LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51638.D

Acqg On : 18 Dec 2021 20:45
Operator : CG/JU

Sample : M5153-10

Misc :

ALS Vvial : 54 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-BG121421.M
Title : SVOA CALIBRATION

Signal : TIC: BGO51638.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.600 14 19 25 rBvV3 7874 12386 ©.59% 0.084%
2 4.029 88 92 108 rBvV 52944 91279 4.36% 0.623%
3 7.154 617 624 630 rVB4 6018 13644 0.65% 0.093%
4 7.254 637 641 646 rvB2 7457 12100 ©0.58% 0.083%
5 7.401 660 666 676 rVB 143744 267223 12.77% 1.823%
6 7.577 689 696 707 rBV 100448 180066 8.61% 1.228%
7 7.800 723 734 746 rVB 129521 253082 12.10% 1.726%
8 8.188 797 800 806 rVW4 7942 16052 0.77% 0.109%
9 8.270 806 814 820 rVvv2 128173 258809 12.37% 1.765%
10 8.346 822 827 833 rVBS 9899 21664 1.04% 0.148%
11 8.470 842 848 853 rBV2 30334 53136 2.54% 0.362%
12 8.529 853 858 862 rvv3 12359 26199 1.25% 0.179%
13 8.570 862 865 870 rVB3 9937 14269 0.68% 0.097%
14 8.963 926 932 940 rVWW2 173772 312904 14.96%  2.134%
15 9.134 956 961 963 rBV5S 9918 14352 0.69% 0.098%
16 9.439 1003 1013 1020 rwV 127060 253925 12.14% 1.732%
17 9.609 1037 1042 1045 rBV5 11083 19993 0.96% 0.136%
18 9.656 1045 1050 1056 rVB5 11163 23549 1.13% 0.161%
19 9.874 1081 1087 1091 rVB6 11409 23840 1.14% 0.163%
20 9.938 1091 1098 1101 rBV5 15221 26226 1.25% 0.179%
21 10.173 1130 1138 1144 rBV 115880 219449 10.49% 497%
22 10.226 1144 1147 1151 rVB3 9056 12818 0.61% 087%
23 10.291 1151 1158 1163 rBV8 7475 13111 0.63%

24 10.714 1221 1230 1238 rVV 171148 324839 15.53%
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25 11.113 1286 1298 1304 rBV 164539 316486 15.13% 159%
26 11.231 1312 1318 1330 rVB4 103238 240614 11.50% 1.641%
27 11.942 1434 1439 1444 rBV6 7178 11990 ©.57% ©0.082%
28 12.024 1448 1453 1462 rVB6 5594 15011 ©0.72% 0.102%
29 12.124 1462 1470 1473 rBV3 32476 56549 2.70% 0.386%
30 12.500 1528 1534 1538 rBV6 8231 13579 ©.65% ©.093%
31 12.729 1566 1573 1580 rVvB4 31079 62067 2.97% ©0.423%
32 12.858 1587 1595 1599 rVB8 7444 14567 ©.70% 0.099%
33 12.970 1608 1614 1624 rVB10 7983 22729 1.09% ©.155%
34 13.134 1637 1642 1645 rBV5 9822 16165 0.77% ©0.110%
35 13.445 1690 1695 1701 rVB2 44336 63936 3.06% ©0.436%
36 13.722 1736 1742 1751 rBV7 17899 53115 2.54% 0.362%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51638.D

Acqg On : 18 Dec 2021 20:45
Operator : CG/JU

Sample : M5153-10

Misc :

ALS Vvial : 54 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-BG121421.M
Title : SVOA CALIBRATION
37 13.816 1751 1758 1760 rVvVv3 11916 25180 1.20% 0.172%
38 13.851 1762 1764 1769 rVV5 11437 20119 0.96% 0.137%
39 13.892 1769 1771 1776 rVV6 8196 11721 0.56% 0.080%
40 13.968 1781 1784 1789 rVB4 9067 11885 0.57% 0.081%
41 14.191 1817 1822 1825 rBV7 6186 13168 0.63% 0.090%
42 14.238 1826 1830 1834 rVWVW7 14329 24891 1.19% 0.170%
43 14.297 1834 1840 1845 rVWW 307743 450959 21.56% 3.076%
44 14.344 1845 1848 1851 rVV2 22159 32508 1.55% 0.222%
45 14.379 1851 1854 1859 rVB2 47890 67347  3.22% 0.459%
46 14.491 1871 1873 1877 rVB5 9804 12041 0.58% 0.082%
47 14.556 1878 1884 1886 rBV7 8310 13407 0.64% 0.091%
48 14.603 1886 1892 1899 rBV 344565 545450 26.07% 3.721%
49 14.750 1910 1917 1920 rBV5 22906 36804 1.76% 0.251%
50 14.797 1921 1925 1933 rVV6 13967 37727 1.80% 0.257%
51 14.908 1933 1944 1951 rVB 274483 482786 23.08%  3.293%
52 14.990 1956 1958 1963 rVV5 13755 16078 0.77% 0.110%
53 15.067 1965 1971 1977 rVW 152806 246938 11.80% 1.684%
54 15.126 1979 1981 1988 rVvB8 13626 20030 0.96% 0.137%
55 15.231 1995 1999 2001 rBV5 12644 17591 0.84% 0.120%
56 15.290 2005 2009 2016 rVB8 23646 44274  2.12% 0.302%
57 15.419 2026 2031 2036 rBV8 18281 40317 1.93% 0.275%
58 15.484 2036 2042 2044 rBV5 24043 44692  2.14%  0.305%
59 15.531 2046 2050 2055 rVB7 23228 43630 2.09% 0.298%
60 15.631 2062 2067 2070 rBV7 11907 20551 0.98% 0.140%
61 15.689 2074 2077 2090 rVB7 35731 101773 4.86% 0.694%
62 15.789 2092 2094 2099 rBV6 9443 16960 0.81% 0.116%
63 15.842 2100 2103 2107 rBV5 16376 22888 1.09% 0.156%
64 15.895 2107 2112 2118 rVVW 446270 676483 32.34% 4.614%
65 15.995 2124 2129 2134 rBV2 118324 176856 8.45%  1.206%
66 16.083 2141 2144 2147 rVB2 17817 20559 0.98% 0.140%
67 16.148 2151 2155 2159 rVB 45199 68536 3.28% 0.467%
68 16.236 2167 2170 2177 rVB9 15377 30736 1.47% 0.210%
69 16.359 2188 2191 2194 rVB4 15652 17155 0.82% 0.117%
70 16.394 2194 2197 2201 rBV2 23937 25564 1.22% 0.174%
71 16.623 2228 2236 2241 rBV2 121760 210388 10.06% 1.435%
72 16.723 2249 2253 2256 rBV 67471 90861 4.34% 0.620%
73 16.776 2258 2262 2268 rVV5 65343 125320 5.99% 0.855%
74 16.841 2269 2273 2276 rVV2 56881 77414 3.70% ©.528%
75 16.882 2276 2280 2283 rVB4 44147 65699 3.14% 0.448%

