LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110724\
Data File : BF140274.D

Acqg On : 07 Nov 2024 14:53
Operator : RC/JU

Sample : P4693-01

Misc :

ALS Vvial : 15 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-BF110524.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140274.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 7 15 28 rVB 1156746 1918462 50.16% 5.365%
2 2.287 28 33 45 rVB 40251 71505 1.87% 0.200%
3  3.975 309 320 327 rBV 73657 122777  3.21% 0.343%
4 5.104 506 512 519 rVvB 98005 148577 3.88% 0.415%
5 5.369 552 557 562 rBV 35614 47013 1.23% 0.131%
6 5.493 570 578 584 rBV 2352322 3375895 88.26% 9.440%
7 5.728 614 618 624 rVB 47142 62900 1.64% 0.176%
8 6.040 664 671 675 rBV 50010 64000 1.67% 0.179%
9 6.498 741 749 754 rBV 2382371 3334643 87.19% 9.325%
10 6.704 779 784 791 rBvV2 57772 80981 2.12% 0.226%
11 6.875 808 813 819 rBV 632788 778846 20.36% 2.178%
12 7.275 873 881 890 rBV2 29908 54439 1.42% 0.152%
13 7.434 897 908 913 rBV 1655640 2215664 57.93% 6.196%
14 7.686 946 951 956 rVB 36845 48046 1.26% ©0.134%
15 7.839 973 977 984 rBV 48113 60694 1.59% 0.170%
16 8.157 1023 1031 1038 rBvV 749279 1002444 26.21% 2.803%
17 8.369 1063 1067 1069 rBV 46059 59895 1.57% 0.167%
18 8.392 1069 1071 1077 rVB 32703 41236 1.08% ©0.115%
19 9.233 1207 1214 1219 rBV 2922321 3824728 100.00% 10.695%
20 9.910 1324 1329 1334 rBV 861040 1127016 29.47% 3.151%
21 10.457 1418 1422 1428 rBV4 26906 43540  1.14% 122%

22 10.627 1445 1451 1456 rBV 204422 262216 6.86%
23 10.704 1458 1464 1475 rBV 1896807 2482591 64.91%
24 10.822 1480 1484 1491 rVB5 21308 39308 1.03%

wWeo e e
0
S
N
B

25 11.404 1577 1583 1591 rBV2 879893 1293795 33.83% 618%
26 11.474 1591 1595 1599 rWwV 48335 63529 1.66% 178%
27 11.633 1618 1622 1629 rBV3 21234 57138  1.49% 160%

28 11.927 1664 1672 1677 rBvV2 241180 441657 11.55%

OCO0ORrRrOO0
N
w
U1
R

29 12.016 1683 1687 1696 rVB 108903 232756  6.09% 651%
30 12.098 1696 1701 1705 rBV5 23338 45879 1.20% 128%
31 12.198 1711 1718 1722 rBV 58473 114575 3.00% ©.320%
32 12.351 1738 1744 1746 rBV2 49118 76108 1.99% 0.213%
33 12.457 1757 1762 1765 rBV 136429 193562 5.06% 0.541%
34 12.492 1765 1768 1773 rVWW2 71294 123964  3.24% ©.347%
35 12.539 1773 1776 1781 rVB2 62885 80425 2.10% ©.225%

36 12.616 1785 1789 1794 rBV 541739 691029 18.07% 1.932%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110724\
Data File : BF140274.D

Acqg On : 07 Nov 2024 14:53
Operator : RC/JU

Sample : P4693-01

Misc :

