LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022123\
Data File : BGO56688.D

Acq On : 21 Feb 2023 17:32
Operator : CG/JU

Sample : 01552-11

Misc :

ALS vial : 9 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: BGO56688.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.470 322 329 337 rBV 158222 260650 21.48%  2.942%
2 5.946 403 410 419 rBV 403975 661894 54.53% 7.471%
3 7.562 676 685 692 rBV 421421 736909 60.72%  8.318%
4 8.432 826 833 840 rBV 83721 144852 11.93% 1.635%
5 9.607 1025 1033 1046 rVB 241950 449165 37.01% 5.070%

6 11.275 1310 1317 1322 rBV 109283 197684 16.29%  2.231%
7 11.322 1322 1325 1331 rVB 9260 14675 1.21% ©.166%
8 13.667 1717 1724 1730 rBV 683003 1022864 84.28% 11.546%
9 15.036 1952 1957 1963 rVB2 167751 263302 21.69% 2.972%

10 15.100 1963 1968 1974 rBV 25523 38646 3.18% ©0.436%
11 15.424 2018 2023 2028 rVB4 15979 25607 2.11% ©.289%
12 16.076 2127 2134 2139 rBvV2 19364 33652 2.77% ©.380%
13 16.264 2157 2166 2172 rVB 34725 62671 5.16% ©.707%
14 16.369 2179 2184 2190 rVB2 22468 37441 3.08% 0.423%
15 16.510 2202 2208 2216 rBV 465463 723527 59.61% 8.167%
16 16.722 2241 2244 2250 rVB6 11638 18981 1.56% 0.214%
17 17.298 2335 2342 2344 rBV8 6241 12651 1.04% 0.143%
18 17.339 2345 2349 2357 rVv8 7296 18166 1.50% ©0.205%
19 17.421 2358 2363 2369 rvv4 7847 13829 1.14% 0.156%
20 17.486 2370 2374 2378 rVV6 13130 20732 1.71% 0.234%
21 17.539 2380 2383 2387 rVW5 12258 17056 1.41% 193%
22 17.592 2387 2392 2398 rVV 15062 24498 2.02% 277%

23 17.774 2416 2423 2426 rBV 200367 299206 24.65%
24 17.815 2426 2430 2436 rVB 185925 280880 23.14%
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25 17.903 2437 2445 2450 rBV 60765 102613 8.45% 158%
26 17.962 2450 2455 2458 rVB4 11219 17507 1.44% 0.198%
27 18.161 2483 2489 2496 rBV2 19849 43151 3.56% ©.487%
28 18.226 2498 2500 2507 rVB6 11967 19448 1.60% ©.220%
29 18.614 2561 2566 2569 rBV 67413 99979  8.24%  1.129%
30 18.684 2574 2578 2583 rVB2 42820 69488 5.73% ©.784%
31 18.767 2588 2592 2594 rBV 20106 24457 2.02% 0.276%
32 18.837 2598 2604 2607 rBV2 55186 96541  7.95%  1.090%
33 19.119 2649 2652 2656 rBV 23965 30254  2.49% 0.342%
34 19.530 2718 2722 2727 rBV3 26137 47729 3.93% ©.539%
35 19.801 2763 2768 2773 rBV 400965 556513 45.85% 6.282%
36 20.124 2819 2823 2825 rBV2 64595 99468  8.20% 1.123%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022123\
Data File : BGO56688.D

Acqg On : 21 Feb 2023 17:32
Operator : CG/JU

Sample : 01552-11

Misc

ALS vial : 9 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 20.159 2825 2829 2837 rVB 344974 519848 42.83% 5.868%
38 20.341 2854 2860 2865 rBVY 900740 1213716 100.00% 13.700%
39 22.086 3150 3157 3163 rBV3 194591 538687 44.38% 6.081%

Sum of corrected areas: 8858937
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022123\
Data File : BGO56688.D

Acq On : 21 Feb 2023 17:32
Operator : CG/JU

Sample : 01552-11

Misc

ALS Vial : 9 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: BG056688.D\data.ms
1000000

