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.992 2.22 ng 80599  Acenaphthene-dile 9.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4,4-Trimethyl-1-pentanol, chlo... 242 C10H17C1F202 1000447-27-2 12
2 2,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 10
3 4,7-Dimethyl-5-decyne-4,7-diol 198 C12H2202 000126-87-4 10
4 Carbonic acid, heptadecyl prop-1... 340 C21H4003 1000382-90-2 10
5 6,10,13-Trimethyltetradecanol 256 C17H360 1000131-71-0 10

Abundance Scan 1344 (9.992 min): BF138558.D\data.ms (-1339) (-) m/z 43.10 100.00%

43.1
w0 J\\M
——
‘ ‘ 171.1197.2 10.00
Ot m/z 57.10 50.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #125244: 2,4,4-Trimethyl-1-pentanol, chlorodifluoroaceta;
57.0
5000 ‘Obd
97.0 10.
m/z 97.10 39.97%
0 290‘\ ‘\ L 143.0 169.0 227.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104612: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
——
10.00
5000 m/z 137.05 37.22%
113.0
83.0
Ol o 1870 1080
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73603: 4,7-Dimethyl-5-decyne-4,7-diol
43.0 10.00
m/z 59.10 36.21%
5000
137.0
69.0 95.0
O30 bt et 2620, o Llgep
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138558.D

Acqg On : 12 Jul 2024 21:09
Operator : CG\JU

Sample : P3187-09

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 1(2H)-Acenaphthylenone Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.816 2.08 ng 79047  Phenanthrene-d1e 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1(2H)-Acenaphthylenone 168 C12H80 002235-15-6 93
2 2,4-Hexadiyn-1-one, 1-phenyl- 168 C12H80 000495-74-9 64
3 Dibenzofuran 168 C12H80 000132-64-9 43
4 Ethyl maltol 140 C7H803 004940-11-8 43
5 Cyclobuta[de]naphthalene 140 C11H8 024973-91-9 43
Abundance Scan 1484 (10.816 min): BF138558.D\data.ms (-1479) (- m/z 140.05 100.00%
140.1 1681
5000
57.1 107.1
- it
85.0
2201 10.50 11.00
0" m/z 168.10  84.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43619: 1(2H)-Acenaphthylenone
140.0 168.0
5000
10.50 11.00
m/z 139.05 80.40%
69"0 113.0
0 ‘H\4\1‘2\.9‘\\““\\‘\h\‘W\\“H‘\“\‘HHH‘HH‘\‘H‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43620: 2,4-Hexadiyn-1-one, 1-phenyl-
140.0
910 10.50 11.00
5000 168.0 m/z 121.05  69.57%
51.0
114.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43617: Dibenzofuran pkde il —
168.0 10.50 11.00
m/z 107.10  34.09%
5000
139.0
390 620 %49 1130 |
O e ot e et b et e e | e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138558.D

Acqg On : 12 Jul 2024 21:09
Operator : CG\JU

Sample : P3187-09

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Benzo[b]benzo[3,4]cyclobuta... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.334 2.65 ng 100528  Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]benzo[3,4]cyclobuta[1l,2-... 210 C14H1002 042896-18-4 93
2 4'-Phenylpropiophenone 210 C15H140 037940-57-1 87
3 (1,1'-Biphenyl)-2,2"'-dicarboxald... 210 C14H1002 001210-05-5 50
4 2-Fluorenamine 181 C13H11N 000153-78-6 49
5 3-Methyl-2-azafluorene 181 C13H11N 018631-12-4 47

Abundance Scan 1572 (11.333 min): BF138558.D\data.ms (-1568) (- m/z 181.05 100.00%
181.1

210.1
5000

1521

e 4
57.1 102.1127.1 ‘ ‘ 11.00 11.50
|

2
il 22 L L g 216010 54.93%
miz—> 20 40 60 80 100 120 140 160 180 200 220

Abundance #87486: Benzo[b]benzo[3,4]cyclobuta[1,2-e][1,4]dioxin, 4
181.0 210.0

o

102.0

5000
11. 00 ll 50

m/z 152.05 30.15%

152.0
0 o L1
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #87588: 4'-Phenylpropiophenone
181.0

11. 00 ll 50
5000 m/z 182.10 14.74%
152.0 210.0
0l27.0 51.0 7?0 102.0 127.0 H |
T Pl e b el e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #87478: (1,1'-Biphenyl)-2,2'-dicarboxaldehyde

