LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51406.D

Acqg On : 8 Dec 2021 13:14
Operator : CG/JU

Sample : M4960-05

Misc :

ALS Vvial : 64 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-BG112321.M
Title : SVOA CALIBRATION

Signal : TIC: BGO51406.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.530 3 7 13 rVB2 6379 10368 1.59% 0.112%
2 3.959 76 80 92 rBvV 70180 134027 20.59% 1.447%
3 4.188 114 119 126 rVB5 2324 6161 0.95% 0.067%
4 6.097 439 444 451 rVB6 3349 7619 1.17% ©.082%
5 6.691 542 545 550 rVB3 4843 6452 0.99% 0.070%
6 6.791 557 562 568 rVB4 7028 15308 2.35% 0.165%
7 7.137 612 621 626 rVB4 5693 11656 1.79% 0.126%
8 7.308 643 650 651 rBvV3 5573 8214 1.26% ©0.089%
9 7.355 653 658 670 rvv 107864 204587 31.44% 2.209%
106 7.502 677 683 690 rVW 81376 142134 21.84%  1.535%
11 7.584 691 697 704 rW 24130 47535 7.30% ©.513%
12 7.649 704 708 712 rVV4 3293 5695 0.88% 0.061%
13 7.719 713 720 728 rW 105278 191616 29.44% 2.069%
14 7.819 731 737 743 rBV3 4313 7251 1.11% ©.078%
15 8.072 770 780 784 rBV6 3702 10201 1.57% 0.110%
16 8.130 784 790 794 rW 10842 16827 2.59% 0.182%
17 8.189 794 800 812 rVB 93161 165721 25.46% 1.789%
18 8.342 822 826 830 rBv4 4009 6197 ©.95% 0.067%
19 8.412 830 838 841 rVVe 7325 16046 2.47% 0.173%
20 8.442 841 843 851 rVB4 5605 11006 1.69% 0.119%
21 8.735 889 893 903 rVBS 3964 7875 1.21% 0.085%
22 8.824 903 908 916 rBV6 3594 8687 1.33% 0.094%
23 8.906 916 922 936 rBvV2 128400 238119 36.59% 2.571%
24 9.018 936 941 947 rBvVS8 6452 12024 1.85% 0.130%
25 9.282 981 986 991 rVB3 4216 6926 1.06% 0.075%
26 9.370 993 1001 1008 rBV 101805 192878 29.64%  2.082%
27 9.499 1016 1023 1026 rBv4 3265 7462 1.15% 0.081%
28 9.811 1070 1076 1081 rBV3 4511 8818 1.35% 0.095%
29 10.093 1117 1124 1135 rVV 91063 170655 26.22% 1.843%
30 10.645 1211 1218 1231 rBV 128248 240298 36.92% 2.594%
31 10.763 1233 1238 1242 rBV2 4838 9026 1.39% 0.097%
32 11.015 1273 1281 1286 rVvV 130470 243029 37.34% 2.624%
33 11.068 1286 1290 1296 rvVv 45061 75898 11.66% ©.819%
34 11.156 1296 1305 1318 rVB3 120621 300168 46.12%  3.241%
35 11.855 1420 1424 1431 rVV2 11616 22556  3.47% 0.244%
36 11.985 1439 1446 1453 rBV4 6489 12897 1.98% 0.139%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51406.D

Acqg On : 8 Dec 2021 13:14
Operator : CG/JU

Sample : M4960-05

Misc :

