LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41724\
Data File : BN©30981.D

Acqg On : 17 Apr 2024 17:27
Operator : MA/JU

Sample : P2060-03

Misc :

ALS Vvial : 13  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_ N\Methods\SFAM-EPA-BN©32824.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@30981.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.152 24 28 33 rBV 23717 29168 ©0.36% 0.050%
2 3.564 96 98 115 rBV 100202 182408 2.24% 0.316%
3 3.875 147 151 162 rVB2 11401 20850 0.26% 0.036%
4 5.211 373 378 382 rVB4 5504 9243 0.11% 0.016%
5 5.511 425 429 434 rVB4 5814 8984 0.11% 0.016%
6 5.752 466 470 475 rVB6 4400 8197 0.10% 0.014%
7 6.816 645 651 661 rVB 160931 259463 3.18% 0.449%
8 6.981 673 679 692 rBV 641019 1034715 12.68% 1.790%
9 7.175 704 712 723 rBV 590639 940727 11.53% 1.627%
10 7.640 785 791 797 rBV 599962 931644 11.42% 1.612%
11 7.7065 797 802 811 rVB 150621 227378 2.79% 0.393%
12 8.346 904 911 921 rBV 521806 811806 9.95% 1.404%
13 8.463 927 931 937 rVB2 13793 21387 0.26% 0.037%
14 8.728 972 976 981 rBVS 6346 10671 0.13% 0.018%
15 8.799 981 988 999 rVV 774923 1272259 15.59% @ 2.201%

16 9.510 1102 1109 1125 rBV 524284 857699 10.51%

1.
17 10.046 1193 1200 1211 rBV 879440 1469414 18.01%  2.542%
18 10.210 1223 1228 1232 rVB6 9571 15557 ©.19% 0.027%
19 10.422 1257 1264 12706 rBV 899577 1517450 18.60% 2.625%
20 10.463 1270 1271 1278 rVB3 34904 46234 0.57% 0.080%
21 10.563 1280 1288 1303 rBV 859334 1452404 17.80% 2.513%
22 11.081 1369 1376 1382 rVB4 5438 11319 0.14% 0.020%
23 12.016 1531 1535 1542 rBV 16339 24819 0.30% 0.043%
24 12.887 1678 1683 1689 rBV3 8517 12463 0.15% 0.022%
25 13.128 1718 1724 1730 rBV2 19783 28744 ©.35% 0.050%
26 13.181 1730 1733 1739 rVB4 12470 17557 0.22% 030%

27 13.704 1815 1822 1835 rBV 2212622 3007331 36.85%
28 13.975 1861 1868 1879 rBV 2300629 3419024 41.90%
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29 14.287 1914 1921 1932 rBV 1599290 2295101 28.13% 970%
30 14.498 1951 1957 1975 rBV 137363 265716 3.26% 460%
31 14.716 1988 1994 1998 rVB6 4391 8731 0.11% ©0.015%
32 14.969 2031 2037 2042 rBV 20658 33920 0.42% 0.059%
33 15.098 2054 2059 2067 rVB4 16991 34795 0.43% ©0.060%
34 15.281 2084 2090 2103 rBV 3083468 4493813 55.07% 7.774%
35 15.404 2105 2111 2121 rBV ~ 821893 1077095 13.20% 1.863%

36 15.522 2127 2131 2136 rVB2 14444 22641 0.28%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41724\
Data File : BN©30981.D

Acqg On : 17 Apr 2024 17:27
Operator : MA/JU

Sample : P2060-03

Misc :

ALS Vvial : 13  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_ N\Methods\SFAM-EPA-BN©32824.MA.M
Title : SVOA CALIBRATION
37 15.575 2136 2140 2144 rVWV5 7094 9503 0.12% 0.016%
38 15.651 2148 2153 2158 rBvV3 6619 8915 0.11% 0.015%
39 15.898 2191 2195 2200 rVB7 6895 10013 0.12% 0.017%
40 16.069 2220 2224 2229 rBv4 9861 14045 0.17% 0.024%
41 17.033 2382 2388 2398 rVB 2122509 2944831 36.09% 5.094%
42 17.133 2398 2405 2420 rBV2 3704615 5303570 65.00% 9.175%
43 17.328 2434 2438 2443 rBV 17954 21611 0.26% 0.037%
44 17.710 2497 2503 2508 rBV 244016 308716 3.78% 0.534%
45 17.933 2536 2541 2547 rBV 72929 107167 1.31% 0.185%
46 18.010 2550 2554 2566 rVB 22275 42477 0.52% 0.073%
47 18.186 2581 2584 2588 rVB3 9851 10892 0.13% 0.019%
48 18.269 2594 2598 2602 rBV5 7420 11120 0.14% 0.019%
49 18.798 2685 2688 2692 rBv3 10894 15900 0.19% 0.028%
50 18.998 2717 2722 2727 rBv2 48547 66840 0.82% 0.116%
51 19.069 2730 2734 2743 rVW2 45299 66760 ©0.82% 0.115%

52 19.222 2756 2760 2767 rBV2 73371 108144 1.33% 0.187%
53 19.439 2790 2797 2807 rBV 4760592 6542555 80.18% 11.318%
54 21.269 3102 3108 3118 rBV 2683328 3707028 45.43% 6.413%
55 23.980 3559 3569 3583 rBV2 3369904 8159958 100.00% 14.117%

