LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021921\
Data File : BP0O@4829.D

Acqg On : 19 Feb 2021 19:14
Operator : CG/JU

Sample : M1439-01

Misc :

ALS Vvial : 16 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-BP©20521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@4829.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.899 286 291 299 rVB 44500 65051 2.97% 0.303%
2 5.358 362 369 377 rBV 885862 1234643 56.46% 5.751%
3 6.946 629 639 651 rBV 775726 1256339 57.45% 5.853%
4 7.763 771 778 786 rBV 199465 307156 14.05% 1.431%
5 8.922 967 975 986 rBV 482710 786371 35.96% 3.663%
6 10.557 1245 1253 1258 rBV 231179 383283 17.53% 1.785%
7 10.610 1258 1262 1270 rVB2 32480 54005 2.47% 0.252%
8 12.234 1526 1538 1545 rBv4 22954 61909 2.83% 0.288%
9 13.034 1665 1674 1682 rBV 998119 1486085 67.96% 6.923%
10 13.869 1807 1816 1825 rVB 46886 68232 3.12% 0©.318%
11 14.134 1856 1861 1868 rBV 25647 39643 1.81% 0.185%
12 14.416 1901 1909 1915 rBV 313290 471574 21.56% 2.197%
13 14.475 1915 1919 1927 rVB 26458 42077 1.92% 0.196%
14 14.816 1972 1977 1986 rBV 21018 36911 1.69% 0.172%
15 15.463 2082 2087 2098 rVB2 31160 50305 2.30% 0.234%
16 15.651 2112 2119 2127 rBV 54907 90383 4.13% 0.421%
17 15.910 2156 2163 2171 rBV 899719 1278661 58.47% 5.957%
18 16.010 2175 2180 2188 rVB 37805 60117 2.75% 0.280%
19 16.822 2313 2318 2324 rVB 31542 49502 2.26% 0.231%
20 16.987 2342 2346 2355 rVB2 26674 43080 1.97% 0.201%
21 17.169 2370 2377 2381 rBV 378536 571740 26.15% 2.663%
22 17.210 2381 2384 2391 rVV 473405 611389 27.96% 2.848%
23 17.304 2391 2400 2405 rVV 100655 161868 7.40% 0.754%
24 17.363 2405 2410 2415 rVB5 11825 22486 1.03% 0.105%
25 17.575 2437 2446 2453 rBV2 55306 106529 4.87% 0.496%
26 17.751 2472 2476 2483 rVB5 14688 26382 1.21% 0.123%
27 18.039 2520 2525 2527 rBV 62440 88428 4.04% 0.412%
28 18.063 2527 2529 2531 rVWW2 77299 96486 4.41%  0.449%
29 18.086 2531 2533 2538 rVB 92902 104806 4.79% 0.488%
30 18.163 2543 2546 2551 rW 33667 46732 2.14% 0.218%
31 18.228 2551 2557 2561 rvv2 87141 161176 7.37% 0.751%
32 18.263 2561 2563 2567 rVB 47151 52849 2.42% 0.246%
33 18.345 2572 2577 2580 rBV7 13635 22473 1.03% 0.105%
34 18.528 2604 2608 2611 rBV2 51512 77530  3.55% 0.361%
35 18.563 2611 2614 2619 rVB 52819 70886 3.24% 0.330%
36 18.763 2644 2648 2652 rVB 29834 38304 1.75% 0.178%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021921\
Data File : BP0O@4829.D

Acqg On : 19 Feb 2021 19:14
Operator : CG/JU

Sample : M1439-01

Misc :

ALS Vvial : 16 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-BP©20521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 18.810 2652 2656 2659 rBV 17644 23633 1.08% 0.110%
38 18.933 2672 2677 2681 rBV3 51859 83417 3.81% 0.389%
39 19.063 2695 2699 2706 rVB 54195 80386 3.68% 0.374%
40 19.186 2714 2720 2725 rBV 884972 1133193 51.82% 5.279%
41 19.245 2727 2730 2733 rVV5 19520 22786 1.04% 0.106%
42 19.281 2733 2736 2741 rWV2 22363 29479 1.35% 0.137%
43 19.328 2741 2744 2748 rVB2 31032 38758 1.77% 0.181%
44 19.422 2757 2760 2769 rVB3 40034 60871 2.78% 0.284%
45 19.504 2770 2774 2775 rBV 128290 142857 6.53% 0.665%