800000

600000

7.562
400000 5.946

9.607

200000 5.470

8.432 11.275

11322

Time--> 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG056688.D\data.ms

1000000

o

20.B41

800000
13.667
600000
16.510 22.086

400000

200000 15.036

15|10%.424 16.% 722

L e e e e

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG056688.D\data.ms
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800000

600000

400000
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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\BG022123\
Data File : BGO56688.D

Acq On : 21 Feb 2023 17:32
Operator : CG/JU

Sample : 01552-11

Misc

ALS Vial : 9 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
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.470  35.99 ng 260650  1,4-Dichlorobenzene-d4 8.438

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
3 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 33
4 Acetone 58 C3H60 000067-64-1 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 329 (5.470 min): BG056688.D\data.ms (-322) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.0 MU I SO
5.20 5.40 5.60 5.80
| | 83.0 .
Ol v e e e m/z 59.00 59.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R L L BN LR
59.0 5.20 5.40 5.60 5.80
m/z 101.00  21.43%
0 27\\\ Ly o 830 101.0
H\‘\H\‘HH‘HH‘\!H‘HH‘\\H‘\H\‘\H\‘\\H‘HH‘HH’H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4528: 2,3-Butanedione, monooxime
43.0
EAEmmEEE R
5.20 5.40 5.60 5.80
5000 m/z 58.00 16.38%
101.0
o 180280 | %80 g0
et e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9501: n-Propyl t-butyl ether  EAEmmEEEE SRR
9.0 5.20 5.40 5.60 5.80
m/z 41.10 10.08%
5000 410 101.0
27.0
oh., 140 ‘H\ Ll 730 870 | 170
e e e e e e e e R AR EEEREE S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022123\
Data File : BGO56688.D

Acq On : 21 Feb 2023 17:32
Operator : CG/JU

Sample : 01552-11

Misc

ALS Vial : 9 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
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Peak Number 2 Benzene, 5-heptene-1,3-diyn... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.076 2.56 ng 33652  Acenaphthene-die 15.036
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Fluorene 166 C13H10 000086-73-7 91
2 Benzene, 5-heptene-1,3-diyn-1-yl- 166 C13H10 013678-98-3 86
3 3-Trifluoromethylbenzhydryl chlo... 270 C14H10ClF3 067240-79-3 50
4 6H-Purine-6-thione, 1,9-dihydro-... 166 C6H6EN4S 001006-20-8 37
5 5-Amino-2-Mercaptobenzimidazole 165 C7H7N3S 002818-66-8 32
Abundance Scan 2134 (16.076 min): BG056688.D\data.ms (-2127) (- | m/z 166.00 100.00%
166.0
5000
410 630 818 1150 | ' w 16.00
0b it b myz 165,00 98.80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41597: Fluorene
166.0
5000
16.00
83.0 m/z 167.00 17.78%
390 630 " 115.0 13?-0 M
O‘\\\\“\\H\\“\\\H\‘\M\‘\\‘\\\“\‘\\\\‘\\\\“}\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41599: Benzene, 5-heptene-1,3-diyn-1-yl-
165.0 /\
PATLA U
16.00
5000 m/z 139.00 15.94%
139.0
390 630 820 115.0 ‘
o) S B 1 T P T R ““, - ,M e
m/z--> 20 40 60 80 100 120 140 160 180 ﬂ ﬂ
Abundance #160320: 3-Trifluoromethylbenzhydryl chloride — ‘A‘ o ‘}
165.0 16.00
m/z 163.00 14.14%
5000
390 630 830 1070
m/z--> 20 40 60 80 100 120 140 160 180 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022123\
Data File : BGO56688.D

