LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071724\
Data File : BG062113.D

Acqg On : 17 Jul 2024 15:03
Operator : MA/JU

Sample : P3201-07

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_ G\Methods\SFAM-EPA-BG070224.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BG@62113.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.347 9 10 15 rVB3 3942 3892 0.42% 0.035%
2 3.435 20 25 29 rBvV2 6851 8704 0.94% 0.078%
3 3.600 49 53 59 rVB3 4906 8205 0.89% 0.073%
4 3.858 94 97 106 rVV3 49866 83406 9.03% 0.747%
5 4.087 134 136 140 rvB3 2926 3261 ©0.35% 0.029%
6 4.193 150 154 155 rBvV2 2122 3184 0.34% 0.029%
7 4.563 214 217 223 rVB4 5200 6315 ©0.68% 0.057%
8 5.110 308 310 312 rW 2609 3118 0.34% 0.028%
9 6.097 470 478 483 rBV5 16881 32674 3.54% 0.293%
106 6.661 571 574 580 rBv4 6953 12399 1.34% 0.111%
11 7.054 635 641 644 rBV3 2502 4135 0.45% 0.037%
12 7.131 650 654 656 rvB3 2860 3211 0.35% 0.029%
13 7.213 659 668 676 rVB2 43882 84551 9.16% ©.757%
14 7.366 688 694 703 rBV 76135 129505 14.03% 1.160%
15 7.577 722 730 738 rBv2 118533 193416 20.95% 1.732%
16 7.789 764 766 768 rBV 4908 4636 0.50% 0.042%
17 8.041 802 809 815 rBV 99965 163116 17.67% 1.460%
18 8.088 815 817 823 rVB3 22858 34192 3.70% 0.306%
19 8.288 846 851 856 rvv3 5443 11242 1.22% 0.101%
20 8.764 924 932 938 rBvV 113586 202315 21.91% 1.811%
21 8.817 938 941 945 rVWW2 12560 18536 2.01% 0.166%
22 8.864 945 949 954 rVB2 4990 8021 0.87% 0.072%
23 9.140 991 996 1001 rBv3 20844 36272 3.93% 0.325%
24 9.211 1001 1008 1014 rVV 142133 247780 26.84%  2.219%
25 9.281 1014 1020 1025 rVV3 23910 34499 3.74% 0.309%
26  9.357 1025 1033 1042 rVB4 15458 29348 3.18% 0.263%
27 9.581 1065 1071 1077 rBV5S 9469 18699 2.03% 0.167%
28 9.933 1124 1131 1142 rVB2 135961 247439 26.80%  2.215%
29 10.074 1149 1155 1163 rBV6 14072 35030 3.79% 0.314%
30 10.309 1190 1195 1201 rVV3 52503 82830 8.97% 0.742%
31 10.486 1216 1225 1233 rVB2 205019 358801 38.87% 3.213%
32 10.632 1241 1250 1256 rBV5 12649 30793 3.34% 0.276%
33 10.697 1258 1261 1264 rVB3 3151 3905 0.42% 0.035%
34 10.762 1268 1272 1278 rVB4 3691 5519 0.60% 0.049%

2.

35 10.856 1282 1288 1294 rBV 144880 250262 27.11%

36 10.997 1304 1312 1320 rBV2 92425 182807 19.80% 1.637%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071724\
Data File : BG062113.D