ALS Vvial : 64 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-BG112321.M
Title : SVOA CALIBRATION
37 12.378 1509 1513 1520 rVB6 4627 7289 1.12% ©.079%
38 12.590 1544 1549 1554 rBV4 3386 6538 1.00% 0.071%
39 12.660 1556 1561 1568 rBv2 17667 34633 5.32% 0.374%
40 12.784 1577 1582 1586 rVB3 5051 7136 1.10% 0.077%
41 12.878 1591 1598 1606 rVB 21750 40141 6.17% 0.433%
42 13.265 1658 1664 1669 rBV5 3336 7032 1.08% 0.076%
43 13.318 1669 1673 1680 rVB5 6713 10383 1.60% 0.112%
44 13.606 1713 1722 1727 rBV4 7317 13925 2.14% 0.150%
45 13.659 1727 1731 1734 rVV2 5846 7052 1.08% 0.076%
46 13.747 1741 1746 1752 rBV7 4574 9733 1.50% 0.105%
47 13.988 1778 1787 1795 rBV6 7364 18159 2.79% 0.196%
48 14.141 1807 1813 1817 rVV3 14742 26818 4.12% 0.290%
49 14.217 1817 1826 1831 rVV 224754 360389 55.38% 3.891%
50 14.258 1831 1833 1838 rVB4 9406 11071 1.70% 0.120%
51 14.376 1849 1853 1859 rBV3 7298 11971 1.84% 0.129%
52 14.435 1859 1863 1867 rBV5 4576 7515 1.15% 0.081%
53 14.517 1871 1877 1887 rVB 265568 439895 67.59% 4.750%
54 14.740 1909 1915 1918 rBV3 4801 8553 1.31% 0.092%
55 14.822 1918 1929 1936 rVB 213521 340510 52.32% 3.676%
56 14.893 1936 1941 1946 rVB3 7123 12720 1.95% 0.137%
57 15.057 1963 1969 1985 rvVv 58524 138718 21.32%  1.498%
58 15.169 1985 1988 1991 rvvs 3558 6077 ©0.93% 0.066%
59 15.216 1993 1996 2003 rVV5 9910 19923 3.06% 0.215%
60 15.287 2003 2008 2014 rVB7 6187 9769 1.50% 0.105%
61 15.428 2028 2032 2038 rBV6 6452 13339 2.05% 0.144%
62 15.575 2052 2057 2061 rBV2 34710 56131 8.63% 0.606%
63 15.616 2061 2064 2070 rVB2 25284 42651 6.55% 0.461%
64 15.727 2079 2083 2088 rVB4 5137 7620 1.17% ©.082%
65 15.810 2090 2097 2104 rBV2 378043 641974 98.65% 6.931%
66 15.951 2116 2121 2131 rVV2 52146 103689 15.93% 1.120%
67 16.021 2131 2133 2138 rVV3 9759 15261 2.35% 0.165%
68 16.074 2138 2142 2145 rVB5 6952 10946 1.68% 0.118%
69 16.244 2167 2171 2173 rBV4 5138 6810 1.05% 0.074%
70 16.421 2197 2201 2205 rBV6 3657 5923 0.91% 0.064%
71 16.503 2207 2215 2219 rBv4 13847 27709 4.26%  0.299%
72 16.626 2230 2236 2240 rBV3 14214 26137 4.02% 0.282%
73 16.679 2240 2245 2252 rVB5 20072 42800 6.58% 0.462%
74 16.750 2252 2257 2261 rBV4 16214 31401 4.83% 0.339%
75 16.797 2261 2265 2268 rVB5 7992 12783 1.96% 0.138%
76 16.949 2289 2291 2298 rVB8 6847 8549 1.31% 0.092%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51406.D

Acqg On : 8 Dec 2021 13:14
Operator : CG/JU

Sample : M4960-05

Misc :

