LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139197.D

Acqg On : 27 Aug 2024 20:28
Operator : RC/JU

Sample : P3732-01

Misc :

ALS Vvial : 24 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-BF082724.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139197.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.181 8 15 22 rVB 1046894 1647122 100.00% 8.518%
2 5.104 503 512 521 rBV 67168 106265 6.45% 0.550%
3 5.504 574 580 585 rBV 1204694 1584876 96.22% 8.196%
4 6.510 745 751 757 rBV 1218412 1635532 99.30% 8.458%
5 6.710 781 785 793 rBV 22581 31186 1.89% 0.161%
6 6.892 811 816 821 rBV 452869 547318 33.23% 2.831%
7 7.451 905 911 916 rBV 802747 993492 60.32% 5.138%
8 7.704 950 954 958 rBV 15904 18159 1.10% 0.094%
9 8.175 1028 1034 1041 rBV 532186 674206 40.93% 3.487%
10 8.481 1081 1086 1095 rBV 61345 77214 4.69% 0.399%
11  9.245 1211 1216 1221 rBV 1366364 1645048 99.87% 8.508%
12 9.786 1304 1308 1313 rBV 36763 45549 2.77% 0.236%
13 9.922 1326 1331 1336 rBvV 550989 675702 41.02% 3.494%
14 10.022 1341 1348 1361 rBV 606316 931066 56.53% 4.815%
15 10.710 1459 1465 1476 rVB 623780 790189 47.97% 4.087%
16 10.833 1481 1486 1493 rVB4 16195 25223 1.53% 0.130%
17 11.169 1535 1543 1547 rBV6 7028 17896 1.09% 0.093%
18 11.410 1579 1584 1592 rBV2 437638 709439 43.07% 3.669%
19 11.480 1592 1596 1600 rBV 28739 35130 2.13% 0.182%
20 11.798 1645 1650 1657 rVB6 9555 18037 1.10% ©0.093%
21 11.910 1665 1669 1670 rBV 34972 39992 2.43% 0.207%
22 11.933 1670 1673 1678 rVB2 72054 96913 5.88% 0.501%
23 12.022 1684 1688 1697 rVB 59461 115882 7.04% 0.599%
24 12.204 1715 1719 1729 rVB3 24616 56487 3.43% 0.292%
25 12.357 1738 1745 1747 rBvV2 11823 21004 1.28% 0.109%
26 12.457 1757 1762 1765 rBV 45789 62596 3.80% 0.324%
27 12.498 1765 1769 1773 rVV4 29500 60313 3.66% ©0.312%
28 12.539 1773 1776 1783 rVB2 35593 55114 3.35% 0.285%
29 12.621 1785 1790 1794 rVV 429018 528416 32.08% 2.733%
30 12.663 1794 1797 1803 rBV5 11987 26923 1.63% 0.139%
31 12.716 1803 1806 1809 rvVv 20943 23643 1.44% 0.122%
32 12.774 1813 1816 1822 rVV3 11387 18719 1.14% 0.097%
33 12.851 1822 1829 1834 rVV 426694 614717 37.32% 3.179%
34 12.898 1834 1837 1842 rVB2 23162 34854  2.12% 0.180%
35 12.992 1845 1853 1860 rVB 1001788 1301280 79.00% 6.730%

36 13.069 1860 1866 1873 rBV3 52274 109228 6.63% ©.565%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139197.D

Acqg On : 27 Aug 2024 20:28
Operator : RC/JU

Sample : P3732-01

Misc :

