LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP0@6025.D

Acqg On : 23 Jun 2021 02:28
Operator : CG/JU

Sample : M2773-05

Misc :

ALS Vvial : 19 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-BP060821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@06025.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.487 402 408 425 rBV 834506 1290772 26.53% 3.726%
2 6.969 654 660 674 rBV2 41436 95338 1.96% 0.275%
3 7.093 674 681 701 rW 745919 1264194 25.98% 3.649%
4 7.252 702 708 725 rBV 81437 185421 3.81% 0.535%
5 7.916 815 821 831 rBV 261989 415465 8.54%  1.199%

6 9.081 1011 1019 1035 rBV 451077 808650 16.62%
7 10.505 1254 1261 1283 rBV 163861 378910 7.79%
8 10.722 1290 1298 1309 rBV 325487 556621 11.44%
9 12.522 1598 1604 1621 rBV 17765 53111 1.09%
10 13.175 1708 1715 1728 rVB 1326401 1959544 40.27%
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11 14.545 1942 1948 1955 rBV 482301 727078 14.94%
12 15.204 2054 2060 2068 rBV2 37300 69296 1.42%
13 16.034 2190 2201 2220 rBV 1111938 1738169 35.72%
14 17.292 2408 2415 2426 rBV 627756 922677 18.96%
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15 17.457 2436 2443 2448 rBV 66213 101263 2.08% 292%
16 17.569 2454 2462 2471 rVB 103333 158554  3.26%  ©.458%
17 17.957 2523 2528 2533 rVB 56636 70397 1.45% ©.203%
18 18.169 2559 2564 2567 rBV 84317 119473 2.46%  ©.345%
19 18.204 2567 2570 2584 rVB 146497 238298 4.90% 0.688%
20 18.363 2592 2597 2610 rVB3 50224 114909 2.36% 0.332%
21 18.645 2641 2645 2651 rBV 46687 68683 1.41% ©.198%
22 19.081 2716 2719 2726 rVB2 78174 86556 1.78% 0.250%
23 19.228 2739 2744 2748 rBV 116588 170294 3.50% 0.492%
24 19.398 2769 2773 2778 rBV3 39972 51973 1.07% ©.150%
25 19.622 2807 2811 2821 rBV5 62089 119022 2.45%  ©.344%
26 19.839 2841 2848 2856 rBV 3056654 4109844 84.47% 11.864%
27 19.939 2860 2865 2870 rVV 325158 401880 8.26% 1.160%
28 20.151 2899 2901 2905 rVB 55292 64939 1.33% ©.187%
29 20.492 2956 2959 2963 rBV 38035 52659 1.08% 0.152%
30 20.710 2991 2996 3002 rBV 306112 411893 8.47%  1.189%
31 20.763 3002 3005 3010 rVB 169121 225190 63% ©0.650%
32 20.898 3025 3028 3031 rBvV 83727 83322 71%  0.241%
33 21.069 3052 3057 3059 rBv4 139317 220301 0.636%

34 21.110 3059 3064 3068 rVB 4161052 4865500 10
35 21.216 3079 3082 3087 rVB2 157505 180713

.00% 14.045%
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36 21.363 3102 3107 3110 rBV 979653 1240816 25.50%  3.582%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP0@6025.D

Acqg On : 23 Jun 2021 02:28
Operator : CG/JU

Sample : M2773-05

Misc :

ALS Vvial : 19 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-BP060821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 21.398 3110 3113 3123 rVB 1304744 1630141 33.50% 4.706%
38 21.504 3127 3131 3135 rVV 454322 571766 11.75% 1.651%
39 21.539 3135 3137 3141 rVB 76647 93631 1.92% 0.270%
40 21.722 3165 3168 3175 rVB 103534 149432 3.07% 0.431%
41 22.674 3327 3330 3337 rVB2 92051 157735 3.24% 0.455%
42 22.857 3356 3361 3367 rVB3 391936 684981 14.08% 1.977%
43 23.045 3388 3393 3408 rVB 348078 680040 13.98%  1.963%
44 23.239 3421 3426 3436 rVB 378256 636515 13.08% 1.837%
45 23.539 3471 3477 3491 rVB3 314568 826105 16.98%  2.385%
46 23.769 3509 3516 3526 rVB2 640288 1361509 27.98%  3.930%

47 24.651 3662 3666 3676 rVB 220009 474096 9.74%  1.369%
48 27.827 4193 4206 4223 rVB 991783 3753858 77.15% 10.836%

Sum of corrected areas: 34641534
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP0@6025.D

Acqg On : 23 Jun 2021 02:28
Operator : CG/JU

Sample : M2773-05

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP006025.D\data.ms
4000000
3500000
3000000
2500000
2000000
1500000
1000000 5.487

7.093

500000 S o16 9.081 10722

. 6.965.252 j\ 10505
T T T ‘ T T T 7T ‘ T T T 7T ‘ T T T ’ 1 T 7T ’ T 1 T 7T ’ 1 T 7T ‘ 1 T 7T ‘ T T 1T 7T ‘ UL ‘ L ‘ 1 T 7T ‘ 1 T 7T ‘ 1 T 7T ‘ T T T ‘ T T T ‘ L ‘ 1 1

Time--> 350 4.00 450 5.00 5.50 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP006025.D\data.ms

