LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BGO55064.D

Acqg On : 4 Oct 2022 15:29
Operator : CG/JU

Sample : N4943-05

Misc :

ALS vial : 8 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_ G\Methods\8270-BG100322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BGO55064.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 3.375 106 15 32 rVB 301684 484062 28.21%  3.155%
2 4.768 247 252 261 rVB 53346 79544 4.64% 0.518%
3 5.391 351 358 366 rBV 525338 789363 46.00% 5.144%
4 5.861 431 438 447 rVB 419378 656166 38.24% 4.276%
5 6.489 537 545 555 rBV 33313 52171 3.04% 0.340%
6 7.471 703 712 722 rBV 428630 762368 44.43% 4.968%
7 8.340 854 860 867 rBV 106079 172480 10.05% 1.124%
8 9.509 1051 1059 1070 rBV 249001 438224 25.54%  2.856%
9 11.172 1334 1342 1346 rBV 149813 269260 15.69% 1.755%
10 11.225 1346 1351 1358 rVB 167725 299915 17.48% 1.954%
11 11.343 1366 1371 1379 rVB 15880 27467 1.60% 179%

12 12.806 1612 1620 1626 rBV ~ 128075 210936 12.29%
13 13.017 1646 1656 1663 rBV 72459 118658 6.91%

OO0 RrRrO®
~N
~N
w
BN

14 13.581 1745 1752 1759 rVB 688262 1054750 61.47% 874%
15 13.787 1779 1787 1793 rBV 34855 52969 3.09% 345%
16 13.987 1815 1821 1829 rVB2 11315 17408 1.01% 0.113%
17 14.116 1836 1843 1852 rVB2 20197 48135 2.81% ©.314%
18 14.274 1863 1870 1875 rBV2 28239 49019 2.86% ©.319%
19 14.327 1875 1879 1884 rVB 18071 24834 1.45% 0.162%
20 14.909 1974 1978 1980 rBV 16431 24208 1.41% ©.158%

21 14.950 1980 1985 1990 rVV 257767 408244 23.79%
22 15.009 1990 1995 2002 rVB 171330 269807 15.72%
23 15.338 2045 2051 2058 rVB 161305 255064 14.86%

O NEFE RN
[e))
a
N
R

24 15.984 2155 2161 2169 rVB 232139 349201 20.35% 276%
25 16.149 2185 2189 2194 rVB4 23903 32708 1.91% 213%
26 16.278 2206 2211 2216 rVB 36270 54243 3.16% ©.353%
27 16.419 2225 2235 2244 rBV 647349 999398 58.24% 6.513%
28 16.983 2321 2331 2336 rBv2 25587 47581  2.77%  0.310%
29 17.206 2362 2369 2373 rBV5 9371 19080 1.11% 0.124%
30 17.412 2396 2404 2410 rBVS 9908 21667 1.26% 0.141%
31 17.500 2414 2419 2428 rVB 51066 77802  4.53% 507%

32 17.682 2444 2450 2453 rBV 372659 553243 32.24%
33 17.723 2453 2457 2464 rVV 706930 1051161 61.26%

OO0 WOo
o)
U1
[}
3%

34 17.811 2464 2472 2477 rW 67846 127823 7.45% 833%
35 17.870 2477 2482 2486 rVB3 11119 18264 1.06% 119%
36 18.076 2511 2517 2523 rBV 27687 45134  2.63% ©0.294%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BGO55064.D

Acqg On : 4 Oct 2022 15:29
Operator : CG/JU

Sample : N4943-05

Misc :

