LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54956.D

Acqg On : 15 Sep 2022 14:51
Operator : CG/JU

Sample : N4640-01

Misc :

ALS Vvial : 4  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-BG082522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO54956.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.746 73 78 89 rBV 30130 47895 3.48% 0.360%
2 5.185 317 323 332 rBV 42259 67081 4.88% 0.504%
3 5.667 399 405 420 rVB 404603 667314 48.51% 5.012%
4 7.288 672 681 698 rBV 392125 707945 51.47% 5.317%
5 8.129 817 824 835 rBV 104884 181710 13.21% 1.365%
6 9.304 1016 1024 1040 rBV 238926 442324 32.16% 3.322%
7 10.955 1297 1305 1312 rBV 151256 270292 19.65% 2.030%
8 13.387 1711 1719 1734 rBV 600065 939143 68.28% 7.054%
9 13.940 1805 1813 1820 rBvV3 5816 13866 1.01% 0.104%
10 14.086 1831 1838 1843 rBV3 11110 19576 1.42% 0.147%
11 14.498 1902 1908 1916 rBvV2 9819 16923 1.23% 0.127%
12 14.768 1945 1954 1961 rBV 261689 409004 29.74% 3.072%
13 15.156 2013 2020 2025 rBvV2 7823 14093 1.02% ©.106%
14 15.814 2126 2132 2141 rVB3 15705 30003 2.18% ©0.225%
15 16.254 2201 2207 2220 rBV 471291 789979 57.43%  5.934%
16 16.454 2235 2241 2256 rVBS8 13831 42479 3.09% 0.319%
17 16.813 2293 2302 2307 rBV3 15947 35634 2.59% 0.268%
18 16.960 2323 2327 2333 rVB3 9018 14716 1.07% 0.111%
19 17.336 2386 2391 2397 rVB 14264 22862 1.66% 0.172%
20 17.518 2416 2422 2426 rBV 333509 527443 38.35% 3.962%
21 17.559 2426 2429 2435 rVV 119830 170512 12.40% 1.281%
22 17.653 2435 2445 2449 rVWV 22839 41495 3.02% 0.312%
23 17.706 2449 2454 2459 rVB6 10007 19679 1.43% 0.148%
24 18.099 2516 2521 2528 rVB 21076 34142  2.48% 0.256%
25 18.240 2540 2545 2553 rBV 16451 32438 2.36% 0.244%
26 18.393 2565 2571 2575 rBV 71095 115786  8.42% ©.870%
27 18.440 2575 2579 2585 rVB 89986 135707 9.87% 1.019%
28 18.522 2587 2593 2597 rBV 28092 43641 3.17% ©.328%
29 18.581 2597 2603 2608 rVv2 86539 186809 13.58% 1.403%
30 18.622 2608 2610 2615 rVB 56240 63648 4.63% 0.478%
31 18.787 2634 2638 2642 rVB 14424 18880 1.37% 0.142%
32 18.834 2642 2646 2650 rBV6 10676 16890 1.23% 0.127%
33 18.881 2650 2654 2658 rVV 41341 63430 4.61% 0.476%
34 18.934 2661 2663 2672 rVB4 18889 41996 3.05% ©.315%
35 19.057 2679 2684 2688 rBV 8472 14374 1.05% 0.108%
36 19.128 2688 2696 2700 rBV3 34056 70342 5.11% 0.528%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54956.D

Acqg On : 15 Sep 2022 14:51
Operator : CG/JU

Sample : N4640-01

Misc :

ALS Vvial : 4  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-BG082522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 19.175 2700 2704 2708 rBV 42053 58485 4.25% 0.439%
38 19.227 2708 2713 2721 rBV 787459 1110383 80.73%  8.340%
39 19.298 2721 2725 2729 rVB 97466 143048 10.40% 1.074%
40 19.357 2730 2735 2739 rBvV3 32537 61614 4.48% 0.463%
41 19.439 2744 2749 2753 rBV3 30160 67361 4.90% 0.506%
42 19.533 2761 2765 2766 rBV 35070 39425 2.87% 0.296%
43 19.562 2766 2770 2775 rW 178954 266830 19.40% 2.004%
44 19.615 2776 2779 2783 rVV2 19860 28970 2.11% 0.218%
45 19.656 2783 2786 2793 rVB3 22074 28221 2.05% 0.212%
46 19.715 2793 2796 2800 rBV3 9462 15835 1.15% 0.119%
47 19.803 2807 2811 2814 rBV3 26895 38619 2.81% ©.290%
48 19.927 2823 2832 2839 rVB 331544 565917 41.14%  4.251%
49 19.997 2839 2844 2849 rBV 58234 96067 6.98% 0.722%
50 20.068 2852 2856 2858 rVv4 21765 38704 2.81% 0.291%
51 20.115 2859 2864 2869 rVV 1054781 1375483 100.00% 10.331%
52 20.150 2869 2870 2875 rVV2 24180 31533 2.29% 0.237%
53 20.256 2879 2888 2894 rVB4 53765 155746 11.32% 1.170%
54 20.391 2906 2911 2914 rBV3 81604 155065 11.27% 1.165%
55 20.514 2929 2932 2936 rVB 42346 50751 3.69% 0.381%
56 20.579 2937 2943 2946 rBV 101705 157321 11.44% 1.182%
57 20.714 2961 2966 2970 rBV 101245 148481 10.79%  1.115%
58 20.761 2970 2974 2982 rVB2 77687 132166 9.61% ©.993%
59 21.413 3081 3085 3090 rVB3 72323 124305 9.04% 0.934%
60 21.660 3124 3127 3132 rBV2 24099 35923 2.61% 0.270%
61 21.807 3144 3152 3157 rBV2 364965 847301 61.60% 6.364%
62 21.854 3157 3160 3168 rVB 134920 227338 16.53% 1.708%
63 21.965 3176 3179 3183 rVB2 41007 54219 3.94% 0.407%
64 22.565 3278 3281 3289 rVB2 47972 96209 6.99% 0.723%
65 25.021 3692 3699 3711 rVB 88667 261162 18.99% 1.962%
66 25.179 3717 3726 3736 rBV2 194223 571030 41.51% 4.289%

