LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012221\
Data File : BGO47984.D

Acqg On : 22 Jan 2021 19:00
Operator : CG/JU

Sample : M1177-01

Misc :

ALS Vvial : 11 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_G\METHODS\8270-BG012121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO47984.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.236 316 322 329 rVB3 18150 30952 1.06% 0.119%
2 5.695 392 401 410 rBV 798390 1250876 42.73% 4.796%
3 7.287 663 672 682 rBV 818696 1408479 48.12% 5.400%
4 7.722 739 746 751 rBV2 18438 29744 1.02% 0.114%
5 8.139 810 817 824 rBV 190675 320786 10.96%  1.230%
6 9.302 1007 1015 1023 rBV 496648 876863 29.96%  3.362%
7 10.953 1288 1296 1303 rBV 245430 452169 15.45% 1.734%
8 13.392 1704 1711 1718 rBV 1241550 1898840 64.87% 7.280%
9 14.202 1844 1849 1855 rBV2 40589 68349 2.33% 0.262%
10 14.490 1891 1898 1902 rBV 31635 52524 1.79% 0.201%
11 14.766 1935 1945 1951 rBV 411540 671112 22.93% 2.573%
12 15.154 2005 2011 2016 rBV5 19492 30391 1.04% 0.117%
13 15.377 2041 2049 2053 rBV6 14602 32000 1.09% 0.123%
14 15.554 2069 2079 2085 rBV6 16421 44863 1.53% 0.172%
15 16.247 2188 2197 2206 rBV 1135472 1740065 59.45% 6.671%
16 16.470 2232 2235 2243 rVB7 19310 38587 1.32% 0.148%
17 16.811 2284 2293 2297 rBV7 18745 45458 1.55% 0.174%
18 17.152 2346 2351 2359 rVB4 17884 31992 1.09% 0.123%
19 17.322 2376 2380 2387 rVB 22183 35998 1.23% 0.138%
20 17.504 2405 2411 2415 rBV 571140 871899 29.79% 3.343%
21 17.545 2415 2418 2427 rVW 260071 394570 13.48% 1.513%
22 17.639 2429 2434 2437 rVWW2 18848 34696 1.19% 0.133%
23 17.692 2439 2443 2448 rVB5 17303 34247 1.17% 0.131%
24 17.810 2460 2463 2469 rVB8 17988 32366 1.11% 0.124%
25 18.086 2506 2510 2514 rVB 33307 45121 1.54% 0.173%
26 18.327 2548 2551 2556 rVB2 53666 74086  2.53% 0.284%
27 18.392 2556 2562 2565 rBV2 578970 848617 28.99%  3.253%
28 18.427 2565 2568 2575 rVB 172517 271445 9.27% 1.041%
29 18.568 2586 2592 2596 rBv2 152228 263535 9.00% 1.010%
30 18.609 2596 2599 2604 rVB 120945 165244 5.65% 0.634%
31 18.685 2608 2612 2616 rBV6 33609 47892 1.64% 0.184%
32 18.873 2639 2644 2647 rBV2 64649 100738 3.44% 0.386%
33 18.909 2647 2650 2658 rVB3 74302 124048 4.24% 0.476%
34 19.091 2677 2681 2682 rBV4 26994 32882 1.12% 0.126%
35 19.114 2682 2685 2688 rvvV2 56999 79581 2.72% ©.305%

36 19.161 2688 2693 2697 rVv2 212867 298113 10.18% 1.143%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012221\
Data File : BGO47984.D

Acqg On : 22 Jan 2021 19:00
Operator : CG/JU

Sample : M1177-01

Misc :

