LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49352.D

Acqg On : 15 Jul 2021 7:08
Operator : CG/JU

Sample 1 M2971-12

Misc :

ALS Vvial : 27 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-BG070921.M
Title : SVOA CALIBRATION

Signal : TIC: BGO49352.D

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

# min  scan scan scan TY height area % max. total
1 3.106 5 11 20 rBV2 94487 224635 21.09% 1.780%
2 3.188 20 25 35 rvB 65528 120792 11.34% 0.957%
3  3.458 66 71 77 rvB3 9301 15942 1.50% 0.126%
4 3.876 139 142 160 rBV 105731 210951 19.81% 1.671%
5 4.498 246 248 252 rBvV2 1661 1813 0.17% 0.014%
6 5.409 400 403 406 rBV2 1395 1507 0.14% 0.012%
7 5.844 474 477 478 rBV 1644 1438 0.14% 0.011%
8 6.678 615 619 621 rBvV2 984 1531 0.14% 0.012%
9 7.142 694 698 699 rBv2 1487 1461 0.14% 0.012%
10 7.219 704 711 721 rBV 191965 341414 32.05% 2.705%
11  7.383 732 739 748 rBV 114325 196570 18.45% 1.557%
12 7.595 766 775 783 rBV 176685 310673 29.17% 2.461%
13 8.065 847 855 861 rBV 120362 206847 19.42%  1.639%
14 8.118 863 864 868 rVB2 2154 2253  0.21% 0.018%
15 8.770 968 975 984 rBvV2 243134 416916 39.14%  3.303%
16 9.228 1046 1053 1062 rBV 178746 333619 31.32% 2.643%
17 9.639 1118 1123 1129 rBV2 1900 3792 ©.36% 0.030%
18 9.957 1169 1177 1186 rBV2 166186 305878 28.72%  2.423%
19 10.503 1262 1270 1281 rBV 238516 440104 41.32% 3.486%
20 10.644 1289 1294 1303 rBvV2 28181 48437 4.55% 0.384%
21 10.885 1327 1335 1343 rVB 153452 288246 27.06%  2.283%
22 11.014 1349 1357 1365 rBV 199706 368914 34.64% 2.923%
23 11.337 1410 1412 1416 rBV2 1301 1721 0.16% 0.014%
24 11.384 1416 1420 1424 rVB2 1130 1525 0.14% 0.012%
25 12.466 1599 1604 1609 rBV3 3785 5311 ©0.50% 0.042%
26 13.059 1703 1705 1710 rVB2 2677 3446 0.32% 0.027%
27 13.312 1743 1748 1753 rBV3 3063 4727 ©.44% 0.037%
28 13.523 1780 1784 1785 rBV2 3041 2700 0.25% 0.021%
29 13.541 1785 1787 1791 rVB2 2075 3168 0.30% 0.025%
30 14.111 1877 1884 1891 rBV 421698 645963 60.65% 5.117%
31 14.352 1919 1925 1928 rBV5 4092 7847 0.74% 0.062%
32 14.404 1928 1934 1943 rVB 458203 711307 66.78% 5.635%
33 14.487 1943 1948 1951 rBV2 2301 3257 0.31% 0.026%
34 14.592 1964 1966 1971 rVB3 2106 2651 0.25% 0.021%
35 14.710 1979 1986 1993 rVB 262043 403353 37.87% 3.195%

36 14.904 2013 2019 2036 rBV 172130 298036 27.98%  2.361%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49352.D

Acqg On : 15 Jul 2021 7:08
Operator : CG/JU

Sample 1 M2971-12

Misc :

