LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM029641.D

Acqg On : 24 Apr 2021 17:19
Operator : CG/JU

Sample : M2149-07

Misc :

ALS Vvial : 13  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 M\Methods\8270-BM042121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@29641.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.775 317 321 329 rVB 40081 58339 1.32% 0.116%
2 5.222 391 397 406 rBV 1098649 1552928 35.24% 3.078%
3 6.804 656 666 682 rBV 1044878 1656477 37.59%  3.283%
4 7.622 798 805 815 rBV 316090 498676 11.32% ©.988%
5 7.763 821 829 838 rVB 67934 108264 2.46%  0.215%
6 8.775 995 1001 1011 rBV 653345 1095924 24.87% 2.172%
7 10.404 1270 1278 1283 rBV 369917 628061 14.25%  1.245%
8 10.451 1283 1286 1294 rVB 46077 73000 1.66% 0.145%
9 12.886 1691 1700 1717 rBV 1753798 2525867 57.32% 5.007%
10 13.592 1811 1820 1824 rBV 27845 49983 1.13% 0.099%
11 13.727 1838 1843 1854 rVB 59665 98422  2.23% 0.195%
12 13.992 1881 1888 1893 rBV 28361 45046 1.02% 0.089%
13 14.268 1928 1935 1941 rBV 584614 875942 19.88% 1.736%
14 14.333 1941 1946 1954 rVB 68839 108022 2.45% 0.214%
15 14.668 1998 2003 2012 rVB 50574 82829 1.88% 0.164%
16 15.321 2107 2114 2118 rBV 130839 197669 4.49% 0.392%
17 15.615 2159 2164 2172 rVB 42643 69695 1.58% 0.138%
18 15.762 2181 2189 2199 rBV 1499781 2091155 47.46% 4.145%
19 15.998 2224 2229 2236 rBV6 29233 48770 1.11% 0.097%
20 16.327 2275 2285 2289 rBV3 41309 93045 2.11% 0.184%
21 16.674 2339 2344 2350 rVB2 45084 75425 1.71% 0.150%
22 16.751 2352 2357 2362 rVV4 30323 69177 1.57% 0.137%
23 16.833 2366 2371 2382 rVB 106658 172933  3.92% 0.343%
24 17.015 2395 2402 2405 rBV 690547 1025801 23.28% 2.033%
25 17.056 2405 2409 2416 rVV 2266601 3005582 68.21% 5.958%
26 17.145 2419 2424 2429 rW 448998 640671 14.54% 1.270%
27 17.204 2430 2434 2440 rVB3 32856 60921 1.38% 0.121%
28 17.421 2466 2471 2475 rBV 56517 79604 1.81% 0.158%
29 17.533 2486 2490 2496 rVvV2 36207 54267 1.23% 0.108%
30 17.592 2496 2500 2508 rVB3 44817 69745 1.58% 0.138%

31 17.886 2545 2550 2553 rBV = 216291 304681 6.91%
32 17.927 2553 2557 2565 rVv2 413269 791029 17.95%
33 18.015 2568 2572 2577 rVWW 109077 170618 3.87%
34 18.080 2577 2583 2587 rVV2 352006 636483 14.44%
35 18.121 2587 2590 2597 rVB 148631 204556  4.64%

OroOoRroe
w
w
]
R

36 18.392 2632 2636 2640 rBV 162617 214149 4.86% 0.424%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM029641.D

Acqg On : 24 Apr 2021 17:19
Operator : CG/JU

Sample : M2149-07

Misc :