ALS Vvial : 15 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-BF110524.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.745 1807 1811 1813 rBV3 29987 39109 1.02% 0.109%
38 12.845 1822 1828 1834 rBV 653833 970426 25.37% 2.714%
39 12.898 1834 1837 1842 rVB2 67628 111445 2.91% 0.312%
40 12.992 1844 1853 1860 rVB 2438139 3246823 84.89% 9.079%
41 13.068 1860 1866 1873 rBV5 109275 219580 5.74% 0.614%
42 13.157 1877 1881 1887 rVB4 105223 205504 5.37% 0.575%
43 13.221 1888 1892 1897 rBV4 33831 71381 1.87% 0.200%
44 13.280 1898 1902 1906 rBvV2 131875 174127 4.55% 0.487%
45 13.374 1914 1918 1920 rBV 91162 114620 3.00% 0.321%
46 13.404 1920 1923 1926 rVB 72904 87292 2.28% 0.244%
47 13.563 1946 1950 1958 rVB7 40430 78301 2.05% 0.219%
48 13.680 1966 1970 1976 rVB 100215 135767 3.55% ©.380%
49 13.792 1984 1989 1992 rBV3 86635 151407 3.96% 0.423%
50 13.898 2003 2007 2015 rVB3 105213 194820 5.09%  0.545%
51 14.045 2026 2032 2035 rBV2 877183 1472733 38.51% 4.118%
52 14.210 2057 2060 2067 rBVS8 46637 85289 2.23% 0.238%
53 14.439 2090 2099 2102 rBV 147762 274266 7.17% 0.767%
54 14.474 2102 2105 2108 rvV 87343 112796  2.95% 0.315%
55 14.521 2109 2113 2118 rVV4 65925 130893 3.42% 0.366%
56 14.568 2118 2121 2128 rVB2 49850 92631 2.42% 0.259%
57 15.104 2206 2212 2221 rBV 415996 959139 25.08% 2.682%
58 15.210 2228 2230 2235 rVB 43506 50864 1.33% 0.142%
59 15.410 2259 2264 2270 rVB 231907 365591 9.56% 1.022%
60 15.474 2270 2275 2281 rVB 300131 447828 11.71% 1.252%
61 15.539 2281 2286 2290 rBV 462599 740856 19.37% 2.072%
62 17.039 2534 2541 2550 rVB2 130108 299867 7.84% 0.839%

63 17.492 2611 2618 2631 rVB 100940 246570 6.45% 0.689%

Sum of corrected areas: 35761758
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110724\
Data File : BF140274.D

Acqg On : 07 Nov 2024 14:53
Operator : RC/JU

Sample : P4693-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF140274.D\data.ms

2500000 5493 6.498

2000000
7.434
1500000
P.181
1000000

6.875

500000

287 3.975 5104 5369| 5.728 6.040 7.275)| 7.6
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\/\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\/\jﬁ\\ \W \\\‘\
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 TIC: BF140274.D\data.ms
9.233

o

2500000 12.992

2000000 10.704

1500000

1000000 9.910 11.404

8.157
12.616
500000
106 11,927 % g
7.839 BIIRY L 10 457 10822 4fﬂ 633 @%‘g @%&

ol —— ‘ e = -
Time--> 8.00 8.50 9.00 10.00 1050 11.00 11550 12.00 1250 13.00

Abundance TIC: BF140274.D\data.ms

2500000
2000000
1500000

1000000 14.045

15.104 15.539

193444
210 17.039 17492
T

0 7 L — L T T T T T [ T T T T [ T T T T LI B B LI — \’_\’\\_’\\—’ﬁ—\‘vﬁ‘\‘“

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

500000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110724\
Data File : BF140274.D

Acqg On : 07 Nov 2024 14:53
Operator : RC/JU

Sample : P4693-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 49.26 ng 1918460 1,4-Dichlorobenzene-d4 6.875

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 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 22
Abundance  Scan 15 (2.181 min): BF140274.D\data.ms (-7) (-) m/z 73.05 100.00%
3.0
5000 43.0 /\
87.0 H‘HH‘HH‘HH‘\H\‘HH
‘ 91 2.202.302.402.502.60
Ot 22 L m/z 43.05  40.13%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T [T T T[T T[T T[T
43.0 2.202.302.402.502.60
' 87.0 m/z 55.05 27.91%
29.0
M‘ I ‘\‘ ‘ LQO ‘ |
0 \‘H\\‘HH‘!\!\‘\!\‘!“HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 P e
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.05 25.61%
27.0
0 ‘ ‘ | ‘\ I | ‘ i I 112.0 129.0
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- A REaRaREEE R
73.0 2.202.302.402.502.60
m/z 41.05 13.06%
5000 43.0
58.0
29.0 ‘ 87.0
Obrprrthbirrrepter e R N -
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110724\
Data File : BF140274.D