ALS Vvial : 27 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-BG070921.M
Title : SVOA CALIBRATION
37 15.274 2081 2082 2086 rBV2 1613 1717 e.16% 0.014%
38 15.486 2116 2118 2121 rBV3 1496 2211 0.21% ©0.018%
39 15.544 2126 2128 2131 rVB 2617 2680 0.25% 0.021%
40 15.615 2137 2140 2143 rBV2 1707 1680 0.16% 0.013%
41 15.703 2148 2155 2162 rBV 568767 868119 81.50% 6.877%
42 15.815 2168 2174 2184 rBV 179283 271626 25.50%  2.152%
43 15.938 2191 2195 2201 rVB4 6835 10355 0.97% ©0.082%
44 16.337 2259 2263 2265 rBV2 2179 2410 0.23% 0.019%
45 16.373 2265 2269 2271 rBV2 3260 3733 0.35% ©0.030%
46 16.484 2283 2288 2294 rVB3 9698 15014 1.41% 0.119%
47 16.584 2303 2305 2309 rBV3 2236 2144 0.20% 0.017%
48 16.684 2320 2322 2328 rVB4 5021 6012 0.56% 0.048%
49 16.843 2345 2349 2353 rBV3 6187 8441 0.79% 0.067%
50 16.907 2356 2360 2364 rBv4 2976 5383 0.51% ©0.043%
51 16.984 2369 2373 2377 rVB3 2419 3735 0.35% ©0.030%
52 17.131 2397 2398 2401 rBV2 1812 1713 0.16% 0.014%
53 17.166 2401 2404 2405 rVV3 1598 1936 0.18% 0.015%
54 17.195 2405 2409 2415 rVWV3 13298 21642 2.03% 0.171%
55 17.248 2416 2418 2421 rVB4 2805 2574  0.24% 0.020%
56 17.348 2430 2435 2436 rBV3 1763 1870 0.18% 0.015%
57 17.460 2445 2454 2461 rBV 323788 498104 46.76%  3.946%
58 17.560 2461 2471 2480 rVV2 623839 954435 89.61% 7.561%
59 17.683 2491 2492 2495 rBV 1747 2145 0.20% 0.017%
60 17.724 2498 2499 2502 rBV 1803 2134 0.20% 0.017%
61 17.765 2504 2506 2513 rVB4 2856 3479 ©.33% 0.028%
62 17.936 2532 2535 2537 rBV4 2219 2179 0.20% 0.017%
63 18.118 2560 2566 2569 rBVS5 6375 9655 0.91% 0.076%
64 18.224 2580 2584 2585 rBV3 1686 1768 0.17% 0.014%
65 18.241 2585 2587 2592 rVB5 3686 4812 0.45% ©0.038%
66 18.341 2597 2604 2609 rBV2 37168 57032 5.35% ©.452%
67 18.629 2651 2653 2657 rBV3 2288 1749 0.16% 0.014%
68 18.776 2674 2678 2684 rBV3 5632 9155 0.86% ©0.073%
69 18.852 2689 2691 2695 rVB2 2235 1899 0.18% 0.015%
70 19.064 2724 2727 2728 rBV 1910 1983 0.19% 0.016%
71 19.111 2731 2735 2737 rBV4 3932 5176 ©.49% 0.041%
72 19.193 2746 2749 2752 rVB5 3541 4085 0.38% 0.032%
73 19.269 2758 2762 2767 rBV5 3781 6937 0.65% 0.055%
74 19.387 2780 2782 2783 rBV 2103 1737 0.16% 0.014%
75 19.410 2783 2786 2790 rVB3 9026 12519 1.18% ©.099%
76 19.487 2794 2799 2801 rBV2 9519 12380 1.16% ©.098%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49352.D

Acqg On : 15 Jul 2021 7:08
Operator : CG/JU

Sample 1 M2971-12

Misc :

ALS Vvial : 27 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-BG070921.M
Title : SVOA CALIBRATION

77 19.610 2817 2820 2823 rBV3 7332 8178 0.77% 0.065%
78 19.733 2840 2841 2843 rBV2 2026 1554 0.15% 0.012%
79 19.845 2854 2860 2866 rBV 749875 1056065 99.15%  8.366%
80 20.198 2918 2920 2922 rBV3 2065 1654 0.16% 0.013%
81 20.744 3009 3013 3017 rVB4 13276 16569 1.56% 0.131%
82 20.815 3021 3025 3030 rVV 246657 290121 27.24%  2.298%
83 21.008 3056 3058 3062 rVB4 5044 5100 ©0.48% 0.040%
84 21.097 3070 3073 3077 rBV4 8638 11016 1.03% ©0.087%
85 21.367 3115 3119 3127 rBV2 118174 197257 18.52% 1.563%
86 21.743 3176 3183 3190 rVB 323993 527288 49.50% 4.177%
87 22.560 3317 3322 3327 rBV5 26448 59950 5.63% 0.475%
88 24.081 3577 3581 3587 rVB5 18029 34279  3.22% 0.272%
89 24.810 3694 3705 3718 rVB2 379896 1065133 100.00%  8.438%
90 25.033 3733 3743 3755 rVB2 186838 571687 53.67% 4.529%
91 26.208 3941 3943 3944 rBv2 12381 10139 ©.95% ©0.080%