ALS Vvial : 64 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-BG112321.M

Title : SVOA CALIBRATION

77 17.014 2298 2302 2306 rBV 11025 14775 2.27% 0.160%
78 17.278 2343 2347 2350 rBV3 7300 8047 1.24% 0.087%
79 17.325 2352 2355 2359 rBV3 8147 10025 1.54% 0.108%
80 17.437 2370 2374 2380 rVB6 12476 19366 2.98% 0.209%
81 17.572 2391 2397 2403 rBV 265945 409040 62.85% 4.416%
82 17.672 2408 2414 2420 rVB 373846 560186 86.08% 6.048%
83 17.754 2424 2428 2434 rVB8 8256 12727 1.96% 0.137%
84 17.854 2440 2445 2451 rBV 17874 32146  4.94% 0.347%
85 18.019 2470 2473 2478 rVB5 7970 10068 1.55% ©0.109%
86 18.201 2500 2504 2509 rVB6 8808 12508 1.92% 0.135%
87 19.323 2692 2695 2698 rBV5 8477 10654 1.64% 0.115%
88 19.535 2726 2731 2735 rVB5 16821 27812 4.27% ©.300%
89 19.587 2738 2740 2743 rVB3 8065 7725 1.19% 0.083%
990 19.664 2749 2753 2757 rBV 13476 22587 3.47% 0.244%
91 19.952 2796 2802 2811 rBV 444592 650783 100.00% 7.026%
92 20.839 2949 2953 2957 rVB3 38367 54131 8.32% 0.584%
93 21.191 3009 3013 3017 rVB4 12466 18786 2.89% 0.203%
94 21.450 3054 3057 3068 rVB7 19835 43678 6.71% 0.472%
95 21.709 3096 3101 3110 rVB 421227 610507 93.81% 6.592%
96 21.873 3123 3129 3137 rVB 236534 401341 61.67% 4.333%
97 22.978 3312 3317 3324 rBV 25364 55640 8.55% 0.601%
98 24.605 3589 3594 3609 rVB 22417 82227 12.64% ©.888%
99 25.040 3659 3668 3681 rVB2 201292 595136 91.45% 6.426%
100 25.269 3700 3707 3721 rVB2 130316 400379 61.52% 4.323%

Sum of corrected areas: 9261884
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51406.D

Acqg On : 8 Dec 2021 13:14
Operator : CG/JU

Sample : M4960-05

Misc

ALS vial : 64 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG051406.D\data.ms

400000

300000

200000

8.906 10.64514,Q15¢
9370 10,093

100000 3.959

8
630 Jl4.188 6.097 13939018 282199811 : 11%@52.3%

N Com
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Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG051406.D\data.ms

19.952 21.y09

400000 15.810 17.672

300000 17.572 21.873

200000

100000

20.839
21.1%&‘?%
YA, W NS

201 19.

PN )Y I, Y
Y i B 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: BG051406.D\data.ms

400000

300000
25.040
200000
5.269

100000
978 24.605

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\BG120621\
Data File : BGO51406.D

Acqg On : 8 Dec 2021 13:14
Operator : CG/JU

Sample : M4960-05

Misc :

ALS vial : 64 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 1 Cyclohexanamine, N,N-dimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
7.584 5.74 ng/ul 47535 1,4-Dichlorobenzene-d4 8.189
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanamine, N,N-dimethyl- 127 C8H17N 000098-94-2 87
2 Cyclohexanamine, N,N-dimethyl- 127 C8H17N 000098-94-2 86
3 Cyclohexanamine, N,N-dimethyl- 127 C8H17N 000098-94-2 80
4 Cyclohexylamine, N-ethyl- 127 C8H17N 005459-93-8 72
5 Cyclohexylamine, N-ethyl- 127 C8H17N 005459-93-8 72
Abundance Scan 697 (7.584 min): BG051406.D\data.ms (-691) (-) m/z 84.05 100.00%
84.0
5000
PR R
42.0 560 400 081 127.1 7.20 7.40 7.60 7.80 8.00
Obrrrprrrrrerrprreitibe it m/z 71,10 26.41%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13654: Cyclohexanamine, N,N-dimethyl-
84.0
5000 RN AN e
7.20 7.40 7.60 7.80 8.00
m/z 127.10 14.67%
42.0 58.0 127.0
0,140 280 | 58O 98.0112.0
\H‘\H\‘HH‘HH‘HH‘HH‘HH’HH‘\ H‘\H\‘HH’HH‘\\H‘\H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13655: Cyclohexanamine, N,N-dimethyl-
84.0
O RRR AR R
7.20 7.40 7.60 7.80 8.00
5000 m/z 42.00 14.25%
42.0 56.0 700 127.0
S T A I
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13652: Cyclohexanamine, N,N-dimethyl-
84.0 7.20 7.40 7.60 7.80 8.00
m/z 56.00 10.06%
5000
127.0
ol 270 %20 580 | 9801550
e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51406.D