ALS Vvial : 13  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 M\Methods\8270-BM042121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 18.433 2640 2643 2650 rVB4 111044 171817 3.90% 0.341%
38 18.639 2675 2678 2682 rVB 56277 68299 1.55% 0.135%
39 18.692 2683 2687 2690 rvV 50721 66883 1.52% 0.133%
40 18.727 2690 2693 2697 rVB 44954 54219 1.23% 0.107%
41 18.809 2703 2707 2712 rBV 112844 181830 4.13% 0.360%
42 18.874 2712 2718 2721 rW4 55721 117431 2.67% 0.233%
43 18.950 2727 2731 2739 rVB3 87362 156037 3.54% 0.309%
44 19.033 2741 2745 2747 rBV3 47800 62800 1.43% 0.124%
45 19.074 2747 2752 2759 rVV 3334685 4406354 100.00% 8.734%
46 19.139 2759 2763 2766 rVV2 78569 108115 2.45% 0.214%
47 19.174 2766 2769 2771 rVWW2 43446 51386 1.17% 0.102%
48 19.209 2771 2775 2781 rVB5 84562 138414  3.14% 0.274%
49 19.321 2790 2794 2798 rBV 78866 101809 2.31% 0.202%
50 19.439 2804 2814 2822 rBV 2534665 4018707 91.20% 7.966%
51 19.509 2823 2826 2834 rVB2 108601 181703 4.12% 0.360%
52 19.645 2841 2849 2854 rBV 2723145 3552506 80.62% 7.042%
53 19.762 2864 2869 2870 rBV2 142310 200837 4.56%  0.398%
54 19.856 2882 2885 2888 rBV 87181 103151 2.34% 0.204%
55 19.897 2888 2892 2894 rVvV5 85512 128061 2.91% 0.254%
56 19.933 2894 2898 2902 rVB2 374150 514420 11.67% 1.020%
57 20.033 2911 2915 2919 rBV 322389 421932 9.58% 0.836%
58 20.092 2920 2925 2929 rVvVv2 189169 287499 6.52% 0.570%
59 20.280 2953 2957 2961 rBV 98591 147861 3.36% 0.293%
60 20.680 3022 3025 3030 rVB 137951 176635 4.01% 0.350%
61 20.844 3050 3053 3057 rVW 160957 190833 4.33% 0.378%
62 20.886 3057 3060 3062 rVvV 180910 198338 4.50% 0.393%
63 20.921 3062 3066 3071 rVV3 576330 811005 18.41% 1.608%
64 20.974 3073 3075 3086 rVB 183750 251500 5.71% 0.499%
65 21.186 3106 3111 3116 rBV3 1888338 3631955 82.43% 7.199%
66 21.233 3116 3119 3129 rVB 1276432 1681709 38.17% 3.333%
67 21.350 3136 3139 3144 rBV2 258322 373458 8.48% 0.740%
68 21.509 3162 3166 3171 rVB2 140332 213034 4.83% 0.422%
69 21.791 3211 3214 3221 rVB3 198853 313827 7.12% 0.622%
70 22.733 3369 3374 3379 rBV 1149538 2457100 55.76% 4.870%
71 23.197 3449 3453 3461 rVB 599614 1145944 26.01% 2.271%
72 23.291 3464 3469 3477 rVB 992753 1746173 39.63% 3.461%
73 23.385 3480 3485 3490 rBV 657852 1148002 26.05% 2.276%
74 25.579 3852 3858 3871 rVB3 453667 1333689 30.27% 2.644%

Sum of corrected areas: 50449029
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29641.D

Acqg On : 24 Apr 2021 17:19
Operator : CG/JU

Sample : M2149-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM029641.D\data.ms

3000000
2500000
2000000

1500000
5.222 6.804
1000000
8.775

7.622 10.404

4.775 ﬁ(-763 10:451
0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

Time--> 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000 10.50 11.00 11.50
Abundance TIC: BM029641.D\data.ms

500000

19.074

3000000 19.645
19.439

2500000 17.056

2000000
12.886

1500000 15.762

1000000

14.268

500000

13180727 9934;3384.668  1° 3%k 616159086 32164178

YAV
L L L L L L B L L B B B |

Time--> 12.00 1250 13.00 13,50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM029641.D\data.ms

o

3000000

2500000 21.186

2000000

210233 22.733

1500000

1000000

5000007~

0\ L ‘ L ‘ L ‘ L ’ L ‘ L ‘ L ‘ L ‘ L ’ L ‘ L ‘ L ‘ L ’ L ’ L ‘ L ‘ L ‘ L
Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29641.D

Acqg On : 24 Apr 2021 17:19
Operator : CG/JU

Sample : M2149-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
4.775 2.34 ng 58339 1,4-Dichlorobenzene-d4 7.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 t-Butyl nitrite 103 C4H9NO2 000540-80-7 38
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
5 Succinic acid, heptyl 2-methoxye... 274 C14H2605 1000325-80-7 28
Abundance Scan 321 (4.775 min): BM029641.D\data.ms (-317) (-) m/z 43.10 100.00%
43.1
5000
101.1 \‘\\\\‘\\\\‘\\\\‘\\\\’\
69.0 2071 4.40 4.60 4.80 5.00
e L AR s == e ot m/z 59.10 57.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R B N REER G
4.40 4.60 4.80 5.00
m/z 101.10  25.81%
15.0 ‘ 101.0
O\\\‘\‘\‘M\\"M\\‘1‘\\\\“\\\\"‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
T
4.40 4.60 4.80 5.00
5000 m/z 58.00 13.00%
101.0
15.0
73.
0m“‘“1“”‘,‘1H‘w‘mH‘m‘,mwm“‘m‘mwmwuw
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4534: t-Butyl nitrite ey
30.0 4.40 4.60 4.80 5.00
m/z 41.05 6.94%
5000
57.0 88.0
O vt e P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29641.D

