LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22782.D

Acqg On : 21 Nov 2022 12:05
Operator : CG/JU

Sample : N5713-05

Misc :

ALS Vvial : 4  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_ N\Methods\SFAM-EPA-BN111522.M
Title : SVOA CALIBRATION

Signal : TIC: BN@22782.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.175 29 32 41 rVB 13240 21101 1.26% 0.072%
2 3.646 109 112 122 rVWV 10441 22825 1.36% 0.078%
3 3.846 141 146 153 rVB2 11151 19980 1.19% 0.068%
4 5.805 474 479 490 rVB2 19139 31408 1.87% ©0.108%
5 7.016 675 685 689 rBV 263893 522496 31.18% 1.789%
6 7.181 707 713 724 rVB 195030 312746 18.66% 1.071%
7 7.375 740 746 755 rBV = 244185 386976 23.09% 1.325%
8 7.846 820 826 835 rBV 276814 445933 26.61% 1.527%
9 8.575 943 950 962 rBV 330064 528108 31.52% 1.809%
10 8.687 962 969 984 rVW 668196 1073995 64.09% 3.678%
11 8.810 984 990 1003 rvwv 24665 50897 3.04% 0.174%
12 9.028 1020 1027 1036 rBV 261498 420010 25.06% 1.438%
13 9.134 1039 1045 1052 rBV2 10338 16543 ©0.99% 0.057%
14  9.752 1143 1150 1157 rBV 215100 350662 20.93% 1.201%
15 9.969 1172 1187 1202 rBV 91759 249466 14.89%  0.854%

16 10.116 1206 1212 1222 rVB 66624 113284 6.76%
17 10.293 1235 1242 1251 rBV 309305 533932 31.86%
18 10.663 1298 1305 1312 rBV 417333 716927 42.78%
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19 10.716 1312 1314 1320 rVB 11582 14920 0.89% 051%
20 11.222 1393 1400 1409 rBvV2 28273 65964  3.94% 226%
21 11.475 1434 1443 1456 rBV 43331 88281 5.27% ©0.302%
22 11.716 1479 1484 1491 rVB 9564 16399 0.98% 0.056%
23 12.057 1533 1542 1553 rBV3 28090 59765 3.57% ©0.205%
24 13.328 1752 1758 1763 rBV 16274 24178 1.44% ©0.083%
25 13.481 1775 1784 1788 rVWVW7 5231 15292 0.91% ©0.052%

26 13.687 1808 1819 1834 rBV2 36762 136412  8.14%
27 13.934 1853 1861 1868 rBV = 636282 864919 51.61%
28 14.210 1902 1908 1918 rBV 633438 932049 55.62%
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29 14.522 1954 1961 1969 rVB 664202 977633 58.34% 348%
30 14.739 1992 1998 2011 rBV 250047 428117 25.55% 466%
31 14.828 2011 2013 2021 rVWV 8660 13794 0.82% ©0.047%
32 14.898 2021 2025 2028 rVV3 10272 17109 1.02% ©.059%
33 14.934 2028 2031 2040 rVV3 18332 27472 1.64% 0.094%
34 15.051 2044 2051 2056 rVV3 10030 16632 ©.99% 0.057%
35 15.516 2123 2130 2141 rVB 866619 1204131 71.86% 4.124%

36 15.645 2147 2152 2160 rVV 335297 449715 26.84%  1.540%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22782.D

Acqg On : 21 Nov 2022 12:05
Operator : CG/JU

Sample : N5713-05

Misc :

ALS Vvial : 4  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_ N\Methods\SFAM-EPA-BN111522.M
Title : SVOA CALIBRATION
37 15.710 2160 2163 2168 rVVv4 6697 11880 ©0.71% 0.041%
38 15.886 2183 2193 2197 rBV 7993 13520 0.81% 0.046%
39 16.239 2247 2253 2259 rBV5 7266 12586 0.75% 0.043%
40 16.669 2317 2326 2334 rVVvie 11531 29397 1.75% 0.101%
41 16.739 2334 2338 2345 rVB 11296 18651 1.11% 0.064%
42 16.992 2374 2381 2389 rBV 130470 180481 10.77% 0.618%
43 17.275 2422 2429 2435 rBV 833877 1156214 69.00% 3.960%
44 17.375 2440 2446 2454 rVWW 930577 1309285 78.13% 4.484%
45 17.457 2455 2460 2467 rVB2 17914 26228 1.57% 0.090%
46 17.686 2491 2499 2508 rBvS8 6743 20754 1.24% 0.071%
47 17.775 2508 2514 2519 rVW2 22829 32687 1.95% 0.112%
48 18.051 2556 2561 2567 rBV 40243 61489 3.67% 0.211%
49 18.110 2567 2571 2573 rBV2 15086 21637 1.29% 0.074%
50 18.175 2573 2582 2591 rVV 332737 482623 28.80% 1.653%
51 18.357 2610 2613 2619 rBV7 5266 11548 0.69% 0.040%
52 18.416 2619 2623 2627 rVV 39836 52546 3.14% 0.180%
53 18.463 2627 2631 2636 rVB6 6125 11230 0.67% ©0.038%
54 18.598 2649 2654 2659 rVB 53957 66259  3.95% 0.227%
55 18.722 2670 2675 2676 rBV 21230 26135 1.56% ©0.090%
56 18.751 2676 2680 2689 rVB 118011 157895 9.42%  0.541%
57 18.839 2691 2695 2700 rBV6 10340 18548 1.11% ©0.064%
58 18.980 2714 2719 2723 rBV 183410 225520 13.46% 0.772%
59 19.027 2723 2727 2733 rVW 133753 182432 10.89% 0.625%
60 19.092 2735 2738 2743 rVB 21040 26222 1.56% 0.090%
61 19.239 2744 2763 2771 rVV2 282069 1180585 70.45% 4.043%
62 19.304 2771 2774 2785 rVWVW2 173484 303431 18.11% 1.039%
63 19.380 2785 2787 2793 rVB 28447 33675 2.01% 0.115%
64 19.457 2795 2800 2812 rBV2 153170 279162 16.66% ©.956%
65 19.675 2831 2837 2843 rBV 1208275 1675734 100.00% 5.739%
66 19.851 2864 2867 2873 rVB 28654 38471 2.30% 0.132%
67 19.945 2879 2883 2887 rBV 64484 74050 4.42%  0.254%
68 19.992 2887 2891 2896 rVB 38462 47047 2.81% 0.161%
69 20.069 2897 2904 2909 rBV 339927 425681 25.40% 1.458%
70 20.210 2921 2928 2935 rBV 51490 85904 5.13% 0.294%
71 20.357 2949 2953 2963 rBV 189779 309198 18.45% 1.059%
72 20.610 2994 2996 3000 rVB5 31300 37861 2.26% 0.130%
73 20.680 3004 3008 3010 rBV2 38051 50194 3.00% 0.172%
74 20.710 3010 3013 3014 rw 60980 64954  3.88% 0.222%
75 20.733 3014 3017 3022 rVW 186132 251749 15.02% 0.862%
76 20.786 3022 3026 3032 rVB 157527 203346 12.13% 0.696%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22782.D

Acqg On : 21 Nov 2022 12:05
Operator : CG/JU

Sample : N5713-05

Misc :

ALS Vvial : 4  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_ N\Methods\SFAM-EPA-BN111522.M