ALS Vvial : 11 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_G\METHODS\8270-BG012121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 19.202 2697 2700 2704 rVB 41303 60936 2.08% 0.234%
38 19.243 2704 2707 2710 rBV 49705 64271 2.20%  ©.246%
39 19.285 2710 2714 2719 rVV 161624 270893 9.25% 1.039%
40 19.343 2719 2724 2727 rVW3 63075 130289 4.45% ©.500%
41 19.379 2728 2730 2734 rVB 57953 59759 2.04%  ©.229%
42 19.426 2734 2738 2745 rBv4 76910 164597 5.62% 0.631%
43 19.549 2754 2759 2765 rVB 440913 620646 21.20%  2.379%
44 19.608 2765 2769 2772 rBV2 30574 45007 1.54% ©.173%
45 19.655 2772 2777 2781 rBV3 300781 392466 13.41% 1.505%
46 19.690 2781 2783 2787 rVB2 28182 35087 1.20% ©.135%
47 19.737 2788 2791 2796 rVB5 39426 53332 1.82% ©.204%
48 19.790 2796 2800 2803 rBV2 82002 119967 4.10%  ©.460%
49 19.907 2811 2820 2828 rVB 496451 842372 28.78%  3.229%
50 19.984 2829 2833 2836 rvv2 65412 94678 3.23% 0.363%
51 20.013 2836 2838 2843 rVB2 48752 55922 1.91% 0.214%
52 20.107 2849 2854 2859 rBV 2284236 2927184 100.00% 11.222%
53 20.225 2869 2874 2876 rBV3 86479 131417 4.49% 0.504%
54 20.313 2886 2889 2893 rBV3 49488 75740 2.59%  ©.290%
55 20.395 2894 2903 2909 rVB2 129430 351761 12.02% 1.349%
56 20.501 2918 2921 2924 rBV2 36929 42828 1.46% ©0.164%
57 20.560 2927 2931 2935 rVB 118270 151603 5.18% ©.581%
58 20.695 2950 2954 2957 rBV 117461 143154 4.89% ©.549%
59 20.742 2959 2962 2966 rVB 99241 114919 3.93% 0.441%
60 21.012 3005 3008 3013 rVB 154239 191384 6.54% 0.734%
61 21.165 3031 3034 3042 rVB2 75681 133312 4.55% ©.511%
62 21.329 3058 3062 3064 rBvV2 45755 74720 2.55% 0.286%
63 21.417 3071 3077 3086 rBV3 317321 513688 17.55% 1.969%
64 21.782 3131 3139 3144 rBV2 671450 1458942 49.84%  5.593%
65 21.829 3144 3147 3155 rVB 215457 377853 12.91% 1.449%
66 21.993 3172 3175 3180 rVB7 38766 48257 1.65% ©.185%
67 22.528 3264 3266 3272 rVB 72346 121528 4.15% ©.466%
68 22.634 3275 3284 3290 rBv4 112840 318053 10.87% 1.219%
69 22.810 3311 3314 3319 rBV2 36112 57015 1.95% 0.219%
70 23.697 3460 3465 3471 rVB3 110119 214941 7.34%  0.824%
71 24.038 3516 3523 3531 rBV 104829 342872 11.71% 1.314%
72 24.173 3541 3546 3551 rBV2 94640 192843 6.59% 0.739%
73 24.232 3551 3556 3563 rVB2 187220 399922 13.66%  1.533%
74 24.778 3643 3649 3659 rVB2 87439 228776  7.82% ©.877%
75 24.925 3666 3674 3682 rVB 113613 322003 11.00% 1.234%

76 25.084 3692 3701 3710 rBV2 337749 977167 33.38%  3.746%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012221\
Data File : BGO47984.D

Acqg On : 22 Jan 2021 19:00
Operator : CG/JU

Sample : M1177-01

Misc

ALS Vvial : 11 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_G\METHODS\8270-BG012121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 26.341 3910 3915 3923 rVB3 80924 226825 7.75% ©.870%
78 26.453 3927 3934 3935 rBV5 85054 155817 5.32% ©.597%

Sum of corrected areas: 26083874
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 22 Jan 2021 19:00
: CG/JU
. M1177-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012221\
BGO47984.D

: 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012121.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BG047984.D\data.ms

5.695 7.287

9.302

8.139 10.953

5.230 7.722

0
Time-->
Abundance

2000000

1500000

1000000

500000

0
Time-->
Abundance

2000000

1500000

1000000

500000

0

350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

TIC: BG047984.D\data.ms
20.107

13.392
16.247
21.782
17.504 18.392
14.766
17/545 o 1829 ,
14.202.490|| 15.1545854 6.47105. 8117 1053 19,0867+ M
|l oo\t | IICAE. - MO P oo orml et S AL

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
TIC: BG047984.D\data.ms

25.084

24.232
23.6272 3 242% 2@84563

/\/\VMNW/\W/\WMM

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012221\
Data File : BGO47984.D

Acqg On : 22 Jan 2021 19:00
Operator : CG/JU

Sample : M1177-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.392 19.47 ng 848617 Phenanthrene-die 17.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 92
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 55

Abundance Scan 2562 (18.392 min): BG047984.D\data.ms (-2556) (-  m/z 73.10 100.00%

73.1
5000 129.1 1921
]
“ 18.00 18.50
ol Al “'“‘n\uw J“ H‘“‘“\ % m/z 60.10 96.18%
mi/z--> 50 100 150 200 250 300 350 400 450
Abundance #107549: n-Hexadecanoic acid
60
5000 129.0 T 1
18.00 18.50
” 213.0 m/z 43.10 95.14%
O\\\‘[J‘”‘”!H“\”\‘[‘\!\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #131261: Octadecanoic acid
73.0
= =
18.00 18.50
5000 129.0 m/z 57.05 84.07%
185.0 241.0
oy
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #72643: Tridecanoic acid o T
73.0 18.00 18.50
m/z 41.10 83.35%
5000 129.0
‘“ ‘ 214.0
o501, \\nww Y Ao
m/z--> 50 100 150 200 250 300 350 400 450 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012221\
Data File : BGO47984.D

Acqg On : 22 Jan 2021 19:00
Operator : CG/JU

Sample : M1177-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Anthracene, 1-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.427 6.23 ng 271445  Phenanthrene-die 17.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 91
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 87
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 87
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 87