4000000
3500000
19.839
3000000
2500000
2000000

1500000 13.175
16.034

1000000

17.292
500000 14.545 19.939

12.522 15.204 ﬂlf/ﬁﬁgﬂ.ﬁ @3.645 19 %p622 | [20.1520.4

e I e P e AR R

Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance TIC: BP006025.D\data.ms
21.110

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0 T \7\ T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ’ T T ’ T T ‘ T T ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T
Time--> 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\BP062221\
Data File : BP0@6025.D

Acqg On : 23 Jun 2021 02:28
Operator : CG/JU

Sample : M2773-05

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 Benzene, isocyanato- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.969 4.59 ng 95338 1,4-Dichlorobenzene-d4 7.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, isocyanato- 119 C7H5NO 000103-71-9 94
2 1H-Benzotriazole 119 C6H5N3 000095-14-7 91
3 2-Furanacrylonitrile 119 C7H5NO 007187-01-1 86

4 Benzonitrile, 3-hydroxy- 119 C7H5NO 000873-62-1 86
5 Benzonitrile, 4-hydroxy- 119 C7H5NO 000767-00-0 86

Abundance Scan 660 (6.969 min): BP006025.D\data.ms (-654) (-) m/z 119.00 100.00%

119.0

—

5000
R N RARANRERES &
39.0 6.60 6.80 7.00 7.20
bbbt A 193.0  283.9343.7407.0 4906548  n/; 91.00  55.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9118: Benzene, isocyanato-
119.0
5000 L L BN DL B B
6.60 6.80 7.00 7.20
m/z 64.00 32.54%
38.0
O‘\\‘\‘Ll‘h\“\\\"\ \\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9090: 1H-Benzotriazole
119.0
R e N A RAREERSNES
6.60 6.80 7.00 7.20
5000 m/z 62.95 14.11%
52.
O‘Hu“‘“f““m‘,‘ T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9116: 2-Furanacrylonitrile PP P T T
119.0 6.60 6.80 7.00 7.20
m/z 39.00 9.11%
5000
39.0
O‘H‘ll“'\“hm\,‘ L e o L AR R A ARRRRRREES

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP@@6025.D

Acqg On : 23 Jun 2021 02:28

Operator : CG/JU

Sample : M2773-05

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

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

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Ethanol, 2-(2-butoxyethoxy)-

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.505 13.61 ng 378910 Naphthalene-d8 10.722
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 72
3 Butanamide, 3,N-dihydroxy- 119 C4H9NO3 090567-52-5 49
4 Di-sec-butyl ether 130 C8H180 006863-58-7 47
5 Butane, 1,1'-[ethylidenebis(oxy)... 174 C1@H2202 000871-22-7 47

Abundance Scan 1261 (10.505 min): BP006025.D\data.ms (-1254) (- m/z 57.05 100.00%
57.0
5000 JL
T |
\ |‘ l“ (132.1 207.0 281.0 354.9416.0477.0538.8 10.50
Ol LT = ST SRR 2 TR AT R m/z 45.00 89.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32656: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 1 :
10.50
m/z 41.10 38.19%
OJ‘|LIHl‘J““13l2.O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32653: Ethanol, 1-(2-butoxyethoxy)-
57.0
T |
10.50
5000 ITI/Z 75.00 26.14%
AINES
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9050: Butanamide, 3,N-dihydroxy- ——
45.0 10.50
m/z 87.10 17.96%
5000 /k\
o"JMHJ‘MHJP‘H-RWWW_WH_W_WH_W A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP0@6025.D

Acqg On : 23 Jun 2021 02:28
Operator : CG/JU

Sample : M2773-05

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 Urea, N,N'-dimethyl-N,N'-di... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.569 3.44 ng 158554  Phenanthrene-die 17.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Urea, N,N'-dimethyl-N,N'-diphenyl- 240 C15H16N20 000611-92-7 98
2 2-Methoxycarbonyl-2-methyl-3-(N-... 218 C12H14N202 1000090-58-3 53
3 Ethanol, 2-(ethylphenylamino)- 165 C1OH15NO 000092-50-2 50
4 3-Pyridinecarbonitrile, 1,4-dihy... 134 C7H6N20 000767-98-6 47
5 3-Methylisoxazolo[5,4-b]pyridine 134 C7H6N20 058035-50-0 47

Abundance Scan 2462 (17 569 min): BPO06025.D\data.ms (-2454) (- m/z 134.00 100.00%

34.0
5000
240.1
T

51.0 17.50
bbb L L L 355.1415.9475.0 848/, 196 00  57.66%
m/z—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94064: Urea, N,N'-dimethyl-N,N'-diphenyl- /\\
134.0
5000 240.0 ‘ ‘

17 50
m/z 77.00 57.05%

51.0
‘\\\g“H“\'\\h‘l\g\\“\\J\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75640: 2-Methoxycarbonyl-2-methyl-3-(N-methyl-N-phel
134.0

o

17 50
5000 m/z 240.10 35.85%
51.0
203.0
0"H"\m‘lh‘uh\“LH\“‘H"\‘H‘HH“‘H‘HH‘HH‘HH‘HH“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #34335: Ethanol, 2-(ethylphenylamino)- — I