Title : SVOA CALIBRATION

77 20.886 3038 3043 3049 rBV 410366 463200 27.64% 1.586%
78 20.992 3058 3061 3066 rBV2 38805 51792 3.09% 0.177%
79 21.133 3081 3085 3088 rBV 80576 96254 5.74% 0.330%
80 21.180 3088 3093 3101 rBV2 291242 569529 33.99% 1.950%
81 21.251 3101 3105 3109 rvv2 83189 104564 6.24% 0.358%
82 21.333 3115 3119 3125 rVB 454171 541820 32.33% 1.856%
83 21.474 3135 3143 3153 rBV2 1079855 1652836 98.63% 5.661%
84 21.616 3164 3167 3170 rBV2 79605 95666 5.71% ©.328%
85 21.698 3179 3181 3185 rVB2 31477 31485 1.88% ©0.108%
86 21.745 3185 3189 3196 rBV2 107326 154213 9.20% ©.528%
87 21.810 3197 3200 3204 rVB 85179 101805 6.08% 0.349%
88 21.963 3222 3226 3232 rVB2 55643 95308 5.69% 0.326%
89 22.074 3242 3245 3248 rBvV2 95066 123444 7.37% 0.423%
90 22.110 3248 3251 3263 rVB 116591 265711 15.86% 0.910%
91 22.227 3269 3271 3280 rVB7 40244 61146 3.65% 0.209%
92 22.574 3325 3330 3335 rBV 119069 183908 10.97% 0.630%
93 22.710 3349 3353 3360 rVB 78760 116483 6.95% ©.399%
94 23.021 3402 3406 3413 rVB 183696 278750 16.63%  ©.955%
95 23.121 3418 3423 3429 rVB2 158356 254828 15.21% ©.873%
96 23.192 3430 3435 3447 rBV3 102208 283663 16.93% 0.971%
97 23.715 3517 3524 3538 rVB2 734245 1591078 94.95% 5.449%
98 23.874 3544 3551 3561 rVB2 599487 1214645 72.48% 4.160%
99 24.468 3646 3652 3660 rVB 141609 298704 17.83% 1.023%
100 25.310 3790 3795 3804 rVB 79608 181722 10.84% 0.622%

Sum of corrected areas: 29199434
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22782.D

Acq On : 21 Nov 2022 12:05
Operator : CG/JU

Sample : N5713-05

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN022782.D\data.ms
1200000

1000000

800000
8.687
600000

10.663

8.575 10.293
7.0167 375 7-846 9.028
7.18

400000

200000

9.752
3.175 3.68@846 5.805 ELBJ&A ofols 10716 11.2224P ;-
= A~ ‘ Pl

O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\f\‘

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 1000 1050 11.00 11.50

Abundance TIC: BN022782.D\data.ms
1200000 19.675

1000000 17.375

15.516 17.215

800000

13.934 214522
600000

400000 18.175 20.069

15.645
14.739
200000

16.992
12.057 1332481%87 J 12485351 Ji 748866.239 166899 457G

O s e e e A e e L S s e e AL B e e e A e e e B o O N

Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BN022782.D\data.ms
1200000 21.474

1000000
23.715
800000 3.874

600000

400000

: 24.468
252 Ho 23192 25.310

2000001

o \\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 25.50 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_N\Data\BN112122\
Data File : BN@22782.D

Acq On : 21 Nov 2022 12:05
Operator : CG/JU

Sample : N5713-05

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Benzenecarbothioic acid Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
8.810 2.28 ng/ul 50897 1,4-Dichlorobenzene-d4 7.852

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzenecarbothioic acid 138 C7H60S 000098-91-9 86
2 Benzoyl bromide 184 C7H5Bro 000618-32-6 83
3 N-cyanobenzamide 146 C8H6N20 015150-25-1 83
4 2-fluoro-1-phenylethanone 138 C8H7FO 1000456-25-8 83
5 Benzoyl isothiocyanate 163 C8H5NOS 000532-55-8 83

Abundance Scan 990 (8.810 min): BN022782.D\data.ms (-984) (-) m/z 77.00 100.00%

71.0 105.0
5000
51.0
e
‘ 8.40 8.60 8.80 9.00 9.20
SNUTR RSS! IS FN— m/z 105.00  93.74%
miz--> 20 40 60 80 100 120 140
Abundance #19859: Benzenecarbothioic acid
105.0
77.0
5000 [T T T[T T T[T T T T[T TT
8.40 8.60 8.80 9.00 9.20
51.0 m/z 51.00 35.89%
280 | N 121.0138.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz—-> 20 40 60 80 100 120 140
Abundance #59334: Benzoyl bromide
105.0
R e e R
770 8.40 8.60 8.80 9.00 9.20
5000 m/z 50.00 18.00%
51.0
270 h | Ll
e
miz--> 20 40 60 80 100 120 140
Abundance #25636: N-cyanobenzamide R e R
105.0 8.40 8.60 8.80 9.00 9.20
m/z 74.00 9.91%
77.0
5000
51.0
27.0 | W | 121.0 1460
R B B e e e R R SRR R
m/z--> 20 40 60 80 100 120 140 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22782.D

Acq On : 21 Nov 2022 12:05
Operator : CG/JU

Sample : N5713-05

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Benzoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.969 6.96 ng/ul 249466  Naphthalene-d8 10.663

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid 122 C7H602 000065-85-0 96
2 Benzoic acid 122 C7H602 000065-85-0 96
3 Benzoic acid 122 C7H602 000065-85-0 94
4 Benzoic acid 122 C7H602 000065-85-0 91
5 Benzoic acid 122 C7H602 000065-85-0 90
Abundance Scan 1187 (9.969 min): BN022782.D\data.ms (-1172) (-) m/z 105.00 100.00%
105.0
77.1
5000
51.0
—=
‘ 10.00
e AT 2070 s 77,100 79.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11264: Benzoic acid
105.0
77.0
5000 T
51.0 10.00
m/z 122.00  74.48%
\\\“2\7‘\'\0\““\‘\“1\‘\“\\ ‘\\\‘\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11265: Benzoic acid
105.0
77.0 =
10.00
5000 m/z 51.00 37.02%
51.0
m_m_w‘mM‘MHm‘JHwhH_ww_ww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11261: Benzoic acid — Mm
105.0 10.00
710 m/z 50.00 21.37%
5000
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22782.D

Acq On : 21 Nov 2022 12:05
Operator : CG/JU

Sample : N5713-05

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 2-Phenylpropenal Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.116 3.16 ng/ul 113284  Naphthalene-d8 10.663
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Phenylpropenal 132 C9H80 004432-63-7 94
2 Bicyclo[4.2.0]octa-1,3,5-triene,... 182 C8H7Br 021120-91-2 43
3 Benzene, (1-chloroethenyl)- 138 C8H7C1 000618-34-8 42
4 Azetidine, 2-methyl-1-phenyl- 147 C10H13N 055702-57-3 38
5 Benzene, 2-azido-1-methyl-4-nitro- 178 C7H6N402 040515-19-3 38
Abundance Scan 1212 (10.116 min): BN0O22782.D\data.ms (-1206) (| m/z 103.10 100.00%
108.1
77.0
5000
132.0
51'0 T ‘ T T T T ‘ T
‘ ‘ 10.00 10.50
e 20700 7 104,10 55.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16654: 2-Phenylpropenal
103.0
77.0 /\
5000 RN
51.0 1320 10.00 10.50
m/z 77.00 52.61%
29.0
\\\‘\“\‘\\““\\1‘\““\\\ ‘\\\\"\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #57447: Bicyclo[4.2.0]octa-1,3,5-triene, 7-bromo-
103.0
—= —
10.00 10.50
5000 m/z 132.00 33.55%
77.0
51.0
182.0
A0 | o D
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20120: Benzene, (1-chloroethenyl)- ——
103.0 10.00 10.50
m/z 51.00 24.22%
5000
510 770 138.0
S U0 S N N S— e
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22782.D