Sum of corrected areas: 13313563
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54956.D

Acq On : 15 Sep 2022 14:51
Operator : CG/JU

Sample : N4640-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG054956.D\data.ms
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Abundance TIC: BG054956.D\data.ms

20.115
1000000

19.227
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600000/ 13-387
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Abundance TIC: BG054956.D\data.ms
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

BGO54956.D
: 15 Sep 2022 14:51
: CG/JU
: N4640-01
: 4  Sample Multiplier: 1

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91522\

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.M

: C:\Database\NIST20.L

TIC Integration Parameters:

LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown3.746 Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
3.746 5.27 ng 47895 1,4-Dichlorobenzene-d4 8.129
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 43
2 Propylene Glycol 76 C3H802 000057-55-6 43
3 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 40
4 L-lLactic acid 90 C3H603 000079-33-4 9
5 2-Butanol, (R)- 74 C4H1e0 014898-79-4 9
Abundance  Scan 78 (3.746 min): BG054956.D\data.ms (-73) (-) m/z 45.10 100.00%
48.1
5000 [k
R R R R
61.1 3.40 3.60 3.80 4.00
Ol et e b 889 m/z 43.05  17.27%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1091: R-(-)-1,2-propanediol
45.0
5000 LA BN BLALELA R
3.40 3.60 3.80 4.00
29.0 m/Z 61.10 6.85%
61.0
O\\\‘\\\\‘\\\H“‘\\\\‘\“}\‘5\3?(\)‘\‘\\\\‘\\\\‘\\\\‘\\
miz--> 10 20 50 60 70 80 90
Abundance #1083.Pr0pWeneCHyco
45.0
e e
3.40 3.60 3.80 4.00
5000 m/z 44.10 6.31%
29.0
o 190 370 53000 760
e A A
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0 3.40 3.60 3.80 4.00
m/z 42.10 3.13%
5000
1.
0 \ 19\0 ‘3‘\‘0 RER \5306\10 !750\ T Wﬂ
e i e e A R e RREm R
m/z--> 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00

8270-BGO82522.M Fri Sep 16 14:03:56 2022

Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54956.D

Acq On : 15 Sep 2022 14:51
Operator : CG/JU

Sample : N4640-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.185 7.38 ng 67081  1,4-Dichlorobenzene-d4 8.129

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 37
3 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 28
4 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 053951-43-2 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25

Abundance Scan 323 (5.185 min): BG054956.D\data.ms (-317) (-) m/z 43.10 100.00%

59.1
5000
101.1 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
83.1 4.80 5.00 5.20 5.40 5.60
Obrr et e m/z 59,10 67.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 I L L B R
4.80 5.00 5.20 5.40 5.60
101.0 m/z 101.10  25.51%
0 29\0 L m 8?\’0 |
\H‘\H\‘\\H‘HH‘\\H‘HH‘\H\‘HH‘\H\‘\\H‘\H\‘\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4542: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0
R R AR ER
4.80 5.00 5.20 5.40 5.60
m/z 58.10  18.15%
5000 101.0
28.0 59.0
150 ‘ ‘ 84.0
0 H‘_HfW‘JUL“MMM‘_11H‘H‘LM‘WNL‘_“Wiu‘_“W‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9501: n-Propyl t-butyl ether R RAmaE R
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 10.46%
5000 41.0 101.0
27.0
ol...140 ‘H\ L 730 870 | 1170 |
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54956.D

Acq On : 15 Sep 2022 14:51
Operator : CG/JU

Sample : N4640-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 Anthracene, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.393 4.39 ng 115786  Phenanthrene-di10 17.518
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 97
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 97
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 97
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 95
5 1H-Indene, 1-phenyl- 192 C15H12 001961-96-2 94

