LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BGO@55698.D

Acqg On : 18 Nov 2022 20:16
Operator : CG/JU

Sample : N5691-01

Misc :

ALS vial : 8 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-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55698.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.297 332 342 350 rVB 99713 154578 6.87% 1.014%
2 5.779 417 424 433 rBV 553133 884346 39.28% 5.801%
3 7.395 691 699 717 rVB 578079 1016055 45.13% 6.665%
4 8.247 837 844 851 rBV 114024 192454  8.55%  1.262%
5 9.422 1036 1044 1057 rVB 313957 576091 25.59% 3.779%
6 11.079 1318 1326 1331 rBV 169991 312667 13.89% 2.051%
7 11.126 1331 1334 1340 rVB 31131 49456  2.20% ©.324%
8 12.712 1599 1604 1609 rBV 14220 23738 1.05% 0.156%
9 13.494 1729 1737 1745 rVB 953586 1477215 65.61% 9.690%
10 14.193 1850 1856 1861 rBV2 14653 24691 1.10% 0.162%
11 14.869 1961 1971 1979 rVB 326425 529512 23.52% 3.473%
12 15.909 2142 2148 2155 rVB4 16510 32135 1.43% 0.211%
13 16.214 2191 2200 2207 rVB2 24253 44869 1.99% 0.294%
14 16.355 2217 2224 2234 rBV 915355 1500801 66.66%  9.845%
15 16.537 2248 2255 2259 rBV2 33418 55288 2.46% 0.363%
16 17.260 2374 2378 2386 rVB2 13792 27329 1.21% 179%
17 17.430 2404 2407 2414 rVB 16871 26033 1.16% 171%

18 17.612 2432 2438 2442 rBV 463035 694788 30.86%

Or MO
Ul
Ul
(<]
R

19 17.654 2442 2445 2452 rVB 187824 263090 11.68% 726%
20 17.742 2452 2460 2464 rBV 48711 86733 3.85% 569%
21 18.194 2533 2537 2542 rVB 21395 34060 1.51% ©.223%
22 18.482 2581 2586 2590 rBV 94445 157599 7.00%  1.034%
23 18.529 2590 2594 2600 rVV 91601 157418 6.99% 1.033%
24 18.611 2604 2608 2612 rVV2 15483 25574 1.14% 0.168%
25 18.670 2613 2618 2622 rVV2 70349 142447 6.33% ©0.934%
26 18.711 2622 2625 2630 rVB 59209 84637 3.76% ©.555%
27 18.864 2647 2651 2657 rVB4 22758 37634 1.67% 0.247%
28 18.970 2665 2669 2673 rBV 48777 67149 2.98% ©0.440%
29 19.017 2673 2677 2682 rVB6 21551 37936 1.68% 0.249%
30 19.216 2708 2711 2715 rVB4 20199 26700 1.19% 0.175%
31 19.269 2715 2720 2723 rW 29665 44879 1.99% ©0.294%
32 19.305 2723 2726 2730 rVB3 21291 29068 1.29% 0.191%
33 19.387 2735 2740 2745 rBV 73307 120143 5.34% ©.788%
34 19.440 2745 2749 2754 rBV5 22498 48782 2.17% ©.320%
35 19.528 2759 2764 2771 rBV4 36137 79784  3.54%  0.523%

36 19.651 2779 2785 2790 rBV 250829 376365 16.72%  2.469%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BGO@55698.D

Acqg On : 18 Nov 2022 20:16
Operator : CG/JU

Sample : N5691-01

Misc :

ALS vial : 8 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-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 19.710 2790 2795 2796 rBV3 17741 25870 1.15% 0.170%
38 19.739 2796 2800 2807 rVV3 55753 115639 5.14% ©.759%
39 20.016 2842 2847 2853 rVB 351354 518620 23.03% 3.402%
40 20.074 2854 2857 2863 rVB 31368 47766  2.12% ©.313%