Abundance Scan 2568 (18.427 min): BG047984.D\data.ms (-2565) (-  m/z 192.10 100.00%

192.1
5000
165.1 m 1850
94.6 ’ .
. 139.0 2
Obrrrerere O3t A 1390 Ll 2242 101,10 61.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54732: Anthracene, 1-methyl-
192.0
5000 T
18.50
m/z 189.10 28.54%
83.0 165.0
15'0‘39'0“ A1y ‘\ H 115013‘90“ h‘ Ly
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54734: Anthracene, 2-methyl-
192.0
P
18.50
5000 m/z 193.10 14.34%
96.0 165.0
0 630 Il \H lsgq h“ Ly
v e e b
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54763: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro- ! ——
192.0 18.50
m/z 165.10 12.11%
5000
165.0
o 390630 90 1390 | W
e e e e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012221\
Data File : BGO47984.D

Acqg On : 22 Jan 2021 19:00
Operator : CG/JU

Sample : M1177-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Phenanthrene, 1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.568 6.05 ng 263535  Phenanthrene-die 17.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 91
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 86
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 70

Abundance Scan 2592 (18.568 min): BG047984.D\data.ms (-2586) (-  m/z 192.10 100.00%

192.1
5000
18.50 |
94.7 .
1 150.# Mm :
ol et b 22V B 2810 368 /7 191.10  65.77%
miz--> 50 100 150 200 250 300 350
Abundance #54752: Phenanthrene, 1-methyl-
192.0
5000 ~ ‘
18.50
95.0 m/z 189.10 50.31%
O T \ \ i.\““ “H h \\\‘\ i” \h‘\‘\m‘ L ‘ T T T ‘ T T T T ’ T
miz--> 50 100 150 200 250 300 350
Abundance #54739: Anthracene, 1-methyl-
192.0
U \
18.50
5000 m/z 190.05 36.32%
440 96.0 1390‘ m
e O P G —
miz--> 50 100 150 200 250 300 350
Abundance #54745: Phenanthrene, 4-methyl- el e
192.0 18.50
m/z 165.05 19.26%
- AAM\NLMN\/\'W
95.0
oo 0 o | W
m/z--> 50 100 150 200 250 300 350 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012221\
Data File : BGO47984.D

Acqg On : 22 Jan 2021 19:00
Operator : CG/JU

Sample : M1177-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 1H-Cyclopropa[l]phenanthren... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.609 3.79 ng 165244  Phenanthrene-die 17.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 94
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 90
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 90

Abundance Scan 2599 (18.609 min): BG047984.D\data.ms (-2596) (-  m/z 192.10 100.00%
2.1

192.
5000
1651 1850  19.00
94.8 . .
63.0 139.0
Ot bty bpr s e “1“”\‘ . , 2241 /7 101,10 60.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54763: 1H-Cyclopropa[l]phenanthrene,1a,9b-dihydro-
192.0
5000 o =
18.50 19.00
165.0 m/z 165.05  16.91%
o 30630 %0 130 | |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54735: Anthracene, 2-methyl-
192.0
e Co
18.50 19.00
5000 ITI/Z 193.10 14.88%
165.0
0 15.0 39.0 B?T'O | 115.0139.0 | ‘w
R L R S N T R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54752: Phenanthrene, 1-methyl- — ——
192.0 18.50 19.00
m/z 189.05 12.74%
5000
0 y 39\'0\\ 6%.(\)” \‘ il h\ , 13\90\\\ 1
e e e e e e e e et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012221\
Data File : BGO47984.D

Acqg On : 22 Jan 2021 19:00
Operator : CG/JU

Sample : M1177-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 9,10-Anthracenedione Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.909 2.85 ng 124048 Phenanthrene-die 17.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Anthracenedione 208 C14H802 000084-65-1 86
2 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 64
3 9H-Fluoren-9-one 180 C13H80 000486-25-9 64
4 Benzo[h]cinnoline 180 C12H8N2 000230-31-9 46
5 1,4-Anthracenedione 208 C14H802 000635-12-1 41
Abundance Scan 2650 (18.909 min): BG047984. D\data ms (-2647) (- m/z 208.10 100.00%
152.1 208.1
5000
76.1
——
19.00
0 Hwﬂﬂut‘;“‘l P ol m“w_ ',251 ,928‘2( m/z 180.00  95.17%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67897: 9,10-Anthracenedione
208.0
5000 152.0 ot gty
76.0 19.00
m/z 152.05 82.61%
O \\‘\\3\\9‘9\\“\\\“\‘\\‘H‘l\]\-ﬁ’q\H‘HM\’\\H“H\\‘\HH’HH‘HH’HH‘H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45694: Benzo[c]cinnoline
152.0
—
19.00
5000 m/z 212.10 52.95%
76.0 181.0
890 4, uso |
SO N Y.t TS U EN—
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45755: 9H-Fluoren-9-one i, A M
180.0 19.00
m/z 151.05 43.46%
5000
76.0 151.0
oH"Hw‘H“H““H”l_MHH',HH_““M,W‘H‘W‘,ww,ww A
m/z--> 20 40 60 80 100120140160180200220240260280 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012221\
Data File : BGO47984.D