56 24.174 3593 3602 3619 rVB 1872576 4463420 54.70% 7.722%

Sum of corrected areas: 57804192
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41724\
Data File : BN©30981.D

Acqg On : 17 Apr 2024 17:27
Operator : MA/JU

Sample : P2060-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©32824.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BN030981.D\data.ms
4000000
3000000
2000000
1000000 10.048014263
8.799
6.984175 7.640 8.346 9.510
3.1523-564 g75 5.215.551752 6.81 j\ 71705 AA@?L JMAA3  11.08 12.016
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BN030981.D\data.ms
19.439
4000000 17.133
15.281
3000000 21.269
.975
13.75% 17.033
2000000
14.287
1000000 15.404
4 17.710
o BRI 138 wssamaEsmsEReco 7.328 (7690869 1575906022 L
T e e e R e R T R e e e e e T T T T
Time--> 13.00 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: BN030981.D\data.ms
4000000
23.980
3000000
4.174
2000000
1000000
0\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T
Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41724\
Data File : BN©30981.D

Acqg On : 17 Apr 2024 17:27
Operator : MA/JU

Sample : P2060-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©32824.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 1 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.705 4.88 ng/ul 227378 1,4-Dichlorobenzene-d4 7.640

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
4 Chloroacetic acid, 2-ethylhexyl ... 206 C10H19C102 005345-58-4 59
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 56
Abundance Scan 802 (7 705 min): BN030981.D\data.ms (-797) (-) m/z 57.05 100.00%
57.0
5000 //L
R AR
‘ ‘ ‘981 ( 7.40 7.60 7.80 8.00
ol ML ITI7 1828 2070 281. .o 41 00 40.50%
miz-> 50 100 150 200 250
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000 IR AN RN RN R

7.40 7.60 7.80 8.00

m/z 43.00 35.50%
A | [
O T T ‘\‘ ‘\‘ ‘ T ‘\‘ \“\ “ \‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
R L g
7.40 7.60 7.80 8.00
5000 m/z 54.95 30.00%
27.0
i L] [
o N
miz-> 50 100 150 200 250
Abundance #15691: 1-Hexanol, 2-ethyl-  RRRREE e
57.0 7.40 7.60 7.80 8.00
m/z 83.10 21.50%
5000
27.0
L s
ow‘”_‘n —_— Co e e
m/z--> 50 100 150 200 250 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41724\
Data File : BN©30981.D

Acqg On : 17 Apr 2024 17:27
Operator : MA/JU

Sample : P2060-03

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©32824.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 2 7,9-Di-tert-butyl-l-oxaspir... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.710 2.10 ng/ul 308716  Phenanthrene-d10 17.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 99
2 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 96
3 2,5-Cyclohexadien-1-one, 2,6-bis... 232 C16H240 006738-27-8 83
4 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 68
5 9-Acetylphenanthrene 220 C16H120 002039-77-2 51

Abundance Scan 2503 (17.710 min): BN030981.D\data.ms (-2497) (- | m/z 57.10 100.00%
57.1 205.1
175.0
5000
91.0 AﬂxAN“A
/\ T ‘ T T T ‘ T T
L ‘ “ “ ‘ H ‘ | 3312611 17.50 18.00
o‘uqﬂwﬂJLWWWMNNW”WMWWWWﬁM‘W¢Wu‘HL‘HHJHH‘H m/z 205.10  95.55%
m/z--> 40 60 80 100120140160 180200220240 260280
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
205.0
5000 — A
175.0 17.50 18.00
) m/z 55.00 57.64%
i g L L oo
04 I ‘\M\‘ W‘ ‘H‘H‘M‘ ‘\HH‘\‘““\\‘ WH} }HW ,‘H“l”‘\‘ M‘ ‘\‘h‘ \‘\‘H‘\ “h - ‘H‘ - ‘\‘ Raa ‘ e aan
m/z--> 40 60 80 100120140160180200220240260280
Abundance #168693: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene
57.0
et .
17.50 18.00
5000 m/z 217.1@  54.88%
205.0
91.0 175.0
35.0
0 ‘\M\ ‘H‘\‘ ‘M‘M‘w“‘H‘\‘H\\“‘\‘MH; 1“\“\‘, Al ‘H\‘ : ‘U‘ i e “H‘F:‘J’E ‘0‘3‘6% ‘9‘ r
m/z--> 40 60 80 100120140160180200220240260280
Abundance #114071: 2,5-Cyclohexadien-1-one, 2,6-bis(1,1-dimethyle P ——
217.0 17.50 18.00
175.0 m/z 41.00 53.55%
5000
57.0
‘ 91.0
N I I N A WO | 0
m/z--> 40 60 80 100120140160180200220240260280 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41724\
Data File : BN©30981.D

Acqg On : 17 Apr 2024 17:27
Operator : MA/JU

Sample : P2060-03

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@32824.MA.M
Quant Title : SVOA CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
1-Hexanol, 2-et... 7.705 4.9 ng/ul 227378 1 7.640 931644 20.0
7,9-Di-tert-but... 17.710 2.1 ng/ul 308716 4 17.033 2944830 20.0
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