Acqg On : 17 Jul 2024 15:03
Operator : MA/JU

Sample : P3201-07

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_ G\Methods\SFAM-EPA-BG070224.MA.M
Title : SVOA CALIBRATION
37 11.138 1330 1336 1338 rBV5 7719 13213 1.43% 0.118%
38 11.367 1372 1375 1380 rvB2 6744 9121 ©0.99% 0.082%
39 11.432 1380 1386 1388 rBvV3 4019 6081 0.66% 0.054%
40 11.508 1394 1399 1405 rVB2 9880 19536 2.12% 0.175%
41 11.596 1405 1414 1417 rBvV4 8990 16725 1.81% 0.150%
42 11.655 1417 1424 1429 rW5 11742 21978 2.38% 0.197%
43 12.066 1489 1494 1498 rBv4 11045 16283 1.76% 0.146%
44 12.354 1539 1543 1553 rVB2 31696 56634 6.13% 0.507%
45 12.436 1555 1557 1560 rVB2 3775 3339 0.36% 0.030%
46 13.030 1650 1658 1662 rBV2 14145 25878 2.80% 0.232%
47 13.212 1685 1689 1694 rBV3 3260 7020 0.76% 0.063%
48 13.276 1694 1700 1706 rVB3 21688 33309 3.61% 0.298%
49 13.523 1737 1742 1744 rVWVJ2 3715 5858 0.63% 0.052%
50 13.553 1744 1747 1750 rVV5 13751 21351 2.31% 0.191%
51 13.594 1750 1754 1761 rVB2 59573 93681 10.15% ©.839%
52 13.911 1803 1808 1810 rVB3 6791 9799 1.06% 0.088%
53 14.076 1830 1836 1843 rVB 391597 539890 58.48% 4.834%
54 14.193 1854 1856 1863 rVB5 8689 10224 1.11% 0.092%
55 14.375 1880 1887 1896 rVB 359531 564254 61.12% 5.052%
56 14.528 1910 1913 1916 rVB2 4196 5187 0.56% 0.046%
57 14.587 1916 1923 1931 rBV2 128329 222529 24.10%  1.992%
58 14.675 1932 1938 1944 rVV 234275 381401 41.31%  3.415%
59 14.745 1947 1950 1953 rVB4 3355 3552 0.38% 0.032%
60 14.904 1971 1977 1988 rBV2 22409 50367 5.46% 0.451%
61 15.110 2009 2012 2016 rVB4 5210 7745 0.84% 0.069%
62 15.345 2047 2052 2055 rBV3 3253 5827 0.63% 0.052%
63 15.403 2058 2062 2065 rVB3 10072 10703 1.16% 0.096%
64 15.450 2066 2070 2071 rBV 3780 4349 0.47% 0.039%
65 15.474 2073 2074 2078 rVB2 5817 4766 0.52% 0.043%
66 15.591 2092 2094 2097 rBV 2591 3263 0.35% 0.029%
67 15.668 2101 2107 2114 rVB2 467772 696993 75.50% 6.241%
68 15.791 2122 2128 2137 rBV2 160908 243751 26.40%  2.182%
69 15.903 2146 2147 2151 rVB2 4681 4918 0.53% 0.044%
70 16.026 2160 2168 2169 rBV3 6291 9035 0.98% 0.081%
71 16.302 2212 2215 2218 rBV2 4122 4091 0.44% 0.937%
72 16.414 2228 2234 2243 rBV2 47184 79161 8.57% 0.709%
73 17.001 2330 2334 2337 rVB4 3079 4134 0.45% 0.037%
74 17.072 2343 2346 2347 rBV 3786 4449 0.48% 0.040%
75 17.160 2357 2361 2363 rVB2 2596 3378 0.37% 0.030%
76 17.319 2383 2388 2392 rBv4 17313 26946 2.92% 0.241%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071724\
Data File : BG062113.D

Acqg On : 17 Jul 2024 15:03
Operator : MA/JU

Sample : P3201-07

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_ G\Methods\SFAM-EPA-BG070224.MA.M
Title : SVOA CALIBRATION
77 17.425 2398 2406 2413 rBV 299831 467328 50.62% 4.184%
78 17.524 2416 2423 2430 rVW 509709 796637 86.29%  7.133%
79 17.683 2445 2450 2456 rBV3 5665 8878 0.96% 0.079%
80 17.824 2472 2474 2478 rVB2 4070 4032 0.44% 0.036%
81 17.865 2478 2481 2484 rVB2 9107 12580 1.36% 0.113%
82 17.953 2489 2496 2500 rBV3 9422 19724 2.14% 0.177%
83 18.024 2504 2508 2511 rVV2 59382 78824 8.54% 0.706%
84 18.077 2511 2517 2522 rVB 715092 923197 100.00%  8.266%
85 18.553 2595 2598 2600 rBV4 9848 11386 1.23% 0.102%
86 18.723 2626 2627 2630 rVB3 5474 3459 0.37% 0.031%
87 18.764 2632 2634 2636 rVB3 4626 3223  0.35% 0.029%
88 18.917 2657 2660 2662 rBV4 3919 4817 ©.52% 0.043%
89 19.052 2679 2683 2693 rVB 56668 83278 9.02% 0.746%
90 19.128 2693 2696 2697 rVB3 5098 4433 0.48% 0.040%
91 19.146 2697 2699 2701 rBV3 5127 5198 0.56% 0.047%
92 19.375 2733 2738 2742 rBV6 12094 23536 2.55% 0.211%
93 19.692 2791 2792 2796 rBV4 10692 12811 1.39% 0.115%
94 19.804 2805 2811 2819 rVB 612023 868142 94.04% 7.773%
95 20.174 2872 2874 2877 rBV4 9330 6835 0.74% 0.061%
96 21.684 3125 3131 3138 rVB 277014 460796 49.91% 4.126%
97 22.348 3240 3244 3249 rVB4 71910 108821 11.79% 0.974%
98 23.135 3373 3378 3385 rVB3 64142 118848 12.87% 1.064%
99 24.687 3634 3642 3652 rVB3 304454 822838 89.13% 7.367%
100 24.904 3672 3679 3689 rVB 175943 482305 52.24% 4.318%

Sum of corrected areas: 11168663
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071724\
Data File : BG@62113.D

Acqg On : 17 Jul 2024 15:03
Operator : MA/JU

Sample : P3201-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG062113.D\data.ms
700000

600000
500000
400000
300000

200000
211 9.933

7.577 8764
100000 736 8 041
3.858 72 10.308 a5
o B4BE00 | 4.08m34.563 5.110 6.097 666170881 ||7. 788 3588 - 9%847561 10.074) 10065821 138 g2 0bg5'a36 13.0

Time--> 3.50 4.00 4.50 500 550 6.00 6.50 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 1150 12.00 12.50

Abundance TIC: BG062113.D\data.ms
700000 18.077

19.804
600000
17.524
500000 15.668

14.076
400000 14.375

21.684

300000 17.485

14.675

200000 15.791
4.587

1000001 13,504 16.414 18.