41 20.198 2872 2878 2883 rBV 1732938 2251569 100.00% 14.769%

42 20.333 2895 2901 2908 rBV6 38975 96805 4.30% ©.635%
43 20.491 2920 2928 2933 rVB2 62668 150227 6.67% ©.985%
44 20.597 2943 2946 2950 rVB 29245 34341 1.53% 0.225%
45 20.656 2953 2956 2960 rVB 61917 72899 3.24% ©.478%
46 20.797 2976 2980 2984 rBV 57795 84926 3.77% ©.557%
47 20.844 2985 2988 2997 rVB2 54270 97377 4.32% 0.639%
48 21.273 3059 3061 3066 rVB 38814 52667 2.34%  ©.345%
49 21.514 3098 3102 3108 rBV 102592 179520 7.97% 1.178%
50 21.907 3161 3169 3174 rBV2 422543 939881 41.74% 6.165%
51 21.960 3174 3178 3190 rVB 172788 316049 14.04% 2.073%
52 24.234 3560 3565 3571 rBvV2 35447 93835 4.17% 0.616%

53 25.327 3742 3751 3761 rVB2 253512 724840 32.19%  4.755%

Sum of corrected areas: 15244875
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BG@55698.D

Acqg On : 18 Nov 2022 20:16
Operator : CG/JU

Sample : N5691-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055698.D\data.ms

1500000

1000000

5.779 7.395
500000
9.422

11.079

1%26 12.712

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

Time--> 350 400 450 500 550 6.00 650 700 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG055698.D\data.ms

k 5.297 8.247

20.198

1500000

10000001 13.494 16.355

21.907
500000
14.869
21.5142 960
Wu?
0 14.193 15.906.216.537 17160
B e L B e B B B e T e e e e B B B B A B B
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: BG055698.D\data.ms
1500000
1000000
500000

25.327

24.234

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\BG111822\
Data File : BG@55698.D

Acqg On : 18 Nov 2022 20:16
Operator : CG/JU

Sample : N5691-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 1
R.T. EstConc Area Relative to ISTD R.T.
5.297 16.06 ng 154578 1,4-Dichlorobenzene-d4 8.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 342 (5.297 min): BG055698.D\data.ms (-332) (-) m/z 43.00 100.00%
3.0
59.0
5000
101.0 T T T T T
5.00 5.20 5.40 5.60
SO Y-S ;
o+ttt e m/z 59.00 56.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 UL L B I L L I L
5.00 5.20 5.40 5.60
101.0 m/z 101.00 18.41%
31\'0 L | 83.0 |
O\\\’\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
R RAEma R
5.00 5.20 5.40 5.60
5000 41.0 m/z 58.00 14.68%
29.
‘ ‘ 87.0
obotso Ul LAl [
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime R ARSwEEEE
43.0 5.00 5.20 5.40 5.60
m/z 41.00 9.16%
5000
101.0
ol 120 310 | °80 700 86,0
R AL SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BG@55698.D

Acqg On : 18 Nov 2022 20:16

Operator : CG/JU

Sample : N5691-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 Phenanthrene, 1-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.482 4.54 ng 157599  Phenanthrene-di10 17.613
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 97
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 94
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 94
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 93

Abundance Scan 2586 (18.482 min): BG055698.D\data.ms (-2581) (- | m/z 192.10 100.00%
192.1
5000 M
18550
43.0 94.5 : .
9.0 128.9
o T N e A WS A 22112561 s 191,05 60.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 T
18.50
m/z 189.00  29.23%
165.0
5270 630 960 1300 | |
‘HH‘HH‘HH‘H\\‘HH‘\H\‘\H\‘\H\‘\\ \‘\H\‘\\H‘H\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67039: Phenanthrene, 2-methyl-
192.0
e
18.50
5000 m/z 190.00 15.77%
94.0 165.0
0 27.0 630 | M 13‘9({ h“ I HH
A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 AA
Abundance #67030: Anthracene, 1-methyl- e
192.0 18.50
m/z 193.00 14.59%
5000
165.0
0 27.0 63'0 96\'0 13‘9'0‘ h‘ i u“\ oo
A ma e e ARdRaaAamsansesas e PO
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\BG111822\
Data File : BG@55698.D

