LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62443.D

Acqg On : 16 Aug 2024 14:09
Operator : MA/JU

Sample : P3555-06

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-BG081424.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO62443.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.417 19 22 30 rvB6 9148 17755 1.33% 0.110%
2 3.676 62 66 76 rVB 49476 80687 6.06% 0.501%
3 3.823 88 91 99 rBV 43291 69926 5.25% 0.434%
4 4.163 146 149 152 rVB4 2594 3692 0.28% 0.023%
5 6.037 465 468 475 rBV3 3661 5739 0.43% 0.036%
6 6.942 618 622 625 rVB5 2783 3777 0.28% 0.023%
7 7.112 645 651 661 rBV 153635 269583 20.24% 1.674%
8 7.283 674 680 691 rVWW 100547 168610 12.66% 1.047%
9 7.488 708 715 721 rVWV 128839 222815 16.73% 1.383%
10 7.547 721 725 737 rVB2 23944 40666 3.05% 0.252%
11 7.958 787 795 802 rBV 213914 356954 26.80% 2.216%
12 8.017 802 805 810 rVB3 3724 5309 0.40% 0.033%
13 8.651 906 913 924 rBV 177724 300193 22.54% 1.864%
14 9.110 983 991 999 rBV 127633 222036 16.67% 1.379%
15 9.186 999 1004 1012 rVV5 4038 9650 0.72% 0.060%

16 9.668 1081 1086 1092 rVB2 16278 23960  1.80%
17 9.832 1107 1114 1121 rBV 106561 184996 13.89%
18 10.367 1199 1205 1212 rBV 176836 315279 23.67%
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19 10.749 1260 1270 1279 rBV 332465 602553 45.24% 741%
20 10.878 1285 1292 1298 rBV2 46466 80627 6.05% 501%
21 11.277 1356 1360 1366 rVB4 8860 13063 0.98% ©0.081%
22 11.483 1389 1395 1409 rBV 66348 120088 9.02% 0.746%
23 11.683 1422 1429 1436 rVB4 1504 3364 0.25% 0.021%
24 12.176 1508 1513 1518 rBV4 3907 5984 ©.45% 0.037%
25 12.335 1533 1540 1545 rBV3 2913 5935 0.45% 0.037%
26 13.134 1672 1676 1679 rVB3 2448 3152 0.24% 0.020%
27 13.416 1718 1724 1730 rW 10557 15632 1.17% ©.097%
28 13.909 1805 1808 1814 rBV5 5486 7719 0.58% 0.048%
29 13.979 1814 1820 1826 rBV 360156 515197 38.68%  3.199%
30 14.068 1832 1835 1839 rVwv3 2814 3130 0.23% 0.019%
31 14.226 1857 1862 1863 rBV2 5779 8589  0.64% 053%

32 14.267 1863 1869 1876 rVB 401578 641881 48.19%
33 14.485 1900 1906 1912 rBV 272533 353791 26.56%
34 14.579 1912 1922 1930 rVB 596226 914573 68.66%
35 14.690 1938 1941 1944 rVB5 2421 3208 0.24%
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36 14.784 1944 1957 1958 rBV2 428101 814839 61.17% 5.059%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62443.D