35505583 o14. 1901 30888 ea®6302 17078

e B o e e

Time--> 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: BG062113.D\data.ms
700000

600000

500000

400000 24687
300000
4.904
200000
23.135
100000

by Aty il oot R T LA tattites

0\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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

SFAM-EPA-BGO70224 .MA.M Thu Jul 18 12:17:16 2024 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071724\
Data File : BG@62113.D

Acqg On : 17 Jul 2024 15:03
Operator : MA/JU

Sample : P3201-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.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 10
R.T. EstConc Area Relative to ISTD R.T.
6.097 4.01 ng/ul 32674 1,4-Dichlorobenzene-d4 8.041

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 40
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 33
3 1-Pentanamine 87 C5H13N 000110-58-7 10
4 2-Penten-1-0l, (Z)- 86 C5H100 001576-95-0 9
5 2-Penten-1-0l, (Z)- 86 C5H100 001576-95-0 9

Abundance Scan 478 (6.097 min): BG062113.D\data.ms (-470) (-) m/z 57.00 100.00%

57.0
5000
R AR N SRR AR
Il 1235 260.8  367.8 488. 5.80 6.00 6.20 6.40
R R s e e A B m/z 45.00  52.77%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10024: Ethanol, 2-butoxy-
57.0
5000 \A\\\‘\\\"\‘\\\A\‘\A\\\‘\\\\
5.80 6.00 6.20 6.40
m/z 41.00 37.96%
0 I ‘1180
\\\\‘\!\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10091: Ethylene glycol monoisobutyl ether
57.0
5.80 6.00 6.20 6.40
5000 m/z 39.10 13.91%
of b 80
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #2139: 1-Pentanamine
30.0 5.80 6.00 6.20 6.40
m/z 43.85 13.52%
5000
870
s s S s s e = =S
m/z--> 0 50 100 150 200 250 300 350 400 450 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071724\
Data File : BG@62113.D

Acqg On : 17 Jul 2024 15:03
Operator : MA/JU

Sample : P3201-07

Misc

ALS vial : 9

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224 .MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 unknown-02 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
8.817 2.27 ng/ul 18536 1,4-Dichlorobenzene-d4 8.041
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Octen-2-0l1, 2,6-dimethyl- 156 C10H200 018479-58-8 36
2 Diazene, bis[3-(4-methoxycarbony... 282 C8HEN606 339246-68-3 33
3 7-Octen-2-0l, 2,6-dimethyl- 156 C10H200 018479-58-8 33
4 2-Hexanol, 2,3-dimethyl- 130 C8H180 019550-03-9 9
5 Hexane, 1-ethoxy- 130 C8H180 005756-43-4 9
Abundance Scan 941 (8.817 min): BG062113.D\data.ms (-938) (-) m/z 59.00 100.00%
59.0
5000 /J\
R\ N N
‘ 123.1 523, | 8.40 8.60 8.80 9.00 9.20
0 "\‘}"wml‘w"H‘H‘w‘m‘H"_HWWMW_MM m/z 43.00 54.62%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #32935: 7-Octen-2-ol, 2,6-dimethyl-
59.0
5000
8.40 8.60 8.80 9.00 9.20
m/z 41.00 42.03%
N ‘ 123.0
O \\“‘Hh\‘l\“\d“\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #176514: Diazene, bis[3-(4-methoxycarbonyl-1,2,5-oxadi
59.0
8.40 8.60 8.80 9.00 9.20
5000 m/z 54.90 24.93%
155.0
| 223.0282.0
) it e A
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #32930: 7-Octen-2-ol, 2,6-dimethyl-
59.0 8.40 8.60 8.80 9.00 9.20
m/z 39.00 15.42%
5000
H |, 1230
m/z--> 50 100 150 200 250 300 350 400 450 500 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071724\
Data File : BG@62113.D

Acqg On : 17 Jul 2024 15:03
Operator : MA/JU

Sample : P3201-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.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 Ethanone, 1-(1-cyclohexen-1... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.140 4.45 ng/ul 36272 1,4-Dichlorobenzene-d4 8.041

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-(1-cyclohexen-1-yl)- 124 C8H120 000932-66-1 53
2 Furfuryl formate 126 C6H603 013493-97-5 45
3 Cyclopropanecarboxaldehyde, meth... 82 C5H60 142423-24-3 38
4 2H-Pyran-2-one, 3,4,5,6-tetramet... 152 C9H1202 051595-76-7 33
5 5-Ethyl-2-furaldehyde 124 C7H802 023074-10-4 32
Abundance Scan 996 (9.140 min): BG062113.D\data.ms (-991) (-) m/z 81.00 100.00%
81.0
5000
” | | 284.6 469.3 8.80 9.00 9.20 9.40
R E i L o m/z 124.00  50.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #12051: Ethanone, 1-(1-cyclohexen-1-yl)-
81.0
5000 \\‘A\\\\’\A\\\‘\\\\’\\\\‘
8.80 9.00 9.20 9.40
m/z 109.00  48.33%
O}?\‘?JJ“J‘\N\‘ \“’1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #12685: Furfuryl formate
81.0