Acq On : 21 Nov 2022 12:05
Operator : CG/JU

Sample : N5713-05

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 4 Ethanone, 2-hydroxy-1-phenyl-  Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
11.475 2.46 ng/ul 88281  Naphthalene-d8 10.663
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanone, 2-hydroxy-1-phenyl- 136 C8H802 000582-24-1 91
2 Benzenecarbothioic acid 138 C7H60S 000098-91-9 90
3 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 83
4 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 83
5 Disulfide, dibenzoyl 274 C14H1002S2 000644-32-6 83

Abundance Scan 1443 (11.475 min): BN022782.D\data.ms (-1434) (- m/z 105.00 100.00%
105.0
77.0
5000
5.0 N
136.0 1150
e 3880 2069y 77 05 74.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18748: Ethanone, 2-hydroxy-1-phenyl-
105.0
77.0
5000 1
11.50
510 m/z 51.00  25.65%
29y0 ‘ ‘ | 136.0
\\\‘\‘\‘\\H‘\\{\‘\\\h\‘\\\\‘\\\\‘\\\}‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #19859: Benzenecarbothioic acid
105.0 [\w«
A S S
77.0 11.50
5000 m/z 50.10 10.53%
51.0
20 | || o
R R e AR RRR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 [\
Abundance #52288: Benzenebutanoic acid, .gamma.-oxo- L = N
105.0 11.50
m/z 106.00 7.61%
5000 77.0
>0 178.0
2t0 . 133.0156.0 AL
e e e e T e e —t b
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22782.D

Acq On : 21 Nov 2022 12:05
Operator : CG/JU

Sample : N5713-05

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Benzeneethanol, 4-hydroxy- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
13.687 2.79 ng/ul 136412  Acenaphthene-di0 14.522
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzeneethanol, 4-hydroxy- 138 C8H1002 000501-94-0 90
2 Benzeneethanol, 4-hydroxy- 138 C8H1002 000501-94-0 90
3 Benzeneethanol, 4-hydroxy- 138 C8H1002 000501-94-0 80
4 3-Buten-1-o0l, 4-chloro-2-methyl-... 196 C11H13Cl0 1000153-34-9 64
5 Phenol, 2-propyl- 136 C9H120 000644-35-9 64
Abundance Scan 1819 (13.687 min): BN022782.D\data.ms (-1808) (- m/z 107.00 100.00%
107.0
5000
7o 138.1 U LN
51.0 13.50 14.00
e e L mjz 76,95 23.98%
miz--> 20 40 60 80 100 120 140
Abundance #19951: Benzeneethanol, 4-hydroxy-
107.0
5000 L e
13.50 14.00
77.0 138.0 m/z 138.05 18.71%
5]1.0 |
AL 1 Il L
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #19953: Benzeneethanol, 4-hydroxy-
107.0 M
et
13.50 14.00
5000 m/z 108.00 10.02%
138.0
77.0
31'0 L 5]7.\0 ‘H L ‘ L
R L e
miz--> 20 40 60 80 100 120 140
Abundance #19940: Benzeneethanol, 4-hydroxy- 7 ‘A‘ —
107.0 13.50 14.00
m/z 78.10 6.68%
5000
138.0
77.0
270 510 N N
L B e S B A —— —
m/z--> 20 40 60 80 100 120 140 13.50 14.00

SFAM-EPA-BN111522.M Sun Dec 04 01:21:03 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22782.D

Acq On : 21 Nov 2022 12:05
Operator : CG/JU

Sample : N5713-05

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 unknown-01 Concentration Rank 19

R.T EstConc Area Relative to ISTD R.T.
16.992 3.12 ng/ul 180481 Phenanthrene-di0 17.275
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-Decen-6-yne, (Z)- 136 CleH16 013343-76-5 43
2 1-Hepten-3-yne 94 C7H1e0 002384-73-8 42
3 6-Chromanol, methyl ether 164 C10H1202 003722-76-7 38
4 1,3-Cycloheptadiene 94 C7H1e 004054-38-0 25
5 Spiro[5.5]undec-8-en-1-one 164 C11H160 007353-75-5 25

Abundance Scan 2381 (16.992 min): BN022782.D\data.ms (-2374) (- | m/z 164.10 100.00%
164.1
39.0
79.0
5000
08.1
i
196.1 17.00
8L m/z 39.85  72.16%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18051: 4-Decen-6-yne, (2)-
79.0
5000 T i
17.00
39.0 136.0 m/z 79.85 59.67%
IHW’
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #2919: 1-Hepten-3-yne
79.0
39.0
17.00
5000 ITI/Z 136.00 47 .93%
HHLWM‘HH‘H‘wH‘W‘HW‘H‘_‘H_‘H‘HH‘H‘W‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39255: 6-Chromanol, methyl ether e
164.0 17.00
m/z 67.10 44.06%
5000
77.0 108.0
39.0 ‘ ‘
‘_HAMWMM‘MNMHWmeWMNW‘HWH‘WHH‘HHM‘HMH‘M‘ ! ‘M‘M‘Al\
m/z--> 20 40 60 80 100120140160180200220240260280 17.00

SFAM-EPA-BN111522.M Sun Dec 04 01:21:04 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22782.D

Acq On : 21 Nov 2022 12:05
Operator : CG/JU

Sample : N5713-05

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

18.175 8.35 ng/ul 482623 Phenanthrene-d10 17.275
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 Tridecanoic acid 214 C13H2602 000638-53-9 93
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91

Abundance Scan 2582 (18.175 min): BN022782.D\data.ms (-2573) (- m/z 73.00 100.00%

43.1 73 .0
5000
129.1
213.2 U

‘ ‘ 171.1 ‘ 256.3 18.00 18.50
: HM“M wh‘“ w‘u‘w - | SN m/z 43.10  85.21%

m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 T T
18.00 18.50
97.0 1710 213.0 256.0 m/z 60.00 82.76%
N ‘M‘ HH\ Hh”\ ‘H‘\ ul ‘ ‘ ‘ . \‘ ““ T “\‘ N
m/z--> 50 100 50 200 250
Abundance #143508: n-Hexadecanoic acid
43.0 73.0 256.0 ]\
1850 1850
5000 m/z 41.05 68.83%
129.0
213.0
171.0
14.0 |, H\ HH ‘ i B ‘ L “‘
m/z--> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid e P
43.0 73.0 18.00 18.50
m/z 57.05 67.87%
5000 256.0
129.0
213.0
L L, e
‘ ‘ i H‘ H‘H \\H il ‘ Wi b | !

miz--> 50 100 150 200 250 18.00 18.50

SFAM-EPA-BN111522.M Sun Dec 04 01:21:06 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22782.D

Acq On : 21 Nov 2022 12:05
Operator : CG/JU

Sample : N5713-05

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 2-Propen-1-one, 1,2-diphenyl-  Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
18.751 2.73 ng/ul 157895 Phenanthrene-d10 17.275
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Propen-1-one, 1,2-diphenyl- 208 C15H120 004452-11-3 76
2 2-Propen-1-one, 1,2-diphenyl- 208 C15H120 004452-11-3 68
3 Ethanone, 2-(2-ethenylphenyl)-1-... 222 C16H140 066657-90-7 60
4 Hydantoin, 1-benzoyl-2-thio- 220 C10H8N202S 000577-47-9 53
5 Benzamide, N-(3-ethynylphenyl)- 221 C15H11NO 208943-24-2 52