Sum of corrected areas: 12623093
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 15 Jul 2021 7:08
: CG/IU
: M2971-12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
BGO49352.D

: 27  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BG@49352.D

Acq On : 15 Jul 2021 7:08
Operator : CG/JU

Sample : M2971-12

Misc :

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 (DEL) Alkane: Cyclic3.11 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.116 21.72 ng/ul 224635 1,4-Dichlorobenzene-d4 8.065

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane 84 C6H12 000110-82-7 91
2 Cyclohexane 84 C6H12 000110-82-7 87
3 Cyclohexane 84 C6H12 000110-82-7 86
4 Cyclohexane 84 C6H12 000110-82-7 72
5 Cyanic acid, 2-methylpropyl ester 99 C5HO9NO 001768-25-8 59
Abundance  Scan 11 (3.106 min): BG049352.D\data.ms (-5) (-) m/z 56.20 100.00%
56.2
41.1 84.2
5000 '
69'1 ‘\H\‘\H\‘HH‘\\H‘\H\‘
‘ ‘ 3.103.203.303.403.50
S | O S RO m/z 41.10 56.89%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1455: Cyclohexane
560 84.0
5000 410 [T T T e e oy
69.0 3.103.203.303.403.50
m/z 84.15 49.76%
270
15.0 ‘ A L 1
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1456 Cyclohexane
56.0
840 [T T T[T T[T T[T T T[T TTT
41.0 3.103.203.303.403.50
5000 m/z 55.20 35.96%
27.0
69.0
120l “\ |
N I
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1457: Cyclohexane e
56.0 3.103.203.303.403.50
410 84.0 m/z 39.10  28.72%
5000
27.0
69.0
15.0 ‘
B 1 P "N NS " O U 0 WU
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BG@49352.D

Acq On : 15 Jul 2021 7:08
Operator : CG/JU

Sample : M2971-12

Misc :

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Butane, 2-methoxy-2-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
319 11.68 ng/ul 120792  1,4-Dichlorobenzene-d4  8.065
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 ceH140 000994-05-8 83

2 Butane, 2-methoxy-2-methyl-
3 Silane, ethyltrimethyl-

102 C6H140
102 C5H14Si

4 Butanoic acid, 2-hydroxy-2-methy... 132 C6H1203

5 3-Pentanol, 2,4-dimethyl-

116 C7H160

Abundance  Scan 25 (3.188 min): BG049352.D\data.ms (-20) (-)
2

000994-05-8 78
003439-38-1 36
032793-34-3 12
000600-36-2 9

m/z 73.15 100.00%

73.
5000
T
39 ‘ 320 340 3.60
ol M b e 321 nyz 43.10 49.87%
miz--> 50 100 150 200 250 300
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 \\‘\\\\’\\\\‘\\
3.20 340 3.60
m/z 55.15  28.22%
||
O T h‘\ ‘WH‘ H\ \“ TT ‘ T T T 7T ‘ T T T T ‘ T T T 7T ‘ L ‘ L
miz--> 50 100 150 200 250 300
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
e
3.20 340 3.60
5000 m/Z 87.20 23.53%
39,0 ‘
oJML“
miz--> 50 100 150 200 250 300
Abundance #4398: Silane, ethyltrimethyl- T
73.0 3.20 340 3.60
m/z 45.10 12.60%
5000
29\0\” wll ‘\ L A A
o e o o A A
m/z--> 50 100 150 200 250 300 3.20 340 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71421\
Data File : BG@49352.D

Acq On : 15 Jul 2021 7:08

Operator : CG/JU

Sample : M2971-12

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
: SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Propanoic acid, 2-hydroxy-, Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.640 3.36 ng/ul 48437  Naphthalene-d8 10.885
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-hydroxy-, 2-me. 146 C7H1403 000585-24-0 64
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 64
3 Butane, 1,1'-[oxybis(2,1-ethaned... 218 C12H2603 000112-73-2 64
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 56
5 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 56

