LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81524\
Data File : BN@33404.D

Acqg On : 15 Aug 2024 17:35
Operator : MA/JU

Sample : P3481-19

Misc :

ALS Vvial : 13  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-BN©81424.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@33404.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.163 26 30 40 rvB 123370 155827 2.17% 0.149%
2 3.416 68 73 85 rBv 429084 578891 8.06% 0.554%
3 3.552 91 96 110 rBV 1023132 1430953 19.93% 1.370%
4 3.869 145 150 156 rVB 30866 42293 0.59% 0.040%
5 4.510 256 259 268 rVB6 10647 20008 0.28% 0.019%
6 4.975 332 338 343 rBV3 13672 23193 0.32% 0.022%
7 5.699 455 461 467 rBV 57327 83279 1.16% ©.080%
8 6.516 596 600 605 rBV3 17994 26109 0.36% 0.025%
9 6.581 605 611 619 rvB2 19054 34005 0.47% 0.033%
106 6.751 632 640 654 rVB 1822309 2821850 39.30% 2.701%
11 6.875 656 661 662 rBv2 17189 23651 ©0.33% 0.023%
12 6.916 662 668 676 rVB 1529748 2258924 31.46% 2.162%
13 7.104 692 700 709 rBV 1836895 2863525 39.88% 2.741%
14 7.181 709 713 724 rVB 191804 284388 3.96% 0.272%
15 7.569 771 779 787 rVV 2106543 3205990 44.65% 3.069%
16 7.646 787 792 798 rVB 44628 63051 ©0.88% 0.060%
17 7.869 827 830 836 rVV5 8265 14924 0.21% 0.014%
18 7.934 838 841 846 rVB4 8910 14184 0.20% 0.014%
19 8.275 891 899 907 rBV 2046658 3254838 45.33% 3.115%
20 8.710 959 973 984 rBV 1588485 2541241 35.39% 2.432%
21 8.840 991 995 999 rBvV4 9024 13884 0.19% 0.013%
22 8.893 1000 1004 1008 rVB5 9052 13349 0.19% 0.013%
23 9.057 1025 1032 1036 rBV2 18184 29233  0.41% 0.028%
24  9.193 1050 1055 1060 rVB2 21145 35432 0.49% 0.034%
25 9.287 1064 1071 1078 rBV 171791 257110 3.58% 0.246%
26 9.422 1086 1094 1104 rBV 1172093 1888982 26.31% 1.808%
27 9.669 1132 1136 1141 rVB5 9244 14388 0.20% 0.014%
28 9.745 1144 1149 1155 rBv4 17608 34690 0.48% 0.033%
29 9.898 1170 1175 1178 rVWV 13804 22441 0.31% 0.021%
30 9.957 1178 1185 1197 rVB 1944686 3110700 43.32% 2.977%
31 10.140 1209 1216 1222 rVB8 10434 18009 0.25% 017%

32 10.334 1240 1249 1257 rBV 2525134 4163030 57.98%
33 10.469 1264 1272 1286 rBV 800310 1313867 18.30%
34 10.892 1339 1344 1350 rVB 70782 102354  1.43%
35 11.081 1367 1376 1382 rBV 375412 617085 8.59%
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36 11.134 1382 1385 1392 rVB8 11910 19835 0.28% 0.019%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81524\
Data File : BN@33404.D

Acqg On : 15 Aug 2024 17:35
Operator : MA/JU

Sample : P3481-19

Misc :

