Data Path
Data File :
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

If leading
Peak separa

: 26 May 2023 21:54
: CG/JU
: 02945-01

LSC Area Percent Report

: Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\

BP015321.D

: 14  Sample Multiplier: 1

Parameters: rteint.p
RTE
ON Filtering: 5
1 Min Area: 3 % of largest Peak
0.2 Max Peaks: 100
: 0 Peak Location: TOP

or trailing edge < 100 prefer < Baseline drop else tangent >
tion: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP©52423.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@15321.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.193 162 171 178 rBV 78369 116648 2.01% 0.246%
2 4,552 229 232 243 rVB2 38367 64619 1.11% 0.136%
3 5.158 326 335 344 rVWW 202997 314525 5.42% 0.663%
4 5.240 344 349 354 rVB2 41370 61530 1.06% ©0.130%
5 5.634 408 416 423 rBV 2379861 3453331 59.51% 7.282%
6 5.699 423 427 430 rBV 46468 67104 1.16% 0.141%
7 6.075 485 491 496 rBV 66866 96120 1.66% 0.203%
8 7.257 682 692 699 rBV 2242415 3621360 62.41% 7.636%
9 8.104 826 836 843 rBV 655109 1071804 18.47% 2.260%
10 9.281 1028 1036 1043 rBV 1350501 2224187 38.33% 4.690%
11  9.569 1076 1085 1095 rVB2 24144 65300 1.13% ©0.138%
12 10.934 1311 1317 1323 rVB 804689 1313079 22.63% 2.769%
13 11.075 1336 1341 1347 rVB 49319 81744 1.41% 0.172%
14 11.940 1478 1488 1492 rBV 78703 144291 2.49% 0.304%
15 12.328 1549 1554 1559 rBV 45439 65995 1.14% 0.139%
16 12.581 1594 1597 1605 rVB 42402 68759 1.18% 0.145%
17 13.269 1710 1714 1721 rVB 57406 87410 1.51% 0.184%
18 13.369 1721 1731 1738 rBV 2932381 4314109 74.34% 9.097%
19 13.557 1758 1763 1771 rBV2 69084 117847 2.03% 0.248%
20 14.016 1837 1841 1845 rBV2 42844 61723 1.06% 0.130%
21 14.069 1845 1850 1854 rVV 64327 112397 1.94% 0.237%
22 14.116 1855 1858 1862 rVB2 49104 65850 1.13% 0.139%
23 14.210 1870 1874 1878 rVB2 63520 79617 1.37% 0.168%
24 14.622 1940 1944 1948 rBV 65053 80890 1.39% 0.171%
25 14.745 1954 1965 1971 rBV 1212712 1860928 32.07%  3.924%
26 14.957 1995 2001 2008 rVB5 37192 82588 1.42% 0.174%
27 15.139 2027 2032 2037 rVB3 74447 113973 1.96%  0.240%
28 15.216 2041 2045 2054 rVB3 64805 123089 2.12% 0.260%
29 15.357 2057 2069 2073 rBV4 143284 451116 7.77% 0.951%
30 15.528 2093 2098 2102 rBV4 51236 81938 1.41% 0.173%
31 15.575 2102 2106 2110 rVB 77603 102333 1.76% 0.216%
32 15.822 2145 2148 2154 rVB3 34911 69115 1.19% 0.146%
33 16.098 2187 2195 2202 rBV 559613 789694 13.61% 1.665%
34 16.233 2212 2218 2225 rBV 2583902 3671822 63.28% 7.742%
35 16.439 2249 2253 2254 rBV 101027 122278 2.11% 0.258%
36 16.463 2254 2257 2269 rVB3 123220 202821 3.50% 0.428%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15321.D