Acqg On : 07 Nov 2024 14:53
Operator : RC/JU

Sample : P4693-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 Toluene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.975 3.15 ng 122777 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Toluene 92 C7H8 000108-88-3 95
2 1,3,5-Cycloheptatriene 92 C7H8 000544-25-2 90
3 2,5-Norbornadiene 92 C7H8 000121-46-0 83
4 Cyclobutene, 2-propenylidene- 92 C7H8 052097-85-5 64
5 Tricyclo[3.2.2.0(2,4)]non-8-ene-... 220 C13H8N4 062249-53-0 59
Abundance Scan 320 (3.975 min): BF140274.D\data.ms (-309) (-) m/z 91.10 100.00%
91.1
5000
T
391 g5y 651 3.60 3.80 4.00 4.20
Ob ettt 0l nyz e2.10 57.98%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2758: Toluene
91.0
5000 LI L LA BN BN R B
3.60 3.80 4.00 4.20
m/z 65.10 12.65%
51.0 65.0
0 150 270 | || ALM 7.0 ]
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2775: 1,3,5-Cycloheptatriene
91.0
e e e
3.60 3.80 4.00 4.20
5000 m/z 39.10 11.86%
39.0 65.0
o500 | 30 o |
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2768: 2,5-Norbornadiene
91.0 3.60 3.80 4.00 4.20
m/z 63.00 8.37%
5000 66.0
39.0
27.0 ‘ 51.0
0m‘HH‘m‘wH‘H,um}‘;m‘l‘m“‘?‘?"?umiHm‘\ AR e
m/z--> 10 20 30 40 50 60 70 80 90 100 3.60 3.80 4.00 4.20
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Libra

. 07

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110724\
BF140274.D

Nov 2024 14:53

: RC/JU
: P4693-01

. 15

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

5.104 3.82 ng 148577 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 512 (5.104 min): BF140274.D\data.ms (-506) (-) m/z 43.10 100.00%

3.1
5000
1011 TI T[T rrrrprrir]
‘ 69.0 ‘ 4.80 5.00 5.20 5.40
Ob b0 2988z 59.10 59.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R A IR R
4.80 5.00 5.20 5.40
m/z 101.10 18.46%
101.0
O\‘\m‘\\“Hi\\}‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
Dy
4.80 5.00 5.20 5.40
5000 m/z 58.10 15.63%
29.0 101.0
ob el L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester AR RN R
59.0 4.80 5.00 5.20 5.40
m/z 41.05 9.53%
5000
o || e .
S Y
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40

8270-BF110524.M Fri Nov 08 16:32:23 2024

Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110724\
Data File : BF140274.D

Acqg On : 07 Nov 2024 14:53
Operator : RC/JU

Sample : P4693-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 Benzene, 1,2,4-trimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
6.704 2.08 ng 80981 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
3 Mesitylene 120 CO9H12 000108-67-8 93
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 76
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 70
Abundance Scan 784 (6.704 min): BF140274.D\data.ms (-779) (-) m/z 105.10 100.00%
105.1
5000 120.1
430 o ¢ /\ /j\ﬂ
R AAmaaERE
‘ 77.0 91.0 6.40 6.60 6.80 7.00
Obreprrreprerrpeeh bbb e M b nz 120010 41.97%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 j\fu\
5000 120.0 ‘Wm‘uwmwuu,

6.40 6.60 6.80 7.00
m/z 43.05 34.23%

28.0 77.0
51.0 91.0
\\?‘\4\.\(\)’\H“\’\H\"‘\H\"“\‘H\‘6\4\.)-\(\)‘\HH‘\H\‘\H\‘\‘H\‘H‘\‘\“‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0

o

120.0 6.40 6.60 6.80 7.00
5000 ITI z 45.10 32.49%
39.0 77.0 91.0
VT ... Y Y
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene “_“‘_“‘_AﬂW“‘w
105.0 6.40 6.60 6.80 7.00
m/z 57.05 29.46%
5000 1200
51.0 7.0 o
obr 20 1 o0 b T b el e
m/z--> 10 20 30 40 50 60 70 80 90 100110120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110724\
Data File : BF140274.D

Acqg On : 07 Nov 2024 14:53
Operator : RC/JU

Sample : P4693-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.628 4.65 ng 262216  Acenaphthene-di10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 60
3 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 53
4 Disulfide, dibenzoyl 274 C14H1002S2 000644-32-6 49
5 Vinyl benzoate 148 C9H802 000769-78-8 47
Abundance Scan 1451 (10.627 min): BF140274.D\data.ms (-1445) (- m/z 105.05 100.00%
105.1
77.0
182.1
5000
51.1
—— —
10.50 11.00
152.1
Ob e ol 2280 T e miz 77.05  66.20%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 - e
10.50 11.00
510 m/z 182.10  56.51%
270 | | 1260 1520 |
O ‘\\\\"\\\\‘\\\‘\’\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30107: Benzenecarbothioic acid, S-methyl ester