ALS Vvial : 13  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-BN©81424.MA.M
Title : SVOA CALIBRATION
37 11.251 1397 1405 1409 rBV9 7570 17710 0.25% 0.017%
38 11.928 1516 1520 1526 rVB2 40293 63853 0.89% 0.061%
39 12.822 1669 1672 1676 rBv4 9524 13837 0.19% 0.013%
40 13.063 1705 1713 1718 rBV3 17387 26452 0.37% 0.025%
41 13.539 1785 1794 1799 rBV6 25717 59219 0.82% 0.057%
42 13.628 1803 1809 1815 rVV 2748969 3751516 52.25% 3.591%
43 13.681 1815 1818 1821 rVV5 14069 19351 0.27% 0.019%
44 13.763 1829 1832 1836 rVVv4 9832 13033 0.18% 0.012%
45 13.898 1847 1855 1865 rBV 3108964 4858467 67.67% 4.650%
46 14.069 1879 1884 1891 rVBS 9853 20006 0.28% 0.019%
47 14.210 1901 1908 1916 rVV 3149149 4676773 65.14% 4.476%
48 14.269 1916 1918 1926 rVB6 15591 24809 0.35% 0.024%
49 14.410 1932 1942 1945 rBV 1151577 1670004 23.26% 1.598%
50 14.445 1945 1948 1949 rVV 514873 655342 9.13% 0.627%
51 14.463 1949 1951 1962 rVB 607862 682427 9.50% 0.653%
52 14.733 1993 1997 2003 rBv4 9313 16008 0.22% 0.015%
53 15.045 2046 2050 2054 rBV4 17327 25464 0.35% 0.024%
54 15.110 2057 2061 2064 rBV 10409 13161 0.18% 0.013%
55 15.204 2071 2077 2084 rBV 3851056 5491738 76.49% 5.256%
56 15.257 2084 2086 2090 rVB3 13362 18487 0.26% 0.018%
57 15.322 2091 2097 2111 rVV 805961 1121170 15.62% 1.073%
58 15.445 2115 2118 2123 rVV2 22027 29603 0.41% 0.028%
59 15.786 2171 2176 2184 rVB5 28676 45100 0.63% 0.043%
60 15.975 2203 2208 2210 rBV3 16651 24043 0.33% 0.023%
61 15.998 2210 2212 2220 rVB7 15394 25176 ©.35% 0.024%
62 16.392 2275 2279 2284 rVB5 18361 25840 0.36% 0.025%
63 16.551 2301 2306 2309 rBV7 11512 16947 ©.24% 0.016%
64 16.627 2314 2319 2327 rVB 97663 140362 1.95% 0.134%
65 16.710 2329 2333 2336 rBV5 10660 17616 0.25% 0.017%
66 16.745 2336 2339 2341 rBV2 14689 16290 0.23% 0.016%
67 16.957 2367 2375 2380 rBV 3512639 4822083 67.16% 4.615%
68 16.992 2380 2381 2385 rVV 36894 42627 0.59% 0.041%
69 17.057 2385 2392 2402 rVB 3699510 5329342 74.23% 5.101%
70 17.163 2406 2410 2414 rVB6 27029 38901 0.54% 0.037%
71 17.345 2432 2441 2466 rBV 1892036 3970606 55.30%  3.800%
72 17.586 2478 2482 2488 rVB2 57733 83067 1.16% 0.080%
73 17.674 2494 2497 2502 rVB2 49281 64142 0.89% 0.061%
74 17.757 2508 2511 2519 rVB6 27803 46911 0.65% 0.045%
75 17.892 2528 2534 2542 rBV 443063 661944  9.22% 0.634%
76 18.180 2579 2583 2590 rVB4 43429 77807 1.08% 0.074%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81524\
Data File : BN@33404.D

Acqg On : 15 Aug 2024 17:35
Operator : MA/JU

Sample : P3481-19

Misc :

ALS Vvial : 13  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-BN©81424.MA.M
Title : SVOA CALIBRATION
77 18.333 2606 2609 2615 rVB7 16657 23737 ©0.33% 0.023%
78 18.763 2677 2682 2688 rBV6 35053 66597 0.93% 0.064%
79 18.857 2694 2698 2702 rVB5 53789 69690 0.97% 0.067%
80 18.921 2705 2709 2715 rVB2 56857 77617 1.08% 0.074%
81 18.992 2716 2721 2724 rBV 70779 113384 1.58% 0.109%
82 19.021 2724 2726 2729 rVB 47587 49909 0.70% 0.048%
83 19.180 2749 2753 2758 rBv2 141231 192417 2.68% 0.184%
84 19.357 2777 2783 2789 rBV 4573565 6207145 86.45% 5.941%
85 19.421 2789 2794 2815 rVB 1697428 2780161 38.72% 2.661%
86 19.921 2876 2879 2882 rBv4 22037 27578 0.38% 0.026%
87 20.280 2937 2940 2944 rVB2 70499 81881 1.14% ©.078%
88 20.504 2973 2978 2983 rVB 603941 727708 10.14% 0.697%
89 20.674 3003 3007 3013 rBV6 116502 168268 2.34% 0.161%
90 20.792 3022 3027 3032 rBV2 1178207 1749535 24.37% 1.675%
91 20.851 3032 3037 3041 rVB4 238104 404658 5.64% 0.387%
92 20.921 3045 3049 3062 rVvV2 633053 1189597 16.57% 1.139%
93 21.045 3066 3070 3077 rVB3 327958 524409 7.30% 0.502%
94 21.192 3087 3095 3104 rVB 3628934 5775001 80.43% 5.527%
95 21.986 3226 3230 3237 rVB3 199734 344397 4.80% 0.330%
96 22.762 3359 3362 3367 rVB 109522 145846  2.03%  0.140%
97 23.309 3450 3455 3460 rBV 207392 420627 5.86% 0.403%
98 23.833 3534 3544 3562 rVB 2928282 7179924 100.00% 6.872%
99 24.021 3567 3576 3587 rVB 2446973 5782019 80.53% 5.534%
106 25.127 3761 3764 3772 rVB2 121029 264447 3.68% 0.253%