134.0 17.50

m/z 51.00 10.40%

0 51 OL L l

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP0@6025.D

Acqg On : 23 Jun 2021 02:28
Operator : CG/JU

Sample : M2773-05

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 n-Hexadecanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.169 2.59 ng 119473  Phenanthrene-die 17.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 n-Decanoic acid 172 C10H2002 000334-48-5 70
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 Octadecanoic acid 284 C18H3602 000057-11-4 64

Abundance Scan 2564 (18.169 min): BP006025.D\data.ms (-2559) (-  m/z 73.00 100.00%

73.0 '
5000
213.1 ik B
h ]TP qH ‘ 510 3850 . 18.00 18.50
obr ML L g | PBL.0 356.0412.9 47595358/, 59,95  72.70%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 A U
18.00 18.50
}’ 213.0 m/z 43.05 62.63%
O\\i“ \l\’l‘\Wh\“}\‘[L\‘\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #72646: Tridecanoic acid
73.0
— —
18.00 18.50
5000 m/z 57.05 59.09%
L 214.0
ollblypee |
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #39472: n-Decanoic acid T —
60.0 18.00 18.50
m/z 55.05 56.43%
0 MJ'H““\ Eor o
m/z--> 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\BP062221\
Data File : BP0@6025.D

Acqg On : 23 Jun 2021 02:28
Operator : CG/JU

Sample : M2773-05

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 1H-Benzimidazole, 1-phenyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

18.204 5.17 ng 238298  Phenanthrene-die 17.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Benzimidazole, 1-phenyl- 194 C13H1eN2 002622-60-8 91
2 5-Methyl-1,10-phenanthroline 194 C13H1eN2 003002-78-6 90
3 9-Acridinamine 194 C13H16N2 000090-45-9 90
4 2H-Cyclopenta[d]pyridazine, 2-ph... 194 C13H10ON2 022291-84-5 87
5 4-Methyl-1,10-phenanthroline 194 C13H1ON2 031301-28-7 86

Abundance Scan 2570 (18.204 min): BP006025.D\data.ms (-2567) (- m/z 194.10 100.00%
1

94.1
5000
—— —
77.0 18.00 18.50
Ol 23491 | 2689 355.1414.7 489.0549. .., 193 19 26.07%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56341: 1H-Benzimidazole, 1-phenyl-
194.0
5000 —— e
18.00 18.50
51.0 .
‘ m/z 195.05 14.15%
s )
O \\\\’\\\\[V\\f‘\\1\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56356: 5-Methyl-1,10-phenanthroline
194.0
P v
18.00 18.50
5000 m/z 77.00  10.75%
391'0lw 9l7l.0 L all
et e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56335: 9-Acridinamine PP ——
194.0 18.00 18.50
m/z 166.05 9.71%
5000
66.0
Y NUTR )t USRS B GO .., W
m/z--> 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\BP062221\
Data File : BP0@6025.D

Acqg On : 23 Jun 2021 02:28
Operator : CG/JU

Sample : M2773-05

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 Benzenamine, 2,4-dinitro- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.363 2.49 ng 114909  Phenanthrene-die 17.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenamine, 2,4-dinitro- 183 C6H5N304 000097-02-9 97
2 Benzenamine, 2,6-dinitro- 183 C6H5N304 000606-22-4 64
3 N-(2,6-Dinitro-phenyl)-methanesu... 261 C7H7N306S 057840-79-6 37
4 3-Hydroxy-4-nitrobenzoic acid 183 C7H5NO5 000619-14-7 32
5 4-Hydroxy-3-nitrobenzoic acid 183 C7H5NO5 000616-82-0 32

Abundance Scan 2597 (18.363 min): BP006025.D\data.ms (-2592) (-  m/z 183.00 100.00%

183.0
91.0
5000
— —
0 ‘ 18.00 18.50
0 H“M“wM,mh Lhloipadl  342.2 4151 4831549, n/7 152.95  55.25%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #48067: Benzenamine, 2,4-dinitro-
183.0
52.0
5000 ! T

f
18.00 18.50
m/z 91.00 55.19%

”H\ d‘ JFLL

Abundance #111712: N-(2,6-Dinitro-phenyl)-methanesulfonamide ‘
183.0 18.00 18.50

m/z 64.00 26.77%

O\\\\\\\\’\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #48066: Benzenamine, 2,6-dinitro-
183.0
7 —
18.00 18.50
5000 m/z 52.00 37.76%
91.0
0 h‘"'ﬂ‘\,l‘,l,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
: —

79.0
5000

261.0

MJIHHWK M

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

=

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP0@6025.D

Acqg On : 23 Jun 2021 02:28
Operator : CG/JU

Sample : M2773-05

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 Benzenamine, 4-(phenylazo)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.228 3.69 ng 170294  Phenanthrene-die 17.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenamine, 4-(phenylazo)- 197 C12H11N3 000060-09-3 97
2 Benzenamine, 2-(phenylazo)- 197 C12H11N3 002835-58-7 96
3 1-Triazene, 1,3-diphenyl- 197 C12H11N3 000136-35-6 96
4 2-Picoline, 6-nitro- 138 C6H6N202 018368-61-1 53
5 Benzenecarbohydrazonic acid, N-p... 302 C20H18N20 119553-08-1 45