8.80 9.00 9.20 9.40
5000 m/z 53.00 42.03%

’ \Hﬂ\ \

ok
m/z--> 0 50 100 150 200 250 300 350 400 450 500 A
Abundance  #1345: Cyclopropanecarboxaldehyde, methylene- L ‘fl‘ R aRRE ‘d, -]
81.0 8.80 9.00 9.20 9.40

m/z 51.00  22.49%

5000

2 W

L R SRS
miz—> 0 50 100 150 200 250 300 350 400 450 500 8.80 9.00 9.20 9.40
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71724\
BG062113.D
: 17 Jul 2024 15:03
: MA/JU
: P3201-07
: 9 Sample Multiplier: 1
hod : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.M
le : SVOA CALIBRATION
ry : 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 unknown-03 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
9.281 4.23 ng/ul 34499 1,4-Dichlorobenzene-d4 8.041
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Linalool 154 C10H180 000078-70-6 40
2 2-Penten-1-0l, 2-methyl-, (E)- 100 C6H120 016958-19-3 38
3 1,2-Cyclohexanediol, 1-methyl-4-... 170 C10H1802 001946-00-5 38
4 Linalool 154 C1eH180 000078-70-6 38
5 2-Methylvaleroyl chloride 134 C6H11C10 005238-27-7 38

Abundance Scan 1020 (9.281 min): BG062113.D\data.ms (-1014) (-) m/z 43.00 100.00%

43.0
5000
121.0
| ‘ ‘ 228.9 311.6 420.0 509.. 9.00 9.20 9.40 9.60
ol e m/z 41.00  78.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #30907: Linalool
71.0
5000
9.00 9.20 9.40 9.60
m/z 71.00 73.54%
Lk
Ols'p l \“.HL gL
‘\\\[\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

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

Abundance #4422: 2-Penten-1-ol, 2-methyl-, (E)-

41.0

(NN |
9.00 9.20 9.40 9.60
5000 m/z 55.00 45, 30%
“ 100.0
o_m“‘{mﬂ H““““

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #45232: 1,2-Cyclohexanediol, 1-methyl-4-(1-methylethen

71.0 9.00 9.20 9.40 9.60
m/z 69.00 44.10%

5000

152.0

0 J‘MIWMhM\l

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

=

9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071724\
Data File : BG@62113.D

Acqg On : 17 Jul 2024 15:03
Operator : MA/JU

Sample : P3201-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.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 Ethanol, 2-(hexyloxy)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.357 3.60 ng/ul 29348 1,4-Dichlorobenzene-d4 8.041

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(hexyloxy)- 146 C8H1802 000112-25-4 53
2 Ethanol, 2-(hexyloxy)- 146 C8H1802 000112-25-4 50
3 Ethanol, 2-(hexyloxy)- 146 C8H1802 000112-25-4 42
4 3-0-Acetyl-exo-1,2-0-ethylidene-... 188 C8H1205 077489-44-2 42
5 Ethanol, 2-(hexyloxy)- 146 C8H1802 000112-25-4 38
Abundance Scan 1033 (9.357 min): BG062113.D\data.ms (-1025) (-) m/z 43.00 100.00%
5000 85.0
L ' 1574 2915 380. 9.00 9.20 9.40 9.60
(- J“"l““"mww”m,”H_HJ,HHWM m/z 45.00  48.19%
miz--> 50 100 150 200 250 300 350
Abundance #25544: Ethanol, 2-(hexyloxy)-
43.0
85.0
5000 \‘\n\\\A‘AM\\‘\\\M‘\A\\\‘\
9.00 9.20 9.40 9.60
m/z 85.00 43.57%
O \\H\“\“mf“\“\h‘\‘\‘\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #25543: Ethanol, 2-(hexyloxy)-
43.0
ST B SN N
9.00 9.20 9.40 9.60
5000 85.0 m/z 41.10 43,28%
0 RN
m/z--> 50 100 150 200 250 300 350
Abundance #25545: Ethanol, 2-(hexyloxy)-
43.0 9.00 9.20 9.40 9.60
m/z 57.00 34.92%
85.0
5000
ol il asee
m/z--> 50 100 150 200 250 300 350 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071724\
Data File : BG@62113.D

