LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131137.D

Acqg On : 10 Nov 2022 22:43
Operator : CG\JU

Sample : N5494-09

Misc :

ALS Vvial : 14 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-BF110922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF131137.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1  2.163 5 13 19 rBV 506714 639936 42.85% 4.534%
2 2.269 24 31 37 rBV 34032 41495 2.78% 0.294%
3 4.487 404 408 414 rBV 74404 81824 5.48% 0.580%
4 5.110 509 514 524 rBV 492840 585174 39.18% 4.146%
5 5.510 577 582 585 rBV 1608174 1463825 98.01% 10.370%
6 5.904 645 649 652 rBV 25521 22828 1.53% 0.162%
7 6.516 748 753 756 rBV 1683288 1493513 100.00% 10.581%
8 6.887 813 816 820 rBV 491729 378776 25.36% 2.683%
9 7.451 907 912 915 rBV 1044013 927437 62.10% 6.570%
106 8.175 1031 1035 1038 rBV 468628 430565 28.83%  3.050%

11 9.251 1213 1218 1221 rBV 1506186 1342497 89.89%
12 9.933 1330 1334 1337 rVB 461066 397893 26.64%
13 10.722 1464 1468 1479 rBV 859752 711173 47.62%

ON VTN
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w
]
B

14 11.422 1584 1587 1590 rBV 435984 381496 25.54% 703%
15 11.445 1590 1591 1594 rVV 101333 66986  4.49% 475%
16 11.498 1597 1600 1603 rVV 20679 18414 1.23% 0.130%
17 11.927 1668 1673 1675 rBV 56449 51901 3.48% ©.368%
18 11.957 1675 1678 1681 rVV 74228 67549  4.52% 0.479%
19 11.998 1681 1685 1688 rVV 25341 27167 1.82% ©.192%
20 12.033 1688 1691 1694 rVWwW2 96177 104306 6.98% 0.739%
21 12.063 1694 1696 1699 rVB 55995 42362 2.84%  ©.300%
22 12.222 1715 1723 1725 rBV2 33837 34896 2.34% 0.247%
23 12.251 1725 1728 1733 rVB3 24568 27269 1.83% 0.193%
24 12.369 1746 1748 1751 rVB 22280 16645 1.11% 0.118%
25 12.474 1763 1766 1769 rBV 95921 91536 6.13% ©0.648%
26 12.516 1769 1773 1775 rVWW3 43666 63571 4.26% 0.450%
27 12.563 1778 1781 1786 rVV2 47848 59513 3.98% 0.422%
28 12.639 1789 1794 1798 rVB 204380 173346 11.61% 1.228%
29 12.704 1803 1805 1809 rVvv2 20098 19248 1.29% 0.136%
30 12.769 1812 1816 1818 rVV3 20042 22950 1.54% 0.163%
31 12.821 1822 1825 1827 rVB2 19299 17934 1.20% ©.127%
32 12.869 1827 1833 1839 rBV 270750 310331 20.78%  2.199%
33 12.921 1839 1842 1846 rVB2 29077 37485 2.51% ©0.266%
34 12.986 1846 1853 1854 rBV3 16461 29776  1.99% 0.211%
35 13.010 1854 1857 1864 rVB 1182774 1085138 72.66% 7.688%

36 13.086 1866 1870 1877 rBv4 50500 85496 5.72%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131137.D

Acqg On : 10 Nov 2022 22:43
Operator : CG\JU

Sample : N5494-09

Misc :