Acqg On : 16 Aug 2024 14:09
Operator : MA/JU

Sample : P3555-06

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-BG081424.MA.M
Title : SVOA CALIBRATION
37 14.984 1987 1991 1996 rBV5 5132 7962 0.60% 0.049%
38 15.084 2004 2008 2010 rBvV3 2646 3861 ©0.29% 0.024%
39 15.166 2020 2022 2026 rBv4 2796 3442 0.26% 0.021%
40 15.372 2054 2057 2059 rBv4 3029 3760 0.28% 0.023%
41 15.436 2062 2068 2072 rVV 14961 22933  1.72% 0.142%
42 15.566 2082 2090 2100 rVB 561722 839541 63.03% 5.213%
43 15.677 2102 2109 2116 rBV2 138454 233178 17.51% 1.448%
44 15.736 2116 2119 2122 rVB4 3971 5524 0.41% 0.034%
45 15.812 2129 2132 2133 rBV3 2788 3124 0.23% 0.019%
46 15.836 2134 2136 2141 rVB4 3824 5085 0.38% 0.032%
47 15.936 2148 2153 2155 rBV5 3262 3810 ©.29% 0.024%
48 16.006 2159 2165 2169 rBvV7 2442 5666 ©0.43% 0.035%
49 16.053 2169 2173 2177 rBV5 3291 5998 0.45% 0.037%
50 16.118 2179 2184 2189 rBV7 7059 12804 0.96% 0.079%
51 16.294 2210 2214 2217 rBV 17761 23396 1.76% 0.145%
52 16.646 2270 2274 2276 rBv4 2875 3959 0.30% 0.025%
53 16.711 2281 2285 2288 rVV5 4474 6299 0.47% 0.039%
54 16.805 2298 2301 2304 rvB3 2930 3246 0.24% 0.020%
55 16.881 2310 2314 2318 rvv7 6379 11367 ©0.85% 0.071%
56 16.928 2318 2322 2325 rVV2 14319 18273 1.37% 0.113%
57 16.970 2325 2329 2336 rVB8 12870 24281 1.82% 0.151%
58 17.046 2336 2342 2343 rBV4 3830 5829 0.44% 0.036%
59 17.087 2345 2349 2352 rVV 13622 18589 1.40% 0.115%
60 17.134 2353 2357 2363 rVB7 13636 20612 1.55% 0.128%
61 17.316 2381 2388 2394 rVV 750231 1121163 84.17% 6.961%
62 17.410 2398 2404 2410 rVV2 557882 888064 66.67% 5.514%
63 17.463 2410 2413 2418 rVB6 20336 25481 1.91% 0.158%
64 17.610 2434 2438 2440 rBV5S 8142 9982 0.75% 0.062%
65 17.686 2446 2451 2453 rBV5 5075 8023 0.60% 0.050%
66 17.821 2471 2474 2478 rBV 12112 12507 0.94% 0.078%
67 17.898 2483 2487 2491 rVB4 7672 10072 0.76% 0.063%
68 17.992 2499 2503 2509 rVB4 19679 27556 2.07% 0.171%
69 18.045 2509 2512 2515 rBVS 3348 4213 0.32% 0.026%
70 18.086 2515 2519 2522 rBV5S 4669 6095 0.46% 0.038%
71 18.209 2535 2540 2549 rBV 151401 238855 17.93% 1.483%
72 18.280 2549 2552 2559 rVB6 13108 23498 1.76% 0.146%
73 18.426 2575 2577 2581 rBV5S 5878 8766 0.66% 0.054%
74 18.515 2588 2592 2595 rBv4 11121 16170 1.21% 0.100%
75 18.638 2611 2613 2618 rVB6 4691 6033 0.45% 0.037%
76 18.691 2618 2622 2624 rBV5 3590 3367 0.25% 0.021%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62443.D

Acqg On : 16 Aug 2024 14:09
Operator : MA/JU

Sample : P3555-06

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-BG081424.MA.M
Title : SVOA CALIBRATION
77 18.949 2662 2666 2669 rVB6 7513 12719 ©.95% ©.079%
78 19.084 2684 2689 2695 rBV8 10782 22545 1.69% 0.140%
79 19.161 2695 2702 2707 rVVe6 45402 70519 5.29% 0.438%
80 19.261 2714 2719 2723 rBVe 13677 27150 2.04% 0.169%
81 19.290 2723 2724 2727 rVV3 8918 8238 0.62% 0.051%
82 19.337 2729 2732 2734 rVWV2 10055 12490 0.94% 0.078%
83 19.484 2753 2757 2761 rBV 55908 77225 5.80% 0.479%
84 19.637 2779 2783 2787 rBV3 20201 34267 2.57% ©0.213%
85 19.695 2787 2793 2797 rBV 784717 1246445 93.58% 7.739%
86 19.960 2835 2838 2843 rVB6 13846 15406 1.16% ©.096%
87 20.148 2866 2870 2876 rBV9 10745 21493 1.61% ©0.133%
88 20.247 2885 2887 2892 rVB4 15620 17011 1.28% ©.106%
89 20.670 2957 2959 2963 rVB4 18593 19518 1.47% 0.121%
990 21.041 3019 3022 3029 rVB 45017 62692 4.71% 0.389%
91 21.187 3045 3047 3049 rBV2 11375 12694 ©.95% ©.079%
92 21.228 3050 3054 3062 rVvV 157367 253155 19.01% 1.572%
93 21.557 3104 3110 3121 rVB2 778140 1238052 92.95% 7.687%
94 21.775 3143 3147 3152 rBV4 18673 29269 2.20% ©.182%
95 22.374 3244 3249 3258 rVB6 59569 132802 9.97% ©.825%
96 23.801 3487 3492 3497 rBV2 37727 69877 5.25% 0.434%
97 24.436 3590 3600 3615 rVB 427864 1149857 86.33% 7.139%
98 24.647 3627 3636 3646 rBV 493634 1331988 100.00% 8.270%
99 25.910 3846 3851 3852 rBV5 22271 35489 2.66% 0.220%
100 27.079 4045 4050 4064 rVB9 24521 87716 6.59% 0.545%
Sum of corrected areas: 16105953
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62443.D