Acqg On : 17 Jul 2024 15:03
Operator : MA/JU

Sample : P3201-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.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 unknown-04 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.074 2.80 ng/ul 35030 Naphthalene-d8 10.856
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 CH3C(O)OCH(CH2CH3)C(CH3)3 158 C9H1802 ©039511-81-4 23
2 Methyl 3,4,6-tri-0O-acetyl-2-acet... 361 C15H23N09 002595-39-3 17
3 1H-Pyrimidine-2,4-dione, 1-(2,2-... 240 C11H16N204 1000302-48-9 17
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 16
5 N-(n-Propyl)acetamide 101 C5H11NO 005331-48-6 16
Abundance Scan 1155 (10.074 min): BG062113.D\data.ms (-1149) (-~ | m/z 42.95 100.00%
3.0
5000 101.0
“ y ||| 1450 19662383 373, 10.00
oAl m/z 101.80  38.67%
miz--> 50 100 150 200 250 300 350
Abundance #35344: CH3C(0)OCH(CH2CH3)C(CH3)3
43.0
5000 101.0 T \/\‘ T
10.00
m/z 44.90 25.58%
O T \“\ ‘\‘““N\“\ “\ \]r\4.\3‘.q\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #270325: Methyl 3,4,6-tri-O-acetyl-2-acetamido-2-deoxy-
43.0
Ll ‘NN Ll vy
10.00
5000 101.0 m/z 41.00 20.93%
140.0
ol d bl || 1830 2420 3020
m/z--> 50 100 150 200 250 300 350
Abundance #122862: 1H-Pyrimidine-2,4-dione, 1-(2,2-dimethyl-[1,3]d
43.0 10.00
m/z 73.10 16.55%
5000 101.0
182.0 225.0 \ /\ [j\
P T O P, g ol
m/z--> 50 100 150 200 250 300 350 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071724\
Data File : BG@62113.D

Acqg On : 17 Jul 2024 15:03
Operator : MA/JU

Sample : P3201-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.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-@5 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.309 6.62 ng/ul 82830 Naphthalene-d8 10.856
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, hydroxy-, methyl ester 90 C3H603 000096-35-5 46
2 2-Propanol, 1-(2-methoxypropoxy)- 148 C7H1603 013429-07-7 35
3 Acetic acid, phenylmethyl ester 150 C9H1e02 000140-11-4 35
4 Guanidine 59 CH5N3 000113-00-8 27
5 Acetamide, N,N'-carbonothioylbis- 160 C5H8N202S 004984-27-4 27
Abundance Scan 1195 (10.309 min): BG062113.D\data.ms (-1190) (- | m/z 59.00 100.00%
59.0
5000
0.0 Aop A\ ST
150.
‘ ‘U‘ 2088 1046 4882 10.00 10.50
oM e M/Z 42,95 92.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2554: Acetic acid, hydroxy-, methyl ester
31.0
5000
10.00 10.50
m/z 108.00 67.22%
90.0
O\\\”"\\L‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #26715: 2-Propanol, 1-(2-methoxypropoxy)-
59.0
i
10.00 10.50
5000 m/z 91.00 62.15%
£ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #28365: Acetic acid, phenylmethyl ester bt b el
108.0 10.00 10.50
m/z 51.00 29.33%
5000 43.0
I T 1) S —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071724\
Data File : BG@62113.D

Acqg On : 17 Jul 2024 15:03
Operator : MA/JU

Sample : P3201-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.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 5-Hydroxy-2-pyridinecarbald... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.633 2.46 ng/ul 30793 Naphthalene-d8 10.856
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Hydroxy-2-pyridinecarbaldehyde 123 C6H5NO2 031191-08-9 58
2 2H-Pyran-2-one, 6-pentyl- 166 C1OH1402 027593-23-3 53
3 5-Methyl-5-hexen-3-yn-2-ol 110 C7H100 068017-33-4 53
4 Carbonic acid, propargyl 2,2,2-t... 230 C6H5C1303 1000325-65-3 47
5 Ethanone, 1-cyclopropyl-, oxime 99 C5HONO 051761-72-9 47

Abundance Scan 1250 (10.632 min): BG062113.D\data.ms (-1241) (- m/z 41.00 100.00%

41.0
5000
8 262.1
' H 344.3  436.8

‘ ‘ ‘ ‘ ‘ ‘ 52‘5"‘ 10.50 11.00

O\H‘J

e e m/z 95.00 95.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #11526: 5-Hydroxy-2-pyridinecarbaldehyde
39.0 95.0
5000 L MTM /\A/MM I

m/z 39.00 76.63%

O
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #41128: 2H-Pyran-2-one, 6-pentyl-
95.0
39.0

10.50 11.00
5000 m/z 81.10 71.67%
| llG&O
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6596: 5-Methyl-5-hexen-3-yn-2-ol
95.0 10.50 11.00

m/z 67.00 53.73%

5000{ 390
L m ‘ H‘h J‘ IJL ‘”
R AR AR AR AR SRR AN AN LA RN RARRNRRN

m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.50 11.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071724\
Data File : BG@62113.D