Acq On : 21 Feb 2023 17:32
Operator : CG/JU

Sample : 01552-11

Misc

ALS Vial : 9 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 3 Benzophenone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.369 2.84 ng 37441  Acenaphthene-die 15.036
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 87
2 Azobenzene 182 C12H16N2 000103-33-3 64
3 Azobenzene, (E)- 182 C12H1@ON2 017082-12-1 53
4 4,4'-Dimethylbiphenyl 182 C14Hi4 000613-33-2 45
5 Methanone, phenyl-2-pyridinyl- 183 C12HSNO 000091-02-1 43
Abundance Scan 2184 (16.369 min): BG056688.D\data.ms (-2179) (- | m/z 105.00 100.00%
105.0 182.0
77.0
5000 51.0
152.0
128.1 ‘ 16.00 16.50
0 ““qu‘“HW‘WW‘u‘w‘www‘ul““mh“ﬂ“‘w‘ m/z 182.00 97.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56927: Benzophenone
105.0
77.0 182.0 i A/\/\ N
5000 —h LRy
16.00 16.50
51.0 m/z 77.05 69.49%
. [ 1260 1520 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56772: Azobenzene
71.0
16.00 16.50
5000 ITI/Z 51.00 39.11%
51.0
182.0
105.0 152.0
0 28'0 1l ‘\ il n ‘ 128‘0 ‘\ . |
R e I maaas m
m/z--> 20 40 60 80 100 120 140 160 180 /\
Abundance #56778: Azobenzene, (E)- ‘A‘ e
77.0 16.00 16.50
m/z 181.00 31.98%
5000
510 182.0
152.0 ,\
o2l 2000 1280 ET L i e
m/z--> 20 40 60 80 100 120 140 160 180 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022123\
Data File : BGO56688.D

Acq On : 21 Feb 2023 17:32
Operator : CG/JU

Sample : 01552-11

Misc

ALS Vial : 9 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 5H-Indeno[1,2-b]pyridine Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.162 2.88 ng 43151  Phenanthrene-d10 17.774
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Carbazole 167 C12HSN 000086-74-8 93
2 5H-Indeno[1,2-b]pyridine 167 C12HSN 000244-99-5 87
3 9H-Carbazole-9-methanol 197 C13H11NO 002409-36-1 80
4 9H-Carbazole, 9-nitroso- 196 C12H8N20 002788-23-0 72
5 2-Azafluorene 167 C12HSN 000244-40-6 64
Abundance Scan 2489 (18.161 min): BG056688.D\data.ms (-2483) (- | m/z 167.00 100.00%
167.0
5000
139.0
39.0 835 1109 M ‘ 205.1 248.1 18.00 18.50
T L n I m——— m/z 166.00  26.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #42483: Carbazole
167.0
5000
18.00 18.50
650 139.0 m/z 139.00  15.54%
0 51'0‘\ I “lu 11§0 “ \M
\H‘HH‘\H\‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #42488: 5H-Indeno[1,2-b]pyridine MH\
167.0 (w
o o
18.00 18.50
5000 m/z 168.10 14.05%
139.0
oL 390 830 1130
R N L e o e o B RARRRRRRZERasssmans
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 M A ﬂ
Abundance #72635: 9H-Carbazole-9-methanol — NAN ‘ﬂ‘ ‘ MM
167.0 18.00 18.50
m/z 140.00 11.12%
5000
139.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022123\
Data File : BGO56688.D

Acq On : 21 Feb 2023 17:32
Operator : CG/JU

Sample : 01552-11

Misc

ALS Vial : 9 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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.614 6.68 ng 99979  Phenanthrene-d10 17.774
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 72
3 n-Decanoic acid 172 C10H2002 000334-48-5 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 58
Abundance Scan 2566 (18.614 min): BG056688.D\data.ms (-2561) (- | m/z 73.00 100.00%
3.0
43.0
5000 129.1 213.2
18.50 19.00
0 m/z 60.00 83.67%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 o
18.50 19.00
97.0 1710 2130 2560 m/z 43.05 76.56%
O' ‘H‘\‘“\“\M\‘H‘\H\“H‘H‘\‘\H‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid
73.0
—— —
43.0 18.50 19.00
5000 m/z 55.05 68.41%
129.0
185.0 228.0
0
m/z--> 20 40 6 80 100 120140160180200220240260280
Abundance #46964: n-Decanoic acid T —
60.0 18.50 19.00
m/z 57.00 60.90%
il T WMJLMJ\A/
172.0
m/z--> 20 40 60 80 100120140160180200220240260280 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022123\
Data File : BGO56688.D

Acq On : 21 Feb 2023 17:32
Operator : CG/JU

Sample : 01552-11

Misc

ALS Vial : 9 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 1H-Indene, 2-phenyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.684 4.64 ng 69488  Phenanthrene-d1e 17.774
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 93
2 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 90
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 90
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 90
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 90

Abundance Scan 2578 (18.684 min): BG056688.D\data.ms (-2574) (- | m/z 192.05 100.00%
1

19p.
5000

pomping et
82.3 149.0 18.50 19.00
43.0 227.1 .