Abundance Scan 2744 (19.228 min): BP006025.D\data.ms (-2739) (-  m/z 91.95 100.00%

92.0
5000 197.1
—— —
‘ 19.00 19.50
bbb bt 1 281.0342.1  431.1489.8549. /7 197.10  48.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #58804: Benzenamine, 4-(phenylazo)-
92.0
5000 — =
197.0 19.00 19.50
m/z 65.00 43.06%
ZSIHI‘l L 1
O‘\\\\‘\\\\‘\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #58803: Benzenamine, 2-(phenylazo)-
92.0
—f =
19.00 19.50
5000 m/z 120.00 34.66%
197.0
270/
O e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #58802: 1-Triazene, 1,3-diphenyl- == Py
92.0 19.00 19.50
m/z 77.00 31.50%
5000
\ 197.0
o‘“l‘ s Ea
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

8270E-BPO60821.M Wed Jun 23 14:13:57 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP0@6025.D

Acqg On : 23 Jun 2021 02:28
Operator : CG/JU

Sample : M2773-05

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 1H-Pyrrole-3-carbonitrile, ... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.939 6.48 ng 401880 Chrysene-d12 21.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Pyrrole-3-carbonitrile, 2-ami... 211 C13H13N3 1000351-31-6 59
2 Adamantan-2-ol 152 C10H160 000700-57-2 47
3 Methanone, [2-(methylamino)pheny... 211 C14H13NO 001859-76-3 43
4 2H-Benzimidazol-2-one, 1,3-dihydro- 134 C7H6EN20 000615-16-7 43
5 Pyrrolo[3,2-c]pyridin-4(5H)-one 134 C7H6N20 054415-77-9 38

Abundance Scan 2865 (19.939 min): BP006025.D\data.ms (-2860) (- m/z 134.00 100.00%

134.0
2111
5000
77.0
‘ 2000
bbbl Ly | 28113411 429.04912549. 1/, 211 95  61.12%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #70237: 1H-Pyrrole-3-carbonitrile, 2-amino-4-methyl-5-(p
134.0
211.0
5000
2000
65.0 ‘ 29.82%
0 L”ll}“i‘l‘l'hm"d'“\rl
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25096: Adamantan-2-ol
134.0
2000
5000 ITI/Z 212.10 10.63%
41.0
0 dutlL,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #70329: Methanone, [2-(methylamino)phenyl]phenyl- -
211.0 2000
m/z 135.0 9.80%
5000 77.0
134.0
0 m«§wﬂlJmA‘¢A#ﬂ‘“‘_“‘_“‘_“w“‘w“u“‘u“
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2000

8270E-BP0O60821.M Wed Jun 23 14:13:57 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP0@6025.D

Acqg On : 23 Jun 2021 02:28
Operator : CG/JU

Sample : M2773-05

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 unknown20.710 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.710 6.64 ng 411893 Chrysene-d12 21.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(2-Phenylvinyl)pyridine, trans 181 C13H11N 000538-49-8 43
2 9H-Carbazole, 9-(2-methylpropyl)- 223 C16H17N 1000337-89-4 38
3 9-Aminofluorene 181 C13H11N 000525-03-1 38
4 2-(1-Phenylethenyl)pyridine 181 C13H11N 015260-65-8 38
5 Benzenemethanimine, .alpha.-phenyl- 181 C13H11N 001013-88-3 35
Abundance Scan 2996 (20.710 min): BP006025.D\data.ms (-2991) (-  m/z 180.05 100.00%
180.1
o e M
77.0 — S
\ } ‘ 20.50 21.00
bbb iy | {HIL LLbol) 34104008 47715361 10503 10 a1.37%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #46486: 2-(2-Phenylvinyl)pyridine, trans
180.0
5000 —— —t
20.50 21.00
m/z 181.05  38.34%
77.0
O\\\i\\\\m\‘\“\\\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80321: 9H-Carbazole, 9-(2-methylpropyl)-
180.0
e ]
20.50 21.00
5000 m/z 226.05 34.42%
41.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #46458: 9-Aminofluorene T — T
180.0 20.50 21.00
m/z 152.00  29.91%
5000
77.0
o"wuu‘H_mM"""""""H_wwwww s e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00

8270E-BPO60821.M Wed Jun 23 14:13:58 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP0@6025.D

Acqg On : 23 Jun 2021 02:28
Operator : CG/JU

Sample : M2773-05

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 Benzo(a)phenazine Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.763 3.63 ng 225190 Chrysene-d12 21.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo(a)phenazine 230 C16H10N2 000225-61-6 93
2 Benzo(b)phenazine 230 C16H10N2 000257-97-6 81
3 Pyrimidine-5-carbonitrile, 2-ami... 230 C11H7CIN4 281665-63-2 72
4 p-Terphenyl 230 C18H14 000092-94-4 53
5 2-Cyclohexen-1-0l1, 3-(2-methyl-m... 230 C11H180S2 015040-93-4 52
Abundance Scan 3005 (20.763 min): BP006025.D\data.ms (-3002) (- m/z 230.05 100.00%
230.1
5000
— —
50.0 115.0 20.50 21.00
Obrrtetrig i B39 | 29013589 460.7 549 n/z 229.10  26.45%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #86212: Benzo(a)phenazine
230.0
5000 —— cathel
20.50 21.00
m/z 231.10 17.14%
115.0
45.0 ‘
O\\‘\\\‘\[‘\\‘\\[\\\\[\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #86213: Benzo(b)phenazine
230.0
o =
20.50 21.00
5000 m/z 114.95 7.97%
115.0
0 ﬁoi'ﬂuww‘mwH‘mu_‘HWH_wwwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85643: Pyrimidine-5-carbonitrile, 2-amino-6-(4-chloropht —— =
230.0 20.50 21.00
m/z 125.95 4.66%
5000
161.0 ‘
L OO DU T e S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00