ALS vial : 8 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_ G\Methods\8270-BG100322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 18.540 2591 2596 2602 rBvV2 76611 148922 8.68% 0.970%
38 18.599 2602 2606 2612 rVB 64901 96244 5.61% 0.627%
39 18.681 2612 2620 2625 rBV 21299 34204 1.99% 0.223%
40 18.746 2625 2631 2642 rVB3 99756 192776 11.23% 1.256%
41 19.034 2675 2680 2686 rBvV 34374 48738 2.84% ©0.318%
42 19.445 2744 2750 2755 rBV4 11827 21761 1.27% 0.142%
43 19.509 2755 2761 2770 rVB9 8738 24649 1.44% 0.161%
44 19.709 2789 2795 2801 rVV 422329 599222 34.92%  3.905%
45 19.791 2805 2809 2815 rVB2 34055 50502 2.94% 0.329%
46 19.950 2832 2836 2845 rVB 12184 23447 1.37% 0.153%
47 20.038 2845 2851 2852 rBV 65787 96738 5.64% 0.630%
48 20.068 2852 2856 2864 rVVW = 265222 409785 23.88% 2.670%
49 20.132 2864 2867 2874 rVB3 12806 20403 1.19% 0.133%
50 20.256 2879 2888 2894 rBV 1315817 1715963 100.00% 11.183%
51 20.379 2904 2909 2911 rBv4 13954 22661 1.32% 0.148%
52 20.549 2934 2938 2944 rVB 52277 75033 4.37% 0.489%
53 20.649 2950 2955 2960 rBV 54407 79501 4.63% 0.518%
54 20.714 2961 2966 2969 rVB2 13146 22970 1.34% 0.150%
55 21.536 3100 3106 3108 rBv2 14283 23939 1.40% 0.156%
56 21.578 3108 3113 3119 rWV 63080 102807 5.99% 0.670%
57 21.977 3171 3181 3186 rBvV2 375186 740826 43.17%  4.828%
58 22.024 3186 3189 3195 rVB2 48065 77184  4.50% 0.503%
59 22.183 3209 3216 3223 rBV3 13150 24360 1.42% 0.159%
60 22.835 3320 3327 3331 rBV8 8039 18006 1.05% 0.117%
61 24.321 3574 3580 3590 rBV3 15197 53632 3.13% 0.350%
62 25.267 3733 3741 3748 rBvV2 11944 34355 2.00% 0.224%

63 25.432 3758 3769 3781 rBV2 211158 624033 36.37% 4.067%

Sum of corrected areas: 15345018
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BG@55064.D

Acq On : 4 Oct 2022 15:29
Operator : CG/JU

Sample : N4943-05

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055064.D\data.ms

1200000
1000000
800000

600000 5391
5.861 7.471
400000

.375
9.509

200000 6,340 11725 12806
4,768 6.?‘\'89 343 A
o T ‘ 1 1 71 ‘ T 1 171 ‘ 1 1T ‘ T 11 ‘ T 17T ‘ T T 17T ‘ T T 17T ‘ T T 17T ‘ T T 17T ‘ T T 1T ‘ T 1 TT ‘ T T 17T ‘ T T 1T ‘ T T 1T ‘ T 1T 171 ‘ T 1 T/\\ ‘ T 17T ‘ T T 17T ‘ T T 1 ’ -

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG055064.D\data.ms

20.256
1200000

1000000

800000

17.723
13.581 16.419

600000

19.709
400000 17.682 21.977

14.950 15.984 20.068
200000 1500%.338
46
.8 1 3 21.57

379binRIA 14.900 078 16990479 8976 %9-93419% P AP es 22
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\'\\\‘T\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG055064.D\data.ms