5000

0

m/z-->
Abundance

5000

0

m/z-->
Abundance

5000

0
m/z-->
Abundance

5000

Abundance Scan 1294 (10.644 min): BG049352.D\data.ms (-1289) (- m/z 45.10 100.00%
4!:
75.1 e —M
101 1 10.50 11.00
131.2
S— “m ““ e B2 w2 s7.20 85.51%
20 40 60 80 100 120 140
#21998: Propanoic acid, 2-hydroxy-, 2-methylpropyl ester
453.0
R R L e
10.50 11.00
29.0 m/z 41.20 48.64%
I T
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
60 80 100 120 140
#32655: Ethanol, 2-(2-butoxyethoxy)-
57.0
10.50 11.00
m/z 75.10 22.34%
29.0
75.0
S P I YT
20 40 60 80 100 120 140 /\
#75667: Butane, 1,1'-[oxybis(2,1-ethanediyloxy)]bis- R i
57.0 10.50 11.00
m/z 56.20 18.00%
41.
75.0
T A Y P O =T NN | [
20 40 60 80 100 120 140 10.50 11.00

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BG@49352.D

Acq On : 15 Jul 2021 7:08
Operator : CG/JU

Sample : M2971-12

Misc :

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.340 2.29 ng/ul 57032  Phenanthrene-d10 17.460
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 72
3 Pentadecanoic acid 242 C15H3002 001002-84-2 62
4 Tridecanoic acid 214 C13H2602 000638-53-9 59
5 Tridecanoic acid 214 C13H2602 000638-53-9 59
Abundance Scan 2604 (18.341 min): BG049352.D\data.ms (-2597) (- m/z 60.10 100.00%
60.1
5000
129.2 213.4
97.2 171.2 At e
‘ M ‘ ‘ 256.4 18.00 18.50
0 “!Uw!u‘Uh_““ww_HM“HJW“HH‘HWM_M‘_ m/z 73.10  83.92%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6Q.0
5000 129.0
18.00 18.50
157.01g5 02130  256.0 m/z 43.15 83.31%
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
73.0
= —
43.0 18.00 18.50
5000 m/z 55.20 74.31%
129.0
1710 5140
101.0 ‘ ‘
01‘519‘:”“‘;““‘1”‘ H“ wm ﬂ‘“ Jw‘:‘m‘mw‘HH_‘m_wwww
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 ,73.0 18.00 18.50
m/z 57.15 62.93%
5000 129.0
199.0
s e T ey
osol WAl A [0 1L, | i
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BG@49352.D

Acq On : 15 Jul 2021 7:08
Operator : CG/JU

Sample : M2971-12

Misc :

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Diisooctyl adipate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.810 11.00 ng/ul 290121 Chrysene-d12 21.743
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diisooctyl adipate 370 C22H4204 001330-86-5 91
2 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 91
3 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 87
4 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 72
5 Hexanedioic acid, mono(2-ethylhe... 258 C14H2604 004337-65-9 59
Abundance Scan 3025 (20.815 min): BG049352.D\data.ms (-3021) (- m/z 129.15 100.00%
129.2
57.1
5000
“ 20.50 21.00
241.4 ,
(- M\ | 1009 7T 3011 4300 L 5715 70.56%
m/z--> O 100 150 200 250 300 350 400
Abundance #196853: Diisooctyl adipate
129.0
57.0
5000
2050 2100
m/z 55.20 55.43%
241.0
0 Ll 1830 || 313.0 3700
‘\\\\‘\!\\‘\\ \’\\\\I\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 100 150 200 250 300 350 400
Abundance #196971. Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
57.0 2050 2100
5000 m/z 43.20 38.79%
oL 0 w\ “\ k3130 3700
miz--> 0 50 100 150 200 250 300 350 400
Abundance #196857: Hexanedioic acid, dioctyl ester ey
129.0 2050 2100
57.0 m/z 41.15 35.57%
5000
241.0
ol bddlly) | ) 1850 | 3130 3700
\“‘w‘ R A R e e e
m/z--> 0 50 100 150 200 250 300 350 400 2050 2100
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\

