LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0@8413.D

Acqg On : 15 Dec 2021 12:59
Operator : CG/JU

Sample : M5076-10

Misc :

ALS vial : 6 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_ P\Methods\8270E-BP121421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@8413.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.875 316 321 329 rVB 188721 262547 15.07%  1.883%
2 5.346 395 401 421 rBV 530580 878619 50.43% 6.300%
3 5.946 499 503 512 rVB 19074 28141 1.62% 0.202%
4 6.940 666 672 698 rBV 457857 916478 52.61% 6.572%
5 7.740 802 808 819 rBV 199971 326574 18.75%  2.342%
6 8.911 998 1007 1025 rBV 305877 596272 34.23% 4.276%
7 10.540 1276 1284 1296 rBV 207104 403771 23.18%  2.895%
8 13.016 1698 1705 1718 rBV 723930 1137174 65.27% 8.154%
9 13.722 1820 1825 1830 rBV4 9944 19818 1.14% 0.142%
10 14.398 1933 1940 1947 rBV 319622 497158 28.54% 3.565%
11 14.463 1947 1951 1959 rVB2 14665 26277 1.51% 0.188%
12 15.904 2187 2196 2215 rBV 454507 844758 48.49% 6.058%
13 16.828 2348 2353 2359 rBV 27173 42162 2.42% 0.302%
14 16.975 2374 2378 2390 rVB 48501 78837 4.53% 0.565%
15 17.157 2403 2409 2413 rBV 379816 580515 33.32% 4.163%
16 17.204 2413 2417 2424 rW 211710 318594 18.29% 2.285%
17 17.298 2428 2433 2440 rVB 29069 51601 2.96% 0.370%
18 17.745 2504 2509 2518 rVB 59881 89686 5.15% 0.643%
19 17.881 2527 2532 2540 rVB3 33351 70994 4.07% 0.509%
20 18.034 2553 2558 2563 rBV2 61587 100993 5.80% 0.724%
21 18.081 2563 2566 2573 rVV 77293 113363 6.51% 0.813%
22 18.216 2584 2589 2593 rvv2 60782 106273 6.10% 0.762%
23 18.257 2593 2596 2602 rVB 55880 76717 4.40%  0.550%
24 18.522 2635 2641 2645 rBV 41199 69794 4.01% 0.500%
25 18.575 2647 2650 2658 rVB2 52990 83356 4.78% ©.598%
26 18.928 2706 2710 2714 rBV 30726 44190 2.54% 317%
27 19.075 2729 2735 2739 rBV2 37115 59918  3.44% 430%

28 19.181 2748 2753 2760 rBV 187277 251033 14.41%

NNRERPR OO
o]
[
(]
R

29 19.533 2806 2813 2820 rBV 283684 400796 23.01% 874%
30 19.728 2841 2846 2858 rBV 1363438 1742188 100.00% 12.493%
31 19.869 2865 2870 2876 rVB4 20175 41528 2.38% ©.298%
32 20.004 2887 2893 2900 rBv4 29232 79245  4.55% 0.568%
33 20.181 2920 2923 2929 rBV 37866 42990 2.47% ©.308%
34 20.316 2942 2946 2949 rBV 32022 41915 2.41% 0.301%
35 20.363 2950 2954 2957 rwv2 34188 43601 2.50% ©0.313%
36 20.763 3019 3022 3026 rVB 38193 43312 2.49% 0.311%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0@8413.D

Acqg On : 15 Dec 2021 12:59
Operator : CG/JU

Sample : M5076-10

Misc

ALS vial : 6 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_ P\Methods\8270E-BP121421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 20.975 3056 3058 3066 rVB3 73230 109303 6.27% ©.784%
38 21.263 3101 3107 3111 rBV2 622571 945784 54.29% 6.782%
39 21.304 3111 3114 3122 rVV 124946 172582 9.91%  1.238%
40 21.380 3122 3127 3143 rVV 877830 1381860 79.32%  9.909%

41 23.633 3504 3510 3518 rVB2 426769 824697 47.34%  5.914%

Sum of corrected areas: 13945414
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 15 Dec 2021 12:59
: CG/IU
. M5076-10