Acqg On : 24 Apr 2021 17:19
Operator : CG/JU

Sample : M2149-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 p-Cymene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.763 4.34 ng 108264 1,4-Dichlorobenzene-d4 7.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C10H14 000099-87-6 95
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 94
3 o-Cymene 134 C1eH14 000527-84-4 91
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 91
5 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 91
Abundance Scan 829 (7.763 min): BM029641.D\data.ms (-821) (-) m/z 119.10 100.00%
119.1
5000
A e A REmaaREEE
390 77.0 ‘ , 7.40 7.60 7.80 8.00
ol b m‘m A% n/z 91.10 29.95%
miz-> 50 100 150 200 250
Abundance #14808: p-Cymene
119.0
5000
7.40 7.60 7.80 8.00
m/z 134.05 25.78%
390 77.0 ‘
Ol ‘\‘ i“‘\““\‘”\ ‘\H“M\LM\‘\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #14909: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
W ¢
7.40 7.60 7.80 8.00
5000 m/z 117.10 14.14%
39.0 770 ‘
) Ot T I
miz--> 50 100 150 200 250
Abundance #14812: 0-Cymene e
119.0 7.40 7.60 7.80 8.00
m/z 120.10 10.49%
5000
410 77.0 | q
oAb b A b — —— e e
m/z--> 50 100 150 200 250 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29641.D

Acqg On : 24 Apr 2021 17:19
Operator : CG/JU

Sample : M2149-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Dibenzothiophene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.833 3.37 ng 172933  Phenanthrene-die 17.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 96
2 Naphtho[1,2-b]thiophene 184 C12H8S 000234-41-3 95
3 Naphtho[2,3-b]thiophene 184 C12H8S 000268-77-9 95
4 Naphtho[2,1-b]thiophene 184 C12H8S 000233-02-3 94
5 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 91
Abundance Scan 2371 (16.833 min): BM029641.D\data.ms (-2366) (-  m/z 184.05 100.00%
184.1
5000
e =
92.0 13‘9-1 | . 1650 17.00
Oterprerepermtictort bt b G e a0 0 m/z 139.05  14.43%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #48783: Dibenzothiophene
184.0 j\
5000 o end bpooerd |
16.50 17.00
m/z 185.00 13.65%
92.0 139.0
01\\8‘.9\\‘\\\6\3.\0\”‘\\‘!‘\‘H\\‘H\\‘iH1\’H\\““\H‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #48786: Naphtho[1,2-b]thiophene
184.0
I ACHAERVWIS
16.50 17.00
5000 m/z 152.00 7.23%
139.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #48787: Naphtho[2,3-b]thiophene
184.0 16.50 17.00
m/z 183.00 6.21%
5000
139.0
63.0 920

m/z--> 20 40 60 80 100120140160180200220240260280 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29641.D

Acqg On : 24 Apr 2021 17:19
Operator : CG/JU

Sample : M2149-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Phenanthrene, 1-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.886 5.94 ng 304681  Phenanthrene-d10 17.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
2 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 96
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 95
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 94

Abundance Scan 2550 (17.886 min): BM029641.D\data.ms (-2545) (-  m/z 192.10 100.00%

192.1
5000
— —
51.0 94.7 1390 ‘ 17.50 18.00
Ol rbarly o SV M‘J‘ 226.1 2670 325! /7 191.10  60.18%
miz--> 50 100 150 200 250 300
Abundance #54746: Phenanthrene, 1-methyl-
192.0
5000 — v
17.50 18.00
m/z 189.05 31.86%
27.0 630 960 1390 | ||
T \ \ ‘ \ T L \ ‘ T ‘ L ‘ L ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #54763: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro-
192.0
= b
17.50 18.00
5000 ITI/Z 190.05 16.92%
4270630 %80 1390 | \
e Pl ST e ——
miz--> 50 100 150 200 250 300
Abundance #54749: Phenanthrene, 2-methyl- — M
192.0 17.50 18.00
m/z 193.05 16.13%
5000
270 630 960 1390 | |
e e S B e S —
m/z--> 50 100 150 200 250 300 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29641.D

Acqg On : 24 Apr 2021 17:19
Operator : CG/JU

Sample : M2149-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Anthracene, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.927 15.42 ng 791029  Phenanthrene-die 17.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 97
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 93
5 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 92

