LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28591.D

Acqg On : 28 Jan 2021 17:20
Operator : CG/JU

Sample : M1254-01

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-BM012021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@28591.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.034 139 144 149 rVB 4924 7308 1.02% 0.070%
2 4,587 233 238 246 rVB2 7934 11370 1.58% 0.109%
3 5.022 307 312 316 rBV 6313 7964 1.11% 0.076%
4 5.516 389 396 406 rBV 434557 649482 90.35% 6.204%
5 7.157 668 675 690 rBV 424541 675400 93.95% 6.451%
6 7.963 806 812 819 rVB 126725 192993 26.85% 1.843%
7 8.028 819 823 829 rVB2 5347 7828 1.09% 0.075%
8 9.139 1004 1012 1020 rBV 266417 436139 60.67% 4.166%
9 10.780 1284 1291 1297 rBV 158890 258884 36.01% 2.473%
10 12.404 1561 1567 1571 rBV 6434 10850 1.51% 0.104%
11 12.457 1571 1576 1580 rVVv2 8445 15066 2.10% 0.144%
12 12.510 1580 1585 1590 rvv4 5075 12150 1.69% 0.116%
13 13.233 1702 1708 1717 rVB 515341 714905 99.45% 6.828%
14 13.421 1735 1740 1750 rVB4 7007 12155 1.69% 0.116%
15 14.063 1845 1849 1856 rVB 23447 35280 4.91% 0.337%
16 14.245 1874 1880 1886 rVB3 6170 9491 1.32% 0.091%
17 14.333 1890 1895 1903 rBV 11143 16701 2.32% 0.160%
18 14.416 1903 1909 1911 rBV4 4559 7661 1.07% 0.073%
19 14.610 1934 1942 1950 rVB 214514 320395 44.57% 3.060%
20 15.016 2001 2011 2019 rBV4 7959 15880 2.21% 0.152%
21 15.174 2033 2038 2042 rBV 12947 21842 3.04% 0.209%
22 15.392 2069 2075 2078 rBV4 7283 12418 1.73% 0.119%
23 15.439 2078 2083 2086 rVVv4 9326 15376 2.14% 0.147%
24 15.480 2086 2090 2092 rVV 11172 15925 2.22% 0.152%
25 15.504 2092 2094 2100 rVB 11229 14896 2.07% 0.142%
26 15.651 2114 2119 2128 rVB4 5923 12528 1.74% 0.120%
27 16.098 2189 2195 2207 rVB 429634 606252 84.33% 5.791%
28 16.304 2226 2230 2231 rBV3 9481 11925 1.66% 0.114%
29 16.333 2231 2235 2245 rVB2 17083 33007 4.59% 0.315%
30 16.427 2245 2251 2255 rBV 35197 47643 6.63% 0.455%
31 16.486 2255 2261 2267 rVB2 23631 47151 6.56% 0.450%
32 16.545 2267 2271 2275 rBv2 31245 43312 6.03% 0.414%
33 16.592 2275 2279 2284 rVB 17110 23176 3.22% 0.221%
34 16.662 2284 2291 2294 rBV 16192 31133 4.33% 0.297%
35 16.692 2294 2296 2300 rVB3 11509 11880 1.65% 0.113%
36 16.745 2300 2305 2311 rVB5 34423 62114 8.64% ©.593%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28591.D