Abundance Scan 2571 (18.393 min): BG054956.D\data.ms (-2565) (- | m/z 192.10 100.00%

192.1
5000

— i
sa1 %7 1301 165.1 18.00 18.50
391 681 ) arolsdL |l njz 191.05  59.73%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67024: Anthracene, 2-methyl-
192.0

5000 ‘ -
18.00 18.50
m/z 189.18  30.66%

165.0
0l15.0 39.0 610 539 us01300 ‘m
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67035: Phenanthrene, 1-methyl-

o

192.0
i —
18.00 18.50
5000 m/z 190.10 15.25%
165.0
0 39.0 63.0 960 139.0 |
AR AR R A R e S S L R

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

Abundance #67039: Phenanthrene, 2-methyl- — e
192.0 18.00 18.50

m/z 193.10 14.71%

5000
94.0 165.0
390 630 | | 11601390 |
SN AL GNP X 51 o PR NP N

|
m/z--> 20 40 60 80 100 120 140 160 180 200 18.00 18.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54956.D

Acq On : 15 Sep 2022 14:51
Operator : CG/JU

Sample : N4640-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 Phenanthrene, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.440 5.15 ng 135707  Phenanthrene-di10 17.518
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 94
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 90
Abundance Scan 2579 (18.440 min): BG054956.D\data.ms (-2575) (- | m/z 192.10 100.00%
192.1
—
31 945 1571 165.1 18 50
ol3er .83 ALl 282 s 01 56.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67032: Phenanthrene, 2-methyl-
192.0
5000
18 50
m/z 189.1 29.48%
165.0
ol 39.0 630 1940 139.0 | w
‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\1\\‘\\\\‘\\\1‘\\ \‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67023: Anthracene, 2-methyl-
192.0
18 50
5000 15.19%
96.0 165.0
0 630 Il \H 13‘90‘ h“ T
e A B R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67035: Phenanthrene, 1-methyl-
192.0 18 50
m/z . 12.89%
5000
165.0
ol 390 630 960 1390
R mamaE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 18 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54956.D

Acq On : 15 Sep 2022 14:51
Operator : CG/JU

Sample : N4640-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 Anthracene, 1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.581 7.08 ng 186809  Phenanthrene-die 17.518
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 83
2 SH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 50
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 50
4 8,9-Dihydrocyclopenta[def]phenan... 192 C15H12 027410-55-5 47
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 46

Abundance Scan 2603 (18.581 min): BG054956.D\data.ms (-2597) (- | m/z 192.10 100.00%

I

94.6 165.1 e
39.1 63.0 139.1 218.1 :
‘H"_“w“H“H“H“_“w“uphu“‘ gy m/z 189.05  74.64%

1 e Ll !
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67028: Anthracene, 1-methyl-
i{ —
\‘\\\\‘\\

5000
18.50

165.0 m/z 191.10  71.90%

41 0 63 O [T \\9? o 139 O\H
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\!\‘\\\!‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67048: 5H-Dibenzo[a,d]cycloheptene
192.0

o

18 50
5000 m/z 190.10 57.76%
165.0
5280 630 96‘0 1390 | m
L L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 N\
Abundance #67035: Phenanthrene, 1-methyl- R ‘
192.0 18.50

m/z 94.60 17.97%

5000
165.0
39.0 63.0 96.0 139.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54956.D

Acq On : 15 Sep 2022 14:51
Operator : CG/JU

Sample : N4640-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 Anthracene, 9-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.622 2.41 ng 63648  Phenanthrene-d10 17.518
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 90
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 90
3 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 90
4 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 87
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 87

Abundance Scan 2610 (18.622 min): BG054956.D\data.ms (-2608) (- | m/z 192.10 100.00%

192.1
5000
94.5 1 T
165.1
56.1 “ 115.1 139.0 “ 18.50 19'000
O e e e e e e m/z 191.10  54.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 e s
18.50 19.00
040 165.0 m/z 193.10 19.92%
0 39.0 639 | M 115.0 13\9'0\‘\ h‘\ L
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67027: Anthracene, 9-methyl-
192.0
g o
18.50 19.00
5000 ITI/Z 94.50 18.91%
o390 630 9101150 1300 190 m
R R R R S e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67045: Phenanthrene, 3-methyl- —— —
192.0 18.50 19.00
m/z 189.10 12.44%
5000
o390 630 4011501390 1950 M .
B e e ; ; ]
m/z--> 20 40 60 80 100 120 140 160 180 200 18.50 19.00

8270-BGO82522.M Fri Sep 16 14:04:03 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54956.D

