LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP013208.D

Acqg On : 21 Dec 2022 15:12
Operator : CG/JU

Sample : N6014-04

Misc :

ALS Vvial : 90 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\SFAM-EPA-BP120722.M
Title : SVOA CALIBRATION

Signal : TIC: BP@13208.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.334 21 25 35 rvB 129301 174605 1.11% 0.105%
2 3.764 94 98 113 rBV 1977171 2855824 18.17% 1.724%
3 4.093 150 154 163 rVB 57465 79648 ©0.51% 0.048%
4 5.040 312 315 322 rVB2 28529 45403 0.29% 0.027%
5 5.275 351 355 359 rBV4 11816 20164 0.13% 0.012%
6 6.928 632 636 642 rVB9 15192 26691 0.17% 0.016%
7 7.1106 660 667 680 rVB 2508103 3954036 25.16% 2.387%
8 7.275 688 695 708 rVB 1916233 2925073 18.61% 1.766%
9 7.381 709 713 718 rVB7 16462 25953 0.17% 0.016%
10 7.475 722 729 742 rBV 2371017 3810037 24.25% 2.300%
11 7.952 803 810 817 rBV 1993189 3134690 19.95% 1.892%
12 8.022 817 822 829 rVB2 25115 47161 0.30% 0.028%
13 8.169 840 847 851 rBV1e 11745 25406 0.16% 0.015%
14 8.657 920 930 944 rBV 3114239 5093873 32.42% 3.075%
15 9.116 1000 1008 1018 rBV 2426022 3886488 24.73%  2.346%
16 9.275 1031 1035 1041 rVB6 20518 34115 0.22% 0.021%
17 9.428 1055 1061 1066 rBV5 14721 28442 0.18% 0.017%
18 9.516 1070 1076 1086 rVB 33010 61897 ©.39% 0.037%
19 9.716 1101 1109 1116 rBV 576666 894631 5.69% 0.540%
20 9.840 1123 1131 1141 rBV 2045284 3373540 21.47% 2.036%
21 10.069 1164 1170 1176 rVB 9110 20403 0.13% 0.012%
22 10.381 1216 1223 1236 rBV 3291565 5356289 34.09% 3.233%
23 10.663 1265 1271 1277 rBV3 10641 21079 0.13% 0.013%
24 10.763 1280 1288 1296 rBV 2704241 4443754 28.28% 2.682%
25 10.904 1300 1312 1326 rBV 2194824 3935117 25.04% 2.375%
26 11.169 1353 1357 1364 rVB1o 11115 22281 0.14% 0.013%
27 11.428 1394 1401 1410 rBV7 15623 35945 0.23% 0.022%
28 11.957 1487 1491 1496 rVB5 12892 19314 0.12% 0.012%
29 12.175 1521 1528 1531 rBV6 11320 16761 0.11% 0.010%
30 12.345 1551 1557 1561 rBV2 58493 93451 ©0.59% 0.056%
31 12.392 1561 1565 1575 rVB 131293 199283 1.27% 0.120%
32 13.022 1668 1672 1677 rVBS8 16099 23530 0.15% 0.014%
33 13.287 1707 1717 1719 rBVS8 17652 35339 0.22% 0.021%
34 13.328 1720 1724 1728 rVV7 20970 34150 0.22% 0.021%
35 13.404 1734 1737 1741 rVB 26012 31159 0.20% 0.019%

36 13.463 1741 1747 1753 rBV 307335 423815 2.70%  ©.256%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP013208.D

Acqg On : 21 Dec 2022 15:12
Operator : CG/JU

Sample : N6014-04

Misc :