105.0
P —
77.0 10.50 11.00
5000 ITI/Z 51.10 27.41%
51.0
ol 20l o
T B R A B e B L B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #57931: Phenyl 4-pyridyl ketone O e
105.0 10.50 11.00
183.0 m/z 181.10 9.63%
77.0 '
5000 51.0
0 ‘\ H\‘ ‘ 1270 1540 w‘ o /\A’\ /\M
R B A B o o B ot pp AR A
m/z--> 200 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110724\
Data File : BF140274.D

Acqg On : 07 Nov 2024 14:53
Operator : RC/JU

Sample : P4693-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 1H-Cyclopropa[l]phenanthren... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.927 6.83 ng 441657  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 95
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 92
Abundance Scan 1672 (11.927 min): BF140274.D\data.ms (-1664) (| m/z 192.10 100.00%
1921
430 730
5000
—
227.2 256.: 12.00
0! m/z 73.00 64.85%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #67054: 1H-Cyclopropa[l]phenanthrene,1a,9b-dihydro-
192.0
5000 T
12.00
165.0 m/z 43.05 61.08%
0,270 80 %0160 | |
\H‘H\\‘H\\‘\H\‘\\H‘HH‘H\\‘\H\‘\\H‘H \‘HH‘HH‘\H\‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #67035: Phenanthrene, 1-methyl-
192.0
——
12.00
5000 m/z 60.00 60.16%
165.0
27‘0‘ 6370 9?0 126Q \ h‘\ L HH
R o e e A e
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #67024: Anthracene, 2-methyl- —=
192.0 12.00
m/z 191.10  56.95%
5000
165.0
0 39.0 . ‘83.0” 115.0 . h‘ . \‘H
R e L e RARRARSASsEsaRanEazs e
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110724\
Data File : BF140274.D

Acqg On : 07 Nov 2024 14:53
Operator : RC/JU

Sample : P4693-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 Phenanthrene, 4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.016 3.60 ng 232756  Phenanthrene-di10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 64
2 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 64
3 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 64
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 60
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 60
Abundance Scan 1687 (12.016 min): BF140274.D\data.ms (-1683) (- m/z 192.10 100.00%
192.1
5000
165.1 L
94.5 12.00
63.0 139.0 :
Obrprrrepreraghri l e e ML 2282880 101 10 62.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67054: 1H-Cyclopropa[l]phenanthrene,1a,9b-dihydro-
192.0
5000 s :
12.00
165.0 m/z 189.10  55.14%
210 630 %0 130 |
\‘\\\\‘\\\\’\H\‘\\\\‘\\\\‘\\\\‘\\\\’\H\‘\\ \‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67042: Phenanthrene, 4-methyl-
192.0
RN T
12.00
5000 m/z 190.10 44 ,90%
82.0 165.0
280 5‘5Q | \‘ ‘H‘ 111.0 13\90\\ A
e e R maa e s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67016: 1H-Indene, 2-phenyl- A e ALV
192.0 12.00
m/z 165.10  20.54%
5000
165.0
ol270 63.0 g9.0 115044, m
e e e e e e e e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110724\
Data File : BF140274.D

Acqg On : 07 Nov 2024 14:53
Operator : RC/JU

Sample : P4693-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 Phenanthrene, 2,5-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.457 2.99 ng 193562  Phenanthrene-di10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 95
2 Phenanthrene, 1,7-dimethyl- 206 Cl6H14 000483-87-4 92
3 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 91
4 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 91
5 Phenanthrene, 2,7-dimethyl- 206 C16H14 001576-69-8 86
Abundance Scan 1762 (12.457 min): BF140274.D\data.ms (-1757) (-} | m/z 206.10 100.00%
206.1
- AﬂMﬁAdeLf\Nv
1250
0 165.1 :
63.0
0 ‘H_‘3"5‘9”‘Hu:‘w‘m‘u“‘1‘2‘?"9_‘:‘mm“_:‘k‘f‘h‘”‘,‘2‘?’}9 m/z 191.10  48.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000 T
12.50
101.0 m/z 189.05 28.15%
76.0 165.0 ‘
0 \H‘\H\‘\H\‘\H1‘\1‘\‘\““\H\‘\\]_\3\‘9\(\)\\‘1‘\H‘\\‘L\"H‘H\’\H\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82948: Phenanthrene, 1,7-dimethyl-
206.0
—
12.50
5000 m/z 205.10 24 .46%
1020
rrrprrrrep e preeb e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82953: Phenanthrene, 3,6-dimethyl- —
206.0 12.50
m/z 207.10  15.92%
h AMJﬂﬂijﬂN\waxg/v
102.0
0/15.0 510‘76°M\W 139.0165.0
AR L e ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110724\
Data File : BF140274.D

