LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063023\
Data File : BG®57931.D

Acqg On : 30 Jun 2023 23:19
Operator : CG/JU

Sample : 03360-03

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-BG062723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO57931.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.015 322 328 335 rVB 24750 35749 1.34% 0.181%
2 5.485 401 408 420 rBvV 620781 953983 35.78% 4.830%
3 7.077 671 679 696 rBV 642018 1078136 40.44% 5.459%
4 7.912 813 821 829 rBV 130978 217503 8.16% 1.101%
5 9.069 1010 1018 1030 rBV 362694 653059 24.49%  3.307%

6 10.714 1289 1298 1309 rBV 196271 347474 13.03%
7 13.176¢ 1709 1716 1726 rVB 1103807 1663419 62.39%
8 14.545 1943 1950 1957 rBV 364302 574767 21.56%
9 14.610 1957 1961 1969 rVB 26133 38943 1.46%
10 15.591 2122 2128 2137 rBV 23843 36722 1.38%

OO N R
(o]
fary
()
R

11 15.902 2174 2181 2187 rBV 212215 302147 11.33%
12 16.037 2197 2204 2216 rBV 908623 1457935 54.68%
13 16.231 2231 2237 2242 rBV4 16076 30604 1.15%
14 17.289 2411 2417 2421 rBV 492629 761528 28.56%

NWO NP
=
Ul
U1
B

15 17.336 2421 2425 2431 rVV 349786 509751 19.12% 581%
16 17.424 2431 2440 2445 rVWW 100279 156137 5.86% ©0.791%
17 17.471 2445 2448 2455 rVB2 25807 37853 1.42% ©.192%
18 17.694 2475 2486 2489 rBV2 13586 26745 1.00% ©.135%
19 18.176 2556 2568 2572 rBV2 161396 275840 10.35%  1.397%
20 18.211 2572 2574 2583 rVWV 70935 119520 4.48% 0.605%
21 18.294 2583 2588 2594 rw 34361 59955 2.25% ©.304%
22 18.364 2594 2600 2604 rVV3 70930 141048 5.29% 0.714%
23 18.399 2604 2606 2611 rVB2 30687 33965 1.27% 0.172%
24 18.664 2646 2651 2655 rBV 39842 59117 2.22%  ©.299%
25 18.705 2655 2658 2665 rVB 19333 29694 1.11% 0.150%
26 19.081 2716 2722 2729 rBV3 24107 52602 1.97% 0.266%
27 19.216 2742 2745 2755 rVB2 28832 49068 1.84% ©.248%
28 19.345 2761 2767 2773 rBV 634994 873611 32.77% 4.424%
29 19.451 2780 2785 2790 rBV3 32376 54101 2.03% 0.274%
30 19.586 2804 2808 2816 rVB 27238 49624 1.86% ©0.251%

31 19.674 2818 2823 2824 rVV 115764 138798 5.21%

Q.
32 19.710 2824 2829 2836 rVV 518411 803377 30.13% 4.068%
33 19.774 2836 2840 2847 rVB4 29684 51852 1.94% 0.263%
34 19.909 2855 2863 2868 rBV 1984211 2666153 100.00% 13.500%
35 19.945 2868 2869 2874 rVB 33224 35834 1.34% 0.181%
36 20.033 2878 2884 2890 rBV3 34789 97382 3.65% 0.493%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063023\
Data File : BG®57931.D

