LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082322\
Data File : BG@54712.D

Acqg On : 23 Aug 2022 18:19
Operator : CG/JU

Sample : N4274-01

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_ G\Methods\8270-BG082222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO54712.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.789 80 85 93 rBV 27248 43591 1.57% ©.258%
2 5.228 323 330 339 rVB 79667 131528 4.73% 0.778%
3 5.698 403 410 420 rBV 833534 1346963 48.47% 7.971%
4 7.302 673 683 693 rBV 845539 1448412 52.12% 8.571%
5 8.160 822 829 836 rBV 195320 337987 12.16% 2.000%
6 9.030 969 977 986 rBV 58860 104708 3.77% 0.620%
7 9.329 1020 1028 1035 rBV 489696 892379 32.11% 5.281%
8 10.986 1302 1310 1317 rBV 276610 502035 18.06% 2.971%
9 13.419 1715 1724 1733 rVB 1319183 2127065 76.53% 12.587%
10 14.788 1946 1957 1964 rBV 425202 675971 24.32% 4.000%
11 16.274 2201 2210 2218 rBV 936934 1461064 52.57% 8.646%
12 17.532 2418 2424 2429 rBV 463028 753059 27.10% 4.456%
13 17.573 2429 2431 2437 rVB 111001 155497 5.59% 0.920%
14 18.113 2518 2523 2529 rVB 26619 41847 1.51% ©.248%
15 18.337 2555 2561 2567 rBV4 13374 28609 1.03% 0.169%
16 18.407 2567 2573 2578 rVV2 120419 215805 7.76% 1.277%
17 18.454 2578 2581 2589 rVB 78375 123183 4.43% 0.729%
18 18.595 2600 2605 2609 rBV3 58841 105368 3.79% 0.624%
19 18.636 2609 2612 2619 rVB 52858 78453 2.82% 0.464%
20 18.901 2652 2657 2660 rBV3 31464 46161 1.66% ©.273%
21 18.942 2660 2664 2675 rVB3 24537 52756 1.90% 0.312%
22 19.194 2703 2707 2711 rBV 25784 32402 1.17% 0.192%
23 19.318 2722 2728 2732 rBV 72520 119455 4.30% 0.707%
24 19.365 2732 2736 2740 rBV3 26238 47189 1.70% ©.279%
25 19.406 2740 2743 2747 rVB 22017 28447 1.02% 0.168%
26 19.453 2747 2751 2758 rBV4 30222 64677 2.33% 0.383%
27 19.576 2767 2772 2778 rVB 107385 162580 5.85% 0.962%
28 19.670 2785 2788 2795 rVB3 36236 53623 1.93% 0.317%
29 19.941 2829 2834 2841 rVB 179976 274537 9.88% 1.625%
30 20.011 2841 2846 2851 rVB2 27737 42333 1.52% 0.251%
31 20.134 2861 2867 2881 rVB 2101873 2779214 100.00% 16.447%
32 20.264 2883 2889 2897 rBV5 27843 79633 2.87% 0.471%
33 20.399 2907 2912 2914 rBv4 27987 48465 1.74% 0.287%
34 20.428 2914 2917 2925 rVB2 40367 59730 2.15% ©.353%
35 20.587 2940 2944 2948 rBV 43490 58246 2.10% 0.345%
36 20.728 2964 2968 2972 rBV 45501 62503 2.25% 0.370%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082322\
Data File : BG@54712.D

Acqg On : 23 Aug 2022 18:19
Operator : CG/JU

Sample : N4274-01

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_ G\Methods\8270-BG082222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 20.775 2972 2976 2980 rVWV 31316 43572 1.57% ©.258%
38 21.198 3044 3048 3055 rVB 30502 60246 2.17% ©.357%
39 21.445 3085 3090 3096 rBvV 117454 176508 6.35% 1.045%
40 21.697 3131 3133 3140 rVB 29004 39818 1.43% 0.236%
41 21.827 3147 3155 3161 rBV 464848 874244 31.46% 5.174%
42 21.874 3161 3163 3172 rVB 56204 94388 3.40% 0.559%
43 22.661 3292 3297 3309 rBv7 33701 97071 3.49% 0.574%
44 23.754 3480 3483 3488 rVBS 28464 48110 1.73% 0.285%
45 25.205 3720 3730 3745 rVB2 249459 774001 27.85% 4.580%
46 26.456 3936 3943 3953 rVB3 34067 104926 3.78% 0.621%