ALS Vvial : 14 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-BF110922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.174 1882 1885 1887 rVV3 49238 61856 4.14% 0.438%
38 13.198 1887 1889 1892 rVB2 50094 45664 3.06% 0.324%
39 13.269 1898 1901 1903 rVB 21162 17991 1.20% 0.127%
40 13.304 1903 1907 1910 rBV 71568 64592 4.32% 0.458%
41 13.398 1919 1923 1925 rBV 67942 58126 3.89% 0.412%
42 13.427 1925 1928 1931 rVB 60822 53893 3.61% 0.382%
43 13.510 1940 1942 1946 rVB5 14468 17654 1.18% 0.125%
44 13.710 1973 1976 1981 rVB 37395 41199 2.76% ©0.292%
45 13.821 1990 1995 1998 rBV4 36037 53623 3.59% 0.380%
46 13.851 1998 2000 2002 rVB 32184 23773 1.59% ©.168%
47 13.916 2007 2011 2015 rVB2 34230 47587 3.19% 0.337%
48 13.998 2015 2025 2030 rBV7 28811 100257 6.71% ©.710%
49 14.074 2032 2038 2040 rBV2 479386 562277 37.65% 3.983%
50 14.098 2040 2042 2047 rVB 182104 162307 10.87% 1.150%
51 14.168 2050 2054 2058 rVV3 44856 67365 4.51% 0.477%
52 14.221 2061 2063 2073 rVB3 26475 56505 3.78% 0.400%
53 14.392 2089 2092 2094 rVB2 14167 16014 1.07% 0.113%
54 14.421 2094 2097 2099 rBV2 29055 27197 1.82% ©.193%
55 14.463 2099 2104 2107 rVwV 75405 95975 6.43% 0.680%
56 14.492 2107 2109 2112 rVV 54533 43644 2.92% 0.309%
57 14.533 2113 2116 2119 rVV2 33806 51400 3.44% 0.364%
58 14.586 2122 2125 2127 rBV2 42235 36950 2.47% 0.262%
59 14.921 2179 2182 2186 rBV2 26344 25325 1.70% 0.179%
60 15.127 2213 2217 2221 rBV 99861 156691 10.49% 1.110%
61 15.192 2225 2228 2232 rVB5 20120 25304 1.69% ©.179%
62 15.439 2266 2270 2276 rVB 73025 88576 5.93% 0.628%
63 15.504 2277 2281 2287 rVB 97845 127523 8.54% 0.903%
64 15.568 2287 2292 2306 rBV 250120 397061 26.59% 2.813%
65 15.892 2343 2347 2352 rBV8 14091 31030 2.08% 0.220%
66 16.027 2365 2370 2375 rBV3 27243 52107 3.49% ©.369%
67 16.727 2487 2489 2494 rVB6 14511 16372 1.10% ©.116%
68 17.080 2545 2549 2556 rVB3 31295 57420 3.84% 0.407%
69 17.539 2623 2627 2635 rVB 29676 57018 3.82% 0.404%
70 17.809 2666 2673 2679 rBV 6692 22918 1.53% 0.162%
Sum of corrected areas: 14115445
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library
TIC Integration Parameters:

: 10 Nov 2022 22:43
: CG\JU
: N5494-09

. 14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
BF131137.D

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
1600000

1400000

1200000

1000000

800000

600000

400000

200000

0
Time-->

2.163

TIC: BF131137.D\data.ms
5.510

6.516

7.451

5.110 6.887

4.487

.269 5. 904

V_Y—rY_Y_Y_Y—rY_Y_Y_Y—rY_T
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1600000

1400000

1200000
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800000

600000

400000
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TIC: BF131137.D\data.ms

9.251
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8.175 9.933

11.422

12.869
12.639
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e e

0
Time-->
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1400000

1200000

1000000
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600000

400000

0

200000 ,

TIC: BF131137.D\data.ms

14.074

15.568

33594
Q02 15.862027 16.727 17.080 17.53917 809
/\/_A.AA/\M

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131137.D

Acq On : 10 Nov 2022 22:43
Operator : CG\JU

Sample : N5494-09

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.163 33.79 ng 639936 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CAS# 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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance  Scan 13 (2.163 min): BF131137.D\data.ms (-5) (-) m/z 73.10 100.00%
3.1
5000 43.0
871 H\‘\\H‘HH‘HH‘HH‘H\
‘ Lg 1 2.202.302.402.502.60
O e e Mz 43.05  44.66%
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[T TTT
43.0 2.202.302.402.502.60
' 87.0 m/z 55.10  29.90%
29.0
M‘ I ‘\‘ ‘ LQO ‘ |
O \‘HH‘\\H‘\H\‘\!\‘!“\H\‘\H\‘H\\‘HH’\H\‘HH‘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 S eRARSSaA.
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 24.97%
27.0
0 ‘ ‘ | ‘\ | | ‘ i I 112.0 129.0
R L L e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- AR R A
73.0 2.202.302.402.502.60

m/z 41.10 14.70%

5000 43.0
58.0
29.0 ‘ 87.0
\‘ ‘ | | | ‘ ,/L

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131137.D

Acq On : 10 Nov 2022 22:43
Operator : CG\JU

Sample : N5494-09

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown2.269 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
2.269 2.19 ng 41495 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 45
2 2-Hexene, 1-(1-ethoxyethoxy)-, (E)- 172 C10H2002 054484-66-1 12
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 10
4 Thiocyanic acid, methyl ester 73 C2H3NS 000556-64-9 9
5 2,5-Diethoxy-3-methyl-3-vinylhexane 214 C13H2602 1000432-70-8 9

Abundance  Scan 31 (2.269 min): BF131137.D\data.ms (-24) (-) m/z 75.00 100.00%

75.0
5000 45.1
A
0 103.0 220 240 260
0‘w‘Hw‘Hw‘HW‘HW‘H%‘HWMMW‘MW‘HWuJW‘HW‘HW‘H m/z 73.10 61.27%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5400: Propane, 1,1-dimethoxy-
78.0
29.
5000 90 450 L L I ) L B
220 240 260
m/z 45.10 49.67%
0 \“ ‘ ‘ \‘ ‘ 590 il 89.0 103.0
H‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #47102: 2-Hexene, 1-(1-ethoxyethoxy)-, (E)-
45.0 73.0
e
220 240 260
5000 m/z 41.05 32.41%
29.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4994 Pentane, 3-methoxy- “ A T
73.0 220 240 260
m/z 47.00  28.96%
5000
45.0
29.0
Obrrrrrryrr bl 890 010 A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 220 240 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131137.D

