LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@53024\
Data File : BN@31727.D

Acqg On : 30 May 2024 22:15
Operator : MA/JU

Sample : P2549-12

Misc :

ALS vial : 9 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©52924.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@31727.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.193 31 35 43 rVB2 109702 191237 0.76% 0.101%
2 3.593 100 103 117 rBV 1071016 1672199 6.68% 0.882%
3 3.765 117 122 130 rVV 187150 269230 1.08% 0.142%
4 4,370 228 235 241 rVB3 18461 48539 0.19% 0.026%
5 4.464 246 251 256 rVB2 36724 52242 0.21% 0.028%
6 4.705 287 292 302 rVB2 45742 82897 0.33% 0.044%
7 4.817 305 311 320 rVB 52405 85072 0.34% 0.045%
8 4.911 323 327 337 rBV 37367 60838 0.24% 0.032%
9 5.175 364 372 380 rVB 31750 56804 0.23% 0.030%
106 5.958 499 505 514 rVB3 33659 58457 0.23% 0.031%
11 6.840 646 655 674 rVB2 5532246 10560305 42.17% 5.572%
12 7.022 678 686 698 rVB 1361604 2166734 8.65% 1.143%
13 7.216 709 719 726 rBV 1701943 2680350 10.70% 1.414%
14 7.287 726 731 745 rVB3 106199 246122 ©.98% 0.130%
15 7.687 791 799 807 rBV 1608091 2597846 10.37% 1.371%
16 7.922 831 839 850 rBV 766785 1268103 5.06% 0.669%
17 8.387 911 918 925 rVV 1667065 2669545 10.66% 1.409%
18 8.840 987 995 1003 rVV 1703371 2904377 11.60%  1.532%
19 9.246 1057 1064 1071 rVB3 23339 53662 0.21% 0.028%
20 9.558 1109 1117 1124 rBV 1312439 2181313 8.71% 1.151%

21  9.946 1139 1183 1187 rBV 3397861 25040787 100.00% 13.
22 10.087 1200 1207 1218 rVB 2094017 3569656 14.26%
23 10.469 1264 1272 1279 rBV 2420666 4081332 16.30%

OO NRL W
=
Ul
w
B

24 10.610 1288 1296 1308 rBV 866780 1623669 6.48% 857%
25 11.063 1369 1373 1382 rBV 46892 85952  0.34% 045%
26 11.299 1407 1413 1420 rVW4 21546 51445 0.21% 027%

27 12.057 1532 1542 1551 rVB2 79106 152485 0.61%
28 12.199 1551 1566 1586 rBV 9490250 18215986 72.75%

OO LVWOeOOo
(o))
[y
[y
R

29 12.757 1656 1661 1666 rVB 73880 107543 0.43% 057%
30 13.063 1707 1713 1714 rBVv4 31939 50441 0.20% 027%
31 13.087 1714 1717 1723 rVWV3 54923 95484 ©.38% 0.050%
32 13.151 1724 1728 1733 rVW3 29591 52062 0.21% 0.027%
33 13.228 1733 1741 1749 rVV 1359065 2174534  8.68% 1.147%
34 13.746 1823 1829 1838 rVB 3820729 5408458 21.60%  2.854%
35 13.904 1843 1856 1863 rVB2 21279 67423 0.27% ©.036%

36 14.022 1865 1876 1887 rBV 4290525 6862908 27.41% 3.621%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@53024\
Data File : BN@31727.D

Acqg On : 30 May 2024 22:15
Operator : MA/JU

Sample : P2549-12

Misc :