Acqg On : 17 Jul 2024 15:03
Operator : MA/JU

Sample : P3201-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.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 9 unknown-06 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.354 4.53 ng/ul 56634  Naphthalene-d8 10.856
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, monoamide, N,N-dibu... 397 C24H47NO3 1000309-46-8 32
2 Nifuroxime 156 C5H4N204 006236-05-1 27
3 benzenesulfonamide, 4-amino-N-me... 202 C7H10ON203S 1010400-44-1 16
4 1-Valine, N-allyloxycarbonyl-, h... 299 C16H29NO4 1000323-39-1 16
5 1-Valine, N-allyloxycarbonyl-, h... 439 C26H49NO4 1000323-39-9 16

Abundance Scan 1543 (12.354 min): BG062113.D\data.ms (-1539) (- | m/z 156.00 100.00%
156.0

5000
78.0

I

12.00 12.50
2475 3348 4174 507,

"‘m‘!““‘w‘w‘MuJ‘H“:‘m‘w"H_Mwwww_‘ m/z 115.00  51.06%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #300308: Oxalic acid, monoamide, N,N-dibutyl, tetradecy

o

156.0
57.0
5000 M‘A‘A‘ : ‘M‘A‘A‘A
12.00 12.50
m/z 158.00 33.31%
0‘HLMM“”w”H"u‘w“‘u‘u“w‘u“§9?9‘w“~‘~
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33260: Nifuroxime
156.0
L ‘A‘ .
12.00 12.50
5000 m/z 77.95 31.92%
38.0
ol J\| ”I J\ut

m/z--> O 50 100 150 200 250 300 350 400 450 500
Abundance  #78193: benzenesulfonamide, 4-amino-N-methoxy- R L
156.0 12.00 12.50

m/z 171.10  20.67%

92.0
5000

029-9.\.’ i I

m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071724\
Data File : BG@62113.D

Acqg On : 17 Jul 2024 15:03
Operator : MA/JU

Sample : P3201-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.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 10 Benzaldehyde, 3-hydroxy-4-m... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.594 4.91 ng/ul 93681  Acenaphthene-di1e 14.681
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 97
2 Vanillin 152 C8H803 000121-33-5 95
3 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 94
4 Vanillin 152 C8H803 000121-33-5 91
5 Vanillin 152 C8H803 000121-33-5 87
Abundance Scan 1754 (13.594 min): BG062113.D\data.ms (-1750) (- | m/z 152.00 100.00%
152.0
5000 81.0
{ 1350 |
2711 357.8 518.! :
owi“i‘ﬂm‘\lﬂ ot ALTen 8918 2P w/z 151.e5  88.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #30053: Benzaldehyde, 3-hydroxy-4-methoxy-
15p.0
5000 e :
13.50
810 m/z 80.95 51.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #29935: Vanillin
151.0
e il
13.50
5000 m/z 52.00 32.87%
81.0
ob H”M M_
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500
Abundance #30029: Benzaldehyde, 3-hydroxy-4-methoxy- ] 4 Ay g
151.0 13.50
m/z 53.00 29.06%
5000
81.0
o_‘?ul\mﬂ’”\” S (O YOS M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071724\
Data File : BG@62113.D

Acqg On : 17 Jul 2024 15:03
Operator : MA/JU

Sample : P3201-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.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 11 1-Octanamine, N-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.587 11.67 ng/ul 222529  Acenaphthene-di10 14.681
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanamine, N-methyl- 143 CSH21N 002439-54-5 64
2 1-Octadecanamine, N-methyl- 283 C19H41N 002439-55-6 56
3 N-Decyl-N-methylamine 171 C11H25N 007516-82-7 53
4 1-Hexadecanamine, N-methyl- 255 C17H37N 013417-08-8 42
5 1-Methyldodecylamine 199 C13H29N 013205-57-7 40
Abundance Scan 1923 (14.587 min): BG062113.D\data.ms (-1916) (- | m/z 44.00 100.00%
44.0
5000
LN \
| ‘ 1001 198.0 | .50
ol 22 1980 2658 470 m/z 58.00  26.05%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #23506: 1-Octanamine, N-methyl-
44.0
5000 - :
14.50
m/z 41.00 16.02%
143.0
O \\”\l‘\I‘m\\\\“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #177594: 1-Octadecanamine, N-methyl-
44.0
14.50
5000 m/z 43.00 8.19%
ol st 1000 156.0 212.0 283.0
e e ma
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #46396: N-Decyl-N-methylamine
44.0 14.50
m/z 55.00 7.26%
5000
ol st 1000 171.0
e
m/z--> 0 50 100 150 200 250 300 350 400 450 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071724\
Data File : BG@62113.D