46 19.533 2775 2779 2787 rVB 690878 1011659 46.26% 4.713%

47 19.604 2787 2791 2796 rBV2 34456 56495 2.58% ©0.263%
48 19.733 2803 2813 2818 rBV 1718073 2186771 100.00% 10.187%
49 19.769 2818 2819 2824 rVB 52490 49474  2.26% 0.230%
50 19.857 2828 2834 2840 rBv4 47521 123457 5.65% ©.575%
51 19.939 2845 2848 2851 rVwv2 42290 48733 2.23% ©0.227%
52 19.980 2851 2855 2857 rVV4 43400 69711 3.19% 0.325%
53 20.016 2858 2861 2868 rVB3 91622 170621 7.80% 0.795%
54 20.116 2875 2878 2881 rBV 47649 50823 2.32% ©0.237%
55 20.169 2885 2887 2891 rVB 67650 83591 3.82% ©.389%
56 20.310 2908 2911 2914 rVB 38648 41238 1.89% 0.192%
57 20.351 2915 2918 2922 rVB2 39770 51287 2.35% ©.239%
58 20.745 2981 2985 2991 rVB 114325 158059 7.23% ©.736%
59 20.910 3007 3013 3016 rBV2 82716 152697 6.98% 0.711%
60 20.963 3016 3022 3030 rVV5 207955 445757 20.38% 2.077%
61 21.033 3031 3034 3038 rVB2 94812 117695 5.38% ©.548%
62 21.251 3065 3071 3075 rBV3 758238 1461317 66.83% 6.807%
63 21.292 3075 3078 3088 rVB 436955 561008 25.65% 2.613%
64 21.410 3095 3098 3103 rVB 49932 70762  3.24% 0.330%
65 21.651 3136 3139 3145 rVB7 76040 96056 4.39% 0.447%
66 22.769 3326 3329 3335 rVB4 107646 153494 7.02% 0.715%
67 22.863 3339 3345 3351 rBV 356466 886186 40.52% 4.128%
68 23.363 3426 3430 3440 rVB 206729 398009 18.20% 1.854%
69 23.463 3441 3447 3455 rVB 308744 582195 26.62% 2.712%
70 23.563 3458 3464 3469 rBV2 357393 698701 31.95%  3.255%

Sum of corrected areas: 21466567
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

: 19 Feb 2021 19:14
: CG/JU
: M1439-01

. 16

Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

Abundance

1600000
1400000
1200000
1000000
800000
600000
400000
200000
0

Time-->
Abundance

1600000

1400000

1200000

1000000

800000

600000

400000

200000

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021921\
BP004829.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC: BP004829.D\data.ms

5.358
6.946
8.922
7763 10.557
4.899 10l610
\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
350 400 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50
TIC: BP004829.D\data.ms
19.733
13.034
15.910 19.186
14.416
13.8
12.234 J§2.134 47%4.816

0
Time-->
Abundance

1600000

1400000

1200000

1000000

800000

600000

400000

200000

0

12.00 1250 13.00 13.50 14.00

1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BP004829.D\data.ms

21.251

Time-->
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21.00 2150 22.00 2250 23.00 23.50 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_P\Data\BP021921\
Data File : BP0O@4829.D

Acq On : 19 Feb 2021 19:14
Operator : CG/JU

Sample : M1439-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.899 4.24 ng 65051 1,4-Dichlorobenzene-d4 7.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Guanidine 59 CH5N3 000113-00-8 43
3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 38

4 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 38
5 Propane, 1,1-dipropoxy- 160 C9H2002 004744-11-0 38

Abundance Scan 291 (4.899 min): BP004829.D\data.ms (-286) (-) m/z 43.00 100.00%

43.0
5000
101.0

4.60 4.80 5.00 5.20
161.0221.0280.8342.6  428.9489.0548.!