ALS Vvial : 24 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-BF082724.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.174 1873 1884 1888 rBV2 66427 143759 8.73% ©.743%
38 13.239 1888 1895 1898 rBV3 39681 67910 4.12% ©.351%
39 13.280 1898 1902 1906 rVv2 52224 63900 3.88% 0.330%
40 13.374 1914 1918 1920 rBV 32882 38743 2.35% 0.200%
41 13.404 1920 1923 1927 rVB 30527 35097 2.13% 0.182%
42 13.486 1933 1937 1941 rBV6 13013 24500 1.49% 0.127%
43 13.680 1966 1970 1976 rVB 45402 67053 4.07% 0.347%
44 13.792 1984 1989 1992 rBvV2 54040 99159 6.02% ©.513%
45 13.827 1992 1995 1996 rBV 25165 28822 1.75% ©.149%
46 13.892 2002 2006 2013 rVB2 89974 137607 8.35% 0.712%
47 14.045 2025 2032 2035 rBV2 567456 990258 60.12% 5.121%
48 14.151 2047 2050 2053 rVB 29212 32301 1.96% ©.167%
49 14.186 2053 2056 2059 rBV 20331 28599 1.74% 0.148%
50 14.427 2094 2097 2101 rVB 42296 53359 3.24% 0.276%
51 14.463 2101 2103 2107 rVB 33417 38380 2.33% 0.198%
52 14.521 2110 2113 2116 rW2 38822 55475 3.37% 0.287%
53 14.557 2116 2119 2127 rVB2 42188 92253 5.60% 0.477%
54 15.092 2204 2210 2220 rVB 271833 619900 37.64%  3.206%
55 15.198 2225 2228 2232 rVB 48305 65370 3.97% ©.338%
56 15.392 2257 2261 2267 rVB 135331 206640 12.55% 1.069%
57 15.457 2267 2272 2277 rVB 200986 291830 17.72% 1.509%
58 15.521 2277 2283 2287 rBV 219560 363228 22.05% 1.878%
59 16.992 2527 2533 2543 rVB2 98341 214479 13.02% 1.109%
60 17.439 2603 2609 2621 rVB 75461 172572 10.48% 0.892%
61 17.668 2645 2648 2656 rVB 15601 30404 1.85% 0.157%
Sum of corrected areas: 19336328
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 27 Aug 2024 20:28
: RC/JU
: P3732-01

. 24

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
BF139197.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

1200000

1000000

800000

600000

400000

200000

o

Time-->

TIC: BF139197.D\data.ms

5.504 6.510

2.181

7.451

6.892

2.204 6.710 7.7

AN
L L L L B L L L B L I L L L L B L L B L B RN IR T (AN R RN RN R

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

1200000

1000000

800000

600000

400000

200000

TIC: BF139197.D\data.ms
9.245

12.992

10.022 10.710
8.175 9.92
11.410 12.6212.851

9.78 10833 11, 169\JX480 11 Wﬁ% @M %/W

0
Time-->

—T — — T e T ‘ T
10.00 10.50 11 00 11. 50 12. OO 12. 50 13.00

Abundance

1200000

1000000

800000

600000

400000

200000

TIC: BF139197.D\data.ms

14.045

16.992  17.439

17.668

Time-->

T ‘ T T ‘ T T ‘ T
13.50 14.00 14.50 15 00 15 50 16 OO 16 50 17 00 17 50 18 00 18.50

8270-BF082724.M Wed Aug 28 ©5:47:50 2024

Page: 3




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139197.D

Acqg On : 27 Aug 2024 20:28
Operator : RC/JU

Sample : P3732-01

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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.
2.181 60.19 ng 1647120 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 27
4 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 15 (2.181 min): BF139197.D\data.ms (-8) (-) m/z 73.10 100.00%
3.1
5000 43.0
87.1
e RARaasaEaEE e
‘ 91 2.202.302.402.502.60

bbbl 22 e m/z 43.05  40.96%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #5054: Butane, 2-methoxy-2-methyl-

73.0
5000 T T T T [T T T[T T[Tl
43.0 2.202.302.402.502.60
' 87.0 m/z 55.10  27.86%
29.
ﬁ ° I ‘\‘ ‘ %90 ‘ |
O \H‘\H\‘HH‘HH‘HH‘H\‘\“HH’HH‘\\H‘\H\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 R TR
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 26.01%
27.0
0 ‘ ‘ | ‘\ | | ‘ i 1 112.0 129.0
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2104: Acetamide, N-ethyl- R ARARREEEEEREARE S
30.0 2.202.302.402.502.60
m/z 41.10 13.94%
5000 87.0
44.0
15.0 72.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139197.D