181.0 11.00 11.50

m/z 153.00 12.99%

5000
152.0
76.0 ‘
0280 510 Y 10401270 2100 o b

m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138558.D

Acqg On : 12 Jul 2024 21:09
Operator : CG\JU

Sample : P3187-09

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.910 10.58 ng 401776  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 96
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Octadecanoic acid 284 C18H3602 000057-11-4 70
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 70
Abundance Scan 1670 (11.910 min): BF138558.D\data.ms (-1667) (- m/z 43.10 100.00%
43.1 73.1
5000
129.1
213.2 — 1
L \‘ I u‘u‘h T “ ‘ " N | [ L 287.. 9
0b—— “ s m/z 60.05 90.47%
miz--> 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
430 73.0 256.0
5000 1
129.0 12.00
213.0 m/z 73.10 90.37%
‘ 171 0 ‘
o) “\ \\hh‘\ u‘\\‘\ Ll ‘ i “‘u\‘ A L‘ . “ —
m/z--> 100 200 250
Abundance #92069.Tndecanok:add
73.0
=
43.0 12.00
5000 129.0 m/Z 41.10 76.54%
171.0
‘ 214.0
ol— ‘\‘ ‘;‘\‘u“\ L “‘H‘h bl ol “ ‘n“ L “‘ : “\‘ —
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid ——
43.0 73.0 12.00
m/z 57.10 75.58%
5000 129.0
‘ 199.0 2420
oL “\‘ H‘H‘H w\hH ‘\H ul, ‘ 1‘67‘0‘“ A —— —r
m/z--> 50 100 150 200 250 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138558.D

Acqg On : 12 Jul 2024 21:09
Operator : CG\JU

Sample : P3187-09

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 4H-Cyclopenta[def]phenanthrene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.998 3.09 ng 117439  Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 68
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 58
3 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 43
4 Carbonic acid, ethyl 2-formyl-4,... 262 C10H8C1204 1000331-34-4 37
5 6-Amino-2,4-dichloro-3-ethylphenol 205 C8H9CI12NO 101819-99-2 27

Abundance Scan 1685 (11.998 min): BF138558.D\data.ms (-1682) (- m/z 189.10 100.00%
189.1
w ﬂb
P
93.9
12.00
44.0 127.2 221.2 ‘
0 S5eE28L 302 s 190,10 88.19%
miz--> 50 100 150 200 250 300
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 i U
940 12.00
4 m/z 192.10  47.73%
ol.27.0 620 \h 1370 , |
T T T T ‘ T T T T T T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
e
12.00
5000 m/z 191.05 41.61%
94.0
0 S
m/iz--> 50 100 150 200 250 300
Abundance #64350: 2,2'-Bis(4,5-dimethylimidazole) —
189.0 12.00
m/z 187.10 20.15%
5000
42.0 122.0
y 800 J |
e ( A
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138558.D

Acqg On : 12 Jul 2024 21:09
Operator : CG\JU

Sample : P3187-09

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 9,10-Anthracenedione Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.204 2.28 ng 86694  Phenanthrene-dle 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Anthracenedione 208 (C14H802 000084-65-1 96
2 9H-Fluoren-9-one 180 C13H80 000486-25-9 78
3 1H-Phenalen-1-one 180 C13H80 000548-39-0 78
4 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 78
5 Benzo[h]cinnoline 180 C12H8N2 000230-31-9 55

Abundance Scan 1720 (12.204 min): BF138558.D\data.ms (-1718) (- m/z 208.10 100.00%
1

152.1 208.
5000 76.0

S
1200 1250
ok ?ww‘ w”h Wt Ak 2TLO30L: /7 180.10  99.25%

m/z--> 50 100 150 200 250 300
Abundance #85294: 9,10-Anthracenedione
152.0 208.0
76.0

5000 T
12.00 12.50
m/z 152.05 89.04%

O T :\39‘\'#‘ \“ T H‘\ “1 JT‘J-I().\O“ T T T T “ T ‘ Hf T T T ‘ T T T T ‘ T
m/z--> 50 100 150 200 250 300
Abundance #55036: 9H-Fluoren-9-one
180.0