ALS Vvial : 90 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\SFAM-EPA-BP120722.M
Title : SVOA CALIBRATION
37 13.545 1753 1761 1762 rBV8 8633 17992 0.11% 0.011%
38 13.704 1785 1788 1792 rVB6 14583 19747 0.13% 0.012%
39 13.916 1818 1824 1829 rBV6 29325 56329 0.36% 0.034%
40 13.998 1831 1838 1847 rBV 5268511 7104757 45.21% 4.288%
41 14.139 1854 1862 1867 rBV 232781 349381 2.22% 0.211%
42 14.192 1867 1871 1875 rVB7 33270 43382 0.28% 0.026%
43 14.286 1880 1887 1895 rBV 6232257 8890456 56.58% 5.366%
44 14.428 1906 1911 1916 rVB2 56447 77136  0.49% 0.047%
45 14.481 1916 1920 1925 rVB3 31271 45743  0.29% 0.028%
46 14.545 1926 1931 1933 rBVS5 30012 42094 0.27% 0.025%
47 14.592 1933 1939 1945 rBV 3685184 5312083 33.80% 3.206%
48 14.651 1945 1949 1953 rBV 115517 148696 ©.95% 0.090%
49 14.692 1954 1956 1966 rVBS8 46421 79410 0.51% 0.048%
50 14.786 1966 1972 1986 rBV 1592280 2647048 16.85% 1.598%
51 14.898 1987 1991 1995 rBV4 65275 78078 0.50% 0.047%
52 14.951 1995 2000 2005 rBV6 84189 175078 1.11% 0.106%
53 15.263 2049 2053 2059 rVB9 16045 31302 0.20% 0.019%
54 15.369 2065 2071 2073 rBV7 10128 17928 0.11% 0.011%
55 15.486 2086 2091 2092 rBv4 28583 41156 0.26% ©0.025%
56 15.586 2101 2108 2122 rBV 7373304 10504128 66.85% 6.340%
57 15.704 2122 2128 2136 rVV 1871759 2442538 15.54% 1.474%
58 15.828 2144 2149 2156 rVB2 41054 71588 0.46% 0.043%
59 15.951 2165 2170 2176 rVB 324669 420421 2.68% 0.254%
60 16.069 2185 2190 2198 rVB2 58608 95265 0.61% ©.058%
61 16.157 2200 2205 2209 rVB7 19805 28214 0.18% 0.017%
62 16.216 2212 2215 2221 rVV8 16870 28823 0.18% 0.017%
63 16.292 2226 2228 2237 rVB9 16381 32598 0.21% 0.020%
64 16.516 2263 2266 2270 rVB5 22952 29079 0.19% 0.018%
65 16.733 2299 2303 2307 rBV4 33060 48231 0.31% 0.029%
66 16.775 2307 2310 2316 rVV8 19010 39249 0.25% 0.024%
67 17.128 2367 2370 2375 rVB6 39264 47422 0.30% 0.029%
68 17.227 2384 2387 2391 rBvV4 46118 64421 0.41% 0.039%
69 17.298 2396 2399 2402 rBV4 19881 20691 0.13% 0.012%
70 17.351 2402 2408 2417 rBV 3726879 5502711 35.02% 3.321%
71 17.451 2418 2425 2433 rBV 6618085 9682804 61.62% 5.844%
72 17.704 2465 2468 2472 rBVS5 28439 38831 0.25% 0.023%
73 18.010 2516 2520 2524 rBV7 47927 67922 0.43% 0.041%
74 18.104 2532 2536 2540 rBV3 85263 129036 0.82% 0.078%
75 18.163 2542 2546 2550 rBV 213400 265065 1.69% 0.160%

76 18.222 2551 2556 2565 rBV 1090862 1469269 9.35% 0.887%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP013208.D

Acqg On : 21 Dec 2022 15:12
Operator : CG/JU

Sample : N6014-04

Misc

ALS Vvial : 90 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\SFAM-EPA-BP120722.M
Title : SVOA CALIBRATION