8270E-BPO60821.M Wed Jun 23 14:13:59 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP0@6025.D

Acqg On : 23 Jun 2021 02:28
Operator : CG/JU

Sample : M2773-05

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 Cyclotetracosane Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
21.069 3.55 ng 220301 Chrysene-d12 21.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 98
2 2- Chloropropionic acid, hexadec... 332 C19H37C1l02 086711-81-1 95
3 1-Triacontanol 438 C30H620 000593-50-0 95
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
5 1-Hexadecanethiol 258 C16H34S 002917-26-2 91

Abundance Scan 3057 (21.069 min): BP006025.D\data.ms (-3052) (-~ m/z 83.10 100.00%
83.1

. wﬂ\/
‘ 1530 258.1 éfod o
355.1 503.1 :
obLAMLL Mw‘n'ugl‘HWm\“mH‘4_”“"?‘39?””_”‘ m/z 57.05 95.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174180: Cyclotetracosane
83.0
5000 336.0 LN ‘

21.00
m/z 97.05 89.85%

J ‘ hFFHun.n‘. 50,

‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #170817: 2- Chloropropionic acid, hexadecyl ester

57.0

o

%

21.00
5000 ITI/Z 69.10 84.78%
O‘H‘“JM’J‘ JM
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #224417: 1-Triacontanol ——
57.0 21.00
m/z 43.05 81.92%

5000

195.0 420.0
Mhﬂi 265.0 3360

bbb |

O‘HLW\u\M\H‘H\w\u\p\u‘u\w\u\w\u‘uu‘u\w\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

8270E-BP0O60821.M Wed Jun 23 14:13:59 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP0@6025.D

Acqg On : 23 Jun 2021 02:28
Operator : CG/JU

Sample : M2773-05

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 Benzenamine, 2,4-dinitro-N-... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.110 78.42 ng 4865500 Chrysene-d12 21.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenamine, 2,4-dinitro-N-phenyl- 259 C12H9N304 000961-68-2 99
2 Benzenamine, 2-nitro-N-(4-nitrop... 259 C12H9N304 000612-36-2 91
3 Benzenamine, 4-nitro-N-(4-nitrop... 259 C12H9N304 001821-27-8 52
4 Benzenamine, 2-nitro-N-(2-nitrop... 259 C12H9N304 018264-71-6 52
5 2-Naphthylacetonitrile 167 C12HSN 007498-57-9 38

Abundance Scan 3064 (21.110 min): BP006025.D\data.ms (-3059) (- m/z 259.05 100.00%

259.1
167.1
5000
77.0
\ | 21.00 21.50
Obrroibhbhpibbhdiky )| 3181 4201 | 5351 167 0 s5.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109640: Benzenamine, 2,4-dinitro-N-phenyl-
259.0
5000
167.0 21.00 21'50
270 m/z 166.10  52.25%
Olﬁ\q\‘\\ll\“‘\‘\l’\\1!"\‘\‘\‘L\1‘\‘|\‘\\J‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #109646: Benzenamine, 2-nitro-N-(4-nitrophenyl)-
259.0
21.00 21.50
5000 m/z 139.00 33.93%
167.0
R
owaum»,w,mu_mm‘HHWWH,WWW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #109644: Benzenamine, 4-nitro-N-(4-nitrophenyl)-
259.0 2100 2150
m/z 168.10 28.39%
5000 167.0
00
B

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

8270E-BP0O60821.M Wed Jun 23 14:14:00 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP0@6025.D

Acqg On : 23 Jun 2021 02:28
Operator : CG/JU

Sample : M2773-05

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 Diazene, [1,1'-biphenyl]-4-... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
21.216 2.91 ng 180713 Chrysene-d12 21.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diazene, [1,1'-biphenyl]-4-ylphe... 258 C18H14N2 007466-42-4 50
2 1-Isopropenylnaphthalene 168 C13H12 001855-47-6 43
3 2-Methyl-5-nitrophenol 153 C7H7NO3 005428-54-6 38
4 Acenaphthylene, 5-bromo-1,2-dihy... 232 C12H9Br 002051-98-1 37
5 5-Methyl-2-nitrophenol 153 C7H7NO3 000700-38-9 32
Abundance Scan 3082 (21.216 min): BP006025.D\data.ms (-3079) (- m/z 153.05 100.00%
1538.1
so00{ /70
258.1
T =
‘\ l l 355.1 ‘ 21.00 21.50
Ob bbb L LA L L 3551 420.14801547. /) 155 95 71.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #109322: Diazene, [1,1'-biphenyl]-4-ylphenyl-
158.0
77.0
5000 ihaats e
258.0 21.00 21.50
m/z 77.00 49.57%
O‘\\\\“\\‘\!‘“‘\‘\‘l\\‘\\\\\‘\\}\‘L\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #36895: 1-Isopropenylnaphthalene
153.0
— r—
21.00 21.50
5000 m/z 258.10 36.09%
83.0 ‘
YL LT NERETY R —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 K
Abundance #26360: 2-Methyl-5-nitrophenol e e
153.0 21.00 21.50
77.0 m/z 239.10 32.10%
) Jk\‘
018'\dAMH. J‘I ] ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ;
R R B e B e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50