Acqg On : 28 Jan 2021 17:20
Operator : CG/JU

Sample : M1254-01

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-BM012021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 16.810 2311 2316 2320 rBV 41522 56325 7.84% 0.538%
38 16.880 2325 2328 2333 rVB2 20614 27602 3.84% 0.264%
39 17.004 2345 2349 2354 rBvV3 8867 14101 1.96% 0.135%
40 17.098 2357 2365 2369 rBV2 110977 150185 20.89% 1.434%
41 17.204 2379 2383 2387 rVB 27301 33241 4.62% 0.318%
42 17.292 2394 2398 2401 rBvV3 4589 7210 1.00% 0.069%
43 17.345 2401 2407 2411 rVWV 246824 350789 48.80% 3.351%
44 17.386 2411 2414 2424 rVB 103387 138057 19.20% 1.319%
45 17.474 2424 2429 2433 rBV 21198 32321 4.50% 0.309%
46 17.621 2449 2454 2457 rBV 10908 17493 2.43% 0.167%
47 17.686 2462 2465 2467 rBv4 4987 7683 1.07% 0.073%
48 17.739 2472 2474 2479 rVB2 6708 9910 1.38% 0.095%
49 18.221 2550 2556 2560 rBv2 171716 234569 32.63% 2.240%
50 18.256 2560 2562 2566 rVB2 36133 45258 6.30% 0.432%
51 18.339 2573 2576 2580 rVB 12585 15002 2.09% 0.143%
52 18.404 2582 2587 2591 rVWv3 31662 61085 8.50% 0.583%
53 18.439 2591 2593 2601 rVB 18929 26270 3.65% 0.251%
54 18.515 2601 2606 2610 rBVv4 14891 26557 3.69% 0.254%
55 18.639 2624 2627 2632 rVB5 9701 11383 1.58% 0.109%
56 18.709 2635 2639 2643 rVW2 25946 37579 5.23% 0.359%
57 18.756 2643 2647 2650 rVW2 18736 25576  3.56% 0.244%
58 18.968 2677 2683 2686 rBV2 26065 46392 6.45% 0.443%
59 19.127 2705 2710 2714 rBv2 31599 62725 8.73% 0.599%
60 19.262 2730 2733 2737 rVB2 18829 25837 3.59% 0.247%
61 19.386 2749 2754 2759 rVB 275754 361406 50.27% 3.452%
62 19.433 2759 2762 2766 rBV4 22793 30711 4.27% 0.293%
63 19.486 2767 2771 2776 rBV2 77994 108732 15.13% 1.039%
64 19.709 2805 2809 2811 rBV2 57807 79463 11.05% ©.759%
65 19.750 2811 2816 2824 rVB2 335197 670829 93.32% 6.407%
66 19.939 2844 2848 2854 rVB 582733 718871 100.00% 6.866%
67 20.056 2864 2868 2878 rBV7 36093 124054 17.26%  1.185%
68 20.233 2896 2898 2902 rVB 49496 52346 7.28% 0.500%
69 20.627 2961 2965 2970 rVB 133274 165856 23.07% 1.584%
70 20.809 2994 2996 3001 rVB 49184 53891 7.50% 0.515%
71 20.974 3021 3024 3029 rVB 36970 47401 6.59% 0.453%
72 21.180 3055 3059 3063 rBV3 145669 181703 25.28% 1.736%
73 21.386 3091 3094 3099 rVB 112480 117162 16.30% 1.119%
74 21.480 3104 3110 3114 rVV2 359606 690599 96.07%  6.596%
75 21.521 3114 3117 3126 rVB 174670 230045 32.00% 2.197%

76 23.068 3376 3380 3385 rBV 131008 263783 36.69% 2.520%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28591.D

Acqg On : 28 Jan 2021 17:20
Operator : CG/JU

Sample : M1254-01

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-BM012021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 23.556 3459 3463 3468 rVB 75415 124870 17.37% 1.193%
78 23.650 3475 3479 3486 rVB 129271 229805 31.97%  2.195%
79 23.750 3491 3496 3501 rVV2 186708 326428 45.41%  3.118%

Sum of corrected areas: 10469585
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28591.D

Acqg On : 28 Jan 2021 17:20
Operator : CG/JU

Sample : M1254-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM028591.D\data.ms
600000
500000

5.516 7.157

400000

300000 9.139

200000

10.780

7.963

100000

4.034 4.587 5.022 L 1028

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM028591.D\data.ms

o

19.939

600000

13.233
500000

16.098 19.750
400000

300000
14.610

200000

100000

oL LERHsi0 i3.421 149838336 151343518051 @é SHADRL7 4 20511088
- BN s T o o R o~ .1 G L 8 At

Time--> 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 20.50
Abundance TIC: BM028591.D\data.ms

600000

21.480

500000

400000

300000

200000

100000

0\ T ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L
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_M\Data\BM@12821\
Data File : BM@28591.D