Acqg On : 26 May 2023 21:54
Operator : CG/JU

Sample : 02945-01

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP©52423.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 16.845 2319 2322 2329 rBV2 52353 73498 1.27% ©.155%
38 17.151 2370 2374 2382 rBV3 86267 165383 2.85% 0.349%
39 17.233 2384 2388 2392 rVV 119285 168636 2.91% 0.356%
40 17.286 2393 2397 2400 rVV2 64578 107990 1.86% 0.228%
41 17.322 2400 2403 2409 rVB3 47940 69986 1.21% 0.148%
42 17.498 2428 2433 2438 rBV 1497440 2153850 37.12% 4.542%
43 17.539 2438 2440 2448 rVB 158925 206272 3.55% 0.435%
44 17.692 2460 2466 2471 rBV3 68691 163747 2.82% 0.345%
45 17.780 2476 2481 2484 rBV 82026 153798 2.65% 0.324%
46 17.969 2510 2513 2518 rVB2 118009 155941 2.69% 0.329%
47 18.075 2528 2531 2540 rVB 101759 161771 2.79% 0.341%
48 18.357 2575 2579 2583 rBV 963237 1326158 22.85% 2.796%
49 18.404 2583 2587 2593 rVB2 361563 568938 9.80% 1.200%
50 18.533 2605 2609 2614 rVB2 210050 283250 4.88% 0.597%
51 18.580 2614 2617 2622 rVB 106963 137760  2.37%  0.290%
52 18.639 2623 2627 2629 rBV 116768 156695 2.70% 0.330%
53 18.733 2640 2643 2647 rVB4 86930 127222 2.19% 0.268%
54 18.833 2657 2660 2665 rBV3 162186 214788 3.70%  0.453%
55 19.074 2698 2701 2705 rVB2 127880 149893 2.58% 0.316%
56 19.122 2706 2709 2713 rBV 169250 217573 3.75% 0.459%
57 19.239 2725 2729 2734 rBV 488093 667549 11.50% 1.408%
58 19.327 2742 2744 2748 rVB 125373 143196 2.47% 0.302%
59 19.374 2749 2752 2757 rVWV 98793 161656 2.79% 0.341%
60 19.492 2768 2772 2777 rVB2 266732 411091 7.08% 0.867%
61 19.551 2779 2782 2784 rVWVW 171790 192912  3.32% 0.407%
62 19.580 2784 2787 2793 rVB 425978 554073 9.55% 1.168%
63 19.798 2821 2824 2827 rVB2 140216 144488 2.49% 0.305%
64 19.851 2829 2833 2840 rVV2 226578 419140 7.22% ©.884%
65 19.916 2840 2844 2849 rVB 175375 262049 4.52% 0.553%
66 20.033 2859 2864 2869 rBV 4902669 5802883 100.00% 12.236%
67 20.316 2908 2912 2917 rVB2 286388 390054 6.72% 0.822%
68 20.798 2991 2994 2997 rVB 201889 208100 3.59% 0.439%
69 21.251 3068 3071 3079 rBV2 492149 741200 12.77% 1.563%
70 21.574 3121 3126 3130 rBV 1806147 2511638 43.28% 5.296%
71 21.698 3145 3147 3152 rVB2 294123 339917 5.86% 0.717%

72 24.127 3554 3560 3567 rVB 1122122 2289753 39.46%  4.828%

Sum of corrected areas: 47424782
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
BP015321.D

: 26 May 2023 21:54

: CG/JU

: 02945-01

: 14  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Time-->
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Abundance TIC: BP015321.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15321.D

Acqg On : 26 May 2023 21:54
Operator : CG/JU

Sample : 02945-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.158 5.87 ng 314525 1,4-Dichlorobenzene-d4 8.104

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 9

4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9
5 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 9

Abundance Scan 335 (5.158 min): BP015321.D\data.ms (-326) (-) m/z 43.00 100.00%

3.0
5000
101.0 AT R T e

4.80 5.00 5.20 5.40

206.9269.1 341.1 431.7 503.5

b 20692691 3411 4317 5035 /7 59.00 56.43%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LA L L L LB L
4.80 5.00 5.20 5.40
101.0 m/z 101.00 20.88%
0\\\”\“\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R AGRRREREEEREES
4.80 5.00 5.20 5.40
5000 ITI z 58.00 14.43%
“ | 1260
(LS Y A S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5026: 3-Pentanol, 2-methyl- RN e R
59.0 4.80 5.00 5.20 5.40