Acqg On : 22 Jan 2021 19:00
Operator : CG/JU

Sample : M1177-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 unknown19.161 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

19.161 6.84 ng 298113  Phenanthrene-die 17.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 27
2 4-Methylnonanoic acid 172 C10H2002 045019-28-1 17
3 1-Pentanol, 3-methyl-2-propyl- 144 C9H200 054004-40-9 16
4 Formic acid, 2,4,4-trimethylpent... 158 C9H1802 1000368-95-2 16
5 Octane, 2-bromo- 192 C8H17Br 000557-35-7 16

Abundance Scan 2693 (19.161 min): BG047984.D\data.ms (-2688) (-  m/z 57.10 100.00%

57.1
5000 13.1
206.1
—T =
‘ “ 1631 0811 19.00 19.50
Of b b b 1833 2811 4031 .., 97,10 44.03%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #165279: 2,4,4-Trimethyl-1-pentanol, heptafluorobutyrate
57.0
5000 e =
19.00 19.50
m/z 113.10 39.22%
ol “\ | J o 1090 570 3110
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #39489: 4-Methylnonanoic acid
57.0
ocegeons el
19.00 19.50
5000 ITI/Z 55.10 31.54%
113.0
ol 2o
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #21167: 1-Pentanol, 3-methyl-2-propyl- T —
57.0 19.00 19.50
m/z 206.10 30.13%
5000 113.0 M\\m
m/z--> 0 50 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012221\
Data File : BGO47984.D

Acqg On : 22 Jan 2021 19:00
Operator : CG/JU

Sample : M1177-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Phenanthrene, 2,7-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.285 6.21 ng 270893  Phenanthrene-die 17.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,7-dimethyl- 206 C1l6H14 001576-69-8 94
2 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 94
3 Phenanthrene, 1,7-dimethyl- 206 Cl6H14 000483-87-4 94
4 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 91
5 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 90

Abundance Scan 2714 (19.285 min): BG047984.D\data.ms (-2710) (- m/z 206.10 100.00%

206.1
5000
1000  19.50
89.1 126.1 165.1 ‘ : :
ol 510 912U Pl 24222821 385 7197 65 sp.10%
miz--> 50 100 150 200 250 300 350
Abundance #66262: Phenanthrene, 2,7-dimethyl-
206.0
5000 el e
19.00 19.50
102.0 m/z 189.00 30.28%
0\3\9\.0‘\\‘\“\““\\\\%G\S\O\H h\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #66267: Phenanthrene, 3,6-dimethyl-
206.0
e —
19.00 19.50
5000 ITI/Z 205.10 25.05%
027.0 630 1077 1650\\‘
I e B e
miz--> 50 100 150 200 250 300 350
Abundance #66261: Phenanthrene, 1,7-dimethyl- sl ——
206.0 19.00 19.50
m/z 207.05 19.76%
o M/J\M/\AM/\N
prosso i wesol | T
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012221\
Data File : BGO47984.D

Acqg On : 22 Jan 2021 19:00
Operator : CG/JU

Sample : M1177-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 8 Phenanthrene, 3,6-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

19.343 2.99 ng 130289  Phenanthrene-die 17.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 3,6-dimethyl- 206 C1l6H14 001576-67-6 81
2 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 81
3 Phenanthrene, 2,7-dimethyl- 206 Cl6H14 001576-69-8 74
4 Phenanthrene, 1,7-dimethyl- 206 C1l6H14 000483-87-4 62
5 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 62

Abundance Scan 2724 (19.343 min): BG047984.D\data.ms (-2719) (- m/z 206.10 100.00%

206.1
5000
1900 1950
100.9 . .
51.0 150.1
| 2489 %8 47 189.05  47.74%
miz--> 50 100 150 200 250 300 350
Abundance #66259: Phenanthrene, 3,6-dimethyl-
206.0
5000 = —
19.00 19.50
102.0 m/z 191.1@ 37.52%
\\\‘\\ \\\\‘\\\ \\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #66238: di-p-Tolylacetylene
206.0
= ——
19.00 19.50
5000 m/z 204.05 27.59%
0270 63.0 %OEO 1650h‘m
I e —_—— T
miz--> 50 100 150 200 250 300 350
Abundance #66262: Phenanthrene, 2,7-dimethyl- — —]
206.0 19.00 19.50
m/z 205.10  27.36%
5000
102.0
NI INN NE:1 Y IR Y WO L)
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012221\
Data File : BGO47984.D