Acq On : 15 Sep 2022 14:51

Operator : CG/JU

Sample : N4640-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 Tricyclo[8.2.2.2(4,7)]hexad... Concentration Rank 17
R.T EstConc Area Relative to ISTD R.T.
18.881 2.41 ng 63430  Phenanthrene-d1e 17.518
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 Cl6H12 006572-60-7 64
2 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 50
3 [1,1'-Biphenyl]-4,4'-dicarbonitrile 204 C14H8N2 001591-30-6 41
4 6-Cyanophenanthridine 204 C14H8N2 002176-28-5 38
5 [1,1'-Biphenyl]-2-0l, 5-chloro- 204 C12HoClo 000607-12-5 38
Abundance Scan 2654 (18.881 min): BG054956.D\data.ms (-2650) (- | m/z 204.10 100.00%
204.1
5000 AJ\
101.0 1850 19.00
51.1 " 1371 176.0 . : :
0 28l m/z 202.10  41.90%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80598: Tricyclo[8.2.2.2(4,7)]hexadeca-2,4,6,8,10,12,13,
204.0
5000 - o, Wi |
18.50 19.00
101.0 m/z 203.05 34.39%
0 270\ \\6%.0\\\ Ll lsgq 17? . m
‘HH‘HH‘H\\‘HH‘HH‘HH‘\H\‘HH‘HH \H‘HH‘HH‘\H\‘H
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #80574: Naphthalene, 2-phenyl-
204.0 Aﬂ
n 00 VA
18.50 19.00
5000 m/z 212.10 34.00%
101.0
280 u63\.0\\\‘ Il \‘ \ngq ;‘7\69 w
e e bbbl ST e e e e e e
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #80073: [1,1'-Biphenyl]-4,4"-dicarbonitrile R LN
204.0 18.50 19.00
m/z 197.05 19.99%
5000
176.0
PO TR SN /- Y S UG [ o B AT Y
m/z--> 20 40 60 80 100120140160 180200220240260280 18.50 19.00

8270-BGO82522.M Fri Sep 16 14:04:04 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54956.D

Acq On : 15 Sep 2022 14:51
Operator : CG/JU

Sample : N4640-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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, 2,3-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

19.128 2.67 ng 70342  Phenanthrene-d10 17.518
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2,3-dimethyl- 206 C1l6H14 003674-65-5 94
2 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 94
3 3,4-Dimethylphenanthrene 206 CleH14 1000452-24-5 94
4 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 90
5 3-Methyl-1-phenyl-1H-indene 206 CleHi4 022360-63-0 90

Abundance Scan 2696 (19.128 min): BG054956.D\data.ms (-2688) (- | m/z 206.10 100.00%
206.1

5000

—

19.00 19.50
150.0178. 281 ( .
0! m/z 191.10 60.13%

m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #82943: Phenanthrene, 2,3-dimethyl-
206.0

5000 — 2
19.00 19.50

m/z 189.05 35.65%

89.0
W”W‘”W””\wwM”‘W”%”E?ﬁeﬁhww‘W””ﬁ‘”W”W‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82954: Phenanthrene, 3,6-dimethyl-
206.0
ey

101.0

57.1

o

19.00 19.50
5000 ITI/Z 190.10 20.77%
0270 63.0 M?fo 1490178# 1
e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82935: 3,4-Dimethylphenanthrene A‘*MéAﬁ : —
206.0 19.00 19.50
m/z 205.05 20.56%
5000
89.0
b gy 20 L L U
m/z--> 20 40 60 80 100120140160180200220240260280 19.00 19.50

8270-BGO82522.M Fri Sep 16 14:04:05 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54956.D

Acq On : 15 Sep 2022 14:51
Operator : CG/JU

Sample : N4640-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 Cyclohexadecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.227 42.10 ng 1110380  Phenanthrene-d10 17.518
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexadecane 224 C1éH32 000295-65-8 98
2 n-Heptadecanol-1 256 C17H360 001454-85-9 95
3 1-Hexadecanol 242 C16H340 036653-82-4 94
4 1-Octadecanol 270 C18H380 000112-92-5 94
5 n-Nonadecanol-1 284 C19H400 001454-84-8 94

Abundance Scan 2713 (19.227 min): BG054956.D\data.ms (-2708) (- | m/z 55.10 100.00%

55.1
97.1
5000
T

19.00 19.50
168.2 206.1
0 ‘u,‘H‘H‘_Jﬁw_Hu_m_m,w,w???‘l‘%ﬁl“ m/z 83.10 96.55%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #104594: Cyclohexadecane
55.0
5000 U

‘19.‘00‘ 19.50
m/z 57.10 87.08%
|| 1269 10 z2a0

LL |

Om T T m“\ RN R R R RN Ra R R RRR R RRRERY
m/z--> 2‘0 4‘0 6‘0 8’0 16012‘014‘101(“3015‘302(’)025024‘102(‘3025‘30
Abundance #143654: n-Heptadecanol-1
55.0
97.0 —— —
19.00 19.50
5000 ITI/Z 69.10 86.78%
oLzl || R0 aes0 m00es L
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126378: 1-Hexadecanol — =
69.0 19.00 19.50
m/z 43.05 81.08%
5000 110
29.0
0v1400196v02%50 T R
m/z--> 20 40 60 80 100120140160180200220240260280 19.00 19.50