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
BP008413.D

: 6 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BP008413.D\data.ms

5.346
6.940

8.911

4.875 7.740 10.540

5946 JL

Time--> 3.00
Abundance
1400000

1200000

1000000

800000

600000

400000

200000

350 4. 00 450 5.00 550 6. 00 6,50 7.00 750 8. 00 850 9.00 950 10.00 10.50 11.00 11.50

TIC: BP008413.D\data.ms
19.Y28

13.016

15.904

0
Time-->

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

0

A A
L B B B B e B B B e e e B B L e e e e B e Ly e s B et I Bt B B
T T T T I T I T T T T T T T T T T

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
TIC: BP008413.D\data.ms

21.380

21.263
23.633

21304

20.975
20.76

Time--> 20.50 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 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_P\Data\BP121521\
Data File : BP0O@8413.D

Acqg On : 15 Dec 2021 12:59
Operator : CG/JU

Sample : M5076-10

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 2
R.T. EstConc Area Relative to ISTD R.T.
4.875 16.08 ng 262547 1,4-Dichlorobenzene-d4 7.740

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 321 (4.875 min): BP008413.D\data.ms (-316) (-)

43.0
5000
101.0
ol i iy, 2069267.1325.1384.8442.0 516.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
101.0
O‘\L“f‘%[lW\\‘\J\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4529: 2,3-Butanedione, monooxime
43.0
5000
101.0
J H ‘
0

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

Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0

5000

126.0

Ll 22

m/z 43.00 100.00%

|

4.60 4.80 5.00 5.20
m/z 59.05 65.96%

|

4.60 4.80 5.00 5.20
m/z 101.00  25.01%

|

4.60 4.80 5.00 5.20
m/z 58.00 16.48%

K |

4.60 4.80 5.00 5.20
m/z 41.10 9.26%

e

L
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8413.D

Acqg On : 15 Dec 2021 12:59
Operator : CG/JU

Sample : M5076-10

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 Dibenzothiophene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.975 2.72 ng 78837  Phenanthrene-d1e 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 97
2 Naphtho[1,2-b]thiophene 184 C12H8S 000234-41-3 93
3 Naphtho[2,3-b]thiophene 184 C12H8S 000268-77-9 93
4 Naphtho[2,1-b]thiophene 184 C12H8S 000233-02-3 91
5 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 90

Abundance Scan 2378 (16.975 min): BP008413.D\data.ms (-2374) (- m/z 183.95 100.00%

188.9 ‘
5000

92.0 17 00

‘H‘www_uJﬁuHM‘H‘HQTP‘?4%9H‘ﬁ39?f9%3§4%' m/z 139.60  16.75%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #58968: Dibenzothiophene
184.0

5000
1700

m/z 185.00  14.58%

92.0 ‘
\\.\‘I\H\“\‘J‘\‘\\\’\\\\‘\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #58974: Naphtho[1,2-b]thiophene
184.0

o

O

1700
92.0 ‘\
0- primeebeep o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #58975: Naphtho[2,3-b]thiophene
184.0 1700
m/z 92.00 7.29%
5000
92.0
0“"MWJ‘H“,H‘M‘H“,H“‘H“_“‘_“‘_“‘W“‘_ ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8413.D

Acqg On : 15 Dec 2021 12:59
Operator : CG/JU

Sample : M5076-10

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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-Methyldibenzothiophene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.745 3.09 ng 89686  Phenanthrene-d1e 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyldibenzothiophene 198 C13H1es 031317-07-4 97
2 4-Methylnaphtho[1,2-b]thiophene 198 C13H1es 067388-11-8 96
3 Dibenzothiophene, 4-methyl- 198 C13H1eS 007372-88-5 95
4 Dibenzothiophene, 3-methyl- 198 C13H1es 016587-52-3 95
5 2-Methyldibenzothiophene 198 C13H1es 1000383-55-1 93

Abundance Scan 2509 (17.745 min): BP008413.D\data.ms (-2504) (- m/z 198.00 100.00%