Sum of corrected areas: 104479299
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81524\
Data File : BN@33404.D

Acqg On : 15 Aug 2024 17:35
Operator : MA/JU

Sample : P3481-19

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©81424.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BN033404.D\data.ms
4000000
3000000
10.334
7.569 8.275

2000000 6.7517.104 9.957
91 8.710
3.552 9422
1000000 10.469
3.4 - 11.081
) 3163| | 3869 4510 4975  5.699 B140 | 108%1me1 11928 1238

Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BN033404.D\data.ms
19.857
4000000 15.204 17,057 21.192
16.957
13.844.210

3000000 13.628
2000000 17.345 19,421

14.410
1000000 16.322

M 17 ez e

13.0631313%B48.0626914.7 zzﬁmmm@ﬁ%@% 1133?4@3931

Time--> 13.00 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
Abundance TIC: BN033404.D\data.ms

4000000

23.833

3000000 24.021

2000000

1000000
23.309 25.127

0\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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_N\Data\BN@81524\
Data File : BN@33404.D

Acqg On : 15 Aug 2024 17:35
Operator : MA/JU

Sample : P3481-19

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©81424.MA.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 Propylene Glycol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.416 3.61 ng/ul 578891 1,4-Dichlorobenzene-d4 7.569

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 90
2 Isopropyl Alcohol 60 C3H80 000067-63-0 56
3 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 43
4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9
Abundance  Scan 73 (3.416 min): BN033404.D\data.ms (-68) (-) m/z 44.95 100.00%
45.0
5000 /\\
R REREEEEEE
3.20 3.40 3.60 3.80
Ol 780 117.0 1469 1758 2080  n/; 42.95 18.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1083: Propylene Glycol
45.0
5000 R
3.20 3.40 3.60 3.80
m/z 61.00 6.45%
O \\1\9“.9\“\\““1‘\\\“\\\\.’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #342: Isopropyl Alcoho
45.0
R RAREREE
3.20 3.40 3.60 3.80
5000 m/z 44.00 5.71%
19.
(o} e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1093: (S)-(+)-1,2-Propanediol R Rma R
45.0 3.20 3.40 3.60 3.80
m/z 42.00 3.30%
5000
0 “1‘9"9“‘”“lm‘um',uwmwmwm_m_m_m e T
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81524\
Data File : BN@33404.D

Acqg On : 15 Aug 2024 17:35
Operator : MA/JU

Sample : P3481-19

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©81424.MA.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 1-Phenoxypropan-2-ol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.081 2.96 ng/ul 617085 Naphthalene-d8 10.334
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 95
3 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 94
4 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 94
5 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 87
Abundance Scan 1376 (11.081 min): BN033404.D\data.ms (-1367) (- | m/z 94.00 100.00%
94.0
5000 K
\
45\ 9 h 119.0 o 11,00
Ob ot b BTOL D0 L2070 yn 77,08 26.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
5000 T
11 OO
152.0 m/z 152.05 16.34%
45 o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30123: 1-Phenoxypropan-2-ol
94.0
\
11 00
5000 m/z 78.00 15.78%
39.0 o0 152.0
so WL | e |
O‘HMWH‘MWJH“H“ ‘W‘MH“H“H‘W“H“H‘_“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30124: 1-Phenoxypropan-2-ol
94.0 11 OO
m/z 108.00  13.73%
5000
66.0 152.0
150 20 0 | moo P L
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00

SFAM-EPA-BN@O81424.MA.M Fri Aug 16 ©9:40:45 2024 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81524\
Data File : BN@33404.D