Acqg On : 18 Nov 2022 20:16
Operator : CG/JU

Sample : N5691-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 Phenanthrene, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.529 4.53 ng 157418  Phenanthrene-di10 17.613
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 94
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 93
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
Abundance Scan 2594 (18.529 min): BG055698.D\data.ms (-2590) (- | m/z 192.00 100.00%
192.0
5000 M
ot M e
63.0 ’ 163.0 :
Obrrr O30 L 1250 1030 | 2271 280 19100 63.04%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 L :
18.50
m/z 189.00  33.65%
5,270 630 9601560 1630 |
\H‘\\H‘HH‘HH’HH‘HH’HH‘HH‘HH‘H \‘HH’HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67038: Phenanthrene, 2-methyl-
192.0
RN \
18.50
5000 m/z 193.05 17.17%
oL 27.0 630 96.0 1260 163.0 |
LA ma TR e T L e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67029: Anthracene, 1-methyl- MN\”/‘\W”W‘ — ‘
192.0 18.50
m/z 190.00 14.62%
5000
82.0
oL 390 1150 163.0
! e Raaa AR =
m/z--> 20 40 60 80 100120140160180200220240260280 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BG@55698.D

Acqg On : 18 Nov 2022 20:16
Operator : CG/JU

Sample : N5691-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 Anthracene, 1-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.670 4.10 ng 142447  Phenanthrene-di10 17.613
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 89
2 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 78
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 64
4 8,9-Dihydrocyclopenta[def]phenan... 192 C15H12 027410-55-5 62
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 60

Abundance Scan 2618 (18.670 min): BG055698.D\data.ms (-2613) (- m/z 192.00 100.00%

192.0
5000
165.0

94.5 .
41.0 63.0 139.0 i 218.0 18 50 19.00 o
e Tl M PO T m/z 191,00 67.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67028:Anﬂnacene,14neﬂwk
5000
18 50 19 00
165.0 m/z 189.00  60.94%
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67041: Phenanthrene, 4-methyl-
192.0
18 50 19 00
5000 ITI/Z 190.00 47 .14%
95.0 165.0
0 63.0 I \‘\ il ‘ 125 0
proeepe e e e b TR e s
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67039: Phenanthrene, 2-methyl- = ey
192.0 18.50 19.00

m/z 165.00  19.87%

5000
165.0
39.0 63.0 M 116.0139.0

T amuh TV N |
miz—> 20 40 60 80 100 120 140 160 180 200 220 1850 19.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

: 18 Nov 2022 20:16
: CG/IU
: N5691-01

. 8

hod :
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

le

ry

Sample Multiplier: 1

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
BGO55698.D

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 Anthracene, 2-methyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
18.711 2.44 ng 84637  Phenanthrene-die 17.613
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 91
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 91
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 90

Abundance Scan 2625 (18.711 min): BG055698.D\data.ms (-2622) (- | m/z 192.00 100.00%
0

192.

—

5000
94.9 1850 19.00
650 | 126.0 164.0 . : ' '
o,H‘wHmvhHwcﬂwu‘_uw_mwfmm‘wwugﬁﬁﬁ_‘H_?gﬁr m/z 191.00  58.61%
miz--> 20 40 60 80 100120140160 180200220 240 260 280
Abundance #67043: Phenanthrene, 1-methyl-
190.0
5000 S —
18.50 19.00
95.0 m/z 193.00 15.11%
51280 63.0 126.0 1630

m/z--> 20 40 60 80 100120140160180200220240260280

=

Abundance #67023: Anthracene, 2-methyl-
192.0
v‘\f/\/WN\‘ ‘ T T ‘ T
18.50 19.00
5000 ITI/Z 164.95 13.23%
96.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67042: Phenanthrene, 4-methyl- —— 7
192.0 18.50 19.00
m/z 94.90 9.72%
5000
82.0
PN B A NG B o i
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\BG111822\
Data File : BG@55698.D

