LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42123\
Data File : BM@39564.D

Acqg On : 21 Apr 2023 22:52

Operator : CG/JU

Sample : 02416-01 :
Misc : NATIONAL-GRID-COMP

ALS Vvial : 12 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 M\Methods\8270-BM041723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@39564.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.301 210 215 222 rBV 112142 155442  2.18% 0.293%
2 4.913 313 319 329 rBV 249815 359265 5.03% 0.677%
3 5.384 393 399 424 rBV 2243618 3480483 48.76% 6.563%
4 5.795 464 469 479 rBV 41094 88680 1.24% 0.167%
5 7.001 664 674 695 rBV 2252611 3972047 55.65% 7.490%

6 7.472 749 754 764 rBV3 42797 93645 1.31% 0.177%
7 7.813 806 812 823 rBV 615750 1039488 14.56% 1.960%
8 8.360 899 905 916 rBV 50307 106722 1.50% ©0.201%
9 8.989 1004 1012 1027 rBV 1427740 2533302 35.49% 4.777%
10 10.624 1279 1290 1296 rBV 811420 1456346 20.40% 2.746%
11 10.672 1296 1298 1306 rVB 67626 108372 1.52% ©.204%
12 12.295 1567 1574 1581 rBV2 69556 139512 1.95% 0.263%
13 12.513 1601 1611 1620 rVB 63074 122851 1.72% 0.232%
14 13.095 1703 1710 1729 rBV 3809344 5651347 79.17% 10.657%
15 13.795 1823 1829 1834 rBV 60590 106172 1.49% ©.200%
16 13.848 1834 1838 1847 rVB2 38088 72574  1.02% 137%

17 14.195 1892 1897 1909 rBV 140836 241753 3.39%
18 14.471 1934 1944 1951 rBV 1231467 1886915 26.44%
19 14.536 1951 1955 1965 rVB2 50717 104974  1.47%
20 15.524 2118 2123 2135 rVB2 98740 179035 2.51%
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21 15.836 2169 2176 2189 rBV 561832 854339 11.97%
22 15.965 2190 2198 2211 rBV 1845019 2823974 39.56%
23 16.201 2231 2238 2249 rVB5 59777 167725 2.35%
24 16.401 2267 2272 2283 rBV 94660 137818 1.93%

w oo u ek
w
=
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S

25 17.224 2406 2412 2416 rBV 1416199 2035601 28.52% 838%
26 17.265 2416 2419 2424 rVV 838701 1194643 16.74%  2.253%
27 17.312 2424 2427 2430 rVV 115746 145930 2.04% 0.275%
28 17.359 2431 2435 2440 rVV 170974 256226  3.59% 0.483%
29 18.106 2557 2562 2563 rBV 201062 266979 3.74%  0.503%
30 18.153 2567 2570 2575 rVB 258687 375088 5.25% ©.707%
31 18.236 2581 2584 2589 rVB 65352 83240 1.17% 0.157%
32 18.300 2589 2595 2598 rvwv2 223730 415539 5.82% 0.784%
33 18.336 2599 2601 2610 rVB 145547 187524  2.63%  0.354%
34 18.412 2611 2614 2619 rBV2 53674 77322 1.08% 0.146%
35 18.606 2643 2647 2651 rBV 97605 136851 1.92% ©.258%

36 19.024 2714 2718 2724 rBV2 134156 250612 3.51% ©0.473%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42123\
Data File : BM@39564.D

Acqg On : 21 Apr 2023 22:52

Operator : CG/JU

Sample : 02416-01 :
Misc : NATIONAL-GRID-COMP

ALS Vvial : 12 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 M\Methods\8270-BM041723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 19.289 2758 2763 2769 rBV 1198718 1594011 22.33%  3.006%
38 19.653 2816 2825 2834 rBV 1278587 2108508 29.54% .976%
39 19.853 2854 2859 2869 rVB 5622604 7137908 100.00% 13.460%

