LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022223\
Data File : BGO56701.D

Acq On : 22 Feb 2023 17:17
Operator : CG/JU

Sample : 01639-01

Misc :

ALS Vvial : 10 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-BG021523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO56701.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.464 321 328 338 rBV 169475 284545 17.26%  1.494%
2 5.940 401 409 419 rBV 417269 687944 41.72% 3.613%
3 7.556 676 684 693 rBV 451331 794480 48.19% 4.173%
4 8.432 826 833 840 rBV 82251 139499 8.46% 0.733%
5 9.607 1023 1033 1040 rBV 272853 490269 29.74%  2.575%
6 11.269 1308 1316 1322 rBV 110160 198061 12.01% 1.040%
7 12.891 1586 1592 1598 rVB2 17936 26983 1.64% 0.142%
8 13.108 1624 1629 1636 rVB2 16546 29331 1.78% 0.154%
9 13.661 1716 1723 1730 rBV 688900 1095344 66.43% 5.753%
10 14.354 1836 1841 1846 rBV2 16932 30661 1.86% 0.161%
11 14.595 1876 1882 1891 rBV5 9911 18177 1.10% ©.095%
12 14.759 1904 1910 1917 rBV3 9248 20602 1.25% 0.108%
13 15.036 1951 1957 1963 rVW 165655 260844 15.82% 1.370%
14 15.094 1963 1967 1974 rVB2 41399 65469 3.97% 0.344%
15 15.423 2012 2023 2029 rVB2 24652 47382  2.87%  0.249%
16 16.070 2127 2133 2138 rBV 47508 77488 4.70% 407%

17 16.363 2177 2183 2189 rVB 68474 111593  6.77%
18 16.510 2201 2208 2215 rVB 576241 848629 51.47%

OO0 PO
IN
U
~
S

19 16.722 2240 2244 2254 rVB7 13331 34731 2.11% 182%
20 17.069 2294 2303 2307 rBV5 15578 35126 2.13% 184%
21 17.116 2307 2311 2316 rVB3 11697 17072 1.04% ©.090%
22 17.286 2334 2340 2344 rBVS8 8972 23008 1.40% ©0.121%
23 17.415 2357 2362 2368 rBvV2 21226 35997 2.18% ©.189%
24 17.486 2370 2374 2379 rBV4 14412 28233 1.71% 0.148%
25 17.586 2387 2391 2398 rVB 28799 43783 2.66% ©.230%
26 17.768 2416 2422 2425 rBV 192617 302334 18.34% 1.588%
27 17.815 2425 2430 2436 rVV 525911 813998 49.37% 4.275%
28 17.903 2436 2445 2450 rW 85659 146842 8.91% ©.771%
29 17.956 2450 2454 2458 rVB2 12083 23374 1.42% 0.123%
30 18.161 2482 2489 2496 rBvV 52010 86160 5.23% 0.453%
31 18.279 2505 2509 2512 rBV2 22792 34141 2.07% ©0.179%
32 18.349 2516 2521 2524 rVV3 13939 26132 1.58% ©.137%
33 18.390 2524 2528 2533 rVB 59397 71924  4.36% 0.378%
34 18.496 2540 2546 2549 rBV5 13841 27158 1.65% ©0.143%
35 18.608 2561 2565 2568 rBV 134449 202296 12.27% 1.062%
36 18.684 2573 2578 2582 rVB 103585 162091 9.83% 0.851%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022223\
Data File : BGO56701.D

Acq On : 22 Feb 2023 17:17
Operator : CG/JU

Sample : 01639-01

Misc :