Acqg On : 18 Nov 2022 20:16
Operator : CG/JU

Sample : N5691-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 Phenanthrene, 2,5-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.387 3.46 ng 120143  Phenanthrene-di10 17.613
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 93
2 di-p-Tolylacetylene 206 C16H14 002789-88-0 93
3 9,10-Dimethylanthracene 206 CleH14 000781-43-1 91
4 3,4-Dimethylphenanthrene 206 CleH14 1000452-24-5 90
5 Phenanthrene, 2,7-dimethyl- 206 C16H14 001576-69-8 87
Abundance Scan 2740 (19.387 min): BG055698.D\data.ms (-2735) (- | m/z 206.10 100.00%
206.1
5000
1900 1950
57.0 1011 165.0 m : :
oL Ay \‘\ L uil hu\h s 1329 " oL uh u‘ ‘V " ‘ ‘2‘67"0‘ ‘ m/z 191.00 49 .00%
miz-> 50 100 150 200 250
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000 e ——
19.00 19.50
101.0 m/z 189.00  28.33%
' 165.0 ‘ m
0 \2\7\0\ \6\3.(\)‘\ “\Hh‘\ T “ \‘\‘”\ !‘ L B
miz--> 50 100 150 200 250
Abundance #82923: di-p-Tolylacetylene
206.0
IS AT S
19.00 19.50
5000 m/z 205.05 21.87%
ol 27.0 630 }030 165.0 | mu
e el ——
miz--> 50 100 150 200 250
Abundance #82932: 9,10-Dimethylanthracene prod, ——
206.0 19.00 19.50
m/z 207.00 16.13%
5000
89.0 m
01‘4-‘0“ ‘5]" g \\“ | \‘\\ o H" — ‘\\‘ \L‘ H‘H u — — —
m/z--> 50 100 150 200 250 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BG@55698.D

Acqg On : 18 Nov 2022 20:16
Operator : CG/JU

Sample : N5691-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 Cyclopenta(def)phenanthrenone Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
19.528 2.30 ng 79784  Phenanthrene-die 17.613
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 60
2 Pyrimidine, 4-chloro-6-(4-methyl... 204 C11H9CIN2 1000380-55-8 50
3 5,6,7,8-Tetrahydrothieno[2,3-b]q... 204 C11H12N2S 122914-50-5 47
4 Pyrimido[5,4-b]benzofurane, 4-ch... 204 C10H5CIN20 039876-88-5 43

5 2,4-Dichloro-3-ethyl-5-methylphe... 246 C11H12C1202 1000467-41-1 40

Abundance Scan 2764 (19.528 min): BG055698.D\data.ms (-2759) (- | m/z 204.00 100.00%
204.0

5000
176.0

=

T \
19.50

88.0
281.¢

234.1

0! m/z 206.05 46.97%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80568: Cyclopenta(def)phenanthrenone
204.0
5000 — :
176.0 19.50

m/z 176.00  34.36%

88.0
M”w””\”ﬂwh”ﬁ}%%gww”w”ww”wM‘w””w”‘w”w”
m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #79663: Pyrimidine, 4-chloro-6-(4-methylphenyl)-
204.0
WMAAM

o

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #79578: 5,6,7,8-Tetrahydrothieno[2,3-b]quinolin-4-amine P i
204.0 19.50
m/z 205.00 24.25%

5000
176.0
520 940 1350 H
0 Lt Lot v [ L

m/z--> 20 40 60 80 100120140160180200220240260280 19.50

19.50
5000 m/z 191.00 25.26%
169.0
91.0
140.0
R7.0, 63\\'0 h‘ , u“ I \‘\ ‘\
Ot et e e e e e e
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BG@55698.D