o

1200000

1000000

800000

600000

400000

25.432
200000

24.321 25.2

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BG@55064.D

Acq On 4 Oct 2022 15:29

Operator : CG/JU

Sample : N4943-05

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
3.375 56.13 ng 484062  1,4-Dichlorobenzene-d4 8.340
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 38
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 38
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 23
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance  Scan 15 (3.375 min): BG055064.D\data.ms (-10) (-) m/z 73.00 100.00%
73.0
5000 43.0
55.0 87.0
R Aamaa e e
‘ 3.403.503.603.703.80
Ot i L m/z 43.00 45.94%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 T T [T T[T T[T
43,0 950 3.403.503.603.703.80
87.0 m/z 55.00 30.40%
27.0 ‘
OH‘\\H‘\\\m"{H\‘i1\‘\\‘\‘\1‘\“\\HH\lu‘uu‘uu‘\.\u‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2307: 1,3-Dioxolane, 2-methyl-
73.0
P
3.403.503.603.703.80
5000 43.0 m/z 87.00 25.85%
58.0
29.0 87.0
o) S N NS 1 R SN [ A —
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol  aRammEaE e
73.0 3.403.503.603.703.80
m/z 41.00 14.22%
87.0
41.0 55.0
5000
29.0
wo | ]
) | AR S VB P
m/z--> 10 20 30 40 50 60 70 80 90 100 3.403.503.603.703.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BG@55064.D

Acq On : 4 Oct 2022 15:29
Operator : CG/JU

Sample : N4943-05

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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 3-Penten-2-one, 4-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.768 9.22 ng 79544  1,4-Dichlorobenzene-d4 8.340

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 72
4 2-Pentene, 3,4-dimethyl- 98 C7H14 024910-63-2 64
5 2-Pentene, 4,4-dimethyl- 98 C7H14 026232-98-4 64
Abundance Scan 252 (4.768 min): BG055064.D\data.ms (-247) (-) m/z 55.00 100.00%
55.0 83.0
5000 43.0
98.0
T
4.40 4.60 4.80 5.00
Ll \\‘\ 66.9 | 9
Ot e e e e e e m/z 83.00 95.84%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 L B B LI L LI LN B
43.0 98.0 4.40 4.60 4.80 5.00
29.0 .
m/z 43.00 41.85%
L ull, 7.0
O\\’\H\‘H}}‘\H‘\iH\\‘iM\‘HH‘HH“HH‘HH“HH
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0 A e
200 43.0 4.40 4.60 4.80 5.00
5000 m/z 39.00 32.93%
98.0
15.0
\‘ \‘ J \‘\ \\‘ I 67.0
Ot e Ut 2 e e i
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3812: 2-Pentene, 4,4-dimethyl-, (E)- R AREamEs EEE R
55.0 83.0 4.40 4.60 4.80 5.00
m/z 98.00 31.37%
5000 41.0
270 98.0
7.
i N VI VIO
o RS S vt 11 MO 4RSS FRNSSOSPU [ SINSES MBS T e
m/z--> 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BG@55064.D

Acq On : 4 Oct 2022 15:29
Operator : CG/JU

Sample : N4943-05

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T EstConc Area Relative to ISTD R.T.
5.391 91.53 ng 789363 1,4-Dichlorobenzene-d4 8.340

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 17
4 Acetone 58 C3H60 000067-64-1 12
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 358 (5.391 min): BG055064.D\data.ms (-351) (-) m/z 43.00 100.00%
3.0
5000 59.0
R AR Raaman
6.0 101.0 5.00 5.20 5.40 5.60 5.80
Ol et el RO S m/z 59.00  43.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 | L R B
5.00 5.20 5.40 5.60 5.80
101.0 m/z 58.00 16.03%
R 0 83\'0 |
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime
43.0
PR Y g
5.00 5.20 5.40 5.60 5.80
5000 m/z 101.00 14.96%
101.0
o, 130 310 %80 200 860
crrpre e e e e S SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester R R o
43.0 5.00 5.20 5.40 5.60 5.80
m/z 41.00 8.00%
5000 57.0
29.0
‘ 101.0
0m‘HH“H““HH‘Mm_m,uw‘m'_m,uw‘uw‘ R R RRRER R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BG@55064.D

Acq On : 4 Oct 2022 15:29
Operator : CG/JU

Sample : N4943-05

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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-methoxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.489 6.05 ng 52171 1,4-Dichlorobenzene-d4 8.340
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 50
3 N-Ethylformamide 73 C3H7NO 000627-45-2 17
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 16
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 10

Abundance Scan 545 (6.489 min): BG055064.D\data.ms (-537) (-) m/z 42.95 100.00%

43.0
73.0
5000
ST TR
5.1 1001 115.0 6.20 6.40 6.60 6.80
0berrrereerrrer el SO e Wz 73.00 84.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15501: 2-Pentanone, 4-methoxy-4-methyl-
43.0
73.0
5000 UL L B I L L I L