Acqg On : 16 Aug 2024 14:09
Operator : MA/JU

Sample : P3555-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG062443.D\data.ms
800000

700000
600000
500000
400000
10.749
300000

200000 7 112 8.651 10.367

7,488 9110 g ga»
1000001  3.676p3 10.87g 11483
A7 4163 6.037 6.042 || /P47 gp17 186 9.66 1127111683 12107835

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11 50 12.00 12.50
Abundance TIC: BG062443.D\data.ms

19.695 21.557
800000 17.316 i

o

700000

14.579
600000 15.566 17.410

500000
400000 13.9]7'3'267
300000

200000

22.374

100000

15341613

- d )
L I L I A B B B B B B (O L L L L L L L L ) I L L BN

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: BG062443.D\data.ms
800000

700000
600000
500000
400000
300000
200000
100000 : . 27.079

MWWWWWM%

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_G\Data\BG@81524\
Data File : BG@62443.D

Acqg On : 16 Aug 2024 14:09
Operator : MA/JU

Sample : P3555-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.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 2
R.T. EstConc Area Relative to ISTD R.T.
3.676 4.52 ng/ul 80687 1,4-Dichlorobenzene-d4 7.958

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 78
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 78
3 Propylene Glycol 76 C3H802 000057-55-6 64
4 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 64
5 2-Pentanol 88 C5H120 006032-29-7 9
Abundance  Scan 66 (3.676 min): BG062443.D\data.ms (-62) (-) m/z 45.15 100.00%
45.1
5000 /\\
R e man
61.1 3.40 3.60 3.80 4.00
Ol 20l 30717 76.0 B8O sz 43.15  18.29%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1083: Propylene Glycol
45.0
5000
3.40 3.60 3.80 4.00
m/z 44.15 5.96%
o 19.0 m 370 53080 .
\\\‘\\\\‘\\\1‘\\\\‘\\\‘\f\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1091: R-(-)-1,2-propanediol
45.0
R A
3.40 3.60 3.80 4.00
5000 m/z 61.15 5.21%
29.0
0 \\\‘370‘\‘ 530510 760
H"‘H‘“H“‘H“‘H“‘H‘,‘H“‘H‘,‘H““
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1085: Propylene Glycol R
45.0 3.40 3.60 3.80 4.00
m/z 42.10 2.99%
5000
31.0
o B0 53080 760
"w“"‘H‘“‘H‘“‘H““‘M““H““H““‘ Ra
m/z--> 10 20 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62443.D

Acqg On : 16 Aug 2024 14:09
Operator : MA/JU

Sample : P3555-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.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 Diethyl carbitol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.547 2.28 ng/ul 40666 1,4-Dichlorobenzene-d4 7.958

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyl carbitol 162 C8H1803 000112-36-7 72
2 Diethyl carbitol 162 C8H1803 000112-36-7 72
3 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 50
4 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 50
5 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 50
Abundance Scan 725 (7.547 min): BG062443.D\data.ms (-721) (-) m/z 45.15 100.00%
45.1
5000
59.1
722 A AR R R
‘\ . M 103.2 7.20 7.40 7.60 7.80
O+ e e e e m/z 59.15 31.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #38389: Diethyl carbitol
45.0
5000 590 72.0 A\‘uu‘\(‘u,’%\/\‘\”\u‘/\\
310 7.20 7.40 7.60 7.80
m/z 72.15 16.39%
5. 150 | ‘ I 890 10301460
H‘HH‘\H!‘!H\‘!H\‘\H\‘H\\‘H\\‘HH‘\\H‘\\H‘\H\‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #38390: Diethyl carbitol
45.0
T
7.20 7.40 7.60 7.80
5000 59.0 72.0 m/z 43.15 13.00%
31.0
o 15.0 M‘ M 89.0 103.0116.0
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #17318: Ethanol, 2-(2-ethoxyethoxy)-
45.0 7.20 7.40 7.60 7.80
m/z 73.15 11.78%
5000 590
31.0 72.0
P S N Xt £ 2 AMM
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62443.D