8270E-BPO60821.M Wed Jun 23 14:14:01 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP@@6025.D

Acqg On : 23 Jun 2021 02:28

Operator : CG/JU

Sample : M2773-05

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 Benzenamine, 2-nitro-N-(4-n... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
21.504 9.22 ng 571766 Chrysene-d12 21.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzenamine, 2-nitro-N-(4-nitrop... 259 C12H9N304 000612-36-2 96
2 Benzenamine, 2,4-dinitro-N-phenyl- 259 C12H9N304 000961-68-2 93
3 Benzenamine, 2-nitro-N-(2-nitrop... 259 C12H9N304 018264-71-6 38
4 2,6 Di-p-tolylpyridine 259 C19H17N 014435-88-2 35
5 1H-Indole, 2-(2'-furyl)-3-phenyl- 259 C18H13NO 163064-82-2 27

Abundance Scan 3131 (21.504 min): BP006025.D\data.ms (-3127) (-
259.1

m/z 259.05 100.00%

3

Abundance  #109645: Benzenamine, 2-nitro-N-(2-nitrophenyl)-
259.0 21.50

m/z 139.00  25.47%

5000
196.0 J{
0 H'hmm\uanWW\\ N

m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.50

5000
167.1
e i
o obbbasu b L LLL L 3551 4609 5361 5 167,10 35.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #109647: Benzenamine, 2-nitro-N-(4-nitrophenyl)-
259.0
5000 — :
21.50
166.0 m/z 166.00  34.27%
50.0 ‘
O‘\\h‘\‘}\l‘\li‘\l\l‘\‘\”\‘L“‘\‘\l\h\“‘\“\“\\“‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #109640: Benzenamine, 2,4-dinitro-N-phenyl-
259.0
T
21.50
5000 167.0 m/z 154.05 27.98%
77.0
T YT P A
m/z--> 0 50 100 150 200 250 300 350 400 450 500
i

8270E-BPO60821.M Wed Jun 23 14:14:02 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP0@6025.D

Acqg On : 23 Jun 2021 02:28
Operator : CG/JU

Sample : M2773-05

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 4,4'-Bis(methylamino)benzop... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.857 10.06 ng 684981 Perylene-di2 23.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,4'-Bis(methylamino)benzophenone 240 C15H16N20 003708-39-2 97
2 9-Anthraldehyde, 10-chloro- 240 C15H9C10 010527-16-9 43
3 1,3-Diamino-5,6-dihydro-8,9-dime... 240 C14H16N4 037598-81-5 38
4 2,6,2',6"'-Tetramethyl-biphenyl-4... 240 C16H20N2 004746-77-4 38
5 s-Triazolo[1,5-a]pyridine, 6-nit... 240 C12H8N402 031040-17-2 30

Abundance Scan 3361 (22.857 min): BP006025.D\data.ms (-3356) (-  m/z 134.00 100.00%
13

1.0
240.1
5000
— =
65'f ‘ 22.50 23.00
O e bbb kb Lt 356, 4300 8373 o0 10 75.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94059: 4,4'-Bis(methylamino)benzophenone
134.0 240.0
5000 — ——
22.50 23.00
m/z 239.10 24.67%
O‘\\\\6‘?(&!)1‘J‘IWVV‘\\\\‘J\V‘H ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94186: 9-Anthraldehyde, 10-chloro-
176.0 240.0
= N
88.0 22.50 23.00
5000 m/z 105.95  22.40%
il
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #93917: 1,3-Diamino-5,6-dihydro-8,9-dimethylbenzo[flqui e B
240.0 22.50 23.00
m/z 210.10 20.93%
5000
43.0
ol 11501820
R R e RN R R A R B R R RS — ——
m/z--> 0 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\BP062221\
Data File : BP0@6025.D

Acqg On : 23 Jun 2021 02:28
Operator : CG/JU

Sample : M2773-05

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 unknown23.045 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.045 9.99 ng 680040 Perylene-di2 23.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-Cyclohexadien-1-one, 4-[[4-(... 254 C16H18N20 1000319-40-8 47
2 Pyrrolo[3,2-g]quinoline, 9-metho... 254 C16H18N20 199918-71-3 45
3 Anthracene, 9-phenyl- 254 C20H14 000602-55-1 38
4 2,5-Bis(2-hydroxypropylamino)-p-... 254 C12H18N204 021102-25-0 35
5 3H-[1,3,4]0xadiazole-2-thione, 5... 254 C9H10ON40S2 1000304-08-9 35

Abundance Scan 3393 (23.045 min): BP006025.D\data.ms (-3388) (- m/z 254.15 100.00%