6.20 6.40 6.60 6.80
m/z 41.00 10.88%

29.0 115.0
O\H‘\H\‘\HM“‘\‘\H“M“H‘1\5\?‘.\(‘)\\\\‘\}\\‘\\6\.\0‘\\]-\0\}()\.\(]\\‘\\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #843: Acetamide, N-methyl-
30.0 43.0 73.0 ﬁ
e R EaE T
6.20 6.40 6.60 6.80
5000 58.0 ITI/Z 115.00 9.56%
15.0
0mmWm“‘1‘w‘:‘uWH‘mwm,mwmwWm‘m
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #836: N-Ethylformamide AR
30.0 73.0 6.20 6.40 6.60 6.80
m/z 39.00 9.39%
5000
58.0
44.0
O | l
Ottt e e e e R -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BG@55064.D

Acq On : 4 Oct 2022 15:29
Operator : CG/JU

Sample : N4943-05

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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 Benzo[b]thiophene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.342 2.04 ng 27467  Naphthalene-d8 11.172
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[b]thiophene 134 C8H6S 000095-15-8 93
2 Benzo[c]thiophene 134 C8H6S 000270-82-6 93
3 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 90
4 [1]Benzothieno[2',3':3,4]cyclobu... 246 C13H1003S 034002-19-2 64
5 3-Deazaadenine 134 C6H6N4 006811-77-4 50
Abundance Scan 1371 (11.343 min): BG055064.D\data.ms (-1366) (- | m/z 133.95 100.00%
133.9
5000
: ——
sg0 629 80 11.00 11.50
0““““‘““N‘udﬂﬂﬂhp:H“‘Mlx“‘ HN\‘N“‘ m/z 89.00 14.00%
miz--> 20 40 60 80 100 120 140
Abundance #17521: Benzo[b]thiophene
134.0
5000 ﬂ — ——
11.00 11.50
89.0 m/z 135.00 10.97%
108.0
O\\\\‘2\7\9\’4?.\(‘)‘\\“‘\‘\‘\‘\ ‘ T \H\ T “\1\\‘\\\‘}‘\\\\
miz—-> 20 40 60 80 100 120 140
Abundance #17519: Benzo[c]thiophene
134.0 /\
: e
11.00 11.50
5000 m/z 90.00 10.81%
89.0
45.0 63.0 H 108.0
Ot el el
miz--> 20 40 60 80 100 120 140
Abundance #17522: Cyclopental[c]thiapyran “ —
134.0 11.00 11.50
m/z 62.90 10.43%
5000
89.0
45.0 63.0 | 108.0 | A
o S A S O O N R A
m/z--> 20 40 60 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BG@55064.D

Acq On : 4 Oct 2022 15:29
Operator : CG/JU

Sample : N4943-05

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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 Naphthalene, 1,6-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

14.116 2.36 ng 48135  Acenaphthene-d10 14.950
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 95

Abundance Scan 1843 (14.116 min): BG055064.D\data.ms (-1836) (- | m/z 156.00 100.00%
156.

Jly

128.0
51.0 771 ‘ 14.00 14.50
0 ““‘“N"J“HlNNW"J““‘u\‘JJ‘JH‘HW‘W“ m/z 141.00 70.99%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33162: Naphthalene, 1,6-dimethyl-

156.0

5000 - ‘ ﬂ\

14.00 14.50

m/z 155.00  37.35%

77.0 115.0
1. 139.0
O \\\‘2\7\.0\\“ \5\‘\(\)“1\\‘H“\\\9\8.‘()\\\‘\‘\‘1‘\\“‘\\‘%
m/z--> 20 40 60 80 100 120 140 160
| /\1
Coph .