Ol bl SRR EER P EOR P o0 REOITOTRTYY m/z 59.85  72.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L B B LR

4.60 4.80 5.00 5.20

m/z 101.00 35.23%
101.0
O‘\JHIJ%[\\‘\‘1\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #256: Guanidine
59.0
R R
4.60 4.80 5.00 5.20
5000 m/z 58.10 18.43%
L S

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

Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone A RESATRES s
43.0 4.60 4.80 5.00 5.20
m/z 42.00 8.82%

5000 101.0

0 .fhl UM

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021921\
Data File : BP0O@4829.D

Acq On : 19 Feb 2021 19:14
Operator : CG/JU

Sample : M1439-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 unknownl2.234 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.234 3.23 ng 61909 Naphthalene-d8 10.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 41
2 Naphthalene, 1-methyl- 142 C11H1e0 000090-12-0 41
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 38
4 .alpha.-[Di-n-butylaminomethyl]-... 460 C25H30C12N202 ©25840-34-0 11
5 Isopropylimidazole-2-thione 142 C6H1ON2S 056659-00-8 11
Abundance Scan 1538 (12.234 min): BP004829.D\data.ms (-1526) (- m/z 100.10 100.00%
100.1
5000
41
— —
\ 12.00 12.50
207.0
obAMhb Ll SO0 31083601 430.9 5094 141 o5 gp.01%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #19233: Naphthalene, 2-methyl-
142.0
5000 et G
12.00 12.50
m/z 141.00 78.64%
63.0 ‘
O\\‘T“”\‘L}hl\l&‘\“\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #19232: Naphthalene, 1-methyl-
142.0
=y P
12.00 12.50
5000 m/z 45.00 71.28%
63.0 ‘
0 b e e e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro- o —
141.0 12.00 12.50
m/z 55.00 52.91%
5000
63.0
S T N N — tiaaih e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50

8270E-BP020521.M Mon Feb 22 11:51:59 2021 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021921\
Data File : BP0O@4829.D

Acq On : 19 Feb 2021 19:14
Operator : CG/JU

Sample : M1439-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 2-Azetidinone, 3,3-diphenyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.463 2.13 ng 50305 Acenaphthene-d10 14.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fluorene 166 C13H10 000086-73-7 94
2 2-Azetidinone, 3,3-diphenyl- 223 C15H13NO 015826-12-7 83
3 Fluorene-9-methanol 196 C14H120 024324-17-2 83
4 1,3-Benzodioxole-5-carboxylic acid 166 C8H604 000094-53-1 64
5 9H-Fluorene, 9-bromo- 244 C13H9Br 001940-57-4 46

Abundance Scan 2087 (15.463 min): BP004829.D\data.ms (-2082) (- m/z 166.05 100.00%
166.1

.

5000
ol et
82.7 ‘ 15.50
0 wlmhlm dchil 224028383465 4281 5352 4/7 165.10  90.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35228: Fluorene
166.0
5000 T
15.50
m/z 163.05 18.59%
83.0
O \\\‘\‘I\l\h\ﬂuf‘\‘}\\J\‘\‘l\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #80261: 2-Azetidinone, 3,3-diphenyl-
166.0
AR ,
15.50
5000 ITI/Z 167.05 14.54%
58.0
22#0
o) L USSP i —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #58225: Fluorene-9-methanol WLNIVINIL =
165.0 15.50
m/z 82.70 14.32%
5000
63.0 }
0 H“‘Mﬂuwu‘M“LW"H“H“‘H“H“‘H“M“‘M“W‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021921\
Data File : BP0O@4829.D

Acq On : 19 Feb 2021 19:14
Operator : CG/JU

Sample : M1439-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Benzenesulfonamide, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.651 3.83 ng 90383  Acenaphthene-d10 14.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenesulfonamide, 2-methyl- 171 C7H9NO2S 000088-19-7 96
2 Benzenesulfonic acid, 2-methyl-,... 200 C9H1203S 059222-96-7 56
3 Bicyclo[4.1.0]hepta-1,3,5-triene 90 C7H6 004646-69-9 43
4 2,4-Octadiyne 106 C8H10 002809-71-4 38
5 4-(2-Aminoethyl)benzenesulfonamide 200 C8H12N202S 035303-76-5 38