76 17.046 2303 2308 2314 rVB3 56900 120710 5.77% ©.823%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51638.D

Acqg On : 18 Dec 2021 20:45
Operator : CG/JU

Sample : M5153-10

Misc :

ALS Vvial : 54 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-BG121421.M
Title : SVOA CALIBRATION

77 17.111 2314 2319 2321 rBV 57547 74602 3.57% 0.509%
78 17.182 2328 2331 2335 rBV3 27281 34878 1.67% 0.238%
79 17.446 2373 2376 2381 rVB 50092 72814 3.48% 0.497%
80 17.540 2389 2392 2398 rVB3 41530 64632 3.09% 0.441%
81 17.657 2406 2412 2417 rBV 345743 526370 25.16% 3.590%
82 17.751 2423 2428 2435 rVB2 465184 715404 34.20% 4.880%
83 18.057 2477 2480 2486 rVB6 18687 30607 1.46%  0.209%
84 18.304 2518 2522 2527 rVB7 31651 48932  2.34% 0.334%
85 18.527 2556 2560 2564 rVBS5 37222 50193 2.40% 0.342%
86 19.091 2653 2656 2660 rVB5 42728 53485 2.56% 0.365%
87 19.431 2711 2714 2719 rVB7 32884 51783 2.48% 0.353%
88 19.625 2744 2747 2752 rVB 67251 91836 4.39% 0.626%
89 19.901 2792 2794 2800 rVB2 37692 47699 2.28% 0.325%
90 20.031 2811 2816 2822 rVB 549650 823816 39.38% 5.619%
91 21.587 3078 3081 3090 rVB4 49542 88930 4.25% 0.607%

92 21.846 3119 3125 3134 rVB 1431472 2092033 100.00% 14.270%

93 21.975 3141 3147 3154 rVB2 325251 590250 28.21% 4.026%
94 22.839 3291 3294 3299 rVB5 17481 29508 1.41% 0.201%
95 23.050 3328 3330 3334 rVB4 19560 22859 1.09% 0.156%
96 23.168 3345 3350 3356 rVB 46097 89492 4.28% 0.610%
97 23.602 3420 3424 3433 rVB7 22650 47668  2.28% ©.325%
98 24.883 3638 3642 3648 rBv2 27592 61349 2.93% 0.418%
99 25.235 3691 3702 3712 rVB2 287557 905429 43.28% 6.176%
100 25.476 3733 3743 3754 rBV2 196168 566089 27.06% 3.861%

Sum of corrected areas: 14660377
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51638.D

Acqg On : 18 Dec 2021 20:45
Operator : CG/JU

Sample : M5153-10

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG051638.D\data.ms
1400000

1200000
1000000
800000
600000

400000

200000 7. 49%_7 00 8.270 8.963 0.439 10.7141.113

10173
51:600 4.029 72125 IE 134 |pemmrasers: L Ms 11383242, é@@%m

LA L L L AL L L  B BO \T\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ LA B A R B R T 11 T
Time--> 350 4.00 450 500 550 6.00 650 7.00 75 8.00 850 9.00 9.50 10.00 10.50 1100 11.50 12.00 1250 1300

Abundance TIC. BG051638.D\data.ms

21.846
1400000

1200000
1000000

800000

20.031

600000
15.895 17.751

17.657
400000 21.975

200000

BEAS40 15 36627 19.0900. 43

IR et ek 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: BG051638.D\data.ms

1400000
1200000
1000000
800000
600000
400000

200000

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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51638.D

Acqg On : 18 Dec 2021 20:45
Operator : CG/JU

Sample : M5153-10

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 5
R.T. EstConc Area Relative to ISTD R.T.
8.470 4.11 ng/ul 53136 1,4-Dichlorobenzene-d4 8.276

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isoamyl lactate 160 C8H1603 019329-89-6 47
2 Hexane, 1-(methoxymethoxy)- 146 C8H1802 066675-06-7 47
3 2-Pentanol, 3-chloro-4-methyl-, ... 136 C6H13ClO 074685-47-5 43
4 Triethylene glycol 150 C6H1404 000112-27-6 42
5 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 40
Abundance Scan 848 (8.470 min): BG051638.D\data.ms (-842) (-) m/z 45.15 100.00%
4I:
73.2
5000
'8.20 8.40 8.60 8.80
‘\‘ L \H‘ m\‘ “ HH L 923\ I 1271 . . . . 9
0‘wu‘wHH‘HH_‘HMHw‘HWHH‘HHM‘H_HW‘HWHH‘HH_H m/z 73.15 62.91%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #36644: Isoamyl lactate
45.0
5000 u\‘\nu‘uu‘uu‘\ﬁu‘
8.20 8.40 8.60 8.80
71.0 m/z 43.10 36.25%

o

29.0
‘ H\ “ uly 91.0
H‘\H\‘\H\‘\\H‘\H\’\\H‘\H\’HH‘\H\’\\H‘HH’HH‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #25556: Hexane, 1-(methoxymethoxy)- fﬂﬂRVNAwwﬂMj
45.0

8.20 8.40 8.60 8.80

5000 ITI z 57.15 30.57%
75.0
%o
) 1 PR T S —
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #18472: 2-Pentanol, 3-chloro-4-methyl-, (R*,R*)-(.+/-.)- ““‘H‘,“‘W““‘H“
45.0 8.20 8.40 8.60 8.80

m/z 71.15 24.17%

5000
27.0 ‘ 69.0
Obrrrmrrebre el 2000 1210

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51638.D

Acqg On : 18 Dec 2021 20:45
Operator : CG/JU

Sample : M5153-10

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 Sulfurous acid, butyl nonyl... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
8.529 2.02 ng/ul 26199 1,4-Dichlorobenzene-d4 8.276