77 18.798 2651 2654 2659 rBV2 61120 92955 ©.59% 0.056%
78 19.257 2729 2732 2737 rVB2 85775 111665 ©.71% 0.067%
79 19.333 2738 2745 2747 rBV2 212350 413060 2.63% 0.249%
80 19.445 2761 2764 2775 rVB3 194710 313679 2.00% 0.189%
81 19.680 2798 2804 2816 rBV 8646370 10949128 69.68% 6.609%
82 20.198 2888 2892 2904 rVB2 374591 679301 4.32% 0.410%
83 21.127 3045 3050 3052 rBV2 1633038 2472305 15.73% 1.492%
84 21.168 3053 3057 3064 rVB4 1534882 3800871 24.19%  2.294%
85 21.433 3097 3102 3106 rBV 4644028 6690401 42.58% 4.038%
86 21.498 3110 3113 3114 rBV 644120 696153 4.43% 0.420%
87 23.127 3387 3390 3397 rVB 550859 807146 5.14% 0.487%
88 23.757 3489 3497 3511 rVB2 6352735 13208107 84.05% 7.972%
89 23.915 3517 3524 3532 rVB2 3171223 6407213 40.77% 3.867%
90 24.427 3603 3611 3622 rVB 7257436 15714070 100.00%  9.485%

91 24.715 3655 3660 3671 rVB4 837781 1903435 12.11% 1.149%

Sum of corrected areas: 165674938
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP013208.D

Acqg On : 21 Dec 2022 15:12
Operator : CG/JU

Sample : N6014-04

Misc

ALS vial : 90 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP013208.D\data.ms

8000000
7000000
6000000
5000000

4000000

8.657 10.381

10.763
0.904

3000000 7.1107 475 9.116

3.764 ) 9.840
2000000 7.275] 7.952
1000000 071

03-334 4.093 5.049.275 6.928| 7.3 2269 Z8336| |10.069 || 10.663/|11.169.428
\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 350 400 450 5.00 5.50 6.00 6.50 7.00 7.50 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP013208.D\data.ms

19.680

8000000
15.586

7000000 17.451
14.286

6000000
13.998
5000000
4000000 14.592 17.3%1
3000000

2000000

1000000

O e e e e e e e BT i B R R A A A S VU A
Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16,50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP013208.D\data.ms
24.427
8000000 23.757
7000000
6000000 21.433
5000000 13.915
4000000 21.168
21,498
3000000 21.127
24.715
2000000 23.127
1000000
0\ L ‘ L ‘ L ‘ L ‘ L ‘ T T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T T T ‘ L ‘ L ‘ L ‘ L
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 2500 2550 26.00 26.50 27.00 27.50 28.00 2850 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP013208.D

Acqg On : 21 Dec 2022 15:12
Operator : CG/JU

Sample : N6014-04

Misc

ALS vial : 90 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
Quant Title : SVOA 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 1 Di-tert-butyl disulfide Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.710 4.03 ng/ul 894631 Naphthalene-d8 10.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-tert-butyl disulfide 178 C8H18S2 000110-06-5 91
2 Di-tert-butyl disulfide 178 C8H18S2 000110-06-5 87
3 Disulfide, (1,1-dimethylethyl)(1... 178 C8H18S2 072437-46-8 80
4 Disulfide, dibutyl 178 C8H18S2 000629-45-8 72
5 Di-tert-butyl disulfide 178 C8H18S2 000110-06-5 52

Abundance Scan 1109 (9.710 min): BP013208.D\data.ms (-1101) (-) m/z 57.05 100.00%
57.0

5000
— —
122.0 9.50 10.00
bbbk 2801 205138514151 4982 ./, 41,05  27.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #53418: Di-tert-butyl disulfide
57.0
5000 = —=
9.50 10.00
m/z 122.00 10.90%
’ 122.0
O‘\\l‘\l\]W\\\‘\\\\‘\\\\-‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #53419: Di-tert-butyl disulfide
57.0
—— —
9.50 10.00
5000 m/z 178.05 9.36%
’ 178.0
0 HMM\H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘u‘_