w

40 20.147 2907 2909 2915 rVB2 280799 396664 5.56% ©.748%
41 20.247 2923 2926 2930 rVB 162975 189731 2.66% ©.358%
42 20.306 2933 2936 2940 rVB 177904 220669 3.09% 0.416%
43 20.447 2957 2960 2964 rBV 130284 166388 2.33% 0.314%
44  20.494 2965 2968 2973 rVW 129615 177183 2.48% ©.334%
45 21.141 3073 3078 3085 rVB4 285017 577969 8.10% 1.090%
46 21.324 3107 3109 3113 rVB 214573 213392 2.99% 0.402%
47 21.418 3118 3125 3129 rVV2 1899147 3492166 48.92% 6.585%
48 21.453 3129 3131 3140 rVB 752449 922341 12.92% 1.739%
49 23.059 3398 3404 3409 rBV2 526597 1321298 18.51% 2.492%
50 23.571 3488 3491 3498 rVB 374702 583410 8.17% 1.100%
51 23.777 3521 3526 3532 rBV2 979976 1746492 24.47%  3.293%

52 24.353 3620 3624 3635 rVB2 415137 874697 12.25% 1.649%

Sum of corrected areas: 53031163
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42123\
Data File : BM@39564.D

Acqg On : 21 Apr 2023 22:52

Operator : CG/JU

Sample : 02416-01 :
Misc : NATIONAL-GRID-COMP

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@41723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM039564.D\data.ms

5000000
4000000

3000000

5.384 7.001
2000000
8.989

1000000 7813 10.624

4.913
o 4.301 1 5.795 7472 K 8.360 101672
L ‘ L ‘ L ‘ T TrT ‘ T T T ‘ T T ‘ T T 17T ‘ T T 17T ’ T T ‘ T T T T T T T ‘ T T T T T T T ‘ T T 1T ’ T T T ’ T T ‘ T T T

Time--> 350 400 450 500 550 6.00 650 700 7.50 800 8.50 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM039564.D\data.ms

19.853

5000000
4000000 13.095
3000000
2000000 15.965

17.224 9.653
14.471 19.286
1000000 17]265

12.295513 1579484194536~ 155 524 16 261401 s ;

Time--> 12.00 1250 13.00 13.50 14.00 14.50 1500 1550 1600 1650 1700 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM039564.D\data.ms

5000000

4000000

3000000

21.418

2000000 23777

23.571 24.353
1000000

0\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42123\
Data File : BM@39564.D

Acqg On : 21 Apr 2023 22:52

Operator : CG/JU

Sample : 02416-01 :
Misc NATIONAL-GRID-COMP

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@41723.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 3-Penten-2-one, 4-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4.301 2.99 ng 155442  1,4-Dichlorobenzene-d4 7.813

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 80
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 72

Abundance Scan 215 (4.301 min): BM039564.D\data.ms (-210) (-) m/z 82.95 100.00%

556.0 83.0
5000

| 4.00 4.20 4.40 4.60
el L 1828 1928y, 55,00 88.99%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3646: 3-Penten-2-one, 4-methyl-

5.0 83.0

5000 T T e
29.0 4.00 4.20 4.40 4.60

m/z 43.00 39.09%

‘ H‘\ H‘ L
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3553: 3-Hexen-2-one
55.0

83.0 A AR AR AR
29.0 4.00 4.20 4.40 4.60
5000 m/z 98.00  36.22%
AANNRARARSESNuARSSRAASERNAS AR ARS
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3811: 2-Pentene, 3,4-dimethyl-, (E)- A RREEE R RS
55.0 83.0 4.00 4.20 4.40 4.60

m/z 39.00 30.22%

5000
27.0
M H ‘ ‘ H\ Wl

m/z--> 20 40 60 80 100 120 140 160 180 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42123\
Data File : BM@39564.D

Acqg On : 21 Apr 2023 22:52

Operator : CG/JU

Sample : 02416-01 :
Misc NATIONAL-GRID-COMP

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@41723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.913 6.91 ng 359265 1,4-Dichlorobenzene-d4 7.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 319 (4.913 min): BM039564.D\data.ms (-313) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.0 RS REEE R N RAERRES
‘ 83.0 4.60 4.80 5.00 5.20
e et S 1980 /2 59,00 57.30%
m/z--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L R R R R
4.60 4.80 5.00 5.20
101.0 m/z 101.00  20.65%
2?7\0 1 m‘ 83\'0 \‘
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
e ERARRmRESE RS
4.60 4.80 5.00 5.20
5000 41.0 ITI/Z 58.00 14.22%
S I Y T2
m/z--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate P T
43.0 4.60 4.80 5.00 5.20
m/z 41.00 8.70%
5000
15.0 720 100.0
11 |
-ttt A
mlz--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42123\
Data File : BM@39564.D