Acqg On : 28 Jan 2021 17:20
Operator : CG/JU

Sample : M1254-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.427 2.72 ng 47643  Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 78
2 2-Methyl-2-(4'-hydroxyphenyl)pen... 192 C12H1602 070205-18-4 72
3 Carbamic acid, N-[1,1-bis(triflu... 413 C19H25F6NO2 296242-69-8 72
4 4-tert-Butylphenyl acetate 192 C12H1602 003056-64-2 64
5 4-(1,1-Dimethylpropyl)phenyl ace... 206 C13H1802 1000373-45-3 56
Abundance Scan 2251 (16.427 min): BM028591.D\data.ms (-2245) (-  m/z 135.05 100.00%
135.1
5000 J\
1650
41.0 91.0 .
: 220.1
ol et 20 7 1e7.10 14.32%
miz--> 50 100 150 200 250 300
Abundance #66118: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
135.0
5000 i /\ —
16.50
m/z 136.05 9.52%
411'0‘ 91.0‘ 206.0
O\\“\‘\“‘\‘\‘\\H‘\‘\\‘\‘\\\\"\\\\’\\\\’\\
miz--> 50 100 150 200 250 300
Abundance  #54459: 2-Methyl-2-(4'-hydroxyphenyl)pentanone-4
135.0 /\ A
A T T ‘ T T
43.0 16.50
5000 m/z 41.05 8.22%
192.0
94.0 ‘
okl S b A
miz--> 50 100 150 200 250 300
Abundance #216795: Carbamic acid, N-[1,1-bis(trifluoromethyl)ethyl]- P
135.0 16.50
m/z 121.00 6.48%
5000
oL 410 910 168.0 206.0 247.0281.0315. A /N\

m/z--> 50 100 150 200 250 300 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28591.D

Acqg On : 28 Jan 2021 17:20
Operator : CG/JU

Sample : M1254-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 Silane, chlorotripropyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.486 2.69 ng 47151  Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silane, chlorotripropyl- 192 C9H21C1Si 000995-25-5 52
2 5H-Pyrrolo(3,2-d)pyrimidine-2,4-... 149 C6H7N5 1000244-21-4 50
3 1,3-Cyclopentadiene, 1,3-bis(1-m... 150 C11H18 123278-27-3 35
4 Butanamide, N-(2-methylphenyl)-3... 191 C11H13NO2 000093-68-5 27
5 Butanamide, N-(4-methylphenyl)-3... 191 C11H13NO2 002415-85-2 27
Abundance Scan 2261 (16.486 min): BM028591.D\data.ms (-2255) (-  m/z 149.05 100.00%
107.1 1491
5000
1911
=
55"0 ? 220.2 16.50
Obere e Lol bl e LT nyz 1e7.05  87.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55060: Silane, chlorotripropyl-
149.0
79.0 107.0
5000
16.50
m/z 121.05 57.94%
27.0
O 55' L. “ Il ‘\ 19\2'0
N \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #23475: 5H-Pyrrolo(3,2-d)pyrimidine-2,4-diamine
149.0 M/\
A T T ‘ T T T
16.50
5000 m/z 135.05 53.33%
107.0
ol 2B b e
miz--> 20 40 60 80 100 120 140 160 180 200 220 J\
Abundance #23976: 1,3-Cyclopentadiene, 1,3-bis(1-methylethyl)- e
107.0 16.50
135.0 m/z 191.10 25.99%
5000
43.0
‘ 77.0 A
0 Hw"_""WH,"Mww!le_m_m‘www /IR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28591.D

Acqg On : 28 Jan 2021 17:20
Operator : CG/JU

Sample : M1254-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 Phenol, p-tert-butyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

16.545 2.47 ng 43312  Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 64
2 Hexestrol, O-acetyl- 312 C20H2403 1000374-87-8 50
3 Hexestrol, O-trifluoroacetyl- 366 C20H21F303 1000365-31-7 47
4 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 43
5 Hexestrol 270 C18H2202 000084-16-2 38

Abundance Scan 2271 (16.545 min): BM028591.D\data.ms (-2267) (-  m/z 135.00 100.00%
1

35.0
5000 J\
41.0 I ‘
91.0 191.1 16.50
oLtk Mw ‘wu‘w‘v e m/z 121.10  61.17%
mlz--> 50 100 150 200 250 300 350
Abundance #23712: Phenol, p-tert-butyl-
135.0
5000 o W\ t
16.50
410 95# m/z 149.05 57.33%
O\\h\‘\“‘”!“‘\‘”\H‘”\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #154882: Hexestrol, O-acetyl-
135.0
T \
16.50
5000 ITI/Z 107.05 52.68%
oL 430 910 1760 2410 3120
L o e a I R
m/z--> 50 100 150 200 250 300 350 /\
Abundance #194165: Hexestrol, O-trifluoroacetyl- \n e ‘
135.0 16.50
m/z 41.05 16.58%
5000
41.0 91.0 .
oL L2030 2050 6. -
m/z--> 50 100 150 200 250 300 350 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28591.D