ALS Vvial : 10 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-BG021523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 18.761 2585 2591 2596 rBV 27865 49320 2.99% ©.259%
38 18.831 2596 2603 2607 rBvV2 128684 270123 16.38% 1.419%
39 19.119 2648 2652 2655 rBV 74898 100991 6.13% 0.530%
40 19.160 2655 2659 2666 rVB 102360 153853 9.33% 0.808%
41 19.360 2690 2693 2697 rVB3 22788 30605 1.86% 0.161%
42 19.413 2698 2702 2705 rVB 21501 27763 1.68% 0.146%
43 19.448 2705 2708 2714 rVB2 19891 31699 1.92% 0.166%
44 19.513 2714 2719 2721 rBV2 121024 175259 10.63% 0.920%
45 19.542 2721 2724 2728 rVB2 206545 248878 15.09%  1.307%
46 19.671 2742 2746 2750 rBV2 89385 133572 8.10% 0.702%
47 19.718 2752 2754 2756 rVV2 37212 42640 2.59% 0.224%
48 19.748 2756 2759 2762 rVV2 69248 93000 5.64% 0.488%
49 19.801 2762 2768 2773 rVB 1173732 1648782 100.00% 8.659%
50 19.859 2773 2778 2780 rBv4 35549 54464 3.30% 0.286%
51 20.036 2806 2808 2814 rVB 21774 24442  1.48% 0.128%
52 20.124 2817 2823 2825 rVV2 191480 344696 20.91% 1.810%
53 20.159 2825 2829 2835 rwv 952682 1393077 84.49% 7.317%
54 20.212 2835 2838 2844 rVB 55729 89061 5.40% 0.468%
55 20.335 2853 2859 2864 rBV 1046165 1377375 83.54% 7.234%
56 20.476 2876 2883 2888 rBV3 72703 171764 10.42%  0.902%
57 20.635 2907 2910 2915 rVB 165947 245516 14.89% 1.289%
58 20.735 2923 2927 2931 rBV 130559 163168 9.90% 0.857%
59 20.794 2935 2937 2941 rVB 78058 97267 5.90% 0.511%
60 20.940 2959 2962 2965 rBV 52230 64186 3.89% 0.337%
61 20.993 2967 2971 2979 rVB 59497 113626 6.89% ©.597%
62 21.434 3042 3046 3052 rVB 69883 113331 6.87% 0.595%
63 21.734 3092 3097 3102 rBV2 81956 151120 9.17% 0.794%
64 21.787 3102 3106 3115 rVB2 70888 142209 8.63% 0.747%
65 22.069 3147 3154 3161 rBV2 473849 1174532 71.24% 6.169%
66 22.139 3162 3166 3179 rVB 411234 744270 45.14% 3.909%
67 22.304 3190 3194 3200 rVB 79540 122597 7.44% 0.644%
68 22.521 3227 3231 3238 rBV2 60172 119223 7.23% 0.626%
69 24.501 3560 3568 3576 rBV 241334 917242 55.63% 4.817%
70 25.300 3699 3704 3718 rVB2 134000 402937 24.44% 2.116%
71 25.470 3725 3733 3748 rVB 200729 665905 40.39%  3.497%

Sum of corrected areas: 19040194
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022223\
Data File : BG@56701.D

Acq On : 22 Feb 2023 17:17
Operator : CG/JU

Sample : 01639-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG056701.D\data.ms
1200000

1000000
800000

600000

5.940 7.556
400000

9.607
200000 5.464

8.432 11.269
12.83110

\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\T/\¥r‘
Time--> 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BG056701.D\data.ms
1200000 19.801 54 335

20.159

o

1000000

800000
13.661
22.069
600000 16.510 17.815 24,139

400000

20.124 20,635,
. %@24 1.42 7747 | 22.39% 1

200000 15.036

3
14-3%‘955'9%(&5-423 16,0865 7 owromu iR

== e

Time--> 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG056701.D\data.ms
1200000

1000000

800000

600000

24.501
400000 25.470

25.30
200000

o‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022223\

Data File : BG@56701.D

Acq On : 22 Feb 2023 17:17
Operator : CG/JU

Sample : 01639-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me...

Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
5.464 40.80 ng 284545 1,4-Dichlorobenzene-d4 8.432
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 2-Pentanone, 4-hydroxy-4-methyl-

2 Acetic acid, cyano-, 1,1-dimethy...
3 1,3-Dioxolane-2-methanol, 2,4-di...
4 3-Hexanol, 4-methyl-

5 2,3-Butanedione, monooxime

116 C6H1202
141 C7H11NO2
132 C6H1203
116 C7H160

101 C4H7NO2

000123-42-2 72
001116-98-9 32
©053951-43-2 28
000615-29-2 28
000057-71-6 25

Abundance Scan 328 (5.464 min): BG056701.D\data.ms (-321) (-)

m/z 43.00 100.00%

43.0
59.0
5000
101.0 MY SIS
| | 83.0 5.20 5.40 5.60 5.80 ;
Ol el R m/z 59.00  63.58%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B L B B L L B R
59.0 5.20 5.40 5.60 5.80
m/z 101.00 21.84%
15.0 101.0
‘ T | 83.0 |
O\\\\‘\\\\‘\\\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
BT
5.20 5.40 5.60 5.80
5000 41.0 ITI/Z 58.00 15.147%
126.0
bl L 12001459
miz--> 20 40 60 80 100 120 140
Abundance  #16417: 1,3-Dioxolane-2-methanol, 2,4-dimethyl- R RRam R o
43.0 5.20 5.40 5.60 5.80
m/z 41.10 8.35%
5000
101.0
27 59.0
TG0 O .. B (R | S
m/z--> 20 40 60 80 100 120 140 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022223\
Data File : BG@56701.D