Acqg On : 21 Apr 2023 22:52

Operator : CG/JU

Sample : 02416-01 :
Misc NATIONAL-GRID-COMP

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@41723.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 1-Propyne, 3-phenyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.360 2.05 ng 106722 1,4-Dichlorobenzene-d4 7.813

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propyne, 3-phenyl- 116 CSH8 010147-11-2 97
2 Indene 116 C9H8 000095-13-6 94
3 Benzene, 1-propynyl- 116 C9H8 000673-32-5 91
4 3-Methylphenylacetylene 116 CO9H8 000766-82-5 91
5 Benzene, 1l-ethynyl-4-methyl- 116 CSH8 000766-97-2 91

Abundance Scan 905 (8.360 min): BM039564.D\data.ms (-899) (-) m/z 115.00 100.00%

115.0
5000

0 63.0 89.0 8.00 8.20 8.40 8.60

\H‘\H“M\WMW\M‘NW\‘MNM\\H‘\H\M\\w\\H‘H??R? m/Z 116.00 90.37%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9545: 1-Propyne, 3-phenyl-
115.0

5000 L B LI B IO BN B
8.00 8.20 8.40 8.60
89.0 m/z 89.00 14.88%
1020
Ll ul
\\\‘\\\\’\\1\‘1\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9543: Indene
116.0
[

8.00 8.20 8.40 8.60
5000 m/z 62.95 13.04%

39.0 63‘-0 89.0 |
R TR ¥ m‘ i
rrrrie el e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9546: Benzene, 1-propynyl-

115.0 8.00 8.20 8.40 8.60
m/z 117.00 9.06%

5000
63.0 89.0 W\M

m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42123\
Data File : BM@39564.D

Acqg On : 21 Apr 2023 22:52

Operator : CG/JU

Sample : 02416-01 :
Misc NATIONAL-GRID-COMP

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@41723.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 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.836 9.06 ng 854339  Acenaphthene-di10 14.471
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 N-Methoxy-N-methylbenzamide 165 CSH11NO2 006919-61-5 58
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 52
4 2-Phenyl-4-ethylidene-2-oxazolin... 187 C11H9NO2 037791-41-6 50
5 acetic acid, 2-bromo-, 2-oxo-2-p... 256 C1OH9BroO3 1000401-50-0 50
Abundance Scan 2176 (15.836 min): BM039564.D\data.ms (-2169) (- | m/z 104.95 100.00%
105.0
77.0
5000 182.0
51.0
— ——
15.50 16.00
152.0
bl 1 1268 0672089 sz 76,95 69.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 — =
15.50 16.00
510 m/z 182.00  47.56%
\\\‘2\7‘\'(\)\‘\\‘\\‘\\\“}“ \\\\‘\‘\\\1‘2\\7'\0\‘1\\\;)}2\.‘0\\\\‘H\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40879: N-Methoxy-N-methylbenzamide
105.0
= =
77.0 15.50 16.00
5000 m/z 50.95 27.33%
51.0
28.0 | 4 | 134.0 1650
e e e e e e e
mlz--> 20 40 60 80 100 120 140 160 180 200
Abundance #30107: Benzenecarbothioic acid, S-methyl ester == =
105.0 15.50 16.00
m/z 50.00 9.24%
77.0
5000
51.0
| | 152.0
h I ull ‘
A e e B B e e o e
mlz--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42123\
Data File : BM@39564.D

Acqg On : 21 Apr 2023 22:52

Operator : CG/JU

Sample : 02416-01 :
Misc NATIONAL-GRID-COMP

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@41723.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 Phenanthrene, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.106 2.62 ng 266979  Phenanthrene-die 17.224
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 97
2 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 97
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 97
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 94

Abundance Scan 2562 (18.106 min): BM039564.D\data.ms (-2557) (- | m/z 192.00 100.00%

