LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60122\
Data File : BM@35348.D

Acqg On : 01 Jun 2022 15:49
Operator : CG/JU

Sample : N3107-03

Misc :

ALS Vvial : 10 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 M\Methods\8270-BM@52722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@35348.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.445 395 401 418 rBV 1667399 2518101 49.96% 5.692%
2 7.045 664 673 690 rBV 1721642 2748619 54.53% 6.213%
3 7.863 803 812 820 rBV 488403 793649 15.75%  1.794%
4 9.022 1001 1009 1021 rBV 1041016 1756431 34.85% 3.970%
5 10.663 1280 1288 1294 rBV 623798 1068535 21.20%  2.415%
6 13.127 1700 1707 1719 rBV 3027727 4345676 86.22% 9.822%
7 14.504 1932 1941 1947 rBV 950566 1411227 28.00% 3.190%
8 14.563 1947 1951 1960 rVB 44365 77324 1.53% 0.175%
9 14.904 2002 2009 2017 rBV2 24865 51355 1.02% 0.116%
10 15.551 2114 2119 2125 rVB 42052 61286 1.22% 0.139%
11 15.992 2187 2194 2211 rBV 2191684 3181985 63.13% 7.192%
12 16.904 2344 2349 2356 rVB2 36066 58809 1.17% 0.133%
13 17.004 2359 2366 2372 rVV4 40704 88181 1.75% 0.199%
14 17.062 2372 2376 2386 rVB 47901 81070 1.61% ©.183%
15 17.245 2401 2407 2411 rBV 1103604 1587364 31.49%  3.588%
16 17.286 2411 2414 2421 rVV 1005317 1415028 28.07% 3.198%
17 17.380 2425 2430 2436 rVB 213786 315888 6.27% 0.714%
18 17.651 2469 2476 2482 rBV2 111622 186631 3.70% 0.422%
19 18.127 2552 2557 2558 rBV 122420 159152 3.16% 0.360%
20 18.151 2558 2561 2564 rBV 216569 290307 5.76% 0.656%
21 18.256 2575 2579 2584 rVB 53019 79296 1.57% 0.179%
22 18.321 2584 2590 2594 rVvV2 184386 340596 6.76% 0.770%
23 18.356 2594 2596 2602 rVB 94626 114090 2.26% 0.258%
24 18.627 2638 2642 2645 rBV 98448 126830 2.52% 0.287%
25 18.668 2645 2649 2655 rVB 93040 134780 2.67% 0.305%

26 19.045 2709 2713 2716 rBV2 58396 82295 1.63%
27 19.186 2733 2737 2744 rVB2 83236 128177 2.54%
28 19.303 2752 2757 2763 rBV 191313 2536118 50.32%
29 19.362 2764 2767 2771 rVB2 101755 124917 2.48%
30 19.427 2775 2778 2786 rVB2 190703 278508 5.53%

OOV
~N
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N
R

31 19.668 2809 2819 2828 rBV 1623102 2593689 51.46% 5.862%
32 19.739 2828 2831 2836 rVV2 72456 104267 2.07% 0.236%
33 19.874 2847 2854 2858 rBV 4271170 5040321 100.00% 11.392%
34 20.003 2870 2876 2881 rVB3 97481 226888 4.50% ©.513%
35 20.162 2900 2903 2910 rVB 228924 315193 6.25% ©.712%

36 20.262 2917 2920 2924 rBV 110785 137872 2.74% 0.312%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60122\
Data File : BM@35348.D

Acqg On : 01 Jun 2022 15:49
Operator : CG/JU

Sample : N3107-03

Misc

ALS Vvial : 10 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 M\Methods\8270-BM@52722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 20.321 2927 2930 2934 rVB2 124601 172863 3.43% 0.391%
38 20.509 2959 2962 2966 rVB2 100487 128012 2.54% 0.289%
39 21.115 3062 3065 3067 rBV 131401 139829 2.77% 0.316%
40 21.150 3067 3071 3077 rVB3 275779 421578 8.36% ©.953%
41 21.344 3102 3104 3108 rVB 152221 166353 3.30% 0.376%
42 21.427 3112 3118 3122 rVV3 1597061 3135879 62.22% 7.088%
43 21.468 3122 3125 3135 rVB 911071 1243567 24.67% 2.811%
44 23.080 3394 3399 3405 rBV 815320 1768203 35.08% 3.997%
45 23.691 3499 3503 3511 rVB 568094 1094296 21.71% 2.473%