Sum of corrected areas: 16898359
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082322\
Data File : BG@54712.D

Acq On : 23 Aug 2022 18:19
Operator : CG/JU

Sample : N4274-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG054712.D\data.ms
2000000

1500000

1000000
5.698 7.302

500000 9.329

10.986
8.160

3.789 5228 9.030
o T ‘ T T 17T ‘ T 17T ‘ T T 17T ‘ 1 T ‘ 1T T ‘ L ‘ T 1T ‘ L ‘ L ‘ T T ‘ T 1T ‘ T T ‘ T 1T ‘ T 1T ‘ T 1T ‘ T 1T ‘ T 1T ‘ L ’ T T

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG054712.D\data.ms

2000000

20.134

1500000
13.419

1000000 16.274

21.827
500000 14.788 17.532

21.445
17|573 PBR1.198/21 40874 22.661

. " 4 (RBRAS
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: BG054712.D\data.ms

2000000

1500000

1000000

500000
25.205

23.754 26.456
L N AN -
O+ L e e e e L L Y B L T

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082322\
Data File : BG@54712.D

Acq On : 23 Aug 2022 18:19
Operator : CG/JU

Sample : N4274-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82222.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 1 wunknown3.789 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
3.789 2.58 ng 43591 1,4-Dichlorobenzene-d4 8.160

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 40
2 Isopropyl Alcohol 60 C3H80 000067-63-0 9
3 Propylene Glycol 76 C3H802 000057-55-6 9
4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9
5 Formamide 45 CH3NO 000075-12-7 7

Abundance  Scan 85 (3.789 min): BG054712.D\data.ms (-80) (-) m/z 45.10 100.00%

45.1
5000 (&
R
61.0 3.40 3.60 3.80 4.00 4.20
Ol e e oY m/z 43.05  17.82%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
5000 L R B B
3.40 3.60 3.80 4.00 4.20
m/z 61.00 5.45%
0 19.0 ‘371"0 1] 53.061.0 750
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #342: Isopropyl Alcohol
45.0
R AR R
3.40 3.60 3.80 4.00 4.20
5000 m/z 44.00 5.19%
27.0
19.0
SR T W\wm
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1084: Propylene Glycol R R R
45.0 3.40 3.60 3.80 4.00 4.20
m/z 42.00 4.40%
5000
31.0
Ol 530000 T80
m/z--> 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082322\
Data File : BG@54712.D

Acq On : 23 Aug 2022 18:19
Operator : CG/JU

Sample : N4274-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.228 7.78 ng 131528 1,4-Dichlorobenzene-d4 8.160

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 330 (5.228 min): BG054712.D\data.ms (-323) (-) m/z 43.10 100.00%

59.1
5000
101.1 \\\\‘\\\\‘\\\\’\\\\‘\\\
5.00 5.20 5.40 5.60
‘ 83.1 .
o+t e e e e e m/z 59.10 52.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B B A B B
59.0 5.00 5.20 5.40 5.60
m/z 58.10  17.35%
15.0 101.0
0 ‘ 2%\ Ll il 830 | ‘
\H‘\H\‘\\H‘HH‘!\H‘HH‘H\\‘HH‘\H\‘\H\‘\H\‘\\H‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
\\\\‘\\,\\\‘\\\\’\\A\\‘\\\
5.00 5.20 5.40 5.60
5000 57.0 m/z 101.10 17.18%
29.0
‘ 101.0
0 m‘mWH““HH“lm‘Mm‘m“HH',mwm“mwm‘m
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9501: n-Propyl t-butyl ether R a A RERamaRE
59.0 5.00 5.20 5.40 5.60
m/z 41.05 7.78%
5000 41.0 101.0
27.0
ol...140 ‘H\ Ll 70870 | 1370
e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082322\
Data File : BG@54712.D

Acq On : 23 Aug 2022 18:19
Operator : CG/JU

Sample : N4274-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82222.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 unknown9.030 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.030 6.20 ng 104708 1,4-Dichlorobenzene-d4 8.160