192.0
5000
1800  18.50
82.3 . :
43.0 1150 163.0 221.2 254.0283.( .
o,‘HWH‘WHHNHH_‘H_H‘_Hw%uwnﬂw‘HWH‘WHH,HH,H‘ m/z 191.00  57.41%
miz—-> 20 40 60 80 100120140 160180200220 240260280
Abundance #67038: Phenanthrene, 2-methyl-
192.0
5000 e, —=

18.00 18.50
m/z 189.00  30.49%

270 630 960 1260 163.0 ||

m/z--> 20 40 60 80 100120140 160180200220240260280

Abundance #67054: 1H-Cyclopropal[llphenanthrene,1a,9b-dihydro-
192.0

o

T
18.00 18.50
5000 m/z 193.05 17.47%

270 630 960 4560 163.0

m/z--> 20 40 60 80 1 00120140160 180200220240260280

Abundance #67035: Phenanthrene, 1-methyl-
192.0 18.00 18.50

m/z 190.00  14.98%

%

5000

27.0 63.0 96.0 1260 16:%0 H

m/z--> 20 40 60 80 100120140160 180200220240260280 18.00 18.50

——
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42123\
Data File : BM@39564.D

Acqg On : 21 Apr 2023 22:52

Operator : CG/JU

Sample : 02416-01 :
Misc : NATIONAL-GRID-COMP

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@41723.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 Anthracene, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.153 3.69 ng 375088  Phenanthrene-d10 17.224
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 97
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 97
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 95
4 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 94
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93

Abundance Scan 2570 (18.153 min): BM039564.D\data.ms (-2567) (- | m/z 192.00 100.00%

192.0
5000

— =
18.00 18.50

500 % 11001520 | 23522649
L T I m/z 191.80  58.35%
miz--> 50 100 150 200 250
Abundance #67024: Anthracene, 2-methyl- JW\/VL
192.0

5000 — —

18.00 18.50
m/z 189.00  30.38%

39.0 “S%OH 139.0 | | h
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 #67039: Phenanthrene, 2-methyl-
192.0

—T ==
18.00 18.50

5000 m/z 190.00 15.51%
94.0
27.0 630\ M 152 I MH
A s
m/z--> 50 100 150 200 250
Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro- — T
192.0 18.00 18.50

m/z 193.00  15.13%

B JUL\)\/L
270 630 90 1390 | |

— —
m/z--> 50 100 150 200 250 18.00 18.50

8270-BM@41723.M Mon Apr 24 05:12:47 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42123\
Data File : BM@39564.D

Acqg On : 21 Apr 2023 22:52

Operator : CG/JU

Sample : 02416-01 :
Misc : NATIONAL-GRID-COMP

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@41723.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.301 4.08 ng 415539  Phenanthrene-d10 17.224
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 58
2 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 35
3 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 18
4 Propyne, 1,3-diphenyl- 192 C15H12 004980-70-5 18
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 15

Abundance Scan 2595 (18.300 min): BM039564.D\data.ms (-2589) (- | m/z 189.00 100.00%
189.0
- MLA
1800 1850
24322721 m/z 190.00  97.39%
miz--> 20 40 60 80 100120140160 180200220240260280
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 — e
94.0 18.00 18.50
’ m/z 192.00  55.55%
\’3\\1\9\\\6\?\9\“\\\H\‘\\1\\2‘2\\(\)\‘\\1\\6‘1\\0\\‘\‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #67034: Phenanthrene, 4-methyl-
192.0
— —
18.00 18.50
5000 m/z 191.00  44.87%
270 63.0 \f 12301524 o
e e e e e e e
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #67048: 5H-Dibenzo[a,d]cycloheptene = —
192.0 18.00 18.50
m/z 94.50  29.35%
h mm
28.0 63.0 9.0 126.0 163?0 ‘
WH‘WHH‘HHM‘HMH‘_HW‘HWH“H“HHM‘HMH‘_HW‘H P P
miz--> 20 40 60 80 100120140160 180200220240260280 18.00 18.50

8270-BM@41723.M Mon Apr 24 05:12:47 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42123\
Data File : BM@39564.D