ALS vial : 9 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©52924.MA.M
Title : SVOA CALIBRATION
37 14.169 1895 1901 1906 rBV7 42341 88160 ©0.35% 0.047%
38 14.228 1906 1911 1915 rvB4 28079 51814 0.21% 0.027%
39 14.328 1920 1928 1935 rVV 3954574 5696261 22.75% 3.006%
40 14.398 1935 1940 1947 rVB3 106853 191994 0.77% 0.101%
41 14.528 1956 1962 1966 rBV 1981301 2875996 11.49% 1.517%
42 14.575 1966 1970 1978 rVV 1462603 2527493 10.09% 1.334%
43 14.646 1978 1982 1986 rVV 260915 399275 1.59% 0.211%
44 14.687 1986 1989 1993 rVV 160724 215659 0.86% 0.114%
45 14.751 1994 2000 2006 rVB6 87967 153873 0.61% 0.081%
46 15.322 2090 2097 2103 rBV 5744196 8210584 32.79% 4.332%
47 15.387 2103 2108 2111 rVV3 59403 91357 0.36% ©0.048%
48 15.445 2111 2118 2125 rVV 1608112 2255235 9.01% 1.190%
49 15.663 2150 2155 2158 rBv4 46208 86513 0.35% 0.046%
50 15.704 2158 2162 2171 rVV 530435 728088 2.91% 0.384%
51 15.810 2171 2180 2188 rVB9 40395 125877 ©.50% 0.066%
52 16.051 2215 2221 2227 rBV 277671 421000 1.68% 0.222%
53 16.340 2266 2270 2274 rBV2 24849 47305 0.19% 0.025%
54 16.492 2291 2296 2300 rBV6 34686 59230 0.24% 0.031%
55 16.616 2314 2317 2321 rVB3 34932 46169 0.18% 0.024%
56 16.728 2330 2336 2344 rVB 235355 367912 1.47%  0.194%
57 16.804 2345 2349 2352 rWW 59539 86373 0.34% 0.046%
58 16.840 2352 2355 2360 rVW4 50655 92164 0.37% 0.049%
59 16.892 2361 2364 2371 rVB 49967 77644 0.31% 0.041%
60 16.992 2377 2381 2387 rBV7 44667 90701 0.36% 0.048%
61 17.075 2388 2395 2399 rVV 4673478 6742743 26.93% 3.558%
62 17.116 2399 2402 2406 rVV 813058 1077797 4.30% 0.569%
63 17.169 2406 2411 2422 rVB2 5581628 8580950 34.27% 4.528%
64 17.263 2423 2427 2432 rBV4 43970 75034 0.30% 0.040%
65 17.363 2439 2444 2451 rVB 212659 307529 1.23% 0.162%
66 17.457 2455 2460 2461 rBV3 76403 113427 ©.45% 0.060%
67 17.592 2478 2483 2486 rBV3 28194 64839 0.26% 0.034%
68 17.651 2490 2493 2500 rVB3 77625 106029 0.42% 0.056%
69 17.722 2500 2505 2508 rBV 304861 417579 1.67% 0.220%
70 17.751 2508 2510 2514 rVB 162906 188594 ©.75% 0.100%
71 17.863 2526 2529 2533 rVB3 34270 48431 0.19% 0.026%
72 17.945 2539 2543 2544 rBV 177882 198143 0.79% 0.105%
73 17.981 2544 2549 2563 rVB2 4079041 6262289 25.01% 3.304%
74 18.139 2571 2576 2580 rBV2 233220 414933 1.66% 0.219%
75 18.181 2580 2583 2589 rVB 154146 215699 0.86% 0.114%

76 18.451 2625 2629 2632 rBV 157965 211221 0.84% 0.111%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@53024\
Data File : BN@31727.D

Acqg On : 30 May 2024 22:15
Operator : MA/JU

Sample : P2549-12

Misc :