Acqg On : 15 Aug 2024 17:35
Operator : MA/JU

Sample : P3481-19

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©81424.MA.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 3 unknown-01 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.463 2.92 ng/ul 682427  Acenaphthene-di10 14.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Nonyl acetate 186 C11H2202 1010429-16-2 25
2 2,2-Dimethylpropanoic acid, unde... 254 C16H3002 1000299-33-7 14
3 Pentadecane, 1-bromo- 290 C15H31Br 000629-72-1 12
4 Nonane, 1-bromo- 206 C9H19Br 000693-58-3 12
5 Carbonic acid, prop-1-en-2-yl un... 256 C15H2803 1000382-90-6 10
Abundance Scan 1951 (14.463 min): BN033404.D\data.ms (-1949) (- | m/z 43.00 100.00%
43.0
5000 101.1  137.1 ﬂ
70.1
14 50
197.2
Obrrrprrerdlhet ‘wl‘,um_}FR?WHWMM 57.10  55.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60688: 3-Nonyl acetate
43.0
5000
14.50
101 m/z 101.10  48.97%
70.0 12
O%\5\?\‘\‘\\“‘M\\\h”‘\\“\\‘\\\\“‘\\\\’\?\o\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #140899: 2,2-Dimethylpropanoic acid, undec-2-enyl este
57.0
14 50
5000 m/z 137.05 48.60%
85.0
oL B0 | ||| 12401520 197 295
‘H‘H“_“W‘H“H‘w“H,‘H‘_“W‘H“H“_‘H“H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #186380: Pentadecane, 1-bromo-
43.0 14 50
m/z 97.10 37.44%
5000 71.0 135.0
97.0
0 15.0 H ‘ ‘\ T “163 0
AR Pt e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81524\
Data File : BN@33404.D

Acqg On : 15 Aug 2024 17:35
Operator : MA/JU

Sample : P3481-19

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©81424.MA.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 Phenol, 4-(1-methyl-1-pheny... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.345 16.47 ng/ul 3970610  Phenanthrene-d10 16.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1-methyl-1-phenylethyl)- 212 C15H160 000599-64-4 98
2 Phenol, 4-(1-methyl-1-phenylethyl)- 212 C15H160 000599-64-4 97
3 Phenol, 4-(1-methyl-1-phenylethyl)- 212 C15H160 000599-64-4 91
4 2,3-Dimethyl-4-biphenylamine 197 C14H15N 022750-87-4 70
5 Dimethyl diphenylsilane 212 Cl14H16Si 000778-24-5 68
Abundance Scan 2441 (17.345 min): BN033404.D\data.ms (-2432) (- m/z 197.10 100.00%
197.1
5000 JL
103.0 17‘0(5 EI.7‘5($
65.0, 1350 . .
S | ‘ A %éﬁl‘k” ‘ “ “‘2‘25-1‘, ~282.1  n/z 212.10  18.06%
miz--> 50 100 150 200 250
Abundance #90160: Phenol, 4-(1-methyl-1-phenylethyl)-
197.0
5000 — —r=
17.00 17.50
103.0 m/z 103.00 17.21%
0 659 | ‘ ‘1350 650 | ‘
O \ ‘\‘ “ \“\ H\‘ ‘\‘ ‘\ ‘\ T “ \“\ “\H T ‘ \‘ T T T ’ T T T T
miz--> 50 100 150 200 250
Abundance #90163: Phenol, 4-(1-methyl-1-phenylethyl)-
197.0
— P
17.00 17.50
5000 m/z 91.00 15.69%
103.0
65.0 ‘ ‘ 135.0165.0 ‘
0 ‘%?Ou\ L ¢‘H \\‘ ”w‘m‘w‘ M‘\‘ ——
m/iz--> 50 100 150 200 250
Abundance #90162: Phenol, 4-(1-methyl-1-phenylethyl)- Ak —
197.0 17.00 17.50
m/z 198.10 15.07%
5000
103.0
510 “ 135.01650 ‘
m/z--> 50 100 150 200 250 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81524\
Data File : BN@33404.D