Acqg On : 18 Nov 2022 20:16
Operator : CG/JU

Sample : N5691-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.739 3.33 ng 115639  Phenanthrene-di10 17.613
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 83
2 9,10-Dimethylanthracene 206 CleH14 000781-43-1 55
3 Phenanthrene, 4,5-dimethyl- 206 CleH14 003674-69-9 46
4 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 42
5 Anthracene, 2-ethyl- 206 CleH14 ©052251-71-5 42
Abundance Scan 2800 (19.739 min): BG055698.D\data.ms (-2796) (- | m/z 43.00 100.00%
43.
206.0
5000 129.0
85.1
—— —
67.0 284.1 19.50 20.00
i ) 1o 355. 5
ob— bl BT e m/z 73.00 97.94%
miz--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
5000 — —
129.0 19.50 20.00
m/z 55.00 90.79%
29. 185.0 549 284.0
O' \H‘“‘“\““\“““ \\‘\\“\\\‘\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #82932: 9,10-Dimethylanthracene
206.0
—— —
19.50 20.00
5000 m/z 60.00 84.71%
89.0
5 ‘ 1650 ‘
01‘4”“‘\“@\“\‘\"u‘\u\\‘\L‘“‘u“‘H‘HH‘HH“
m/z--> 50 100 150 200 250 300 350
Abundance #82941: Phenanthrene, 4,5-dimethyl- —— —
191.0 19.50 20.00
m/z 57.00 82.74%
5000
101.0
30 7 1520 \ 0
O bbb e e e e e e
m/z--> 50 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BG@55698.D

Acqg On : 18 Nov 2022 20:16
Operator : CG/JU

Sample : N5691-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 Pyrene, 1l-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.333 2.06 ng 96805  Chrysene-d12 21.907
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 94
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 93
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 90
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 80
Abundance Scan 2901 (20.333 min): BG055698.D\data.ms (-2895) (- | m/z 216.10 100.00%
216.1
94.6 20‘06 ‘20‘50‘
570 | 163.0 ¥ : :
0° Mwu“?gfﬁ‘ “§?§ m/z 215.00 92.76%
miz--> 50 100 150 200 250 300 350
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 = CARS
20.00 20.50
95.0 m/z 213.00  23.24%
O\\\5\0‘.9\\\“““\\\\][-6\3\-0\“‘11\“\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #94576: 11H-Benzol[b]fluorene
216.0
= =
20.00 20.50
5000 m/z 217.00 16.53%
108.0
57.0 ‘ 163.0
e s
m/z--> 50 100 150 200 250 300 350
Abundance #94575: 11H-Benzo[a]fluorene e ——
216.0 20.00 20.50
m/z 189.00 11.65%
5000
108.0
0 63.0 | \ 1630,
L L L A o B B e e — —
m/z--> 50 100 150 200 250 300 350 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BG@55698.D

Acqg On : 18 Nov 2022 20:16
Operator : CG/JU

Sample : N5691-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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@ 11H-Benzo[b]fluorene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.491 3.20 ng 150227  Chrysene-di12 21.907
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 83
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 83
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 81
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 62
5 3-Trifluoromethylcinnamic acid 216 C1OH7F302 000779-89-5 59
Abundance Scan 2928 (20.491 min): BG055698.D\data.ms (-2920) (- | m/z 216.00 100.00%
216.0
94.5 éO‘Sd
43.0 : 187.0 ‘ -
Ot i L 2420 1500 ] 2450 L ais.00  86.88%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #94572: 11H-Benzol[b]fluorene
216.0
5000 U
20.50
m/z 213.00  22.17%
107.0
0,280 630 )" 1390 1870 H‘
\H‘\H\‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘HH‘H\ ’HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #94565: Pyrene, 1-methyl-
216.0
=
20.50
5000 m/z 217.10 14 .04%
95.0
0l.270 630 | 1500 1870 |
R R ARARsaR s S o S R
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #94578: Fluoranthene, 2-methyl- —
216.0 20.50
m/z 94.50 9.66%
5000
108.0
0 ‘\63\'0 | “ \‘\ 150.0 1850‘ h“
P e e e e e
m/z--> 20 40 60 80 100120140160180200220240260 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BG@55698.D