Acqg On : 22 Jan 2021 19:00
Operator : CG/JU

Sample : M1177-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 9,10-Dimethylanthracene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.426 3.78 ng 164597  Phenanthrene-die 17.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 3,6-dimethyl- 206 C1l6H14 001576-67-6 64
2 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 60
3 [14]Annulene, 1,6:8,13-bis(metha... 206 C16H14 085385-68-8 49
4 Naphthalene, 1,2-dihydro-4-phenyl- 206 Cl6H14 007469-40-1 49
5 1-Methyl-3-phenyl-1H-indene 206 C16H14 022360-62-9 49

Abundance Scan 2738 (19.426 min): BG047984.D\data.ms (-2734) (- m/z 206.10 100.00%

206.1
5000
88.0 150.0 ig‘Sd
411 | ' 281.0 | :
| bbb 39514005y 0410 87.17%
miz--> 50 100 150 200 250 300 350 400
Abundance #66266: Phenanthrene, 3,6-dimethyl-
206.0
5000 U
19.50
102.0 m/z 191.10 52.72%
O T \5\]‘“9\“\”“\‘%\ T \1\51“2\.‘9”‘\ ‘!‘ Fh\ LI ‘ L ‘ T T 1T ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #66247: 9,10-Dimethylanthracene
206.0
e
19.50
5000 ITI/Z 176.00 37.06%
89.0
ARECEIV T2 | B
miz--> 50 100 150 200 250 300 350 400
Abundance  #66294: [14]Annulene, 1,6:8,13-bis(methano)-, syn A ——
206.0 19.50
m/z 205.10 35.48%
5000
89.0
o0 )
(o= ‘\‘ “\ i‘\ ‘\‘\‘ﬂ‘\‘ \“‘\J“‘“\\L‘ 1l i\‘\ ‘M“\\L “‘\ ’u \‘ R B A o e —
m/z--> 50 100 150 200 250 300 350 400 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012221\
Data File : BGO47984.D

Acqg On : 22 Jan 2021 19:00
Operator : CG/JU

Sample : M1177-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

19.655 5.38 ng 392466 Chrysene-d12 21.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 59

Abundance Scan 2777 (19.655 min): BG047984.D\data.ms (-2772) (- m/z 73.10 100.00%
73

5000 129.1
18522412
e —
H \ ‘ ‘ 19.50 20.00
ol AL M g “‘\H‘W l3ert 513 Gz 4310 98.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131259: Octadecanoic acid
43.0
5000 T —
129.0 19.50 20.00
“ 185.0 284.0 m/z 57.10 95.08%
O‘\\}! "“\‘ \“\h\“\‘\!H‘\\\!\\“\\l\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #95855: Pentadecanoic acid
73.0
T e
19.50 20.00
5000 129.0 m/z 60.05 92.65%
242.0
”\\ u’“ “ il ‘ ‘ M ‘\
Oy B B A B A
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107549: n-Hexadecanoic acid e I
60.0 19.50 20.00
m/z 55.10 91.38%
5000 129.0
H 2130
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012221\
Data File : BGO47984.D

Acqg On : 22 Jan 2021 19:00
Operator : CG/JU

Sample : M1177-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Pyrene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.395 4.82 ng 351761 Chrysene-d12 21.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 93
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 93
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 91
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 72
Abundance Scan 2903 (20.395 min): BG047984.D\data.ms (-2894) (-  m/z 216.10 100.00%
216.1
5000
— e
945 1634 20.00 20.50
0 20k ool 2833 8953 428.9 491 7 515,10 79.59%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #74411: Pyrene, 1-methyl-
216.0
5000 et R
20.00 20.50
95.0 m/z 213.10 21.10%
O’\\3\9\-P\r\\“‘”\H\l[6r3\.9LH‘H\‘\H\‘HH‘HH‘HH‘HH‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #74424: Fluoranthene, 2-methyl-
216.0
b e
20.00 20.50
5000 m/z 217.05 15.22%
108.0
0, S0, /L 1630,
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #74422: 11H-Benzo[b]fluorene — ——
216.0 20.00 20.50
m/z 214.10 9.56%
5000
108.0
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_G\Data\BG012221\
Data File : BGO47984.D

Acqg On : 22 Jan 2021 19:00
Operator : CG/JU

Sample : M1177-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 unknown21.012 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

21.012 2.62 ng 191384 Chrysene-d12 21.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-bromo- 192 C8H17Br 000557-35-7 38
2 2,4,4-Trimethyl-1-pentanol, trif... 226 C1OH17F302 1000365-19-5 27
3 1-Pentanol, 3-methyl-2-propyl- 144 C9H200 054004-40-9 25
4 Cyclohexane, 1,1'-[1,2-bis(1,1-d... 306 C22H42 065149-85-1 25
5 2,4,4-Trimethyl-1-pentanol, pent... 276 C11H17F502 1000365-51-0 16

Abundance Scan 3008 (21.012 min): BG047984.D\data.ms (-3005) (-  m/z 57.10 100.00%
57.1