Acqg On : 07 Nov 2024 14:53
Operator : RC/JU

Sample : P4693-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 Pyrene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.069 2.98 ng 219580  Chrysene-di2 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 90
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 86
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 76
4 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 70
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 64
Abundance Scan 1866 (13.068 min): BF140274.D\data.ms (-1860) (- m/z 216.05 100.00%
216.1
- M
94.6 SR
13.00
63.0 163.0 m
ol “““““”‘1‘27‘-9 R ““1 ol 2501 31000 515 10 93.93%
miz--> 50 100 150 200 250 300
Abundance #94566: Pyrene, 1-methyl-
216.0
5000 s :
13.00
94.0 m/z 217.10  23.25%
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 #94579: Fluoranthene, 2-methyl-
216.0
R \
13.00
5000 m/z 213.05 22.55%
108.0
0 39.0 740 1 \“ 1630 L \“
e
m/iz--> 50 100 150 200 250 300
Abundance #94577: 11H-Benzo[a]fluorene s
216.0 13.00
m/z 189.05 17.80%
5000
108.0
o 80 | 30 |
— 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\BF110724\
Data File : BF140274.D

Acqg On : 07 Nov 2024 14:53
Operator : RC/JU

Sample : P4693-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 11H-Benzo[b]fluorene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.157 2.79 ng 205504  Chrysene-di2 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 96
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 91
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 90
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 83
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 68

Abundance Scan 1881 (13.157 min): BF140274.D\data.ms (-1877) (- m/z 216.10 100.00%

216.1
5000
—

94.5

630 | | 1631189-1 M 13.00 13.50
030 137183 L1 2540z 215,10 93.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94566: Pyrene, 1-methyl-
216.0
5000 = s
13.00 13.50

94.0 m/z 213.10  25.49%

189.0
2\7\9 \H§3\9\ H\“\ \‘!]\-\22\\0\\ \\\]-\6\3\\0\ \H‘H \\‘}m TTTT TTTT 1
m/z--> Zb 4b gO Sb 160 150 140 1%0 150 260 2§o 240
Abundance #94572: 11H-Benzol[b]fluorene
216.0
S

o

13.00 13.50
5000 m/z 217.10 17.83%
0 50.0 81. o“ M 137.0163.0189.0 u
AR e R L AARARAEmssas R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94578: Fluoranthene, 2-methyl- T —
216.0 13.00 13.50

m/z 94.50  15.53%

5000
108.0
189.0 m
T

oL 510 810 | 43501630"
R i WIS L

T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110724\
Data File : BF140274.D

Acqg On : 07 Nov 2024 14:53
Operator : RC/JU

Sample : P4693-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 Pyrene, 4-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.280 2.36 ng 174127  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 97
2 Pyrene, 4-methyl- 216 C17H12 003353-12-6 95
3 Pyrene, 2-methyl- 216 C17H12 003442-78-2 93
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 93
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 89
Abundance Scan 1902 (13.280 min): BF140274.D\data.ms (-1898) (- m/z 216.10 100.00%
216.1
o JU\ML
4 =
650 94"5 1500 1971 | ‘ ‘ 13.00 1350
Ol O30l 2900 Rl 12481 2810 1 215,10 59.01%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #94566: Pyrene, 1-methyl-
216.0
5000 = A
13.00 13.50
94.0 m/z 232.10  21.35%
0270 630 “ l122.0150.0 1870 h‘ |
’\H\‘HH‘HH‘HH‘HH‘\H\‘HH‘\H\‘HH‘\H ‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #94563: Pyrene, 4-methyl-
216.0
L —
13.00 13.50
5000 m/z 217.10 17.15%
ol 390 740 1950 1500 1870 |
R e e e aman e s
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #94567: Pyrene, 2-methyl- T 7
216.0 13.00 13.50
m/z 213.10  16.16%
5000 95.0
o). 530 \H 1500 1870 |
WHWHH‘HHMHWHHMH‘_HWHHMHWH"HH_HWHHM‘ e e
m/z--> 20 40 60 80 100120140160180200220240260280 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110724\
Data File : BF140274.D