Acqg On : 8 Dec 2021 13:14
Operator : CG/JU

Sample : M4960-05

Misc

ALS vial : 64 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.130 2.03 ng/ul 16827 1,4-Dichlorobenzene-d4 8.189
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 83
2 Decane, 4-methyl- 156 C11H24 002847-72-5 83
3 Octane, 2,3,6-trimethyl- 156 C11H24 062016-33-5 83
4 Heptane, 2,5,5-trimethyl- 142 C1OH22 001189-99-7 78
5 Decane, 4-methyl- 156 C11H24 002847-72-5 78
Abundance Scan 790 (8.130 mln) BG051406.D\data.ms (-784) (-) m/z 71.10 100.00%
43.0 71.1
5000
/'TMA_WWW_M

H ‘ 1131 7.80 8.00 8.20 8.40

om‘HHHm‘MW\‘H‘W!“_HWHH_ m/z 57.05 92.69%

m/z--> 20 40 60 80 100 120 140 160
Abundance #33093: Nonane, 2,6-dimethyl-
43.0

Wy

5000 AT ‘H“‘H“‘H“
7.80 8.00 8.20 8.40

m/z 43.00 89.31%

113.0
O T \2‘4\..¢\ ’ T \H“ T \“} T ‘ 19\1\ T ‘ T H\ ‘ T \]-\4.‘1\.0\\ T ‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #33082: Decane, 4-methyl-
430 710 WA“W
i “H“_,H‘H“

7.80 8.00 8.20 8.40

5000 ITI/Z 41.00 43.61%
‘ 112.0
ouso L L L T s M\
miz--> 20 40 60 80 100 120 140 160 W«mﬁfwuﬁ
Abundance #33103: Octane, 2,3,6-trimethyl- ‘ ‘m‘ e "‘fr
57.0 7.80 8.00 8.20 8.40

m/z 70.00  36.20%

5000

290‘
|

L e e ey

m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51406.D

Acqg On : 8 Dec 2021 13:14
Operator : CG/JU

Sample : M4960-05

Misc

ALS vial : 64 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 1,4-Benzenediamine, N,N'-bi... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.575 3.30 ng/ul 56131  Acenaphthene-d10 14.823
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenediamine, N,N'-bis(1-m... 192 C12H20N2 004251-01-8 95
2 1-Dimethylvinylsilyloxy-3-methyl... 192 C11H160Si 1000307-91-6 58
3 N-[4-(Ethyl-methyl-amino)-phenyl... 192 C11H16N20 099981-45-0 58
4 5-(4,5-Dihydro-3H-pyrrol-2-ylmet... 192 C11H16N20 051430-87-6 53
5 5-Ethyl-3,4-dimethyl-1H-pyrano[2... 192 C1@H12N202 1000296-60-7 49

Abundance Scan 2057 (15.575 min): BG051406.D\data.ms (-2052) (-  m/z 177.10 100.00%

177.1
5000 107.0
71.0
43.0 ‘ 149.1 —L ‘
15.50
0l b ““Uw Al u“#ﬁ??ﬂ%‘ bl w“ A m/z 192.20  53.01%
m/z--> 20 40 60 80 100 120 140 160 180 =200
Abundance #66834: 1,4-Benzenediamine, N,N'-bis(1-methylethyl)-
177.0
|
5000 — :
15.50
1200 1490 m/z 107.00  41.93%
O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #66550: 1-Dimethylvinylsilyloxy-3-methylbenzene
177.0 /KA
- ;
15.50
5000 ITI/Z 71.00 28.16%
151.0
910 1180 ‘
TN YO sl P W 0
m/z--> 20 40 60 80 100 120 140 160 180 200 {\
Abundance #66516: N-[4-(Ethyl-methyl-amino)-phenyl]-acetamide ; IR ‘
177.0 15.50
m/z 43.00 26.29%
5000
149.0
119.0
43\'0 65\'0 92\'0 H\ \‘\ ‘\ ! ‘ Il
Ottt et et el e e —
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51406.D