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

Abundance #53438: Disulfide, (1,1-dimethylethyl)(1-methylpropyl) —r— ——
57.0 9.50 10.00

m/z 39.05 8.10%

5000

122.0
0 \H‘ | 18p0
N N N R N N R N N N N R T —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP013208.D

Acqg On : 21 Dec 2022 15:12
Operator : CG/JU

Sample : N6014-04

Misc

ALS vial : 90 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
Quant Title : SVOA 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 5
R.T. EstConc Area Relative to ISTD R.T.
18.222 5.34 ng/ul 1469270  Phenanthrene-d10 17.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 92
4 Octadecanoic acid 284 C18H3602 000057-11-4 90
5 Pentadecanoic acid 242 C15H3002 001002-84-2 90

Abundance Scan 2556 (18.222 min): BP013208.D\data.ms (-2551) (-  m/z 73.00 100.00%

73.0
5000
213.2
T —
}M H ‘ 18.00 18.50
ok M}W mugu“‘??“1‘0‘3““9‘9‘4999"f‘?‘?‘ﬂ’?ﬁ?‘q m/z 43.10 97.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T RN
18.00 18.50
W 213.0 m/z 59.95 91.36%
O‘\\\“‘\\‘D\“\“\\‘[\l!!\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143508: n-Hexadecanoic acid
43.
0 256.0
—T— —
18.00 18.50
5000 ITI/Z 57.10 75.14%
129.0
N TR N
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143511: n-Hexadecanoic acid T 1
73.0 18.00 18.50
m/z 41.10 73.62%
256.0
5000
w 57.0
o}f"J",HJ‘“lH“ == —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13208.D

Acqg On : 21 Dec 2022 15:12

Operator : CG/JU

Sample : N6014-04

Misc

ALS vial : 90 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
: SVOA 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 5,5'-Diallyl-2,2'-biphenyld... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
20.198 2.03 ng/ul 679301 Chrysene-di2 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
15,5'-Diallyl-2,2"'-biphenyldiol, ... 280 C19H2002 1000384-18-6 74
2 Gona-1,3,5,7,9-pentaen-17-one, 1... 280 C19H2002 030788-51-3 64
3 Estra-1,3,5,7,9-pentaen-17-one, ... 280 C19H2002 003907-67-3 64

4 Silane, dimethyl(2-propylphenoxy... 280 C16H2802Si
5 N-Butyl-4-hydrazino-6-(2,2,2-tri... 280 C9H15F3N60

1000347-41-5 62
1000389-26-8 50

Abundance Scan 2892 (20.198 min): BP013208.D\data.ms (-2888) (-
280.1

m/z 280.10 100.00%

L

5000
198.1 — —
20.00 20.50
o} *~‘“ﬁ$MhﬂW“MWh\J 202 4292 8347 L, 108.10  25.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #173645: 5,5'-Diallyl-2,2"-biphenyldiol, methyl ether
280.0
5000 R -
20.00 20.50
5.0 m/z 281.10 23.78%
0 L‘S‘O\\ I 1 i u h i l Im \NI \ml‘.m A i hl i

m/z--> O 50 100 150 200 250 300 350 400 450 500 550
Abundance #173652: Gona-1,3,5,7,9-pentaen-17-one, 13-ethyl-3-hyc

K

280.0
e e
20.00 20.50
5000 ITI/Z 251.05 21.61%
44.0 195.0
Wsn|
o Mkl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173641: Estra-1,3,5,7,9-pentaen-17-one, 3-methoxy- — ——
280.0 20.00 20.50
m/z 224.10 18.90%
5000
165.0
ool e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP013208.D