Abundance Scan 2119 (15.651 min): BP004829.D\data.ms (-2112) (- m/z 90.00 100.00%
90.0

o

5000
171.0 e A
I ‘l \ { ‘ 15.50 16.00
bbb b4 2601 3682 4375 5197 - n/z 91.05  76.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39301: Benzenesulfonamide, 2-methyl-
90.0
5000 et ME
171.0 15.50 16.00
m/z 106.10 67.04%
18.0 \ ’
0 ‘HLH\M X \‘.n
\\1!‘!!\ ‘1f\\’\f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #61660: Benzenesulfonic acid, 2-methyl-, ethyl ester

o

90.0
—r— o
15.50 16.00
m/z 64.95 50.43%
5000 1720 /
0 ”Jh‘ﬂ,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2369: Bicyclo[4.1.0]hepta-1,3,5-triene e e
90.0 15.50 16.00
m/z 88.95 42.39%
) M
0 m‘w{‘slw‘m‘,‘m‘HH‘mWm_wawwmm DA O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021921\
Data File : BP0O@4829.D

Acq On : 19 Feb 2021 19:14
Operator : CG/JU

Sample : M1439-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Benzenesulfonamide, 4-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.010 2.10 ng 60117 Phenanthrene-die 17.169
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenesulfonamide, 4-methyl- 171 C7H9NO2S 000070-55-3 95
2 N-p-toluenesulfonyl-1-threonine,... 363 C18H21NO5S 1000130-34-4 83
3 Tolbutamide 270 C12H18N203S 000064-77-7 72
4 4-Toluenesulfonylmethyl isocyanide 195 C9HINO2S 036635-61-7 59

5 0,N-Bis(p-toluenesulfonyl)tyrosine 489 C23H23N0O7S2 013504-90-0 59

Abundance Scan 2180 (16.010 min): BP004829.D\data.ms (-2175) (- m/z 91.05 100.00%

91.0
5000 1711
T [
H ] 329.8 16.00
bbb by 2010 9298 4020 490.1548: 4/, 65.05  38.65%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #39308: Benzenesulfonamide, 4-methyl-
91.0
5000 171.0 USSR
16.00

m/z 171.05 37.91%

ZZ\FJ‘L JJ\ h\ ‘ LB ‘ ‘\ \‘\ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #192444: N-p-toluenesulfonyl-I-threonine, benzyl ester
91.0 J\
! =

o

171.0 16.00
5000 m/z 155.00 34.16%
0 2229 3190 WJMAN%JKJ\vaMMMMA
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #118618: Tolbutamide el ‘
91.0 16.00

m/z 106.95  29.95%

5000
155.0
0 WMM\‘ ’ 227.0

I
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021921\
Data File : BP0O@4829.D

Acq On : 19 Feb 2021 19:14
Operator : CG/JU

Sample : M1439-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Anthracene, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

18.039 3.09 ng 88428 Phenanthrene-d10 17.169
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 94
4 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 93
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93

Abundance Scan 2525 (18.039 min): BP004829.D\data.ms (-2520) (-  m/z 192.05 100.00%

192.1
5000

94.5 \ 18 00
{
0,358k Ll 28303411 4148 487.8547¢ ./, 191 95 57.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54735: Anthracene, 2-methyl-
192.0
5000
18 00

m/z 189.10  31.42%

83.0
ol5.0 i |
‘\\\\‘f\\l‘f\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54743: Phenanthrene, 2-methyl-
192.0
T \
18.00
5000 ITI/Z 190.10 16.31%
o270 %40 | |
rrerr b A e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54731: Anthracene, 9-methyl- ‘ ‘
192.0 1800

m/z 193.05 14.40%

5000
96.0
0 Ll J‘ \

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\BP021921\
Data File : BP0O@4829.D

