LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111721\
Data File : BG051093.D

Acqg On : 17 Nov 2021 15:37
Operator : CG/JU

Sample : M4680-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG111321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO51093.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.287 300 306 316 rVB 112846 175647 7.67%  ©.988%
2 5.763 380 387 395 rBvV 793778 1306900 57.10% 7.354%
3 7.379 651 662 678 rBV 828598 1481269 64.72% 8.336%
4 8.225 799 806 820 rBV 128708 220904  9.65%  1.243%
5 9.400 997 1006 1017 rBV 509232 937121 40.95% 5.274%
6 10.799 1235 1244 1255 rBV 24931 52922 2.31% 0.298%
7 11.051 1278 1287 1293 rBV 186955 349358 15.27%  1.966%
8 11.104 1293 1296 1302 rVB 26932 41641 1.82% 0.234%
9 12.690 1560 1566 1573 rVB2 14742 23541 1.03% 0.132%

10 13.472 1692 1699 1709 rBV 1216543 1926057 84.16% 10.839%

11 14.853 1923 1934 1940 rBV 313157 488880 21.36% 2.751%
12 14.917 1940 1945 1953 rVB 36481 57663 2.52% 0.324%
13 15.246 1995 2001 2008 rVB 28893 48818 2.13% 0.275%
14 15.893 2105 2111 2121 rVB2 46087 80606  3.52% 0.454%
15 16.339 2180 2187 2198 rBV 912553 1443033 63.05% 8.120%
16 17.320 2349 2354 2359 rBV6 17559 35576  1.55% 200%
17 17.420 2366 2371 2377 rVB 22729 38439 1.68% 216%

18 17.602 2395 2402 2405 rBV 347243 559070 24.43%

OwWwooe
=
N
o))
R

19 17.643 2405 2409 2415 rVV 368858 554971 24.25% 123%
20 17.732 2415 2424 2430 rVV 89373 169990  7.43% 957%
21 18.002 2463 2470 2476 rBV 46977 81476 3.56% ©.458%
22 18.472 2542 2550 2554 rBV2 55779 121514 5.31% 0.684%
23 18.519 2554 2558 2564 rVB 69052 108878 4.76% 0.613%
24 18.601 2567 2572 2576 rVB 30176 46785 2.04% ©0.263%
25 18.672 2577 2584 2587 rBV2 66668 135635 5.93% ©.763%
26 18.701 2587 2589 2594 rVB2 31187 36799 1.61% 0.207%
27 18.960 2629 2633 2637 rBV 35462 48870 2.14%  ©.275%
28 19.012 2637 2642 2647 rBV 26290 37225 1.63% ©.209%
29 19.371 2698 2703 2709 rBV 31807 66148 2.89% 0.372%
30 19.524 2724 2729 2734 rBv4 23353 42378 1.85% 0.238%

31 19.641 2743 2749 2755 rBV 505086 743277 32.48%
32 19.970 2800 2805 2807 rBV2 81588 135095 5.90%
33 20.005 2807 2811 2818 rVV 409125 605749 26.47%
34 20.064 2818 2821 2828 rVB2 31087 52973 2.31%
35 20.188 2836 2842 2848 rBV 1725815 2288610 100.00% 12.
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36 20.329 2860 2866 2871 rVB3 32754 70052  3.06%  0.394%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111721\
Data File : BG051093.D

Acqg On : 17 Nov 2021 15:37
Operator : CG/JU

Sample : M4680-03

Misc

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG111321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 20.458 2882 2888 2890 rBV6 33303 67606  2.95% ©.380%
38 20.487 2890 2893 2899 rVB 69429 102511 4.48% 0.577%
39 20.587 2906 2910 2914 rBV 53472 80177 3.50% 0.451%
40 21.269 3023 3026 3032 rVB 37370 57094  2.49% 0.321%
41 21.498 3061 3065 3071 rVB4 69356 140495 6.14% 0.791%
42 21.891 3125 3132 3138 rBV3 341587 886639 38.74%  4.989%
43 21.950 3138 3142 3148 rVB 176653 297655 13.01% 1.675%
44 24.224 3522 3529 3548 rVB2 121409 584264 25.53%  3.288%
45 24.994 3656 3660 3676 rVB2 69651 202938 8.87% 1.142%
46 25.152 3680 3687 3699 rVB2 106780 323128 14.12%  1.818%