198.0
5000
— o
85.4 17.50 18.00
Obpinbt 14200, |~ 28203410 414247435353 1/ 197, 00  69.93%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #73833: 1-Methyldibenzothiophene
198.0
5000 — Al
17.50 18.00
m/z 198.95 18.27%
99.0 ”
O \\‘\\‘f\“\\‘\‘\i‘\‘\l\\‘}\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #73838: 4-Methylnaphtho[1,2-b]thiophene
198.0
e 2
17.50 18.00
5000 ITI/Z 164.95 11.69%
99.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #73837: Dibenzothiophene, 4-methyl- T —
198.0 17.50 18.00
m/z 152.00 10.01%
5000
0 9%0
o h bl e e s SR
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8413.D

Acqg On : 15 Dec 2021 12:59
Operator : CG/JU

Sample : M5076-10

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 2-Methyldibenzothiophene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

17.881 2.45 ng 70994  Phenanthrene-d1e 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyldibenzothiophene 198 C13H1es 1000383-55-1 96
2 Dibenzothiophene, 4-methyl- 198 C13H1es 007372-88-5 93
3 1-Methyldibenzothiophene 198 C13H1eS 031317-07-4 91
4 Dibenzothiophene, 3-methyl- 198 C13H1es 016587-52-3 90
5 4-Methylnaphtho[1,2-b]thiophene 198 C13H1es 067388-11-8 90

Abundance Scan 2532 (17.881 min): BP008413.D\data.ms (-2527) (- m/z 197.95 100.00%

197.9
5000
— rasll
99.0 283.0 17.50 18.00
088y gl d 2830 3551 4670 5426 ./, 196.95 64.59%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #73834: 2-Methyldibenzothiophene
198.0
5000 — N
17.50 18.00
m/z 199.00 18.35%
O \\‘\‘%8‘\6‘\"70‘\\\““\\\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #73837: Dibenzothiophene, 4-methyl-
198.0
— PO
17.50 18.00
5000 m/z 165.05  11.75%
99.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #73833: 1-Methyldibenzothiophene P —
198.0 17.50 18.00
m/z 152.00 7.95%
) WM/\/\/\/W
99.0 l
0 H‘m“,Hw"}mM}HHWHWHWH_m_m_m_ e ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8413.D

Acqg On : 15 Dec 2021 12:59
Operator : CG/JU

Sample : M5076-10

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 5
R.T. EstConc Area Relative to ISTD R.T.
18.034 3.48 ng 100993  Phenanthrene-di10 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 97
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 96
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 93

Abundance Scan 2558 (18.034 min): BP008413.D\data.ms (-2553) (-  m/z 192.05 100.00%
192.1

o

5000
U \
94.7 \ 18.00
C
01358 b i, 2648 355741604747 5425 4,7 191 .10  60.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 e
18.00
m/z 189.10 30.05%
94.0
O‘\2\7\-9‘\H\\‘\h‘\\\l\r\l\\l\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67035: Phenanthrene, 1-methyl-
192.0
1 \
18.00
5000 m/z 193.05 19.36%
270 9.0 |
R R R R R N R RARRERERES
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67024: Anthracene, 2-methyl- T ‘
192.0 18.00
m/z 190.10 17.03%
5000
83.0
0%%9w“1u”uwuﬂﬁ"H\w\u\‘H\w\u\w\\w\u\w\u‘\ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8413.D

Acqg On : 15 Dec 2021 12:59
Operator : CG/JU

Sample : M5076-10

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 3
R.T. EstConc Area Relative to ISTD R.T.
18.081 3.91 ng 113363  Phenanthrene-di10 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 94
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 93
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 93
5 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 91

Abundance Scan 2566 (18.081 min): BP008413.D\data.ms (-2563) (- m/z 192.05 100.00%
192.1

o

5000
T \
94.6 18.00
032 tlid ey Lol 2561 3562 430.4488.9549. /7 191,10  57.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67038: Phenanthrene, 2-methyl-
192.0
5000 e :
18.00
m/z 189.10 30.36%
ol270 960 L]
‘\\\\‘\\\\‘\\\\’\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67024: Anthracene, 2-methyl-
192.0
R 1
18.00
5000 m/z 165.00 16.50%
0‘1\5(9\‘m‘\l‘m\,\iw R R RN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro- —
192.0 18.00
m/z 193.10 16.39%