Acq On : 19 Feb 2021 19:14
Operator : CG/JU

Sample : M1439-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Tridecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.063 3.38 ng 96486  Phenanthrene-d10 17.169
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 1-(+)-Ascorbic acid 2,6-dihexade... 652 C38H6808 028474-90-0 53

Abundance Scan 2529 (18.063 min): BP004829.D\data.ms (-2527) (- m/z 73.00 100.00%

3

%

5000 213.2
18.00
0.6
oJ,”} “\“x-‘:eﬂ””_m%H‘ 3508 44485138 m/z 4110 74.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72643: Tridecanoic acid
73.0
5000 —— ‘
18.00
171.0 m/z 60.00 72.48%
OLS.L\’ m‘““‘\‘h!‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
60.0
=l ‘
18.00
5000 129.0 ITI/Z 57.00 63.55%
H 213.0
- H“u\wm\Hm_m‘\‘m_Hww_m‘www
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84453: Tetradecanoic acid T ‘
73.0 18.00
m/z 55.05 60.90%
5000

o 7

o“, 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\BP021921\
Data File : BP0O@4829.D

Acq On : 19 Feb 2021 19:14
Operator : CG/JU

Sample : M1439-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Phenanthrene, 1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.087 3.67 ng 104806  Phenanthrene-die 17.169
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 92
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 86
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 70
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 70
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 70

Abundance Scan 2533 (18.086 min): BP004829.D\data.ms (-2531) (- m/z 192.10 100.00%
1

9p.1
5000
9‘7-5 | 18.00 |
01380 Ll 2810841.0399.7460.9 5414 1/, 191,19  55.43%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54746: Phenanthrene, 1-methyl-
192.0
5000 P
18.00
m/z 189.10 28.84%
0 39.0\ 96n0 )
\\\‘\\\1[!\\T‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54749: Phenanthrene, 2-methyl-
192.0
—r ‘
18.00
5000 ITI/Z 193.10 19.27%
39.0 980 | |
R B B s  AAREmaY
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54731: Anthracene, 9-methyl- —— ‘
192.0 18.00
m/z 165.10 15.82%
5000
96.0
0 390\ 1L “ .d.
R R e A RRRRRRE RS ENS ——
m/z--> 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\BP021921\
Data File : BP0O@4829.D

Acq On : 19 Feb 2021 19:14
Operator : CG/JU

Sample : M1439-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 4H-Cyclopenta[def]phenanthrene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.228 5.64 ng 161176  Phenanthrene-die 17.169
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 90
2 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 50
3 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 25
4 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 25
5 Propyne, 1,3-diphenyl- 192 C15H12 004980-70-5 20

Abundance Scan 2557 (18.228 min): BP004829.D\data.ms (-2551) (-  m/z 190.10 100.00%

190.1
5000
945 — ——
‘ 18.00 18.50
0y 35 sk rrrnded, 2648327.13869 45155144 /7 189 05 91.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #53204: 4H-Cyclopenta[deflphenanthrene
190.0
5000 ! T T
18. OO 18.50
95.0 m/z 192. 57.07%
27119 Loyl L
O‘\\\\‘\\\\‘\\\\‘\\\ ’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #53362: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190.0
e
18 00 18.50
5000 ITI/Z 191.0 44 .46%
63.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54757: 5H-Dibenzo[a,d]cycloheptene
192.0 18 00 18 50
m/z 187.05 20.50%
5000
96.0
o“zﬁ‘ofw‘wmlu T e s/ VN At
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021921\
Data File : BP0O@4829.D

Acq On : 19 Feb 2021 19:14
Operator : CG/JU

Sample : M1439-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 6-Phenylbenzocyclohepten-7-one Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
18.528 2.71 ng 77530  Phenanthrene-d10 17.169
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Phenylbenzocyclohepten-7-one 232 C17H120 093327-56-1 80
2 5,16[1',2']:8,13[1'",2"'']-Dibenz... 488 C32H24 005672-97-9 80
3 Naphthalene, 2-phenyl- 204 Cl6H12 000612-94-2 70
4 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 C16H12 006572-60-7 58
5 6-Cyanophenanthridine 204 C14H8N2 002176-28-5 55