m/z 41.00 9.45%

n‘ HJ ‘i WJ\/\/LM

o AR AL

m/z--> 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15321.D

Acqg On : 26 May 2023 21:54
Operator : CG/JU

Sample : 02945-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Tridecane, 7-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.940 2.20 ng 144291  Naphthalene-d8 10.934
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-methyl- 198 C14H30 026730-14-3 76
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 74
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 72
4 Sulfurous acid, 2-ethylhexyl oct... 446 C26H5403S 1000309-20-1 72
5 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 72
Abundance Scan 1488 (11.940 min): BP015321.D\data.ms (-1478) (- m/z 57.05 100.00%
57.0
- MMM
12.00
165.1 :
0 "W‘HJJMJ‘J"‘_h"_‘2‘5,0‘-?",“3““3‘,-9“4,19-‘3,““9?,-9”,‘ m/z 71.106 80.18%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #74015: Tridecane, 7-methyl-
57.0
5000 T
12.00
m/z 43.05 60.26%
ol 1 | 114.0 183.0
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #90205: Dodecane, 2,6,11-trimethyl-
43.0
——
12.00
5000 m/z 41.00 31.83%
113.0
Obbh b Ll 8970 e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #90207: Dodecane, 2,6,10-trimethyl- ——
57.0 12.00
m/z 56.05 23.67%
5000
127.0
L i
m/z--> 50 100 150 200 250 300 350 400 450 500 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15321.D

Acqg On : 26 May 2023 21:54
Operator : CG/JU

Sample : 02945-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Hexathiane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.357 4.85 ng 451116  Acenaphthene-d10 14.745
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexathiane 192 S6 013798-23-7 93
2 Cyclic octaatomic sulfur 256 S8 010544-50-0 64
3 Di(tert-butyl) trisulfide, perfl... 534 C8F18S3 016005-64-4 38
4 2-Benzimidazolyl methane thiosul... 244 C8H8N203S2 1010256-39-2 9
5 2-Nitroso-1-naphthol-4-sulfonic ... 253 C1OH7NO5S 003682-32-4 9
Abundance Scan 2069 (15.357 min): BP015321.D\data.ms (-2057) (- m/z 63.90 100.00%
63.9
191.8
5000
127. — —
l ‘ ‘ 15.00 15.50
Oberhinkchapd L 283.1341.1400.9462.0 5347 1/, 191.80  63.25%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67525: Hexathiane
192.0
64.0
5000 — —
128.0 15.00 15.50
m/z 170.10  32.59%
O\\\‘\‘\\\“\\L\’f\\ “\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143936: Cyclic octaatomic sulfur
64.0
15.00 15.50
5000 128.0 m/z 155.05  29.49%
192.0 256.0
O bbb ey
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #342346: Di(tert-butyl) trisulfide, perfluoro- — =T
64.0 15.00 15.50
m/z 127.90  24.76%
5000
ol 1630 315.0 534.0
e e e e e e P —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15321.D

Acqg On : 26 May 2023 21:54
Operator : CG/JU

Sample : 02945-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.098 8.49 ng 789694  Acenaphthene-die 14.745
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
21,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 64
3 Azobenzene, (E)- 182 C12H16N2 017082-12-1 53
4 Azobenzene 182 C12H16N2 000103-33-3 40
5 Methanone, phenyl-2-pyridinyl- 183 C12H9NO 000091-02-1 38
Abundance Scan 2195 (16.098 min): BP015321.D\data.ms (-2187) (- m/z 105.00 100.00%
105.0
5000 182.1
— —
39 16.00 16.50
oo b e k2809 _855.04136 5033 sz 77.00  69.84%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0
5000 —r —
16.00 16.50
m/z 182.10 50.78%
27'0‘ 1 |
0\‘\‘\‘\\l\\‘\\\\[‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl-
105.0
16.00 16.50
5000 182.0 m/z 51.00 27.41%
32. L ‘
o SRR
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56778: Azobenzene, (E)- = =
77.0 16.00 16.50
m/z 181.05 9.29%
5000
182.0
O b o P e T T T T T = My
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15321.D

Acqg On : 26 May 2023 21:54
Operator : CG/JU

Sample : 02945-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.357 12.31 ng 1326160  Phenanthrene-d10 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 91
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 91
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91

Abundance Scan 2579 (18.357 min): BP015321.D\data.ms (-2575) (- m/z 73.00 100.00%