Acqg On : 18 Nov 2022 20:16

Operator : CG/JU

Sample : N5691-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 11 Pyrene, 2-methyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
20.844 2.07 ng 97377  Chrysene-d12 21.907
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 95
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 94
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 94
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 90
5 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 87

Abundance Scan 2988 (20.844 min): BG055698.D\data.ms (-2985) (- | m/z 216.10 100.00%
216.1
94.6 T A
20.50 21.00
55.0 148.0 M ‘
0L b 28O L L 2TLT 34005 1s 00 80.78%
miz-> 50 100 150 200 250 300
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 = .
20.50 21.00
95.0 m/z 213.00 20.57%
01\4.\0\\50‘-9\\\““H\\\\]‘-6\3\.0\“‘11\“\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250 300
Abundance #94567: Pyrene, 2-methyl-
216.0
— ——
20.50 21.00
m/z 217.10  19.83%
5000 95.0
0 53.0 L ‘ 1 ‘H 163.0 h‘ L \H
A At B e B BLA e o
miz--> 50 100 150 200 250 300
Abundance #94573: 11H-Benzo[a]fluorene — —
216.0 20.50 21.00
m/z 94.60 15.77%
. \'MMM
107.0
27.0 630 | | 163.0 \\‘
e — ——
m/z--> 50 100 150 200 250 300 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BG@55698.D

Acqg On : 18 Nov 2022 20:16
Operator : CG/JU

Sample : N5691-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.514 3.82 ng 179520  Chrysene-di12 21.907
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 94
2 Cyclohexadecane 224 C16H32 000295-65-8 93
3 Pentadecafluorooctanoic acid, he... 638 C24H33F1502 1000406-04-6 87
4 1-Octadecene 252 C18H36 000112-88-9 70
5 1-Hexadecanol, 2-methyl- 256 C17H360 002490-48-4 66
Abundance Scan 3102 (21.514 min): BG055698.D\data.ms (-3098) (- | m/z 57.00 100.00%
57.0 228.0
5000
T \
%5-0 011 21.50
0‘H‘Nwmu_ﬁwﬁwmpw#wwuVGH‘HH‘HH‘H‘WH‘WH‘W‘H‘ m/z 43.00 87.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0
5000 —— :
21.50
50 m/z 228.00  85.99%
L ‘ { ﬁ " 196.0
O‘\1\\\\‘\\H‘\\\I\J\l‘“\\\\\\‘\\l\\‘\\\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #104594: Cyclohexadecane
55.0
T \
21.50
5000 m/z 55.00 79.88%
5.0
| h 2210
ol et e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347828: Pentadecafluorooctanoic acid, hexadecyl ester T ‘
57.0 21.50
m/z 83.05 58.48%
5000
5.0 2240
o bbb bbb s 620 -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BGO@55698.D

Acqg On : 18 Nov 2022 20:16
Operator : CG/JU

Sample : N5691-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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-... 5.297 16.1 ng 154578 1  8.247 192454 20.0
Phenanthrene, 1... 18.482 4.5 ng 157599 4 17.613 694788 20.0
Phenanthrene, 2... 18.529 4.5 ng 157418 4 17.613 694788 20.0
Anthracene, 1-m... 18.670 4.1 ng 142447 4 17.613 694788 20.0
Anthracene, 2-m... 18.711 2.4 ng 84637 4 17.613 694788 20.0
Phenanthrene, 2... 19.387 3.5 ng 120143 4 17.613 694788 20.0
Cyclopenta(def)... 19.528 2.3 ng 79784 4 17.613 694788 20.0
Octadecanoic acid 19.739 3.3 ng 115639 4 17.613 694788 20.0
Pyrene, 1-methyl-  20.333 2.1 ng 96805 5 21.907 939881 20.0
11H-Benzo[b]flu... 20.491 3.2 ng 150227 5 21.907 939881 20.0
Pyrene, 2-methyl- 20.844 2.1 ng 97377 5 21.907 939881 20.0
Ethanol, 2-(tet... 21.514 3.8 ng 179520 5 21.907 939881 20.0
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