Acqg On : 8 Dec 2021 13:14
Operator : CG/JU

Sample : M4960-05

Misc

ALS vial : 64 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 3,6,9,12-Tetraoxatetradecan... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.616 2.51 ng/ul 42651  Acenaphthene-d10 14.823
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,6,9,12-Tetraoxatetradecan-1-o0l 222 C10H2205 005650-20-4 53
2 Tetraethylene glycol 194 C8H1805 000112-60-7 47
3 12-Crown-4 176 C8H1604 000294-93-9 40
4 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-... 5082 C22H46012 006809-70-7 40
5 Pentaethylene glycol monododecyl... 406 C22H4606 003055-95-6 38

Abundance Scan 2064 (15.616 min): BG051406.D\data.ms (-2061) (-  m/z 45.00 100.00%

45.0
73.0
5000
149.0 e o
\L H ‘ o0 270 15.50 16.00
Oyl b3 L AT 73 00 77.47%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #100839: 3,6,9,12-Tetraoxatetradecan-1-ol
45.0
5000 T M
15.50 16.00
73.0 m/z 43.00  27.99%
103 0
dsol ||| [0 1m0 e
\\\’\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 100 120 140 160 180
Abundance #69771. Tetraethylene glycol
48.0
15 50 16 00
5000 ITI/Z 149.00 22.49%
89.0
0 150 L1700 4 119.0 163.0
R R R R S R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #51378: 12-Crown-4 e ﬂ — L
45.0 15.50 16.00
m/z 57.10 18.59%
5000
89.0
15.0 ‘
ob Ll L 1700 | aso1s0
m/z--> 20 40 60 80 100 120 140 160 180 15 50 16 OO
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51406.D

Acqg On 8 Dec 2021 13:14

Operator : CG/JU

Sample : M4960-05

Misc

ALS vial : 64 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.M
: 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 Benzenepropanoic acid, 2-pr... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.679  2.09 ng/ul 42800 Phenanthrene-dle 17.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenepropanoic acid, 2-propeny... 190 C12H1402 015814-45-6 50
2 2-n-Propyl[1,3,2]dioxarsinane 192 C6H13As02 1000322-39-7 35

3 Cyclopropanecarboxylic acid, 3-(... 360
4 Butanamide, N-(4-methylphenyl)-3... 191
5 Butanamide, N-(2-methylphenyl)-3... 191

C21H2805
C11H13NO2
C11H13NO2

Abundance Scan 2245 (16.679 min): BG051406.D\data.ms (-2240) (-

000121-20-0 35
002415-85-2 27
000093-68-5 27

m/z 149.05 100.00%

107.0 149.1
5000
55.0 191.1 RO T A T Bl
UJﬂ ‘ ‘ 16.50 17.00
ok ‘W"\EWLMMNUNM\M““\“j‘ e m/z 107.00  89.80%
miz--> 50 100 150 200 250 300
Abundance  #64644: Benzenepropanoic acid, 2-propenyl ester
107.0
149.0 m
5000 e —
16.50 17.00
m/z 121.05 55.73%
190.0
T T
miz--> 50 100 150 200 250 300
Abundance #67099: 2-n-Propyl[1,3,2]dioxarsinane
149.0
T /R VA Y
43.0 16.50 17.00
5000 ITI/Z 105.00 46.17%
192.0
91.0
0\\H‘“\\\w“"\‘”“\\}‘\\\\“\\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250 300
Abundance #269847: Cyclopropanecarboxylic acid, 3-(3-methoxy-2-n 7 —
107.0 16.50 17.00
m/z 119.00 40.73%
5000
43.0 149.0
ok “‘ ih‘w“ ‘Hh’\“\‘\”\‘h\ ‘\‘M ‘1\ wl ‘2‘1‘1"0‘ T ‘3‘2‘9"‘ AL i
m/z--> 50 100 150 200 250 300 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51406.D

Acqg On : 8 Dec 2021 13:14
Operator : CG/JU

Sample : M4960-05

Misc

ALS vial : 64 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 1-Hexacosanol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.450 2.18 ng/ul 43678 Chrysene-d12 21.873
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosanol 382 C26H540 000506-52-5 74
2 n-Tetracosanol-1 354 C24H500 000506-51-4 60
3 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 58
4 1-Nonadecene 266 C19H38 018435-45-5 53
5 Behenic alcohol 326 C22H460 000661-19-8 53