Acq On : 22 Feb 2023 17:17
Operator : CG/JU

Sample : 01639-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.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 Benzophenone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.363 8.56 ng 111593  Acenaphthene-di0 15.036
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 93
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 49
3 Glyoxylohydroximoyl chloride, 2-... 183 C8H6CINO2 004937-87-5 46
4 Benzoylformic acid 150 C8H603 000611-73-4 45
5 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 43
Abundance Scan 2183 (16.363 min): BG056701.D\data.ms (-2177) (- | m/z 105.00 100.00%
105.0
182.1
77.0
5000
152.0 16‘06 ELG‘SC;
39.0 ' 1 . :
0br 220 bbb e 2785 m/z 182.05  84.36%
m/z--> 20 40 60 80 100120140160180 200220240260
Abundance #56927: Benzophenone
105.0
77.0 182.0 /\
5000 o SRV
16.00 16.50
m/z 77.00 76.47%
152.0 |
O‘HH‘HH‘\HH‘\“\H\‘\H\‘\H\‘Hl”\‘H\\‘\H\‘HH‘HH‘HH‘HH‘\

m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #30106: Benzenecarbothioic acid, S-methyl ester

105.0
- VA
77.0 16.00 16.50
5000 m/z 51.00 37.73%
152.0
28.0 ‘ |
Ol vped pee b e e e
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #58177: Glyoxylohydroximoyl chloride, 2-phenyl- Ly By g %\ sy
105.0 16.00 16.50
m/z 181.10 33.93%
77.0
5000
36.0 183.0
0 ST PR S . —
m/z--> 20 40 60 80 100120140160 180200 220240260 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022223\
Data File : BG@56701.D

Acq On : 22 Feb 2023 17:17
Operator : CG/JU

Sample : 01639-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.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 Dibenzothiophene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
17.586 2.90 ng 43783 Phenanthrene-d10 17.768
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 90
2 Naphtho[1,2-b]thiophene 184 C12H8S 000234-41-3 87
3 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 87
4 Naphtho[2,3-b]thiophene 184 C12H8S 000268-77-9 87
5 Naphthalene, 2-ethenyl-6-methoxy- 184 C13H120 063444-51-9 72
Abundance Scan 2391 (17.586 min): BG056701.D\data.ms (-2387) (- | m/z 184.00 100.00%
184.0
5000 /k\
139.1 ‘17‘50‘ ‘/\
570 79.0 1130 | . :
Ol i 30, L B009 2152 ) 139,05 11.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58970: Dibenzothiophene
184.0
5000
17.50
139.0 m/z 185.00  11.83%
92.0
39.0 63\9‘ | m‘\ 1160 i \‘ ‘\‘\
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\[\\\\‘\\\\‘ \\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58974: Naphtho[1,2-b]thiophene
184.0
T T 11 Wi
17.50
5000 m/z 152.00 7.39%
139.0
ol 450 690 %20 1140 -
R e T e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58973: Azuleno(2,1-b)thiophene A
184.0 17.50
m/z 186.00 6.74%
5000
79.0 139.0
1. S N . S U E— b
m/z--> 20 40 60 80 100 120 140 160 180 200 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022223\
Data File : BG@56701.D

Acq On : 22 Feb 2023 17:17
Operator : CG/JU

Sample : 01639-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.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 Pentadecanoic acid, 14-meth... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.390 4.76 ng 71924  Phenanthrene-d10 17.768
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 96
2 Tridecanoic acid, methyl ester 228 (C14H2802 001731-88-0 90
3 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 80
4 Methyl 13-methyltetradecanoate 256 C16H3202 1000424-50-7 72
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 72
Abundance Scan 2528 (18.390 min): BG056701.D\data.ms (-2524) (- | m/z 74.00 100.00%
74.0
5000 43.0
227.1 e e
1430
“M“ ’ 185% ‘ 2703 18.00 18.50 ;
(IR 1 el w s e b ST m/z 87.00 65.34%
miz--> 50 100 15 200 250
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
5000/  43.0 NG NP1 e /\W/\
18.00 18.50
m/z 43.00 39.54%
o L 1048 seso 2270 2100
T T \ \ ’ T T T T T ‘ T \ T T “ T T \ T ‘ T } T T ‘
m/z--> 100 150 200 250
Abundance #109335: Tridecanoic acid, methyl ester
74.0
. —
18.00 18.50
5000 m/z 55.00 27.70%
43.0 143.0
e 0
ol ddildguoy | [, 280
m/z--> 50 100 150 200 250
Abundance #161209: Hexadecanoic acid, methyl ester — —
74.0 18.00 18.50
m/z 41.00 24.59%
5000
T \MAV'L
143.0
M | 1110777 1850 2270 2700
o””,mmmH_Hu\_‘mmw ttoer ot
m/z--> 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022223\
Data File : BG@56701.D

Acq On : 22 Feb 2023 17:17
Operator : CG/JU

Sample : 01639-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.608 13.38 ng 202296  Phenanthrene-die 17.768
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 92
3 Octadecanoic acid 284 (C18H3602 000057-11-4 81
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 53