Abundance #33149: Naphthalene, 2,3-dimethyl-

156.0
14.00 14.50
5000 ITI/Z 128.00 18.75%
76.0 115.0
51.0 . 139.0
Nl 1 O o

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

Abundance #33156: Naphthalene, 1,7-dimethyl- —h— —
156.0 14.00 14.50

m/z 115.00  18.60%

5000
115.0
51.0 7.0 139.0 ﬂ J\/‘
0 26'0 L ‘U\ 980 | | \‘\ Ll Ll ‘

m/z--> 20 40 60 80 100 120 140 160 14.00 14.50

8270-BG100322.M Wed Oct 05 13:17:00 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BG@55064.D

Acq On 4 Oct 2022 15:29

Operator : CG/JU

Sample : N4943-05

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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 Naphthalene, 1,4-dimethyl- Concentration Rank 11

R.T EstConc Area Relative to ISTD R.T.
14.274 2.40 ng 49019  Acenaphthene-d10 14.950
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
2 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95

Abundance Scan 1870 (14.274 min): BG055064.D\data.ms (-1863) (- | m/z 156.00 100.00%
156.0
\ /\/\ b
115.0 L RS /\‘
39.0 6?‘>.0 ‘ 89.0 ‘ “ 13‘ ‘,o 14.00 14.50
L e L m/z 141.08  77.97%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33138: Naphthalene, 1,5-dimethyl-
156.0
5000 et : /k /\
14.00 14.50
m/z 155.00  27.49%
115.0
77.
Ot ’2\7\.(\) T “ \5\17\.(\)“} T U“o\ T \9\8’0\ T \‘\ T \‘1‘}?‘1“\0\ ‘H‘ “ T
miz--> 20 40 60 80 100 120 140 160
Abundance #33161: Naphthalene, 1,4-dimethyl-
156.0 /\W W\
- —
14.00 14.50
5000 m/z 115.00 19.48%
115.0
o270 510 710940 |80
e e e e e
m/z--> 80 100 120 140 160 (\ ﬂ
Abundance #33137: Naphthalene, 1,6-dimethyl- L L
156.0 14.00 14.50
m/z 128.00  17.36%
5000
77.0 115.0 ﬁk /\,\ ﬂ
1. 139.0
ol 270 S0 eso | ROl AR
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50

8270-BG100322.M Wed Oct 05 13:17:01 2022

Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BG@55064.D

Acq On : 4 Oct 2022 15:29
Operator : CG/JU

Sample : N4943-05

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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 6H-Dibenzo[b,d]-pyran Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.278 2.66 ng 54243  Acenaphthene-die 14.950
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 6H-Dibenzo[b,d]-pyran 182 C13H100 000229-95-8 91
2 Dibenzofuran, 4-methyl- 182 C13H1e0 007320-53-8 86
3 2,4,6-Cycloheptatrien-1-one, 2-p... 182 C13H100 014562-09-5 86
4 9H-Fluoren-9-o0l 182 C13H1e0 001689-64-1 78
5 {2-Ethylimidazo[2,1-b][1,3,4]thi... 182 C7H1@N4S 1000459-66-7 72
Abundance Scan 2211 (16.278 min): BG055064.D\data.ms (-2206) (- | m/z 180.95 100.00%
180.9
5000
152.0 At ‘ A‘
51.0 7?9 979 126.0 | ‘ 16.00 16.50
O e el e el m/z 182.00  92.25%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56935: 6H-Dibenzo[b,d]-pyran
181.0
5000 e
152.0 : :
76.0 m/z 152.08  22.23%
0 [T \5\1‘-\-?“‘} T \H\“‘ \”\”\1\0“‘:!-\-9 ey :I‘_Z\K\O\ " T \“\“‘\ T "\ TT
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56936: Dibenzofuran, 4-methyl-
182.0
Al f\‘/l ‘ ‘ ‘/\A‘ LA
16.00 16.50
5000 m/z 75.90 11.04%
152.0
76.0
39.0
I T O A
m/z--> 20 40 60 80 100 120 140 160 180 A A f
Abundance #56943: 2,4,6-Cycloheptatrien-1-one, 2-phenyl- — ﬂ ; .
181.0 16.00 16.50
m/z 183.00 10.62%
5000
154.0
76.0 ‘
51.0 H
A N T e o P NS O L
m/z--> 20 40 60 80 100 120 140 160 180 16.00 16.50