73.0 192.1
5000
P P
“H L 256.3 18.00 18.50
ol Mdhianalll |7 3s6.0415.047325378 1195 10 8s.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T 1
18.00 18.50
u 213.0 m/z 43.10 83.34%
O‘\\\\IH \‘l\‘i‘“{”\“}\H“\\\f‘\%\\\‘\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67021: Anthracene, 1-methyl-
192.0
o e
18.00 18.50
5000 ITI/Z 60.00 82.14%
83.0
Okﬁpwﬁhhw\mth‘\H\_\H‘H\w\u\_\u‘u\w\u\_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67035: Phenanthrene, 1-methyl- — T
192.0 18.00 18.50
m/z 57.10 65.78%
0 27HO ‘96|'0 , ‘l\\
e e A o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

8270E-BP052423.M Tue May 30 14:12:08 2023 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15321.D

Acqg On : 26 May 2023 21:54
Operator : CG/JU

Sample : 02945-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Phenanthrene, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.404 5.28 ng 568938  Phenanthrene-d10 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 97
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 91
Abundance Scan 2587 (18.404 min): BP015321.D\data.ms (-2583) (- m/z 192.10 100.00%
1921
<
94.7 | 18.50
01359 Ll did 2701 3409 4151 5221 .5 19116 56.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 RN
18.50
m/z 189.10  27.92%
94.0
O‘\2\7\-\0‘\H\\‘\h‘\\\l\r\l\\l\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67024: Anthracene, 2-methyl-
192.0
T
18.50
5000 m/z 193.10 15.62%
83.0
0}§9wvm“_\m‘LW‘\H\_\H‘H\w\u\“\u,u\w\u\_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67035: Phenanthrene, 1-methyl- —
192.0 18.50
m/z 190.05 14.16%
5000
0 279 .96|'O " ‘l\\
R R A R R R A RARAE F
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15321.D

Acqg On : 26 May 2023 21:54
Operator : CG/JU

Sample : 02945-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 1H-Cyclopropa[l]phenanthren... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.533 2.63 ng 283250  Phenanthrene-di10 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
2 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 96
3 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 95
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 94
5 1-(9-Phenanthrenyl)-2-propanol 236 C17H160 1000326-09-0 91
Abundance Scan 2609 (18.533 min): BP015321.D\data.ms (-2605) (- m/z 192.05 100.00%
192.1
RN T
82.7 18.50
Otttk 282.1 356.8418.7475.1581.7 /7 191.10  58.25%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67038: Phenanthrene, 2-methyl-
192.0
5000 L :
18.50
m/z 189.05 24.78%
,1390 90 | |
\\\\‘\\\\‘\\\\‘\\1 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67054: 1H-Cyclopropa[l]phenanthrene,1a,9b-dihydro-
192.0
RN \
18.50
5000 m/z 193.10 21.94%
96.0
39.0
0 prrsteprr el e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67016: 1H-Indene, 2-phenyl- —
192.0 18.50
m/z 165.10  21.13%
5000
510 1150
0mu%“‘"Nm““u [T T T T T T T —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50

8270E-BP052423.M Tue May 30 14:12:10 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15321.D

Acqg On : 26 May 2023 21:54
Operator : CG/JU

Sample : 02945-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Phenanthrene, 3,6-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.122 2.02 ng 217573  Phenanthrene-di10 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 94
2 Phenanthrene, 1,7-dimethyl- 206 Cl6H14 000483-87-4 91
3 Phenanthrene, 2,7-dimethyl- 206 Cl6H14 001576-69-8 90
4 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 83
5 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 64
Abundance Scan 2709 (19.122 min): BP015321.D\data.ms (-2706) (- m/z 206.10 100.00%
206.1
e —4
40.0 102.0 19.00 19.50
(
Ot bl 2893 397.0  489.3548¢ ;191,05  32.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82953: Phenanthrene, 3,6-dimethyl-
206.0
5000 7 ~
19.00 19.50
102.0 m/z 189.10  29.26%
O‘\\3\91.[()#1“!‘1“»\\\\]ﬂ\“\ﬂ%‘f‘ih\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82948: Phenanthrene, 1,7-dimethyl-
206.0
—— —
19.00 19.50
5000 m/z 205.05 27.35%
102.0 H
S U
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82949: Phenanthrene, 2,7-dimethyl- R T
206.0 19.00 19.50
m/z 207.10  19.14%
5000
102.0 ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