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 53
2 Decane, 2,4,6-trimethyl- 184 C13H28 062108-27-4 50
3 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 47
4 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 45
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 45

Abundance Scan 858 (8.529 min): BG051638.D\data.ms (-853) (-) m/z 57.15 100.00%

57.1
85.1
5000 W\
R RARREEEEEY R
‘ 127.3 8.20 8.40 8.60 8.80
0l e M m/z 43.15 55.41%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #152677: Sulfurous acid, butyl nonyl ester
57.0

5000 A
85.0 8.20 8.40 8.60 8.80

m/z 71.15 54.93%

29.0
L UU \‘ \‘H T ‘ \ T T 1T 12\‘? \()\ J\-g):!- \0 T 1\-7\9 \q T
m/z--> 20 40 6‘0 8‘0 160 1%0 1)10 1é0 1é0 |
Abundance #59079: Decane, 2,4,6-trimethyl-
43.0

8.20 8.40 8.60 8.80

o

5000 71.0 m/z 85.10 53.08%
127.0
P N A e 1
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #170578: Sulfurous acid, 2-ethylhexyl isohexyl ester »ﬁrﬁﬁ‘w4VK,‘H“u“
57.0 8.20 8.40 8.60 8.80

m/z 41.15 52.46%

85.0
5000
29.0 ‘ 11:‘3.0
| ‘ 1l ‘ h i |

m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51638.D

Acqg On : 18 Dec 2021 20:45
Operator : CG/JU

Sample : M5153-10

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.124 3.57 ng/ul 56549  Naphthalene-d8 11.113
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 78
2 Decane, 5,6-dipropyl- 226 C16H34 119209-20-0 78
3 Octane, 2-bromo- 192 C8H17Br 000557-35-7 72
4 Decane, 4-methyl- 156 C11H24 002847-72-5 64
5 3-Bromooctane 192 C8H17Br 000999-64-4 64

Abundance Scan 1470 (12.124 min): BG051638.D\data.ms (-1462) (- m/z 57.15 100.00%
57.1

- m
F e
h 852 113.2 12.00 12.50
Obrrprre HmJl‘w!‘”w_w‘wmu_m_m‘w_mw m/z 71.10  82.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22108: Octane, 3,6-dimethyl-
57.0
5000 el A )
12.00 12.50
29.0 113.0 m/z 43.15 65.05%
ULl |
O\\\‘\\\\"‘\\\“\\w\“‘\\\\‘\\\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107226: Decane, 5,6-dipropyl-
57.0
e o
12.00 12.50
5000 m/z 41.15  49.47%
112.0
29.0 83.0
0 \“\ H\ W M\ .| 141.0 169.0 197.0 226.C
e el e e R e AT
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67280: Octane, 2-bromo- —— —
57.0 12.00 12.50
m/z 55.15 24.14%
5000
113.0
29.0 ‘
.= R 1 B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51638.D

Acqg On : 18 Dec 2021 20:45
Operator : CG/JU

Sample : M5153-10

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 Ethanol, 2-[2-(2-butoxyetho... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.729 3.92 ng/ul 62067 Naphthalene-d8 11.113
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 50
2 Triethylene glycol 150 C6H1404 000112-27-6 50
3 Triethylene glycol 150 C6H1404 000112-27-6 45
4 2-Pentanol, 3-chloro-4-methyl-, ... 136 C6H13C1l0 074685-48-6 42
5 Triethylene glycol 150 C6H1404 000112-27-6 40

Abundance Scan 1573 (12.729 min): BG051638.D\data.ms (-1566) (-  m/z 45.15 100.00%

451
73.2
5000
“‘ H I ‘%‘39‘2 1112 12911453 12:50 13.00
0 ““““‘ AL/ BHA AT AR TR T m/z 73. 58.30%
m/z--> 20 60 80 100 120 140
Abundance #81996: Ethanol 2-[2-(2-butoxyethoxy)ethoxy]-
45.0
5000 T ‘AM T MMI\
1250 1300
29.0 89.0 m/z 43. 25.94%
70y s o
O \\‘\“ \w‘\ T “\‘\ \‘\“ T \‘f“f“\f‘\\[‘\ L \M‘ T \‘\ T ‘ T T
mi/z--> 20 40 60 80 100 120 140
Abundance #27989: Triethylene glycol
45.0
1250 1300
5000 ITI z . 25.14%
89.0
27.
obrrr il b 780 ) 190
m/z--> 20 40 60 80 100 120 140
Abundance #27986: Triethylene glycol
45.0 12.50 13.00
m/z 58.15 20.47%
5000
29.0 89.0
bl heea Lm0 L A
m/z--> 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51638.D

Acqg On : 18 Dec 2021 20:45
Operator : CG/JU

Sample : M5153-10

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.445 2.65 ng/ul 63936  Acenaphthene-di0 14.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
2 Tridecane, 4-methyl- 198 C14H30 026730-12-1 72
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 64
4 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 58
5 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 53

Abundance Scan 1695 (13.445 min): BG051638.D\data.ms (-1690) (-  m/z 57.15 100.00%
57.1

5000
85.2
—
113.2 373159.1 13.50
0“‘H‘me‘_JUMNMNM‘quw%u“u“u“_“w“‘w m/z 71.15 90.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
5000 U
13.50
20.0 85.0 m/z 43.10 58.34%
L0 a0 e
0\‘\\\\‘\\\\‘\\}\‘\\\\‘\\}\‘\\\\‘\\\\‘\f\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74016: Tridecane, 4-methyl-
43.0
——
13.50
5000 ITI/Z 41.15 40.27%
71.0
99.0
ol [ 200 1260 1950 ag30
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90205: Dodecane, 2,6,11-trimethyl- —
3
43.0 21.0 13.50
m/z 85.15 32.33%
5000
b 0 a0 3690 agr0 o
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51638.D

Acqg On : 18 Dec 2021 20:45
Operator : CG/JU

Sample : M5153-10

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.722 2.20 ng/ul 53115 Acenaphthene-d10 14.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 46
2 Hexatriacontane 507 C36H74 000630-06-8 43
3 Tetratetracontane 619 C44H90 007098-22-8 43
4 Octadecane, 1-bromo- 332 C18H37Br 000112-89-0 43
5 Hentriacontane 437 C31H64 000630-04-6 43

Abundance Scan 1742 (13.722 min): BG051638.D\data.ms (-1736) (-  m/z 57.15 100.00%
57.1