Abundance Scan 2557 (17.927 min): BM029641.D\data.ms (-2553) (-  m/z 192.10 100.00%

192.1
5000
73.0
—
129.1
T | 25632951 355 16.00
0! bl g gL L LS99 999 /7 191,10 60.30%
m/z--> 50 100 150 200 250 300 350
Abundance #54735: Anthracene, 2-methyl-
192.0
5000 T
18.00
m/z 73.05 35.06%
83.0
0 \?\’9\.(‘)\‘!‘\‘\”‘ T \1\3‘\9"0\“‘\‘\“‘ LN B
m/z--> 50 100 150 200 250 300 350
Abundance #54746: Phenanthrene, 1-methyl-
192.0
——
18.00
5000 ITI/Z 43.10 28.96%
o390 960 1300| |
e R At v Lo e o
m/z--> 50 100 150 200 250 300 350
Abundance #54750: Phenanthrene, 2-methyl- ——
192.0 18.00
m/z 189.10 27.87%
5000
94.0
oL sio [ w20 | il
m/z--> 50 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29641.D

Acqg On : 24 Apr 2021 17:19
Operator : CG/JU

Sample : M2149-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Anthracene, 1-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.015 3.33 ng 170618 Phenanthrene-die 17.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93
3 1H-Indene, 1-phenyl- 192 C15H12 001961-96-2 93
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 93
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93

Abundance Scan 2572 (18.015 min): BM029641.D\data.ms (-2568) (-  m/z 192.10 100.00%

192.1 i
5000
18.00 |
82.3 :
152
0380 flisd 2s q", 24522831 326.  n/7 191.10  51.79%
miz--> 50 100 150 200 250 300
Abundance #54746: Phenanthrene, 1-methyl-
192.0
5000 o :
18.00
m/z 189.05 24.78%
27.0 630 96.0 1390 | |
T \ \ ‘ \ T T T ‘ T T T \ ‘ T T T ’ T T T T ’ T T T T ’ T T T
miz--> 50 100 150 200 250 300
Abundance #54739: Anthracene, 1-methyl-
192.0
T \
18.00
5000 ITI/Z 193.10 17.10%
63.0 9?0 139.0 J m
bt b bl
miz--> 50 100 150 200 250 300
Abundance #54728: 1H-Indene, 1-phenyl- T ‘
192.0 18.00
m/z 165.05 15.74%
B MAMMM
P80 650 ‘1150 152q> M
T e e o B —
m/z--> 50 100 150 200 250 300 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29641.D

Acqg On : 24 Apr 2021 17:19
Operator : CG/JU

Sample : M2149-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 4H-Cyclopenta[def]phenanthrene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.080 12.41 ng 636483  Phenanthrene-die 17.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 64
2 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BC103S 036155-87-0 53
3 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 43
4 2,2"'-Bis(4,5-dimethylimidazole) 190 C1OH14N4 069286-06-2 38
5 1-Aminocyclopentanecarboxylic ac... 297 C11H17C12NO4 1000329-17-6 25

Abundance Scan 2583 (18.080 min): BM029641.D\data.ms (-2577) (-  m/z 189.10 100.00%

189.1
5000
94.6 T ‘
63.0 \ 139.0 1800
ol 2220 ) 2281 2563 29U p/y 109,10 98.44%
miz--> 50 100 150 200 250
Abundance #53204: 4H-Cyclopenta[deflphenanthrene
190.0
5000 AR :
18.00
95.0 m/z 192.10 43.11%
027u OH ‘63 O\ wll “ 137.0 wh\
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 #53266: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydrc
45.0 190.0
146.0 avie

18.00
5000 m/z 191.05 38.36%
oL ‘\“ M‘ HH h\\ cihe —
15

m/z--> 0 200 250

Abundance #52976: 2,3,5,6—Tetramethylterephthalaldehyde —— ‘
39.0 190.0 18.00

m/z 187.10  20.74%

91.0

M‘ [ 1
1 —— P
m/z--> 150 200 250 18.00

[o) mmm— | ‘\‘ [ ‘u\‘u H \H\
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29641.D

Acqg On : 24 Apr 2021 17:19
Operator : CG/JU

Sample : M2149-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Phenanthrene, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

18.121 3.99 ng 204556  Phenanthrene-die 17.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 87
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 86
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 83
4 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 83
5 1H-Indene, 1-phenyl- 192 C15H12 001961-96-2 83