Acq On : 10 Nov 2022 22:43
Operator : CG\JU

Sample : N5494-09

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 3-Hexen-2-one Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.487 4.32 ng 81824  1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 91
2 3-Penten-2-one, 4-methyl- 98 C6H1e0 000141-79-7 91
3 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80
4 2,4-Azetidinedione, 3,3-diethyl- 141 C7H11NO2 042282-85-9 78
5 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 72
Abundance Scan 408 (4.487 min): BF131137.D\data.ms (-404) (-) m/z 55.10 100.00%
55.1 83.1
5000
43.0 08.1
EARmEEE R R
4.20 4.40 4.60 4.80
il ‘ | 66.9 | 9
o1 e e m/z 83.10 97.79%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0
29.0 43.0
5000 L B I B L AL B
98.0 4.20 4.40 4.60 4.80
15.0 m/z 43.00 42.07%
O.
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3648: 3-Penten-2-one, 4-methyl-
55.0 83.0
43.0 4.20 4.40 4.60 4.80
5000 m/z 98.10 35.77%
29.0 98.0
15.0
0 HwH““H:wmu‘\”‘N‘1“‘97:?”H_mwu_m
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3784 2-Pentene, 2,4-dimethyl-  EAREEENEE S
83.0 4.20 4.40 4.60 4.80
55.0 m/z 39.10 31.56%
41.0
5000
27.0 98.0
15.0 ‘ 67.0
0 m‘H‘wHu“m:}\mih“!wm‘u‘walu_m_m SR W —
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131137.D

Acq On : 10 Nov 2022 22:43
Operator : CG\JU

Sample : N5494-09

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.110 30.90 ng 585174 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 514 (5.110 min): BF131137.D\data.ms (-509) (-) m/z 43.05 100.00%

43.0
59.1
5000
1011 LB B L L B I R |
4.80 5.00 5.20 5.40
oyl 830 p
o-———rYp—dd——r—————— m/z 59.10  57.40%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L B B L B L B L
4.80 5.00 5.20 5.40
101.0 m/z 101.10  17.92%
270 ‘ 83.0
O\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\‘\\\\’\\
miz—-> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
EEEmmaEEEESE R
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.10  13.90%
H ‘ 87.0
om‘zﬁ‘iHHH“U‘;‘“uW‘Hu_mw”,”
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester A ARAmaEES RS
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.74%
5000 41.0
oL 00 L
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\BF111022\
Data File : BF131137.D

Acq On : 10 Nov 2022 22:43
Operator : CG\JU

Sample : N5494-09

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Phenanthrene, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.927 2.72 ng 51901 Phenanthrene-die 11.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 97
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
4 1H-Indene, 1-phenyl- 192 C15H12 001961-96-2 94
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93
Abundance Scan 1673 (11.927 min): BF131137.D\data.ms (-1668) (- m/z 192.10 100.00%
192.1
5000 AM
165.0 ol on
94.4 12.00
38.9 63.0 139.1
O rrrprroririer b e et o o m/z 191,10 62.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 T T t T w
12.00
040 165.0 m/z 189.10  31.27%
0 39.0 639 | M 116013\90\‘\ T
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67024: Anthracene, 2-methyl-
192.0
M
12.00
5000 m/z 193.10 17.21%
165.0
0/15.0 39.0 61,0 83"0 | 11501390 |
R R T e A RRARA R S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67035: Phenanthrene, 1-methyl- e Ay
192.0 12.00
m/z 165.00  14.84%
5000
165.0
0 . 39.0 63.0 9?-0 139.0 |
R R R ot o —
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131137.D

Acq On : 10 Nov 2022 22:43
Operator : CG\JU

Sample : N5494-09

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Phenanthrene, 1-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.957 3.54 ng 67549  Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
3 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 95
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 94
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 94
Abundance Scan 1678 (11.957 min): BF131137.D\data.ms (-1675) (- m/z 192.10 100.00%
192.1
5000 AM
945 1651 12.00
63.0 139.1 '
0l 300 2T il 2280 7 191,10 56.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 AU M
12.00
m/z 189.00  28.447%
165.0
0 39.0 63.0 960 139.0 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘1\\\‘\\1\‘\\\\‘\\ \‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67039: Phenanthrene, 2-methyl-
192.0
b
12.00
5000 165.05 17.05%
940 165.0
0 39.0 630 | | 1390 Lo
R A e o R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67019: 1H-Indene, 2-phenyl-
192.0 1200
m/z 190.10 16.64%
5000
165.0 M
115.0
o . 30 80 MO0 || P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00