0 S— ‘M\‘H . \“1 M‘Hh‘l:‘l‘S"‘Q‘w“ “h ‘M\““\} Il ‘u “ S — “ ‘2‘7“6‘ 1} [ m/z 191_1@ 59-92"0

miz--> 50 100 150 200 250 300
Abundance #67019: 1H-Indene, 2-phenyl-
192.0
o Ny

5000 g e
18.50 19.00

m/z 189.10  28.17%

630 1150 152.4 M
Ob—r i‘ \‘\‘\H\h‘ \‘\ — “‘ R LA B B B
miz--> 50 100 150 200 250 300
Abundance #67054: 1H-Cyclopropa[l]phenanthrene,1a,9b-dihydro-
192.0

pocpes; =
18.50 19.00

5000 ITI/Z 165.10 17.00%
,270 630 %80 1390 | |
\\\‘\\\\‘\\\\“\H\‘\H\ ‘ T T T T ‘ T T T T ‘\
m/z--> 50 100 150 200 250 300
Abundance #67039: Phenanthrene, 2-methyl- — —
192.0 18.50 19.00
m/z 193.00 14.76%
5000
94.0
oo 0,1 a9 e T
m/z--> 50 100 150 200 250 300 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022123\
Data File : BGO56688.D

Acq On : 21 Feb 2023 17:32
Operator : CG/JU

Sample : 01552-11

Misc

ALS Vial : 9 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 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 7 4H-Cyclopenta[def]phenanthrene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.837 6.45 ng 96541  Phenanthrene-d10 17.774
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 83
2 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 53
3 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 50
4 Phenol, 4-(2-thienylmethyl)- 190 C11H100S 091680-55-6 36
5 2,4(1H,3H)-Pyrimidinedione, 5-br... 190 C4H3BrN202 000051-20-7 35

Abundance Scan 2604 (18.837 min): BG056688.D\data.ms (-2598) (- | m/z 190.05 100.00%

190.1
5000

94.5
18. 50 19 00
62.9 129.1 :
Ol b o220 122812571 295 ) 189 10 91.17%
miz--> 50 100 150 200 250
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 e =
18.50 19.00
94.0

m/z 191.00  28.41%

ol 3L0 630 \‘\ 1370 , |
T T T T [ \ T \ T T T T T ‘ T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #64350: 2,2'-Bis(4,5-dimethylimidazole)
189.0
/-'w/‘\

18. 50 19 00
5000 m/z 192.08  23.32%
42.0 122.0
[o ‘\H : \\;89'0‘\\“ T ‘\‘ . “‘ “ e
miz--> 50 100 150 200 250
Abundance #64636: 2,3,5,6-Tetramethylterephthalaldehyde o e
39.0 190.0 18.50 19.00

m/z 187.00  20.00%

91.0
5000 133.0
0 [ il ‘ g ) Lo g Mol d e

|
m/z--> 100 150 200 250 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022123\
Data File : BGO56688.D