ALS vial : 9 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©52924.MA.M
Title : SVOA CALIBRATION
77 18.492 2632 2636 2642 rVB3 157646 220203 0.88% 0.116%
78 18.751 2676 2680 2683 rBV 93047 124449 0.50% 0.066%
79 18.869 2696 2700 2704 rBV 202839 305729 1.22% 0.161%
80 18.934 2704 2711 2714 rVV4 430163 624794 2.50% 0.330%
81 19.010 2720 2724 2725 rBV 156561 178002 ©0.71% 0.094%
82 19.069 2731 2734 2736 rBV 62063 59912 0.24% 0.032%
83 19.134 2740 2745 2750 rVB 2178942 2965395 11.84% 1.565%
84 19.269 2763 2768 2777 rBV2 1471247 2337406 9.33%  1.233%
85 19.469 2796 2802 2806 rBV2 7221589 10816525 43.20% 5.707%
86 19.575 2817 2820 2824 rVB4 106452 149299 0.60% 0.079%
87 19.822 2858 2862 2869 rBvV4 155662 367718 1.47%  0.194%
88 19.992 2888 2891 2895 rVB 286628 334180 1.33% 0.176%
89 20.098 2906 2909 2912 rVB 144155 161811 0.65% 0.085%
90 20.151 2914 2918 2923 rVB2 218946 342821 1.37% 0.181%
91 20.292 2940 2942 2946 rVB 115099 108287 ©0.43% 0.057%
92 20.410 2959 2962 2965 rVvB2 165885 189056 0.75% 0.100%
93 20.745 3016 3019 3026 rVB 203185 289511 1.16% ©.153%
94 20.998 3058 3062 3068 rBV2 1252588 1714177 6.85% 0.904%
95 21.222 3097 3100 3106 rVB 389631 472057 1.89%  0.249%
96 21.304 3107 3114 3119 rVV3 3947118 7147389 28.54% 3.771%
97 21.351 3119 3122 3133 rVB 958961 1421489 5.68% 0.750%
98 23.322 3452 3457 3464 rBV2 485291 1259298 5.03% 0.664%
99 24.051 3574 3581 3588 rBV2 2348150 5258041 21.00% 2.774%
100 24.251 3607 3615 3639 rVB 1808467 5120233 20.45% 2.702%

Sum of corrected areas: 189525733
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©53024\

BN©31727.D
: 30 May 2024 22:15
: MA/JU
: P2549-12
: 9 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924 .MA.M
: SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BN031727.D\data.ms
12.199
8000000
6000000 6.840
4000000 9.946
2000000 7.216 8840 08%0469
8.387
o> 7.687 9558
3.593 7922
ol3193 %05 4BIGAEDTELLTS 5.958 )\7.287 _f\ 9246 fL 11. aaszgg 12. Oﬁh 12.75
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\ \\\\‘\ T \\\‘\\\\‘\\\
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 1000 1050 1100 1150 12.00 12.50
Abundance TIC: BN031727.D\data.ms
8000000 19.469
6000000 15.322 17.169
17.075 21.304
4000000
2000000 15.445
15.7
o Y 31 1
N I BEEREsE= R B e e T T T e e e e e B I L B o o e e e e
Time--> 13.00 13.50 14.00 1450 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: BN031727.D\data.ms
8000000
6000000
4000000 24.051
4.251
2000000 23.322
O\\‘\\\\\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\\\\\\\\’\\\\‘\\\\‘\
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©53024\
Data File : BN@31727.D

Acqg On : 30 May 2024 22:15
Operator : MA/JU

Sample : P2549-12

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 unknown-01 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
3.705 2.07 ng/ul 269230 1,4-Dichlorobenzene-d4 7.687

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pyrrolidinone 85 C4H7NO 000616-45-5 38
2 2-Pyrrolidinone 85 C4H7NO 000616-45-5 9
3 2-Pyrrolidinone 85 C4H7NO 000616-45-5 9
4 1-Hexanol, 6-[(tetrahydro-2H-pyr... 202 C11H2203 028659-22-5 9
5 Butanoic acid, heptafluoro-, 2-p... 254 C7H5F702 017165-55-8 9

Abundance Scan 122 (3.705 min): BN031727.D\data.ms (-117) (-) m/z 85.00 100.00%

85.0
41.0
5000
 RRRR LT e
M ‘ 2070 3.40 3.60 3.80 4.00
obrrdl b1 117.01488 90D 2669 n/z 41.e0  58.80%
miz-> 50 100 150 200 250
Abundance #1736: 2-Pyrrolidinone
30.0 85.0
5000 L L B B R
3.40 3.60 3.80 4.00
m/z 43.00 43.17%
0 T T ‘m “!h ‘H“\ T T ‘\ ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #1737: 2-Pyrrolidinone
85.0
R RRREE R e L
3.40 3.60 3.80 4.00
5000 41.0 m/z 39.00  25.32%
0 I ““‘u : “M S
miz--> 50 100 150 200 250
Abundance #1735: 2-Pyrrolidinone o RAEREEEE e
85.0 3.40 3.60 3.80 4.00
42.0 m/z 60.00 23.69%
- k
oizol Ll L
m/z--> 50 100 150 200 250 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©53024\
Data File : BN@31727.D

Acqg On : 30 May 2024 22:15
Operator : MA/JU

Sample : P2549-12

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 Benzyl alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.922 9.76 ng/ul 1268100 1,4-Dichlorobenzene-d4 7.687