Acqg On : 07 Nov 2024 14:53
Operator : RC/JU

Sample : P4693-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 Benzo[b]naphtho[2,1-d]thiop... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.792 2.06 ng 151407  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]naphtho[2,1-d]thiophene 234 Cl16H1es 000239-35-0 95
2 Benzo[b]naphtho[2,3-d]thiophene 234 C16H10S 000243-46-9 78
3 Benzo[b]naphtho[1,2-d]thiophene 234 CléH1es 000205-43-6 78
4 Anthra(2,3-b)thiophene 234 C16H1eS 022108-55-0 43
5 pyrido[1',2':1,2]imidazo[4,5-b]q... 234 C14H10N4 1000401-06-3 38
Abundance Scan 1989 (13.792 min): BF140274.D\data.ms (-1984) (- m/z 234.10 100.00%
234.1
P ;
13.50 14.00
0! m/z 230.10 47.91%
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #116294: Benzo[b]naphtho[2,1-d]thiophene
234.0
5000 Sha A
13.50 14.00
m/z 202.10 30.52%
117.0 189.0
O\H\‘\\4?\(%’.\(\)\\‘\H\8‘\7\-9’1\\}“\\\\]’_\5\(\).\(‘)‘\\\\‘\”‘\\"“\\H‘\\Hl‘\\\\‘\\\
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #116288: Benzo[b]naphtho[2,3-d]thiophene
234.0
e e
13.50 14.00
5000 ITI/Z 235.10 18.56%
117.0
189.0
O 830y 3500 00 |
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #116295: Benzo[b]naphtho[1,2-d]thiophene —— —
234.0 13.50 14.00
m/z 200.10 14.20%
h LfKNJVJNJKJ\Kﬁ&AﬂV
28.0 117.0
bt 830 as00 120 | JUL
m/z--> 20 40 60 80 100120140160 180200220240260 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110724\
Data File : BF140274.D

Acqg On : 07 Nov 2024 14:53
Operator : RC/JU

Sample : P4693-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 11H-Benzo[a]fluoren-11-one Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.898 2.65 ng 194820  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 55
2 Propionic acid, 3-iodo-, heptade... 438 C20H39I02 1000406-24-8 50
3 7H-Benz[de]anthracen-7-one 230 C17H1e00 000082-05-3 50
4 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 47
5 Propionic acid, 3-iodo-, octadec... 452 C21H41102 1000406-24-9 45
Abundance Scan 2007 (13.898 min): BF140274.D\data.ms (-2003) (- m/z 230.10 100.00%
230.1
57.0
5000
— <
11 13.50 14.00
‘ L 1760” B
O e e e R m/z 57.05 72.22%
miz--> 50 100 150 200 250 300 350 400
Abundance #111819: 11H-Benzo[a]fluoren-11-one
230.0
5000 — ——
13.50 14.00
101.0 m/z 43.10 59.33%
00,], 7o)
0 H‘\i‘\“\“\\“‘\‘H\i‘\\m\r““\\‘\‘HH‘HH‘HH‘HH
m/z--> 50 100 150 200 250 300 350 400
Abundance  #321023: Propionic acid, 3-iodo-, heptadecy! ester
57.0
— ——
13.50 14.00
5000 m/z 55.05 45, 26%
11.0 200.0
oLkl |1 a0 seso ssay
m/z--> 50 100 150 200 250 300 350 400
Abundance #111823: 7H-Benz[de]anthracen-7-one “ —
230.0 13.50 14.00
m/z 71.10 38.94%
. W
o 500 1101500
e P e
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\BF110724\
Data File : BF140274.D