Acqg On : 28 Jan 2021 17:20
Operator : CG/JU

Sample : M1254-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-

BM012621.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 Acetamide, N-(2-methylphenyl)- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.745 3.54 ng 62114  Phenanthrene-die 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetamide, N-(2-methylphenyl)- 149 CO9H11NO 000120-66-1 58
2 Acetamide, N-(3-methylphenyl)- 149 C9H11NO 000537-92-8 53
3 Acetamide, N-(4-methylphenyl)- 149 CO9H11NO 000103-89-9 49
4 Pyridine, pentamethyl- 149 C1OH15N 003748-83-2 43

5 2H-Indol-2-one, 1,3-dihydro-5-hy... 149 C8H7NO2

Abundance Scan 2305 (16.745 min): BM028591.D\data.ms (-2300) (-
0

003416-18-0 43

m/z 149.00 100.00%

149.
107.0
5000
=50 77.0 16.50 17.00
: 177.1 : :
o — w‘: PO O N Y A “c i 2070 myz 107.00  72.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23634: Acetamide, N-(2-methylphenyl)-
107.0 M
5000 /\ L — i /w\“"v’“
149.0 16.50 17.00
43.0 m/z 121.05 42.13%
15\0 PNV R TR 77\\.0 f | |
0 \\\‘\H\‘\\‘\\‘\H\‘\\‘\\‘iH\‘\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23629: Acetamide, N-(3-methylphenyl)-
107.0 N\]\
IERANALE LI NN
16.50 17.00
5000 m/z 55.05 17.56%
149.0
43.0
15.0 l L \77‘\\0 L | I
Ot et e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23631: Acetamide, N-(4-methylphenyl)- 7 —
10[7.0 16.50 17.00
m/z 163.10 15.83%
5000 149.0
430 770
ooy oo b
m/z--> 20 40 60 80 100 120 140 160 180 200 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28591.D

Acqg On : 28 Jan 2021 17:20
Operator : CG/JU

Sample : M1254-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 Carbamic acid, N-[1,1-bis(t... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.810 3.21 ng 56325 Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbamic acid, N-[1,1-bis(triflu... 413 C19H25F6NO2 296242-69-8 72
2 Hexestrol 270 C18H2202 000084-16-2 72
3 Phenol, 2-methyl-5-(1-methylethyl)- 158 C1@H140 000499-75-2 64
4 Thymol 150 C10H140 000089-83-8 64
5 N-1-Adamantyl-p-nitrobenzalimine 284 C17H20N202 1000140-75-1 59
Abundance Scan 2316 (16.810 min): BM028591.D\data.ms (-2311) (- m/z 135.00 100.00%
135.0
5000 J\
1650  17.00
41.1 . .
\‘\ \91\.\0 \‘ 181.1 5
ob—tb et 2822 m/z 107.10  17.46%
miz--> 50 100 150 200 250 300
Abundance #216795: Carbamic acid, N-[1,1-bis(trifluoromethyl)ethyl]-
135.0 M
5000 /\ — L ad sy
16.50 17.00
m/z 136.00 10.15%
ol 220, 910 | 167.0 206.0 247.0281.0 315.I
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T
miz--> 50 100 150 200 250 300
Abundance #119449: Hexestrol
135.0 A A
Pt P
16.50 17.00
5000 m/z 41.10 8.56%
o.M 7o | | 2120  270.0
et e e e S
miz--> 50 100 150 200 250 300
Abundance #23805: Phenol, 2-methyl-5-(1-methylethyl)- — —T
135.0 16.50 17.00
m/z 91.00 5.04%
5000
s00 910 ‘ /\
m/z--> 50 100 150 200 250 300 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28591.D

Acqg On : 28 Jan 2021 17:20
Operator : CG/JU

Sample : M1254-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 2-Propanol, 1-chloro-, phos... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

17.608 856 ng 150185 Phenanthrene-d1e 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Propanol, 1-chloro-, phosphate... 326 C9H18C1304P 013674-84-5 93
2 Bis(1-chloro-2-propyl)(3-chloro-... 326 C9H18C1304P 137909-40-1 59