2

5000
193.2
— —
1271 13.50 14.00
ol Ll e M/z 41.20 70.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #287976: Heptacosane
57.0
5000 —r ——
13.50 14.00
m/z 43.10 57.16%
7.0
O”[JJ!'?‘HJ!M}:%L?ZJO‘267.O38'0.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #339055: Hexatriacontane
57.0
— —
13.50 14.00
5000 ITI/Z 55.15 52.01%
o H || 127-0197.0 281.0351.0421.0 506.0 WW
et A A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane — —
57.0 13.50 14.00
m/z 71.10 44.13%
5000
o /] 1 | }27:0197.0 267.0337.0407.0 491.0562.0
e A e e e e — ]
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51638.D

Acqg On : 18 Dec 2021 20:45
Operator : CG/JU

Sample : M5153-10

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.380 2.79 ng/ul 67347  Acenaphthene-di0 14.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 4-methyl- 184 C13H28 006117-97-1 78
2 Hexadecane 226 C1l6H34 000544-76-3 72
3 Pentadecane, 7-methyl- 226 Cl6H34 006165-40-8 64
4 Sulfurous acid, decyl pentyl ester 292 C15H3203S 1000309-14-3 64
5 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 59
Abundance Scan 1854 (14.379 min): BG051638.D\data.ms (-1851) (- m/z 57.15 100.00%
57.1
- o MJJ\VW
14‘06 5.4‘56
LI © i e
O R B L R N RRRRARRE m/z 71.15 97.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59040: Dodecane, 4-methyl-
430 710
5000 ! j '
14.00 14.50
m/z 43.15 91.82%
99.0 141.0
O]\-\s\-‘o\‘\‘\\“‘}Hh“\\w\“l‘\\\“‘\\‘}‘\‘HH”H\\]‘_\62.\()‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane
57.0
— ——
14.00 14.50
5000 m/z 85.10 41.62%
85.0
29.0
0 ‘\‘ \‘\ M\ H\ el 11\:\3'0‘14‘1'0 169.0 226.0
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107232: Pentadecane, 7-methyl- — 4
57.0 14.00 14.50
m/z 55.15 36.09%
5000
85.0
29.0 1120 0,
T e T T 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51638.D

Acqg On : 18 Dec 2021 20:45
Operator : CG/JU

Sample : M5153-10

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 Ethanol, 2-[2-(ethenyloxy)e... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

15.690 4.22 ng/ul 101773  Acenaphthene-die 14.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-[2-(ethenyloxy)ethoxy]- 132 C6H1203 000929-37-3 59
2 Triethylene glycol 150 C6H1404 000112-27-6 53
3 Triethylene glycol 150 C6H1404 000112-27-6 53
4 1-Pentanol, 5-methoxy- 118 C6H1402 004799-62-6 50
5 Fumaric acid, bis(methoxymethyl)... 204 C8H1206 1000197-25-6 50

Abundance Scan 2077 (15.689 min): BG051638.D\data.ms (-2074) (-  m/z 45.15 100.00%

45.1
5000 /k
sl Vg
‘ 119.1 155 281.1 508 15.50 16.00
o“u‘JmmMmeweuAQu‘H“mﬁ‘w“_“w“w“w‘vm' m/z 73.18  66.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #16403: Ethanol, 2-[2-(ethenyloxy)ethoxy]-
45.0
5000 BLay — et /“ =
15.50 16.00

O‘\‘\m\“l\\‘]\-‘\‘]-\\of\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #27989: Triethylene glycol
45.0

7 7
15.50 16.00

5000 m/z 71.15 17.61%
\1190
o‘mm‘_‘H"H‘_“W‘H“H‘w“u‘u“_‘u“u‘_‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #27988: Triethylene glycol 7 —
45.0 15.50 16.00
m/z 89.15 16.30%
5000
|| 1190
o e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.50 16.00

SFAM-EPA-BG121421.M Fri Dec 24 ©9:10:55 2021 Page: 12



Data Path : Z:\
Data File : BGO

Acqg On : 18
Operator : CG/
Sample ¢ M51

Misc
ALS vial : 54

Quant Method
Quant Title

TIC Library

Library Search Compound Report

svoasrv\HPCHEM1\BNA_G\Data\BG121721\
51638.D

Dec 2021 20:45

Ju

53-10

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
16.148 2.84 ng/ul 68536  Acenaphthene-di0 14.908
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2,6-dimethyl- 282 C20H42 075163-97-2 64
2 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 64
3 Eicosyl octyl ether 410 C28H580 1000406-38-8 59
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 59
5 Docosyl octyl ether 438 C30H620 1000406-38-9 53

Abundance Scan 2155 (16.148 min): BG051638.D\data.ms (-2151) (-  m/z 57.15 100.00%
57.1

t

5000
H ‘ ‘ ‘11“3 1 401 1832 2991 16.00 16.50 .
0,‘thuq“Wuwumhuymm_‘MMH‘_HW‘HWH‘WHH,HH,H‘ m/z 71.15 59.12%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176399: Octadecane, 2,6-dimethyl-
57.0
5000 — ——
16.00 16.50
m/z 43.15 56.64%
113.0 /
0 ’HH“‘\‘H “\‘\h}\‘HH\H‘\\H\‘\H\‘]\-5\5‘9\\‘\1\9\1‘6‘\0\\\‘\2\\3\8‘\\0\?’6\\7\\0’\\\

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl-

i

57.0
16.00 16.50
5000 m/z 41.15 33.59%
113.0
183.0
H‘ ' \‘ | 154.0 224.0253.0

O

m/z--> 20 40 60 80 100120140160180200220240260280

é

Abundance #308229: Eicosyl octyl ether
57.0 16.00 16.50
m/z 85.15 18.90%
- VVNAMﬂVm~u/\WVNMAMAMJﬂ
0 27\"0\“ il \H il “‘1%7 0155 0 1970 252.0281.
it e e e e e e e — —
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51638.D

Acqg On : 18 Dec 2021 20:45
Operator : CG/JU

Sample : M5153-10

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.624 7.99 ng/ul 210388 Phenanthrene-di10 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 83
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 80
3 Decane, 2-methyl- 156 C11H24 006975-98-0 74
4 Heptacosane 380 C27H56 000593-49-7 58
5 Nonane, 3-methyl- 142 C1eH22 005911-04-6 53

Abundance Scan 2236 (16.623 min): BG051638.D\data.ms (-2228) (- m/z 57.15 100.00%