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzyl alcohol 108 C7H80 000100-51-6 98
2 Benzyl alcohol 108 C7H80 000100-51-6 97
3 Benzyl alcohol 108 C7H80 000100-51-6 96
4 Benzyl alcohol 108 C7H80 000100-51-6 94
5 N-Cbz-glycylglycine p-nitropheny... 387 C18H17N307 013574-81-7 91
Abundance Scan 839 (7.922 min): BN031727.D\data.ms (-831) (-) m/z 79.00 100.00%
79.0
108.0
5000
TR e
51-0 | 7.60 7.80 8.00 8.20
(

Obrrd i dall 1849 2069 2804 .. 108 60 86.21%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #6065: Benzyl alcohol

79.0
108.0
5000 L L R R R B |

7.60 7.80 8.00 8.20
ﬂo m/z 77.00 62.69%

5
\\\‘9\\“\\‘U\"UH‘\“H“H‘\‘\‘\\‘\H\‘\H\’\\H‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #6066: Benzyl alcohol
79.0 108.0

7.60 7.80 8.00 8.20

o

5000 m/z 106.95 58.38%
39.0
0Hwm“‘\“‘Uw‘“**“‘HHH‘H\*H*wHw*Hw*H\HwHw””w”w”w
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #6067: Benzyl alcohol e RIEERREREEES
79.0 108.0 7.60 7.80 8.00 8.20

m/z 50.95 21.44%

5000
39.0
ln \‘ ‘H il \‘

0\\\‘\m‘\m,\mlmw‘\\‘\u\‘\u\,\\u‘uu‘\m‘\m,\m,\m‘u R B AR
m/z--> 20 40 60 80 100120140160180200220240260280 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©53024\
Data File : BN@31727.D

Acqg On : 30 May 2024 22:15
Operator : MA/JU

Sample : P2549-12

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 Benzoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.946 122.71 ng/ul 25040800 Naphthalene-d8 10.469

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid 122 C7H602 000065-85-0 96
2 Benzoic acid 122 C7H602 000065-85-0 94
3 Benzoic acid 122 C7H602 000065-85-0 91
4 Benzoic acid, silver(1l+) salt 228 C7H5Ag02 000532-31-0 90
5 (+)-Dibenzoyl-L-tartaric acid an... 340 C18H1207 064339-95-3 72
Abundance Scan 1183 (9.946 min): BN031727.D\data.ms (-1139) (-) m/z 105.00 100.00%
105.0
5000
51.0
—=
d 10.00
ol dl o) 13501650 2131 256.0 m/z 122.00  80.60%
miz-> 50 100 150 200 250
Abundance #11265: Benzoic acid
105.0
5000 1
51.0 10.00
m/z 77.00 73.53%
O T T T \M!‘ \“\“‘H\ \“‘\ \‘\ T ‘ T T T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance #11264: Benzoic acid
105.0
—=
10.00
5000 m/z 51.00 28.26%
51.0
18.0
ol dl 1L e e
miz--> 50 100 150 200 250
Abundance #11261: Benzoic acid Tt
105.0 10.00
m/z 50.00 16.71%
5000
51.0
m/z--> 50 100 150 200 250 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©53024\
Data File : BN@31727.D

Acqg On : 30 May 2024 22:15
Operator : MA/JU

Sample : P2549-12

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 Benzeneacetonitrile, .alpha... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.199 89.26 ng/ul 18216000 Naphthalene-d8 10.469
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetonitrile, .alpha.-hyd... 133 C8H7NO 000532-28-5 96
2 N-Allylaniline 133 COH11IN 000589-09-3 43
3 1H-Benzimidazol-2-amine 133 C7H7N3 000934-32-7 35
4 Benzaldehyde 106 C7H60 000100-52-7 30
5 1H-Benzimidazol-2-amine 133 C7H7N3 000934-32-7 30

Abundance Scan 1566 (12.199 min): BN031727.D\data.ms (-1551) (- | m/z 105.00 100.00%