3 Bis(3-chloro-1-propyl)(1-chloro-... 326 C9H18C1304P 137888-35-8 25
4 2-Butyl methylphosphonofluoridate 154 C5H12F02P 000352-52-3 23
5 4-Methylthiazole 99 C4H5NS 000693-95-8 10
Abundance Scan 2365 (17.098 min): BM028591.D\data.ms (-2357) (- m/z 41.05 100.00%
41.0 99.0
5000 157.0 2010
277.0 T T
Mo d LU UL ) zeo |
ok ol bt UL L m/z 99.00  98.25%
miz--> 50 100 150 200 250 300
Abundance #166335: 2-Propanol, 1-chloro-, phosphate (3:1)
125.0
41.0 j\
5000 T T T T T T
201.0 277.0 17.00 17.50
770 159 m/z 125.00  97.80%
Ot "H\ \“m T ‘\‘ T “\ T ‘\ j T ‘\‘\2?\’”5\0‘ T “‘ \‘3‘1\1\0
miz--> 50 100 150 200 250 300

Abundance #166337: Bis(1-chloro-2-propyl)(3-chloro-1-propyl)phospt

99.0 f\

157.0 17.00 17.50
m/z 157.00  39.98%

5000 201.0 277.0
45.0
bk L] %
oL— H ‘\H‘\H‘ | T | \Mm“ . ‘ ‘\ h h‘ ll “\3‘1‘3‘0
Miz--> 100 150 200 250 300 /\
Abundance #166338: Bis(3-chloro-1-propyl)(1-chloro-2-propyl)phospt b /‘\/\‘ ‘
99.0 17.00 17.50
m/z 201.00 38.28%
157.0
5000
‘ 201.0 277.0
oS80 L \ L 2esa, | o A
m/z--> 50 100 150 200 250 300 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28591.D

Acqg On : 28 Jan 2021 17:20
Operator : CG/JU

Sample : M1254-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.221 13.37 ng 234569  Phenanthrene-die 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 97
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 43

Abundance Scan 2556 (18.221 min): BM028591.D\data.ms (-2550) (- m/z 43.10 100.00%

43.1 73.0
5000
129.1
— —
‘ 18.00 18.50
Y- m/z 73.85 95.08%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T ]
18.00 18.50
1710 2130 2560 m/z 60.00 88.39%

O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #72647: Tridecanoic acid
73.0
—— -
43.0 18.00 18.50
5000 129.0 m/Z 41.10 79.07%
171.0
214.0
oberb fiol,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #95851: Pentadecanoic acid —— —
43.0 73.0 18.00 18.50
m/z 55.10 74.03%
5000 129.0
‘ 199.0 2420
O‘H‘AHWMmM 18, —— —
m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28591.D

Acqg On : 28 Jan 2021 17:20

Operator : CG/JU

Sample : M1254-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
: 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 Anthracene, 2-methyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
18.256 2.58 ng 45258  Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 90
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 87
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 87
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 87
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 87

Abundance Scan 2562 (18.256 min): BM028591.D\data.ms (-2560) (-

m/z 192.10 100.00%

192.1
5000
1800 1850
51.0 150.0 ‘ : ’
ok ‘“‘\M‘\M113Q \Luﬂ“‘ : — 281 m/z 191.10 54.91%
m/z--> 50 100 150 200 250
Abundance #54735: Anthracene, 2-methyl-
192.0
5000
1800 1850
m/z 189.05 25.15%
T T T T ‘ T T T T T T T \ T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #54737: Anthracene, 9-methyl-
192.0 A
A
18.00 18.50
5000 m/z 193.10 15.63%
96.0
280 630 *T” 1250 1630 |
e e —
m/z--> 50 100 150 200 250
Abundance #54749: Phenanthrene, 2-methyl- hrwm —
192.0 1800 18.50
m/z 190.00 12.58%
5000
27.0 63.0 9601260 163.0 H /\/\A
e e e T ——— R
m/z--> 50 100 150 200 250 18.00 18.50

8270-BM012021.M Fri Jan 29 12:57:06 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28591.D

Acqg On : 28 Jan 2021 17:20
Operator : CG/JU

Sample : M1254-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 8

R.T. EstConc Area Relative to ISTD R.T.
18.404 3.48 ng 61085 Phenanthrene-die 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 55
2 8,9-Dihydrocyclopenta[def]phenan... 192 C15H12 027410-55-5 44
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 42
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 41
5 Benzene, 1,1'-(1,2-propadienylid... 192 C15H12 014251-57-1 38

Abundance Scan 2587 (18.404 min): BM028591.D\data.ms (-2582) (-  m/z 192.10 100.00%
192.1