Abundance Scan 2608 (18.528 min): BP004829.D\data.ms (-2604) (-  m/z 204.10 100.00%
204.1

5000
107.0 1850
43.9 -
o"Hwymwwym‘waym‘w25%9§4ﬁ9u4ﬁ59319?5§§ﬁ m/z 202.10  36.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #87775: 6-Phenylbenzocyclohepten-7-one
204.0
5000 ey :
18.50
m/z 203.10 32.52%
101.0
39.0 | \ | ‘
0 b by AN RN R R RN R R

[rrTrfTTr T

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215197: 5,16[1',2']:8,13[1",2"]-Dibenzenodibenzo[a,g]cy
204.0

et rac S ‘
18.50
5000 m/z 200.05 15.28%
390 1010 3130 408.0
ettt e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #64600: Naphthalene, 2-phenyl- et i
204.0 18.50
m/z 205.10 15.06%
5000
101.0
ol 390 g
R R R R B .-
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021921\
Data File : BP0O@4829.D

Acq On : 19 Feb 2021 19:14
Operator : CG/JU

Sample : M1439-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 9,10-Anthracenedione Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

18.563 2.48 ng 70886  Phenanthrene-d10 17.169
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Anthracenedione 208 C14H802 000084-65-1 87
2 Naphthalene, 1,2,3,4-tetrahydro-... 208 C1l6H16 003018-20-0 49
3 5,6-Dimethyl-1,10-phenanthroline 208 C14H12N2 003002-81-1 47
4 1H-Phenalen-1-one 180 C13H80 000548-39-0 46
5 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 43

Abundance Scan 2614 (18.563 min): BP004829.D\data.ms (-2611) (-  m/z 208.05 100.00%

r08.1
5000
76.0
150.0 L ‘
| 295 1 18.50
obrospdap bl by 29513851 4248 5345 . 195 05 99.07%
mlz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67897: 9,10-Anthracenedione
208.0
5000 /\‘ T ‘18‘50‘ \
76.0 : o
m/z 152.00 69.21%
150.0
01\8\.\0\}\‘\‘\4‘f\1\\’\\J\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #68012: Naphthalene, 1,2,3,4-tetrahydro-1-phenyl-
208.0
T \
18.50
5000 130.0 m/z 151.00 45.50%
AR
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67824: 5,6-Dimethyl-1,10-phenanthroline e ‘
208.0 18.50
m/z 76.00 36.63%
5000
51.0
(VD bwye s 7L § pr
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50

8270E-BP020521.M Mon Feb 22 11:52:06 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021921\
Data File : BP0O@4829.D

Acq On : 19 Feb 2021 19:14
Operator : CG/JU

Sample : M1439-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Phenanthrene, 2,3-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.933 2.92 ng 83417  Phenanthrene-d10 17.169
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,3-dimethyl- 206 C1l6H14 003674-65-5 70
2 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 70
3 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 70
4 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 60
5 Phenanthrene, 1,7-dimethyl- 206 C1l6H14 000483-87-4 55

Abundance Scan 2677 (18.933 min): BP004829.D\data.ms (-2672) (- m/z 206.10 100.00%

206.1
5000
107.0
—
19.00
o, || ]
oridipmlibidbdll .. 2810 3551 44955081 ) 191 05  s58.56%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #66256: Phenanthrene, 2,3-dimethyl-
206.0
5000 ]
19.00
20,0 m/z 200.10 39.86%
02\7\.10‘\WI\J‘\HHW\]1.41‘9\.9“\‘!\['!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #66248: 9,10-Dimethylanthracene
206.0
A
19.00
5000 ITI/Z 107 .00 31.36%
89.0
of80 L so0 )
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #66238: di-p-Tolylacetylene T
206.0 19.00
m/z 189.05 27.16%
5000
390 1020 ||
e e e e e e ——
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\BP021921\
Data File : BP0O@4829.D