8270-BGO82522.M Fri Sep 16 14:04:06 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54956.D

Acq On : 15 Sep 2022 14:51
Operator : CG/JU

Sample : N4640-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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, 2,5-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.298 5.42 ng 143048  Phenanthrene-di0 17.518
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 94
2 9,10-Dimethylanthracene 206 CleHi4 000781-43-1 93
3 Phenanthrene, 3,6-dimethyl- 206 CleH14 001576-67-6 93
4 di-p-Tolylacetylene 206 CleH14 002789-88-0 91
5 3,4-Dimethylphenanthrene 206 CleH14 1000452-24-5 90

Abundance Scan 2725 (19.298 min): BG054956.D\data.ms (-2721) (- | m/z 206.10 100.00%

206.1
5000
4 1900 1950
152.0
O 320,030, o wm‘1‘2“7}_m‘u‘u:‘\u:‘w‘“‘mw m/z 191.10  47.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000 e 2
19.00 19.50
101.0 m/z 189.10 28.52%
76.0 165.0 ‘
O \\\‘2\7\\0\‘\5\]-1\()‘\\\\‘\1‘\‘\““\\\\‘\\]-\3\?\0\\\‘\\\\‘\\M\“H‘\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82932: 9,10-Dimethylanthracene
206.0
e e
19.00 19.50
5000 m/z 205.10  23.98%
127.0152.0, 178
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 A
Abundance #82953: Phenanthrene, 3,6-dimethyl- ity —
206.0 19.00 19.50
m/z 207.10 18.47%
- ,\A//\NJ\/\M
102.0
o 270510 %0 " 13901650 | |
e L R B R — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 19.00 19.50

8270-BGO82522.M Fri Sep 16 14:04:07 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54956.D

Acq On : 15 Sep 2022 14:51

Operator : CG/JU

Sample : N4640-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 11 Phenanthrene, 3,6-dimethyl- Concentration Rank 18

R.T EstConc Area Relative to ISTD R.T.
19.357 2.34 ng 61614  Phenanthrene-d10 17.518
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 3,6-dimethyl- 206 C1l6H14 001576-67-6 83
2 Phenanthrene, 2,7-dimethyl- 206 C16H14 001576-69-8 70
3 Naphthalene, 1,2-dihydro-4-phenyl- 206 C16H14 007469-40-1 60
4 Phenanthrene, 2,3-dimethyl- 206 C16H14 003674-65-5 55
5 Anthracene, 1,4-dimethyl- 206 C16H14 000781-92-0 53

Abundance Scan 2735 (19.357 min): BG054956.D\data.ms (-2730) (- | m/z 206.10 100.00%
206.1
- ,AﬂAjkwv\\A«Av,\
94.8 19.00 19.50
’ 176. . :
ol ‘6%79‘”‘ flpert SR 28L0 189010 56.97%
miz--> 50 100 150 200 250
Abundance #82953: Phenanthrene, 3,6-dimethyl-
206.0
5000 et —
19.00 19.50
102.0 m/z 191.10 38.48%
T 2\7\0\ ‘Gﬁ \0“\ “‘\‘ H‘ T T T T ‘}é“S\ H\ ‘! Hh‘\ T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #82955: Phenanthrene, 2,7-dimethyl-
206.0
= ot
19.00 19.50
5000 m/Z 204.10 38.26%
102.0 ‘ ‘
oL — ‘u‘\\‘\m — u.\‘\\ ‘ ‘h\‘ —
miz--> 50 100 150 200 250
Abundance #82969: Naphthalene, 1,2-dihydro-4-phenyl- — —
206.0 19.00 19.50
m/z 205.10 35.56%
5000 91.0
128.0
o - | \‘ ‘\\ ‘\\H\‘ \\“u \‘h “‘ \‘h‘ \ “‘ hh‘ ‘H M — /\ = —
miz--> 50 100 150 200 250 19.00 19.50

8270-BGO82522.M Fri Sep 16 14:04:08 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54956.D

Acq On : 15 Sep 2022 14:51

Operator : CG/JU

Sample : N4640-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method :
Quant Title

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.M
: 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 9,10-Dimethylanthracene Concentration Rank 15

R.T EstConc Area Relative to ISTD R.T.
19.439 2.55 ng 67361  Phenanthrene-d1e 17.518
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,10-Dimethylanthracene 206 CleH14 000781-43-1 92
2 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 89
3 Phenanthrene, 3,6-dimethyl- 206 CleH14 001576-67-6 86
4 Phenanthrene, 4,5-dimethyl- 206 C16H14 003674-69-9 68
5 Phenanthrene, 1,7-dimethyl- 206 C1l6H14 000483-87-4 64