%

5000
94.5
165.0 iggd
431 630 \h 126.0 I :
QRN i MRS P O st Y B[ M m/z 189.05  90.50%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53204: 4H-Cyclopenta[deflphenanthrene
190.0
5000 /\[\/\ ‘ perm af
18.50
95.0 m/z 190.10 89.54%
990 | usoio 190
O\’\\\\‘\\\\“\\\‘\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180

Abundance  #54758: 8,9-Dihydrocyclopenta[deflphenanthrene

191.0 N\
AN A

18.50
5000 m/z 191.05 72.42%
165.0

m/z--> 20 40 60 80 100 120 140 160 180 }V\fJVKWQNNA\NAV
Abundance #54751: Phenanthrene, 4-methyl-

74.0
O e el

%ﬁ

192.0 1850
m/z 94.50 25.18%
5000
95.0 165.0
m/z--> 20 40 60 80 100 120 140 160 180 18 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28591.D

Acqg On : 28 Jan 2021 17:20
Operator : CG/JU

Sample : M1254-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 9,10-Bis(bromomethyl)anthra... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.709 2.14 ng 37579  Phenanthrene-die 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Bis(bromomethyl)anthracene 362 C16H12Br2 034373-96-1 64
2 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 64
3 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 C16H12 006572-60-7 55
4 3,4-Biphenyldicarbonitrile 204 C14H8N2 004128-63-6 53
5 5,16[1',2']:8,13[1"'"',2""']-Dibenz... 408 C32H24 005672-97-9 50
Abundance Scan 2639 (18.709 min): BM028591.D\data.ms (-2635) (-  m/z 204.05 100.00%
204.1
5000
59.0 AA
P b
101.0 165.0 18.50 19.00
0! b m/z 202.10  37.82%
m/z--> 50 100 150 200 250 300 350
Abundance #191535: 9,10-Bis(bromomethyl)anthracene
204.0
5000 ‘ \h o ‘AOA‘
18.50 19.00
101.0 m/z 203.10 29.68%
ol 630 | 1490, 2830 364
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\
miz--> 50 100 150 200 250 300 350
Abundance #64598: Naphthalene, 2-phenyl-
204.0
ol g™
18.50 19.00
5000 m/z 59.05 22.48%
oL 510 1920 1520 |
e e i L a  a
miz--> 50 100 150 200 250 300 350
Abundance #64614: Tricyclo[8.2.2.2(4,7)]hexadeca-2,4,6,8,10,12,13, WW ‘ ‘ﬂ‘ L W‘M ‘
204.0 18.50 19.00
m/z 205.10 21.45%
5000
101.0
63.0 A
m/z--> 50 100 150 200 250 300 350 18.50 19.00

8270-BM012021.M Fri Jan 29 12:57:07 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28591.D

Acqg On : 28 Jan 2021 17:20
Operator : CG/JU

Sample : M1254-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 2,4,4,6,6,8,8-Heptamethyl-1... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.968 2.65 ng 46392  Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 59
2 Heptane, 4-(bromomethyl)- 192 C8H17Br 101654-29-9 46
3 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 38
4 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 38
5 Octane, 2-bromo- 192 C8H17Br 000557-35-7 38

Abundance Scan 2683 (18.968 min): BM028591.D\data.ms (-2677) (- m/z 57.10 100.00%
57.1

5000

%

1131

831

_—
19.00
1691  208.1
139.0 , m/z 113.05  35.73%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
T

o

5000 ‘ :
19.00
113.0 m/z 97.10 33.38%
83.0
0 el b )l 187.0 1680
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54939: Heptane, 4-(bromomethyl)-
57.0
—
19.00
5000 m/z 55.10 27.98%
113.0
o 200 | lss0, | 1490 1920
_H“m“m“m“m“m‘WHWHWHWHW

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance  #182581: Sulfurous acid, 2-ethylhexyl undecyl ester ——
57.0 19.00

m/z 43.10 19.18%

5000

850 113.0
I S .

290
!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 19.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28591.D

Acqg On : 28 Jan 2021 17:20
Operator : CG/JU

Sample : M1254-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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, 2,5-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.127 3.58 ng 62725  Phenanthrene-die 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 91
2 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 91
3 Anthracene, 1,4-dimethyl- 206 Cl6H14 000781-92-0 89
4 Phenanthrene, 4,5-dimethyl- 206 C1l6H14 003674-69-9 87
5 Phenanthrene, 2,3-dimethyl- 206 C1l6H14 003674-65-5 87

Abundance Scan 2710 (19.127 min): BM028591.D\data.ms (-2705) (-  m/z 206.10 100.00%

