LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061623\
Data File : BP@15580.D

Acqg On : 16 Jun 2023 14:40
Operator : MA/JU

Sample : 03104-17

Misc :

ALS Vvial : 11 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_ P\Methods\SFAM-EPA-BP060723.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@15580.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.405 33 37 46 rVB2 23245 37561 0.81% 0.097%
2 3.864 113 115 133 rBV 49180 109819 2.37% 0.282%
3 4.075 147 151 157 rVB3 8379 16100 0.35% 0.041%
4 4,181 165 169 178 rVB2 16297 29440 0.64% 0.076%
5 4.569 231 235 241 rVB7 7260 13703 0.30% 0.035%
6 6.040 480 485 492 rBV9 5256 9906 0.21% 0.025%
7 6.110 492 497 503 rVB3 10692 17071 0.37% 0.044%
8 7.246 684 690 703 rVB 70275 136471 2.95% ©.351%
9 7.405 710 717 730 rBV 355448 585725 12.66% 1.505%
10 7.610 746 752 764 rBV 323082 551607 11.92% 1.418%
11 7.769 774 779 785 rVB1e 3276 7078 ©.15% ©0.018%
12 8.087 824 833 839 rBV 405989 697454 15.07% 1.793%
13 8.146 839 843 850 rVB 49661 82179 1.78% 0.211%
14 8.804 948 955 970 rBV 238995 461454 9.97% 1.186%
15 8.934 972 977 983 rVB4 7974 14978 0.32% 0.038%
16 9.199 1015 1022 1026 rBv4 18559 35281 0.76% 0.091%
17 9.263 1026 1033 1049 rVV 482090 838220 18.11% 2.154%
18 9.416 1055 1059 1065 rVB4 12017 18507 0.40% 0.048%
19 9.993 1149 1157 1169 rBV 384602 703297 15.20% 1.808%
20 10.534 1241 1249 12790 rBV 440477 935855 20.22% 2.405%
21 10.910 1306 1313 1320 rBV 664086 1111037 24.01% 2.856%
22 11.057 1331 1338 1354 rBV 349213 758405 16.39% 1.949%
23 11.898 1477 1481 1487 rVB9 2063 4683 0.10% 0.012%
24 12.416 1563 1569 1573 rVB9 2918 5814 ©.13% 0.015%
25 12.504 1580 1584 1591 rVB3 9153 17439 0.38% 0.045%
26 13.081 1677 1682 1693 rVV5 11458 26410 0.57% 0.068%
27 13.328 1717 1724 1730 rBV 41795 62691 1.35% 0.161%
28 13.581 1761 1767 1768 rBV6 5343 7717 0.17% 0.020%
29 13.610 1768 1772 1779 rVB2 17856 28364 0.61% 0.073%
30 13.704 1782 1788 1794 rBV10 6759 14971 0.32% 0.038%
31 14.134 1852 1861 1874 rBV 1462982 2087012 45.09% 5.364%
32 14.422 1903 1910 1928 rBV 1495661 2221300 47.99% 5.709%
33 14.728 1955 1962 1971 rBV 1204684 1751135 37.84% 4.501%
34 14.798 1971 1974 1980 rVB8 5540 9378 0.20% 0.024%
35 15.004 2001 2009 2012 rBV8 14842 36255 0.78% 0.093%
36 15.404 2073 2077 2081 rVB5 4895 7814 0.17% 0.020%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061623\
Data File : BP@15580.D

Acqg On : 16 Jun 2023 14:40
Operator : MA/JU

Sample : 03104-17

Misc :