Acqg On : 21 Apr 2023 22:52

Operator : CG/JU

Sample : 02416-01 :
Misc NATIONAL-GRID-COMP

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@41723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Phenanthrene, 2,5-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.024 2.46 ng 250612  Phenanthrene-die 17.224
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 93
2 9,10-Dimethylanthracene 206 C1l6H14 000781-43-1 91
3 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 91
4 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 87
5 Anthracene, 1,4-dimethyl- 206 C16H14 000781-92-0 86
Abundance Scan 2718 (19.024 min): BM039564.D\data.ms (-2714) (- | m/z 206.10 100.00%
206.1
89.0 5956 |
: 165.0 .
41.0 '
e A 1270, 0 J \‘h‘ 2681 3864 /7 191.00  48.72%
m/z--> 50 100 150 200 250 300 350
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000 —— ‘
19.00
101.0 m/z 189.00  28.51%
' 165.0‘
\\\\??lgw“r“ih‘\\\\“\\”\!“‘h\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #82934: 9,10-Dimethylanthracene
206.0
T \
19.00
5000 m/z 205.05  24.08%
51.0 890 127.01%50 |
\\\\“\‘\m\”\““\\‘\\“\‘\“\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #82953: Phenanthrene, 3,6-dimethyl- —
206.0 19.00
m/z 207.00  15.95%
5000 W/WJ\W
102.0
5o 0 [ wsol| -
miz--> 50 100 150 200 250 300 350 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42123\
Data File : BM@39564.D

Acqg On : 21 Apr 2023 22:52

Operator : CG/JU

Sample : 02416-01 :
Misc : NATIONAL-GRID-COMP

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@41723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 11H-Benzo[b]fluorene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.147 2.27 ng 396664 Chrysene-d12 21.418
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 76
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 74
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 68
4 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 59
5 Allopregnane-3.alpha.,20.alpha.-... 320 C21H3602 000566-58-5 50

Abundance Scan 2909 (20.147 min): BM039564.D\data.ms (-2907) (- | m/z 216.00 100.00%

216.0
5000
107.5

= —
20.00 20.50

57.0 ‘
gl 1630, | 2810 3874 4290 . 516 6p  g4.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94574: 11H-Benzo[b]fluorene
216.0
108.0

5000 = S

20.00 20.50
m/z 107.50  30.79%

TTT \Tﬁ.\?\‘“\‘l‘ \‘\ T \1‘6\“?’\.(\)“\ ‘ \‘ L ‘ L ‘ L ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #94565: Pyrene, 1-methyl-
216.0

= —
20.00 20.50

5000 m/z 106.70 24.83%
95.0
500 || 163.0] |
R B B e I o I B B
m/z--> 50 100 150 200 250 300 350 400 w
Abundance #94575: 11H-Benzola]fluorene e 7
216.0 20.00 20.50

m/z 213.00  20.89%

5000
108.0
620 | 1630

= —
m/z--> 50 100 150 200 250 300 350 400 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42123\
Data File : BM@39564.D

Acqg On : 21 Apr 2023 22:52

Operator : CG/JU

Sample : 02416-01 :
Misc NATIONAL-GRID-COMP

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@41723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Cyclohexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.142 3.31 ng 577969  Chrysene-d12 21.418
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 96
2 1-Hexadecanol 242 C16H340 036653-82-4 46
3 Cyclotetracosane 336 C24H48 000297-03-0 46
4 Behenic alcohol 326 C22H460 000661-19-8 38
5 7-Hexadecene, (Z)- 224 C16H32 035507-09-6 35

Abundance Scan 3078 (21.141 min): BM039564.D\data.ms (-3073) (- | m/z 226.00 100.00%

226.0
83.0
5000
P

} M\ ‘ 21.00 21.50
u I

13 |
“3‘5‘;?‘ “ ey, 2820 3430 4300 . g3 5 56.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104594: Cyclohexadecane
55.0
5000 T T T T T
111.0 21.00 21.50

m/z 55.00 56.24%

} || 1670 2240
\\‘\{‘\\ \ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #126369: 1-Hexadecano