Abundance Scan 2680 (18.751 min): BN022782.D\data.ms (-2676) (- m/z 105.00 100.00%
1

05.0
5000

-

510 o SEe
‘ s 20?-1 18.50 19.00
dd LU AL L 2811 355077 10 66.33%
miz--> 50 100 150 200 250 300 350
Abundance #85340: 2-Propen-1-one, 1,2-diphenyl-
105.0
5000 208.0 A SRS
18.50 19.00

m/z 51.00 17.52%

51.0
L “‘ T \‘H\ T ““\ L \]‘.6\‘5\"0}\ ‘ ‘\ T T ‘ T ‘ T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #85337: 2-Propen-1-one, 1,2-diphenyl-
105.0

Tpet
18.50 19.00

5000 m/z 208.05 13.28%
208.0
51.0
S U S ... S
m/z--> 50 100 150 200 250 300 350
Abundance  #102157: Ethanone, 2-(2-ethenylphenyl)-1-phenyl- =T —
105.0 18.50 19.00

m/z 103.10  11.74%

5000

- 222.0
- 1| 149.0 \ PN

m/z--> 50 100 150 200 250 300 350 18.50 19.00

SFAM-EPA-BN111522.M Sun Dec 04 01:21:07 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22782.D

Acq On : 21 Nov 2022 12:05
Operator : CG/JU

Sample : N5713-05

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 .beta.-Phenylpropiophenone Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.980 3.90 ng/ul 225520  Phenanthrene-die 17.275
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 .beta.-Phenylpropiophenone 210 C15H140 001083-30-3 94
2 .beta.-Phenylpropiophenone 210 C15H140 001083-30-3 90
3 .beta.-Phenylpropiophenone 210 C15H140 001083-30-3 87
4 .beta.-Phenylpropiophenone 210 C15H140 001083-30-3 62
5 N-Benzoyl-3-phenylisoserine, eth... 341 C20H23NO4 1010453-73-5 53
Abundance Scan 2719 (18.980 min): BN022782.D\data.ms (-2714) (- | m/z 105.00 100.00%
105.0
77.0
- M
210.1 SRR
51\'0 1311 1650 238.C 19.90
RNBBPINE VRN M1 N i LEAL SRR B 4 m/z 77.05 52.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #87599: .beta.-Phenylpropiophenone
105.0
5000 210.0 U
77.0 19.00
m/z 210.05 25.09%
51.0
270 | | | 181.0 1810
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #87605: .beta.-Phenylpropiophenone
105.0
—
19.00
5000 ITI/Z 51.05 13.97%
o 210.0
51.0
27'0 L ‘ I} In ‘ \“ 131.0 181'0 I
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #87607: .beta.-Phenylpropiophenone T
105.0 19.00
m/z 78.05 8.57%
210.0
5000 77.0
51.0
Lo ‘ il ;4‘10 181.0 \‘ m mm/Aw
R A R e AR RERAR sty
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 19.00

SFAM-EPA-BN111522.M Sun Dec 04 01:21:10 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22782.D

Acq On : 21 Nov 2022 12:05
Operator : CG/JU

Sample : N5713-05

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Anthracene, 9-propyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
19.028 3.16 ng/ul 182432  Phenanthrene-di0 17.275
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene, 9-propyl- 220 C17H16 001498-77-7 87
2 Naphthalene, 1-phenoxy- 220 C1éH120 003402-76-4 83
3 10-Methylanthracene-9-carboxalde... 220 C16H120 007072-00-6 81
4 1H-Pyrazole, 3,5-diphenyl- 220 C15H12N2 001145-01-3 64
5 3-(4-Phenylphenyl)-1H-pyrazole 220 C15H12N2 446276-22-8 50
Abundance Scan 2727 (19.027 min): BN022782.D\data.ms (-2723) (| m/z 220.15 100.00%
191.1220.2
5000
N T
63.0 115.1 19.00
1, \‘\ 1l \m‘ ‘m \H‘ 6\ 0 H‘ \‘\ 267.1 9
bbb b e e e m/z 191.05  98.59%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #99435: Anthracene, 9-propyl-
191.0
5000 = :
220.0 19.00
' m/z 189.10  38.78%
290 630 10-}0 16$ 1l HM I
’\\H‘HH‘\\H‘HH‘\\H‘\H\‘HH‘HH‘HH‘HH HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #99398: Naphthalene, 1-phenoxy-
220.0
\/\\ T ‘ T ‘
19.00
5000 m/z 192.05 28.61%
115.0 191.0
39.0, 710 1430 ‘\ \
e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #99406: 10-Methylanthracene-9-carboxaldehyde L
220.0 19.00
m/z 165.05 25.68%
5000 191.0
94.0 ‘
290 020 | 260 1990 | | | L
m/z--> 20 40 60 80 100120140160180200220240260280 19.00

SFAM-EPA-BN111522.M Sun Dec 04 ©01:21:12 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN©22782.D

Acq On : 21 Nov 2022 12:05

Operator : CG/JU

Sample : N5713-05

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 11 Dibenzoylmethane Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
19.239  20.42 ng/ul 1180590  Phenanthrene-d10 17.275
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dibenzoylmethane 224 C15H1202 000120-46-7 98
2 Dibenzoylmethane 224 C15H1202 000120-46-7 98
3 Dibenzoylmethane 224 C15H1202 000120-46-7 93
4 2-Propen-1-one, 3-hydroxy-1,3-di... 224 C15H1202 001704-15-0 87
5 Dibenzoylmethane 224 C15H1202 000120-46-7 86

Abundance Scan 2763 (19.239 min): BN022782.D\data.ms (-2744) (- m/z 105.00 100.00%
105.0
223.1
5000 147.0
51.0
19 00 19 50
T “‘u“u AU FSDROVTE BN S S Y 92.47%
m/z--> 50 100 150 200 250 300 350
Abundance #104450: Dibenzoylmethane
105.0
223.0
147.0
5000
5L.0 19.00 19.50
m/z 223.10 73.50%
ok ‘\‘ “‘\“M“\“}““‘\‘\ T \“ R T \‘\ L L I
miz--> 50 100 150 200 250 300 350
Abundance #104447: Dibenzoylmethane
105.0
— —
1470 223.0 19. 00 19.50
5000 ’ m/z 60.20%
51.0
SIS | N ARV
m/z--> 50 100 150 200 250 300 350
Abundance #104452: Dibenzoylmethane
105.0 224.0 1900 1950
m/z 224.0 51.01%
147.0
5000
51.0
m/z--> 50 100 150 200 250 300 350 1900 1350

SFAM-EPA-BN111522.M Sun Dec 04 01:21:13 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22782.D