ALS Vvial : 11 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_ P\Methods\SFAM-EPA-BP060723.MA.M
Title : SVOA CALIBRATION
37 15.504 2091 2094 2097 rBV3 5985 6832 0.15% ©0.018%
38 15.534 2097 2099 2104 rVB5 4317 6154 0.13% 0.016%
39 15.722 2124 2131 2147 rBV 2020345 3023609 65.33% 7.771%
40 15.851 2147 2153 2168 rBV 481249 851102 18.39% 2.187%
41 16.004 2177 2179 2184 rVB6 6856 10399 0.22% 0.027%
42 16.086 2191 2193 2200 rVB5 4737 8155 0.18% 0.021%
43 16.292 2221 2228 2233 rBV5 4883 10846 0.23% 0.028%
44 16.345 2233 2237 2243 rVB8 6058 10756 ©0.23% 0.028%
45 17.063 2354 2359 2365 rVB5 8661 12661 0.27% 0.033%
46 17.163 2371 2376 2379 rBV6 4319 6706 0.14% 0.017%
47 17.275 2391 2395 2399 rBV6 4220 7226 0.16% 0.019%
48 17.428 2417 2421 2424 rBV3 4864 5485 0.12% 0.014%
49 17.486 2424 2431 2441 rBV 1587044 2301027 49.72% 5.914%
50 17.586 2441 2448 2463 rVV 2502891 3698495 79.91% 9.506%
51 17.757 2474 2477 2484 rVB4 8766 12094 0.26% 0.031%
52 18.133 2535 2541 2547 rBV 360430 446175 9.64% 1.147%
53 18.339 2572 2576 2585 rBV 138606 236968 5.12% 0.609%
54 18.416 2587 2589 2592 rVB 9465 10641 0.23% 0.027%
55 18.592 2617 2619 2626 rVB7 8475 10445 0.23% 0.027%
56 19.386 2750 2754 2758 rBV 39790 50680 1.09% 0.130%
57 19.457 2762 2766 2771 rVB 31888 48869 1.06% 0.126%
58 19.569 2780 2785 2795 rBV 167014 283240 6.12% 0.728%
59 19.810 2819 2826 2837 rBV 3410592 4628335 100.00% 11.896%
60 21.568 3119 3125 3135 rBV 1840167 2650820 57.27% 6.813%

61 23.945 3522 3529 3541 rVB2 2183491 4472388 96.63% 11.495%
62 24.110 3550 3557 3571 rVB 1186185 2645296 57.15% 6.799%

Sum of corrected areas: 38907535
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061623\

. BP@15580.D

: 16 Jun 2023 14:40
: MA/JU

. 03104-17

Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.MA.M

: SVOA CALIBRATION

: C:\DATABASE\NIST20.L
tion Parameters: LSCINT.P
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Time-->

TIC: BP015580.D\data.ms
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700 750 8.00
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Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BP015580.D\data.ms

19.810

17.586

15.722

12.134.422 17.4%6

14.728

16.851

13.083.328 58704 14 7|§EDO4151E£@L kﬂm&%
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Time-->

0898 122964
12.00

1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 1750 1800 1850 19.00 19.50 20.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BP015580.D\data.ms

23.945

21.568

14110

[ I

Time-->

2100 21.50 2200 22.50 2300 23.50 2400 2450 25.00 25,50 26.00 2650 27.00 2750 28.00 2850 29.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP061623\

Data File : BP@15580.D

Acqg On : 16 Jun 2023 14:40
Operator : MA/JU

Sample : 03104-17

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.MA.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 1 1-Hexanol, 2-ethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
8.146 2.36 ng/ul 82179 1,4-Dichlorobenzene-d4 8.087
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 56
5 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 53
Abundance Scan 843 (8.146 min): BP015580.D\data.ms (-839) (-) m/z 57.00 100.00%
57.0
5000 j/\hkmw

7.80 8.00 8.20 8.40

‘A J‘ 147.0 221.1281.8 355.3414.6 492.2

O e et e e e T e T m/z 41.00 45.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000 L LN LN B LR R
7.80 8.00 8.20 8.40
m/z 43.00 33.67%
0‘\\“J¥IWJ[1‘}\H\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15685: 1-Hexanol, 2-ethyl-
57.0
PP R T T
7.80 8.00 8.20 8.40
5000 m/z 55.00 31.14%
oi,JHMBO-O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15692: 1-Hexanol, 2-ethyl- S T T T T R
57.0 7.80 8.00 8.20 8.40
m/z 70.05 22.51%
- k

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061623\
Data File : BP@15580.D