Abundance Scan 2749 (19.439 min): BG054956.D\data.ms (-2744) (| m/z 206.10 100.00%
06.1
176. i§56
l , .
S ;5?"\\‘\\”\‘ M\L M TRIRNT \u uh Al TR — ?8‘1'; m/z 191.10 62.84%
miz--> 50 100 150 200 250
Abundance #82934: 9,10-Dimethylanthracene
206.0
5000 T
19.50
m/z 204.10 39.50%
Jis0 510 890 1270 1650 | |
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
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
VAR A
19.50
5000 ITI/Z 189.10 27.47%
101.0 65.0 ‘
165.
oL2ro s | 0L
miz--> 50 100 150 200 250
Abundance #82953: Phenanthrene, 3,6-dimethyl- —
206.0 19.50
m/z 205.10 27.42%
5000
102.0
‘%?0“6%9LJHW ‘ ;?ﬁq‘wﬂw‘ - YA
miz--> 50 100 150 200 250 19.50

8270-BGO82522.M Fri Sep 16 14:04:09 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54956.D

Acq On : 15 Sep 2022 14:51
Operator : CG/JU

Sample : N4640-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 13 Phenanthrene, 2,3,5-trimethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
19.997 2.27 ng 96067  Chrysene-d12 21.807
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2,3,5-trimethyl- 220 C17H16 003674-73-5 74
2 1-(4-Methylphenyl)-4-phenylbuta-... 220 C17H16 037985-11-8 64
3 4-Phenyl-2-naphthol 220 C1l6H120 036159-74-7 58
4 butanal, 2-[2-(2-methoxyphenyl)d... 220 C11H12N203 1000396-24-5 58
5 Tricyclo[9.2.2.2(4,7)]heptadeca-... 220 C17H16 049576-90-1 53

Abundance Scan 2844 (19.997 min): BG054956.D\data.ms (-2839) (- | m/z 220.10 100.00%

220.1
5000
189.1 .

20.00
57.1 101.9 147. [ \\“w \ ‘\u‘

4 .
O bosteterbetstrr Sl Ll 2552 L s65.10  43.88%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #99441: Phenanthrene, 2,3,5-trimethyl-
220.0
5000 T
20.00

m/z 189.10  25.95%

110.0 189.0
’\\%9‘9\\‘\7?“\1‘\“\““\}“\\‘\\\\‘\\}\.‘\‘\\}“‘\\“‘\\‘HU\\\H\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #99446: 1-(4-Methylphenyl)-4-phenylbuta-1,3-diene
220.0
T

20.00

o

5000 m/z 218.10 22.57%
910 128.0
m/z--> 20 40 60 80 100120140160180200220240260280 A
Abundance #99379: 4-Phenyl-2-naphthol e
220.0 20.00

m/z 219.10  19.32%

5000 189.0 W
o 830 1 | /\MA |

m/z--> 20 40 60 80 100120140160 180200220240260280 20.00

8270-BGO82522.M Fri Sep 16 14:04:10 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54956.D

Acq On : 15 Sep 2022 14:51
Operator : CG/JU

Sample : N4640-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.256 3.68 ng 155746  Chrysene-d12 21.807
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 91
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 83
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 76

Abundance Scan 2888 (20.256 min): BG054956.D\data.ms (-2879) (- | m/z 216.10 100.00%
216

16.1
5000

94.6 187.0 H ‘ 20.00 20.50
ol 230 L 1500 TPLE, | 2462 2820 o o0c 10 os.sex
miz--> 50 100 150 200 250
Abundance #94565: Pyrene, 1-methyl- JNfNAAANJ\NquAAVJv
216.0
5000 = T

20.00 20.50
m/z 213.10  23.36%

95.0
0 2\7\0\ ‘6\3(\) T \“’ ‘H\ B — ‘16\3\0\ h‘i i \“H\ LA B B
miz--> 50 100 150 200 250
Abundance #94578: Fluoranthene, 2-methyl-
216.0

—T T
20.00 20.50

5000 m/z 217.10 18.51%
108.0
oo w0 Ll e A
m/z--> 50 100 150 200 250
Abundance #94572: 11H-Benzolb]fluorene sl ——
216.0 20.00 20.50

m/z 94.60  13.37%

5000
107.0

280 630 | | 1630 |
o< 2ol o M —

‘ T
m/z--> 50 100 150 200 250 20.00 20.50

8270-BGO82522.M Fri Sep 16 14:04:11 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54956.D

Acq On : 15 Sep 2022 14:51

Operator : CG/JU

Sample : N4640-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 15 11H-Benzo[a]fluorene Concentration Rank 10

R.T EstConc Area Relative to ISTD R.T.
20.391 3.66 ng 155065  Chrysene-d12 21.807
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 91
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 87
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 87
4 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 81
5 1,3,5-Triazine-2,4,6-triamine, N... 216 C1OH12N6 046731-79-7 76