8270E-BP052423.M Tue May 30 14:12:11 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP015321.D

Acqg On : 26 May 2023 21:54
Operator : CG/JU

Sample : 02945-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Phenanthrene, 2,5-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.239 6.20 ng 667549  Phenanthrene-di10 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 97
2 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 93
3 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 89
4 3,4-Dimethylphenanthrene 206 Cl6H14 1000452-24-5 81
5 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 76

Abundance Scan 2729 (19.239 min): BP015321.D\data.ms (-2725) (- m/z 206.10 100.00%

206.1
5000
57.1

A
19.00 19.50

27. }
0l J;“m‘ Aol 2851 4021 4750 549 ;19116 46.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000 T —
19.00 19.50

m/z 57.10 28.87%
| ’I

101.0
‘\?\gf.gWIVi“Jif\\1r\\“\Wf\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82953: Phenanthrene, 3,6-dimethyl-
206.0

T
19.00 19.50

o

5000 m/z 189.05 26.92%
102.0
0wggﬂdAWH*W””WLH*MH*M*H\HH\H*W*HW*H*M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82934: 9,10-Dimethylanthracene — e
206.0 19.00 19.50

m/z 205.10  24.81%

) MM\M
89.0
270‘ L adull T Ld i .|

O S et e el :
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

8270E-BP052423.M Tue May 30 14:12:12 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15321.D

Acqg On : 26 May 2023 21:54
Operator : CG/JU

Sample : 02945-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Benzene, 1,1'-(1,3-butadiyn... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.492 3.82 ng 411091  Phenanthrene-d10 17.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fluoranthene 202 C16H10 000206-44-0 95
2 Pyrene 202 Cl6H10 000129-00-0 70
3 Benzene, 1,1'-(1,3-butadiyne-1,4... 202 C1l6H10 000886-66-8 60
4 1-Methyl-7,11-dithiaspiro[5,5] u... 202 C10H18S2 107678-22-8 27
5 Pyrrolo[2,3-b]indole, 1,2,3,3a,8... 218 C13H18N20 046479-70-3 25

Abundance Scan 2772 (19.492 min): BP015321.D\data.ms (-2768) (-| | m/z 202.85 100.00%

202.1
5000
=
101.0 19.50
0 390 iy alll 2811 356.1415.947535830.4 ., 518 19 51.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #78090: Fluoranthene
202.0
5000 U
19.50
101.0 m/z 203.10 22.02%
o390 |
‘\\\\[I\\\‘!\\\[I\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #78085: Pyrene
202.0
——
19.50
5000 ITI/Z 200.05 18.60%
101.0
0 39.0 ]
e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #78093: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis- =
202.0 19.50

m/z 201.05 15.08%

5000

-

R e e R LA R R RSN R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50

8270E-BP052423.M Tue May 30 14:12:13 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15321.D

Acqg On : 26 May 2023 21:54
Operator : CG/JU

Sample : 02945-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.580 4.41 ng 554073  Chrysene-d12 21.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 2787 (19.580 min): BP015321.D\data.ms (-2784) (- m/z 73.00 100.00%

3

%

m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550

Abundance #109281: Tetradecanoic acid
73.0 19.50

m/z 55.05 68.04%

5000
241.2
| ”‘W 1 4 L5270 4008 ‘ o
0Ll MWwwmw‘ 70 40094610 548 n/z 43.05 85.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 ——
19.50
H 1850 284.0 m/z 60.00 82.29%
O‘\\"\UH ‘!"\'[M“\H\\“\\\\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0
T T [
19.50
5000 ITI/Z 57.05 73.86%
L 199.0
LS. m
0“H ‘\ J" u$p\\‘
R \

5000

3

o

Ot H_m_‘H‘HH‘w_‘wawm‘w_ —
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15321.D