Acqg On : 16 Jun 2023 14:40
Operator : MA/JU

Sample : 03104-17

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 1
R.T. EstConc Area Relative to ISTD R.T.
18.133 3.88 ng/ul 446175  Phenanthrene-d10 17.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 96
2 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 90
3 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 46
4 (Z)-((2-Benzylideneheptyl)oxy)tr... 276 C17H280Si 1000495-65-9 45
5 1-(3-Amino-4,6-dimethylthieno[2,... 220 C11H12N20S 052505-42-7 45
Abundance Scan 2541 (18.133 min): BP015580.D\data.ms (-2535) (- ' m/z 205.05 100.00%
57.0 205.1
5000
15.0 —— e
Ll h Y 276.1 3550415.1 489.0548. 1800 1850
O Lol : : Raals m/z 56.95  86.46%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
205.0
5000 = Y
18.00 18.50
m/z 217.20  65.74%
l1350
0“HﬂﬂMmW@ 2/6.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #168693: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
—— —
18.00 18.50
5000 m/z 175.10  54.66%
205.0
135.0
oM e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #168694: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene- T ——
205.0 18.00 18.50
m/z 54.95 53.68%
57.0
5000
135.0
2776.0
] P e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061623\
Data File : BP@15580.D

Acqg On : 16 Jun 2023 14:40
Operator : MA/JU

Sample : 03104-17

Misc

ALS vial : 11

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.MA.M
: SVOA CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.339 2.06 ng/ul 236968 Phenanthrene-di10 17.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 81
5 Octadecanoic acid 284 C18H3602 000057-11-4 81

Abundance Scan 2576 (18.339 min): BP015580.D\data.ms (-2572) (- m/z 73.00 100.00%
73.0

5000

1

213.2
‘ “H | 610 18.00 18.50
_— H'Wuw M‘H\Mmfw‘?f‘z 24010 47655380 1/, ce.00 78.77%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550

o

Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T PR
18.00 18.50
m’ 213.0 m/z 43.05 75.98%
0‘\\\ “ \\l‘\!l\”\l ‘\\\f‘\“\\‘\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

-

Abundance #143508: n-Hexadecanoic acid
43.0 256.0
18.00 18.50
5000 m/z 41.10 62.87%
129.0
O‘M““‘ m"“ml“w P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid = —
73.0 18.00 18.50
m/z 57.00 62.48%
5000
171.0
o“ ‘”J\u.h““ — =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061623\
Data File : BP@15580.D

Acqg On : 16 Jun 2023 14:40
Operator : MA/JU

Sample : 03104-17

Misc

ALS vial : 11

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.MA.M
: SVOA CALIBRATION

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 Octadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
19.569 2.14 ng/ul 283240  Chrysene-di2 21.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 95
5 Octadecanoic acid 284 C18H3602 000057-11-4 94

Abundance Scan 2785 (19.569 min): BP015580.D\data.ms (-2780) (- m/z 73.00 100.00%
73.0

5000
241.2

%

‘ H\ I { 09.0356.9 429.2 19.50
0l L “\:MHH_MHu%‘?“?w‘H_MH?’QF"?W m/z 43.00 91.37%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 T ‘
19.50
’ M 185.0 284.0 m/z 60.00 82.55%
0‘\\‘\‘\‘[‘ ‘r‘\'[“{“\hl \\“\\\\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

o

Abundance #179093: Octadecanoic acid
73.0
T
19.50
5000 284.0 m/z 57.05 81.77%
185.0
o U"Mm”*,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid T ‘
43.0 19.50
m/z 55.00 61.05%
5000 129.0
284.0
Ml e | )
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061623\
Data File : BP@15580.D

Acqg On : 16 Jun 2023 14:40
Operator : MA/JU

Sample : 03104-17

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@60723.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... 8.146 2.4 ng/ul 82179 1 8.087 697454 20.0
7,9-Di-tert-but... 18.133 3.9 ng/ul 446175 4 17.486 2301030 20.0
n-Hexadecanoic ... 18.339 2.1 ng/ul 236968 4 17.486 2301030 20.0
Octadecanoic acid 19.569 2.1 ng/ul 283240 5 21.569 2650820 20.0
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