57.1
5000
121.1
e e
H ‘ L 184.2 16.50 17.00
ol A B9l 15320 ) 2208 m/z 71.15 87.16%
miz--> 50 100 150 200 250
Abundance #59026: Tridecane
57.0
5000 e Ehhat
16.50 17.00
m/z 43.15 67.11%
99.0
01\5\0“\ H ‘”H‘\ ‘!‘ \“‘\ ““ o “]\-4\‘1’0\ \18\‘4\0‘ LA B B B e
m/z--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
P e
16.50 17.00
5000 m/z 41.15 40.59%
99.0
ol L LT 10 ws0 a0 26 MMW
miz--> 50 100 150 200 250
Abundance #33083: Decane, 2-methyl- T —
57.0 16.50 17.00
m/z 85.15 34.75%
5000
‘ 112.0
S T ot pebe e
miz--> 50 100 150 200 250 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51638.D

Acqg On : 18 Dec 2021 20:45
Operator : CG/JU

Sample : M5153-10

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 Phenol, 4-(1,1-dimethylprop... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.723 3.45 ng/ul 90861 Phenanthrene-d1e 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 80
2 2-Bromo-3'-methoxyacetophenone 228 C9H9Bro02 005000-65-7 72
3 2-tert-Butylphenol, O-ethoxycarb... 222 C13H1803 1000487-37-8 72
4 2-tert-Butylphenol, O-(n-propylo... 236 C14H2003 1000487-37-9 72
5 Benzeneacetonitrile, 3-fluoro- 135 C8H6FN 000501-00-8 64

Abundance Scan 2253 (16.723 min): BG051638.D\data.ms (-2249) (- m/z 135.15 100.00%

135.2
5000 105.1
11 L =
771 ‘ 16.50 17.00
232.2
o‘H‘,HH‘,‘H",mJ‘,uHM,J:m‘uJ!,‘Hl‘?f‘”l‘l,??‘l‘w_w m/z 105.10  50.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39630: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 T T T T T T
107.0 16.50 17.00
m/z 107.05 23.18%
410 770 164.0
0\\\\’\\\\"‘\\\‘\’\\\\"\\‘\‘\’\\\\’\\\!’\\‘\\’\‘\\\’\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #109881: 2-Bromo-3'-methoxyacetophenone
135.0
Py —
16.50 17.00
5000 ITI/Z 91.10 18.02%
.o 107.0
i
O‘HMW‘HWﬂk,uuh‘ﬂ‘w‘uw‘ﬂ,u‘W‘H‘V‘H‘H‘W‘W‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101414: 2-tert-Butylphenol, O-ethoxycarbonyl- —— ——
135.0 16.50 17.00
m/z 41.15 15.37%
5000 107.0
163.0
29.0 77.0 222.0
0‘H‘WJHM‘H,HHWHMWMuW‘HM‘m‘wu‘w‘uw‘uﬂu‘w e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.50 17.00

SFAM-EPA-BG121421.M Fri Dec 24 ©9:10:58 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51638.D

Acqg On : 18 Dec 2021 20:45
Operator : CG/JU

Sample : M5153-10

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

TIC Library : 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 12 Acetamide, N-(3-methylphenyl)- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
16.776 4.76 ng/ul 125320  Phenanthrene-di10 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetamide, N-(3-methylphenyl)- 149 C9H11INO 000537-92-8 62
2 Silane, chlorotripropyl- 192 C9H21C1Si 000995-25-5 59
3 Acetamide, N-(2-methylphenyl)- 149 CO9H11NO 000120-66-1 58
4 Acetamide, N-(2-methylphenyl)- 149 CSH11NO 000120-66-1 46
5 Acetamide, N-(4-methylphenyl)- 149 C9H11INO 000103-89-9 43

Abundance Scan 2262 (16.776 min): BG051638.D\data.ms (-2258) (- m/z 149.10 100.00%

107.2 149.1
5000
191.2
41.1 s b
‘ 77‘ 2 | 220.2 16.50 17.00
0 H‘_‘H,M,MJ‘,m“ b L u“l_‘w“WHMWHJHW m/z 107.15  91.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27370: Acetamide, N-(3-methylphenyl)-
107.0
5000 s ——
149.0 16.50 17.00
430 770 m/z 121.10  62.82%
O]\-\5\‘\\\\"1\“}‘\’\\\\“"\\‘\\’}1\\’\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67442: Silane, chlorotripropyl-
149.0
79.0 107.0 U T
16.50 17.00
5000 m/z 135.10 32.18%
27.0 ‘ ‘
MESANT=Y. W R0 0 O O N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27373: Acetamide, N-(2-methylphenyl)- Pepet e
107.0 16.50 17.00
m/z 191.15 31.75%
5000 149.0
43.0
77.0
0 ‘H‘HH,m‘lm,w‘”,m,‘1H,HWm‘uWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51638.D

Acqg On : 18 Dec 2021 20:45
Operator : CG/JU

Sample : M5153-10

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 4-(7-Methyloctyl)phenol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.841 2.94 ng/ul 77414  Phenanthrene-d10 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(7-Methyloctyl)phenol 220 C15H240 024518-48-7 64
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 53
3 6-Fluoroindole 135 C8H6FN 000399-51-9 50
4 Benzeneacetonitrile, 3-fluoro- 135 C8H6FN 000501-00-8 47
5 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 47

Abundance Scan 2273 (16.841 min): BG051638.D\data.ms (-2269) (- m/z 135.15 100.00%

135.2
107.1
5000
41.1 P s
‘ 77.0 | 57, 1011 2203 16.50 17.00
bbbt el BRE 5 e b m/z 107,10 55.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #99209: 4-(7-Methyloctyl)phenol
135.0
5000 et —
107.0 16.50 17.00
m/z 121.05 47.33%
41.0 77.0
0 T \‘\‘\ \“ i \“\“ i \“‘ T \‘\ | ‘N T ‘i‘\ T \M\ TT \‘?—\6‘1\.9\ T ‘1\9\‘:\[\?\ \2\\2?\.(\)\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27476: Phenol, p-tert-butyl-
135.0
= ——
16.50 17.00
5000 ITI/Z 149.10 43.75%
41.0 107.0
| 770 | ‘
0 MHWw‘\‘wu”‘m\“‘\\‘\Wm“\HWm‘\m‘\m‘\m‘m
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17768: 6-Fluoroindole 7o) 0
135.0 16.50 17.00
m/z 41.15 20.56%
108.0
5000
67.0
N -2 Y P — — ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51638.D