Acq On : 21 Nov 2022 12:05
Operator : CG/JU

Sample : N5713-05

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 unknown-02 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.304 5.25 ng/ul 303431  Phenanthrene-di0 17.275
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentanone, tetrakis(1l-methy... 244 C17H240 096446-08-1 47
2 2H-1-Benzopyran-2-one, 7-methoxy... 244 C15H1603 000581-31-7 46
3 1,5-Diacetyl-2,6-naphthalenediol 244 C14H1204 038790-70-4 46
4 1H-Imidazole, 2-[[4-(1,1-dimethy... 244 C16H24N2 000526-36-3 46
5 Celestolide 244 C17H240 013171-00-1 43
Abundance Scan 2774 (19.304 min): BN022782.D\data.ms (-2771) (|  m/z 229.05 100.00%
229.1
5000
— ——
‘ ?" 1 19.00 19 50
- ““ w“h“‘\‘”‘ AT diwe A0 W L1 2600 385 nyz 244.1 4.52%
m/z--> 50 100 150 200 250 300 350
Abundance #128609: Cyclopentanone, tetrakis(1-methylethylidene)-
229.0
5000
19. 00 19 50
m/z 102.05 0.54%
41.0 91.0 15‘9 0 ‘
-l \“\ ‘m‘h‘ \\‘\ “\ Il ‘uh\\ A \M \“n H‘ . “‘ D
miz--> 50 100 150 200 250 300 350
Abundance #128453: 2H-1-Benzopyran-2-one, 7-methoxy-6-(3-methy
229.0
19. 00 19 50
5000 m/z 186.05 36.60%
4L 77 o0 115.0 189.0
o ‘\ ol “ " \\“‘\MJ‘T% \“ ‘HH‘M‘ u\ A ! ““ ——
m/z--> 50 100 150 200 250 300 350
Abundance #128183: 1,5-Diacetyl-2,6-naphthalenediol — L
229.0 19.00 19.50
m/z 183.00  33.74%
5000
70.0 1979 160.0 | /\ /\
ST NS e EREY NP BTV T S ‘ i
m/z--> 50 100 150 200 250 300 350 19.00 19.50

SFAM-EPA-BN111522.M Sun Dec 04 01:21:15 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22782.D

Acq On : 21 Nov 2022 12:05
Operator : CG/JU

Sample : N5713-05

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 Octadecanoic acid Concentration Rank 15

R.T EstConc Area Relative to ISTD R.T.
19.457  3.38 ng/ul 279162 Chryseme-di2 21.474
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 octadecanoic acid 284 ClaH3602 000057-11-4 99

2 Octadecanoic acid 284 (C18H3602 000057-11-4 99
3 Octadecanoic acid 284 (C18H3602 000057-11-4 98
4 Octadecanoic acid 284 (C18H3602 000057-11-4 94
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74
Abundance Scan 2800 (19.457 min): BN022782.D\data.ms (-2795) (- m/z 73.05 100.00%
73.0
5000 129.1 iv
185.2 241.2 T
‘ ‘ 284.3 19.50
b L L3410 43 10 84.90%
m/z--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0
50001 28.0 284.0 T
185.0 241.0 19.50
m/z 60.00 77.41%
: Hw}‘““‘u‘dl u““\‘ ‘L NS “ i ““ | ‘\‘ : “‘ R
m/z--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
=
19.50
5000 129.0 m/z 57.85  75.92%
3.0
1850 541 o 2230
m/z--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid T
73.0 19.50
m/z 55.05 69.67%
5000 129.0
29. 185.0 41 o 284.0
g I N S A S i
m/z--> 50 100 150 200 250 300 350 19.50

SFAM-EPA-BN111522.M Sun Dec 04 01:21:16 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22782.D

Acq On : 21 Nov 2022 12:05
Operator : CG/JU

Sample : N5713-05

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 1,2,4-Trimethoxydibenzofura... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.069 5.15 ng/ul 425681  Chrysene-d12 21.474
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,2,4-Trimethoxydibenzofuran-3-ol 274 C15H1405 088256-04-6 96
2 1,3,4-Trimethoxydibenzofuran-2-o0l 274 C15H1405 088256-05-7 95
3 7H-Furo[3,2-g][1]benzopyran-7-on... 274 C15H1405 054087-32-0 70
4 2-[5-(3,4,5-Trimethoxyphenyl)-1H... 274 C13H14N403 1000435-80-6 70
5 10H-Phenoxaphosphine, 2-ethyl-10... 274 C15H1503P 036360-91-5 52
Abundance Scan 2904 (20.069 min): BN022782.D\data.ms (-2897) (- m/z 259.10 100.00%
259.1
5000 216.1
89.0 173.0 —4 :
EcanI
“‘N‘W“JMJWN\“ m‘mwwm ”MM A ‘gﬁa' m/z 274.10 92.88%
m/z--> 5 100 150 200 250 300 350
Abundance #165820: 1,2,4-Trimethoxydibenzofuran-3-ol
259.0
89.0 201.0 o :
5000 20.00
‘ 145.0 m/z 216.05 48.61%
\\‘\\\\“\\\‘\‘\\\\‘\‘\\\‘\\\’\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #165821: 1,3,4-Trimethoxydibenzofuran-2-ol
259.0
T 1
20.00
m/z 201.10 36.77%
5000 216.0
89.0 1730
M 1370
| ‘
T “““ B e aw E
m/z--> 50 100 150 200 250 300 350
Abundance #165831: 7H-Furo[3,2-g][1]benzopyran-7-one, 2-(1-hydro M L ‘Mﬁ*
259.0 20.00
m/z 173.00 27.36%
5000
43.0
216.0
o wmeo [ [L S
m/z--> 50 100 150 200 250 300 350 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN©22782.D

Acq On : 21 Nov 2022 12:05

Operator : CG/JU

Sample : N5713-05

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method :
Quant Title

Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
. SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 15 Khellin Concentration Rank 14

R.T EstConc Area Relative to ISTD R.T.
20.357  3.74 ng/ul 309198 Chryseme-di2 21.474
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 khellin 260 ClaH1205 000082-02-0 64

2 2-tert-Butyl-1-phenylnaphthalene
3 6-Ethyl-2-N,2-N-dimethyl-5-nitro...
4 benzo[b]phenazine, 5,12-dihydro-...
5 Naphtho[2,3-c]furan-1(3H)-one, 6...

260 C20H20

260 C13H16N402
260 C18H16N2
260 C14H1205

1000242-50-3 58
1000459-83-9 50
1000401-55-8 47
023673-55-4 43

Abundance Scan 2953 (20.357 min): BN022782.D\data.ms (-2949) (- m/z 245.05 100.00%
245.1
202.0
5000
89.0 N —
‘ ‘ 20.00 20.50
ob— W‘\mﬁ‘hm‘h 161Ph H w\iju“gofp‘QQL{ m/z 260.10  83.09%
miz--> 50 100 150 200 250 300
Abundance #147938: Khellin
260.0
216.0
5000 /\ =
20.00 20.50
177. m/z 202.00  71.37%
66.0 1050 ‘
Al g ‘Hh‘u‘\‘\ i u\‘ 4 #13\ ! ““ ‘ M“H‘ W e
miz--> 50 100 150 200 250 300
Abundance #148580: 2-tert-Butyl-1-phenylnaphthalene
245.0
A, -
20.00 20.50
5000 m/Z 89.00 24.01%
202.
MO 7T, W”‘ S eso yd
miz--> 50 100 150 200 250 300
Abundance #147814: 6-Ethyl-2-N,2-N-dimethyl-5-nitroquinoline-2,4-d P —
245.0 20.00 20.50
m/z 199.00 21.19%
5000
42.0 130.0 2010 A
‘;J“??O“h k‘Hm‘NWLm‘Jd ‘J““‘ N ‘ e
m/z--> 50 100 150 200 250 300 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22782.D

Acq On : 21 Nov 2022 12:05
Operator : CG/JU

Sample : N5713-05

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 1,3,4-Trimethoxydibenzofura... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

20.733 3.05 ng/ul 251749  Chrysene-d12 21.474
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,2,4-Trimethoxydibenzofuran-3-ol 274 C15H1405 088256-04-6 87
2 1,3,4-Trimethoxydibenzofuran-2-o0l 274 C15H1405 088256-05-7 80
3 3-Acetyl-2-(4-hydroxy-phenylamin... 259 C14H13NO4 1000300-99-5 64
4 10H-Phenoxaphosphine, 2-ethyl-10... 274 C15H1503P 036360-91-5 46
5 4-(4-Fluorophenoxy)benzylamine,4... 259 C15H14FNO2 949201-55-2 45