Acqg On : 21 Dec 2022 15:12
Operator : CG/JU

Sample : N6014-04

Misc

ALS vial : 90 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
Quant Title : SVOA 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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.127 7.39 ng/ul 2472310  Chrysene-d12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Tricosene, (Z)- 322 C23H46 027519-02-4 91
2 Undec-10-ynoic acid, heptadecyl ... 420 C28H5202 1000406-17-0 91
3 17-Pentatriacontene 491 C35H70 006971-40-0 87
4 1-Hexacosanol 382 C26H540 000506-52-5 83
5 1-Hexacosanol 382 C26H540 000506-52-5 81

Abundance Scan 3050 (21.127 min): BP013208.D\data.ms (-3045) (-  m/z 57.10 100.00%
571.1

5000
5.1
7 —
‘ L e 1134 21.00 21.50
o_u‘_*J‘Mu“!ﬂklwl'“wJwJHW?5‘5H1H SoATSL5881  nyz 55.10 96.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227238: 9-Tricosene, (2)-
57.0
5000 — —
21.00 21.50
5.0 m/z 43.10 95.27%
‘ ' J 322.0
o LLLLEL L1, 260 26407 ]
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #313520: Undec-10-ynoic acid, heptadecyl ester

%

55.0
21.00 21.50
5000 ITI/Z 69.10 89.93%
23.0
ob-LAMALL M.Mml e L E—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #336402: 17-Pentatriacontene ~—— —
43.0 21.00 21.50
m/z 83.05 80.54%
) ,\‘J\\J\
0 J lh 182.0 267.0 490.0
‘H‘“H“H‘w‘u‘_"W‘H‘M“w‘u‘_‘u“u‘_‘u“ T o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP013208.D

Acqg On : 21 Dec 2022 15:12
Operator : CG/JU

Sample : N6014-04

Misc

ALS vial : 90 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 2-(Pentadec-14-en-1-yl)furan Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
21.169 11.36 ng/ul 3800870 Chrysene-d12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual

Pentadec-14-en-1-yl)furan 276 C19H320 1000465-69-5 64
etr‘adecyne 194 C14H26 035216-11-6 52
-Methylbicyclo[3.2.1]octane 124 C9H16 1010215-28-0 46
a,8,8- Tetramethyldecahydrocyc 206 C15H26 074022-04-1 45
yclopentylproplonlc acid, but. 194 C12H1802 1000292-46-4 38

uih wNnPE
UJNN\IN
ﬁ-h3—|r'\

Abundance Scan 3057 (21.168 min): BP013208.D\data.ms (-3053) (- m/z 95.10 100.00%

95.1
165.1
5000
413.4 21.00 21.50
0 m_w‘ ‘H’“M”” "A M A4 ‘3041 e 03 9349 m/z 81.10  74.76%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #168891: 2-(Pentadec-14-en-1-yl)furan
81.0
5000 = —
21.00 21.50
m/z 109.10 74.61%
276.0
JH” | ‘w 0 2190 " |
O \‘\\“\I\l\‘\l\\l\J‘l\\\\‘\‘\\‘\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #69380: 7-Tetradecyne
67.0
e r
21.00 21.50
5000 ITI/Z 96.10 70.04%
‘ 165.0
oA e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #12192: 2-Methylbicyclo[3.2.1]octane —— —
67.0 21.00 21.50
m/z 165.10 69.58%
5000
124.0
om‘lu\l‘u_“H"m‘uH"m‘m“HHWHWHWH_ — e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

SFAM-EPA-BP120722.M Thu Dec 22 04:20:11 2022 Page: 9



Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
BP013208.D
: 21 Dec 2022 15:12

Operator : CG/JU

Sample
Misc
ALS vial : 90

Quant Method
Quant Title

TIC Library

: N6014-04

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 D:A-Friedooleanan-3-ol, (3.... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
21.498 2.08 ng/ul 696153  Chrysene-di12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Friedelan-3-one 426 C30H500 000559-74-0 89
2 Friedelan-3-one 426 C30H500 000559-74-0 64
3 Friedelan-3-one 426 C30H500 000559-74-0 62