Acqg On : 18 Dec 2021 20:45
Operator : CG/JU

Sample : M5153-10

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 unknown-02 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.882 2.50 ng/ul 65699  Phenanthrene-di0 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-4-hydroxybenzoxazole 149 C8H7NO2 051110-60-2 35
2 3-Mercaptoindole, S-acetyl- 191 C1OH9NOS 1081542-19-9 25
3 2-(3-Methoxycarbonyloxyphenyl)ac... 224 C11H1205 1000487-68-3 25
4 Benzene, 1-isocyanato-3-methoxy- 149 C8H7NO2 018908-07-1 22
5 Acetamide, N-(4-methylphenyl)- 149 C9H11INO 000103-89-9 22

Abundance Scan 2280 (16.882 min): BG051638.D\data.ms (-2276) (- m/z 91.05 100.00%

91.0 121.2
149.1
5000
57.1 221.9 - T
N | 1912 16.50 17.00
Obrerprebdib il sl m/z 121.15  88.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #27250: 2-Methyl-4-hydroxybenzoxazole
149.0
107.0
5000 T —
16.50 17.00
m/z 149.10  79.94%
52.0 79 /
O\H‘\‘\H‘H\\‘H‘\‘H\H‘Hwh\\‘im\‘\hH}HH‘\HH‘\H\‘\H\‘\H\‘\H\‘\H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #65535: 3-Mercaptoindole, S-acetyl-
149.0
POy S
16.50 17.00
5000 ITI/Z 107.05 57.54%
43.0 770 121.0 191.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #103682: 2-(3-Methoxycarbonyloxyphenyl)acetic acid, me = —
121.0 16.50 17.00
m/z 119.15 30.44%
5000
500 910 165.0 224.0
oBO L m0 RN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51638.D

Acqg On : 18 Dec 2021 20:45
Operator : CG/JU

Sample : M5153-10

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 Silane, chlorotripropyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.047 4.59 ng/ul 120710  Phenanthrene-di10 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silane, chlorotripropyl- 192 C9H21C1Si 000995-25-5 53
2 Benzenepropanoic acid, 2-propeny... 190 C12H1402 015814-45-6 38
3 3-(4-Hydroxyphenyl)propionitrile 147 C9HINO 017362-17-3 27
4 Phenol, 2-(1,1-dimethylethyl)-4-... 164 C11H160 002409-55-4 27
5 Pyridine, pentamethyl- 149 C10H15N 003748-83-2 27

Abundance Scan 2308 (17.046 min): BG051638.D\data.ms (-2303) (-  m/z 149.15 100.00%

107.2 149.2
5000
77.1 ‘ 1 7
39.1 ‘ 17.00
0 _‘H‘HHMHwMWWWL‘NMMMWJWMﬁﬂNMﬂ%?ﬁ}qu?S?H m/z 107.15 87.37%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #67442: Silane, chlorotripropyl-
149.0
79.0 107.0
5000 — ‘
17.00
m/z 121.15 60.06%
27.0
0' 53.0 ‘\\“‘\\\‘\‘\\‘}\‘\\\\‘]-\9\}2\.?\\\\‘\\H
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #64648: Benzenepropanoic acid, 2-propenyl ester
107.0
T \
17.00
m/z 163.05  28.25%
5000 149.0
79.0
41.0 ‘ d 1900
e .M EVER 8 | NSNS N p———
mlz--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #26141: 3-(4-Hydroxyphenyl)propionitrile —— ‘
107.0 17.00
m/z 135.15 24.10%
5000
77.0
390 147.0
N1 Y N R N SO — L
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51638.D

Acqg On : 18 Dec 2021 20:45
Operator : CG/JU

Sample : M5153-10

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 Carbamic acid, N-[1,1-bis(t... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.111 2.83 ng/ul 74602  Phenanthrene-d1e 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbamic acid, N-[1,1-bis(triflu... 413 C19H25F6NO2 296242-69-8 78
2 4-tert-Butylphenol, O-ethoxycarb... 222 C13H1803 026177-66-2 78
3 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 72
4 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 72
5 Phenol, 2-(1,1,3,3-tetramethylbu... 206 C14H220 003884-95-5 64

Abundance Scan 2319 (17.111 min): BG051638.D\data.ms (-2314) (-  m/z 135.10 100.00%

135.1
5000
L -
411 914 17.00 17.50
1 180.2 ' ’
ol Al [l | 1802 23802 L) 1p7.65  21.43%
miz--> 50 100 150 200 250 300
Abundance #309589: Carbamic acid, N-[1,1-bis(trifluoromethyl)ethyl]-
135.0
5000 — et
17.00 17.50
m/z 41.15 12.59%
ol 450, 910/ | 168.0 206.0 247.0281.0315.
L ‘ L ‘ L ‘ L ’ L ’ L ’ L
miz--> 50 100 150 200 250 300
Abundance #101420: 4-tert-Butylphenol, O-ethoxycarbonyl-
135.0
— —
17.00 17.50
5000 ITI/Z 43.15 9.41%
29.0 91.0 h
T P R & B
miz--> 50 100 150 200 250 300
Abundance #39629: Phenol, 4-(1,1-dimethylpropyl)- —— —
135.0 17.00 17.50
m/z 136.05 9.41%
5000
41.0 95#
m/z--> 50 100 150 200 250 300 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51638.D

Acqg On : 18 Dec 2021 20:45
Operator : CG/JU

Sample : M5153-10

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 17 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

17.446 2.77 ng/ul 72814  Phenanthrene-d10 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 2-methyl- 198 C14H30 001560-96-9 90
2 Hexadecane 226 C16H34 000544-76-3 87
3 Tetradecane 198 C14H30 000629-59-4 87
4 3-Ethyl-2,6,10-trimethylundecane 226 C16H34 1000432-25-9 83
5 Tetradecane 198 C14H30 000629-59-4 83

Abundance Scan 2376 (17.446 min): BG051638.D\data.ms (-2373) (- m/z 57.15 100.00%