77.0 105.0132.9
5000
——
39.0 ‘ 1200 12.50
[4
0! o gk 5L 2888 Mz 77.00 99.25%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #16932: Benzeneacetonitrile, .alpha.-hydroxy-
71.0
105.0
133.0
5000 T T
1200 12.50
m/z 132.9 87.72%
4
O,
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #16945: N-Allylaniline
106.0
——
1200 12.50
5000 77.0 ITI/Z 132.00 60.63%

o

12.50

39.0 ‘ ‘ 0
134.
‘wumﬂhwuwuﬂ_Wuwhwwﬁhw‘u_‘u_‘H‘HH,HH,HH‘H‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #16841: 1H-Benzimidazol-2-amine —— ‘

133.0 12.00
m/z 106.0 52.52%
5000
105.0
52.0
miz--> 20 40 60 80 100120 140160 180 200 220 240 260 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©53024\
Data File : BN@31727.D

Acqg On : 30 May 2024 22:15
Operator : MA/JU

Sample : P2549-12

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.228 7.63 ng/ul 2174530  Acenaphthene-d10 14.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 90
3 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 59
4 Diacetamate 193 C10H11NO3 002623-33-8 53
5 Pyridine, 3-butyl-, 1-oxide 151 C9H13NO 031396-33-5 53
Abundance Scan 1741 (13.228 min): BN031727.D\data.ms (-1733) (- | m/z 43.00 100.00%
43.0 109.1
151.1
5000
— —
‘ | 4{ ¢ ( 13.00 13.50
Oyt b e L 29302800/ 109,05 96.71%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 — —
13.00 13.50
m/z 151.05 61.98%
0 H\‘\‘\‘\ \“‘P\‘\“\‘H’ \‘t\ \H“?‘\H\ ‘HHU\“\H‘\“ \\1\’\\‘\\]‘-\9\% ‘(\)\ H‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #106947: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
109.0 151.0
— —
43.0 13.00 13.50
5000 m/z 41.00 21.79%
R N 2T N I
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #28949: Pyridine, 2-butyl-, 1-oxide — =
109.0 13.00 13.50

m/z 69.00  18.80%

5000 151.0
320 790 | ‘ 1
0 ——

—
m/z--> 20 40 60 80 100120140160180200220240260280 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©53024\
Data File : BN@31727.D

Acqg On : 30 May 2024 22:15
Operator : MA/JU

Sample : P2549-12

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 Junenol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.704 2.16 ng/ul 728088  Phenanthrene-di10 17.075
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Junenol 222 C15H260 000472-07-1 97
2 2-Caren-4-ol 152 C10H160 006617-35-2 45
3 trans-Verbenol 152 C10H160 001820-09-3 43
4 4-Pentyloxyaniline 179 C11H17NO 039905-50-5 43
5 Butanamide, N-(4-hydroxyphenyl)- 179 C10H13NO2 000101-91-7 38

Abundance Scan 2162 (15.704 min): BN031727.D\data.ms (-2158) (- | m/z 109.05 100.00%
109.1

5000

41.0 81.0 161.1

L

T —
15.50 16.00

0 2830 /7 81.00 34.02%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #101912: Juneno
109.0

5000 = e
410 g1,

204.1

161.0 15.50 16.00
204.0 m/z 93.00  29.53%

O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29078: 2-Caren-4-ol
109.0

7 T
15.50 16.00

5000 m/z 95.05 29.12%
43.0 77.0
A L —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29099: trans-Verbenol T =
109.0 15.50 16.00

m/z 161.10  28.74%

5000 41.0 81.0 L
0 WMW [152.0

T Pt
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©53024\
Data File : BN@31727.D

Acqg On : 30 May 2024 22:15
Operator : MA/JU

Sample : P2549-12

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.981 18.57 ng/ul 6262290  Phenanthrene-d10 17.075
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 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96

Abundance Scan 2549 (17.981 min): BN031727.D\data.ms (-2544) (- | m/z 105.00 100.00%

105.0
60.0
5000
—

213.1
‘ 157.1 a6 18.00
0! o L L L 354 73 00 85.11%

354.

m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0
18 00

m/z 60.00 65.51%

171.0 213.0 256.0
o 0 T
m/z--> 50 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid
73.0

129.0 256.0 1800
m/z 43.05 56.29%
5000 213.0
LTI,
NI
m/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
3
43.0 256.0 1800

m/z 57.00 51.48%

5000
129.0
3.0 213.0
171.0 ‘
0! I “\u‘m il ‘ ‘ ‘ u\ I ‘

m/z--> 50 100 150 200 250 300 350 18 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©53024\
Data File : BN@31727.D