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Propanone, oxime 73 C3H7NO 000127-06-0 47
2 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 42
3 2-Methoxyethyl 2-methylbutanoate 160 C8H1603 1000366-96-4 33
4 Glycinamide, N,N,N(2),N(2)-tetra... 130 C6H14N20 1000452-64-2 32
5 Acetic acid, 2-(dimethylamino)et... 131 C6H13NO2 001421-89-2 25

Abundance Scan 977 (9.030 min): BG054712.D\data.ms (-969) (-) m/z 73.10 100.00%

3.1
57.1
5000
391 880 9.00 9.20 9.40
112.1 130.1 . ’ : .
0‘W‘HwH‘wHHWJH_JMpmﬂﬂhwm1w??e‘uwu‘wuw‘uw‘ m/z 57.10 58.60%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #841: 2-Propanone, oxime
73.0
58.0
5000 LA B L A I LN B
31.0 8.80 9.00 9.20 9.40
m/z 58.10 56.33%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #845: Acetamide, N-methyl-
43.0 73.0
A REEaE R
8.80 9.00 9.20 9.40
m/z 43.10 15.63%
5000 58.0
15.0
0 S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #36682: 2-Methoxyethyl 2-methylbutanoate R NSRRE
57.0 8.80 9.00 9.20 9.40
m/z 39.10 13.65%
85.0
5000
41.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082322\
Data File : BG@54712.D

Acq On : 23 Aug 2022 18:19
Operator : CG/JU

Sample : N4274-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Phenanthrene, 1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.407 5.73 ng 215805 Phenanthrene-d10 17.538
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 96
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 96
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 93

Abundance Scan 2573 (18.407 min): BG054712.D\data.ms (-2567) (- | m/z 192.10 100.00%

192.1
5000
430 73.1 —e

201 1651 1850
%2272‘256J m/z 191.10  58.06%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67035: Phenanthrene, 1-methyl-
192.0
—Es

o

5000
18.50
m/z 189.10 31.96%
165.0
5270 630 960 1390 | |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67039: Phenanthrene, 2-methyl-
192.0
1850
5000 ITI z 73.10 23.11%
165.0
o270 630 7° 1300 | |
R na K R L T B R RRRER
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67041: Phenanthrene, 4-methyl- e
192.0 1850

m/z 43.05 22.69%

5000
95.0 165.0
63.0 125.0

0! IR ———
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082322\
Data File : BG@54712.D

Acq On : 23 Aug 2022 18:19
Operator : CG/JU

Sample : N4274-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Anthracene, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.454 3.27 ng 123183 Phenanthrene-d10 17.538
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 94
4 SH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 93
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93

Abundance Scan 2581 (18.454 min): BG054712.D\data.ms (-2578) (- | m/z 192.10 100.00%

192.1
5000
—

69.4 94.5 139.0 165.1 18.50
ol 300, 090 | 11511390 | m/z 191.05  61.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67024: Anthracene, 2-methyl-
192.0
5000 T

18.50
m/z 189.00  32.91%

165.0
0/15:0 39.0 620 830 11501390 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67039: Phenanthrene, 2-methyl-
Ny

192.0
1850
5000 m/z 190.05 16.03%
165.0
0 390 630 M 11501390 |
R e e e AR AR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67035: Phenanthrene, 1-methyl-
192.0 18 50

m/z 193.10  15.40%

5000
165.0
o 1390 630 96.0 1390 | ., PAVY

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082322\
Data File : BG@54712.D

Acq On : 23 Aug 2022 18:19

Operator : CG/JU

Sample : N4274-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82222.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 Phenanthrene, 2-methyl- Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T.
18.595 2.80 ng 105368  Phenanthrene-di0 17.538
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 86
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 83
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 70
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 64
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 64

Abundance Scan 2605 (18.595 min): BG054712.D\data.ms (-2600) (- | m/z 192.10 100.00%
192.1
165.1 U T
39.0 63.0 e 139.0 218.1 1850
Ol et el e 5555 m/z 191,10 65.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 —— ‘
18.50
165.0 m/z 189.05 38.67%
0 39.0 630 M 139.0 .
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67029: Anthracene, 1-methyl-
192.0
e
1850
5000 m/z 190.10 21.73%
82.0 165.0
0 16.0 390 A1 “ H 115'013‘9'0” ] !
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67026: Anthracene, 9-methyl- ﬂ
192.0 1850
m/z 165.10  18.68%
h WU\M\M
96.0 165.0
0 39.0 6§0 J 139.0 | )
T o e ARARRE R —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082322\
Data File : BG@54712.D