Acqg On : 27 Aug 2024 20:28
Operator : RC/JU

Sample : P3732-01

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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 4
R.T. EstConc Area Relative to ISTD R.T.
5.104 3.88 ng 106265 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10
Abundance Scan 512 (5.104 min): BF139197.D\data.ms (-503) (-) m/z 43.05 100.00%
59.1
5000
oLt 480500520 5.40
o 830
o m/z 59.10 56.62%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L B R L B
4.80 5.00 5.20 5.40
101.0 m/z 101.10 17.76%
270 ‘ 83.0
O\\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
T amm e ARRAR
4.80 5.00 5.20 5.40
5000 59.0 m/z 58.00 16.17%
101.0
0+ ‘1‘5“.?“1“‘ ““\ N ‘8‘3"0“ e
m/iz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R AR
59.0 4.80 5.00 5.20 5.40
m/z 41.00 9.20%
5000 41.0
ol 1019 M/\A
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\BF082724\
Data File : BF139197.D

Acqg On : 27 Aug 2024 20:28

Operator : RC/JU

Sample : P3732-01

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

: C:\Database\NIST20.L

LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 10

3 1-Phenoxypropan-2-ol

R.T. EstConc Area Relative to ISTD R.T.
8.481 2.29 ng 77214 Naphthalene-d8 8.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 97
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 87
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
4 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 59
5 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 59
Abundance Scan 1086 (8.481 min): BF139197.D\data.ms (-1081) (-) m/z 94.10 100.00%
94.1
5000
77.0 A
EEEmEREEEESEE
| ‘51‘ 0 h 1210 152.1 8.20 8.40 8.60 8.80
omwHm“muh“‘m‘,m“_m_m_m‘ m/z 77.80  28.27%
m/z--> 20 100 120 140
Abundance #30123 1- Phenoxypropan -2-0
94.0
5000 \\1\‘\\\\‘\\\\‘\\\\‘\\\\
8.20 8.40 8.60 8.80
7.0 1520 Mz 78.80  16.45%
m/z--> 100 120 140
Abundance #30139.l—PropanoLS—phenoxy—
94.0
A RAREEEESEE T
8.20 8.40 8.60 8.80
5000 m/z 152.05 15.88%
77.0 152.0
27.
m/z--> 20 100 120 140
Abundance #19881.Ethan0L2—phen0xy— A EamaE R
94.0 8.20 8.40 8.60 8.80
m/z 51.00 14.00%
5000
77.0 138.0
270 0
0\\\\‘\MMijjw\pﬂ\\N,\HL‘\\\\‘\\\\W\\\\ R RREEREEE
m/z--> 20 40 60 80 100 120 140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139197.D

Acqg On : 27 Aug 2024 20:28
Operator : RC/JU

Sample : P3732-01

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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 unknownl©.022 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.022  27.56 ng 931066  Acenaphthene-dile 9.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Tetradecanol acetate 256 C16H3202 051354-23-5 25
2 3-0X0-4-METHYLPENTANOIC ACID, ME... 144 C7H1203 042558-54-3 16
3 Pent-4-enoyl amide, 2-methyl-N-p... 155 C9H17NO 1000420-35-2 14
4 11-Tricosene 322 C23H46 052078-56-5 12
5 3-Octanol, 2,6-dimethyl-, acetate 200 C12H2402 123232-57-5 10
Abundance Scan 1348 (10.022 min): BF139197.D\data.ms (-1341) (- m/z 43.05 100.00%
43.0
5000
9L y372 N
70.1
10 00
197.2
Ol HH‘H‘JHH‘HM Huw‘e‘l??’nl‘wuw_m m/z 57.05 51.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #143523: 3-Tetradecanol acetate
43.0
5000
10 00
101 m/z 97.10 40.47%
9.0
0 e "1250 1670 1960 227.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23926: 3-OX0-4-METHYLPENTANOIC ACID, METHYL
43.0
T I
10.00
m/z 101.10  40.05%
5000 15.0 71.0 101.0
‘ 144.0
o‘m_”w:Hu‘w““wm_mu_m‘!m‘w_ww_m
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #32791: Pent-4-enoyl amide, 2-methyl-N-propyl- —
43.0 10.00
69.0 m/z 59.10 38.87%
5000
97.0 140.0
0 15.0
N T ‘ T
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\BF082724\
Data File : BF139197.D