8270-BF110922.M Fri Nov 11 13:12:44 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131137.D

Acq On : 10 Nov 2022 22:43
Operator : CG\JU

Sample : N5494-09

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Anthracene, 9-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.033 5.47 ng 104306  Phenanthrene-di0 11.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene, 9-methyl- 192 C15H12 000779-02-2 89
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 86
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 78
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 76
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 70
Abundance Scan 1691 (12.033 min): BF131137.D\data.ms (-1688) (- m/z 192.10 100.00%
192.1
5000 AM
is 165.1 S =l
12.00
391 630 138.9
ol 30t N SIS Ll wiz 191.10  58.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67020: Anthracene, 9-methyl-
192.0
5000 o :
12.00
96.0 m/z 189.05  39.80%
ol 390 630 l 139.0 19‘5 0 Hm
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67043: Phenanthrene, 1-methyl-
192.0
A
12 00
5000 m/z 190.10 28.43%
95.0 165.0
0 39 0 6% q " h 139 Om Ilh
R T L e A RANAEE A e B
m/z--> 20 40 60 80 100 120 140 160 180 200 M ﬂ/v
Abundance #67028: Anthracene, 1-methyl- S AAM
192.0 12.00
m/z 165.10  20.09%
5000
165.0
ol 410630 %00 1390
R R E e e P
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00

8270-BF110922.M Fri Nov 11 13:12:45 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131137.D

Acq On : 10 Nov 2022 22:43
Operator : CG\JU

Sample : N5494-09

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Phenanthrene, 4-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.063 2.22 ng 42362  Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 87
2 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 87
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 81
4 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 76
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 74

Abundance Scan 1696 (12.063 min): BF131137.D\data.ms (-1694) (- m/z 192.10 100.00%
1

5000
165.1 RN ‘NW
82. ’ 12.00
49.9 139.0 m
0“"w‘wu‘Mwmﬂhmm%pgpw“‘w‘uwhu‘h“‘,‘uu m/z 191.10 65.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 = ‘
12.00
040 1650 m/z 189.10 25.83%
0 39.0 630 | | 1150 139.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\’\\\\

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

=

Abundance #67042:Phenanﬂwene,44neﬂwh WNMN%
AUV o AT
12.00
5000 ITI/Z 193.10 17.47%
82.0 165.0
280 510 | || 11501390
R L L e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67028: Anthracene, 1-methyl-
12.00
m/z 165.05 15.55%
5000
165.0
o 410630 990 1890
_‘“_““H“‘H““H“‘H‘,“H,“H,‘ T —
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131137.D

Acq On : 10 Nov 2022 22:43
Operator : CG\JU

Sample : N5494-09

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Phenanthrene, 2,5-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.475 4.80 ng 91536  Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 98
2 9,10-Dimethylanthracene 206 CleHi4 000781-43-1 93
3 Anthracene, 1,4-dimethyl- 206 CleH14 000781-92-0 93
4 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 90
5 3,4-Dimethylphenanthrene 206 CleH14 1000452-24-5 89
Abundance Scan 1766 (12.474 min): BF131137.D\data.ms (-1763) (-) | m/z 206.10 100.00%
206.1
5000
TWLITAAN, N RS
12.50
62 9 152 0 J"
e B M 120850 «‘u 1 ‘p”:“ e m/z 191.10  47.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000 1
12.50
101.0 m/z 189.10  26.92%
O \\\‘2\7\\0\’\5\1-\\0‘\\7\6\‘0\1‘\‘\ ‘113901650 \\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82934: 9,10-Dimethylanthracene
206.0
LIV
12.50
5000 m/z 205.05 24.52%
51150 39.0 630 890  127.0 i “4“
R e R RARAREREE T LR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 A
Abundance #82936: Anthracene, 1,4-dimethyl- e
206.0 12.50
m/z 207.10 18.69%
5000
0 39.0 630\ \\ ‘ \\1150 152. 0178% “4“ o)
R L B e L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131137.D

Acq On : 10 Nov 2022 22:43
Operator : CG\JU

Sample : N5494-09

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 unknownl2.516 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.516 3.33 ng 63571  Phenanthrene-d1e 11.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,3-Butadiene, 1,4-diphenyl-, (E... 206 C1l6H14 000538-81-8 46
2 SH-Dibenzo[a,d]cycloheptene, 5-m... 204 C1l6H12 002975-79-3 43
3 Benzene, 1,1'-(1,3-butadienylide... 206 C16H14 004165-81-5 42
4 1,4-Diphenyl-1,3-butadiene 206 CleH14 000886-65-7 41
5 Pyrene, 4,5,9,10-tetrahydro- 206 C16H14 000781-17-9 38