55.0
—— —
21.00 21.50
5000 ITI/Z 97.00 52.64%
111.0
L1980
m/z--> 50 100 150 200 250 300 350 400
Abundance #244233: Cyclotetracosane — —
83.0 21.00 21.50
m/z 69.10 50.86%
5000 336.0 KNAWMMVWN/\\MANWWWNV
29. ‘ 1‘390
S ese, 2o, | S
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42123\
Data File : BM@39564.D

Acqg On : 21 Apr 2023 22:52

Operator : CG/JU

Sample : 02416-01 :
Misc NATIONAL-GRID-COMP

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@41723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.571 6.68 ng 583410 Perylene-d12 23.777
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[a]pyrene 252 C20H12 000050-32-8 96
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 95
5 Perylene 252 C20H12 000198-55-0 90
Abundance Scan 3491 (23.571 min): BM039564.D\data.ms (-3488) (- | m/z 252.10 100.00%
252.1
w /\J\J
7 T
12f'° 23.50
ol o7yl 1870, U 356.1416.1475.0 549. ., 750.00  28.35%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138554: Benzole]pyrene
252.0
5000 = ‘
23.50
m/z 253.10 20.58%
125.0
\\6‘:\3.\9\‘\1‘\”\\‘\1\8\7\.‘0\\“\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138563: Benzo[k]fluoranthene
252.0
T \
23.50
5000 ITI/Z 125.00 15.36%
126.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138555: Benzo[a]pyrene —
252.0 23.50
m/z 126.00 10.74%
5000
126.0
?30 NA \1819‘ ‘ SARARSARSISRABARARAY
ST e e e F
mlz--> 50 100 150 200 250 300 350 400 450 500 550 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42123\
Data File : BM@39564.D

Acqg On : 21 Apr 2023 22:52

Operator : CG/JU

Sample : 02416-01 :
Misc NATIONAL-GRID-COMP

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@41723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Nonadecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24.353 10.02 ng 874697  Perylene-di2 23.777
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 96
2 Octacosane 394 (C28H58 000630-02-4 90
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 89
4 Docosane, 11-butyl- 366 C26H54 013475-76-8 89
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 3624 (24.353 min): BM039564.D\data.ms (-3620) (- | m/z 57.10 100.00%

57.1
5000
— —
" r 72661 24.00 24.50
o‘u‘u“‘ Hwﬁuuhwu‘uﬂm“347ﬁ?ﬁ979‘_499?§4%” m/z 71.10  75.20%
miz-—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158600: Nonadecane
57.0
5000 . —
24.00 24.50
m/z 43.10 60.40%
J‘ || [127-0 197.0 268.0

N N L AN R R L R U B RN R B

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #298427: Octacosane
57.0

-

— —
24.00 24.50
5000 m/z 85.10  55.98%

\‘ |1 1270 197.0 2810  394.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

%

Abundance #132769: 2-Bromo dodecane
57.0 24.00 24.50
m/z 55.00 21.27%
. MJM
1690
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.00 24.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42123\
Data File : BM@39564.D

Acqg On : 21 Apr 2023 22:52

Operator : CG/JU

Sample : 02416-01 :
Misc : NATIONAL-GRID-COMP

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@41723.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|
3-Penten-2-one,... 4.301 3.0 ng 155442 1  7.813 1039490 20.0
2-Pentanone, 4-... 4.913 6.9 ng 359265 1  7.813 1039490 20.0
1-Propyne, 3-ph... 8.360 2.0 ng 106722 1 7.813 1039490 20.0
Benzophenone 15.836 9.1 ng 854339 3 14.471 1886920 20.0
Phenanthrene, 2... 18.106 2.6 ng 266979 4 17.224 2035600 20.0
Anthracene, 2-m... 18.153 3.7 ng 375088 4 17.224 2035600 20.0
4H-Cyclopenta[d... 18.301 4.1 ng 415539 4 17.224 2035600 20.0
Phenanthrene, 2... 19.024 2.5 ng 250612 4 17.224 2035600 20.0
11H-Benzo[b]flu... 20.147 2.3 ng 396664 5 21.418 3492170 20.0
Cyclohexadecane 21.142 3.3 ng 577969 5 21.418 3492170 20.0
Benzo[e]pyrene 23.571 6.7 ng 583410 6 23.777 1746490 20.0
Nonadecane 24.353 10.0 ng 874697 6 23.777 1746490 20.0
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