Acqg On : 17 Jul 2024 15:03
Operator : MA/JU

Sample : P3201-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.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 12 1-Methyldodecylamine Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.414 3.39 ng/ul 79161  Phenanthrene-d1e 17.424
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanamine, N-methyl- 143 CSH21N 002439-54-5 56
2 1-Methyldodecylamine 199 C13H29N 013205-57-7 53
3 N-Decyl-N-methylamine 171 C11H25N 007516-82-7 50
4 2-Hexanamine, 4-methyl- 115 C7H17N 000105-41-9 45
5 1-Octadecanamine, N-methyl- 283 C19H41N 002439-55-6 45
Abundance Scan 2234 (16.414 min): BG062113.D\data.ms (-2228) (- m/z 43.95 100.00%
44.0
5000 WNMWAMWNMwwWM
e
100.1 141.9 227.3 ‘ 16.50
ol 2001419 2273 326 ./, 43.00 13.68%
miz-> 50 100 150 200 250 300
Abundance #23506: 1-Octanamine, N-methyl-
44.0
5000
16.50
m/z 58.00 11.16%
143.0
0 gl 1000 ‘
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300
Abundance #74940: 1-Methyldodecylamine
44.0
T A\ T ‘ T
16.50
5000 m/z 41.05 9.10%
oL~ il “h L 83.0 126.0 184'0
7
miz--> 50 100 150 200 250 300
Abundance #46396: N-Decyl-N-methylamine
44.0 16.50
m/z 55.00 7.65%
5000
0 I 100.0 17\10
e
m/z--> 50 100 150 200 250 300 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071724\
Data File : BG@62113.D

Acqg On : 17 Jul 2024 15:03
Operator : MA/JU

Sample : P3201-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.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 13 Homosalate Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.024 3.37 ng/ul 78824  Phenanthrene-d1e 17.424
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Homosalate 262 C16H2203 000118-56-9 96
2 Homosalate 262 C16H2203 000118-56-9 78
3 Homosalate 262 C16H2203 000118-56-9 70
4 Homosalate 262 C16H2203 000118-56-9 55
5 Isobutyl 4-hydroxybenzoate 194 C11H1403 004247-02-3 43
Abundance Scan 2508 (18.024 min): BG062113.D\data.ms (-2504) (- | m/z 137.95 100.00%
41.0 137.9
3.1
5000
188.7 26213100  386. 18.00
0 Rl SR T T mjz 41.00 95.52%
mfz--> 100 150 200 250 300 350
Abundance #150733:H0mosmam
38.0
5000 g :
18.00
m/z 69.05 92.97%
2 \H |
0' ‘H\H\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\
miz--> 100 150 200 250 300 350
Abundance #150732 Homosalate
38.0
18.00
5000 m/z 121.00 78.72%
0 72 L_H“2‘19-92‘65:9“””_“
miz--> 150 200 250 300 350
Abundance #150731:Homosmam
138.0 18.00
69.0 m/z 109.10 76.67%
5000
262.0
ozl bl Al
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_G\Data\BG071724\
Data File : BG@62113.D

Acqg On : 17 Jul 2024 15:03
Operator : MA/JU

Sample : P3201-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.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 14 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.077  39.51 ng/ul 923197  Phenanthrene-d1e 17.424
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 96
2 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 91
3 (5-Bromothiophen-3-yl)methanol, ... 206 C6H7BroS 1000505-64-0 60
4 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 58
5 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 51
Abundance Scan 2517 (18.077 min): BG062113.D\data.ms (-2511) (- | m/z 57.00 100.00%
57.0 205.1
5000
15.0
261.1 L ‘
MGALHLLT 1 26 s 1
0 ‘H“H‘W‘J ﬁ ‘”‘u“‘Mu‘_“‘w“‘_“‘_“‘ m/z 205.10  93.68%
m/z--> 0 100 150 200 250 300 350 400 450
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
205.0
5000 R :
18.00
09.0 m/z 217.10  75.60%
t ) 261.0
o) E—- ‘J ‘ULHMHHHH‘\U&\

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

Abundance #168694: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene
205.0

RN \
57.0 18.00

5000 m/z 41.00 63.99%

261.0

04 ‘“AHI‘C \“l‘«n‘\‘\“”\“” ‘ “x‘\‘ R R
m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #83060: (5-Bromothiophen-3-yl)methanol, methyl ether et ‘
450 97.0 1770 18.00

m/z 175.10  63.07%

135.0

5000

0, T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071724\
Data File : BG@62113.D

Acqg On : 17 Jul 2024 15:03
Operator : MA/JU

Sample : P3201-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.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 15 Oxybenzone Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
19.052 3.56 ng/ul 83278  Phenanthrene-d1e 17.424
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Oxybenzone
2 Oxybenzone
3 Oxybenzone
4 Oxybenzone

5 Benzimidazol-5-amine, 1-methyl-2... 227 C13H13N30

228 C14H1203
228 C14H1203
228 C14H1203
228 C14H1203

000131-57-7 87
000131-57-7 87
000131-57-7 78
000131-57-7 59
021444-68-8 43

Abundance Scan 2683 (19.052 min): BG062113.D\data.ms (-2679) (- | m/z 227.05 100.00%
227.1
151.0
5000
77.0
T \
19.00
Of etk w““‘”“\e“w I NI B ‘332‘2 LHOS 480E s 151.00  67.85%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #109113: Oxybenzone
1501.0 227.0
5000 My L B e A
19.00
77.0 m/z 228.00 58.12%
0 \H\W"‘\‘”\L\H‘h\r”‘\'\ \H‘\‘\‘\ T T T T T T T T T T T T T[T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #109111: Oxybenzone
151.0  227.0
\A ‘ \A T \/\ ‘A
19.00
5000 ITI/Z 77 .00 26.96%
77.0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #109112: Oxybenzone
1501.0 227.0 19.00
m/z 50.90 25.82%
5000
77.0
050 N Ty W
m/z--> 0 50 100 150 200 250 300 350 400 450 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071724\
Data File : BG@62113.D