Acqg On : 26 May 2023 21:54
Operator : CG/JU

Sample : 02945-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 unknown19.851 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.851 3.34 ng 419140  Chrysene-di12 21.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fluoranthene 202 C16H10 000206-44-0 95
2 Pyrene 202 Cl6H10 000129-00-0 92
3 Benzene, 1,1'-(1,3-butadiyne-1,4... 202 C1l6H10 000886-66-8 47
4 1,4-Pentadiyn-3-one, 1,5-diphenyl- 230 C17H100 015814-30-9 37
5 Pyrene, 10b,10c-dihydro-10b,10c-... 288 C22H24 028816-94-6 37
Abundance Scan 2833 (19.851 min): BP015321.D\data.ms (-2829) (- m/z 202.10 100.00%
202.1
— ==
1011-0 ‘ ( 19.50 20.00
o220l el 8120 41524759 5448 /7 226.10  37.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #78090: Fluoranthene
202.0
5000 = ——
19.50 20.00
101.0 m/z 203.10 21.23%
o390 |
‘\\\\[I\\\‘f\\\[\\\\ \\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #78083: Pyrene
202.0
— ——
19.50 20.00
5000 ITI/Z 200.10 19.65%
101.0
2R D Y B ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #78093: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis- r— =
202.0 19.50 20.00
m/z 205.10  19.35%
5000
39.0101.0
) N — ) B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00

8270E-BP052423.M Tue May 30 14:12:15 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15321.D

Acqg On : 26 May 2023 21:54
Operator : CG/JU

Sample : 02945-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 Phenanthrene, 2,3,5-trimethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
19.916 2.09 ng 262049  Chrysene-di12 21.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,3,5-trimethyl- 220 C17H16 003674-73-5 90
2 1-(4-Methylphenyl)-4-phenylbuta-... 220 C17H16 037985-11-8 74
3 butanal, 2-[2-(2-methoxyphenyl)d... 220 C11H12N203 1000396-24-5 64
4 1-Methyl-1H-pyrazolo[3,4-b]pyrid... 220 C1OH16N4Si 1000468-34-6 59
5 4-Phenyl-2-naphthol 220 C16H120 036159-74-7 52

Abundance Scan 2844 (19.916 min): BP015321.D\data.ms (-2840) (- m/z 220.10 100.00%
220.1
- JJ&/\M
20.00
101.0 :
39.0 16.4 .
0399 i 1224 J‘m L2811 3551 4289 5024 17 205.10  51.19%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #99440: Phenanthrene, 2,3,5-trimethyl-
220.0
5000 1
20.00
101.0 ITI/Z 189.10 24 .34%
0 \3\9\.9\\L\‘T”T‘H\H:\I-"G\%.'F*\‘fhw' R R R R RN R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #99446: 1-(4-Methylphenyl)-4-phenylbuta-1,3-diene
220.0
——
20.00
5000 m/z 202.10 19.02%
128.0
= |
| Ehm H. L1y “ )
O
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #98369: butanal, 2-[2-(2-methoxyphenyl)diazenyl]-3-oxo- R
94.0 220.0 20.00
m/z 221.10 18.54%
- Aw%ﬁMWALAA/WAﬂMfWWW
ARIHINEEE -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00

8270E-BP052423.M Tue May 30 14:12:17 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15321.D

Acqg On : 26 May 2023 21:54
Operator : CG/JU

Sample : 02945-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 Nonadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.316 3.11 ng 390054 Chrysene-d12 21.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 84
2 Heptadecane 240 C17H36 000629-78-7 84
3 Hexadecane 226 C1l6H34 000544-76-3 83
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 56
5 Tetradecane 198 C14H30 000629-59-4 49

Abundance Scan 2912 (20.316 min): BP015321.D\data.ms (-2908) (- m/z 57.05 100.00%
57.0

5000 216.1

:

1 20.00 20.50
¥ h H m ok, 280.1330.1400.7 476.1536.1 m/z 71.05 71.939

O‘wuw’uuuu"hw‘wuw‘wuw‘wuw‘uu‘uu‘uu‘uu‘w . . 0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158597: Nonadecane
57.0
5000 “ ——

20.00 20.50
m/z 43.05 64.18%

Ly

O\ ’\\H‘\H\‘\H\‘\Hl‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #123958: Heptadecane

u

“ T
20.00 20.50

5000 m/z 85.10 50.37%
| 27.0 240.0
0‘Hhu‘hUMWwﬁmuw‘le‘u,u‘w‘u‘“‘u,u‘w‘u‘“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107217: Hexadecane “ T
57.0 20.00 20.50
m/z 216.10  47.38%
O RS 2280 A A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50

8270E-BP052423.M Tue May 30 14:12:18 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15321.D