8270-BG100322.M Wed Oct 05 13:17:03 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BG@55064.D

Acq On : 4 Oct 2022 15:29
Operator : CG/JU

Sample : N4943-05

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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 Naphtho[2,1-b]thiophene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.500 2.81 ng 77802  Phenanthrene-d1e 17.682
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 97
2 Naphtho[2,1-b]thiophene 184 C12H8S 000233-02-3 96
3 Naphtho[2,3-b]thiophene 184 C12H8S 000268-77-9 94
4 Naphtho[1,2-b]thiophene 184 C12H8S 000234-41-3 94
5 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 90
Abundance Scan 2419 (17.500 min): BG055064.D\data.ms (-2414) (- | m/z 184.00 100.00%
184.0
5000
139.0 LN
17.50
390 630 920 114
O L g s i ﬁHu‘i‘uu“‘_‘w“h”_ m/z 185.00  16.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58969: Dibenzothiophene
184.0
5000 et
17.50
139.0 m/z 139.00 16.06%
92.0
w90 90 %%u30 | 400 |
‘\\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58972: Naphtho[2,1-b]thiophene
184.0
SRV S T N R R AR
17.50
5000 m/z 152.00 9.39%
139.0
92.0
oL__400 690 "7 1130 ‘ 159.0 ||
R R T B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58975: Naphtho[2,3-b]thiophene ——
184.0 17.50
m/z 182.90 6.49%
5000
139.0
92.0
oL 390 630 | 1130 | 1590 | T
R B e U -
m/z--> 20 40 60 80 100 120 140 160 180 200 17.50

8270-BG100322.M Wed Oct 05 13:17:04 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BG@55064.D

Acq On : 4 Oct 2022 15:29
Operator : CG/JU

Sample : N4943-05

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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 Phenanthrene, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.540 5.38 ng 148922  Phenanthrene-di10 17.682
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 92
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 92
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 91
Abundance Scan 2596 (18.540 min): BG055064.D\data.ms (-2591) (- | m/z 192.00 100.00%
192.0
5000 /\j\/\/\/\
18 50
(o} m/z 191.00  59.84%
m/z--> 20 40 60 80 100120140 160180200 220 240
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 e :
18.50
m/z 73.00 51.95%
165.0
0270 630 960 1260 | |
\H‘H\\‘\\H‘H\\‘\H\‘HH‘HH‘HH‘HH‘H \‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #67024: Anthracene, 2-methyl-
192.0
T # T ‘N
18 50
5000 42.95 45.09%
165.0
ol 300 830 1150 ] ‘H
e T g R R RRRR
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #67039: Phenanthrene, 2-methyl-
192.0 18 50
m/z 60.00  38.93%
5000
94.0 165.0
o270 630 " 160 | N
T e e e e e e e b ‘
m/z--> 20 40 60 80 100120140160 180 200 220 240 18.50

8270-BG100322.M Wed Oct 05 13:17:05 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BG@55064.D

Acq On : 4 Oct 2022 15:29
Operator : CG/JU

Sample : N4943-05

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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 Phenanthrene, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.599 3.48 ng 96244  Phenanthrene-d10 17.682
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 94
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 94
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 94
Abundance Scan 2606 (18.599 min): BG055064.D\data.ms (-2602) (- | m/z 192.00 100.00%
192.0
5000 /\[\M
1
165.0
629 %45 1390 | 221.0 18.50 19.00
Ot et e et e m/z 190.95 59.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 =
18 50 19.00
010 165.0 m/z 189.00 27.89%
ol.270 630 | 139.0 H
H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\ \’H\\’H\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67035: Phenanthrene, 1-methyl-
192.0 AA
— —
18.50 19.00
5000 m/z 193.00 18.07%
165.0
oL 270 630 960 1390 |
R T B A ARRRARZEEEEES e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 M
Abundance #67021: Anthracene, 1-methyl- . O i
192.0 18.50 19.00
m/z 190.00 15.24%
5000
83.0 165.0
R e AR RaRas R —5 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 18.50 19.00