57.1
5000 85.2
—
113.2
141.3 17.50
LR 9120 a
0"HH‘HH‘HuvummeVquuwwu‘WH‘WHquuW‘HW‘H‘ m/z 71.20 71.32%
m/z--> 0 20 40 60 80 100120140160 180200220240
Abundance #74020: Tridecane, 2-methyl-
57.0
5000 T T
85.0 17.50
29.0 155.0 m/z 43.15 65.44%
113.0 183.0
O\2‘.9\\‘\‘{‘\\‘MHH‘\\H}\‘W‘H\“\H‘\‘\H\‘\H‘\‘\H\“HH‘HH‘HH‘HH
m/z--> 0 20 40 60 80 100120140160 180200220240
Abundance #107217: Hexadecane
57.0
—
17.50
5000 ITI/Z 85.15 44.70%
85.0
29.0
0 “ \ H\ H\ i \11§014101690 226.0
e e e e e e
m/z--> 0 20 40 60 80 100120140160 180200220240
Abundance #74005: Tetradecane —
57.0 17.50
m/z 55.15 26.64%
29.0
o‘_H‘_‘\"_HWm”w&?ﬁ‘?&f‘&9‘1_699}??‘9W_m -
m/z--> 0 20 40 60 80 100120140160 180200220240 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51638.D

Acqg On : 18 Dec 2021 20:45
Operator : CG/JU

Sample : M5153-10

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 18 4-Methylbenzyl mercaptan, S... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.540 2.46 ng/ul 64632  Phenanthrene-di0 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Methylbenzyl mercaptan, S-trif... 234 C1OH9F30S 1000470-56-8 53
2 Benzene, (1-methylundecyl)- 246 C18H30 002719-61-1 53
3 Benzeneacetic acid, .alpha.-meth... 178 C11H1402 002510-99-8 53
4 Methyl N-(4-methylbenzyl)-N-(vin... 313 C14H19NO5S 1000481-55-4 53
5 Ethyl meta-tolylacetate 178 C11H1402 040061-55-0 53

Abundance Scan 2392 (17.540 min): BG051638.D\data.ms (-2389) (-  m/z 105.10 100.00%

105.1
5000
43.1 17.50 |
T 790 246.2 :
136.3 185.1
ol n“‘m“; ol mm‘cu b2 3T mjz 91.05  18.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #115443: 4-Methylbenzyl mercaptan, S-trifluoroacetyl-
105.0
5000 e :
17.50
m/z 106.10 15.05%
77.0
O T ‘ \\\\4‘;?.\?\ “\‘\‘\ \““\\‘1\“}‘\ TT ‘\]-\3\?‘.(\)\ \]\-‘6§.\()\‘\\\\‘\\\\‘\zﬁ?.‘o\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #131090: Benzene, (1-methylundecyl)-
105.0
17.50
5000 ITI/Z 43.15 12.15%
0 410790, 147.0 175.0 207.0 246.C W\)\J\MW\A
e e e e T R T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #52693: Benzeneacetic acid, .alpha.-methyl-, ethyl ester P ‘
105.0 17.50
m/z 55.15 11.51%
178.0
77.0
0260 510 | 133.0 ‘
R e e e e e —r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51638.D

Acqg On : 18 Dec 2021 20:45
Operator : CG/JU

Sample : M5153-10

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 19 p-Dicyclohexylbenzene Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
19.091 2.03 ng/ul 53485 Phenanthrene-d10 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Dicyclohexylbenzene 242 C18H26 001087-02-1 93
2 p-Dicyclohexylbenzene 242 C18H26 001087-02-1 86
3 Bicyclohexyl, 4-phenyl- 242 C18H26 020273-27-2 58
4 p-Dicyclohexylbenzene 242 C18H26 001087-02-1 53
5 1(2H)-Isoquinolinone, 2-methyl- 159 C10HONO 004594-71-2 18

Abundance Scan 2656 (19.091 min): BG051638.D\data.ms (-2653) (- m/z 242.20 100.00%

91.2 159.2 24p2.2
5000 55.1 128.1
| B
0 """""\‘\"\\““J‘\‘\HH‘“\“M “HL\\“\“H‘HL \‘\‘H ;u‘\h\\‘\‘“} u"\‘\‘}\}\“‘HM\H‘\‘\\UH‘ " \‘“““Mh”‘ m/z 159.15 94.30%
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #126418: p-Dicyclohexylbenzene
117.0 1590 242.0
5000 e ‘
55.0 19.00
m/z 91.15 88.78%
| bl e
O ’\H\‘\‘\H“H\\M‘\“\H“‘\‘H\‘\‘\H‘HH“‘HH‘H\‘\‘\‘H\"HH‘HH‘HH‘\H
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #126420: p-Dicyclohexylbenzene
242.0
N \
117.0 159.0 19.00
5000 ITI/Z 117.15 87.72%
83.
41.0
NI 99.0
0 ,"""""""""‘_"""""""u""""_m,www”w
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #126421: Bicyclohexyl, 4-phenyl- T ‘
117.0 242.0 19.00
159.0 m/z 83.15 44.36%
41.0
ERIETT I
SRR W Y A T T e —
m/z--> 0 20 40 60 80 100120140160180200220240260 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51638.D

Acqg On : 18 Dec 2021 20:45
Operator : CG/JU

Sample : M5153-10

Misc :

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.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 20 cyclohexane, [1,1'-biphenyl... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

19.625 3.49 ng/ul 91836  Phenanthrene-d10 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cyclohexane, [1,1'-biphenyl]-4-yl- 236 C18H20 1000401-12-4 76
2 9,10-Anthracenedione, 2,3-dimethyl- 236 C16H1202 006531-35-7 49
3 9,10-Anthracenedione, 2-ethyl- 236 C16H1202 000084-51-5 43
4 7-Trimethylsilyloxychromanone 236 C12H1603Si 1000451-97-2 43
5 9,10-Anthracenedione, 1,4-dimethyl- 236 C16H1202 001519-36-4 38

Abundance Scan 2747 (19.625 min): BG051638.D\data.ms (-2744) (- m/z 236.10 100.00%

236.1
178.1
5000
/k\ﬁ ‘ b ey
288 19.50 20.00
(o} m/z 178.05 60.58%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #118899: cyclohexane, [1,1'-biphenyl]-4-yl-
236.0
193.0
5000 S Al
19.50 20.00
152. m/z 180.15 51.16%
410 47 1150 ‘ ‘ ‘
O‘\\H“‘\Hf‘\H\‘\H\‘H\\“\‘1\\“\H“\‘\H\‘H‘u‘\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #118768: 9,10-Anthracenedione, 2,3-dimethyl-
236.0
19.50 20.00
5000 165.0 ITI/Z 165.05 43.67%
41.0 0
0 | 770 1150 ol M‘\ L
_Hw‘Hw‘HW‘HWH‘WH‘WH‘WHH‘HH‘HH‘H‘_‘H_‘H_‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #118757: 9,10-Anthracenedione, 2-ethyl- —— ——
236.0 19.50 20.00
m/z 167.10 38.46%
5000
193.0
ol 220 70 1150 \%H\h‘ ! H A s

m/z--> 20 40 60 80 100120140160180200220240260280 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51638.D