-

5000 131
‘ 21.00 |
169.2 :
or bbbl U7 22812811 3421 4200\ 971 44.34%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #54934: Octane, 2-bromo-
57.0
5000 ‘21\00‘ \
113.0 .
m/z 113.10 40.78%
‘ , 192.0
O‘\“\\‘1“\“\‘\"\‘\‘\\\‘\H\‘\H\‘HH‘HH‘HH‘HH

miz—> 0 50 100 150 200 250 300 350 400
Abundance  #82218: 2,4,4-Trimethyl-1-pentanol, trifluoroacetate

N

57.0
T \
21.00
5000 m/z 55.10 32.02%
ol "\ ‘ ‘ 127.0 2110
R L B TR o T
miz--> 0 50 100 150 200 250 300 350 400
Abundance #21167: 1-Pentanol, 3-methyl-2-propyl- —— :
57.0 21.00
m/z 83.10 23.36%
5000 113.0 M
m/z--> 0 50 100 150 200 250 300 350 400 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012221\
Data File : BGO47984.D

Acqg On : 22 Jan 2021 19:00
Operator : CG/JU

Sample : M1177-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Cyclopentadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.417 7.04 ng 513688 Chrysene-d12 21.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 96
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 95
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 1-Nonadecene 266 C19H38 018435-45-5 93
5 Cyclotetracosane 336 C24H48 000297-03-0 93

Abundance Scan 3077 (21.417 min): BG047984.D\data.ms (-3071) (- m/z 57.10 100.00%
57.1

N

5000
111.1
—T
21.50
0 ,H”m SOl gTil 3572 4293 ., 5510 97.16%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #69584: Cyclopentadecane WﬁMvamwﬁﬂNwmwmwﬂmv
53.0
5000 T
21.50
111.0 m/z 43.10 93.87%
210.0
O"‘Hﬂ”
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #205392: Trichloroacetic acid, hexadecyl ester
43.
7.0 2£50
5000 ITI/Z 83.05 80.10%

‘ 153.0
OJJWMH_ZM-O,,

miz—> 0 50 100 150 200 250 300 350 400 450

N

Abundance #155046: 1-Heneicosanol —
55.0 21.50
m/z 69.10 73.58%
- I \A/L
0 l,dﬁmnlﬁ?-oafsﬁ-(), i
m/z--> 0 50 100 150 200 250 300 350 400 450 21.50

8270-BG012121.M Mon Jan 25 04:20:15 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012221\
Data File : BGO47984.D

Acqg On : 22 Jan 2021 19:00
Operator : CG/JU

Sample : M1177-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 1-Pentadecanethiol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
22.634 4.36 ng 318053 Chrysene-d12 21.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentadecanethiol 244 C15H32S 025276-70-4 89
2 1-Heptacosanol 396 C27H560 002004-39-9 87
3 Octacosanol 410 C28H580 000557-61-9 87
4 cis-1-Chloro-9-octadecene 286 C18H35C1 016507-61-2 87
5 17-Pentatriacontene 491 C35H70 006971-40-0 83

Abundance Scan 3284 (22.634 min): BG047984.D\data.ms (-3275) (- m/z 57.10 100.00%
57.1

%

5000
1111
262.1 22.50 23.00
2001 327.0  415.1 !
ob o ddl by 20O 9270, 415 400, T e gs 77y
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #97496: 1-Pentadecanethiol
55.0
5000 —r e
111.0 244.0 22.50 23.00
‘ m/z 55.10 78.58%
82.0
O\\‘\N‘J\\“A\‘\\‘\\‘l\\\\‘!\\\“\\\\‘\\\\’\\\\’\\\\’\\\\’
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #210517: 1-Heptacosanol
57.0
—— —
22.50 23.00
111.0

5000 ' m/z 69.10 66.06%

w“ Al i ‘ l‘l l‘l 7 \o 222 0 278 o 378-0

-

0 ‘H““H“‘ R e RARANEREEESEEEN RN
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #215904: Octacosanol
57.0 22.50 23.00
m/z 83.10 60.93%
5000 111.0

ol Mmlfﬂozzzo 2020 3920

m/z--> 0 50 100 150 200 250 300 350 400 450 22.50 23.00

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012221\
Data File : BGO47984.D

Acqg On : 22 Jan 2021 19:00
Operator : CG/JU

Sample : M1177-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 1,19-Eicosadiene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
23.697 4.40 ng 214941 Perylene-di2 25.090
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 93
2 Tetradecanal 212 C14H280 000124-25-4 91
3 16-Octadecenal 266 C18H340 056554-87-1 91
4 Octadecanal 268 C18H360 000638-66-4 91
5 Hexadecanal 240 C16H320 000629-80-1 91

Abundance Scan 3465 (23.697 min): BG047984.D\data.ms (-3460) (-  m/z 57.10 100.00%
57.1