5000

=

96.0
27.0
L S ——

1
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8413.D

Acqg On : 15 Dec 2021 12:59
Operator : CG/JU

Sample : M5076-10

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Anthracene, 1-methyl-

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.216 3.66 ng 106273  Phenanthrene-die 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 64
2 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 64
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 60
4 1a,9b-Dihydro-1H-cyclopropal[alan... 192 C15H12 006109-24-6 58
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 58

Abundance Scan 2589 (18.216 min): BP008413.D\data.ms (-2584) (-

m/z 192.05 100.00%

192.1
5000
94.4 ‘ 18.00 18.50
bS8l sl 2669 35514151 488.8549. ./, 191 95  62.52%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67028: Anthracene, 1-methyl-
192.0
5000
1800 1850
m/z 188.9 48.65%
96.0
O\\\\‘il\‘l\l\m\ﬂ‘\l\\J\‘“J‘\‘\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67016: 1H-Indene, 2-phenyl-
192.0
T f\fAﬁ
1800 1&50
5000 ITI/Z 190.1 37.85%
51.0 115.0
T RS
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67041: Phenanthrene, 4-methyl- ‘ e
192.0 1800 18.50
m/z 165.0 20.71%
5000
95.0
0“H“‘Mh“upwu L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 1&00 1&50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8413.D

Acqg On : 15 Dec 2021 12:59
Operator : CG/JU

Sample : M5076-10

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 Anthracene, 9-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.257 2.64 ng 76717  Phenanthrene-d1e 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 90
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 87
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 87
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 87
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 87
Abundance Scan 2596 (18.257 min): BP008413.D\data.ms (-2593) (- m/z 192.10 100.00%
192.1
w MAM/
—— —
94.4 { ‘ 18.00 18.50
0135 b v di 2690 355.0 4292486.0546¢ /7 191.05  54.80%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 el S
18.00 18.50
m/z 189.00  18.54%
94.0
02\7\.\0‘\“\\‘\“‘\\\‘\“‘\J\l\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67027: Anthracene, 9-methyl-
192.0
= \ f\4¥J
18.00 18.50
5000 m/z 193.05 15.78%
94.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67042: Phenanthrene, 4-methyl- —— —
192.0 18.00 18.50
m/z 165.00  15.27%
5000
82.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

8270E-BP121421.M Thu Dec 16 14:31:34 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8413.D

Acqg On : 15 Dec 2021 12:59
Operator : CG/JU

Sample : M5076-10

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 Tricyclo[8.2.2.2(4,7)]hexad... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.522 2.40 ng 69794  Phenanthrene-di0 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 C1l6H12 006572-60-7 64
2 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 64
3 9,10-di(Chloromethyl)anthracene 274 C16H12C12 010387-13-0 64
4 3,4-Biphenyldicarbonitrile 204 C14H8N2 004128-63-6 52
5 [1,1'-Biphenyl]-4,4"'-dicarbonitrile 204 C14H8N2 001591-30-6 49

Abundance Scan 2641 (18.522 min): BP008413.D\data.ms (-2635) (- m/z 204.05 100.00%

204.1
5000
— -
01000 || 2669 354.8416.0475.7537.2 1850
R m/z 202.85  33.74%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80598: Tricyclo[8.2.2.2(4,7)]hexadeca-2,4,6,8,10,12,13,
204.0
5000
18.50
101.0 m/z 203.10 33.41%
30 11
O\\\‘\\\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80574: Naphthalene, 2-phenyl-
204.0
T \
18.50
5000 m/z 212.00 16.29%
101.0
28'0”!\ N I
oot b o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #166008: 9,10-di(Chloromethyl)anthracene i ‘
204.0 18.50
m/z 205.10 15.80%
5000
101.0
36.0 o L \27\4'0
= P
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50