206.1
5000
. L w/\(\k

19.00 19.50
0+ m/z 191.05 56.82%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206.0

5000
1900 1950
m/z 189.10 24.89%

101.0 ‘
2’\7\9‘\\\6\3\O\f‘\f“\‘\‘h‘\\\\]-‘\z?\o‘\\\J-\??\O\‘\\M\“H‘\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #66259: Phenanthrene, 3,6-dimethyl-
206.0
)

o

1900 1950
5000 m/z 205.10 23.98%
102.0
0270 630, | | 137,01650 | ]
N s vl N1 N —
m/z--> 20 40 60 80 100120140160180200220240260280 A
Abundance #66250: Anthracene, 1,4-dimethyl- iy 1T —
206.0 19.00 19.50
m/z 207.10 20.76%
5000

89.0

12201500
R R A RARARE \ \ —
m/z--> 20 40 60 80 100120140160180200220240260280 19.00 19.50

8270-BM012021.M Fri Jan 29 12:57:08 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28591.D

Acqg On : 28 Jan 2021 17:20
Operator : CG/JU

Sample : M1254-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.486 3.15 ng 108732 Chrysene-d12 21.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 76
3 Undecanoic acid 186 C11H2202 000112-37-8 60
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 53
Abundance Scan 2771 (19.486 min): BM028591.D\data.ms (-2767) - m/z 43.10 100.00%
43.1 73.0
5000
129.0
. 241.2 , T
‘ 185.1 284 - 1950
[ — m/z 73.00  87.99%
miz-> 50 100 150 200 250
Abundance #131261: Octadecanoic acid
43.0,,73.0
5000 129.0 7
19.50
‘ 185.0 2410 284 m/z 60.00 79.06%
ob—— }“’ h!\ \‘“‘n‘\\‘h“\ w‘\\h“\\}m“ ‘ L “ “\‘ \‘ \“ L “\ ‘\‘ , “‘\‘
miz--> 50 100 150 200 250
Abundance #95851: Pentadecanoic acid
43.0 73.0
T ‘ T \m\ T 0
19.50
5000 129.0 m/z 55.10 65.20%
‘ 199.0 2420
ol W, I ““M“H H\h‘\‘ il ‘\“1‘6@9\‘ \i . ‘\“ _
miz--> 50 100 150 200 250
Abundance #50052: Undecanoic acid —
60.0 19.50
m/z 57.10 63.49%
5000 29.0
129.0
oo | o
m/z--> 50 100 150 200 250 19.50

8270-BM012021.M Fri Jan 29 12:57:09 2021 Page: 17



Data Path :

Data File : BM@28591.D

Acqg On : 28 Jan 2021 17:20
Operator : CG/JU

Sample : M1254-01

Misc

ALS vial : 10

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\

Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 14 Pyrene, 1-methyl-

R.T. EstConc Area
20.056 3.59 ng 124054
Hit# of 5 Tentative ID

Concentration Rank 5

Relative to ISTD R.T.

1 Pyrene, 1-methyl-

2 11H-Benzo[a]fluorene

3 Fluoranthene, 2-methyl-
4 Pyrene, 4-methyl-

5 11H-Benzo[b]fluorene

C17H12
C17H12
C17H12
C17H12
C17H12

Abundance Scan 2868 (20.056 min): BM028591.D\data.ms (-2864) (-
216.1

002381-21-7 64
000238-84-6 62
033543-31-6 60
003353-12-6 46
000243-17-4 46

m/z 216.10 100.00%

5000
U \
20.00
0° m/z 215.05 88.97%
miz--> 50 100 150 200 250
Abundance #74412: Pyrene, 1-methyl-
216.0
5000 ‘/¥% o |
20.00
94.0 m/z 218.10 72.46%
oL 270 630 “ l1240 1630 | M
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #74419: 11H-Benzo[a]fluorene
216.0 j\ J\
ANL'VIPANSTLN
20.00
5000 m/z 57.10 38.40%
107.0
0 27.0 630 | | 163.0 M
— Tl
m/z--> 50 100 150 200 250
Abundance #74425: Fluoranthene, 2-methyl- —
216.0 20.00
m/z 229.05 27.07%
5000
108.0 ‘
. 74.0 163.0
o390 740 10l L A7\
m/z--> 50 100 150 200 250 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28591.D