Acqg On : 30 Jun 2023 23:19
Operator : CG/JU

Sample : 03360-03

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-BG062723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 20.197 2900 2912 2917 rBV3 74165 173456 6.51% ©0.878%
38 20.297 2925 2929 2933 rBV 41163 52438 1.97% 0.266%
39 20.356 2933 2939 2943 rVWV3 46812 81410 3.05% 0.412%
40 20.438 2950 2953 2958 rBV6 24188 38378 1.44% 0.194%
41 20.497 2959 2963 2966 rBvV2 27990 35934 1.35% 0.182%
42 20.544 2966 2971 2974 rBv2 26625 38521 1.44% 0.195%
43 20.949 3036 3040 3046 rVB2 38110 57082 2.14% 0.289%
44 21.131 3064 3071 3075 rBV2 41241 90556  3.40% 0.459%
45 21.190 3075 3081 3091 rVv4 209299 484777 18.18%  2.455%
46 21.278 3092 3096 3104 rVB2 54908 98822 3.71% 0.500%
47 21.543 3132 3141 3145 rBV3 541074 1216010 45.61% 6.157%
48 21.590 3145 3149 3159 rVB 218283 373157 14.00%  1.889%
49 21.737 3169 3174 3182 rBV 74195 129382 4.85% 0.655%
50 21.942 3204 3209 3215 rVB3 30452 66334  2.49% 0.336%
51 22.330 3270 3275 3282 rVB5 53489 100117 3.76% 0.507%
52 23.687 3498 3506 3514 rBV 160811 536068 20.11% 2.714%
53 23.934 3544 3548 3554 rVB 29305 57949  2.17% 0.293%
54 24.392 3619 3626 3641 rVB2 99389 281579 10.56% 1.426%
55 24.533 3641 3650 3663 rVB 147585 412434 15.47% 2.088%
56 24.686 3666 3676 3684 rBV2 295159 888721 33.33% 4.500%
57 29.363 4465 4472 4473 rBV6 31523 62133  2.33% 0.315%

Sum of corrected areas: 19749254
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063023\
Data File : BG®57931.D

Acqg On : 30 Jun 2023 23:19
Operator : CG/JU

Sample : 03360-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abund :
u2n00a0n00(?0 TIC: BG057931.D\data.ms
1500000
1000000
5.485 7.077
500000
9.069
7912 10.714
0 5.015
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance :
ndanso TIC: BG057931.D\data.ms
19.909
1500000
13.170
1000000 16.037
19-34159 » 21.543
500000 17.289 '
14.545 171336 ]
i 1ags 18I0 19.674 - 0:@@3 5?0%422 330
o 14/610 15.591 || 16.231 47604 ' $EB NG00 b A :
T e e T e L A e R B R
Time--> 13.00 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
Abund :
u2n00a0n00(?0 TIC: BG057931.D\data.ms
1500000
1000000
500000
24.686
23.687
3.93424%‘M 29.363
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\
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\BG063023\
Data File : BG®57931.D

Acqg On : 30 Jun 2023 23:19
Operator : CG/JU

Sample : 03360-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.015 3.29 ng 35749 1,4-Dichlorobenzene-d4 7.912

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 33
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 25
4 2,3-Dimethyloxirane-2-carboxylic... 130 C6H1003 1000306-64-4 23
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 328 (5.015 min): BG057931.D\data.ms (-322) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.0 NSRS e sl
82.9 4.60 4.80 5.00 5.20 5.40
0 Hw‘u‘_‘u_‘Hﬂhuwu$q‘H‘_‘H_MH‘H‘MM‘W‘H‘_H m/z 59.00 68.06%
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 e
59.0 4.60 4.80 5.00 5.20 5.40
m/z 101.00 20.36%
15.0 101.0
0 ‘ 2%\ Ll | 830 | ‘
H\‘HH‘\H!‘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 #9501: n-Propyl t-butyl ether
59.0
REaa e a aa e o
4.60 4.80 5.00 5.20 5.40
m/z 57.95 18.80%
5000 41.0 101.0 /
27.0
0L 140 ‘H Ll 730 870 | 4179
R B e L B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9477: 3-Hexanol, 4-methyl- AN e LN L S
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 11.63%
5000 41.0
0 H‘_m‘m‘!_‘Hw‘_u‘!“;““%‘3"9‘”““‘”;_‘wmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063023\
Data File : BG®57931.D