Abundance Scan 2911 (20.391 min): BG054956.D\data.ms (-2906) (- | m/z 216.10 100.00%
216.1
5000
57.1
11 2000 2050
1851 4860 268.1 ' : .
0! m/z 215.10 89.41%
miz--> 50 100 150 200 250
Abundance #94575: 11H-Benzo[a]fluorene
216.0
5000 — ~—
108.0 20.00 20.50
m/z 57.10 30.85%
O T T T T ‘6\3.(\) \‘ \“‘ ’ ‘\ T T T ‘]_6\‘3.\0\ “\ ’ \“ ‘\ T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #94578: Fluoranthene, 2-methyl-
216.0
P e
20.00 20.50
5000 ITI/Z 71.10 22.89%
108.0
oo 0 e |
miz-> 50 100 150 200 250
Abundance #94565: Pyrene, 1-methyl- “ —
216.0 20.00 20.50
m/z 213.10 22.59%
5000
95.0
0L, 270 630 | | 1630 | |
e e A e e —
miz--> 50 100 150 200 250 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54956.D

Acq On : 15 Sep 2022 14:51
Operator : CG/JU

Sample : N4640-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 Pyrene, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.579 3.71 ng 157321  Chrysene-d12 21.807
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 93
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 93
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 91
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90
5 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
Abundance Scan 2943 (20.579 min): BG054956.D\data.ms (-2937) (- | m/z 216.10 100.00%
216.1
U \
57.1 e 163.1 M - 20.50
ol STA L1 18301631 | [l 2461 282 /) 51510 62.88%
miz--> 50 100 150 200 250
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 — :
20.50
95.0 m/z 217.10  20.29%
0 \2\7\0\ ‘6\3.(\)\ \“"H\ | — ‘16\3\0\ h‘i i \“H\ LA B B
miz--> 50 100 150 200 250
Abundance #94567: Pyrene, 2-methyl-
216.0
RN T
20.50
m/z 213.10  17.41%
5000 95.0
om0 Ll ey |
miz--> 50 100 150 200 250
Abundance #94579: Fluoranthene, 2-methyl- —
216.0 20.50
m/z 94.60 14.44%
v $WNNXMAKMMJLWJMA%M#N$WM
108.0
0 39.0 740 i \“ 1630 oy \H‘
— —
m/z--> 50 100 150 200 250 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54956.D

Acq On : 15 Sep 2022 14:51
Operator : CG/JU

Sample : N4640-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 Pyrene, 4-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.714 3.50 ng 148481  Chrysene-d12 21.807
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 4-methyl- 216 C17H12 003353-12-6 94
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 94
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 93
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 74

Abundance Scan 2966 (20.714 min): BG054956.D\data.ms (-2961) (- | m/z 216.10 100.00%

216.1
5000
T

45.0 94.6 135.1 18?1 “ 20.50 21.00
ol A2l 1351 18QL 2681 7 215.10  55.42%
miz--> 50 100 150 200 250
Abundance #94563: Pyrene, 4-methyl-
216.0
5000 e L
20.50 21.00

m/z 217.10  15.99%

108.0
0L 390 740 | 1630 | |
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
Abundance #94567: Pyrene, 2-methyl-
216.0

T
20.50 21.00

m/z 213.10  15.46%
5000 95.0
oo | awoy |
m/z--> 50 100 150 200 250
Abundance #94566: Pyrene, 1-methyl- T —
216.0 20.50 21.00

m/z 189.10  14.09%

5000
94.0
T

0R7.0 630 J 1240 1630 | $

m/z--> 50 100 150 200 250 2&50 2100
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54956.D

Acq On : 15 Sep 2022 14:51
Operator : CG/JU

Sample : N4640-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 Fluoranthene, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.761 3.12 ng 132166  Chrysene-d12 21.807
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 96
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 95
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 91
4 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90

Abundance Scan 2974 (20.761 min): BG054956.D\data.ms (-2970) (- | m/z 216.10 100.00%
216.

16.1
5000

A
94.6 20.50 21.00

. 186.1 M :
ol B ““"“‘12‘4:1‘1?4:1‘ 861 I 2520283 /. 31510  73.62%
miz--> 50 100 150 200 250
Abundance #94565: Pyrene, 1-methyl-
216.0
5000

—
20.50 21.00
m/z 213.10  18.62%

95.0
0 \2\7\0\ ‘6\3-9\ \““H\ L — ‘16\3\0\ h‘i f “H\ LA I B
miz--> 50 100 150 200 250
Abundance #94567: Pyrene, 2-methyl-
216.0

T
20.50 21.00

m/z 217.10 15.74%
5000 95.0
ol 520 oy
m/z--> 50 100 150 200 250
Abundance #94578: Fluoranthene, 2-methyl- — —
216.0 20.50 21.00

m/z 94.60  15.31%

5000
108.0

63.0 ‘ 163.0 ‘
o SOl ee |
miz--> 50 100 150 200 250 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BG@54956.D

Acq On : 15 Sep 2022 14:51
Operator : CG/JU

Sample : N4640-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 unknown21.413 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

21413 2.93ng 124305 Chrysene-d12 21.807
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Pentadecafluorooctanoic acid, he... 638 C24H33F1502 1000406-04-6 35
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 35