Abundance Scan 1773 (12.516 min): BF131137.D\data.ms (-1769) (- m/z 206.10 100.00%
206.1

5000
101.1
76.1 TWLAUAANN Rooaua
51.0 ‘ H 1231 151.0 179 12.50
Y SETOVER V! ) NN TR TN m/z 189.05  86.25%
miz—> 20 40 60 80 100 120 140 160 180 200
Abundance #82978: 1,3-Butadiene, 1,4-diphenyl-, (E,E)-
206.0
91.0 |
5000 LM T ‘
128.0 12.50

m/z 204.05  84.25%

51.0 ‘ 165.0
0 [T \“ T \“1 T “\‘\ \“M“ T ‘\“H ‘H‘{ T \‘\ T \“\‘\ T b T \“\ T 1“’ T \Hl T "
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80596: 5H-Dibenzo[a,d]cycloheptene, 5-methylene-
204.0 /\
R ‘
12.50
5000 m/z 205.10 46.88%
101.0
39.0 63.0 152.0 176.0
o RN TR A Y B PN P ERNIR
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #82979: Benzene, 1,1'-(1,3-butadienylidene)bis- e —
206.0 12.50
91.0 m/z 203.05 44 . 40%
5000
0 27.0 ‘/\ |

m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131137.D

Acq On : 10 Nov 2022 22:43
Operator : CG\JU

Sample : N5494-09

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 9,10-Dimethylanthracene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.563 3.12 ng 59513 Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,10-Dimethylanthracene 206 CleH14 000781-43-1 90
2 [14]Annulene, 1,6:8,13-bis(metha... 206 C16H14 085385-68-8 55
3 3,4-Dimethylphenanthrene 206 CleH14 1000452-24-5 50
4 Benzene, (2-methylene-1-phenylcy... 206 Cl6H14 025152-47-0 50
5 1H-Indene, 2-methyl-3-phenyl- 206 CleHi4 035099-60-6 50

Abundance Scan 1781 (12.563 min): BF131137.D\data.ms (-1778) (- m/z 206.10 100.00%
1

5000

TWLITAAT RSO
12.50
0+ m/z 204.10 87.76%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82932: 9,10-Dimethylanthracene
206.0 J\K
Ry ‘

5000
12.50

m/z 191.10  58.14%

89.0
127.0152.0

28.0
O,

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #82981: [14]Annulene, 1,6:8,13-bis(methano)-, syn
206.0

12.50
m/z 176.00  42.19%

5000

0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 k /\
Abundance #82935: 3,4-Dimethylphenanthrene : m i NNt Arw
206.0 12.50

m/z 205.10  35.00%
5000

89.0

165.0 ‘
o‘H%z-‘o‘_m?ﬁ-?‘:MM;\#&4-‘9?‘3?;9\‘mw‘_MHHW‘ 1AW

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50

8270-BF110922.M Fri Nov 11 13:12:50 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131137.D

Acq On : 10 Nov 2022 22:43
Operator : CG\JU

Sample : N5494-09

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Pyrene, 1-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.086 3.04 ng 85496  Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 93
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 90
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 72
4 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 72
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 60
Abundance Scan 1870 (13.086 min): BF131137.D\data.ms (-1866) (- m/z 216.10 100.00%
216.1
R \
94.5 189.1 13.00
.9 67.0 .1 163.0 ‘ :
O+ 3? O P ‘wuu“ui‘ Ao _1‘3‘?‘,‘1«“ v "1“0"f‘;“‘w‘l“‘}‘u : lm ~ m/z 215.1@ 81.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 R UW
13.00
m/z 213.10  20.45%
95.0 189.0
0. 270 630 | 1220 1630 | hw
H\‘H\\‘HH‘\H\‘H\\‘HH‘HH’\H\‘HH‘HH’\H ‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94579: Fluoranthene, 2-methyl-
216.0
AR A r"\M‘ VI ‘/\/“
13.00
5000 m/z 189.05 12.49%
108.0
ol 390 740 " 1340163.01%0 ||
R e R L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94575: 11H-Benzo[a]fluorene T
216.0 13.00
m/z 94.50 11.88%
5000
108.0
o500 #10 | 13701630290 |
T e e e e e e e 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\BF111022\
Data File : BF131137.D

Acq On : 10 Nov 2022 22:43
Operator : CG\JU

Sample : N5494-09

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 11H-Benzo[b]fluorene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.174 2.20 ng 61856  Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 93
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 83
3 Pyrene, 2-methyl- 216 C17H12 003442-78-2 74
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 72
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 68

Abundance Scan 1885 (13.174 min): BF131137.D\data.ms (-1882) (- m/z 216.10 100.00%
216.1