Abundance Scan 2565 (18.608 min): BG056701.D\data.ms (-2561) (- | m/z 73.00 100.00%
73.0
43.0

5000
129.1
. 1&50 1&00
0 s m/z 43.00 80.54%
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid ﬁdkwMAwwM/kwwﬁwﬁvwmw
60.0

—

5000 129.0 1 T
18.50 19.00
97.0 1710 2130 2560 m/z 60.00 75.58%
0- ‘M\M \““\ \‘\‘\“ \“\‘\\“\\\\
m/z--> 50 100 150 200 250
Abundance #109279: Tetradecanoic acid
73.0
43.0 —— i
18.50 19.00
5000 129.0 m/z 55.10 69.87%
185.0
|
0! Il “u““‘ uh“‘\ ;ML‘\‘; “ \‘\“ At “u e
miz--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid —— —
2
430 73.0 18.50 19.00
m/z 41.00 64.61%
5000 129.0
185.0 241.0 284.0
0! wm SVEI N SO L : : —
miz--> 50 100 150 200 250 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022223\
Data File : BG@56701.D

Acq On : 22 Feb 2023 17:17
Operator : CG/JU

Sample : 01639-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.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, 1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.684 10.72 ng 162091  Phenanthrene-di0 17.768
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 95
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 93

Abundance Scan 2578 (18.684 min): BG056701.D\data.ms (-2573) (- | m/z 192.10 100.00%

192.1
5000

18 50 19 00
63.0 945 1390
O btk L | 2231 2631 303 191 10 sg.10%
miz--> 50 100 150 200 250 300
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000
18 50 19 00

m/z 189.00  25.69%
270 630 960 1390 | |

miz--> 50 100 150 200 250 300
Abundance #67039: Phenanthrene, 2-methyl-
192.0
— —
18.50 19.00
5000 m/z 165.10 14.14%

o

94.0
7.0 630 152‘ L
L “‘ R B T A B A B R A e A
m/z--> 50 100 150 200 250 300

L ‘
Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro-
192.0 18 50 19 OO

m/z 193.05 13.57%

5000

270 630 960 1390 |

A L L S I e

m/z--> 50 100 150 200 250 300 18.50 19.00

8270-BGO21523.M Thu Feb 23 10:37:44 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022223\
Data File : BG@56701.D

Acq On : 22 Feb 2023 17:17
Operator : CG/JU

Sample : 01639-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Phenanthrene, 2-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.761 3.26 ng 49320  Phenanthrene-d10 17.768
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 81
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 76
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 72
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 68
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 64
Abundance Scan 2591 (18.761 min): BG056701.D\data.ms (-2585) (- | m/z 192.05 100.00%
192.1
5000
94.6 1850 19.00
55.0 ' 138.9 ] 276.0 . .
0! 2291 m/z 191.10  51.68%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 e =

18.50 19.00
m/z 193.05 24.93%

270 630 0 1260 1630 |

O ‘HH‘\\H‘HH‘HH‘\H\‘HH"H‘M‘\H}‘\W \‘HH‘HH’HH‘HH’HH‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67035: Phenanthrene, 1-methyl-
192.0 M
e —
18.50 19.00
5000 ITI/Z 189.00 24.57%
o270 630 960 1260 1630 |
e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67026: Anthracene, 9-methyl- P —T
192.0 18.50 19.00
m/z 190.10  16.95%
5000
96.0
T e e H‘_HWHHV‘H_HWHH‘ —— ——
m/z--> 20 40 60 80 100120140160180200220240260280 18.50 19.00

8270-BGO21523.M Thu Feb 23 10:37:46 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022223\
Data File : BG@56701.D

Acq On : 22 Feb 2023 17:17
Operator : CG/JU

Sample : 01639-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.831 17.87 ng 270123 Phenanthrene-d10 17.768
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 81
2 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 53
3 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 36
4 1,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 32
5 Methyl diselenide 190 C2H6Se2 007101-31-7 22

Abundance Scan 2603 (18.831 min): BG056701.D\data.ms (-2596) (- | m/z 190.05 100.00%

19.1
5000
S

94.5 m 1850 19.00
[

63.0
o 220l 3870 I 226226112930\ Tigg 10 8o.67%
miz--> 50 100 150 200 250
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000

010 18.50 19.00
4. m/z 191.00  26.61%

ol 310 630 m 1370 |
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 #64636: 2,3,5,6-Tetramethylterephthalaldehyde
39.0 190.0