Acqg On : 27 Aug 2024 20:28
Operator : RC/JU

Sample : P3732-01

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.933 2.73 ng 96913  Phenanthrene-d1e 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 83
3 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 80
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 47
5 Naphtho[1,2-b]norbornadiene 192 C15H12 1000210-14-8 46

Abundance Scan 1673 (11.933 min): BF139197[ndMarns(1670)0 m/z 192.10 100.00%
192.1

73.0
5000
: -
‘ . , 12.00
0oy k- m/z 73.0{(V 86.45%
1200

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

5000 129.0 T
’ 157.0 185.0 213.0 256.0 76.25%
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67016: 1H-Indene, 2-phenyl-

192.0
12 00
5000 m/z 60.00 74.97%
165.0
0270 630890150 | |
A T L o e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67048: 5H-Dibenzo[a,d]cycloheptene ]
192.0 12 00
m/z 191.1 71.94%
5000
165.0
5,280 630 9?0 1390 |
R e e e e e e e
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\BF082724\
Data File : BF139197.D

Acqg On : 27 Aug 2024 20:28
Operator : RC/JU

Sample : P3732-01

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 4H-Cyclopenta[def]phenanthrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.022 3.27 ng 115882  Phenanthrene-di10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 60
2 Methyl diselenide 190 C2H6Se2 007101-31-7 43
3 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 35
4 Cyclohexanone, 2-(2-furanylmethy... 190 C12H1402 056053-07-7 27
5 Benzene, 1,1'-(1,2-propadienylid... 192 C15H12 014251-57-1 25

Abundance Scan 1688 (12.022 min): BF139197.D\data.ms (-1684) (- m/z 190.10 100.00%
190.1

5000
945 L5 LAY VN
: 12.00
63.0 139.0
0‘_‘§%9m‘Nuﬂwﬁw‘m‘mu“H‘\Hu‘ﬂh‘uw‘uq‘?}?p m/z 189.05 91.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0
5000 o MN‘\
12.00
95.0 m/z 192.10 63.13%
0 m 39\”\0 u 6%0 Lol \“\ " 137.0 1??0 llll
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64929: Methyl diselenide
93.0 190.0
N \
12.00
5000 ITI/Z 191.10 51.99%
‘ 160.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67048: 5H-Dibenzo[a,d]cycloheptene T ‘
192.0 12.00
m/z 94.50  21.84%
5000
165.0
(280 630 96"0 1390 | m Wﬂw
R o e e R A A —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139197.D

Acqg On : 27 Aug 2024 20:28
Operator : RC/JU

Sample : P3732-01

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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 Pyrene, 1l-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.069 2.21 ng 109228  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 94
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 90
3 Pyrene, 2-methyl- 216 C17H12 003442-78-2 86
4 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 81
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 81
Abundance Scan 1866 (13.069 min): BF139197.D\data.ms (-1860) (- m/z 216.05 100.00%
216.1
5000
189.1 71 \
63.0 e 135.1 163.0 13.00
o : ' : m/z 215.18  91.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 4 :
13.00
m/z 213.10 24.44%
95.0 189.0
ol.27.0 630 | 1220 1630 | |
\H‘HH‘\H\’\H\’\\H‘\\H‘\\\\‘H\\‘\H\‘\H\‘\\\ ‘\\H‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94578: Fluoranthene, 2-methyl-
216.0
ab o ol ava s
13.00
5000 m/z 217.10 24.12%
108.0
ol 510,910 | 1350163090 |
A R R e AARARRRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 /\m
Abundance #94567: Pyrene, 2-methyl- Mous —
216.0 13.00
m/z 189.10 18.10%
5000 95.0
189.0
o 530 | (1220 1630 ||
AR Aaasaaa s e e e AR RARRR RS e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139197.D