5000

=3

01s 189.1 WU
390 630 | 139.0162.9 13.00 13.50
m/z 215.05  82.28%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94569: Pyrene, 1-methyl-
216.0
5000 Py —
13.00 13.50
m/z 213.10  25.21%
108.0 189.0
39.0 63.0 | | 1340 1630 | hw
‘\\\\‘\\1\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ ‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94572: 11H-Benzo[b]fluorene
216.0
13.00 13.50
5000 ITI/Z 189.05 22.37%
107.0
0 50.0 81.0, |  139.0163.0 189.0 u
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94567: Pyrene, 2-methyl- T 7
216.0 13.00 13.50
m/z 217.10 22.00%
5000 95.0
189.0
0 530 | 1220 1630 | W Nl i
R e R e ARRARRAE e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00 13.50

8270-BF110922.M Fri Nov 11 13:12:54 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131137.D

Acq On : 10 Nov 2022 22:43
Operator : CG\JU

Sample : N5494-09

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Pyrene, 2-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.304 2.30 ng 64592  Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 95
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 94
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 91
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 81

Abundance Scan 1907 (13.304 min): BF131137.D\data.ms (-1903) (- m/z 216.05 100.00%
216.1

5000
oL e
620 945 . 162018T0 M 13.00 13.50
O e A e e bt | m/z 215,10 62.31%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 ‘ U

\
13.00 13.50
m/z 217.05 17.33%

95.0 189.0
270 630 | j220 1630 | |
H\‘HH‘\\H‘\H\‘HH‘\H\’\H\‘HH‘\H\’\\\\‘H\’\H\‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94567: Pyrene, 2-methyl- A
216.0
\/\/\/N‘/\‘

o

13.00 13.50
m/z 94.50 16.20%
5000 95.0
189.0
0 53.0 - ‘\‘1220 163.0 ML ) MH
RN R AR R T B e e e R R A RENEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94576: 11H-Benzo[b]fluorene “ T
216.0 13.00 13.50
m/z 213.05 16.18%
5000
108.0
57.0 163.0189.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00 13.50

8270-BF110922.M Fri Nov 11 13:12:55 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131137.D

Acq On : 10 Nov 2022 22:43
Operator : CG\JU

Sample : N5494-09

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Pyrene, 4-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.398 2.07 ng 58126  Chrysene-di12 14.074
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 97
2 Pyrene, 4-methyl- 216 C17H12 003353-12-6 96
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 93
4 Pyrene, 2-methyl- 216 C17H12 003442-78-2 93
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90

Abundance Scan 1923 (13.398 min): BF131137.D\data.ms (-1919) (- m/z 216.05 100.00%
16.1

2
5000

94.4 189.0

T ‘
629 | 2o 1629 | H 13.00 13.50
bt e 20 280D el m/z 215.05  50.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 el e
13.00 13.50

m/z 217.05 16.58%

95.0 189.0
27.0 63.0 \‘ \H 122.0 163.0 h“ " \M
H\‘\H\‘\H\‘\H\‘H\\‘\1\\‘\\\\‘\\\\‘\\\\‘HH‘\\\’\H\’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94563: Pyrene, 4-methyl- A
216.0
W

o

13.00 13.50
5000 ITI/Z 189.00 16.19%
108.0 189.0
o 30.0 740 | | 13401630 | |
R AR e R e AR RN LS L R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94579: Fluoranthene, 2-methyl- — —
216.0 13.00 13.50
m/z 213.05 13.88%
5000
108.0
0 39.0 740 i \“ 134.0 16‘3018\“90\‘ \H A AA AN W
T T e e e e e e rily A
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\BF111022\
Data File : BF131137.D

Acq On : 10 Nov 2022 22:43
Operator : CG\JU

Sample : N5494-09

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 unknownl13.998 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.998 3.57 ng 100257  Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CAS# Qual
15,6,8,9,10,11-Hexahydrobenz[alan... 234 C18H18 067064-61-3 46
2 2-Phenyl-6,7-dimethylquinoxaline 234 C16H14N2 071897-07-9 38
3 3-Amino-4-(1,3-benzodiazol-1-yl)... 234 C14H10ON4 1010444-00-7 38
4 Phenanthro(2,1-b)thiophene 234 C16H1esS 000219-25-0 38
51,2,3,4,5,6-Hexahydrochrysene 234 C18H18 002091-91-0 38

Abundance Scan 2025 (13.998 min): BF131137.D\data.ms (-2015) (- m/z 234.10 100.00%
234.1

55.1

5000

Il

14.00
m/z 55.10 78.68%

0,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #116414: 5,6,8,9,10,11-Hexahydrobenz[ajanthracene