Acqg On : 30 May 2024 22:15
Operator : MA/JU

Sample : P2549-12

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.269 6.54 ng/ul 2337410  Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 98
5 Octadecanoic acid 284 C18H3602 000057-11-4 96

Abundance Scan 2768 (19.269 min): BN031727.D\data.ms (-2763) (- m/z 73.00 100.00%

73.0
5000 129.0

185.1 2412 T —
‘ ‘ 284.1 19.00 19.50
o2 L bl L 3260 s Gelee 78.97%
mi/z--> 50 100 150 2000 250 300 350
Abundance #179089: Octadecanoic acid
73.0
5000 —T— =
129.0 19.00 19.50

m/z 43.05 77.48%

29. 185.0 541 284.0
O' ‘“M‘ m \‘ ‘ ‘\ \‘ \‘\ ‘ T \‘\ \‘ ‘ T \‘\ ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0

—T
19.00 19.50

5000 28.0 1290 284.0 m/z 57.00  72.69%
185.0 2410
0l MMMM “L‘MN‘W‘J‘M“M“““‘
m/z--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid —5 —
43.0 19.00 19.50

m/z 55.00 63.87%

5000 129.0
3.0
284.0
1850 2410 ‘
\HM‘M‘\“‘\‘\\ |
[

0! e R — —
miz--> 50 100 150 200 250 300 350 19.00 19.50
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Data Path :

Data File

Acqg On
Operator
Sample
Misc

ALS vial

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@©53024\
: BN@31727.D

: 30 May 2024 22:15
: MA/JU

: P2549-12

Quant Method
Quant Title

TIC Library

Library Search Compound Report

: 9 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924 .MA.M

: SVOA CALIBRATION

: 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 9 (DEL) Alkane: Cyclic20.998 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
26.998 4.8 ng/ul 1714188 Chrysene-di2 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cyclohexadecane 224 C16H32 000295-65-8 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93

3 Pentadecafluorooctanoic acid, he... 638 C24H33F1502
4 2- Chloropropionic acid, octadec... 360 C21H41Cl102
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702

1000406-04-6 93
088104-31-8 87
007365-36-8 87

Abundance Scan 3062 (20.998 min): BN031727.D\data.ms (-3058) (-
57.0

m/z 57.05 100.00%

226.0
5000

-

5.1 T

m 302.1  400.0 475.0 2190
Ol e A A m/z 83.00

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #104594: Cyclohexadecane
55.0
5000 LN
21.00
5 m/z 43.05 79.92%
WU 2280
O‘HH[H\“H\A‘h\\\\l‘\\\\‘\H\‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘HH

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

N

Abundance #215083: 1-Heneicosano
55.0
——
21.00
5000 m/z 97.05 76.11%
5.0
o\Hm‘HHgJw¢&9$92999_H‘_waww‘wwwwww‘ww‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #347828: Pentadecafluorooctanoic acid, hexadecyl ester —
57.0 21.00

m/z 55.05 75.22%
5000
5.0 2240
ob bbby [ 1m0 620 -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@53024\
Data File : BN@31727.D

Acqg On : 30 May 2024 22:15
Operator : MA/JU

Sample : P2549-12

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@52924.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|
unknown-01 3.705 2.1 ng/ul 269230 1 7.687 2597850 20.0
Benzyl alcohol 7.922 9.8 ng/ul 1268100 1 7.687 2597850 20.0
Benzoic acid 9.946 122.7 ng/ul 25040800 2 10.469 4081330 20.0
Benzeneacetonit... 12.199 89.3 ng/ul 18216000 2 10.469 4081330 20.0
2,4,7,9-Tetrame... 13.228 7.6 ng/ul 2174530 3 14.328 5696260 20.0
Junenol 15.704 2.2 ng/ul 728088 4 17.075 6742740 20.0
n-Hexadecanoic ... 17.981 18.6 ng/ul 6262290 4 17.075 6742740 20.0
Octadecanoic acid 19.269 6.5 ng/ul 2337410 5 21.304 7147390 20.0
(DEL) Alkane: C... 20.998 4.8 ng/ul 1714180 5 21.304 7147390 20.0
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