Acq On : 19 Feb 2021 19:14
Operator : CG/JU

Sample : M1439-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Cyclopenta(def)phenanthrenone Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
19.063 2.81 ng 80386  Phenanthrene-d10 17.169
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 90
2 [1,1'-Biphenyl]-2-0l, 5-chloro- 204 C12H9C1O0 000607-12-5 43
31,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 43
4 5H-Dibenzo[a,d]cycloheptene, 5-m... 204 C1l6H12 002975-79-3 43
5 [1,1'-Biphenyl]-4-0l, 4'-chloro- 204 C12H9C1O0 028034-99-3 38

Abundance Scan 2699 (19.063 min): BP004829.D\data.ms (-2695) (- m/z 204.10 100.00%

204.1
5000
T I
88.0 l 19.00
0 bbb 2300 L Ll 2841 3694 4453 5258  m/z 176.10  44.49%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64588: Cyclopenta(def)phenanthrenone
204.0
5000 Al :
19.00
88.0 m/z 206.10  27.04%
O \\’\\1\‘\‘\\\\‘}\\l\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64068: [1,1'-Biphenyl]-2-ol, 5-chloro-
204.0
T 1
19.00
5000 ITI/Z 205.00 22.26%
139.0
630 | h
Ob bt d e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64400: 1,2,4,8-Tetramethylbicyclo[6.3.0Jundeca-2,4-dier — ‘
204.0 19.00
m/z 191.05 15.51%
108.0
5000
41 0 }
0 H‘,J‘J“‘m‘ w}wh‘\_m‘Hu,mWm_m_m_m_m_ —
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\BP021921\
Data File : BP0O@4829.D

Acq On : 19 Feb 2021 19:14
Operator : CG/JU

Sample : M1439-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 11H-Benzo[b]fluorene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.016 2.34 ng 170621 Chrysene-d12 21.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 86
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 83
5 Pyrene, 4-methyl- 216 C17H12 003353-12-6 72

Abundance Scan 2861 (20.016 min): BP004829.D\data.ms (-2858) (- m/z 216.10 100.00%

216.1
5000
T \
107.8 20.00
01200kl 3921 4161 8051 47 215,10 65.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74418: 11H-Benzo[b]fluorene
216.0
5000 = ‘
20.00
m/z 213.10 18.46%
107.0
O 39'0 ‘ i
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74419: 11H-Benzo[a]fluorene
216.0
T \
20.00
5000 ITI/Z 217.10 18.02%
107.0
oh 440 | .
R e R R R N ARARRRRERRS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74411: Pyrene, 1-methyl- T
216.0 20.00
m/z 107.75 10.55%
5000
95.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021921\
Data File : BP0O@4829.D

Acq On : 19 Feb 2021 19:14
Operator : CG/JU

Sample : M1439-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 11H-Benzo[a]fluoren-11-one Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
20.745 2.16 ng 158059 Chrysene-d12 21.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 93
2 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 81
3 6H-Benz[de]anthracen-6-one 230 C17H1e00 080252-14-8 72
4 4-Pyrenecarbaldehyde 230 C17H100 022245-51-8 64
5 1-Pyrenecarboxaldehyde 230 C17H100 003029-19-4 56

Abundance Scan 2985 (20.745 min): BP004829.D\data.ms (-2981) (- m/z 230.10 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021921\
Data File : BP0O@4829.D

Acq On : 19 Feb 2021 19:14
Operator : CG/JU

Sample : M1439-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 Benzo[b]naphtho[2,3-d]thiop... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
20.910 2.09 ng 152697 Chrysene-d12 21.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]naphtho[2,3-d]thiophene 234 C16H1eS 000243-46-9 95
2 Benzo[b]naphtho[2,1-d]thiophene 234 C16H10S 000239-35-0 95
3 Phenanthro(2,1-b)thiophene 234 CléH1es 000219-25-0 94
4 Anthra(1,2-b)thiophene 234 CléH1es 000227-86-1 93
5 Anthra(2,3-b)thiophene 234 C16H1eS 022108-55-0 93

Abundance Scan 3013 (20.910 min): BP004829.D\data.ms (-3007) (- m/z 234.05 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021921\
Data File : BP0O@4829.D

Acq On : 19 Feb 2021 19:14
Operator : CG/JU

Sample : M1439-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 Heptafluorobutyric acid, pe... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