3

234.0
5000 LN
14.00
191.0 m/z 43.05 76.51%
0 ‘\\?\’\9‘.9\\‘\\79"0\\\\‘\:L\:\I-Z.\(\)\\‘1\5\\2\‘9\\\h‘\\“‘1‘\‘H}“‘\\HH‘HMHHH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #116300: 2-Phenyl-6,7-dimethylquinoxaline
234.0
[ -
14.00
5000 m/z 57.10 66.30%
103.0
a0 0 g0 1920
R e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #115960: 3-Amino-4-(1,3-benzodiazol-1-yl)benzonitrile —
234.0 14.00

m/z 69.05 56.87%

5000

63.0

q\m M M \030 143.0 179.0
) 1,

0‘HH‘HH_‘H_H‘NHMHMWHH‘HH_H‘_HW‘JWH‘WHH_‘H —

m/z--> 20 40 60 80 100120140160180200220240260280 14.00

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131137.D

Acq On : 10 Nov 2022 22:43
Operator : CG\JU

Sample : N5494-09

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 Triphenylphosphine oxide Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.169 2.40 ng 67365  Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 96
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 90
3 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 43
4 (Carbethoxymethyl)-triphenylphos... 428 C22H22Br02P 001530-45-6 40
5 Furo[3,2-c]quinoline, 8-bromo-2,... 277 C13H12BrNO 1000310-92-7 38

Abundance Scan 2054 (14.168 min): BF131137.D\data.ms (-2050) (-) | m/z 277.10 100.00%
2771

5000
77.0 199.0 —r— o
a3 ‘ 150 152.0 ‘ H . 14.00 14.50
(o M uwmm‘u“h‘wut‘w"%‘f}u“u‘ -~ m/z 278.18  33.00%
miz--> 50 100 150 200 250 300
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 1990 . ‘ . } 4 ‘MA‘A ‘A ALA
152.0 14.00 14.50
m/z 76.95 22.79%
18.0 95.0
oLt \‘ "‘\‘h ' m\‘ ‘\“‘\“\‘uuh‘\ b i‘H“ I r\“ }\ : ‘23‘3-‘0‘ - -
miz--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
A —
14.00 14.50
5000 m/z 199.00 20.90%

o

14.00 14.50
m/z 183.00 20.01%

5000
195.0
510 910 1420 ‘
Ob b b 2450, 4

m/z--> 50 100 150 200 250 300 14.00 14.50

o 183.0
0 | 180 “« L‘ 280 | __
miz--> 50 100 150 200 250 300 "
Abundance #169750: Vanadium, cycloheptatrienyl-(pentamethylcyclo /\" L1 i W(W‘WW
277.0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131137.D

Acq On : 10 Nov 2022 22:43
Operator : CG\JU

Sample : N5494-09

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 Chrysene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.463 3.41 ng 95975  Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Chrysene, 1-methyl- 242 C19H14 003351-28-8 89
2 Benz[a]anthracene, 2-methyl- 242 C19H14 002498-76-2 89
3 Benz[a]anthracene, 7-methyl- 242 C19H14 002541-69-7 89
4 2-Methylchrysene 242 C19H14 003351-32-4 89
5 Chrysene, 5-methyl- 242 C19H14 003697-24-3 89
Abundance Scan 2104 (14.463 min): BF131137.D\data.ms (-2099) (- m/z 242.10 100.00%
242.1
5000
e
57.0 87.1 1 '61509 187.1 M 274.1 1450
ol 2B St 3202 20 L 2T 7 241,10 30.54%
m/z--> 50 100 150 200 250 300
Abundance #126442: Chrysene, 1-methyl-
242.0
oo oM
1450
m/z 239.05 28.05%
120.0
T T T ‘ T T T T T ‘ T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #126464: Benz[a]anthracene, 2-methyl-
242.0
—
14.50
5000 m/z 243.05 20.79%
121.0
e e e
m/z--> 50 100 150 200 250 300
Abundance #126453: Benz[a]anthracene, 7-methyl- —
242.0 14.50
m/z 240.10 10.70%
5000
119.0
0 39.0 780 L 163.0 202.9 \Jd
— e e ]
m/z--> 50 100 150 200 250 300 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131137.D