8270-BG100322.M Wed Oct 05 13:17:06 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BG@55064.D

Acq On : 4 Oct 2022 15:29
Operator : CG/JU

Sample : N4943-05

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 12 4H-Cyclopenta[def]phenanthrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.746 6.97 ng 192776  Phenanthrene-di10 17.682
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 90
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 72
3 Methyl diselenide 190 C2H6Se2 007101-31-7 49
4 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 45
5 Cyclohexanone, 2-(2-furanylmethy... 190 C12H1402 056053-07-7 27

Abundance Scan 2631 (18.746 min): BG055064.D\data.ms (-2625) (- | m/z 190.00 100.00%
19p.0
5000
94.4 — —
8.50 19.00
63.0 163.0 1
b 220 20 b 2SO 1390 Tl m/z 189.00  97.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0
5000 ‘ ‘M/\ —r
18.50 19.00
95.0 m/z 191.00 23.73%
oh 380 839 | 11601370 920 ||
\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
— e
18.50 19.00
5000 m/z 187.00 20.92%
94.0
163.0
o‘_m‘Hu_m,‘m“_m_m‘HHWH_MH_M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64929: Methyl diselenide ‘ ‘AA”‘ T
93.0 190.0 18.50 19.00
m/z 94.40 19.64%
5000
‘ 160.0
m/z--> 20 40 60 80 100 120 140 160 180 200 18.50 19.00

8270-BG100322.M Wed Oct 05 13:17:07 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BG@55064.D

Acq On : 4 Oct 2022 15:29
Operator : CG/JU

Sample : N4943-05

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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 Pyrene, 1-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.549 2.03 ng 75033  Chrysene-d12 21.977
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 97
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 94
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 93
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 83
5 1,3-Dihydro-5,6-dimethyl-1-(2-pr... 216 C12H12N2S 080276-22-8 80
Abundance Scan 2938 (20.549 min): BG055064.D\data.ms (-2934) (- | m/z 216.00 100.00%
216.0
5000 J&
N
107.3 20.50
51.0 815 .0163.0189.0
om_m_m‘mmm_“‘1““1‘?7‘5“9‘H‘wm_wnww““”?“‘f‘c? m/z 215.00  74.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 "/\ — \
20.50
m/z 217.00 19.03%
95.0 189.0
ol 270 630 | 220 1630 | ||
H\‘\H\‘\H\‘\H\‘\\H‘HH‘\\H‘HH‘HH‘HH‘\H ‘HH‘H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94572: 11H-Benzo[b]fluorene
216.0
‘f\«/‘\u ‘ ‘AM
20.50
5000 m/z 213.00 18.03%
107.0
0 50.0 81.0 | 137.0163.0189.0 H‘
R e AGAAmsaEEEEsS e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94577: 11H-Benzo[a]fluorene 11 - AN ‘
216.0 20.50
m/z 107.35 8.69%
5000
108.0
. 60 | 16301890 | A
e e e e e L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 20.50

8270-BG100322.M Wed Oct 05 13:17:08 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BG@55064.D

Acq On : 4 Oct 2022 15:29
Operator : CG/JU

Sample : N4943-05

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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 11H-Benzo[b]fluorene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.649 2.15 ng 79501  Chrysene-d12 21.977
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 94
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 72
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 64
5 1,3,5-Triazine-2,4,6-triamine, N... 216 C1OH12N6 046731-79-7 64

Abundance Scan 2955 (20.649 min): BG055064.D\data.ms (-2950) (- | m/z 215.00 100.00%
215.0