Acq On : 23 Aug 2022 18:19
Operator : CG/JU

Sample : N4274-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82222.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 1H-Cyclopropa[l]phenanthren... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.636 2.08 ng 78453 Phenanthrene-d10 17.538
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 94
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 90
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 90
Abundance Scan 2612 (18.636 min): BG054712.D\data.ms (-2609) (- | m/z 192.10 100.00%
192.1
—e —
a0 %7 oo 16‘5'0 | 18.50 19.00
b 200,930 b A8l iz 191,10 s6.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 ‘ H\‘j
18 50 19.00
165.0 m/z 193.10 17.83%
o 300 630 O 1601380 |
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67035: Phenanthrene, 1-methyl-
192.0
wN M —5
18.50 19.00
5000 m/z 165.00 15.09%
165.0
0 390 63.0 960 1390 |
I Nl M L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67024: Anthracene, 2-methyl-
192.0 18 50 19 00
m/z 189.10 10.18%
5000
165.0
0/15.0 39.0 610 897'0 | 115.0139.0 | ‘ J
R R E T R RAR AR S e
m/z--> 20 40 60 80 100 120 140 160 180 200 18 50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082322\
Data File : BG@54712.D

Acq On : 23 Aug 2022 18:19
Operator : CG/JU

Sample : N4274-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Phenanthrene, 2,5-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.318 3.17 ng 119455 Phenanthrene-d10 17.538
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 94
2 1H-Indene, 2-methyl-3-phenyl- 206 CleHi4 035099-60-6 90
3 9,10-Dimethylanthracene 206 CleH14 000781-43-1 87
4 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 87
5 Phenanthrene, 2,3-dimethyl- 206 C1l6H14 003674-65-5 83
Abundance Scan 2728 (19.318 min): BG054712.D\data.ms (-2722) (- | m/z 206.05 100.00%
206.1
5000
89.1 00 19
57.1 ‘ | 126.1 154.0178. “ “ 19.00 19.50
O brrrprrrrprrirt e et bt ol pallly o m/z 191,05 49.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000 = —
19.00 19.50
101.0 m/z 205.10  29.29%
[ \‘2\7\.\0\ ‘\5\1\'\0‘ T \7\6‘\‘0\ 1‘ \“\ ih‘\ T \1\?\’?\0\1:\[‘6?\01”‘ \‘\M T i‘h{ ‘\ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82960: 1H-Indene, 2-methyl-3-phenyl- Aﬂ&
206.0
NIBLLTRAN Y
19.00 19.50
5000 m/z 189.05 29.19%
91.0 1280 1p50
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82934: 9,10-Dimethylanthracene "“Wﬁﬁ‘ —
206.0 19.00 19.50
m/z 207.05 16.31%
5000
150 390 630 890 170 1650 |
R R P ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082322\
Data File : BG@54712.D

Acq On : 23 Aug 2022 18:19
Operator : CG/JU

Sample : N4274-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82222.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 1-Octadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.445 4.04 ng 176508  Chrysene-d12 21.827
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 93
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 92
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91

4 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91
5 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91

Abundance Scan 3090 (21.445 min): BG054712.D\data.ms (-3085) (- | m/z 57.10 100.00%
57.1
11.1
‘ 228.1 ‘21‘50‘
168.1 :
oLk 1“\““,‘ Lha 2082 w‘m‘ 8L 3811 n/z s5.10 84.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138521: 1-Octadecene
57.0
5000 T
11.0 21.50
m/z 43.10 84.18%
O T \‘\ ‘ “ T “\‘ ] d \“‘\qws‘ﬁ.Q%?T.p\ \2\5“2\.0\\ T ‘ T T ‘ L ‘ 1
m/z--> 50 100 150 200 250 300 350 400
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
—r
21.50
m/z 83.10 68.98%
5000 110 /
oL klLLil, 100 2090300
m/z--> 50 100 150 200 250 300 350 400
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester T
57.0 21.50
m/z 69.10 60.53%
5000 11.0
LT
ol LA LLi L arpozsso L ace T
m/z--> 50 100 150 200 250 300 350 400 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082322\
Data File : BG@54712.D

Acq On : 23 Aug 2022 18:19

Operator : CG/JU

Sample : N4274-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_G\Met

: C:\Database\NIST20.L

hods\8270-BG082222.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 10 unknown22.661 Concentration Rank 10