91.0 1850 19.00
5000 133.0 m/z 192.05 23.86%
oL RIS A e
m/z--> 50 100 150 200 250
Abundance #64350: 2,2'-Bis(4,5-dimethylimidazole) T —
189.0 18.50 19.00

m/z 187.00  17.80%

5000
420 122.0
80.0
ol B0 AL

miz--> 50 100 150 200 250 18.50 19.00

8270-BGO21523.M Thu Feb 23 10:37:49 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022223\
Data File : BG@56701.D

Acq On : 22 Feb 2023 17:17
Operator : CG/JU

Sample : 01639-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 5,16[1',2']:8,13[1'',2'"]-D... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.119 6.68 ng 100991  Phenanthrene-die 17.768
Hit# of 5 Tentative ID MW MolForm CAS# Qual
15,16[1',2"]:8,13[1"'",2""]-Dibenz... 408 C32H24 005672-97-9 72
2 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 60
3 9-Butyl-9-cyano-9,10-dihydroanth... 261 C19H19N 139642-81-2 50
4 6-Cyanophenanthridine 204 C14H8N2 002176-28-5 49
5 6-Phenylbenzocyclohepten-7-one 232 C17H120 093327-56-1 47

Abundance Scan 2652 (19.119 min): BG056701.D\data.ms (-2648) (- | m/z 204.10 100.00%

204.1
5000
oo =

19.00 19.50
101.0
1. 152.1
ol A e My 288 n/z 202.10 38.49%
m/z--> 50 100 150 200 250 300 350 400
Abundance #307050: 5,16[1',2']:8,13[1",2"]-Dibenzenodibenzo[a,g]cy
204.0
5000 Aepind o teas
19.00 19.50

m/z 203.05 31.68%

N 1010 4500 313.0 408.(
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #80574: Naphthalene, 2-phenyl-
204.0
\

i ‘ ‘
19.00 19.50

5000 ITI/Z 205.10 16.16%
101.0
51.0 150.0
ol b b i M
m/z--> 50 100 150 200 250 300 350 400
Abundance  #149690: 9-Butyl-9-cyano-9,10-dihydroanthracene MWW i T
204.0 19.00 19.50
m/z 200.00 9.05%
5000
410830 1m0, || %M
L A R B B e S o o S AR A A
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50

8270-BGO21523.M Thu Feb 23 10:37:55 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022223\
Data File : BG@56701.D

Acq On : 22 Feb 2023 17:17
Operator : CG/JU

Sample : 01639-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 9,10-Anthracenedione Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.160 10.18 ng 153853 Phenanthrene-d10 17.768
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,10-Anthracenedione 208 C14H802 000084-65-1 95
2 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 93
3 9H-Fluoren-9-one 180 C13H80 000486-25-9 70
4 1H-Phenalen-1-one 180 C13H80 000548-39-0 60
5 Benzo[h]cinnoline 180 C12H8N2 000230-31-9 60

Abundance Scan 2659 (19.160 min): BG056701.D\data.ms (-2655) (- | m/z 208.00 100.00%
0

152.0 208.
5000
76.0

aapy | as | | | zs0zes o

— Lo PSS m/z 180.00  95.62%

Y -
m/z--> 50 100 150 200 250
Abundance #85295: 9,10-Anthracenedione
180.0
5000 76.0

o

19.00 19.50
150.0 m/z 152.00 84.33%
99 ||
04— “\ “ \“ \“‘\M ‘ﬂﬁlwswq\ T ‘\ \‘H \Z‘Iu\b(\)\ LA B
m/z--> 50 100 150 200 250
Abundance #54969: Benzolc]cinnoline
152.0
T .
19.00 19.50
5000 m/z 151.00 40.00%
76.0
o530 L, %1‘3'9‘ | eo
miz--> 50 100 150 200 250
Abundance #55035: 9H-Fluoren-9-one T -
180.0 19.00 19.50

m/z 75.95  34.39%

5000
150.0
0 SQQ ‘\73'0‘ 111'0\ W ‘
L e s B B o B B B B LA L

miz--> 50 100 150 200 250 19.00 19.50

8270-BGO21523.M Thu Feb 23 10:37:58 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022223\
Data File : BG@56701.D

Acq On : 22 Feb 2023 17:17
Operator : CG/JU

Sample : 01639-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 9,12-Octadecadienoic acid (... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.513 11.59 ng 175259  Phenanthrene-di10 17.768
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 97
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 95
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 93
4 9,11-Octadecadienoic acid, methy... 294 C19H3402 013038-47-6 91
5 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 91

Abundance Scan 2719 (19.513 min): BG056701.D\data.ms (-2714) (- m/z 67.00 100.00%
67.0

5000

=

19.50

262.1294.1
m/z 81.05 80.09%

0,
miz--> 50 100 150 200 250
Abundance #191919: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester

in
5000 1050
19.50
20.0 09.0 sonc m/z 55.00 64.20%
263.0294.
1 \“ | ) \H HHM u\\m\m \\h ‘\‘1‘%‘1‘0 2200 [ |