20.963 6.10 ng 445757 Chrysene-d12 21.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
2 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91

Abundance Scan 3022 (20.963 min): BP004829.D\data.ms (-3016) (-  m/z 83.05 100.00%
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_“w“H‘H"_“W‘H“H“_“W‘H“H“_“W‘H“‘ ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021921\
Data File : BP0O@4829.D

Acq On : 19 Feb 2021 19:14
Operator : CG/JU

Sample : M1439-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 1,1'-Biphenyl, 2,2',3,3',4,... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

22.769 4.39 ng 153494 Perylene-di2 23.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1'-Biphenyl, 2,2',3,3',4,5,5",... 460 C12HC19 052663-77-1 99
2 1,1'-Biphenyl, 2,2',3,3',4,4',5,... 468 C12HC19 040186-72-9 99
3 1,1'-Biphenyl, 2,2',3,3',4,4',5,... 460 C12HC19 052663-79-3 93
4 2,7-Bis-nonyloxy-fluoren-9-one 464 C31H4403 303735-03-7 9

5 Pentaphenylphosphole 464 C34H25P 001181-62-0 9

Abundance Scan 3329 (22.769 min): BP004829.D\data.ms (-3326) (-~ m/z 253.10 100.00%
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109.0 o =
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e —
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5000 392.0 m/z 465.70  61.88%
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O,
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Abundance #229072: 1,1'-Biphenyl, 2,2',3,3',4,4',5,6,6'-nonachloro- ——— T
464.0 22.50 23.00
m/z 321.90 42.12%
5000 392.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021921\
Data File : BP0O@4829.D

Acq On : 19 Feb 2021 19:14
Operator : CG/JU

Sample : M1439-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 Benzo[e]pyrene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
23.363 11.39 ng 398009 Perylene-di2 23.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 96
2 Benzo[a]pyrene 252 C20H12 000050-32-8 90
3 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 90
4 Perylene 252 C20H12 000198-55-0 89
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 76
Abundance Scan 3430 (23.363 min): BP004829.D\data.ms (-3426) (- m/z 252.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021921\
Data File : BP0O@4829.D

Acqg On : 19 Feb 2021 19:14
Operator : CG/JU

Sample : M1439-01

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 4.899 4.2 ng 65051 1 7.763 307156 20.0
unknownl12.234 12.234 3.2 ng 61909 2 10.557 383283 20.0
2-Azetidinone, ... 15.463 2.1 ng 50305 3 14.416 471574 20.0
Benzenesulfonam... 15.651 3.8 ng 90383 3 14.416 471574 20.0
Benzenesulfonam... 16.010 2.1 ng 60117 4 17.169 571740 20.0
Anthracene, 2-m... 18.039 3.1 ng 88428 4 17.169 571740 20.0
Tridecanoic acid 18.063 3.4 ng 96486 4 17.169 571740 20.0
Phenanthrene, 1... 18.087 3.7 ng 104806 4 17.169 571740 20.0
4H-Cyclopenta[d... 18.228 5.6 ng 161176 4 17.169 571740 20.0
6-Phenylbenzocy... 18.528 2.7 ng 77530 4 17.169 571740 20.0
9,10-Anthracene... 18.563 2.5 ng 70886 4 17.169 571740 20.0
Phenanthrene, 2... 18.933 2.9 ng 83417 4 17.169 571740 20.0
Cyclopenta(def)... 19.063 2.8 ng 80386 4 17.169 571740 20.0
11H-Benzo[b]flu... 20.016 2.3 ng 176621 5 21.257 1461320 20.0
11H-Benzo[a]flu... 20.745 2.2 ng 158059 5 21.257 1461320 20.0
Benzo[b]naphtho... 20.910 2.1 ng 152697 5 21.257 1461320 20.0
Heptafluorobuty... 20.963 6.1 ng 445757 5 21.257 1461320 20.0
1,1'-Biphenyl, ... 22.769 4.4 ng 153494 6 23.563 698701 20.0
Benzo[e]pyrene 23.363 11.4 ng 398009 6 23.563 698701 20.0
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