Abundance Scan 3017 (20.733 min): BN022782.D\data.ms (-3014) (- m/z 274.10 100.00%
4

74.1
5000 216.1 A
145.0
89.0 S T
20.50 21.00
‘ ‘5%% Ay ’whm‘\\h‘m\;hH\‘\m; J\L il ‘“ AL ;‘ “H‘ b b ‘3:!-?‘:!- ??? m/z 259.10 98.17%
m/z--> 50 100 150 200 250 300 350
Abundance #165820: 1,2,4-Trimethoxydibenzofuran-3-ol
259.0
89.0 201.0 ™ /\ 7 —4 Jh'
5000 20.50 21.00
‘ 145.0 m/z 216.05 49.40%
T T ‘ T T T T " T T T ‘\“‘ T T T T ‘ \‘ T T T ‘ } T T T ‘ T T T 7T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #165821: 1,3,4-Trimethoxydibenzofuran-2-ol
250.0 j\ A
MWL
20.50 21.00

m/z 201.00  49.32%

5000 216.0
89.0 173.0
137.0
|
m/z--> 50 100 150 200 250 300 350 /kw« /\
Abundance #146851: 3-Acetyl-2-(4-hydroxy-phenylamino)-6-methyl-p reocmn N T e )
259.0 20.50 21.00
m/z 199.00 35.82%

390 134.0
5000
L_Y_Y_Y_'_Y_Y_Y_Y_'_Y* T ‘ T T j\\ [ ,\\/\A\\wj

m/z--> 50 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22782.D

Acq On : 21 Nov 2022 12:05
Operator : CG/JU

Sample : N5713-05

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 1@H-Phenoxaphosphine, 2-eth... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
20.786 2.46 ng/ul 203346  Chrysene-d12 21.474
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 10H-Phenoxaphosphine, 2-ethyl-10... 274 C15H1503P 036360-91-5 52
2 Propanamide, N-(1-ethyl-1,2,3,4-... 274 C17H26N20 063134-09-8 52
3 9-Methyl-3-phenyl-9H- pyridazino(... 259 C17H13N3 003980-90-3 43
4 1,4-Benzenediamine, N,N-dimethyl... 259 C13H13N303 126893-37-6 35
5 Cobaltocene, 1,2,3,4,5- pentamethyl 259 C15H20Co 097210-32-7 30
Abundance Scan 3026 (20.786 min): BN022782.D\data.ms (-3022) (- m/z 259.10 100.00%
259.1
5000
213.1 JL
L
159.9 20.50 21.00
39 0 yll ‘\\ m ol H\H\J‘ \\‘ b “h Lol u“ - ‘L‘ : ‘3‘2‘7“1‘ - “171;5”2‘ m/z 274.10 63.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #165862: 10H-Phenoxaphosphine, 2-ethyl-10-hydroxy-8-
259.0 j\
5000 T ‘ \/\ T T A ‘ T T
20.50 21.00
105.0 m/z 213.10 34.55%
195.0
\\\\‘\\\\“\‘u\\“\‘\\\“\\\\‘ \“\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #166255: Propanamide, N-(1-ethyl-1,2,3,4-tetrahydro-2,2
259.0 /\
R
20.50 21.00
5000 m/z 216.05 32.65%
57.0 150, 0
miz--> 50 100 150 200 250 300 350 400 J\ J\
Abundance #147137: 9-Methyl-3-phenyl-9H-pyridazino(3,4-b)indole IS
259.0 20.50 21.00
m/z 260.10 15.77%
5000 M
115.0  189.0
R UOPUN S 0 A T - A
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22782.D

Acq On : 21 Nov 2022 12:05
Operator : CG/JU

Sample : N5713-05

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 8-Methoxy-2-N,2-N,4-N,4-N,5... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.886 5.60 ng/ul 463200 Chrysene-d12 21.474
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 8-Methoxy-2-N,2-N,4-N,4-N,5-N,5-... 288 C16H24N40 1000489-28-6 64
2 Acetamide, N-(4-methylphenyl)-2-... 288 C12H12N60S 1000351-38-0 53
3 5-tert-Butyl-2-iodo-1,3-dimethyl... 288 C12H17I 005122-20-3 49
4 10H-Phenoxaphosphine, 2,8-diethy... 288 C16H1703P 036360-92-6 46
5 (R)-5-Methyl-6-(4-morpholinophen... 273 C15H19N302 1630760-58-5 42
Abundance Scan 3043 (20.886 min): BN022782.D\data.ms (-3038) (- m/z 273.10 100.00%
278.1
5000 215.1
159.1 — e
nfl ‘ ‘ 20.50 21.00
‘ 3‘9‘ ? h h n\ Joid m\‘ ‘ bl \‘\ \‘u Ay ‘u“ \‘ Al ‘3%6“1?’5"5‘ m/z 288.10 91.31%
m/z--> 50 100 150 200 250 300 350
Abundance #183877: 8-Methoxy-2-N,2-N,4-N,4-N,5-N,5-N-hexameth
288.0
5000 — -
42.0 20.50 21.00
2280 m/z 215.10 47.29%
‘ 114.0 185 ‘
" ‘\‘\‘\h‘ T——" ol dy \“\Hﬂh ju d\h d\\h ‘H‘H‘\H“ ‘\“‘h‘u\\‘\ b
miz--> 50 100 150 200 250 300 350
Abundance #183225: Acetamide, N-(4-methylphenyl)-2-(7H-[1,2,4]trie
273.0
e e e ‘AJk
20.50 21.00
5000 m/z 230.10 42.78%
152.0
217.0
77.0
“3%?u‘j“%%§QLJM‘H‘”M‘”u‘MW“‘;“““‘
m/z--> 50 100 150 200 250 300 350
Abundance  #183251: 5-tert-Butyl-2-iodo-1,3-dimethylbenzene = =ty ‘AJK
273.0 20.50 21.00
m/z 213.10 36.07%
5000
146.0
91.0
S0 < N R ‘ Jk LA e
m/z--> 50 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22782.D

Acq On : 21 Nov 2022 12:05
Operator : CG/JU

Sample : N5713-05

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 (DEL) Alkane: Cyclic21.180 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.180 6.89 ng/ul 569529  Chrysene-d12 21.474
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexadecane 224 C1éH32 000295-65-8 96
2 5-Octadecene, (E)- 252 C18H36 007206-21-5 95
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
4 1-Hexadecanesulfonyl chloride 324 C16H33Cl02S 038775-38-1 91
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91

Abundance Scan 3093 (21.180 min): BN022782.D\data.ms (-3088) (- m/z 57.10 100.00%
7.1

5
5000

——

5.1 21.00 21.50
207.1

J\fh’“\§24-9415-1’ m/z 43.05 81.11%

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #104594: Cyclohexadecane
55.0

5000 1
21.00 21.50
m/z 55.05 70.54%

5.0
J" \ 224.0
\\‘\‘WHH‘H‘\!’"\H\J‘Hl\\‘HH’\\H‘\H\‘HH’HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #138523: 5-Octadecene, (E)-
55.0