%

o

m/z--> 200 250
Abundance #191900 9, 12 Octadecadlenoic acid, methyl ester
67.0
P ‘
19.50
5000 m/z 41.00 58.26%
29.0 09.0
294.(
ol ‘H“‘ ‘uh_ L4 m L. 2280 2630770
m/z--> 50 5 200 250
Abundance #191926: 9 12—Octadecad|en0|c acid, methyl ester, (E,E) —— ‘

67.0 19.50

m/z 95.05 49.14%
5000
09.0
0 \MM w M\Hu\\ s 262.0294.(
— e

miz--> 50 150 200 250 19.50

+

8270-BGO21523.M Thu Feb 23 10:38:00 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022223\
Data File : BGO56701.D

Acq On : 22 Feb 2023 17:17

Operator : CG/JU

Sample : 01639-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method :
Quant Title

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

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG021523.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 16-Octadecenoic acid, methy...

R.T EstConc Area
19.542 16.46 ng 248878
Hit# of 5 Tentative ID

Concentration Rank 3

Relative to ISTD R.T.

Phenanthrene-di10

1 16-Octadecenoic acid, methyl ester
2 14-Octadecenoic acid, methyl ester

3 (Z)-15-Octadecenoic acid methyl ...

4 15-Octadecenoic acid, methyl ester
5 12-Octadecenoic acid, methyl ester

296 C19H3602
296 C19H3602
296 C19H3602
296 C19H3602
296 C19H3602

056554-49-5 99
056554-48-4 99
1000427-69-3 99
004764-72-1 99
056554-46-2 98

Abundance Scan 2724 (19.542 min): BG056701.D\data.ms (-2721) (-  m/z 55.00 100.00%
55.0
5000 87.0 kmwwwwwwjﬂ\JvAVAwww
264.1 R \
‘ 2301540 222.2 19.50
ol Ll bt 1, 186.1 | g 1 281wz a1.e5  69.39%
miz--> 50 100 150 200 250 300
Abundance #194422: 16-Octadecenoic acid, methyl ester
55.0
5000 S ‘
87.0 19.50
264.0 m/z 69.10 69.28%
23.0 180.0 222.0
ok H“ “ M‘M H‘H\ » “ M HH s m BT [ 1“‘ - ““ ‘2‘9‘6"0‘
miz--> 100 150 200 250 300
Abundance #194421: 14-Octadecenoic acid, methyl ester
55.0
T I
19.50
5000 ITI/Z 74 .00 67.71%
87.0
264.0
25.0 180.0 222.0 ‘
ol u\ MHH\H ‘lm Jolimugor T | 2960
miz--> 50 100 150 200 250 300 J\
Abundance #194435: (Z)-15-Octadecenoic acid methyl ester ‘ o ‘
74.0 19.50
m/z 83.10 47.66%
5000
41.0 264.0
10.0
LU 0|
ol ‘ 1l u m JM\N\M 0 %50 L | 20 alh
miz--> 15 200 250 300 19.50

8270-BGO21523.M Thu Feb 23 10:38:04 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022223\
Data File : BG@56701.D

Acq On : 22 Feb 2023 17:17
Operator : CG/JU

Sample : 01639-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Hexadecanoic acid, 15-methy... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.671 8.84 ng 133572  Phenanthrene-di10 17.768
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 78
2 Methyl stearate 298 C19H3802 000112-61-8 59
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 51
4 Tridecanoic acid, methyl ester 228 (C14H2802 001731-88-0 51
5 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 45
Abundance Scan 2746 (19.671 min): BG056701.D\data.ms (-2742) (- | m/z 204.00 100.00%
74.0 204.0
5000
—r4 =
1 .0 255.2
e RO ) e g 2050 200
oL \‘him“m ‘\MM mm s ‘h“\‘\ M\u TRTRNIE PRTSAYE R m/z 74.00 86.56%
miz--> 50 100 150 200 250 300
Abundance #179165: Hexadecanoic acid, 15-methyl-, methyl ester
74.0
5000 L T T
19.50 20.00
143.0 284.0 m/z 87.00 67.22%
(T ‘ ‘ 185.0 241.0 ‘
Ot \ T ‘ \H‘ ‘M\‘““ \‘”\“\ T \‘\ “ T \L ‘h\ — T
miz--> 100 150 200 250 300
Abundance #197275: Methyl stearate
74.0
o e
19.50 20.00
5000 m/z 176.00 39.72%
143.0
| ‘ 199.0 255.0 298.0
ob by e L
m/z--> 50 100 150 200 250 300
Abundance #143573: Pentadecanoic acid, methyl ester o =
74.0 19.50 20.00
m/z 43.05 30.14%
5000
143.0
%0 L, 80 299 s
o‘mwuh‘“m‘_m‘_mwm‘m‘ —— ——
m/z--> 100 150 200 250 300 19.50 20.00