Library Search Compound Report

Data File : BG@49352.D

Acq On : 15 Jul 2021 7:08
Operator : CG/JU

Sample : M2971-12

Misc :

ALS vial : 27

Quant Method
Quant Title

TIC Library
TIC Integratio

Sample Multiplier: 1

¢ C:\DATABASE\NIST11.L
n Parameters: LSCINT.P

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
: SVOA CALIBRATION

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Heptadecyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.370  7.48 ng/ul 197257 Chrysene-diz 21.743
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H3SF702  959085-66-6 94

2 Heptafluorobutyric acid, hexadec... 438 C20H33F702
3 Pentafluoropropionic acid, penta... 374 C18H31F502
4 Eicosyl pentafluoropropionate 444 C23H41F502
5 Heneicosyl heptafluorobutyrate 508 C25H43F702

006385-15-5 91
959092-08-1 91
1000351-80-8 91
1000351-83-8 91

Abundance Scan 3119 (21.367 min): BG049352.D\data.ms (-3115) (- m/z 57.15 100.00%

57.1
5000
111.2
o ey
M ‘ ‘ 68.3 221.3265.1 355.2 22,90 2450
ol dhdli i) 4683 22132651 3852 . 43.15  94.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227401: Heptadecyl heptafluorobutyrate
57.0
5000 o] e
11.0 21.00 21.50
m/z 55.15  82.52%
1690 2380
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecyl ester
57.0
e T
21.00 21.50
m/z 69.15 62.40%
5000 11.0
169
2240
oL L T 2200200 oo
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57.0 21.00 21.50
m/z 83.20 55.36%
5000 11.0
210.0
ol LLLLL s, 21002550 sseo
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BG@49352.D

Acq On : 15 Jul 2021 7:08
Operator : CG/JU

Sample : M2971-12

Misc :

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 1-Decanol, 2-hexyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.560 2.27 ng/ul 59950 Chrysene-di12 21.743
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 52
2 Decane, 1,1'-oxybis- 298 C20H420 002456-28-2 45
3 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 43
4 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 43
5 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 43

Abundance Scan 3322 (22.560 min): BG049352.D\data.ms (-3317) (- m/z 57.15 100.00%
1

1
5000
111.2 208.1 iy Moy

M
‘ 162.3 2821 339 22.50
ob—Lyll “ \L‘H\“H‘ il byl M I “ L —— m/z 43.20 90.46%
miz-> 50 100 150 200 250 300
Abundance #95991: 1-Decanol, 2-hexyl-
57.0
5000 L
22.50
FIO m/z 71.15  48.01%
e ‘M“ | ‘\‘h | 1390 224.0
O L T ‘ T ‘ L ‘ L ‘ L ‘ L
miz-> 50 100 150 200 250 300
Abundance #143258: Decane, 1,1'-oxybis-
57.0
5000 m/Z 41.20 43.61%

22.50

7.0
140.0
J“HH 1850 2550
m/z--> 50 160 1%0 260 2%0 360
Abundance #119525: 1-Decanol, 2-octyl-

50,1,
57.0 22.50

S0 4,
5000
7.0
139.0
0 Mﬁh% 820 2520 ”4“VWWNW‘ ‘

m/z--> 50 100 150 200 250 300 22.50

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49352.D

Acqg On : 15 Jul 2021 7:08
Operator : CG/JU

Sample : M2971-12

Misc :

ALS Vvial : 27 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: C... 3.110 21.7 ng/ul 224635 1 8.065 206847 20.0
Butane, 2-metho... 3.190 11.7 ng/ul 120792 1 8.065 206847 20.0
Propanoic acid,... 10.640 3.4 ng/ul 48437 2 10.885 288246 20.0
n-Hexadecanoic ... 18.340 2.3 ng/ul 57032 4 17.460 498104 20.0
Diisooctyl adipate 20.810 11.0 ng/ul 290121 5 21.743 527288 20.0
Heptadecyl hept... 21.370 7.5 ng/ul 197257 5 21.743 527288 20.0
1-Decanol, 2-he... 22.560 2.3 ng/ul 59950 5 21.743 527288 20.0
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