Acqg On : 18 Dec 2021 20:45
Operator : CG/JU

Sample : M5153-10

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 21 1-Decanol, 2-hexyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

21.587 3.01 ng/ul 88930  Chrysene-di12 21.975
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 80
2 Carbonic acid, decyl octadecyl e... 454 C29H5803 1000383-16-7 80
3 Acetic acid, 3,7,11,15-tetrameth... 340 C22H4402 1000193-63-0 58
4 Trichloroacetic acid, tridecyl e... 344 C15H27C1302 074339-51-8 49
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 46

Abundance Scan 3081 (21.587 min): BG051638.D\data.ms (-3078) (- m/z 57.15 100.00%
57.1

5000

-

-
21.50
m/z 69.15 68.21%

154.3 206.2 278.1 327.1
0,

mlz--> 50 100 150 200 250 300 350
Abundance #126386: 1-Decanol, 2-hexyl-
57.0
5000 97.0 — ‘
21.50
m/z 43.15 64.90%
39.0
05— ‘\‘H‘\“H‘ U‘ \:‘h\ ‘h‘ ‘”\ T \1??9\ L I sy
miz--> 50 100 150 200 250 300 350
Abundance #327256: Carbonic acid, decyl octadecyl ester
57.0
]
21.50
5000 0 1410 m/z 55.15  59.87%
]
ohid MLy, 280 | sso
m/z--> 50 100 150 200 250 300 350
Abundance #249041: Acetic acid, 3,7,11,15-tetramethyl-hexadecyl es —
57.0 21.50
m/z 71.15 45.42%
5000 97.0
‘ rm.o
196.
ob LML LL] 1950 o 200 -
m/z--> 50 100 150 200 250 300 350 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51638.D

Acqg On : 18 Dec 2021 20:45
Operator : CG/JU

Sample : M5153-10

Misc

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 22 Phthalic acid, (2-chlorocyc... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
24.883 2.17 ng/ul 61349  Perylene-di2 25.476
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, (2-chlorocyclohex... 450 C26H39C104 1000315-34-9 72
2 Phthalic acid, hexyl nonyl ester 376 C23H3604 1000309-01-1 64
3 1,2-Benzenedicarboxylic acid, bu... 362 C22H3404 000089-19-0 64
4 Phthalic acid, 6-ethyl-3-octyl h... 404 C25H4004 1000315-17-7 64
5 Phthalic acid, 2-chloropropyl te... 438 C25H39C1l04 1000356-83-5 64

Abundance Scan 3642 (24.883 min): BG051638.D\data.ms (-3638) (-  m/z 149.05 100.00%

149.1
5000
43.1 24‘56 éS‘Od
’ 104.1 . 279.1 | . .
ob 22t 200 A 428 /7 15e.05  10.35%
mlz--> 50 100 150 200 250 300 350 400
Abundance #325618: Phthalic acid, (2-chlorocyclohexyl)methyl undec
149.0
5000 L —h M
24.50 25.00
95.0 m/z 43.15 9.33%
43.0 321.0
OH\H‘”\”\‘\r“‘\\\\‘\‘\H‘\H\‘\\‘H“‘H‘H‘HH‘H\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #284728: Phthalic acid, hexyl nonyl ester
149.0
P P
24.50 25.00
5000 ITI/Z 57.15 5.26%
30 1040 251.0
o e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #271941: 1,2-Benzenedicarboxylic acid, butyl decyl ester P e
149.0 24.50 25.00
m/z 55.15 4.69%
o WMMWM
S0 080 | 0 g
L A 2 e I — —r
m/z--> 50 100 150 200 250 300 350 400 24.50 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51638.D

Acqg On : 18 Dec 2021 20:45
Operator : CG/JU

Sample : M5153-10

Misc :

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 8.470 4.1 ng/ul 53136 1 8.276 258809 20.0
Sulfurous acid,... 8.529 2.0 ng/ul 26199 1 8.276 258809 20.0
(DEL) Alkane: S... 12.124 3.6 ng/ul 56549 2 11.113 316486 20.0
Ethanol, 2-[2-(... 12.729 3.9 ng/ul 62067 2 11.113 316486 20.0
(DEL) Alkane: S... 13.445 2.6 ng/ul 63936 3 14.908 482786 20.0
(DEL) Alkane: S... 13.722 2.2 ng/ul 53115 3 14.908 482786 20.0
(DEL) Alkane: S... 14.380 2.8 ng/ul 67347 3 14.908 482786 20.0
Ethanol, 2-[2-(... 15.690 4.2 ng/ul 101773 3 14.908 482786 20.0
(DEL) Alkane: S... 16.148 2.8 ng/ul 68536 3 14.908 482786 20.0
(DEL) Alkane: S... 16.624 8.0 ng/ul 210388 4 17.657 526370 20.0
Phenol, 4-(1,1-... 16.723 3.5 ng/ul 90861 4 17.657 526370 20.0
Acetamide, N-(3... 16.776 4.8 ng/ul 125320 4 17.657 526370 20.0
4-(7-Methylocty... 16.841 2.9 ng/ul 77414 4 17.657 526370 20.0
unknown-02 16.882 2.5 ng/ul 65699 4 17.657 526370 20.0
Silane, chlorot... 17.047 4.6 ng/ul 120710 4 17.657 526370 20.0
Carbamic acid, ... 17.111 2.8 ng/ul 74602 4 17.657 526370 20.0
(DEL) Alkane: S... 17.446 2.8 ng/ul 72814 4 17.657 526370 20.0
4-Methylbenzyl ... 17.540 2.5 ng/ul 64632 4 17.657 526370 20.0
p-Dicyclohexylb... 19.091 2.0 ng/ul 53485 4 17.657 526370 20.0
cyclohexane, [1... 19.625 3.5 ng/ul 91836 4 17.657 526370 20.0
1-Decanol, 2-he... 21.587 3.0 ng/ul 88930 5 21.975 590250 20.0
Phthalic acid, ... 24.883 2.2 ng/ul 61349 6 25.476 566089 20.0
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