8270E-BP121421.M Thu Dec 16 14:31:34 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8413.D

Acqg On : 15 Dec 2021 12:59
Operator : CG/JU

Sample : M5076-10

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 9,10-Anthracenedione Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.575 2.87 ng 83356  Phenanthrene-d1e 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Anthracenedione 208 (C14H802 000084-65-1 96
2 Diphenic anhydride 224 C14H803 006050-13-1 64
3 9H-Fluoren-9-one 180 C13H80 000486-25-9 64
4 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 64
5 Benzo[h]cinnoline 180 C12H8N2 000230-31-9 50

Abundance Scan 2650 (18.575 min): BP008413.D\data.ms (-2647) (- m/z 208.05 100.00%
1

ROS.
5000 76.0
150.0 e
267.0 16:50
Obrrrtbbbog e Ao Lyl 2670 3410 4148 8047 1/, 139 05 99.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #85294: 9,10-Anthracenedione
152.0
5000 76.0
18.50
m/z 152.00  83.34%
0‘\\\‘!‘lfl\“1|1‘%‘l!\1\\ \\2\::-1\.(\)\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104426: Diphenic anhydride
180.0
e ‘
18.50
5000 ITI/Z 150.95 42.91%
76.0 {
o%?’;PwmH\w b e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #55036: 9H-Fluoren-9-one T ‘
180.0 18.50
m/z 75.95 38.00%
5000
76.0
o_H«;‘H‘m-‘m“u T T AL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50

8270E-BP121421.M Thu Dec 16 14:31:35 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8413.D

Acqg On : 15 Dec 2021 12:59
Operator : CG/JU

Sample : M5076-10

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclopenta(def)phenanthrenone Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
19.075 2.06 ng 59918 Phenanthrene-d10 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 91
2 (E)-Ethyl 3-oxo-2-(pyrid-2-yl)me... 219 C12H13NO3 1000147-59-7 59
3 [1,1'-Biphenyl]-4,4"'-dicarbonitrile 204 C14H8N2 001591-30-6 50
4 6-Phenyl-2-thiouracil 204 C1OH8N20S 005590-94-3 50
5 9-Acridinecarbonitrile 204 C14H8N2 005326-19-2 50

Abundance Scan 2735 (19.075 min): BP008413.D\data.ms (-2729) (-
203.9

5000

88 1
11,.14580] | 2810 356.9414.6474.9 549.
‘W“H‘H“_"W‘H“H“_‘H“H‘_“W“H‘H“_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80568: Cyclopenta(def)phenanthrenone
204.0

o

5000

88.0
| J‘ o

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #97586: (E)-Ethyl 3-oxo0-2-(pyrid-2-yl)methylene-butanoal
204.0

o

m/z 203.95 100.00%

L

1900
m/z 176.10  38.86%

e

1900
m/z 205.00  18.50%

pim

1900
m/z 174.00  12.86%

5000
132.0
430 ‘ l
0 HWm"LMH‘H‘M‘m“u‘W‘H‘_“W‘H‘_‘H“H‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80073: [1,1'-Biphenyl]-4,4'-dicarbonitrile = o
204.0 19.00
m/z 88.10 10.47%
5000
e | M
O SNIVCRENE
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8413.D

Acqg On : 15 Dec 2021 12:59
Operator : CG/JU

Sample : M5076-10

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Hexacosene

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
20.975 2.31 ng 109303  Chrysene-di12 21.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 87
2 1-Tricosene 322 C23H46 018835-32-0 87
3 1-Heptacosanol 396 C27H560 002004-39-9 87
4 Cyclotetracosane 336 C24H48 000297-03-0 83
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 81

Abundance Scan 3058 (20.975 min): BP008413.D\data.ms (-3056) (-
57.0

5000

208.0
et 355.0
‘ “ L 265.0 | 416.1476.9 549.
O ddileb bbb sea ey bl n e e TS
miz--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #273800: 1-Hexacosene
57.0
5000
125.0