47 25.317 3707 3715 3724 rVB3 143018 413984 18.09%  2.330%

Sum of corrected areas: 17770361
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111721\
Data File : BG@51093.D

Acqg On : 17 Nov 2021 15:37
Operator : CG/JU

Sample : M4680-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG051093.D\data.ms

1600000
1400000
1200000
1000000
800000 5.763 7379
600000 9.400
400000

11.051
10.799}1}04 12.690

200000 5.287 8.225

O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

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 13.00

Abundance TIC: BG051093.D\data.ms
20.188

1600000
1400000
13.472
1200000

1000000 16.339
800000
600000 19.641

400000 14.853

200000

14\915.246 15§93

R ol LS S R e SR a s = == e

Time--> 13.50 14.00 14.50 15.00 1550 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: BG051093.D\data.ms

1600000
1400000
1200000
1000000
800000
600000
400000

17
200000 24224, 28

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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111721\
Data File : BG@51093.D

Acqg On : 17 Nov 2021 15:37
Operator : CG/JU

Sample : M4680-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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.
5.287 15.90 ng 175647 1,4-Dichlorobenzene-d4 8.225

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 306 (5.287 min): BG051093.D\data.ms (-300) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 A RRasan RS
‘ 83.0 5.00 5.20 5.40 5.60
ol e m/z 59.60 56.61%
miz-> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B I L L LR
59.0 5.00 5.20 5.40 5.60
m/z 101.10 20.52%
15.0 101.0
‘ Wl | 83.0 | ‘
O\\\\‘\\\\‘{\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #4528: 2,3-Butanedione, monooxime
43.0
A RARRERAREE
5.00 5.20 5.40 5.60
5000 m/z 58.00 14.53%
101.0
ol 130 600 840
i
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59.0 5.00 5.20 5.40 5.60
m/z 41.10 9.30%
5000 41.0
0 \H\‘ \‘M 12\6'0 142.0
1
m/z--> 20 40 60 80 100 120 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111721\
Data File : BG@51093.D

Acqg On : 17 Nov 2021 15:37

Operator : CG/JU

Sample : M4680-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.M
: 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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.799  3.03ng 52022  Naphthalene-ds 11.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 666112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 86

3 Ethylene glycol monoisobutyl ether 118 C6H1402
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803

5 Di-sec-

Butyl ether

130 C8H180

Abundance Scan 1244 (10.799 min): BG051093.D\data.ms (-1235) (-
57.1

004439-24-1 72
018912-80-6 56
006863-58-7 53

m/z 57.10 100.00%

5000 /X
75.0 T S
38 ‘ ‘ 101.1 168.9 10.50 11.00
Ol Ml PR m/z 45.80 93.53%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 — ——
29.0 10.50 11.00
75.0 m/z 41.00  33.92%
O L ‘ \‘H“\‘\“‘H‘\ \MH\ \‘1“\ ‘ \“\‘ \]-\0}0‘\0\ T ‘ ;‘\3\2\0‘ T T ‘ L
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
T T
10.50 1100
5000 ITI/Z 75.00 19.14%
29.0 75.0
100.0
N 0 O i =S
miz--> 20 40 60 80 100 120 140 160
Abundance #10089: Ethylene glycol monoisobutyl ether —— — L
57.0 10.50 11.00
m/z 56.00 16.38%
5000
29.0 75.0
bt yl 1 100.0 — —
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111721\
Data File : BG@51093.D

Acqg On : 17 Nov 2021 15:37
Operator : CG/JU

Sample : M4680-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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, 1-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.472 4.35 ng 121514  Phenanthrene-di10 17.602
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 94
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 91
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 87
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 87
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 81

Abundance Scan 2550 (18.472 min): BG051093.D\data.ms (-2542) (-  m/z 192.10 100.00%
1

19p.
5000

o
94.4 18.50

63.0 : 164.0 .
ol 127. 2292 28l.  4/7 191.10  65.73%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000

e
18.50
m/z 189.00  31.58%

270 630 960 1960 1630 |
’\\\\‘\\\\‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67039: Phenanthrene, 2-methyl-
192.0

Pt
18.50

o

5000 ITI/Z 190.10 18.10%
94.0
7o 620 *° 1260 1630 |
P et e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67027: Anthracene, 9-methyl- e
192.0 18.50
m/z 193.10 15.02%
5000
o280 630 M0 160 1630 | 'V
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\BG111721\
Data File : BG@51093.D