46 23.797 3516 3521 3527 rVB2 773083 1412108 28.02% 3.192%

Sum of corrected areas: 44243143
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 01 Jun 2022 15:49
: CG/IU
: N3167-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60122\
BM@35348.D

: 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

4000000
3500000
3000000
2500000
2000000
1500000
1000000
500000
0

Time-->
Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BM035348.D\data.ms

5.445 7.045

9.022

7863 10.663

350 400 450 500 550 600 650 700 750 800 850 900 950 10.00 1050 11.00 11.50

TIC: BM035348.D\data.ms
19.874

13.127

15.992

19.303

14.504

14{5634.904 15.551

0
Time-->
Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

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: BM035348.D\data.ms

23.080 23.797
23.691

Time-->

21.00 21.50 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_M\Data\BM@60122\
Data File : BM@35348.D

Acqg On : 01 Jun 2022 15:49

Operator : CG/JU

Sample : N3107-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM052722.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 1H-Indene, 2-phenyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.127 2.01 ng 159152  Phenanthrene-die 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 91
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 91
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 91
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 90

Abundance Scan 2557 (18.127 min): BM035348.D\data.ms (-2552) (-  m/z 192.05 100.00%

192.1
5000
—— —
570 94.7 1390 ‘ 18.00 18.50
o570 .1 1990 J 2861 341 ./, 101.65 58.13%
miz--> 50 100 150 200 250 300
Abundance #67016: 1H-Indene, 2-phenyl-
192.0
5000
1800 1850
m/z 189.10 28.98%
27.0 63.0 1150152d)
O T \ \ “ \‘ T \“‘ T T T T - ‘ L ‘ L ‘ L
miz--> 50 100 150 200 250 300
Abundance #67024: Anthracene, 2-methyl-
192.0
—— =
18.00 18.50
5000 ITI/Z 190.05 15.04%
ol 390 830 1300
e e T
miz--> 50 100 150 200 250 300
Abundance #67035: Phenanthrene, 1-methyl- —— ——
192.0 18.00 18.50
m/z 193.05 13.59%
5000
o 390 960 1300 | |
e Lo T SRS o
m/z--> 50 100 150 200 250 300 1800 1850
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60122\
Data File : BM@35348.D

Acqg On : 01 Jun 2022 15:49
Operator : CG/JU

Sample : N3107-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.151 3.66 ng 290307  Phenanthrene-di10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Octadecanoic acid 284 C18H3602 000057-11-4 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 70

Abundance Scan 2561 (18.151 min): BM035348.D\data.ms (-2558) (- m/z 73.00 100.00%
73.0

%

5000 129.1
213.2
1711 256.1 71 T T
39(0 ‘ ‘ ‘ 18.00 18.50
0 l o b ] “w\ Aol 2950 3410 sy 43,10 80.29%
miz--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T CT
18.00 18.50
m/z 60.00 79.76%
‘ 171.0 213.0 256.0
O' ‘\Sﬂh‘P‘W‘H“\ h} \‘ ’ “\ \‘ \‘\ “ \“ T ‘\ T ‘ “\ T 1T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #109281: Tetradecanoic acid
73.0
e P
18.00 18.50
5000 m/Z 41.10 71.88%
129.0
29. 185.0 228.0
0 LM \M‘\‘H} ‘\ | \‘m‘\ “\‘ \‘ ) “\‘ e
miz--> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid — —
73.0 18.00 18.50
m/z 55.10 70.06%
5000 129.0
29. 185.0 541 2840
0 W/ ST A S S e B
m/z--> 50 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60122\
Data File : BM@35348.D

Acqg On : 01 Jun 2022 15:49
Operator : CG/JU

Sample : N3107-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.321 4.29 ng 340596  Phenanthrene-d10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 70
2 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BC103S 036155-87-0 53
3 Carbonic acid, ethyl 2-formyl-4,... 262 C1OH8C1204 1000331-34-4 50
4 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 45
5 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 40

Abundance Scan 2590 (18.321 min): BM035348.D\data.ms (-2584) (-  m/z 190.05 100.00%