Abundance Scan 3057 (21.450 min): BG051406.D\data.ms (-3054) (-  m/z 57.05 100.00%
57.0

7.1
5000
T
H ‘ 181.0 223.2 281 1 21.50
ol b L AL L d “‘\‘H“” L L w/z a3.es 94.91%
m/z--> 50 100 150 200 250 300 350
Abundance #289619: 1-Hexacosano
43.0
5000 83.0 —
21.50
m/z 55.10  91.52%
oL L L350 16002000 2520 szagaea
L \\\\‘\\\\‘\\ \\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #264238: n-Tetracosanol-1
43.0
—
21.50
5000 83.0 m/z 69.05 76.19%
oLl ‘\\ 1%50168.0210.0 2520 294.0 3360 w
Ay P e T T
m/z--> 50 100 150 200 250 300 350
Abundance #275003: Dichloroacetic acid, heptadecyl ester T
57.0 21.50
97.0 m/z 71.10 74.72%
) WMMMWW,J\HMW/\¢NH
ol ‘u“ bl \M d‘\ Bvd 01800 2380 050 N
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\BG120621\
Data File : BGO51406.D

Acqg On : 8 Dec 2021 13:14
Operator : CG/JU

Sample : M4960-05

Misc

ALS vial : 64 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 Phthalic acid, heptyl 4-met... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24.605 4.11 ng/ul 82227  Perylene-di12 25.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, heptyl 4-methylhe... 376 C23H3604 1000377-94-2 64
2 Phthalic acid, 3-methylbutyl tet... 432 C27H4404 1000356-81-5 64
3 Phthalic acid, 3,3-dimethylbut-2... 320 C19H2804 1000357-00-3 64
4 Phthalic acid, octyl tridec-2-yn... 456 C29H4404 1000315-44-1 64
5 Phthalic acid, hept-3-yl isohexy... 348 C21H3204 1000356-98-9 64
Abundance Scan 3594 (24.605 min): BG051406.D\data.ms (-3589) (-  m/z 149.00 100.00%
149.0
5000
430 P cT
0 540 207 1 9031 24.50 25.00
L 1 b m/z 150.00  10.96%
mlz--> 50 100 150 200 250 300 350
Abundance #284846: Phthalic acid, heptyl 4-methylhept-3-yl ester
149.0
5000 M\WM\ T T \W‘ W\
24.50 25.00
m/z 43.00 10.40%
. 50 1120 247.0
\\\‘\\\\“\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #319094: Phthalic acid, 3-methylbutyl tetradecy! ester
149.0
P e
24.50 25.00
5000 m/z 41.10 10.09%
71.0 237.0
0290 , | 1110 197.0, 363.(
e L e B S e
m/z--> 50 100 150 200 250 300 350
Abundance #224792: Phthalic acid, 3,3-dimethylbut-2-yl pentyl ester —— ——
149.0 24.50 25.00
m/z 55.00 9.43%
5000
43.0 85.0 21‘9.0
bbb i A e e — —
m/z--> 50 100 150 200 250 300 350 24.50 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51406.D

Acqg On : 8 Dec 2021 13:14
Operator : CG/JU

Sample : M4960-05

Misc

ALS Vvial : 64 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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|
Cyclohexanamine... 7.584 5.7 ng/ul 47535 1  8.189 165721 20.0
(DEL) Alkane: S... 8.130 2.0 ng/ul 16827 1 8.189 165721 20.0
1,4-Benzenediam... 15.575 3.3 ng/ul 56131 3 14.823 340510 20.0
3,6,9,12-Tetrao... 15.616 2.5 ng/ul 42651 3 14.823 340510 20.0
Benzenepropanoi... 16.679 2.1 ng/ul 42800 4 17.572 409040 20.0
1-Hexacosanol 21.450 2.2 ng/ul 43678 5 21.873 401341 20.0
Phthalic acid, ... 24.605 4.1 ng/ul 82227 6 25.269 400379 20.0
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