005085-72-3 58
022567-17-5 55

4 D:A-Friedooleanan-3-0l, (3.alpha.)- 428 C30H520
5 Azulene, 1,2,3,3a,4,5,6,7-octahy... 204 C15H24

Abundance Scan 3113 (21.498 min): BP013208.D\data.ms (-3110) (-  m/z 69.10 100.00%

69.1
5000
205.2
1$5.1 273.1
——
21.50
341.1 411.4
0 JH "J “ *"’\“l”id\'ﬂ}“\ﬂ L b AB9.08305 95 10 92.34%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #316501: Friedelan-3-one
69.0
5000 L
21.50
H 205.0 273.0 m/z 109.10 86.82%
426.0
O \\Lg[“\ H JU\"I \”\\AJ\‘Q ‘J‘\\‘! |‘|\‘J>Hlll‘ \‘\\1\ ‘l\ \\4\].‘9\ TT \\\\\ T ‘ TTTT ‘ TTTT ‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #316502: Friedelan-3-one
69.0
——
21.50
5000 ITI/Z 55.10 83.61%
5.0
‘ 205.0 273.0
Ol“'}wmeM”}W\l\4lol
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #316504: Friedelan-3-one T
69.0 21.50
m/z 123.10 79.86%
5000 205.0
187.0 273.0 426.0
341.0 }
0 u“\‘\“‘\hw'\‘ MIJMH{L\IHMM ‘\HH‘HH ‘\H“HH‘HH“ |
m/z--> 50 100 150 200 250 300 350 400 450 500 2L50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP013208.D

Acqg On : 21 Dec 2022 15:12
Operator : CG/JU

Sample : N6014-04

Misc

ALS vial : 90 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
Quant Title : SVOA 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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.127 2.52 ng/ul 807146  Perylene-di2 23.915
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontane 422 C30H62 000638-68-6 97
2 2-Methyltetracosane 352 C25H52 001560-78-7 93
3 2-Methylheptacosane 394 C28H58 001561-00-8 93
4 Octadecane, 5,14-dibutyl- 366 C26H54 055282-13-8 87
5 Triacontane, 1-iodo- 548 C30H611 1000406-32-3 87

Abundance Scan 3390 (23.127 min): BP013208.D\data.ms (-3387) (- m/z 57.10 100.00%
57.1

5000 “xwp/\\”‘vJ/
2300 2350
127.1 : :
bty " \L [ 0L 268.1327.0 4041 47515350 /0 21 19 g6.17%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #314331: Triacontane
57.0
5000 T =
23.00 23.50
m/z 43.10 61.56%
O \‘\ T ‘ T 1 \i\iL WF\L J‘M‘flfg\ZT‘o\\ T2‘6\?\0\‘ 13\:3\7\‘(\)\ T \4‘.\2?\ \0‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262016: 2-Methyltetracosane
57.0
—— —
23.00 23.50
5000 m/z 85.05 47.69%
309.0
0 JJ\J‘fJJ' .
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298432: 2-Methylheptacosane = —
57.0 23.00 23.50
m/z 55.10 22.63%
5000
351.0
T 0 2ero
0 ‘H“hh“ﬁu“‘Lﬁ#m«ywu“‘u‘}uk"H“‘H“_“‘_ — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP013208.D

Acqg On : 21 Dec 2022 15:12
Operator : CG/JU

Sample : N6014-04

Misc

ALS vial : 90 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
Quant Title : SVOA 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 8 Methyl 1-pyreneethanoate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24.427 49.05 ng/ul 15714100  Perylene-di12 23.915
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 1-pyreneethanoate 274 C19H1402 073654-19-0 52
2 4-Methoxy-1-naphthyl thiocyanate 215 C12HS9NOS 066231-77-4 18
3 4-(1H-Indol-3-yl)-1,3-thiazol-2-... 215 C11H9N3S 022258-56-6 18
4 1-Pyrenebutanoic acid 288 C20H1602 003443-45-6 15
5 N-[2-(1H-Indol-3-yl)ethyl]propan... 288 C16H24N20Si 1000493-19-0 11