Acqg On : 16 Aug 2024 14:09

Operator : MA/JU

Sample : P3555-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424 .MA.M
: SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST20.L
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 1-Phenoxypropan-2-ol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.483 3.99 ng/ul 120088 Naphthalene-d8 10.749
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 96
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 64

Abundance Scan 1395 (11.483 min): BG062443.D\data.ms (-1389) (- | m/z 94.15 100.00%
94.2
5000
77.2
fﬁl ‘ ‘ ‘1192 152.2 1150
S 1 “HJ,m“_‘H_m_m‘ m/z 77.15  28.25%
m/z--> 20 40 60 100 120 140
Abundance #30123: 1- Phenoxypropan -2-0
94.0
5000
1150
7.0 1520 Mz 51.18  15.48%
m/z--> 100 120 140
Abundance #30117 1- Phenoxypropan 2-ol
94.0
Mo ARk ‘ ]
11.50
5000 m/z 78.15 15.39%
7.0 152.0
7o 1 1 | |ueo
oH‘w‘mw‘w‘m,‘m_m_m_m‘
m/z--> 20 100 120 140
Abundance #30125: 1- Phenoxypropan 2-ol et
94.0 11.50
m/z 45.15 15.20%
5000
45.0 77.0 152.0
SRS SRRSO B NSO S
m/z--> 60 80 100 120 140 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62443.D

Acqg On : 16 Aug 2024 14:09
Operator : MA/JU

Sample : P3555-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.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 Octane, 1,1'-oxybis- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.485 7.74 ng/ul 353791  Acenaphthene-d10 14.579
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 80
2 Eicosyl octyl ether 410 C28H580 1000406-38-8 72
3 Docosyl octyl ether 438 C30H620 1000406-38-9 72
4 Decane, 5,6-dipropyl- 226 C1l6H34 119209-20-0 59
5 2-Ethylhexyl mercaptoacetate 204 C10H2002S 007659-86-1 59
Abundance Scan 1906 (14.485 min): BG062443.D\data.ms (-1900) (- | m/z 57.15 100.00%
57.1
5000
4,8 150
o b - ews2 m/z 71.15  65.36%
m/z--> 50 100 15 200 250 300
Abundance #126390: Octane, 1,1'-oxybis-
57.0
5000 AL A
14.50
m/z 43.15 41.66%
Olsd ! ‘\‘ 10 1430 185.0
L \ ‘ T L T ’ T T T T ’ T T T T ‘ T
m/z--> 100 150 200 250 300
Abundance #308229: Eicosyl octyl ether
57.0 AA
g
14.50
5000 ITI/Z 41.15 29.96%
97.0
0 | “ Al \H\ \H L\ m \'1410 1830 2250 2810
L e — :
miz--> 50 100 150 200 250 300
Abundance #321444: Docosyl octyl ether ==
57.0 14.50
m/z 55.15 20.25%
5000
97.0
i AT AR A —
m/z--> 50 100 150 200 250 300 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62443.D

Acqg On : 16 Aug 2024 14:09
Operator : MA/JU

Sample : P3555-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.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 Tridecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.209 4.26 ng/ul 238855  Phenanthrene-di10 17.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
5 Pentadecanoic acid 242 C15H3002 001002-84-2 81

Abundance Scan 2540 (18.209 min): BG062443.D\data.ms (-2535) (- | m/z 43.15 100.00%

431 731
5000
129.2 132 ey

\ T
‘ ‘ H‘l 1.2 157.3185.2 256.2 18.00 18.50
0 HW‘HAJJNJWMquLw“um‘VHﬁ_ﬂ‘ﬂu‘_uu_m‘_ul_ m/z 73.10  88.35%
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
e
43.0 730
5000 129.0 s ey
18.00 18.50
171.0 m/z 60.15 87.28%
N
OJ\-\\I:_)\.R‘}H‘“‘HH\“\‘1\‘\‘H!\H““H‘M‘\‘\‘H“H}\“HH‘\‘\H‘H\‘\‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
—— ot
18.00 18.50
5000 129.0 ITI/Z 57.15 80.90%
: 157-0185.0213'0 256.0
oww“:‘u
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid T — T
43.0 73.0 18.00 18.50