Acqg On : 27 Aug 2024 20:28
Operator : RC/JU

Sample : P3732-01

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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 Fluoranthene, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.174 2.90 ng 143759  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 94
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 90
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 81
Abundance Scan 1884 (13.174 min): BF139197.D\data.ms (-1873) (- m/z 216.10 100.00%
216.1
5000
—4 =
63.0 107.9 1631 ‘ 13.00 13.50
ol B30 L A8y 304z 215,05 85.71%
miz-> 50 100 150 200 250 300
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 3 L
13.00 13.50
95.0 m/z 213.10  23.25%
0 \2\7\0\ ‘6\3.\0\ \““H\ T %6\3\0\ “L f \“H\ L B B
miz--> 50 100 150 200 250 300
Abundance #94578: Fluoranthene, 2-methyl-
216.0
13.00 13.50
5000 m/z 217.10 16.92%
108.0
63.0 ‘ 163.0 ‘
miz--> 50 100 150 200 250 300 !
Abundance #94572: 11H-Benzol[b]fluorene T4 — —
216.0 13.00 13.50
m/z 107.90 11.41%
5000
107.0
0l 280 630 | 1630 | J\/\/vm
1 R e
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\BF082724\
Data File : BF139197.D

Acqg On : 27 Aug 2024 20:28
Operator : RC/JU

Sample : P3732-01

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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 Benzo[b]naphtho[2,1-d]thiop... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.792 2.00 ng 99159  Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]naphtho[2,1-d]thiophene 234 Cl16H1es 000239-35-0 94
2 Benzo[b]naphtho[2,3-d]thiophene 234 C16H10S 000243-46-9 70
3 Benzo[b]naphtho[1,2-d]thiophene 234 C16H10S 000205-43-6 64
4 Phenanthro(2,1-b)thiophene 234 Clé6H1es 000219-25-0 58
5 pyrido[1',2':1,2]imidazo[4,5-b]q... 234 C14H10N4 1000401-06-3 53
Abundance Scan 1989 (13.792 min): BF139197.D\data.ms (-1984) (- m/z 234.10 100.00%
234.1
Ve ;
a0 MT1 1894{ m 302.1 13.50 14.00
ol 390 740 LTS bl wyz 236.10 28.74%
miz--> 50 100 150 200 250 300
Abundance #116290: Benzo[b]naphtho[2,1-d]thiophene
234.0
5000 S s
13.50 14.00
m/z 202.10 20.76%
189.
O L \‘ ‘\‘ “6%.‘\0\ T ‘]‘-\J-K.O\J-\S‘]"\Q\ T h‘i f‘ L \M\ ‘ T T T T ‘ L
miz--> 50 100 150 200 250 300
Abundance #116291: Benzo[b]naphtho[2,3-d]thiophene
234.0
e e
13.50 14.00
5000 m/z 235.10 19.98%
117.0
189.0
) S O Y 0 2 Y VO E—
m/iz--> 50 100 150 200 250 300
Abundance #116295: Benzo[b]naphtho[1,2-d]thiophene oo ——
234.0 13.50 14.00
m/z 189.05 13.13%
28.0 117.0
189.0
o g0 a0 | DR
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139197.D

Acqg On : 27 Aug 2024 20:28
Operator : RC/JU

Sample : P3732-01

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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 1-Octadecene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.892 2.78 ng 137607  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecene 252 C18H36 000112-88-9 91
2 E-15-Heptadecenal 252 C17H320 1000130-97-9 90
3 11H-Benzo[a]fluoren-11-one 230 C17H1e00 000479-79-8 60
4 7H-Benz[de]anthracen-7-one 230 C17H1e0 000082-05-3 55

5 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 48

Abundance Scan 2006 (13.892 min): BF139197.D\data.ms (-2002) (- m/z 230.10 100.00%
230.1
57.0
5000
97.1
— A
13.50 14.00
: L }5,‘3‘9“195‘\‘ Lamase  m we
miz--> 50 100 150 250 300
Abundance #138520:14Ddadecene
43.0
83.0
5000 — —
13.50 14.00
m/z 43.10  51.64%
o LARLLL 180 som0 2109 2520
miz--> 50 100 150 200 250 300
Abundance #138490: E-15-Heptadecenal
43.0
— —r
83.0 13.50 14.00
5000 ITI/Z 55.10 43.61%
0 \J M J ? |, 1680 210.0 2520 V\f»vAmﬁmj\\”wv”A“”ﬂ
e ————
miz--> 50 100 150 200 250 300
Abundance #111819: 11H-Benzo[a]fluoren-11-one P ——
230.0 13.50 14.00
m/z 83.10 40.68%
5000
101.0
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139197.D