Acqg On : 15 Aug 2024 17:35
Operator : MA/JU

Sample : P3481-19

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©81424.MA.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 5 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.892 2.75 ng/ul 661944  Phenanthrene-di10 16.957
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 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Tridecanoic acid 214 C13H2602 000638-53-9 91
Abundance Scan 2534 (17.892 min): BN033404.D\data.ms (-2528) (- | m/z 73.00 100.00%
43.0 73.0
5000 129.0
213.2 — —_
| H‘ ‘ 1711 256.1 17.50 18.00
oL : W‘Hu \H‘ H‘H\ Rl ‘L‘ - ‘L‘m‘ - ‘L‘ : m/z 60.00 92.09%
miz-> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T IR
17.50 18.00
97.0 1710 213.0 256.0 m/z 43.05 90.18%
oL— i““ H\‘\ \\hH\ ‘H‘\ il ‘ ‘ ‘ . \‘ “‘r\‘ . “\‘ N
miz--> 50 150 200 250
Abundance #143508.n—Hexadecanok:add
e
430 73.0 256.0
= —
17.50 18.00
5000 m/z 57.05 75.84%
129.0
213.0
171.0 ‘
o B R A
miz--> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid . —
43.0 73.0 17.50 18.00
m/z 55.00 73.15%
5000 256.0
129.0
0L— “‘ W‘M‘u J\M‘ \\MH \H‘\ ! ‘m ‘ | ‘\‘u P ‘ \‘ . = —
m/z--> 50 100 150 200 250 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81524\
Data File : BN@33404.D

Acqg On : 15 Aug 2024 17:35
Operator : MA/JU

Sample : P3481-19

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©81424.MA.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 6 Phenol, 4,4'-(1-methylethyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.421 9.63 ng/ul 2780160  Chrysene-d12 21.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 98
2 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 98
3 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 91
4 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 91
5 4,4'-(1,3-Dimethylbutylidene)bis... 270 C18H2202 006807-17-6 80
Abundance Scan 2794 (19.421 min): BN033404.D\data.ms (-2789) (- | m/z 213.10 100.00%
218.1
5000 JJ&\
119.1
65.0 ‘ 165.1 ‘ 19. 50
Obrrbprbeibit g o2, |1 2650 3560 441 ;919,05  20.31%
miz--> 50 100 150 200 250 300 350 400
Abundance #109422: Phenol, 4,4'-(1-methylethylidene)bis-
218.0
5000
1950
119.0 m/z 228.10 17.40%
650 | 1650 ‘
O \\\\‘\‘\‘\\“‘\‘}\‘\“\H\\\‘\\‘\\’\\\\‘\\\\’\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #109421: Phenol, 4,4'-(1-methylethylidene)bis-
218.0
1950
5000 m/z 214.10 16.13%
119.0
0 65\(\) Il | 16'\50
TR B I R E T R
m/z--> 50 100 150 200 250 300 350 400
Abundance #109420: Phenol, 4,4'-(1-methylethylidene)bis-
2138.0 1950
m/z 91.00 11.90%
5000
119.0
0b80, 201880 L 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_N\Data\BN@81524\
Data File : BN@33404.D

Acqg On : 15 Aug 2024 17:35
Operator : MA/JU

Sample : P3481-19

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©81424.MA.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 unknown-02 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.504 2.52 ng/ul 727708  Chrysene-di12 21.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Azulene, 1,2,3,5,6,7,8,8a-octahy... 204 C15H24 003691-11-0 25
2 Silane, methylvinyl(heptyloxy)pr... 244 C13H2802Si 1000416-86-2 22
3 Celestolide 244 C17H240 013171-00-1 22
4 Silane, diethyl(cis-4-methylcycl... 258 C14H3002Si 1000363-54-8 22
5 1-Piperazinepropanenitrile, .bet... 229 C13H15N30 014761-40-1 22
Abundance Scan 2978 (20.504 min): BN033404.D\data.ms (-2973) (- | m/z 229.15 100.00%
229.2
107.1
5000
55.0 175. 326.3 A Y,
\ i w
0 H‘uuuwwwp b Ll 28 | 429107 05 57.74%
miz--> 50 100 150 200 250 300 350 400
Abundance #80494: Azulene, 1,2,3,5,6,7,8,8a-octahydro-1,4-dimethy
107.0
5000 e :
41.0 189.0 20.50
\ m/z 91.00  44.49%
0 \“\ ‘N " U \““‘ f \L\‘\ 1 ‘\\ L I B
m/z--> 50 100 150 200 250 300 350 400
Abundance #128074: Silane, methylvinyl(heptyloxy)propoxy-
229.0
T
20.50
5000 m/z 93.05 41.93%
77.0 131.0
i L T 0 O A
m/z--> 50 100 150 200 250 300 350 400
Abundance #128595: Celestolide = i
229.0 20.50
m/z 95.05 40.79%
5000
43.0 173.0
0 128.0 |
L o A e e e o =
m/z--> 50 100 150 200 250 300 350 400 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81524\
Data File : BN@33404.D