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

m/z 57.05 100.00%

=

T
21.00

m/z 55.10  85.30%

-

T
21.00

m/z 83.05 84.41%

-

Abundance #227233: 1-Tricosene
57.0
—
21.00
5000 ITI/Z 43.10 79.63%
1%50
322.0
ol 820 2520 3220
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #299848: 1-Heptacosanol —
57.0 21.00
m/z 97.05 69.41%
5000
125.0
oLk { | “\ | 182.0 250.0308.0 378.0
A A A e e e e ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00

8270E-BP121421.M Thu Dec 16 14:31:37 2021
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Library Se

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8413.D

Acqg On : 15 Dec 2021 12:59
Operator : CG/JU

Sample : M5076-10

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRAT

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

sk ok ok K ok 3 ok ok oK oK K ok K ok 3 ok ok K ok 3 ok 3 ok 3 oK ok K ok 3 oK 3 ok 3 oK 3K K ok K oK ok K oK ok K ok K ok ok koK K

Peak Number 13 Triphenylphosphine oxide Conce
R.T. EstConc Area Relative to IS
21381 29.22ng 1381866 Chrysene-d12
Hit# of 5 Tentative ID MW MolForm
1 Triphenylphosphine oxide 278 C18H150P

2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P

4 3-(3,4-Dichlorophenyl)-2-thioxo-... 277 C9H5C12NOS
5 5-Methyl-8-phenylfuro[3',2"':5,6]... 277 C16H11N302

Abundance Scan 3127 (21.380 min): BP008413.D\data.ms (-3122) (-
277.1

5000

77.0 199.0

arch Compound Report

-BP121421.M
ION

3k ok oK ok ok ok K oK Kok ok Kk

ntration Rank 1

L) R.T.

""""" 21.263
CASH# Qual

000791-28-6 96
1000483-83-4 62
015990-54-2 42
2 017046-34-3 38
1000460-07-9 28

m/z 277.05 100.00%

—

| ‘ 1390, L H 343.0 414.9 488.9549.

B B B L B B B O

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

o

— ‘ ‘
21.00 21.50
m/z 278.05 32.13%

Abundance #171172: Triphenylphosphine oxide
277.0
5000
7.0 199.0
14.0 ‘
O‘\\\\‘J\\‘\\‘H\\‘i\\\L\U\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\H‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0

—

— ‘ ‘
21.00 21.50
m/z 199.00 21.17%

—

5000

77.0 183.0

o1

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy

o

— ‘ ‘
21.00 21.50
m/z 201.00  18.97%

-

277.0

5000

77.0 183.0

= =
21.00 21.50
m/z 77.00  18.94%

0 “Hul\ | hWI L

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

8270E-BP121421.M Thu Dec 16 14:31:38 2021
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8413.D

Acqg On : 15 Dec 2021 12:59
Operator : CG/JU

Sample : M5076-10

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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-... 4.875 16.1 ng 262547 1 7.740 326574 20.0
Dibenzothiophene 16.975 2.7 ng 78837 4 17.157 580515 20.0
1-Methyldibenzo... 17.745 3.1 ng 89686 4 17.157 580515 20.0
2-Methyldibenzo... 17.881 2.5 ng 70994 4 17.157 580515 20.0
Phenanthrene, 2... 18.034 3.5 ng 100993 4 17.157 580515 20.0
Anthracene, 2-m... 18.081 3.9 ng 113363 4 17.157 580515 20.0
Anthracene, 1-m... 18.216 3.7 ng 106273 4 17.157 580515 20.0
Anthracene, 9-m... 18.257 2.6 ng 76717 4 17.157 580515 20.0
Tricyclo[8.2.2.... 18.522 2.4 ng 69794 4 17.157 580515 20.0
9,10-Anthracene... 18.575 2.9 ng 83356 4 17.157 580515 20.0
Cyclopenta(def)... 19.075 2.1 ng 59918 4 17.157 580515 20.0
1-Hexacosene 20.975 2.3 ng 109303 5 21.263 945784 20.0
Triphenylphosph... 21.381  29.2 ng 1381860 5 21.263 945784 20.0

8270E-BP121421.M Thu Dec 16 14:31:38 2021 Pa 17