2 2050 2400
2278.1 : :
oL— \‘HH"\M‘“I iy \ u" ‘M‘\ H‘u‘\\ m IS%HO\ \3\ \ i wh‘u‘\‘ TH—— ‘3‘6‘2‘3‘ ‘4"]"‘\5‘ ITI/Z 43.10 86.24%
m/z--> 50 100 150 200 250 300 350 400
Abundance #126193: 1,19-Eicosadiene
55.0
5000 7 —
23.50 24.00
m/z 82.10 68.42%
O ‘\"\ ‘h ‘“‘ \I‘\“\‘\l\s\o\o‘\228o\2\7§\()‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #71297: Tetradecanal
57.0
e PTG
23.50 24.00
5000 m/z 55.10 66.95%
NIRRT PO YT S—
m/z--> 50 100 150 200 250 300 350 400
Abundance #115861: 16-Octadecenal 7 T
82.0 23.50 24.00
m/z 83.10 50.94%
5000
} 3T aomg0
ow LT
mlz--> 100 150 200 250 300 350 400 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012221\
Data File : BGO47984.D

Acqg On : 22 Jan 2021 19:00
Operator : CG/JU

Sample : M1177-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Octacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
24.173 3.95 ng 192843 Perylene-di2 25.090
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 74
2 Heptacosane 380 C27H56 000593-49-7 74
3 Pentadecane 212 C15H32 000629-62-9 74
4 Undecane, 2-methyl- 170 C12H26 007045-71-8 72
5 Tetradecane 198 C14H30 000629-59-4 72

Abundance Scan 3546 (24.173 min): BG047984.D\data.ms (-3541) (- m/z 57.10 100.00%

57.1
5000
9.2 257.9 400 04 50
24.00 24.50
— i L R0 3872 400 T us 1e e1.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
5000 - s
24.00 24.50
m/z 71.05 60.50%
ol H | 141 0183.0225.0 281.0 337.0 394.0
\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57.0
P -
24.00 24.50
5000 ITI/Z 85.10 44.27%
ol L \‘ | F ‘141 0183.0225.0267.0 323.0 380.0
T e e B e e S
m/z--> 50 100 150 200 250 300 350 400
Abundance #71396: Pentadecane T e
57.0 24.00 24.50
m/z 55.10  28.47%
5000
9.0
sl [l aae 220 o] v
m/z--> 50 100 150 200 250 300 350 400 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012221\
Data File : BGO47984.D

Acqg On : 22 Jan 2021 19:00
Operator : CG/JU

Sample : M1177-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 3-Octadecene, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24.232 8.19 ng 399922 Perylene-di2 25.090
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octadecene, (E)- 252 C18H36 007206-19-1 96
2 E-7-Octadecene 252 C18H36 1000130-92-0 93
3 Z-5-Nonadecene 266 C19H38 1000131-11-8 90
4 1-Docosene 308 C22H44 001599-67-3 89
5 E-15-Heptadecenal 252 C17H320 1000130-97-9 89

Abundance Scan 3556 (24.232 min): BG047984.D\data.ms (-3551) (-  m/z 55.10 100.00%

5!:
5000 11.1
24 00 24 50
207.1
Ol ‘H“ “\ ; %5“551‘ s ‘25,22 3?8 33?5 140,09 ‘ m/z 94.53%
mi/z--> 50 100 150 200 250 300 350 400
Abundance #104188: 3-Octadecene, (E)-
9.0
5000
24 00 24 50
m/z 87.74%
O\Zq\-q ‘\“ \‘H\M “\“\ ‘\l%\618\()\ ‘ T T \2\5"2\9\ T ‘ T T ‘ T T ’ L
mi/z--> 50 100 150 200 250 300 350 400
Abundance #104185: E-7-Octadecene
43.0
24 00 24 50
5000 m/z 82.86%
252.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #115907: Z-5-Nonadecene
55.0 24 00 24 50
m/z 78.23%
5000 111.0
266.0
b ‘\ P00 |
m/z--> 50 100 150 200 250 300 350 400 24 00 24 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012221\
Data File : BGO47984.D

Acqg On : 22 Jan 2021 19:00
Operator : CG/JU

Sample : M1177-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Benzo[e]pyrene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
24.778 4.68 ng 228776 Perylene-di2 25.090
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 81
2 Benzo[e]pyrene 252 C20H12 000192-97-2 81
3 Benzo[a]pyrene 252 C20H12 000050-32-8 81
4 Perylene 252 C20H12 000198-55-0 76
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 76
Abundance Scan 3649 (24.778 min): BG047984.D\data.ms (-3643) (- m/z 252.10 100.00%
252.1
5000
UL
u2.1 8411250 1901 295.9 341.1 2450 2500
offtt B O RO L 429993411 4004/ jse.05  27.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104229: Benz[e]lacephenanthrylene
252.0
5000 f\”“”f“ ‘ =
24.50 25.00
126.0 m/z 253.10 23.45%
O 83.0‘ “ ‘“\ 200'0\ Al
\\‘\\\\‘\\\\’\\\\’\\\\\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #104217: Benzol[e]pyrene
252.0
T —
24.50 25.00
5000 m/z 251.10 9.74%
125.0
0390 830 | 2000 |
R B e e T T B
m/fz--> 50 100 150 200 250 300 350 400
Abundance #104218: Benzo[a]pyrene 7 —
252.0 24.50 25.00
m/z 248.10 5.69%
5000
126.0
70 T 2000
e e
m/z--> 50 100 150 200 250 300 350 400 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012221\
Data File : BGO47984.D