Abundance Scan 2590 (18.121 min): BM029641.D\data.ms (-2587) (-  m/z 192.10 100.00%

192.1
5000
1800 1850
83.1 . .
43.1 1231 1631
ol AL I 1231 B0 1 2832 2810 ;10110 60.73%
miz--> 50 100 150 200 250
Abundance #54735: Anthracene, 2-methyl-
192.0
5000 e —
18.00 18.50
m/z 165.05 13.46%
ol 390 “830u1150 _163.0 h
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #54750: Phenanthrene, 2-methyl-
192.0
o o
18.00 18.50
5000 m/Z 193.10 9.25%
94.0
e e P
miz--> 50 100 150 200 250
Abundance #54746: Phenanthrene, 1-methyl- —— —
192.0 18.00 18.50
m/z 83.10 8.18%
5000
270 630 901260 1630 | e [P
e el — colbp
m/z--> 50 100 150 200 250 18.00 18.50

8270-BM@42121.M Mon Apr 26 15:07:04 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29641.D

Acqg On : 24 Apr 2021 17:19
Operator : CG/JU

Sample : M2149-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 5,16[1',2']:8,13[1'',2"']-D... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.392 4.18 ng 214149  Phenanthrene-die 17.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
15,16[1',2"']:8,13[1"'"',2""']-Dibenz... 408 C32H24 005672-97-9 90
2 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 81
3 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 C1l6H12 006572-60-7 74
4 5H-Dibenzo[a,d]cycloheptene, 5-m... 204 C1l6H12 002975-79-3 58
5 6-Phenylbenzocyclohepten-7-one 232 C17H120 093327-56-1 56

Abundance Scan 2636 (18.392 min): BM029641.D\data.ms (-2632) (-  m/z 204.10 100.00%

204.1
5000
S | E—.
101.1 18.00 18.50
152.0
ol 230 PO M 2691 8261 /7 202.05  36.07%
mlz--> 50 100 150 200 250 300 350 400
Abundance #215197: 5,16[1',2']:8,13[1",2"]-Dibenzenodibenzo[a,g]cy
204.0
5000 - A
18.00 18.50
m/z 203.05 31.10%
oL 390 19191520, 3130 408
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #64600: Naphthalene, 2-phenyl-
204.0
= ==
18.00 18.50
5000 m/z 205.10 16.92%
101.0
oL 510 7 [ 1520
e L e E
miz--> 50 100 150 200 250 300 350 400
Abundance #64614: Tricyclo[8.2.2.2(4,7)]hexadeca-2,4,6,8,10,12,13, P =
204.0 18.00 18.50
m/z 101.10 7.84%
5000
101.0 /\ /\f\H\.M
0 519 L)y 15‘\2'0\“ Ll /\MM\/\/A’W‘ Vi TYY el L

L
L I L L L L L L L IR

I
m/z--> 50 100 150 200 250 300 350 400 18.00 18.50

8270-BMO42121.M Mon Apr 26 15:07:04 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29641.D

Acqg On : 24 Apr 2021 17:19
Operator : CG/JU

Sample : M2149-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 9,10-Anthracenedione Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

18.433 3.35 ng 171817 Phenanthrene-die 17.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Anthracenedione 208 C14H802 000084-65-1 95
2 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 90
3 1H-Phenalen-1-one 180 C13H80 000548-39-0 55
4 9H-Fluoren-9-one 180 C13H80 000486-25-9 52
5 Benzo[h]cinnoline 180 C12H8N2 000230-31-9 46

Abundance Scan 2643 (18.433 min): BM029641.D\data.ms (-2640) (- m/z 180.10 100.00%

180.1
5000
76.0
150.0 R
380, , | . 115 2311-1241'2 303.: 18.50
oLb—— LN‘Mwww“‘(%“““w‘ U \¢q‘\\\ — m/z 208.10  96.83%
miz--> 50 100 150 200 250 300
Abundance #67896: 9,10-Anthracenedione
180.0
5000 76.0 —
18.50
126.0 m/z 152.00  74.43%
O\?’Q\IJ“\‘\H‘\l“‘\\“\\‘\\“\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300
Abundance #45694: Benzo[c]cinnoline
152.0
—
18.50
5000 ITI/Z 151.00 38.59%
76.0
oﬁ%%m‘m“mﬁl‘saq‘n‘w“_H‘_‘H_
miz--> 50 100 150 200 250 300
Abundance #45757: 1H-Phenalen-1-one 7
180.0 18.50
m/z 76.05 27.99%
5000
76.0
obmo Ll oy | el
m/z--> 50 100 150 200 250 300 18.50