Acqg On : 07 Nov 2024 14:53
Operator : RC/JU

Sample : P4693-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 14 Benz[a]anthracene, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.439 3.72 ng 274266  Chrysene-di2 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benz[a]anthracene, 2-methyl- 242 C19H14 002498-76-2 97
2 Triphenylene, 2-methyl- 242 C19H14 001705-84-6 97
3 Chrysene, 1-methyl- 242 C19H14 003351-28-8 96
4 2-Methylchrysene 242 C19H14 003351-32-4 95
5 Benz[a]anthracene, 8-methyl- 242 C19H14 002381-31-9 95
Abundance Scan 2099 (14.439 min): BF140274.D\data.ms (-2090) (- m/z 242.10 100.00%
242.1
——
1197 213 H 14.50
O 2k0 870 | | 150018212133 || 2721 1/ 41,10 30.89%
m/z--> 20 40 60 80 100120140160180200220 240 260280
Abundance #126464: Benz[a]anthracene, 2-methyl-
242.0
5000 LN
14.50
121.0 ITI/Z 239.10 27.35%
oR7.0 630 ., | | 1500 213.0 ‘\
‘\\H‘HH‘\\H‘HH‘\\H‘H\\‘\H\‘H\\‘\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126450: Triphenylene, 2-methyl-
242.0
——
14.50
5000 m/z 243.10 21.28%
121.0
0 440 87.0 Ll 163.0 21§q 1l
T e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126442: Chrysene, 1-methyl- T
242.0 14.50
m/z 240.10 10.80%
5000
120.0
0 51.0 87.0 | | 1630 21 %q‘ h“
_Hw‘HWHH‘HH_‘H_HW‘HWH‘WHHM‘H_H‘_HWH‘WHH P
m/z--> 20 40 60 80 100120140160180200220240260280 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110724\
Data File : BF140274.D

Acqg On : 07 Nov 2024 14:53

Operator : RC/JU

Sample : P4693-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.M
: 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 15 Benzo[e]pyrene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
15.410 9.87 ng 365591 Perylene-d12 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 97
3 Benzo[a]pyrene 252 C20H12 000050-32-8 90
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 90
5 Perylene 252 C20H12 000198-55-0 90

Abundance Scan 2264 (15.410 min): BF140274.D\data.ms (-2259) (- m/z 252.10 100.00%
252.1 h
5000
125.1 15.50
0 A0 s 16101979, | 3102 365. ./, 25510 30.37%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000 o1
15.50
m/z 253.10 20.61%
125.0
039.0 83.0 | 2000, |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #138563: BenzolKk]fluoranthene
252.0
—
15.50
5000 ITI/Z 125.10 12.50%
126.0
om0yl oo |
m/z--> 50 100 150 200 250 300 350
Abundance #138555: Benzo[a]pyrene —
252.0 15.50
m/z 251.05 10.03%
5000
126.0
0l.50.0 87.0 | 163.0200.0 |
T o e —
m/z--> 50 100 150 200 250 300 350 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110724\
Data File : BF140274.D

Acqg On : 07 Nov 2024 14:53
Operator : RC/JU

Sample : P4693-01

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 49.3 ng 1918460 1 6.875 778846 20.0
Toluene 3.975 3.1 ng 122777 1 6.875 778846 20.0
2-Pentanone, 4-... 5.104 3.8 ng 148577 1 6.875 778846 20.0
Benzene, 1,2,4-... 6.704 2.1 ng 80981 1 6.875 778846 20.0
Benzophenone 10.628 4.7 ng 262216 3 9.910 1127020 20.0
1H-Cyclopropa[l... 11.927 6.8 ng 441657 4 11.404 1293800 20.0
Phenanthrene, 4... 12.016 3.6 ng 232756 4 11.404 1293800 20.0
Phenanthrene, 2... 12.457 3.0 ng 193562 4 11.404 1293800 20.0
Pyrene, 1-methyl-  13.069 3.0 ng 219580 5 14.051 1472730 20.0
11H-Benzo[b]flu... 13.157 2.8 ng 205504 5 14.051 1472730 20.0
Pyrene, 4-methyl- 13.280 2.4 ng 174127 5 14.051 1472730 20.0
Benzo[b]naphtho... 13.792 2.1 ng 151407 5 14.051 1472730 20.0
11H-Benzo[a]flu... 13.898 2.6 ng 194820 5 14.051 1472730 20.0
Benz[a]anthrace... 14.439 3.7 ng 274266 5 14.051 1472730 20.0
Benzo[e]pyrene 15.410 9.9 ng 365591 6 15.539 740856 20.0
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