3 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 30
4 1-Dodecanol, 2-octyl- 298 (C20H420 005333-42-6 30
5 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 25
Abundance Scan 3085 (21.413 min): BG054956.D\data.ms (-3081) (- | m/z 228.10 100.00%
228.1
57.1
5000 JU\
o —
‘ %5.1 21.50
oM b e e e m/z 57.100 82.92%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #347828: Pentadecafluorooctanoic acid, hexadecyl ester
57.0
5000 R
21.50
m/z 227.10 64.89%
5.0 2240
ot 4150 620.0
\H\‘HH‘\H\‘\H\‘HH‘\H\‘HH‘\H\‘\H\‘HH‘\H\‘HH‘\H\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
—r—
21.50
5000 m/z 226.10 64.27%
5.0
ol LU lh o 2220 3600 648,
——————
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #161356: 1-Dodecanol, 2-hexyl- e
57.0 21.50
m/z 43.10 54.10%
- ij‘/b\/\/
5.0
\kh -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Met
Quant Tit

TIC Libra

. 15

Library Search Compound Report

Sep 2022 14:51

: CG/JU
: N4640-01

4

hod :
le

ry

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@91522\
BGO54956.D

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benz[a]anthracene, 2-methyl- Concentration Rank 19

R.T EstConc Area Relative to ISTD R.T.
22.565 2.27 ng 96209  Chrysene-d12 21.807
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benz[a]anthracene, 2-methyl- 242 C19H14 002498-76-2 93
2 Benz[a]anthracene, 8-methyl- 242 C19H14 002381-31-9 76
3 Chrysene, 1-methyl- 242 C19H14 003351-28-8 76
4 Benz[a]anthracene, 11-methyl- 242 C19H14 006111-78-0 76
5 Chrysene, 6-methyl- 242 C19H14 001705-85-7 76

Abundance Scan 3281 (22.565 min): BG054956.D\data.ms (-3278) (- | m/z 242.10 100.00%
242.1
2250 |
118.5 M .
63.1 . .
O 22t 15301891 ] 2851 341 . 241,10 24.46%
miz--> 50 100 150 200 250 300
Abundance #126458: Benz[a]anthracene, 2-methyl-
242.0
5000 — :
22.50
m/z 239.10 24.36%
121.0
20 s10 | 1890 |
LI ‘ TOTTT ‘ L ‘ T ‘ T ‘ L ‘ L
miz--> 50 100 150 200 250 300
Abundance #126461: Benz[a]anthracene, 8-methyl-
242.0
U I
22.50
5000 m/z 243.10 19.95%
121.0
ol 520870, H 189.0 | | M
e e o B R
m/z--> 50 100 150 200 250 300
Abundance #126442: Chrysene, 1-methyl- T
242.0 22.50
m/z 240.10 9.64%
5000
120.0
270630 | 16302020 |
R e e e e O LA B e o et e
m/z--> 50 100 150 200 250 300 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091522\
Data File : BGO54956.D

Acqg On : 15 Sep 2022 14:51
Operator : CG/JU

Sample : N4640-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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|
unknown3.746 3.746 5.3 ng 47895 1 8.129 181710 20.0
2-Pentanone, 4-... 5.185 7.4 ng 67081 1 8.129 181710 20.0
Anthracene, 2-m... 18.393 4.4 ng 115786 4 17.518 527443 20.0
Phenanthrene, 2... 18.440 5.2 ng 135707 4 17.518 527443 20.0
Anthracene, 1-m... 18.581 7.1 ng 186809 4 17.518 527443 20.0
Anthracene, 9-m... 18.622 2.4 ng 63648 4 17.518 527443 20.0
Tricyclo[8.2.2.... 18.881 2.4 ng 63430 4 17.518 527443 20.0
Phenanthrene, 2... 19.128 2.7 ng 70342 4 17.518 527443 20.0
Cyclohexadecane 19.227 42.1 ng 1110380 4 17.518 527443 20.0
Phenanthrene, 2... 19.298 5.4 ng 143048 4 17.518 527443 20.0
Phenanthrene, 3... 19.357 2.3 ng 61614 4 17.518 527443 20.0
9,10-Dimethylan... 19.439 2.5 ng 67361 4 17.518 527443 20.0
Phenanthrene, 2... 19.997 2.3 ng 96067 5 21.807 847301 20.0
Pyrene, 1-methyl- 20.256 3.7 ng 155746 5 21.807 847301 20.0
11H-Benzo[a]flu... 20.391 3.7 ng 155065 5 21.807 847301 20.0
Pyrene, 2-methyl- 20.579 3.7 ng 157321 5 21.807 847301 20.0
Pyrene, 4-methyl- 20.714 3.5 ng 148481 5 21.807 847301 20.0
Fluoranthene, 2... 20.761 3.1 ng 132166 5 21.807 847301 20.0
unknown21.413 21.413 2.9 ng 124305 5 21.807 847301 20.0
Benz[a]anthrace... 22.565 2.3 ng 96209 5 21.807 847301 20.0
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