T
12.00 12.50

5000 m/z 151.05 46.84%
OH\‘}\‘J‘\\“HH“‘\Hl\” —
m/z--> 50 100 150 200 250 300
Abundance #55037: 1H-Phenalen-1-one T T
180.0 12.00 12.50

m/z 76.00  38.26%

5000
76.0
150.0
0 39.0 ‘ | . 1110 H ‘ WV‘\A

‘ T
m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138558.D

Acqg On : 12 Jul 2024 21:09
Operator : CG\JU

Sample : P3187-09

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.692 4.18 ng 158772  Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 4,4'-Bis(tetrahydrothiopyran) 202 C10H18S2 116196-83-9 92
3 Anthracene, 9-(2-nitroethenyl)- 249 C16H11NO2 058349-77-2 53
4 Dodecanoic acid 200 C12H2402 000143-07-7 49
5 Pentadecanoic acid 242 C15H3002 001002-84-2 48

Abundance Scan 1803 (12.692 min): BF138558.D\data.ms (-1800) (- m/z 202.05 100.00%
1

202.
431
5000
5.1 129.0 L — L —
241.3 284.3 12.50 13.00
’ 1.
! ot 09U s L L 3B 4310 62.72%
miz--> 50 100 150 200 250 300
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 — —
3.0 12.50 13.00
1850 o4y o 2240 m/z 57.10  56.53%
0! m}‘ﬂh“w w“"\‘ ‘L “\‘ “ ‘\‘\‘ “\ ‘\‘ . T
miz-> 50 100 150 200 250 300
Abundance #77411: 4,4'-Bis(tetrahydrothiopyran)
45.0 202.0
99.0 e —
12.50 13.00
5000 155 m/Z 73.10 55.93%

#134572: Anthracene, 9-(2-nitroethenyl)- R
202.0 12.50 13.00

m/z 55.10  53.52%

ol ‘w“\w\}“"‘\” P
miz--> 50 100 150 200 250 300
Abundance 2
2.

5000
101.0

¥

249.0

0 T T ‘6\3\0‘\ “\ 1 15\00 Il h

7 ‘
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138558.D

Acqg On : 12 Jul 2024 21:09
Operator : CG\JU

Sample : P3187-09

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Fluoranthene, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.045 2.03 ng 62060 Chrysene-di12 14.022
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 91
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 87
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 72
4 3-Pyridinamine, 6-chloro-N-(phen... 216 C12H9CIN2 005325-71-3 64
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 62
Abundance Scan 1863 (13.045 min): BF138558.D\data.ms (-1860) (- m/z 216.10 100.00%
216.1
I \
551 276.1 13.00
ol 2Rl Rl 27023182358 515 10 85.77%
m/z--> 50 100 150 200 250 300 350
Abundance #94579: Fluoranthene, 2-methyl-
216.0
5000 = :
13.00
m/z 217.10 22.50%
108.0
ol,260630 | 1630, |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #94572: 11H-Benzolb]fluorene
216.0
13.00
5000 m/z 213.10 21.40%
107.0
0 63.0 ;1630 ||
1t
m/z--> 50 100 150 200 250 300 350
Abundance #94565: Pyrene, 1-methyl- T ‘
216.0 13.00
m/z 108.00 11.46%
5000
95.0
o0 1 e | o
m/z--> 50 100 150 200 250 300 350 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138558.D

Acqg On : 12 Jul 2024 21:09
Operator : CG\JU

Sample : P3187-09

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 11H-Benzo[a]fluoren-11-one Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.663 4.27 ng 130316  Chrysene-di12 14.022
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 83
2 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 76
3 Dibenzo[c,h][2,6]naphthyridine 230 C16H10N2 000218-30-4 59
4 (E)-.alpha.,.alpha.'-Dicyanostil... 230 C16H10N2 002450-55-7 53
5 benzonitrile, 2-(3-isoquinolinyl)- 230 C16H10N2 1000401-00-3 53
Abundance Scan 1968 (13.663 min): BF138558.D\data.ms (-1965) (- m/z 230.10 100.00%
230.1
971 = =T
13.50 14.00
41.] .
- ‘J‘“‘lu‘m““u“‘}‘ T ‘17§1N Ao 31233612 4220 n; 202,10 22.28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #111819: 11H-Benzo[a]fluoren-11-one
230.0
5000 —r— ——
13.50 14.00
101.0 m/z 200.10 21.47%
00, | _10)
0 \\‘\“‘\“\“\“\“‘T‘\\1{‘\\‘“\\““\\ JL L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #111823: 7H-Benz[de]anthracen-7-one
230.0
— —
13.50 14.00
5000 ITI/Z 231.10 21.43%
oL 500 1001500
R L e e o
m/z--> 50 100 150 200 250 300 350 400
Abundance #111793: Dibenzol[c,h][2,6]naphthyridine T —
230.0 13.50 14.00
m/z 97.10 15.57%
5000 W
ot — —
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138558.D