8270-BMO42121.M Mon Apr 26 15:07:05 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29641.D

Acqg On : 24 Apr 2021 17:19
Operator : CG/JU

Sample : M2149-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 di-p-Tolylacetylene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.809 3.55 ng 181830  Phenanthrene-die 17.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 91
2 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 90
3 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 89
4 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 87
5 Phenanthrene, 2,7-dimethyl- 206 C1l6H14 001576-69-8 86

Abundance Scan 2707 (18.809 min): BM029641.D\data.ms (-2703) (-  m/z 206.10 100.00%

206.1
5000
18‘50‘ ‘19‘00‘
950 165 . .
39.0 :
bbb Muﬁ? I Il 2530 30213411 ./, 191.10  47.15%
miz--> 50 100 150 200 250 300
Abundance #66238: di-p-Tolylacetylene
206.0
5000 . —
18.50 19.00
m/z 189.05 27.69%
0l 27.0 63.0 102.0 16?QMLN
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #66247: 9,10-Dimethylanthracene
206.0
= —r
18.50 19.00
5000 m/z 205.10  26.08%
89.0
165.0‘
NI INITECCouiy | S
miz--> 50 100 150 200 250 300
Abundance #66266: Phenanthrene, 3,6-dimethyl- = —
206.0 18.50 19.00
m/z 190.05 15.52%
5000
102.0
maseayf wssol| e AU T
m/z--> 50 100 150 200 250 300 18.50 19.00

8270-BMO42121.M Mon Apr 26 15:07:05 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29641.D

Acqg On : 24 Apr 2021 17:19
Operator : CG/JU

Sample : M2149-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 unknownl8.874 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

18.874 2.29 ng 117431  Phenanthrene-die 17.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Bis(bromomethyl)anthracene 362 C16H12Br2 034373-96-1 38
2 Benzaldehyde, 4-(phenylethynyl)- 206 C15H100 057341-98-7 35
3 2-Acetyl-3,7-dimethylbenzo(b)thi... 204 C12H120S 006179-06-2 30
4 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 30
5 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 C16H12 006572-60-7 30

Abundance Scan 2718 (18.874 min): BM029641.D\data.ms (-2712) (- m/z 189.10 100.00%

189.
5000
101.0 L L
18.50 19.00
. 139.1
ol “55;‘%:‘““”“‘ ‘U‘ ik b P23 ZTED 8551 h/; sea.10  98.56%
m/z--> 50 100 150 200 250 300 350
Abundance #191535: 9,10-Bis(bromomethyl)anthracene
204.0
5000 — M
18.50 19.00
101.0 m/z 206.10 91.71%
o510, 1490, | 2830 364.(
\\\\‘\\\V[T\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #66190: Benzaldehyde, 4-(phenylethynyl)-
206.0
= —
18.50 19.00
5000 ITI/Z 202.10 51.81%
88.0 151.0
S
Y ISR TPEVEDS Y SN N —
miz--> 50 100 150 200 250 300 350
Abundance #63988: 2-Acetyl-3,7-dimethylbenzo(b)thiophene o —
189.0 18.50 19.00
m/z 205.10 44.79%
5000
128.0
0 4%0‘ 89.0 | | Il |l
P e ey 5 —r
m/z--> 50 100 150 200 250 300 350 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29641.D

Acqg On : 24 Apr 2021 17:19
Operator : CG/JU

Sample : M2149-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Cyclopenta(def)phenanthrenone Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
18.951 3.04 ng 156037  Phenanthrene-die 17.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 60
2 Benzene, 1-chloro-4-phenoxy- 204 C12H9C1O0 007005-72-3 46
3 3,4-Biphenyldicarbonitrile 204 C14H8N2 004128-63-6 43
4 2-Chloro-4-phenylphenol 204 C12HSC1O0 000092-04-6 38
5 [1,1'-Biphenyl-4-0l1], 2-chloro- 204 C12H9C1O0 023719-22-4 38

Abundance Scan 2731 (18.950 min): BM029641.D\data.ms (-2727) (-  m/z 204.10 100.00%
204.1
e
510 879 150.0 | - 19.00
bt b L b Ll 24402810 355 . 906 10 48.85%
mlz--> 50 100 150 200 250 300 350
Abundance #64588: Cyclopenta(def)phenanthrenone
204.0
5000 T
19.00
88.0 m/z 176.05  39.07%
150.0
O\\\‘\\“\‘\“‘\\\\‘}\\H‘\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #64063: Benzene, 1-chloro-4-phenoxy-
204.0
P
19.00
5000 m/z 205.05 28.51%
770 141.0
miz--> 50 100 150 200 250 300 350
Abundance #64242: 3,4-Biphenyldicarbonitrile —
204.0 19.00
m/z 191.05 27.16%
75.0
ol 59 (1511201510 | ““ S —— o
m/z--> 50 100 150 200 250 300 350 19.00