Acqg On : 17 Jul 2024 15:03
Operator : MA/JU

Sample : P3201-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.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 16 Octocrylene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.348 4.72 ng/ul 108821  Chrysene-di12 21.684
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octocrylene 361 C24H27N02 006197-30-4 81
2 Octocrylene 361 C24H27N0O2 006197-30-4 43
3 Cinchophen 249 C16H11NO2 000132-60-5 22
4 9,10-ethenoanthracene, 9,10-dihy... 204 C16H12 1000400-47-8 18
5 Bis(4-fluorophenyl)methane 204 C13H1eF2 000457-68-1 18
Abundance Scan 3244 (22.348 min): BG062113.D\data.ms (-3240) (- | m/z 204.10 100.00%
204.1
50001 41.0
112.1
541 22.00 22.50
0° m/z 249.00 86.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #270869: Octocrylene
204.0
112.0
41.0 360.0
5000
22.00 22.50
‘ m/z 203.00 80.12%
O‘\\\\‘l\\'\l\‘”\\‘I\\‘“\LH\”\‘\\‘J\‘ ;l7TI4\"‘10‘\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #270868: Octocrylene
1120 2040
22.00 22.50
5000 360.0 m/z 232.05 78.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #134567: Cinchophen
249.0 22.00 22.50
m/z 248.10  69.95%
5000
750 176
L e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071724\
Data File : BG@62113.D

Acqg On : 17 Jul 2024 15:03
Operator : MA/JU

Sample : P3201-07

Misc

ALS vial : 9

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224 .MA.M
: SVOA CALIBRATION

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 17 Palmitoleamide Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
23.136 5.16 ng/ul 118848  Chrysene-di12 21.684
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Palmitoleamide 253 C16H31NO 106010-22-4 68
2 9-Octadecenamide 281 C18H35NO 003322-62-1 64
3 Octadecanamide 283 C18H37NO 000124-26-5 64
4 Tetradecanamide 227 C14H29NO 000638-58-4 59
5 trans-11-Icosenamide 309 C20H39NO 010586-57-9 38

Abundance Scan 3378 (23.135 min): BG062113.D\data.ms (-3373) (- | m/z 59.00 100.00%
59.0

%

5000
193.1 2830 387.0 4465 521. 23.00 23.50
0 : m/z 43.00 87.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #139496: Palmitoleamide
59.0
5000 —— ——
23.00 23.50
m/z 72.00 61.96%
0 | \h “ Ll nh h e, 194. 0 25?’ 0
’\\\\’\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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

—

Abundance #174772: 9-Octadecenamide
59.0
23.00 23.50
5000 m/z 41.05 61.79%
0
o LTS, oz

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

—— —

Abundance #177475: Octadecanamide
59.0 23.00 23.50
m/z 55.00 50.97%
- WWM
128.0 283.0
o,mt‘”,“xuwH_l?““f%wmWwW_WH_H — S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.00 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071724\
Data File : BG062113.D

Acqg On : 17 Jul 2024 15:03
Operator : MA/JU

Sample : P3201-07

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.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 6.097 4.0 ng/ul 32674 1 8.041 163116 20.0
unknown-02 8.817 2.3 ng/ul 18536 1 8.041 163116 20.0
Ethanone, 1-(1-... 9.140 4.5 ng/ul 36272 1 8.041 163116 20.0
unknown-03 9.281 4.2 ng/ul 34499 1 8.041 163116 20.0
Ethanol, 2-(hex... 9.357 3.6 ng/ul 29348 1 8.041 163116 20.0
unknown-04 10.074 2.8 ng/ul 35030 2 10.856 250262 20.0
unknown-05 10.309 6.6 ng/ul 82830 2 10.856 250262 20.0
5-Hydroxy-2-pyr... 10.633 2.5 ng/ul 30793 2 10.856 250262 20.0
unknown-06 12.354 4.5 ng/ul 56634 2 10.856 250262 20.0
Benzaldehyde, 3... 13.594 4.9 ng/ul 93681 3 14.681 381401 20.0
1-Octanamine, N... 14.587 11.7 ng/ul 222529 3 14.681 381401 20.0
1-Methyldodecyl... 16.414 3.4 ng/ul 79161 4 17.424 467328 20.0
Homosalate 18.024 3.4 ng/ul 78824 4 17.424 467328 20.0
7,9-Di-tert-but... 18.077 39.5 ng/ul 923197 4 17.424 467328 20.0
Oxybenzone 19.052 3.6 ng/ul 83278 4 17.424 467328 20.0
Octocrylene 22.348 4.7 ng/ul 108821 5 21.684 460796 20.0
Palmitoleamide 23.136 5.2 ng/ul 118848 5 21.684 460796 20.0
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