Acqg On : 12 Jul 2024 21:09
Operator : CG\JU

Sample : P3187-09

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.869 6.67 ng 203640  Chrysene-di2 14.022
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 89
2 1-Tetracosene 336 C24H48 010192-32-2 64
3 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 50
4 Cyclotetracosane 336 C24H48 000297-03-0 46
5 Carbonic acid, hexadecyl isobuty... 342 C21H4203 1010314-61-3 46
Abundance Scan 2003 (13.869 min): BF138558.D\data.ms (-2000) (- m/z 230.10 100.00%
57.1 230.1
5000
l111 1 ‘ i =
287.4 13.50 14.00
)
or AL 7ol | 4 s arzsaroa 020 0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #209741: 1-Docosene
558.0
5000 — ——
1o 13.50 14.00
m/z 43.10 69.88%
0 ‘ H‘\J 167.0 308.0
’\\f ’\\!\]f\\f‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #244231: 1-Tetracosene
430 97,0
— ——
13.50 14.00
5000 m/z 55.10 66.94%
or LY |0 1202100 330
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #339001: Octacosyl trifluoroacetate — —
57.0 13.50 14.00
m/z 83.10 53.44%
5000
111.0
o ‘ L1y 1870222 0278.0 364.0 437.0489.
W‘H,‘H‘W“W‘H“H“ T ] P P
m/z--> 0 50 100 150 200 250 300 350 400 450 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138558.D

Acqg On : 12 Jul 2024 21:09
Operator : CG\JU

Sample : P3187-09

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 Benzo[j]fluoranthene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.363 11.20 ng 209329  Perylene-di2 15.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[j]fluoranthene 252 C20H12 000205-82-3 93
2 Benzo[e]pyrene 252 C20H12 000192-97-2 93
3 Benzo[a]pyrene 252 C20H12 000050-32-8 91
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 91
5 Benzo[b]fluoranthene 252 C20H12 000205-99-2 90
Abundance Scan 2257 (15.363 min): BF138558.D\data.ms (-2255) (- m/z 252.10 100.00%
252.1
125.1 - e
43.1 | 1980 3513 4524 15.90 1550
0 ‘H'_m‘J‘Mw‘:w"H,‘M:wa_'m_ m/z 250.10  28.22%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #138561: Benzo[jlfluoranthene
252.0
5000 = e
15.00 15.50
126.0 m/z 253.10 20.14%
0 74.0 || 200.0
\\\‘\\\\‘\f\\‘\\\\‘\\\\ \\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #138554: Benzo[e]pyrene
252.0
— —5
15.00 15.50
5000 m/z 125.10 16.81%
125.0
ol 740 /] 200.0
o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #138557: Benzo[a]pyrene “ ‘ ‘
252.0 15.00 15.50
m/z 126.00 11.42%
5000
126.0
0 75'0. \l‘ “ ZOO'QIw I
A R e P e
m/z--> 50 100 150 200 250 300 350 400 450 500 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138558.D

Acqg On : 12 Jul 2024 21:09
Operator : CG\JU

Sample : P3187-09

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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... 2.140 73.3 ng 2557380 1 6.869 698299 20.0
2-Pentanone, 4-... 5.081 6.0 ng 209664 1 6.869 698299 20.0
unknown9.992 9.992 2.2 ng 80599 3 9.898 727173 20.0
1(2H)-Acenaphth... 10.816 2.1 ng 79047 4 11.386 759631 20.0
Benzo[b]benzo[3... 11.334 2.6 ng 100528 4 11.386 759631 20.0
n-Hexadecanoic ... 11.910 10.6 ng 401776 4 11.386 759631 20.0
4H-Cyclopenta[d... 11.998 3.1 ng 117439 4 11.386 759631 20.0
9,10-Anthracene... 12.204 2.3 ng 86694 4 11.386 759631 20.0
Octadecanoic acid 12.692 4.2 ng 158772 4 11.386 759631 20.0
Fluoranthene, 2... 13.045 2.0 ng 62060 5 14.022 610491 20.0
11H-Benzo[a]flu... 13.663 4.3 ng 130316 5 14.022 610491 20.0
1-Docosene 13.869 6.7 ng 203640 5 14.022 610491 20.0
Benzo[j]fluoran... 15.363 11.2 ng 209329 6 15.492 373742 20.0
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