190.1
5000

94.5
18.00 18.50
50.0 ‘

200 L 1390, B 25812950 356 7 189.10  95.24%

m/z--> 50 100 150 200 250 300 350
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0

o

5000
1800 1850
95.0 m/z 192.05 42.19%
ol 230 ‘\\ wo, |
m/z--> 50 100 150 200 250 300 350
Abundance #64996: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydrc
45.0 19p.0
146.0
1800 1850
5000 82.0 m/z 191.05 37.26%
0 py \‘U ly ;hh‘ e J[LM
miz-> 50 100 150 200 250 300 350
Abundance #149879: Carbonic acid, ethyl 2-formyl-4,6-dichloropheny
190.0 1800 1850

m/z 187.00  19.09%

5000
29.0 97.0 133.0
0 ‘ L T L‘ ‘ Iy

m/z--> 50 100 150 200 250 300 350 1800 1850
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60122\
Data File : BM@35348.D

Acqg On : 01 Jun 2022 15:49
Operator : CG/JU

Sample : N3107-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 11H-Benzo[b]fluorene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.162 2.01 ng 315193  Chrysene-d12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 83
3 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 72
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 72
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 62

Abundance Scan 2903 (20.162 min): BM035348.D\data.ms (-2900) (-  m/z 216.10 100.00%

216.1
5000
107.5 — =
43.0 ‘“ 163.0 ‘ 288.9 20.00 20.50
Oyt A 2889 8619 4610 /7 215,10 84.38%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #94572: 11H-Benzol[b]fluorene
216.0
5000 == —
20.00 20.50
m/z 213.05 20.51%
107.0
O 50'0 1 ‘l 163'0\1
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #94565: Pyrene, 1-methyl-
216.0
= —
20.00 20.50
5000 ITI/Z 107.50 17.94%
95.0
LT Y SO ——
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #94571: 7H-Benzo[c]fluorene T i
216.0 20.00 20.50
m/z 217.10  16.40%
5000
108.0 ‘
o_m_‘mHHH_HMum_m‘mWm,mwm — —
m/z--> 0 50 100 150 200 250 300 350 400 450 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60122\
Data File : BM@35348.D

Acqg On : 01 Jun 2022 15:49

Operator : CG/JU

Sample : N3107-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

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

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM052722.M
: 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

Concentration Rank 3

Peak Number 5 unknown2l.150

027208-37-3 46
1000421-20-9 40
1000310-50-0 25
1000406-04-6 25

R.T. EstConc Area Relative to ISTD
21.150 2.69 ng 421578  Chrysene-d12
Hit# of 5 Tentative ID MW MolForm
1 Cyclopenta[cd]pyrene 226 C18H10
2 Acetamide, 2-(thiophen-2-yl)-N-m... 323 C19H33NOS
3 Cyclopentylmethylamine, N,N-dihe... 295 C20H41N
4 Pentadecafluorooctanoic acid, he... 638 C24H33F1502
5 Diheptylisobutylamine 269 C18H39N

1000310-32-0 23

Abundance Scan 3071 (21.150 min): BM035348.D\data.ms (-3067) (-  m/z 226.10 100.00%

226.1
57.1
5000 J\j\
e
} ” 1?5,1 sa1 21.00 21.50
bbbl f, 283.1341.1403.0 477.3535. /7 57.10  51.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107261: Cyclopenta[cd]pyrene
226.0
5000 — —
21.00 21.50
m/z 43.10 45.52%
113.0
O‘\\\\‘\\\\‘i\\\\‘\\\\‘\fl‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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

Abundance #228029: Acetamide, 2-(thiophen-2-yl)-N-methyl-N-dodec
57.0

3

— —
226.0 21.00 21.50
5000 m/z 55.10  40.81%

323.0
i A 1\11?7.0

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

o

3

Abundance #193068: Cyclopentylmethylamine, N,N-diheptyl- e ——
226.0 21.00 21.50
m/z 83.10 37.70%
5000
41.0 142.0
Y PORTTE S - A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM060122\
Data File : BM@35348.D

Acqg On : 01 Jun 2022 15:49
Operator : CG/JU

Sample : N3107-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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|
1H-Indene, 2-ph... 18.127 2.0 ng 159152 4 17.245 1587360 20.0
n-Hexadecanoic ... 18.151 3.7 ng 290307 4 17.245 1587360 20.0
4H-Cyclopenta[d... 18.321 4.3 ng 340596 4 17.245 1587360 20.0
11H-Benzo[b]flu... 20.162 2.0 ng 315193 5 21.433 3135880 20.0
unknown21.150 21.150 2.7 ng 421578 5 21.433 3135880 20.0
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