Acqg On : 22 Jan 2021 19:00
Operator : CG/JU

Sample : M1177-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 19 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
26.341 4.64 ng 226825 Perylene-di2 25.090
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 72
3 Tetradecane, 4-ethyl- 226 Cl6H34 055045-14-2 72
4 Heptadecane 240 C17H36 000629-78-7 64
5 Tetracosane 338 C24H50 000646-31-1 58

Abundance Scan 3915 (26.341 min): BG047984.D\data.ms (-3910) (-  m/z 57.10 100.00%

57.1
5000
9.2 207.0 26‘06 ‘26‘50‘
0 bty ““‘ ““M”\ byl 1‘5“4‘0 fhydy ‘ b 28?% 342‘1 ‘39‘3“ m/z 85.05 54.86%
miz--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57.0
5000 . —
26.00 26.50
m/z 71.10 53.47%
oL UL P70 191018300050 2620
\\‘ \\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57.0
= T
26.00 26.50
5000 m/Z 43.10 53.45%
113.0155.0
NI TN U N
miz--> 50 100 150 200 250 300 350
Abundance #83033: Tetradecane, 4-ethyl- o T
43.0 26.00 26.50
m/z 41.10 23.67%
5000 85.0
‘ 127.0 197.0
oH"“uu‘HH‘mw‘_‘H_m_m_m P e
m/z--> 50 100 150 200 250 300 350 26.00 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012221\
Data File : BGO47984.D

Acqg On : 22 Jan 2021 19:00
Operator : CG/JU

Sample : M1177-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Octacosanol Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

26.453 3.19 ng 155817 Perylene-di2 25.090
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosanol 410 C28H580 000557-61-9 83
2 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 81
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 81
4 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 81
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 81

Abundance Scan 3934 (26.453 min): BG047984.D\data.ms (-3927) (- m/z 57.10 100.00%
57.1

5000
1111
——
264.1 26.50
357.0
0 "M‘ ‘“‘I‘w\ s m‘“‘Mww‘dwu" “‘4747‘ m/z 55.10 74.44%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #215904: Octacosanol
57.0
5000 111.0 LN
26.50
m/z 43.10 68.92%
ol { i 1‘ (18702220 2020 3920
\\\‘\\1\‘1\\\[\\!\‘1\\1‘\\\\ \!\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester
57.0
——
26.50
5000 111.0 ITI/Z 83.10 68.08%
oLl L gsmo zmm0 aaso
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #227400: Heptadecy! heptafluorobutyrate P
57.0 26.50
m/z 69.10 62.23%
5000
111.0
169 0
m/z--> 50 100 150 200 250 300 350 400 450 500 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012221\
Data File : BGO47984.D

Acqg On : 22 Jan 2021 19:00
Operator : CG/JU

Sample : M1177-01

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012121.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|
n-Hexadecanoic ... 18.392 19.5 ng 848617 4 17.504 871899 20.0
Anthracene, 1-m... 18.427 6.2 ng 271445 4 17.504 871899 20.0
Phenanthrene, 1... 18.568 6.0 ng 263535 4 17.504 871899 20.0
1H-Cyclopropa[l... 18.609 3.8 ng 165244 4 17.504 871899 20.0
9,10-Anthracene... 18.909 2.9 ng 124048 4 17.504 871899 20.0
unknown19.161 19.161 6.8 ng 298113 4 17.504 871899 20.0
Phenanthrene, 2... 19.285 6.2 ng 270893 4 17.504 871899 20.0
Phenanthrene, 3... 19.343 3.0 ng 130289 4 17.504 871899 20.0
9,10-Dimethylan... 19.426 3.8 ng 164597 4 17.504 871899 20.0
Octadecanoic acid  19.655 5.4 ng 392466 5 21.788 1458940 20.0
Pyrene, 1-methyl- 20.395 4.8 ng 351761 5 21.788 1458940 20.0
unknown21.012 21.012 2.6 ng 191384 5 21.788 1458940 20.0
Cyclopentadecane 21.417 7.9 ng 513688 5 21.788 1458940 20.0
1-Pentadecanethiol 22.634 4.4 ng 318053 5 21.788 1458940 20.0
1,19-Eicosadiene 23.697 4.4 ng 214941 6 25.090 977167 20.0
Octacosane 24.173 4.0 ng 192843 6 25.090 977167 20.0
3-Octadecene, (E)- 24.232 8.2 ng 399922 6 25.090 977167 20.0
Benzo[e]pyrene 24.778 4.7 ng 228776 6 25.090 977167 20.0
Eicosane 26.341 4.6 ng 226825 6 25.090 977167 20.0
Octacosanol 26.453 3.2 ng 155817 6 25.090 977167 20.0
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