8270-BGO21523.M Thu Feb 23 10:38:18 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022223\
Data File : BG@56701.D

Acq On : 22 Feb 2023 17:17
Operator : CG/JU

Sample : 01639-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.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 9-Octadecenoic acid, (E)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.748 6.15 ng 93000  Phenanthrene-d1e 17.768
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 86
2 9-Octadecenoic acid 282 (C18H3402 002027-47-6 81
3 1-Hexadecanethiol 258 C16H34S 002917-26-2 76
4 3-Hexadecene, (Z)- 224 C16H32 034303-81-6 68
5 1-Tridecene 182 C13H26 002437-56-1 50

Abundance Scan 2759 (19.748 min): BG056701.D\data.ms (-2756) (- | m/z 55.00 100.00%

58.0
5000

165.1 NI o0
2221 264.1 19.50 20.00

0 m/z 69.05 86.66%

miz--> 50 100 150 200 250 300
Abundance #176223: 9-Octadecenoic acid, (E)-
55.0
97.0

5000 — e
264.0 19.50 20.00

m/z 83.10 72.54%
38.0 180.0 222.0
‘\M‘H‘}\ \h‘“‘h . Hn‘ \1\ n | N M e \‘ “‘ “\ Cyo
100 150 200 250 300
#176210: 9-Octadecenoic acid
.0

— 7
38.0 180.0 222.0

50
55
' 19.50 20.00
5000
0,
50 100 150 200 250 300

O,
m/z-->
Abundance

m/z 43.10 64.45%

m/z-->
Abundance #146041: 1-Hexadecanethiol —— —
55.0 19.50 20.00

97.0 m/z 97.05 61.93%
5000
224.0
40.0 258.0

01‘5-q\‘ ‘;H‘\ \;‘ L] n“ }L ‘\R ‘H ‘H : %8“2'9‘ B \‘\ R — e
m/z--> 50 100 150 200 250 300 19.50 20.00

8270-BGO21523.M Thu Feb 23 10:38:30 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022223\
Data File : BG@56701.D

Acq On : 22 Feb 2023 17:17
Operator : CG/JU

Sample : 01639-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.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 Octadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.859 3.60 ng 54464  Phenanthrene-die 17.768
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 45
4 Tridecanoic acid 214 C13H2602 000638-53-9 25
5 Tetradecanoic acid 228 C14H2802 000544-63-8 22
Abundance Scan 2778 (19.859 min): BG056701.D\data.ms (-2773) (- | m/z 73.00 100.00%
73.0
5000 241.1
129.0 185.1
— ——
19.50 20.00
0! m/z 43.05 88.98%
miz--> 50 100 150 200 250 300
Abundance #179090: Octadecanoic acid
43.0
5000 — —
126.0 19.50 20.00
3.0 ' 284.0 m/z 60.00 70.13%
‘ 185.0 2410
0= \“\ ‘\”‘h“‘ M\“} \“‘\ \‘ \“\ ‘| by \‘ T \‘\ (R
miz—-> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
256.0
19.50 20.00
5000 m/z 55.00 68.44%
129.0
213.0
171.0 ‘
0! HM‘\H\M‘ “‘ ‘L “‘u\‘ - “‘ e
miz--> 100 150 200 250 300
Abundance #lZGZOS.Pentadecanok:add — —
19.50 20.00
m/z 57.00 55.54%
5000 129.0
29.
199.0 242.0
0 bl — —
m/z--> 100 150 200 250 300 19.50 20.00

8270-BGO21523.M Thu Feb 23 10:38:31 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022223\
Data File : BG@56701.D

Acq On : 22 Feb 2023 17:17
Operator : CG/JU

Sample : 01639-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.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 Pyrene, 1-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
20.476 2.92 ng 171764  Chrysene-d12 22.086
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 94
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 87
3 Pyrene, 2-methyl- 216 C17H12 003442-78-2 81
4 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 81
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 80
Abundance Scan 2883 (20.476 min): BG056701.D\data.ms (-2876) (- | m/z 216.05 100.00%
216.1
94.4 ‘20‘50‘
57.0 ~ | 163.0 M ) :
oo 20k OO 28308241 o o1c 05 96.40%
m/z--> 50 100 150 200 250 300 350
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 1
20.50
95.0 m/z 213.10 21.50%
O\\\5\0‘.(\)\\\“““\\\\]‘-6\3\.0\“‘11\“‘\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #94578: Fluoranthene, 2-methyl-
216.0
.
20.50
5000 m/z 217.10 17.52%
108.0
oL 0.l o, |
m/z--> 50 100 150 200 250 300 350
Abundance #94567: Pyrene, 2-methyl- Pt e
216.0 20.50
m/z 189.00  13.39%
0 53.0 L ‘ Il ‘“ 163.0 h‘ i h‘
e C
m/z--> 50 100 150 200 250 300 350 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022223\
Data File : BG@56701.D