Acq On : 10 Nov 2022 22:43
Operator : CG\JU

Sample : N5494-09

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.439 4.46 ng 88576  Perylene-d12 15.568
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[k]fluoranthene 252 C20H12 000207-08-9 97
2 Benzo[e]pyrene 252 C20H12 000192-97-2 97
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 91
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90
5 Perylene 252 C20H12 000198-55-0 90
Abundance Scan 2270 (15.439 min): BF131137.D\data.ms (-2266) (- m/z 252.10 100.00%
252.1
w M
125.0 M 15.50
' 224.0 P :
0229 869, ) | 1530 1900 Ty [l 28901 . 25e.10  28.45%
m/z--> 40 60 80 100120140160 180200220 240260280
Abundance #138563: Benzo[K]fluoranthene
252.0
5000 e 4 J\\”‘M‘T
15.50
126.0 m/z 253.10 20.12%
O 87.0“ \H ‘H 22?.0 M\
H‘\H\‘HH’HH‘HH‘HH‘HH‘\H\’HH‘HH’HH‘\ \‘HH’HH
m/z--> 40 60 80 100120140160 180200220 240260280
Abundance #138554: Benzo[e]pyrene
252.0
—
15.50
5000 m/z 125.00 11.97%
125.0
0500 80 , | 1740 2240 |
R e R ARRaRaa s e S RRARR AR
m/z--> 40 60 80 100120140160 180200220 240260280
Abundance #138568: Benzo[b]fluoranthene T
252.0 15.50
m/z 251.10 10.96%
5000
126.0
0,510 830 | ‘\“ 1740 2240 H
T e e e
m/z--> 40 60 80 100120140160 180 200220240260 280 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131137.D

Acq On : 10 Nov 2022 22:43
Operator : CG\JU

Sample : N5494-09

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 unknownl6.027 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

16.027 2.62ng 52107 Perylene-di2 15.568
Hit# of 5 Tentative ID MW MolForm CAS# Qual

,1,3,6-tetramethyl-2-(3,6,10,13... 449 C32H64 1010373-94-3 43
ct-3-enoylamide, N-dodecyl- 309 C20H39NO 1000420-41-7 37
onadecane 268 C19H40 000629-92-5 37
,3-Diethylheptadecane 296 C21H44 1000360-41-6 37
5-Methyltritriacontane 479 (C34H70 1010131-20-3 32

uih wNneE
P w20k

Abundance Scan 2370 (16.027 min): BF131137.D\data.ms (-2365) (- m/z 57.10 100.00%
57.1

5000

-

16.00
m/z 43.05 63.40%

127.0 213.0

313.0

0,

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #325200: 1,1,3,6-tetramethyl-2-(3,6,10,13,14-pentamethy
57.0
5000 — :
127.0 16.00
280.0 m/z 71.18 60.12%
O T 1T ‘ \‘ ‘\ \‘W‘L‘\ ‘h “\ 1 T‘f“‘fzf%fl\o‘\ 1T ‘ T \3\4\7‘ \O\ T \?%?\q ‘ T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #210699: Oct-3-enoylamide, N-dodecyl-
51.0
T
16.00
5000 ITI/Z 266.05 32.61%
‘ ’ 155.0 2190 2800
I TR T 1 T AT DN O E—
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158599: Nonadecane 7 ¥ KWW
57.0 16.00
m/z 84.95 31.78%
5000
268.0
‘ 1 ﬂ130 169.0
ok Lidd JAIA\ L \ —

T R

m/z--> 50 100 150 200 250 300 350 400 450 16.00

8270-BF110922.M Fri Nov 11 13:13:02 2022 Page: 23



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111022\
Data File : BF131137.D

Acqg On : 10 Nov 2022 22:43
Operator : CG\JU

Sample : N5494-09

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.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... 2.163 33.8 ng 639936 1 6.887 378776 20.0
unknown2.269 2.269 2.2 ng 41495 1 6.887 378776 20.0
3-Hexen-2-one 4.487 4.3 ng 81824 1 6.887 378776 20.0
2-Pentanone, 4-... 5.110 30.9 ng 585174 1 6.887 378776 20.0
Phenanthrene, 2... 11.927 2.7 ng 51901 4 11.422 381496 20.0
Phenanthrene, 1... 11.957 3.5 ng 67549 4 11.422 381496 20.0
Anthracene, 9-m... 12.033 5.5 ng 104306 4 11.422 381496 20.0
Phenanthrene, 4... 12.063 2.2 ng 42362 4 11.422 381496 20.0
Phenanthrene, 2... 12.475 4.8 ng 91536 4 11.422 381496 20.0
unknown12.516 12.516 3.3 ng 63571 4 11.422 381496 20.0
9,10-Dimethylan... 12.563 3.1 ng 59513 4 11.422 381496 20.0
Pyrene, 1-methyl- 13.086 3.0 ng 85496 5 14.074 562277 20.0
11H-Benzo[b]flu... 13.174 2.2 ng 61856 5 14.074 562277 20.0
Pyrene, 2-methyl- 13.304 2.3 ng 64592 5 14.074 562277 20.0
Pyrene, 4-methyl- 13.398 2.1 ng 58126 5 14.074 562277 20.0
unknown13.998 13.998 3.6 ng 100257 5 14.074 562277 20.0
Triphenylphosph... 14.169 2.4 ng 67365 5 14.074 562277 20.0
Chrysene, 1-met... 14.463 3.4 ng 95975 5 14.074 562277 20.0
Benzo[e]pyrene 15.439 4.5 ng 88576 6 15.568 397061 20.0
unknownl16.027 16.027 2.6 ng 52167 6 15.568 397061 20.0
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