8270-BM@42121.M Mon Apr 26 15:07:07 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29641.D

Acqg On : 24 Apr 2021 17:19
Operator : CG/JU

Sample : M2149-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Pyrene, 1-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.933 2.83 ng 514420 Chrysene-d12 21.197
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 93
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 92
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 91
4 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 91
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 87

Abundance Scan 2898 (19.933 min): BM029641.D\data.ms (-2894) (-  m/z 216.10 100.00%

216.1
5000
—
107.7163 20.00
of A3t | 1034 | 2881 35794181 503. ., 51519  79.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74411: Pyrene, 1-methyl-
216.0
5000 T
20.00
95.0 m/z 213.10 21.67%
O‘\\3\9\-‘0\r\\““L\\}‘G\S\.\qii#\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74423: 11H-Benzo[a]fluorene
216.0
——
20.00
5000 m/z 217.10 17.08%
108.0
0 51”0 y \‘ 163()\1 ill
R A AL o e R mEma
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74424: Fluoranthene, 2-methyl- ——
216.0 20.00
m/z 107.70  11.53%
5000
108.0
oSO s | Al
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.00

8270-BM042121.M Mon Apr 26 15:07:07 2021 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29641.D

Acqg On : 24 Apr 2021 17:19

Operator : CG/JU

Sample : M2149-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042121.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 11H-Benzo[b]fluorene Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
20.033 2.32 ng 421932 Chrysene-d12 21.197
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 93
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 93
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 81
4 Pyrene, 1-methyl- 216 C17H12 002381-21-7 76
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 76

Abundance Scan 2915 (20.033 min): BM029641.D\data.ms (-2911) (- m/z 216.10 100.00%

216.1
5000
107.4 ﬁobd
1631 :
ob 830 1l 1831 A 2980 3851 429 ., 215 19  96.45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #74422: 11H-Benzo[b]fluorene
216.0
5000 ——
20.00
108.0 m/z 213.10 22.75%
57.0 | ‘ 163.0 ‘
OH“\\\\“‘\\\‘\‘\“\\M\’\HH\‘\\\\‘\\\\‘\\\\‘H\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #74421: 11H-Benzo[a]fluorene
216.0
]
20.00
5000 m/z 217.10  18.38%
108.0
0 63.0 ﬂ\‘ 163'0\\ |
—t—
m/z--> 50 100 150 200 250 300 350 400
Abundance #74424: Fluoranthene, 2-methyl- —— !
216.0 20.00
m/z 107.40  11.93%
5000
108.0
m/z--> 50 100 150 200 250 300 350 400 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29641.D

Acqg On : 24 Apr 2021 17:19
Operator : CG/JU

Sample : M2149-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 unknown20.921 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.921 4.47 ng 811005 Chrysene-d12 21.197
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 49
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 46
3 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 46
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 46
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 46

Abundance Scan 3066 (20.921 min): BM029641.D\data.ms (-3062) (-  m/z 226.10 100.00%

226.1
43.1
5000 71 j\}\
e
’ \l “\ 1531 | 280.3 ‘ 21.00
ol AARLERS L ol 28083401 4302489 ./, 43 10  60.37%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #127769: 5-Eicosene, (E)-
53.0
5000 L
21.00
111.0 m/z 57.10 60.01%
0 \‘\ | V ‘ | ,167.0 223.0 280.0
\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
——
21.00
m/z 55.10 53.03%
5000 111.0 /

0 L H ‘I ‘\ 260, 269.0321.0
T SRR SRR BB SRR

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #212865: Pentafluoropropionic acid, heptadecyl ester
57.0 21.00

m/z 83.10 49.19%

!