254.2
148.0
5000
77.0 1 \
} ' | 338.0 4254 2599
oottt llid b L LLL | 3380 4254 489.1547: /) 148 95 69.93%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #105662: 2,5-Cyclohexadien-1-one, 4-[[4-(dimethylamino
254.0
5000 — :
23.00
m/z 134.00 49.25%
770 145.0 } ‘
O \\\‘\\h\\h‘A\‘l\h\\“\hT!l\"IT\‘\‘f‘\\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #105648: Pyrrolo[3,2- g]qumolme 9-methoxy-2,3,5,7-tetra
54.0
U \
23.00
5000 ITI/Z 253.10 36.12%
127.0
39.0 ‘ 196,0
oh ““l""‘wl -
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #105922: Anthracene, 9-phenyl- =
254.0 23.00
m/z 210.10 23.64%
5000
126.0
0 51.0 ‘H‘ 1870\\\
N R R T A RRA ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP0@6025.D

Acqg On : 23 Jun 2021 02:28
Operator : CG/JU

Sample : M2773-05

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 Methanone, bis[4-(dimethyla... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.239 9.35 ng 636515 Perylene-di2 23.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methanone, bis[4-(dimethylamino)... 268 C17H2@N20 000090-94-8 97
2 Lysergic acid 268 C16H16N202 000082-58-6 42
3 4-[N'-(3,5-Dimethyl-benzylidene)... 268 C16H16N202 1000293-91-1 35
4 Ethyl 2-(ethyl(m-tolyl)amino)eth... 251 C14H21NO3 1000373-77-5 35
5 [1,1'-Biphenyl]-2-carboxylic aci... 268 C14H8N204 1000349-81-4 35
Abundance Scan 3426 (23.239 min): BP006025.D\data.ms (-3421) (-  m/z 148.00 100.00%
148.0 268.1
5000
e =
WJO | 208 23.00 23.50
O bbb ke SR L 359141714751 549, 47 268.10  88.99%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #117430: Methanone, bis[4-(dimethylamino)phenyl]-

148.0
268.0
5000 —r— —
23.00 23.50
m/z 224.1 41.02%
77.0
O‘\\\\f\u‘L\HLﬂ\“\‘l\\%o‘\S\.\W[‘l\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117317: Lysergic acid
268.0
-
207, 2300 2350

O

111.0
“0 sl H
‘Hﬂmwwﬂ‘M”d“w‘MWm‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #117348: 4-[N'-(3,5-Dimethyl-benzylidene)-hydrazino]-be
268.0

2300 2350
m/z 251. 21.61%
5000
120.0
39.0 l
o Dbl ero ol
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2300 2350
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP0@6025.D

Acqg On : 23 Jun 2021 02:28
Operator : CG/JU

Sample : M2773-05

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 Benzenamine, 4-nitro-N-(4-n... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

23.539 12.141ng s26105 Perylene-d12 23.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzenamine, 2,4-dinitro-N-phenyl- 259 C12H9N304
2 Benzenamine, 4-nitro-N-(4-nitrop... 259 C12H9N304
3 Benzenamine, 2-nitro-N-(4-nitrop... 259 C12H9N304
4 2,6 Di-p-tolylpyridine 259 C19H17N

5 2-[1-Naphthyl]-3-oxobutyronitrile 209 C14H11NO

Abundance Scan 3477 (23.539 min): BP0O06025.D\data.ms (-3471) (-

000961-68-2 64
001821-27-8 60
000612-36-2 38
014435-88-2 25
031573-38-3 25

m/z 259.10 100.00%

259.1
167.1
5000
T T
o ‘H || 355.1415.1 489.1 2350
Obrrtbbibbkbd g Lihy oL dy L 359-1415.1 4891549, /7 167,10 64.94%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109641: Benzenamine, 2,4-dinitro-N-phenyl-
259.0
5000 = :
167.0 23.50
770 m/z 225.05 46.89%
0 ““'lll}\ LB L B R O R R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #109644: Benzenamine, 4-nitro-N-(4-nitrophenyl)-
259.0
1T [
23.50
5000 167.0 ITI/Z 166.05 45.35%
50.0 “ ‘
YUV EWENHTNY § W T S ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #109646: Benzenamine, 2-nitro-N-(4-nitrophenyl)- =T
259.0 23.50
m/z 229.10 36.85%
5000
b 167.0
_%0 91.0 “
O hipadt erab s b b b b e o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP@@6025.D

Acqg On : 23 Jun 2021 02:28

Operator : CG/JU

Sample : M2773-05

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
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 Naphthalene, 1,4-dihydro-1-... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
24.651 6.96 ng 474096 Perylene-di2 23.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Naphthalene, 1,4-dihydro-1-(diph... 324 C23H1602 1000156-71-8 52
2 1H-Pyrazole, 4-methyl-3-(4-methy... 324 C23H20N2 073306-07-7 49
3 7-Chloro-3,4-dihydro-3-[4-pyridi... 324 C18H13CIN202  144155-16-8 43
4 Imidazole, 4-(3,4-dimethylphenyl... 324 C23H20N2 332073-31-1 43
5 4,6-Diphenyl-2-(2-hydroxyphenyl)... 324 C22H16N20 052829-05-7 43

Abundance Scan 3666 (24.651 min): BP006025.D\data.ms (-3662) (-  m/z 324.10 100.00%