Acqg On : 30 Jun 2023 23:19
Operator : CG/JU

Sample : 03360-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 Benzophenone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.902 10.51 ng 302147  Acenaphthene-d10 14.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 53
3 N-Methylbenzamide, N-pentafluoro... 281 C11H8F5NO2 1000446-98-1 47
4 N-Methylbenzamide, N-trifluoroac... 231 C1@H8F3NO2 1000446-91-5 47
5 acetic acid, 2-bromo-, 2-oxo-2-p... 256 C1OH9BroO3 1000401-50-0 47
Abundance Scan 2181 (15.902 min): BG057931.D\data.ms (-2174) (- | m/z 105.00 100.00%
105.0
182.0
5000
51.0 _ -
| 152.0 15.50 16.00
L T m/z 77.00  64.28%
m/z--> 50 100 150 200 250
Abundance #56925: Benzophenone
105.0
182.0
5000 — P
15.50 16.00
510 m/z 182.00  56.24%
152.0
0 T T ‘\ ‘\ } T \‘M\ T ‘ T T T T “ T T \H T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #57931: Phenyl 4-pyridyl ketone
105.0
‘ T T ‘/\\
183.0 15.50 16.00
5000 51.0 m/z 51.00 25.86%
‘\ u\‘ 154.0 ‘
05 ——t— e —
miz--> 50 100 150 200 250
Abundance #173941: N-Methylbenzamide, N-pentafluoropropionyl- — e
105.0 15.50 16.00
m/z 181.00 11.46%
5000
51.0
O15.0 L | 160.0 281.( A
e T — A
mlz--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063023\
Data File : BG®57931.D

Acqg On : 30 Jun 2023 23:19
Operator : CG/JU

Sample : 03360-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.176 7.24 ng 275840  Phenanthrene-di10 17.289
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 90
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 68

Abundance Scan 2568 (18.176 min): BG057931.D\data.ms (-2556) (- = m/z 73.00 100.00%

430|730
192.0
5000

o
18.00 18.50

o‘H‘HHWMmM : m/z 60.00  95.40%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R R
18.00 18.50
m/z 43.00 84.32%

: 171.0 213.0 256.0
0,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67026: Anthracene, 9-methyl-
192.0

e
18.00 18.50

5000 m/z 56.95 80.47%
96.0
0 28"0‘ ‘63\'0‘ " \\‘ 126'Q 1‘6?0\ HH
b e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67021: Anthracene, 1-methyl- e T
192.0 18.00 18.50

m/z 55.00 72.07%

5000
83.0
390 | 1150 1630 |

O e e e e e e T —
m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063023\
Data File : BG®57931.D

Acqg On : 30 Jun 2023 23:19
Operator : CG/JU

Sample : 03360-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 5H-Dibenzo[a,d]cycloheptene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.211 3.14 ng 119520  Phenanthrene-di10 17.289
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 SH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 90
2 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 81
3 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 81
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 76
5 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 74
Abundance Scan 2574 (18.211 min): BG057931.D\data.ms (-2572) (1 | m/z 192.00 100.00%
192.0
5000 MM
62.9 976 1390 165.0 1800 1850
b 220 i i e bl e m/z 191,00 60.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67048: 5H-Dibenzo[a,d]cycloheptene
192.0
5000
1800 1850
m/z 189.00 33.74%
165.0
,/280 630 %0 4390 | m
‘\\\\‘\\\\‘\\\1‘\1\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67054: 1H-Cyclopropal[llphenanthrene,1a,9b-dihydro-
192.0 AA
1800 1850
5000 m/z 94.60 15.19%
165.0
o 390 630 960 1300 | W
R e T AR RAARm R e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67019: 1H-Indene, 2-phenyl-
192.0 18.00 18.50
m/z 193.00 14.17%
5000
165.0
. 620 800 501390 ALV
R R R e P P
m/z--> 20 40 60 80 100 120 140 160 180 200 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063023\
Data File : BG®57931.D

Acqg On : 30 Jun 2023 23:19
Operator : CG/JU

Sample : 03360-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.364 3.70 ng 141048  Phenanthrene-di10 17.289
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 93
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 45
3 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 38
4 Methyl diselenide 190 C2H6Se2 007101-31-7 38
5 1-(Phenylethynyl)-1H-1,2,3-benzo... 219 C14H9N3 209912-23-2 22