5000
107.6 20.50 21.00
62.9 150.0 187.0 H .
Ol o2 ki 900 Tl 282 gz 216,00 98.21%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #94572: 11H-Benzo[b]fluorene
216.0
5000 /\\/\\ T T \/\/\\“‘ T
20.50 21.00

m/z 213.00  22.79%

107.0
280 630 | | 139.0 1870 |

O‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\‘\‘H‘\H‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #94575: 11H-Benzo[a]fluorene
216.0
AR
20.50 21.00
5000 ITI/Z 217.00 18.80%
108.0
o 630 | 1s70 1870 |
Ramaae e LR AARARARRAEsaRasszEas S
m/z--> 20 40 60 80 100120140160180200220240260280 A A
Abundance #94566: Pyrene, 1-methyl- it e ‘“M ‘
216.0 20.50 21.00
m/z 107.60  11.38%
5000
94.0
0270 630 “ l122.01500 1870 | . )\N .
[T T T T T T e e e e A e e
m/z--> 20 40 60 80 100120140160180200220240260280 20.50 21.00

8270-BG100322.M Wed Oct 05 13:17:08 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BG@55064.D

Acq On : 4 Oct 2022 15:29
Operator : CG/JU

Sample : N4943-05

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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 Cyclohexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.578 2.78 ng 102807  Chrysene-d12 21.977
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexadecane 224 C1éH32 000295-65-8 97
2 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 91
3 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
4 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 90
5 Cetene 224 C16H32 000629-73-2 86
Abundance Scan 3113 (21.578 min): BG055064.D\data.ms (-3108) (- | m/z 57.00 100.00%
57.0
97.0 228.0
5000
2150 |
39.2 :
0 uﬁ w,m“%ggfu“‘w‘ 2819 m/z 43.e0 99.11%
miz--> 50 100 150 200 250
Abundance #104594: Cyclohexadecane
55.0
5000 —— ‘
21.50
L m/z 54.95  97.45%
224.0
O \2\4.L\ ‘}‘ “‘ ‘ ‘ ‘ \ \‘\ H\J\-S\J-\()‘ T \‘\ T ‘ T T T T
miz--> 50 100 200 250
Abundance #211541.TeUadethnﬂuoroaceHﬂe
55,0
97.0 o ‘
21.50
5000 m/z 68.95 89.85%
otsol | L] ‘\ 137.0'%00 20702410 292
m/z--> 50 100 150 200 250
Abundance #275003 Dichloroacetic acid, heptadecyl ester ey — !
21.50
97.0 m/z 83.00 86.74%
5000
9.0
oL2 “ m\ n H“\ | I . 1800 2380 295,
miz--> 100 150 200 250 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100422\
Data File : BGO55064.D

Acqg On : 4 Oct 2022 15:29
Operator : CG/JU

Sample : N4943-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.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... 3.375 56.1 ng 484062 1 8.340 172480 20.0
3-Penten-2-one,... 4.768 9.2 ng 79544 1 8.340 172480 20.0
2-Pentanone, 4-... 5.391 91.5 ng 789363 1 8.340 172480 20.0
2-Pentanone, 4-... 6.489 6.0 ng 52171 1 8.340 172480 20.0
Benzo[b]thiophene  11.342 2.0 ng 27467 2 11.172 269260 20.0
Naphthalene, 1,... 14.116 2.4 ng 48135 3 14.950 408244 20.0
Naphthalene, 1,... 14.274 2.4 ng 49019 3 14.950 408244 20.0
6H-Dibenzo[b,d]... 16.278 2.7 ng 54243 3 14.950 408244 20.0
Naphtho[2,1-b]t... 17.500 2.8 ng 77802 4 17.682 553243 20.0
Phenanthrene, 1... 18.540 5.4 ng 148922 4 17.682 553243 20.0
Phenanthrene, 2... 18.599 3.5 ng 96244 4 17.682 553243 20.0
4H-Cyclopenta[d... 18.746 7.0 ng 192776 4 17.682 553243 20.0
Pyrene, 1l-methyl-  20.549 2.0 ng 75033 5 21.977 740826 20.0
11H-Benzo[b]flu... 20.649 2.1 ng 79501 5 21.977 740826 20.0
Cyclohexadecane 21.578 2.8 ng 102807 5 21.977 740826 20.0
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