Abundance Scan 3611 (24.427 min): BP013208.D\data.ms (-3603) (- m/z 215.20 100.00%

216.2 ‘
69.1
5000 45.1 '

2450
0! : . . 73.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166311: Methyl 1-pyreneethanoate
215.0
5000
274.0 24 50
m/z 255.20 72.50%
290 107.0 L
‘\\1\’\f!\[\f\\[\\\1[WT\\‘W\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #93181: 4-Methoxy-1-naphthyl thiocyanate
215.0
o
2450
5000 64.01%

o

145.
miz—> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #93049: 4-(1H-Indol-3-yl)-1,3-thiazol-2-ylamine

215.0 2450
m/z 227.2 61.40%
5000
129.0
45.0 |
o"mawwmeA1“m:M‘_M‘w“u“H“‘H“H“_“‘_“w‘ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP013208.D

Acqg On : 21 Dec 2022 15:12
Operator : CG/JU

Sample : N6014-04

Misc :

ALS vial : 90 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.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 unknown-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24.715 5.94 ng/ul 1903440 Perylene-di2 23.915
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nandrolone 274 C18H2602 000434-22-0 47
2 Androst-5-ene-3.beta.-ol 274 C19H300 001476-64-8 46
3 N,4-Dicyclopentenyl-2-methoxyani... 255 C17H21NO 1000441-76-4 35
4 Silane, dimethyl(2-naphthoxy)but... 274 C16H2202Si 1000347-21-1 25
5 Dicyclopenta[a,d]benzene, 4,8-di... 242 C18H26 1000156-41-6 25

Abundance Scan 3660 (24.715 min): BP013208.D\data.ms (-3655) (-  m/z 274.15 100.00%

105.1 274.1
41. 2152
5000 4254
24.50 A 25.00
337.3 . .
o 539 m/z 105.18  88.37%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #166277: Nandrolone
274.0
5000 = —
91.0 24.50 25.00
215.0 m/z 55.10 84.58%
Q. 48.0
O' WWWWWW
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #166345: Androst-5-ene-3.beta.-ol
274.0
—r —
24.50 25.00
5000 163.0 m/z 69.10  83.71%
57.0
oL MM VA EE—
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #142165: N,4-Dicyclopentenyl-2-methoxyaniline e —
227.0 24.50 25.00
m/z 227.20 77 .54%
5000
77.0 168.0 |
OFrrrprit e e b e e e e ~— —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP013208.D

Acqg On : 21 Dec 2022 15:12
Operator : CG/JU

Sample : N6014-04

Misc

ALS Vvial : 99 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
Quant Title : SVOA 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|
Di-tert-butyl d... 9.710 4.0 ng/ul 894631 2 10.763 4443750 20.0
n-Hexadecanoic ... 18.222 5.3 ng/ul 1469270 4 17.351 5502710 20.0
5,5'-Diallyl-2,... 20.198 2.0 ng/ul 679301 5 21.433 6690400 20.0
(DEL) Alkane: S... 21.127 7.4 ng/ul 2472310 5 21.433 6690400 20.0
2-(Pentadec-14-... 21.169 11.4 ng/ul 3800870 5 21.433 6690400 20.0
D:A-Friedoolean... 21.498 2.1 ng/ul 696153 5 21.433 6690400 20.0
(DEL) Alkane: S... 23.127 2.5 ng/ul 807146 6 23.915 6407210 20.0
Methyl 1-pyrene... 24.427  49.0 ng/ul 15714100 6 23.915 6407210 20.0
unknown-01 24.715 5.9 ng/ul 1903440 6 23.915 6407210 20.0
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