324.1 ‘
5000
77.0 247.1
—— —
16T 1 ‘ ‘ JoLo | 24.50 25.00
Oberrbedbtpbindd L L Lk 4010 4751 549 ) 35319 52.51%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164561: Naphthalene, 1,4-dihydro-1-(diphenylmethylene
324.0
247.0
5000 —— e
24.50 25.00
m/z 247.10 31.44%
126.0
07?7\94“0\\\‘\‘1[!1‘\}\\\”{4 \\\L‘Ifl\J\lh\“‘\““\ll‘h\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164568: 1H-Pyrazole, 4-methyl-3-(4-methylphenyl)-1,5-(
324.0
Py —
24.50 25.00
5000 77.85  30.93%
77.0
206.0
0 \M“?WJ%SO
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164135: 7-Chloro-3,4-dihydro-3-[4-pyridinyl]-1,9(2H,10H
324.0 2450 2500
325.15 24.07%
5000
106.0 219.0
0 "«l;Ah“&w{r'\!mu'\"a wJ}m_‘M_A H_m_m‘wwww_
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2450 2500
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP0@6025.D

Acqg On : 23 Jun 2021 02:28
Operator : CG/JU

Sample : M2773-05

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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 20 3-(1-Phenyl-3-methylpyrazol... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

27.827 55.14 ng 3753860 Perylene-di2 23.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-(1-Phenyl-3-methylpyrazol-5-yl... 330 C20H18N40 065183-12-2 50
2 Methanone, [3-(1-methylethyl)phe... 224 C16H160 032388-73-1 25
3 Benzene, 1-(3-nitrobenzylidenami... 330 C19H14N402 111438-25-6 11
4 1-(4-Amino-furazan-3-yl)-5-pheno... 330 C14H14N604 1000300-80-7 10

5 6-Bromo-2-ethoxy-4-phenyl-quinaz... 328 C16H13BrN20 1000317-63-0 10

Abundance Scan 4206 (27.827 min): BP006025.D\data.ms (-4193) (- m/z 77.00 100.00%

71.0
5000
2241 3291

\ 151.0 2750 2800
o“whw\uxxlimkh‘H‘A“W‘H“m‘ﬁ¥§%ﬁfﬁﬁ?§5ﬁ m/z 329.10  33.65%
miz-> 100 150 200 250 300 350 400 450 500 550
Abundance #169279: 3-(1-Phenyl-3-methylpyrazol-5-yl)-2-ethylquina:
7710 157.0 330.0
5000

27.50 28.00
m/z 224.10  29.55%

274.0
0 ‘\H‘H‘h Llll!‘l’H
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #81224: Methanone, [3-(1-methylethyl)phenyl]phenyl-
77.0
T T

27.50 28.00
5000 m/z 105.00 28.69%
147.0
224.0
ool L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #169168: Benzene, 1-(3-nitrobenzylidenamino)-4-phenyle : T

77.0 27.50 28.00

m/z 79.00 15.41%

5000 225.0
151.0
' 330.0
0 h‘ \JKH.JAJ‘ L] |

m/z--> 50 100 150 200 250 300 350 400 450 500 550 2750 2800
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP0@6025.D

Acqg On : 23 Jun 2021 02:28
Operator : CG/JU

Sample : M2773-05

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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|
Benzene, isocya... 6.969 4.6 ng 95338 1 7.916 415465 20.0
Ethanol, 2-(2-b... 10.505 13.6 ng 378910 2 10.722 556621 20.0
Urea, N,N'-dime... 17.569 3.4 ng 158554 4 17.292 922677 20.0
n-Hexadecanoic ... 18.169 2.6 ng 119473 4 17.292 922677 20.0
1H-Benzimidazol... 18.204 5.2 ng 238298 4 17.292 922677 20.0
Benzenamine, 2,... 18.363 2.5 ng 114909 4 17.292 922677 20.0
Benzenamine, 4-... 19.228 3.7 ng 170294 4 17.292 922677 20.0
1H-Pyrrole-3-ca... 19.939 6.5 ng 401880 5 21.363 1240820 20.0
unknown20.710 20.710 6.6 ng 411893 5 21.363 1240820 20.0
Benzo(a)phenazine 20.763 3.6 ng 225190 5 21.363 1240820 20.0
Cyclotetracosane 21.069 3.5 ng 220301 5 21.363 1240820 20.0
Benzenamine, 2,... 21.110 78.4 ng 4865500 5 21.363 1240820 20.0
Diazene, [1,1'-... 21.216 2.9 ng 180713 5 21.363 1240820 20.0
Benzenamine, 2-... 21.504 9.2 ng 571766 5 21.363 1240820 20.0
4,4'-Bis(methyl... 22.857 10.1 ng 684981 6 23.769 1361510 20.0
unknown23.045 23.045 10.0 ng 680040 6 23.769 1361510 20.0
Methanone, bis[... 23.239 9.3 ng 636515 6 23.769 1361510 20.0
Benzenamine, 4-... 23.539 12.1 ng 826105 6 23.769 1361510 20.0
Naphthalene, 1,... 24.651 7.0 ng 474096 6 23.769 1361510 20.0
3-(1-Phenyl-3-m... 27.827 55.1 ng 3753860 6 23.769 1361510 20.0
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