T
21.00 21.50

5000 m/z 83.05 63.63%
5.0
Uligee w0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester —— =
57.0 21.00 21.50

m/z 71.10  58.80%

) /J\IJ
5.0
L Jrluu 25%0 369.0 648.(

= T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN©22782.D

Acq On : 21 Nov 2022 12:05

Operator : CG/JU

Sample : N5713-05

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method :
Quant Title

Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
. SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 20 unknown-03 Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
21.333 6.56 ng/ul 541820  Chrysene-d12 21.474
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-Cyclohexyl-3-phenyl-1H-indole 275 C20H21N 1000484-00-9 43
2 1-[5-Methyl-1-(2,4,6-trimethoxyp... 290 C15H18N204 1010436-22-5 38
3 dibenzo[b,g][1,5]naphthyridine-6... 290 C18H14N202 1000397-31-9 35
4 1H-Indole-3-carboxylic acid, 5-(... 317 C18H23NO4 1000320-24-4 35
5 2,3-pyrazinediamine, N2-ethyl-5,... 290 C18H18N4 1000397-32-4 35

Abundance Scan 3119 (21.333 min): BN022782.D\data.ms (-3115) (- m/z 275.10 100.00%
275.1
5000
217.
77.0
| 161.0 ‘ | 21.00 2150
0“‘mﬂ‘\mﬂﬂ‘mm‘|umTuMw hm H“‘EQ%Q““4?97 m/z 299.95 95.35%
miz--> 50 100 150 200 250 300 350 400
Abundance #167565: 4-Cyclohexyl-3-phenyl-1H-indole
275.0
5000
206.0 2100 2150
m/z 232.00 41.74%
- ‘\ P u‘\‘h“m‘n‘ | u\‘u“m‘ I u dh h“\‘ Pl
m/z--> 50 100 150 200 250 300 350 400
Abundance #186302: 1-[5-Methyl-1-(2,4,6-trimethoxyphenyl)imidazol
43.0 275.0
2100 2150
5000 m/z 217.00  35.38%
109.0
: “ \L\ I e \\“ ol Y Al ‘ - ‘H‘ | ‘? ‘\ .
m/z--> 50 100 150 200 250 300 350 400
Abundance #186734: dibenzo[b,g][1,5]naphthyridine-6,12-dione, 5,6a
290.0 2100 2150
m/z 189.00  24.24%
5000
390 890 159 2180
Iy L ! i L I
R I B e LA B I L S
m/z--> 50 100 150 200 250 300 350 400 2100 2150

SFAM-EPA-BN111522.M Sun Dec 04 01:21:24 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22782.D

Acq On : 21 Nov 2022 12:05
Operator : CG/JU

Sample : N5713-05

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 21 Behenic alcohol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
22.110 3.22 ng/ul 265711  Chrysene-d12 21.474
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 1-Octadecene 252 (C18H36 000112-88-9 91
5 1-Hexacosene 364 C26H52 018835-33-1 87
Abundance Scan 3251 (22.110 min): BN022782.D\data.ms (-3248) (- m/z 83.10 100.00%
3.1
o J/d
‘ 2200 2250
39.0 ‘ . )
‘1‘HL‘191024QO'3249430” m/z 55.10 99.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #232316: Behenic alcoho
83.0
5000 haa .
22.00 22.50
m/z 97.10 93.12%
29. ‘ ]{39.0
T \“\‘ l\““\ \lY \H‘ ‘Hl \“L\ I} ““\“\]\-9\6‘.9\ T ‘ \2\8\0'\0‘1 T ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #179253: n-Nonadecanol-1
83.0
—— —]
22.00 22.50
5000 m/z 57.10 87.57%
29. ]*39 0
DM e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215083: 1-Heneicosanol T A
55.0 22.00 22.50
m/z 69.10 85.18%
h | kMJ\/\J
TRV Z Y SO (. OV O [V S
m/z--> 50 100 150 200 250 300 350 400 22.00 22.50
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Data Path :
Data File :
: 21 Nov 2022 12:05
: CG/JU

: N5713-05

Acq On
Operator
Sample
Misc

ALS Vial

Quant Meth
Quant Titl

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\

BN©22782.D

: 4  Sample Multiplier: 1

od :

e

TIC Library

. SVOA CALIBRATION

: C:\Database\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 22 (DEL) Alkane: Straight-Chai... Concentration Rank 27

R.T EstConc Area Relative to ISTD R.T.
22.574 2.23 ng/ul 183908 Chrysene-di12 21.474
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 (C20H42 000112-95-8 87
2 Eicosane 282 (C20H42 000112-95-8 80
3 Heptacosane 380 C27H56 000593-49-7 55
4 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 55
5 Tetratetracontane 619 C44H90 007098-22-8 55

Abundance Scan 3330 (22.574 min): BN022782.D\data.ms (-3325) (- m/z 57.10 100.00%
57.1

B

5000
131 207.1 22.50
267.0320. .

A “* H i iy ZOTO320L 4150 4894300 6g.27%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #176384: Eicosane

57.0
5000 - :

22.50
m/z 71.10 64.62%

113.0
L1 J‘ | | 169.0 2250 282.0

\‘l Ly I
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #176386: Eicosane

57.0

g

22.50
5000 m/z 85.05 47.66%

I (13016902250 2820

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

?

Abundance #287976: Heptacosane T
57.0 22.50
m/z 59.05 46.54%
113.0
LT 180022502810 3800
e A e e e e e —
m/z--> 0 50 100 150 200 250 300 350 400 450 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22782.D

Acq On : 21 Nov 2022 12:05
Operator : CG/JU

Sample : N5713-05

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 23 unknown-04 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.021 4.59 ng/ul 278750  Perylene-d12 23.874
Hit# of 5 Tentative ID MW MolForm CAS# Qual
11,3,5-Triphenyl-1,5-pentanedione 328 C23H2002 006263-84-9 47
2 1,3,5-Triphenyl-1,5-pentanedione 328 C23H2002 006263-84-9 43
3 Carbazole, 1,4,8-trimethyl- 209 C15H15N 078787-83-4 38
4 Benzoxazole, 2-methyl-5-phenyl- 209 C14H11INO 061931-68-8 35
5 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 35
Abundance Scan 3406 (23.021 min): BN022782.D\data.ms (-3402) (- m/z 105.00 100.00%
105.0 209.1
5000
T [
51.0 2811 23.00
bl g ps2 | 28113270 430. .., 5p9.10  86.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #234902: 1,3,5-Triphenyl-1,5-pentanedione
209.0
105.0
5000 — ‘
23.00
m/z 77.05 73.98%
5L.00 1 4500 | 282.0328.0
\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350 400
Abundance #234900: 1,3,5-Triphenyl-1,5-pentanedione
105.0
209.0
T [
23.00
5000 m/z 210.05 14.21%
51.0
T ‘ I p'520 I 3280
e
m/z--> 50 100 150 200 250 300 350 400
Abundance #86431: Carbazole, 1,4,8-trimethyl- —— ‘
209.0 23.00
m/z 51.0e0 11.85%
510 19401520 |,
B L S
m/z--> 50 100 150 200 250 300 350 400 23.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_N\Data\BN112122\

Data File : BN@22782.D

Acq On : 21 Nov 2022 12:05
Operator : CG/JU

Sample : N5713-05

Misc

ALS vial : 4

Quant Method :
: SVOA CALIBRATION

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 24 (DEL) Alkane: Straight-Chai... Concentration Rank 12

R.T EstConc Area Relative to ISTD R.T.
23.121 4.20 ng/ul 254828  Perylene-di12 23.874
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 87
3 Tetracosane, 1l-iodo- 464 C24H491I 1000406-32-0 87
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 3423 (23.121 min): BN022782.D\data.ms (-3418) (- m/z 57.10 100.00%
57.1
2300 2350
169.1223.1 281.0 : :
“ ‘ ]”‘M g ST SALL 4149 4890 L0 71,10 69.14%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275537: Hexacosane
57.0
5000 P .
23.00 23.50
m/z 43.10 60.62%
113.0
LT 169.0 2250 2050 367.0
\\‘\1\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275555: Heneicosane, 11-(1-ethylpropyl)-
43.0
= .
23.00 23.50
5000 m/z 85.10 51.16%
‘ ‘ H | 11559 2250 295.0
A A e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #330025: Tetracosane, 1-iodo- = ™
57.0 23.00 23.50
m/z 55.10 23.00%
il H\‘ [ 19022502810%70 -
m/z--> 50 100 150 200 250 300 350 400 450 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22782.D

Acq On : 21 Nov 2022 12:05
Operator : CG/JU

Sample : N5713-05

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 25 n-Tetracosanol-1 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
23.192 4.67 ng/ul 283663 Perylene-d12 23.874
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 Heptacos-1-ene 378 C27H54 015306-27-1 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 Nonacos-1-ene 406 C29H58 018835-35-3 94
5 Behenic alcohol 326 C22H460 000661-19-8 94

Abundance Scan 3435 (23.192 min): BN022782.D\data.ms (-3430) (- m/z 57.10 100.00%
57.