Acq On : 21 Feb 2023 17:32
Operator : CG/JU

Sample : 01552-11

Misc

ALS Vial : 9 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 5,16[1',2']:8,13[1'',2'"]-D... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.119 2.02 ng 30254  Phenanthrene-die 17.774
Hit# of 5 Tentative ID MW MolForm CAS# Qual
15,16[1',2']:8,13[1'"',2'"']-Dibenz... 468 C32H24 005672-97-9 80
2 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 60
3 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 C16H12 006572-60-7 53
4 [1,1'-Biphenyl]-2-0l, 5-chloro- 204 C12H9Clo 000607-12-5 47
5 [1,1'-Biphenyl]-2,2"'-dicarbonitrile 204 C14H8N2 004341-02-0 47
Abundance Scan 2652 (19.119 min): BG056688.D\data.ms (-2649) (- | m/z 204.10 100.00%
204.1
5000
1900 W;”“f
109.1 . .
oL i‘i‘l‘.‘ ‘H‘h\h‘u\ \H iy ‘wm i \}.‘\\\\\‘2\“1\‘9“;" ‘\\3?? ‘2‘375‘5‘ :‘L‘ e m/z 202.05 41.99%
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
19.00 19.50
m/z 203.10 36.02%
o339, 010 1520, 313.0 408.(
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #80581: Naphthalene, 2-phenyl-
204.0
— —
19.00 19.50
5000 m/z 205.05 18.99%
101.0
ol 510 77" 1520
L e e S e
m/z--> 50 100 150 200 250 300 350 400
Abundance #80598: Tricyclo[8.2.2.2(4,7)]hexadeca-2,4,6,8,10,12,13, ﬂWﬂWVW = ——
204.0 19.00 19.50
m/z 109.10 8.46%
5000 WWWWNWW
101.0
51.0 L 152.0 Ll
o G e RS —— ——
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022123\
Data File : BGO56688.D

Acq On : 21 Feb 2023 17:32
Operator : CG/JU

Sample : 01552-11

Misc

ALS Vial : 9 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, 3,6-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.531 3.19 ng 47729  Phenanthrene-d10 17.774
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 3,6-dimethyl- 206 C1l6H14 001576-67-6 83
2 3,4-Dimethylphenanthrene 206 CleHi4 1000452-24-5 81
3 di-p-Tolylacetylene 206 CleH14 002789-88-0 74
4 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 72
5 9,10-Dimethylanthracene 206 CleH14 000781-43-1 70

Abundance Scan 2722 (19.530 min): BG056688.D\data.ms (-2718) (- | m/z 206.10 100.00%
206.1

5000

-

57.1 19.50
1111  165.0 “ ‘ 274.1 313.1 1950

i i““‘ ‘;\‘m‘\\h\ Jm}u“\ by \ih \‘w‘m‘ i H\VH\ , n‘uh‘m‘m‘n gl \}\ TS m/z 191.00 33.18%

m/z--> 50 100 150 200 250 300
Abundance #82953: Phenanthrene, 3,6-dimethyl-
206.0

o

5000 T ‘
19.50
102.0 m/z 205.05 23.89%
oros30 | msol)
m/z--> 50 100 150 200 250 300
Abundance #82935: 3,4-Dimethylphenanthrene
206.0
1&50 |
5000 ITI/Z 189.00 21.19%
89.0 165.0
o) m— “51‘79\ ‘H \“‘ | iM ‘1‘26‘9 i“ ‘h“ \‘\‘ ‘h\ ih“‘ e
m/z--> 50 100 150 200 250 300
Abundance #82923: di-p-Tolylacetylene —T— I
206.0 19.50

m/z 190.10  20.16%

5000 MMM
oL27.0 630 1020 1650 ‘\h‘ W

T
m/z--> 50 100 150 200 250 300 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022123\
Data File : BGO56688.D

Acqg On : 21 Feb 2023 17:32
Operator : CG/JU

Sample : 01552-11

Misc

ALS vial : 9 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-... 5.470 36.0 ng 260650 1 8.438 144852 20.0
Benzene, 5-hept... 16.076 2.6 ng 33652 3 15.036 263302 20.0
Benzophenone 16.369 2.8 ng 37441 3 15.036 263302 20.0
5H-Indeno[1,2-b... 18.162 2.9 ng 43151 4 17.774 299206 20.0
n-Hexadecanoic ... 18.614 6.7 ng 99979 4 17.774 299206 20.0
1H-Indene, 2-ph... 18.684 4.6 ng 69488 4 17.774 299206 20.0
4H-Cyclopenta[d... 18.837 6.5 ng 96541 4 17.774 299206 20.0
5,16[1',2']:8,1... 19.119 2.0 ng 30254 4 17.774 299206 20.0
Phenanthrene, 3... 19.531 3.2 ng 47729 4 17.774 299206 20.0
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