Acqg On : 17 Nov 2021 15:37
Operator : CG/JU

Sample : M4680-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 5
R.T. EstConc Area Relative to ISTD R.T.
18.519 3.89 ng 108878  Phenanthrene-di10 17.602
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 95
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 90

Abundance Scan 2558 (18.519 min): BG051093.D\data.ms (-2554) (-  m/z 192.10 100.00%

192.1
5000

94.5 149.0 18 50
63.0 :
0 2241 28L0 17 191.10  57.65%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67030: Anthracene, 1-methyl-
192.0

5000
18 50

m/z 189.05  29.40%

270 630 96.0 1260 1630 M
’\\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67035: Phenanthrene, 1-methyl-
192.0

Pt
18.50

o

5000 m/z 193.05 18.91%
0270 630 96.0 1260 163.0 H
e T N R RN
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67039: Phenanthrene, 2-methyl- ‘MMMWAMA‘ —
192.0 18.50

m/z 190.00 16.00%

5000 /J\
o270 630 7 1260 o | M

m/z--> 20 40 60 80 100120140 160 180200220240260280 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111721\
Data File : BG@51093.D

Acqg On : 17 Nov 2021 15:37
Operator : CG/JU

Sample : M4680-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 5 4H-Cyclopenta[def]phenanthrene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.672 4.85 ng 135635  Phenanthrene-di10 17.602
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 81
2 1H-Pyrazole-4-carboxaldehyde, 1-... 190 C10H7FN20 1000338-05-6 49
3 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 36
4 2,4(1H,3H)-Pyrimidinedione, 5-br... 190 C4H3BrN202 000051-20-7 25
5 Cyclohexanone, 2-(2-furanylmethy... 190 C12H1402 056053-07-7 22

Abundance Scan 2584 (18.672 min): BG051093.D\data.ms (-2577) (- m/z 190.10 100.00%

19p.1
5000
94.5 : A,/\ : g
18.50 19.00
63.0 139.1165.1 -
Obrrrrprrrepreee s el e vt el e 2ok m/z 189.10  98.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 T
94.0 18 50 19.00
’ m/z 192.10 41.01%
oL, 310 630 I 137.0163.0 W
\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\ \\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64423: 1H-Pyrazole-4-carboxaldehyde, 1-(4-fluoropheny
190.0
e
18 50 19.00
5000 950 m/z 191.10  36.77%
134.0
57.0 | ‘ 161.0
O‘H‘_‘HNHW‘WWHN‘H,ﬂ‘W‘HMW‘HNM‘W‘A‘_‘H‘H‘W
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64351: 2,2'-Bis(4,5-dimethylimidazole)
42.0 190.0 18 50 19 00
m/z 94.50 23.05%
h WwwwmﬂﬂWMﬂkwwﬁWV$mm
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 18 50 19 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111721\
Data File : BG@51093.D

Acqg On : 17 Nov 2021 15:37
Operator : CG/JU

Sample : M4680-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 8
R.T. EstConc Area Relative to ISTD R.T.
19.371 2.37 ng 66148  Phenanthrene-di0 17.602
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 97
2 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 94
3 Phenanthrene, 1,7-dimethyl- 206 Cl6H14 000483-87-4 93
4 Phenanthrene, 2,3-dimethyl- 206 C1l6H14 003674-65-5 91
5 3,4-Dimethylphenanthrene 206 Cl6H14 1000452-24-5 87

Abundance Scan 2703 (19.371 min): BG051093.D\data.ms (-2698) (-  m/z 206.10 100.00%

206.1
5000

410 69.0 1010 1371 1783 |] 267.0 19.00 1950
0“HW‘waMMNWWm‘wwuﬂ_mwNng‘MWN‘UH‘_‘HM‘HM‘ m/z 191.10  38.80%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000
1900 1950

m/z 189.05  22.74%

101.0 65.0 ‘
165.
2‘\7\9‘H\6\5\()\\‘\1‘\‘\‘h‘\\\\]_‘\9\0‘\\\\‘\‘\\\‘HM\“H‘\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82923: di-p-Tolylacetylene
206.0