Acqg On : 27 Aug 2024 20:28

Operator : RC/JU

Sample : P3732-01

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Benzo[e]pyrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.198 3.60 ng 65370  Perylene-di12 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
2 Benzo[a]pyrene 252 C20H12 000050-32-8 89
3 Benzo[e]pyrene 252 C20H12 000192-97-2 81
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 81

5 (1-Cyclopentenyl)ferrocene

252 C15H16Fe

012260-67-2 72

Abundance Scan 2228 (15.198 min): BF139197.D\data.ms (-2225) (- m/z 252.10 100.00%
25p.1
w M
— i
62.9 1250 1760012 299.1 341. 1500 1550
ol 282 M0 22E 2991 3410 s ose.10 29.36%
m/z--> 50 100 150 200 250 300
Abundance #138563: BenzolK]fluoranthene
252.0
5000 — LN
15.00 15.50
126.0 m/z 253.10  23.40%
O T \8\7\0‘i \‘H\‘“\ T \2\0‘0.\0\‘“\ \”‘\ LA
m/z--> 50 100 150 200 250 300
Abundance #138555: Benzo[a]pyrene
252.0
— —
15.00 15.50
5000 ITI/Z 251.10 10.62%
126.0
0l 500 87.0 | 16302000 ‘\‘
e : e
m/iz--> 50 100 150 200 250 300
Abundance #138554: Benzo[e]pyrene T —
252.0 15.00 15.50
m/z 126.00 9.24%
5000
125.0
0l.50.0 830 i 158.0 2000 |
e : L e — —
m/z--> 50 100 150 200 250 300 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139197.D

Acqg On : 27 Aug 2024 20:28

Operator : RC/JU

Sample : P3732-01

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 12 Benzo[j]fluoranthene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.392 11.38 ng 206640  Perylene-di2 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 94
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
4 Benzo[a]pyrene 252 C20H12 000050-32-8 93
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90

Abundance Scan 2261 (15.392 min): BF139197.D\data.ms (-2257) (- m/z 252.10 100.00%
252.1
w M
125.0 2004 | 2021 15.00 15.50
o830 | 16802001, | 3021 ;556,19  28.98%
m/z--> 50 100 150 200 250 300
Abundance #138554: Benzo[e]pyrene
252.0
5000
1500 1550
m/z 253.10 22.43%
125.0
0,500 830 | 1580 200.0 A
T T ‘ T T ‘ T L T T L ‘ T \ \ T T L T ‘ T L T
miz--> 50 100 150 200 250 300
Abundance #138563: BenzolKk]fluoranthene
252.0
— —F
15.00 15.50
5000 m/z 125.00 12.27%
126.0
o mo | oo |
m/iz--> 50 100 150 200 250 300
Abundance #138562: Benzo[b]fluoranthene T —
252.0 15.00 15.50
m/z 251.10 10.35%
5000
126.0
0390 870 | | 1610 2000 “U\‘ B
m/z--> 50 100 150 200 250 300 1500 1550
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139197.D

Acqg On : 27 Aug 2024 20:28
Operator : RC/JU

Sample : P3732-01

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724.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... 2.181 60.2 ng 1647120 1 6.892 547318 20.0
2-Pentanone, 4-... 5.104 3.9 ng 106265 1 6.892 547318 20.0
1-Phenoxypropan... 8.481 2.3 ng 77214 2 8.175 674206 20.0
unknown10.022 10.022 27.6 ng 931066 3  9.922 675702 20.0
n-Hexadecanoic ... 11.933 2.7 ng 96913 4 11.410 709439 20.0
4H-Cyclopenta[d... 12.022 3.3 ng 115882 4 11.410 709439 20.0
Pyrene, 1-methyl- 13.069 2.2 ng 109228 5 14.045 990258 20.0
Fluoranthene, 2... 13.174 2.9 ng 143759 5 14.045 990258 20.0
Benzo[b]naphtho... 13.792 2.0 ng 99159 5 14.045 990258 20.0
1-Octadecene 13.892 2.8 ng 137607 5 14.045 990258 20.0
Benzo[e]pyrene 15.198 3.6 ng 653706 6 15.521 363228 20.0
Benzo[j]fluoran... 15.392 11.4 ng 206640 6 15.521 363228 20.0
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