R.T EstConc Area Relative to ISTD R.T.
22.661 2.22 ng 97071  Chrysene-d12 21.827
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Chrysene, 6-methyl- 242 C19H14 001705-85-7 46
2 Benz[a]anthracene, 2-methyl- 242 C19H14 002498-76-2 46
3 2-Methylchrysene 242 C19H14 003351-32-4 46
4 Benz[a]anthracene, 7-methyl- 242 C19H14 002541-69-7 45
5 Benz[a]anthracene, 1-methyl- 242 C19H14 002498-77-3 45

Abundance Scan 3297 (22.661 min): BG054712.D\data.ms (-3292) (- | m/z 242.10 100.00%
242.1
—— Y
22.50 23.00
0 m/z 57.10 66.01%
m/z--> 50 100 150 200 250 300
Abundance #126440: Chrysene, 6-methyl-
242.0
5000 — —
22.50 23.00
m/z 43.10 42.50%
120.0 H
O T T T ‘ T \8\7\.0“\”1 L ‘ T T T 7T ‘ \“\‘\‘!“ T T T T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #126464: Benz[a]anthracene, 2-methyl-
242.0
— —
22.50 23.00
5000 m/z 71.10 39.90%
121.0
0270 630 |, 163.0 202.0 | M
e e
m/z--> 50 100 150 200 250 300
Abundance #126434: 2-Methylchrysene T T
242.0 22.50 23.00
m/z 55.10  32.22%
o Ww
120.0
028.0 87.9 \H\ h 187.0 \‘ \‘\ L
e e e
m/z--> 50 100 150 200 250 300 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082322\
Data File : BG@54712.D

Acq On : 23 Aug 2022 18:19
Operator : CG/JU

Sample : N4274-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82222.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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
26.456 2.71 ng 104926  Perylene-di12 25.205
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 86
2 Hexadecane 226 C16H34 000544-76-3 83
3 Eicosane 282 (C20H42 000112-95-8 83
4 Tetradecane 198 C14H30 000629-59-4 64
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 55
Abundance Scan 3943 (26.456 min): BG054712.D\data.ms (-3936) (- | m/z 57.10 100.00%
57.1
——
‘ | H 1401 19802371 30113410 26.50
o) mum— ‘H th b ‘“H‘u“ ‘H\ m m u Ay um u\mu L \ \H TN u’\ L] ’\‘ ITI/Z 71.10 61.81%
m/z--> 50 100 150 200 250 300 350
Abundance #194587: Heneicosane
57.0
5000 L
26.50
9.0 m/z 43.10 59.47%
1.0
o4 Ly L 10020 2080
miz--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane
57.0
——
26.50
5000 m/z 85.10 44.48%
o \ ‘ 14 “}99"9 141.0 1830 226.0
- e e
m/z--> O 100 150 200 250 300 350
Abundance #176384: Eicosane —
57.0 26.50
m/z 55.10 27.16%
. MmWWNMWWWfK/NMMWMNW
ot L M |1018502250 220 o
m/z--> 50 100 150 200 250 300 350 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082322\
Data File : BG@54712.D

Acqg On : 23 Aug 2022 18:19
Operator : CG/JU

Sample : N4274-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown3.789 3.789 2.6 ng 43591 1 8.160 337987 20.0
2-Pentanone, 4-... 5.228 7.8 ng 131528 1 8.160 337987 20.0
unknown9.030 9.030 6.2 ng 104708 1 8.160 337987 20.0
Phenanthrene, 1... 18.407 5.7 ng 215805 4 17.538 753059 20.0
Anthracene, 2-m... 18.454 3.3 ng 123183 4 17.538 753059 20.0
Phenanthrene, 2... 18.595 2.8 ng 105368 4 17.538 753059 20.0
1H-Cyclopropa[l... 18.636 2.1 ng 78453 4 17.538 753059 20.0
Phenanthrene, 2... 19.318 3.2 ng 119455 4 17.538 753059 20.0
1-Octadecene 21.445 4.0 ng 176508 5 21.827 874244 20.0
unknown22.661 22.661 2.2 ng 97071 5 21.827 874244 20.0
Heneicosane 26.456 2.7 ng 104926 6 25.205 774001 20.0
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