Acq On : 22 Feb 2023 17:17
Operator : CG/JU

Sample : 01639-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.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 11H-Benzo[b]fluorene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.635 4.18 ng 245516  Chrysene-d12 22.086
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 97
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 90
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 80
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 72

Abundance Scan 2910 (20.635 min): BG056701.D\data.ms (-2907) (- | m/z 216.10 100.00%
1

216.1
5000

—
107.3 20.50 21.00

163.0
ol 229 PP I 25112881 334\, 515 10 73.15%
miz--> 50 100 150 200 250 300
Abundance #94572: 11H-Benzo[b]fluorene
216.0
5000 e R
20.50 21.00

m/z 213.10  21.27%

107.0
0280 630 | 1630 ||
\\\\‘\\\\‘\\\\‘\\\\’\\\’\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #94573: 11H-Benzo[a]fluorene
216.0

T
20.50 21.00

5000 m/z 217.05 19.38%
107.0
0 27.0 63.0 | | 1630 |
I B T e e e A J A B A B
m/z--> 50 100 150 200 250 300
Abundance #94570: Pyrene, 1-methyl- R [ —
216.0 20.50 21.00

m/z 107.30 9.32%

5000
108.0
0 27.0 63.0 \\‘\\‘ 163.0 \‘ " h‘ |

T ‘ ‘
m/z--> 50 100 150 200 250 300 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022223\
Data File : BG@56701.D

Acq On : 22 Feb 2023 17:17
Operator : CG/JU

Sample : 01639-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
25.300 12.10 ng 402937  Perylene-d12 25.641
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 91
2 Benzo[a]pyrene 252 C20H12 000050-32-8 90
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 87
5 Perylene 252 C20H12 000198-55-0 81
Abundance Scan 3704 (25.300 min): BG056701.D\data.ms (-3699) (- | m/z 252.10 100.00%
252.1
- M
\%‘ \ —T
69.1 1250 5000 298.1 2500 2550
Ol o ok 2000, dl 29813391 3853 1 7 25e.05  30.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
5000 e —
25.00 25.50
m/z 253.10 22.68%
125.0
0390 830 | 2000 |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138555: Benzo[a]pyrene
252.0
— —
25.00 25.50
5000 m/z 251.10 10.37%
126.0
039.0 870, | 200.0 \
et
m/z--> 50 100 150 200 250 300 350 400
Abundance #138563: Benzo[k]fluoranthene T —
252.0 25.00 25.50
m/z 248.05 7.09%
5000
126.0
obmoyl o | b W
m/z--> 50 100 150 200 250 300 350 400 25.00 25.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022223\
Data File : BGO56701.D

Acq On : 22 Feb 2023 17:17
Operator : CG/JU

Sample : 01639-01

Misc :

ALS vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG021523.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-... 5.464 40.8 ng 284545 1  8.432 139499 20.0
Benzophenone 16.363 8.6 ng 111593 3 15.036 260844 20.0
Dibenzothiophene 17.586 2.9 ng 43783 4 17.768 302334 20.0
Pentadecanoic a... 18.390 4.8 ng 71924 4 17.768 302334 20.0
n-Hexadecanoic ... 18.608 13.4 ng 202296 4 17.768 302334 20.0
Phenanthrene, 1... 18.684 10.7 ng 162091 4 17.768 302334 20.0
Phenanthrene, 2... 18.761 3.3 ng 49320 4 17.768 302334 20.0
4H-Cyclopenta[d... 18.831 17.9 ng 270123 4 17.768 302334 20.0
5,16[1',2']:8,1... 19.119 6.7 ng 100991 4 17.768 302334 20.0
9,10-Anthracene... 19.160 10.2 ng 153853 4 17.768 302334 20.0
9,12-Octadecadi... 19.513 11.6 ng 175259 4 17.768 302334 20.0
16-Octadecenoic... 19.542 16.5 ng 248878 4 17.768 302334 20.0
Hexadecanoic ac... 19.671 8.8 ng 133572 4 17.768 302334 20.0
9-Octadecenoic ... 19.748 6.2 ng 93000 4 17.768 302334 20.0
Octadecanoic acid  19.859 3.6 ng 54464 4 17.768 302334 20.0
Pyrene, 1-methyl- 20.476 2.9 ng 171764 5 22.086 1174530 20.0
11H-Benzo[b]flu... 20.635 4.2 ng 245516 5 22.086 1174530 20.0
Benzo[e]pyrene 25.300 12.1 ng 402937 6 25.641 665905 20.0
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