Acqg On : 15 Aug 2024 17:35
Operator : MA/JU

Sample : P3481-19

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©81424.MA.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 unknown-03 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.792 6.06 ng/ul 1749540  Chrysene-d12 21.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenemethanol, 3,5-dimethyl- 136 C9H120 027129-87-9 30
2 3,4-Dimethylbenzyl alcohol 136 CS9H120 006966-10-5 22
3 11,11-Dimethyl-4,8-dimethylenebi... 220 C15H240 079580-01-1 22
4 o-Toluic acid, 2-tridecyl ester 318 C21H3402 1000299-79-0 14
5 Phenol, 3-(ethylamino)-4-methyl- 151 C9H13NO 000120-37-6 14
Abundance Scan 3027 (20.792 min): BN033404.D\data.ms (-3022) (- | m/z 136.00 100.00%
136.0
5000 81.0 jk
410 205.2 295.1 S LR
20.50 21.00
ol hWLpM“M‘QQ§¥‘ kw395 Tmsz 107.05  51.35%
m/z--> 50 100 150 200 250 300 350
Abundance #18942: Benzenemethanol, 3,5-dimethyl-
136.0
91.0
5000 — as
20.50 21.00
m/z 81.00 47.06%
39.0
O' !“\‘\\\\‘\\\\‘\\\\’\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #18893: 3,4-Dimethylbenzyl alcoho
136.0
= —
93.0 20.50 21.00
5000 ITI/Z 95.05 46.61%
39.0 ‘ ‘
m/z--> 50 100 150 200 250 300 350
Abundance #99278: 11,11-Dimethyl-4,8-dimethylenebicyclo[7.2.0]un e —F—
136.0 20.50 21.00
m/z 123.10  45.29%
5000 69.0
29. H L] 187.0
o! — i L
m/z--> 50 100 150 200 250 300 350 20.50 21.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81524\
BN©33404.D

: 15 Aug 2024 17:35
: MA/JU
: P3481-19

. 13

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©81424 .MA.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 9 (DEL) Alkane: Cyclic20.921 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
26,921  4.12 ng/ul 1189668 Chrysene-di2 21.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cyclopentadecane 210 C15H30 000295-48-7 97
2 Pentacos-1-ene 350 C25H50 016980-85-1 94

444 C21H39C1303
354 C24H500

1000314-56-3 94
000506-51-4 94

3 Carbonic acid, octadecyl 2,2,2-t...
4 n-Tetracosanol-1

5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
Abundance Scan 3049 (20.921 min): BN033404.D\data.ms (-3045) (- ' m/z 57.05 100.00%
- /mWwARJ\Nﬂf\JWAJ
e
163.1207.0 :
ol ‘ ‘ M‘ J “L S 1 28108308 4290 ;55 05 96.36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #87654: Cyclopentadecane
55.0
5000 T
11.0 21.00
m/z 43.05 92.42%
‘ ‘ ‘ 210.0
0\“\ “\‘1\\‘ “h‘\\\‘\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #259982: Pentacos-1-ene
55.0
——
21.00
5000 111.0 ITI/Z 83.05 85.28%
350.0
ol LLLLLLL L o70 os0 200
m/z--> 50 100 150 200 250 300 350 400
Abundance #323545: Carbonic acid, octadecyl 2,2,2-trichloroethyl es —
83.0 21.00
m/z 69.05 79.66%
5000
“ #1 01950 2520
0 \‘\‘\“‘ ol - \H ‘HHH\ ‘“\‘ Iy ‘H\‘ . “‘ . “‘ R B e ——
m/z--> 50 100 150 200 250 300 350 400 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81524\
Data File : BN@33404.D

Acqg On : 15 Aug 2024 17:35
Operator : MA/JU

Sample : P3481-19

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@81424.MA.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|
Propylene Glycol 3.416 3.6 ng/ul 578891 1 7.569 3205990 20.0
1-Phenoxypropan... 11.081 3.0 ng/ul 617085 2 10.334 4163030 20.0
unknown-01 14.463 2.9 ng/ul 682427 3 14.210 4676770 20.0
Phenol, 4-(1-me... 17.345 16.5 ng/ul 3970610 4 16.957 4822080 20.0
n-Hexadecanoic ... 17.892 2.8 ng/ul 661944 4 16.957 4822080 20.0
Phenol, 4,4'-(1... 19.421 9.6 ng/ul 2780160 5 21.192 5775000 20.0
unknown-02 20.504 2.5 ng/ul 727708 5 21.192 5775000 20.0
unknown-03 20.792 6.1 ng/ul 1749540 5 21.192 57756000 20.0
(DEL) Alkane: C... 20.921 4.1 ng/ul 1189600 5 21.192 5775000 20.0
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