1900 1950
5000 m/z 205.10  22.70%

o

7.0 63.0 1020 13701650 |

05 e prret e e e e e e e

m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #82948: Phenanthrene, 1,7-dimethyl- : ——
206.0 19.00 19.50

m/z 190.05 16.30%

- M
102.0
0270 630 [ i~ 137.01650 M ) M\M\A — ‘WW

m/z--> 20 40 60 80 100120140160180200220240260280 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111721\
Data File : BG@51093.D

Acqg On : 17 Nov 2021 15:37
Operator : CG/JU

Sample : M4680-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 Pyrene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.487 2.31 ng 102511  Chrysene-di12 21.903
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 87
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 87
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 81
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 72

Abundance Scan 2893 (20.487 min): BG051093.D\data.ms (-2890) (-  m/z 216.10 100.00%
1

216.
5000
==
51.0 lOT'B 163.1 291.3 20.50
ol e 250 Ml 298,09989 8850 nyz 215.10  71.08%
mlz--> 50 100 150 200 250 300 350
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 L
20.50
95.0 m/z 213.00 20.48%
0-— \5\0‘.9\ T \““H\ T \J[-G\S\.O\“L f \“H\ L O
m/z--> 50 100 150 200 250 300 350
Abundance #94572: 11H-Benzolb]fluorene
216.0
T
20.50
5000 ITI/Z 217.05 19.47%
107.0
0 63.0 | 163.0 H‘
-t
m/z--> 50 100 150 200 250 300 350
Abundance #94573: 11H-Benzo[a]fluorene ——
216.0 20.50
m/z 106.80  13.98%
5000
107.0
ol40 630 | 1630 I |
B A o e T B B R RO —4 ——
m/z--> 50 100 150 200 250 300 350 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111721\

Data File : BG@51093.D

Acqg On : 17 Nov 2021 15:37

Operator : CG/JU

Sample : M4680-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 9 Benzo[e]pyrene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24.994 9.80 ng 202938  Perylene-di2 25.317
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 90
2 Benzo[j]fluoranthene 252 C20H12 000205-82-3 89
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 81
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 76
5 (1-Cyclopentenyl)ferrocene 252 C15H16Fe 012260-67-2 72

Abundance Scan 3660 (24.994 min): BG051093.D\data.ms (-3656) (-

m/z 252.10 100.00%

252.1
5000
NAY
49.9 850 157 1501 2080 | 287.1 2590
0l 499 820, 1 101 2000l 28703232 nyz 250.10  24.89%
m/z--> 50 100 150 200 250 300
Abundance #138554: Benzo[e]pyrene
252.0
5000
25.00
m/z 253.10 15.91%
125.0
0,500 830 | 158.0 2000 |
L ‘ L ‘ T T T ‘ T T T 7T ‘ L ‘ L ‘ T T T T
m/z--> 50 100 150 200 250 300
Abundance #138569: Benzo[jlfluoranthene
252.0
——
25.00
5000 ITI/Z 251.10 11.05%
126.0
0 84 0 H\‘ H 2010 L Il
— et
m/z--> 50 100 150 200 250 300
Abundance #138565: BenzolK]fluoranthene —
252.0 25.00
m/z 125.00 9.44%
5000
126.0
69.0 H “
ot —
m/z--> 50 100 150 200 250 300 25.00

8270-BG1113
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

Quant Method :

Quant Title

TIC Library
TIC Integrat

TIC Top Hit

2-Pentanone, 4
Ethanol, 2-(2-
Phenanthrene,

Anthracene, 1-
4H-Cyclopenta[
Phenanthrene,

Pyrene, 1-meth
Benzo[e]pyrene

name RT EstConc Units Response |# RT Resp Conc|
... 5.287 15.9 ng 175647 1 8.225 220904 20.0
b... 10.799 3.0 ng 52922 2 11.051 349358 20.0
1... 18.472 4.3 ng 121514 4 17.602 559070 20.0
m... 18.519 3.9 ng 108878 4 17.602 559070 20.0
d... 18.672 4.8 ng 135635 4 17.602 559070 20.0
2... 19.371 2.4 ng 66148 4 17.602 559070 20.0
yl- 20.487 2.3 ng 102511 5 21.903 886639 20.0

24.994 9.8 ng 202938 6 25.317 413984 20.0

Tentatively Identified Compound (LSC) summary

: Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111721\
: BGO51093.D

: 17 Nov 2021 15:37

: CG/JU

: M4680-03

: 9 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

| --Internal Standard---|

8270-BG111321.M Thu Nov 18 15:02:56 2021
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