256.0

5000
129.0
213.0
‘ Hlﬂ 15701850
15.0 | i M‘ H“ . H‘H“ Ll ‘ ‘ Ll L ‘ ‘ ‘ ‘

T
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 18.00 18.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62443.D

Acqg On : 16 Aug 2024 14:09
Operator : MA/JU

Sample : P3555-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.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 (DEL) Alkane: Cyclic21.229 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.229 4.09 ng/ul 253155  Chrysene-di12 21.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 95
2 1-Hexacosene 364 C26H52 018835-33-1 94
3 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
4 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91

Abundance Scan 3054 (21.228 min): BG062443.D\data.ms (-3050) (- | m/z 57.15 100.00%
1

b1
5000
111.2

167.3 222.2 281.9
ol AARRALL R0 2222 2819 3569 m/z 43.15 98.58%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #71732: Cyclotetradecane
55.0

5000 — —
21.00 21.50
11.0 m/z 55.15 81.20%
LT, asso
O\\\“\\1‘\}\\‘\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #273800: 1-Hexacosene
57.0
— —
21.00 21.50
5000 11.0 m/z 83.15 66.65%

LU gers a0 20 sswo
m/z--> 50 100 150 200 250 300 350 400 450

Abundance  #330472: Heptafluorobutyric acid, n-octadecy! ester ——
57.0 21.00 21.50
m/z 97.15 61.18%

5000 11.0
169.0 2520
J |\ ‘ \‘L \H\ ‘\}\‘ \h‘ " “ ' 448.(

ot b, e A — —
miz--> 50 100 150 200 250 300 350 400 450 21.00 21.50

SFAM-EPA-BGO81424.MA.M Sat Aug 17 04:03:45 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62443.D

Acqg On : 16 Aug 2024 14:09
Operator : MA/JU

Sample : P3555-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.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 (DEL) Alkane: Cyclic22.374 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.374 2.15 ng/ul 132802  Chrysene-di2 21.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 90
2 Cyclopentadecane 210 C15H30 000295-48-7 90
3 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 90
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 90
5 1-Heneicosanol 312 C21H440 015594-90-8 90
Abundance Scan 3249 (22.374 min): BG062443.D\data.ms (-3244) (- | m/z 57.15 100.00%
57.1
97.2
5000
— ——
22.00 22.50
p— m/z 43.15  91.29%
m/z--> 50 100 150 200 250 300 350
Abundance #87653: Cyclopentadecane
83.0
41.0 210.0
5000 — ——
22.00 22.50
25.0 m/z 55.15 80.37%
0 \L‘\ ‘i““\ T \‘“\‘h‘\ ‘“ “}\Gg?\ T \‘ L L I B
miz--> 50 100 150 200 250 300 350
Abundance #87654: Cyclopentadecane
55.0
— ——
22.00 22.50
5000 7.0 m/z 69.25  75.93%
UL o 200
(IS ¥ I O —
m/z--> 50 100 150 200 250 300 350
Abundance #257310: Bromoacetic acid, pentadecy! ester — —
43.0 22.00 22.50
83.0
m/z 97.15 68.09%
5000
]‘23.0
182.0
ol LT 120, ammg it
m/z--> 50 100 150 200 250 300 350 22.00 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81524\
Data File : BG@62443.D

Acqg On : 16 Aug 2024 14:09
Operator : MA/JU

Sample : P3555-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@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 3.676 4.5 ng/ul 80687 1 7.958 356954 20.0
Diethyl carbitol 7.547 2.3 ng/ul 40666 1 7.958 356954 20.0
1-Phenoxypropan... 11.483 4.0 ng/ul 120088 2 10.749 602553 20.0
Octane, 1,1'-ox... 14.485 7.7 ng/ul 353791 3 14.579 914573 20.0
Tridecanoic acid 18.209 4.3 ng/ul 238855 4 17.316 1121160 20.0
(DEL) Alkane: C... 21.229 4.1 ng/ul 253155 5 21.557 1238050 20.0
(DEL) Alkane: C... 22.374 2.1 ng/ul 132802 5 21.557 1238050 20.0
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