Acqg On : 26 May 2023 21:54
Operator : CG/JU

Sample : 02945-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 1-Dodecanol, 2-octyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

21.251 5.90 ng 741200  Chrysene-di12 21.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 91
2 Oxalic acid, propyl tetradecyl e... 328 C19H3604 1000309-26-7 91
3 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 90
4 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 90
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 90

Abundance Scan 3071 (21.251 min): BP015321.D\data.ms (-3068) (- m/z 57.10 100.00%

57.1
5000
—— —
} 2981 21.00 21.50
0 Hu_m“_ﬁm'Mu v 298,3355.1415.1475.0 5491 n/z 43.10  77.38%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #197438: 1-Dodecanol, 2-octyl-
57.0
5000 — ——
21.00 21.50
m/z 71.10 66.94%
1
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #234313: Oxalic acid, propyl tetradecyl ester
43.0
—— —
21.00 21.50
5000 m/z 55.00 54.25%
241.0
168.0 ‘
0 “““ww‘“w“ A RS

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester P ——
57.0 21.00 21.50

m/z 83.05 44.06%

- /\/\J\N\/L

OMFFJ.ZMZWO

T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15321.D

Acqg On : 26 May 2023 21:54
Operator : CG/JU

Sample : 02945-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 Tridecane, 1-iodo- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.698 2.71 ng 339917 Chrysene-d12 21.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 70
2 Hexacosane 366 C26H54 000630-01-3 53
3 Eicosane 282 C20H42 000112-95-8 53
4 Pentacosane 352 C25H52 000629-99-2 49
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 49

Abundance Scan 3147 (21.698 min): BP015321.D\data.ms (-3145) (- m/z 57.00 100.00%

57.0
5000 248.1

T
21.50 22.00

o‘ M eﬁﬁﬁﬁ'ﬂ&%«‘?u Lullg 3238 4032 47695349 /. 7105  79.27%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #211086: Tridecane, 1-iodo-
57.0
5000 j '

T
21.50 22.00
m/z 43.05 67.12%

’ 183.0
H‘*”“f ‘T“\‘]‘\FLﬁ*‘OW"\‘\‘H‘\"‘?"\1(‘)"9‘\HH!HH\HHWHM
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane

57.0

T
21.50 22.00

o

5000 m/z 85.05 54.58%
0 ‘\‘\ \‘\ Ii ‘\lllFA‘?.IOI \197'0 267'0 367.0
R R R e e RN
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176386: Eicosane T —
57.0 21.50 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052623\
Data File : BP@15321.D

Acqg On : 26 May 2023 21:54
Operator : CG/JU

Sample : 02945-01

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052423 .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|
2-Pentanone, 4-... 5.158 5.9 ng 314525 1 8.104 1071800 20.0
Tridecane, 7-me... 11.940 2.2 ng 144291 2 10.934 1313080 20.0
Hexathiane 15.357 4.8 ng 451116 3 14.745 1860930 20.0
Benzophenone 16.098 8.5 ng 789694 3 14.745 1860930 20.0
n-Hexadecanoic ... 18.357 12.3 ng 1326160 4 17.498 2153850 20.0
Phenanthrene, 2... 18.404 5.3 ng 568938 4 17.498 2153850 20.0
1H-Cyclopropa[l... 18.533 2.6 ng 283250 4 17.498 2153850 20.0
Phenanthrene, 3... 19.122 2.0 ng 217573 4 17.498 2153850 20.0
Phenanthrene, 2... 19.239 6.2 ng 667549 4 17.498 2153850 20.0
Benzene, 1,1'-(... 19.492 3.8 ng 411091 4 17.498 2153850 20.0
Octadecanoic acid 19.580 4.4 ng 554073 5 21.574 2511640 20.0
unknown19.851 19.851 3.3 ng 419140 5 21.574 2511640 20.0
Phenanthrene, 2... 19.916 2.1 ng 262049 5 21.574 2511640 20.0
Nonadecane 20.316 3.1 ng 390054 5 21.574 2511640 20.0
1-Dodecanol, 2-... 21.251 5.9 ng 741200 5 21.574 2511640 20.0
Tridecane, 1-iodo- 21.698 2.7 ng 339917 5 21.574 2511640 20.0
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