5000 111.0

m/z--> 0 50 100 150 200 250 300 350 400 450 21.00

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29641.D

Acqg On : 24 Apr 2021 17:19
Operator : CG/JU

Sample : M2149-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 Cyclopenta(cd)pyrene, 3,4-d... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

21.350 2.06 ng 373458 Chrysene-d12 21.197
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta(cd)pyrene, 3,4-dihydro- 228 C18H12 025732-74-5 87
2 Dimethyl-[4-[2-(3-methylisoxazol... 228 C14H16N20 1000306-39-6 50
3 1(2H)-Phenanthrenone, 3,4,9,10-t... 228 C15H1602 014427-61-3 50
4 Benz[a]anthracene 228 C18H12 000056-55-3 46
5 Triphenylene 228 C18H12 000217-59-4 46

Abundance Scan 3139 (21.350 min): BM029641.D\data.ms (-3136) (-  m/z 228.10 100.00%

228.1
5000
113.1 I
— —
57.1 ‘ 1631 ‘ 21.00 21.50
ol dbbtal 2631 L 2811 3662 4312489 ./, 557 16  93.24%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #84665: Cyclopenta(cd)pyrene, 3,4-dihydro-
228.0
5000 — ——
21.00 21.50
m/z 226.10 65.45%
114.0
o L1740 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #84431: Dimethyl-[4-[2-(3-methylisoxazol-5-yl)vinyl]pheny
228.0 /J\
— =
21.00 21.50
5000 ITI/Z 113.05 26.75%
57.0 11‘3.0 17?.0 |
Ol pebep b A b b b
miz--> 50 100 150 200 250 300 350 400 450
Abundance #84569: 1(2H)-Phenanthrenone, 3,4,9,10-tetrahydro-7-m = ==
228.0 21.00 21.50
128.0 m/z 229.10 18.81%
5000
63.0 %
0! 'f"\”‘w\\\‘HH‘HH‘HH‘HH‘HH, i e
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29641.D

Acqg On : 24 Apr 2021 17:19
Operator : CG/JU

Sample : M2149-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 Benzo[e]pyrene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
23.197 19.96 ng 1145940 Perylene-di2 23.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 96
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 96
3 Benzo[j]fluoranthene 252 C20H12 000205-82-3 94
4 Perylene 252 C20H12 000198-55-0 94
5 Benzo[a]pyrene 252 C20H12 000050-32-8 93
Abundance Scan 3453 (23.197 min): BM029641.D\data.ms (-3449) (-  m/z 252.10 100.00%
252.1
o MLL
r— —
125.1 ‘ 23.00 23.50
0l 830 ) 1871, |  337.140094611 549. ., 356,10  29.30%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104217: Benzo[e]pyrene
252.0
5000 e A
23.00 23.50
m/z 253.10  23.16%
125.0
ol 63.0 ] 1870, |
\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104224: BenzolK]fluoranthene
252.0
— —
23.00 23.50
5000 m/z 125.10 11.37%
126.0
D N
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104223: Benzo[j]lfluoranthene — —T
252.0 23.00 23.50
m/z 251.10  10.24%
5000
126.0
0 63.0 || 187.0,
R R R R L B e e s e o —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM029641.D

Acqg On : 24 Apr 2021 17:19
Operator : CG/JU

Sample : M2149-07

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 4.775 2.3 ng 58339 1 7.622 498676 20.0
p-Cymene 7.763 4.3 ng 108264 1 7.622 498676 20.0
Dibenzothiophene 16.833 3.4 ng 172933 4 17.015 1025800 20.0
Phenanthrene, 1... 17.886 5.9 ng 304681 4 17.015 1025800 20.0
Anthracene, 2-m... 17.927 15.4 ng 791029 4 17.015 1025800 20.0
Anthracene, 1-m... 18.015 3.3 ng 170618 4 17.015 1025800 20.0
4H-Cyclopenta[d... 18.080 12.4 ng 636483 4 17.015 1025800 20.0
Phenanthrene, 2... 18.121 4.0 ng 204556 4 17.015 1025800 20.0
5,16[1',2']:8,1... 18.392 4.2 ng 214149 4 17.015 1025800 20.0
9,10-Anthracene... 18.433 3.4 ng 171817 4 17.015 1025800 20.0
di-p-Tolylacety... 18.809 3.5 ng 181830 4 17.015 1025800 20.0
unknown18.874 18.874 2.3 ng 117431 4 17.015 1025800 20.0
Cyclopenta(def)... 18.951 3.0 ng 156037 4 17.015 1025800 20.0
Pyrene, 1-methyl- 19.933 2.8 ng 514420 5 21.197 3631960 20.0
11H-Benzo[b]flu... 20.033 2.3 ng 421932 5 21.197 3631960 20.0
unknown20.921 20.921 4.5 ng 811005 5 21.197 3631960 20.0
Cyclopenta(cd)p... 21.350 2.1 ng 373458 5 21.197 3631960 20.0
Benzo[e]pyrene 23.197 20.0 ng 1145940 6 23.386 1148000 20.0
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