Abundance Scan 2600 (18.364 min): BG057931.D\data.ms (-2594) (- m/z 190.00 100.00%
19p.0
5000
945 AN
62.9 162.9 18.00 18.50
Obrrrrrerprerngietebirirood ol 23T 7 189,00 99.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 : M RN
940 18.00 18.50
’ m/z 192.05 38.52%
0. 310 630 | 13701630 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
P oy
18.00 18.50
5000 m/z 191.00  34.57%
94.0
‘ 163.0 H
) N e ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 M/\
Abundance #64350: 2,2'-Bis(4,5-dimethylimidazole) — R
189.0 18.00 18.50
m/z 94.50 24.97%
5000
42.0 122.0
O1\4\.(‘)\‘\\\“\}“\‘6\‘81‘.\0\i\?\?}-RWH}“\\\\1‘4\.‘18\.\0“\\\‘\‘\1‘\\‘\\\\‘\\\\‘\\\ N’“"‘”’A o o
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\BG063023\
Data File : BG®57931.D

Acqg On : 30 Jun 2023 23:19
Operator : CG/JU

Sample : 03360-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 11H-Benzo[a]fluorene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.197 2.85 ng 173456  Chrysene-di12 21.543
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 93
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 91
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 91
4 Pyrene, 1-methyl- 216 C17H12 002381-21-7 90
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 68
Abundance Scan 2912 (20.197 min): BG057931.D\data.ms (-2900) (- ' m/z 216.10 100.00%
216.1
/kMUk
AL SiLl®
107.7 20.00 20.50
55.0 163.0 ‘ ; -
e b 1030 “““‘u 2810 sz 215.00  82.49%
m/z--> 50 100 150 200 250
Abundance #94573: 11H-Benzo[a]fluorene
216.0
5000 /Lj\ =
20.00 20.50
m/z 213.00  23.97%
107.0
0l 27.0 63.0 | | 163.0 \w
T T T 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 #94576: 11H-Benzo[b]fluorene
#pe AU
e kel
20.00 20.50
5000 m/z 217.00  17.23%
108.0
s70 | 1630, |
- r—~=b M
miz--> 50 100 150 200 250
Abundance #94578: Fluoranthene, 2-methyl- af) M\‘ : —
216.0 20.00 20.50
m/z 107.70  12.87%
5000
108.0
ok O30 il 1630 M —_— L Ao oo
mlz--> 50 100 150 200 250 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063023\
Data File : BG®57931.D

Acqg On : 30 Jun 2023 23:19
Operator : CG/JU

Sample : 03360-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 1-Hexacosene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.190 7.97 ng 484777  Chrysene-d12 21.543
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 91
2 Octacosanol 410 C28H580 000557-61-9 91
3 1-Docosene 308 C22H44 001599-67-3 91
4 1-Tricosene 322 C23H46 018835-32-0 91
5 Cyclotetracosane 336 C24H48 000297-03-0 91

Abundance Scan 3081 (21.190 min): BG057931.D\data.ms (-3075) (+ | m/z 57.00 100.00%
57.0

11.1 JL

S —
228.0 21.00 21.50
ol dd ‘\ L1040 T 2809 3473 m/z 55.00 82.14%

m/z--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene
57.0

5000 11.0 Bt S—
21.00 21.50

m/z 43.00 75.71%

oL LU m‘ 19019602380 2020 3640
m/z--> 50 100 150 200 250 300 350
Abundance #308225: Octacosano
57.0

—
21.00 21.50
5000 m/z 83.00 74.96%

oLl h ‘w 1 1%90195.00360 20203340 3921

-l “‘ P e e

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

Abundance #209741: 1-Docosene : :

\
58.0 21.00 21.50
m/z 97.00 64.75%

97.0
5000
4-(1“ ‘ “ ) 308.0

om‘m‘\m‘WHWHWHWH_M S —r—
m/z-—> 50 100 150 200 250 300 350 21.00 21.50

5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063023\
Data File : BG@57931.D