1111 J\/L

I T
281 1 23.00 23.50
- \“m H‘M \‘ "“Mi‘h ‘u\.“?‘n“pz“%? “1‘ e I ‘3‘?5‘ ‘1‘ ‘1‘11‘5‘ ‘9‘ m/z 43.10 86.78%

m/z--> 0 100 150 200 250 300 350 400
Abundance #264236: n-Tetracosanol-1
57.0
111.0

5000 — S
23.00 23.50

m/z 83.10 86.39%

‘h i L L ”‘ “ “‘ ]‘."?7\ \()\ ‘2\2\2\0\‘ L 1\3(‘)\8 \O\ T ‘ L ‘ L
miz--> 50 100 150 200 250 300 350 400
Abundance #286432: Heptacos-1-ene
57.

T
23.00 23.50

5000

5000 11.0 m/z 55.05  82.81%
378.0
L0 2220
m/z--> 50 100 150 200 250 300 350 400
Abundance #215083: 1-Heneicosanol 7 —
55.0 23.00 23.50

m/z 97.05 81.70%

\h I 1 ‘ ‘\ ‘\ \h I 7 0 266 0

m/z--> 50 100 150 200 250 300 350 400 2300 2350
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22782.D

Acq On : 21 Nov 2022 12:05
Operator : CG/JU

Sample : N5713-05

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 26 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24.468 4.92 ng/ul 298704  Perylene-di12 23.874
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 93
3 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Octacosane 394 (C28H58 000630-02-4 91
Abundance Scan 3652 (24.468 min): BN022782.D\data.ms (-3646) (- m/z 57.10 100.00%
57.1
2450
169 1 .
A | ﬁ‘ [ 10912252 29613551 4151 489 .. 21 o 73.05%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275537: Hexacosane
57.0
5000 T
24.50
m/z 43.05 58.13%
113.0
‘ w‘\ u| h .“ J\‘ | ‘\1\699 225.0 295.0 367.0
\\\‘\11\‘f\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
—
24.50
5000 m/z 85.05 51.66%
3.0
‘\ | A J ﬂ‘ 1| 183.0 239.0 296.0
R I B e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo- e
57.0 24.50
m/z 55.05 21.98%
h J\\J\k\
N } H A | 10902250 29503510  449.0
A e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22782.D

Acq On : 21 Nov 2022 12:05
Operator : CG/JU

Sample : N5713-05

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 27 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
25.310 2.99 ng/ul 181722  Perylene-di12 23.874
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 92
2 Pentacosane 352 C25H52 000629-99-2 90
3 Docosane, 1l-iodo- 436 C22HA45I 1000406-31-9 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 90

Abundance Scan 3795 (25.310 min): BN022782.D\data.ms (-3790) (- m/z 57.10 100.00%
57.1

5000

s

13.1 207.1 25.00 25.50
267.0 3550
“ MHWH"LHwm‘_‘H_Mf‘?"l‘%f‘??‘ m/z 71.10  76.50%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194590: Heneicosane
57.0
5000 - =

25.00 25.50
m/z 43.10  56.50%
1!

! J‘ | 16902250 296.0

\\\\‘\\\\‘\\\\‘\1\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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

Abundance #262011: Pentacosane
57.0

:

25.00 25.50
5000 m/z 85.10  48.91%

| ‘ J‘ JJ nl ‘\16\9\02\2502810 352.0
ek L L R

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

Abundance #320326: Docosane, 1-iodo-
57.0 25.00 25.50

m/z 55.05  22.40%

%

5000

309.0
L 002050

m/z--> 0 50 100 150 200 250 300 350 400 450 25.00 25.50

!
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22782.D

Acqg On : 21 Nov 2022 12:05
Operator : CG/JU

Sample : N5713-05

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.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|
Benzenecarbothi... 8.810 2.3 ng/ul 50897 1 7.852 445933 20.0
Benzoic acid 9.969 7.0 ng/ul 249466 2 10.663 716927 20.0
2-Phenylpropenal 10.116 3.2 ng/ul 113284 2 10.663 716927 20.0
Ethanone, 2-hyd... 11.475 2.5 ng/ul 88281 2 10.663 716927 20.0
Benzeneethanol,... 13.687 2.8 ng/ul 136412 3 14.522 977633 20.0
unknown-01 16.992 3.1 ng/ul 180481 4 17.275 1156210 20.0
n-Hexadecanoic ... 18.175 8.3 ng/ul 482623 4 17.275 1156210 20.0
2-Propen-1-one,... 18.751 2.7 ng/ul 157895 4 17.275 1156210 20.0
.beta.-Phenylpr... 18.980 3.9 ng/ul 225520 4 17.275 1156210 20.0
Anthracene, 9-p... 19.028 3.2 ng/ul 182432 4 17.275 1156210 20.0
Dibenzoylmethane 19.239 20.4 ng/ul 1180590 4 17.275 1156210 20.0
unknown-02 19.304 5.3 ng/ul 303431 4 17.275 1156210 20.0
Octadecanoic acid 19.457 3.4 ng/ul 279162 5 21.474 1652840 20.0
1,2,4-Trimethox... 20.069 5.2 ng/ul 425681 5 21.474 1652840 20.0
Khellin 20.357 3.7 ng/ul 309198 5 21.474 1652840 20.0
1,3,4-Trimethox... 20.733 3.0 ng/ul 251749 5 21.474 1652840 20.0
10H-Phenoxaphos... 20.786 2.5 ng/ul 203346 5 21.474 1652840 20.0
8-Methoxy-2-N,2... 20.886 5.6 ng/ul 463200 5 21.474 1652840 20.0
(DEL) Alkane: C... 21.180 6.9 ng/ul 569529 5 21.474 1652840 20.0
unknown-03 21.333 6.6 ng/ul 541820 5 21.474 1652840 20.0
Behenic alcohol 22.110 3.2 ng/ul 265711 5 21.474 1652840 20.0
(DEL) Alkane: S... 22.574 2.2 ng/ul 183908 5 21.474 1652840 20.0
unknown-04 23.021 4.6 ng/ul 278750 6 23.874 1214650 20.0
(DEL) Alkane: S... 23.121 4.2 ng/ul 254828 6 23.874 1214650 20.0
n-Tetracosanol-1 23.192 4.7 ng/ul 283663 6 23.874 1214650 20.0
(DEL) Alkane: S... 24.468 4.9 ng/ul 298704 6 23.874 1214650 20.0
(DEL) Alkane: S... 25.310 3.0 ng/ul 181722 6 23.874 1214650 20.0
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