Acqg On : 28 Jan 2021 17:20
Operator : CG/JU

Sample : M1254-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.180 5.26 ng 181703 Chrysene-d12 21.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 98
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 97
3 Z-5-Nonadecene 266 C19H38 1000131-11-8 95
4 Cyclohexadecane 224 C16H32 000295-65-8 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
Abundance Scan 3059 (21.180 min): BM028591.D\data.ms (-3055) (-  m/z 43.10 100.00%
43.1
83.1
5000
228.1
—— —
+25-1 H 21.00 21.50
ok \\hWMJH\lehkNWW\%SEF‘MwM w“%g%o‘sng m/z 57.10 96.12%
miz-> 50 100 150 200 250 300
Abundance #115906: 1-Nonadecene
43.0 97.0
5000 —r ——
21.00 21.50
m/z 55.10 84.85%
39.0
O L “\ “‘M\ H\‘ \‘ T ‘ ‘1“ \ﬁ‘\ ‘H ‘H T %8\2\0‘ \22\4\.0\ ‘2\66\.0\ T ‘ LI
miz-> 50 100 150 200 250 300
Abundance #127769: 5-Eicosene, (E)-
55.0
—— —
21.00 21.50
5000 97.0 m/z 83.10 76.22%
ol ‘\“ Ll “\\“‘M“ ;‘L 1390 1820 2230 2800 JJW
miz--> 50 100 150 200 250 300
Abundance #115907: Z-5-Nonadecene —— —
55.0 97.0 21.00 21.50
m/z 69.10 63.73%
5000
266.0
39.0
ol 290 1m0 200 | S
m/z--> 50 100 150 200 250 300 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28591.D

Acqg On : 28 Jan 2021 17:20
Operator : CG/JU

Sample : M1254-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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[e]pyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

23.556 7.65 ng 124870 Perylene-di2 23.750
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
3 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 93
4 Benzo[a]pyrene 252 C20H12 000050-32-8 93
5 Perylene 252 C20H12 000198-55-0 90

Abundance Scan 3463 (23.556 min): BM028591.D\data.ms (-3459) (-  m/z 252.10 100.00%
1

252.
w M\A
1251 23.50 |
#0810 || 1980, | 2950 3850400/ .. r59.10  28.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104217: Benzol[e]pyrene
252.0
5000 = ‘
23.50
m/z 253.10  19.83%
125.0
090 830 4 | 2000, |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #104224: BenzolK]fluoranthene
252.0
T
23.50
5000 ITI/Z 125.10 14.09%
126.0
oo | mweo |
m/z--> 50 100 150 200 250 300 350 400
Abundance #104227: Benz[e]acephenanthrylene 7
252.0 23.50
m/z 126.05 11.33%
5000
126.0
0390 83.0 “ﬂ 200.0, ‘H
L B e e e LA AN O SO A o ——
m/z--> 50 100 150 200 250 300 350 400 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM028591.D

Acqg On : 28 Jan 2021 17:20
Operator : CG/JU

Sample : M1254-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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|
Phenol, 4-(1,1,... 16.427 2.7 ng 47643 4 17.345 350789 20.0
Silane, chlorot... 16.486 2.7 ng 47151 4 17.345 350789 20.0
Phenol, p-tert-... 16.545 2.5 ng 43312 4 17.345 350789 20.0
Acetamide, N-(2... 16.745 3.5 ng 62114 4 17.345 350789 20.0
Carbamic acid, ... 16.810 3.2 ng 56325 4 17.345 350789 20.0
2-Propanol, 1-c... 17.098 8.6 ng 150185 4 17.345 350789 20.0
n-Hexadecanoic ... 18.221 13.4 ng 234569 4 17.345 350789 20.0
Anthracene, 2-m... 18.256 2.6 ng 45258 4 17.345 350789 20.0
4H-Cyclopenta[d... 18.404 3.5 ng 61085 4 17.345 350789 20.0
9,10-Bis(bromom... 18.709 2.1 ng 37579 4 17.345 350789 20.0
2,4,4,6,6,8,8-H... 18.968 2.6 ng 46392 4 17.345 350789 20.0
Phenanthrene, 2... 19.127 3.6 ng 62725 4 17.345 350789 20.0
Octadecanoic acid 19.486 3.1 ng 108732 5 21.486 690599 20.0
Pyrene, 1-methyl- 20.056 3.6 ng 124054 5 21.486 690599 20.0
1-Nonadecene 21.180 5.3 ng 181703 5 21.486 690599 20.0
Benzo[e]pyrene 23.556 7.7 ng 124870 6 23.750 326428 20.0
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