Acqg On : 30 Jun 2023 23:19

Operator : CG/JU

Sample : 03360-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Cyclopenta(cd)pyrene, 3,4-d... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
21.737 2.13 ng 129382  Chrysene-di12 21.543
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta(cd)pyrene, 3,4-dihydro- 228 C18H12 025732-74-5 55
2 Benzo[c]phenanthrene 228 C18H12 000195-19-7 49
3 1(2H)-Phenanthrenone, 3,4,9,10-t... 228 C15H1602 014427-61-3 47
4 1,3,5-Triazine-2(1H)-thione, 4-(... 227 C9H17N5S 023613-02-7 42
5 Triphenylene 228 C18H12 000217-59-4 38

Abundance Scan 3174 (21.737 min): BG057931.D\data.ms (-3169) (- | m/z 228.00 100.00%
228.0
57.0
5000
113.0
21 50 22 00
ol W% h‘}‘ 2201929, L. 2820 34U nsz 227.00  87.22%
m/z--> 50 100 150 200 250 300
Abundance #109554: Cyclopenta(cd)pyrene, 3,4-dihydro-
228.0
5000 \
21 50 22.00
m/z 226.0 66.42%
114.0
u 1740 |
0 T 1T ‘ T \ \ T L ’ L i T T ‘ L ‘ T T T
m/z--> 50 100 150 200 250 300
Abundance #109552: Benzo|[c]phenanthrene
228.0
—
21 50 22 00
5000 m/z 53.79%
113.0
390 T3] 18001878 )
—r \ L I e HERJNLA
m/z--> 50 100 150 200 250 300
Abundance #109437: 1(2H)-Phenanthrenone, 3,4,9,10-tetrahydro-7-r — —
228.0 21. 50 22.00
128.0 m/z 30.95%
172.0
5000
b7 63.0
o ¥ I S S
mlz--> 50 100 150 200 250 300 21.50 22.00
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063023\

. BGB57931.D

: 30 Jun 2023 23:19
: CG/IU

: 03360-03

: 14  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion 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

Concentration Rank 4

Peak Number

9 Benzo[e]pyrene

R.T. EstConc Area Relative to ISTD R.T.
24.392 6.34 ng 281579  Perylene-di2 24.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 97
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 95
4 Benzo[a]pyrene 252 C20H12 000050-32-8 94
5 Perylene 252 C20H12 000198-55-0 93

Abundance Scan 3626 (24.392 min): BG057931.D\data.ms (-3619) (- | m/z 252.00 100.00%
252.0
5000
s 12T9 2070 24.00 24.50
ol 090 il 1650 2070, 3030341 ./ 2sp.00  27.77%
m/z--> 50 100 150 200 250 300
Abundance #138554: Benzole]pyrene
252.0
5000 /k“ =
24.00 24.50
m/z 253.00 23.10%
125.0
0 \50‘(\)\8:\3\0 \H\‘H\ \1580\2\099\\\h“\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #138563: Benzo[k]fluoranthene
252.0
= —
24.00 24.50
5000 m/z 124.90 14.43%
126.0
o 8Ol oo,
m/z--> 50 100 150 200 250 300
Abundance #138562: Benzolb]fluoranthene T —
252.0 24.00 24.50
m/z 125.95 10.56%
5000
126.0
0399 870 M\d 1610 2090 - ‘ f\wm
o e e fecu e
mlz--> 50 100 150 200 250 300 24.00 24.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063023\
Data File : BG®57931.D

Acqg On : 30 Jun 2023 23:19
Operator : CG/JU

Sample : 03360-03

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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-... 5.015 3.3 ng 35749 1 7.912 217503 20.0
Benzophenone 15.902 10.5 ng 302147 3 14.545 574767 20.0
n-Hexadecanoic ... 18.176 7.2 ng 275840 4 17.289 761528 20.0
5H-Dibenzo[a,d]... 18.211 3.1 ng 119520 4 17.289 761528 20.0
4H-Cyclopenta[d... 18.364 3.7 ng 141048 4 17.289 761528 20.0
11H-Benzo[a]flu... 20.197 2.9 ng 173456 5 21.543 1216010 20.0
1-Hexacosene 21.190 8.0 ng 484777 5 21.543 1216010 20.0
Cyclopenta(cd)p... 21.737 2.1 ng 129382 5 21.543 1216010 20.0
Benzo[e]pyrene 24.392 6.3 ng 281579 6 24.686 888721 20.0
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