LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070824\
Data File : BP020864.D

Acqg On : 09 Jul 2024 14:44
Operator : MA/JU

Sample : P3084-08

Misc :

ALS Vvial : 38 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-BP062524.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@20864.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.264 43 47 56 rVB 46633 65197 0.84% 0.094%
2 3.546 91 95 100 rBvV 17970 28221 0.36% 0.041%
3 3.681 115 118 133 rBV 127699 222926 2.86% 0.322%
4 3,987 166 170 177 rVB 13290 20299 0.26% 0.029%
5 4.140 192 196 201 rBV7 6436 13392 0.17% 0.019%
6 4.346 226 231 237 rBV 93058 127577 1.64% 0.184%
7 4.399 237 240 247 rVWVv2 7984 13667 ©0.18% 0.020%
8 4.481 250 254 260 rVB2 8305 12740 0.16% 0.018%
9 4.816 308 311 318 rVvVo 4827 8630 0.11% 0.012%
106 4.881 318 322 329 rVB 13870 24217 0.31% 0.035%
11 5.316 392 396 403 rVB 11869 19522 0.25% 0.028%
12 5.611 441 446 451 rBv4 6130 11358 0.15% 0.016%
13 5.816 475 481 486 rBV6 16662 29572 0.38% 0.043%
14 6.710 629 633 635 rBv4d 6098 8719 0.11% 0.013%
15 6.787 640 646 651 rvv2 15801 31315 0.40% 0.045%
16 6.840 651 655 658 rVw3 13165 19734 0.25% 0.029%
17 6.922 658 669 683 rVB 319472 632792 8.12% 0.914%
18 7.069 688 694 708 rVB 923201 1524382 19.55% 2.203%
19 7.269 717 728 737 rBV 1107085 1859280 23.85% 2.687%
20 7.334 737 739 744 rVB5 8745 11677 0.15% 0.017%
21 7.416 750 753 760 rVB7 9776 14150 0.18% 0.020%
22 7.728 795 806 812 rBV 705229 1186560 15.22% 1.714%
23 7.793 812 817 839 rVB 254921 588851 7.55% ©0.851%
24 7.975 843 848 852 rBVS8 5200 8667 ©0.11% 0.013%
25 8.316 901 906 913 rBV6 17361 33511 9.43% 0.048%
26 8.446 919 928 940 rBvV 906089 1648063 21.14% 2.381%
27 8.540 940 944 952 rVB 76377 132148 1.69% 0.191%
28 8.810 984 990 995 rBv4 21293 37913 0.49% 0.055%
29 8.881 995 1002 1021 rVV 1260522 2023995 25.96% 2.925%
30 9.022 1021 1026 1032 rVB6 18023 33010 0.42% 0.048%
31 9.593 1112 1123 1133 rBV 1056124 1761902 22.60% 2.546%
32 9.975 1181 1188 1191 rBVS8 5757 10344 0.13% 0.015%
33 10.128 1204 1214 1228 rBV 1426245 2565587 32.90% 3.707%
34 10.281 1236 1240 1247 rVB7 15380 27327 ©0.35% 0.039%
35 10.351 1247 1252 1255 rVB7 5250 9197 0.12% 0.013%
36 10.399 1255 1260 1268 rVB4 24921 49257 0.63% 0.071%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070824\
Data File : BP020864.D

Acqg On : 09 Jul 2024 14:44
Operator : MA/JU

Sample : P3084-08

Misc :

ALS Vvial : 38 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-BP062524.MA.M
Title : SVOA CALIBRATION

37 10.487 1268 1275 1282 rBV 1022575 1726006 22.14%  2.494%
38 10.640 1293 1301 1314 rBV 826319 1475738 18.93% 2.132%

39 11.028 1360 1367 1372 rBv4 5717 11846 0.15% 0.017%
40 11.081 1372 1376 1383 rVv2 5370 8805 0.11% 0.013%
41 11.151 1383 1388 1394 rBV 17046 27463 0.35% 0.040%
42 11.304 1406 1414 1420 rBV1o 8170 24073 0.31% 0.035%
43 12.087 1540 1547 1552 rBV 27094 43514 0.56% 0.063%
44 12.622 1633 1638 1643 rVB9 4827 10725 0.14% 0.015%
45 12.693 1646 1650 1655 rBv4 9932 20113 0.26% 0.029%
46 12.810 1660 1670 1674 rVB10O 5095 13861 ©0.18% 0.020%
47 12.945 1686 1693 1699 rBV2 36419 63664 ©0.82% 0.092%
48 12.993 1699 1701 1709 rVB9 6886 11718 ©.15% 0.017%
49 13.198 1730 1736 1739 rBvV 23181 35302 0.45% 0.051%
50 13.245 1739 1744 1747 rW2 20054 33770 0.43% 0.049%
51 13.281 1747 1750 1755 rVB2 10015 15579 0.20% 0.023%
52 13.592 1799 1803 1807 rBV7 7289 12582 0.16% 0.018%
53 13.769 1824 1833 1846 rBV 2405260 3775005 48.42% 5.455%
54 13.869 1846 1850 1854 rBV6 4930 8171 0.10% 0.012%
55 14.045 1870 1880 1898 rVV 2749072 4581941 58.77% 6.621%
56 14.357 1924 1933 1942 rBV 1457297 2432819 31.20% 3.515%
57 14.439 1942 1947 1955 rVB2 48622 79977 1.03% 0.116%
58 14.622 1970 1978 1987 rBV2 182470 433781 5.56% ©.627%
59 15.045 2045 2050 2059 rVB 32070 58853 0.75% 0.085%
60 15.157 2066 2069 2072 rBV 12590 16722 0.21% 0.024%
61 15.187 2072 2074 2079 rVB 12974 16326 ©0.21% 0.024%
62 15.381 2099 2107 2116 rBV 3806481 5608292 71.93% 8.104%
63 15.516 2124 2130 2142 rBV 976128 1366183 17.52% 1.974%
64 15.610 2142 2146 2153 rVB2 16758 33851 0.43%  0.049%
65 15.745 2165 2169 2179 rVB 23999 40285 0.52% ©0.058%
66 15.951 2199 2204 2210 rBV8 6298 11573 0.15% 0.017%
67 16.175 2237 2242 2248 rVB1o 6742 13518 0.17% 0.020%
68 16.751 2335 2340 2346 rVB 16494 23990 ©0.31% ©0.035%
69 16.845 2353 2356 2361 rVB7 5418 9289 0.12% 0.013%
70 16.951 2369 2374 2379 rBV8 5680 13741 0.18% ©0.020%
71 17.092 2395 2398 2401 rBV5 5370 7807 0.10% 0.011%
72 17.175 2401 2412 2422 rBV 1861905 2928798 37.56% 4.232%
73 17.281 2423 2430 2440 rBV2 4232697 6242664 80.06% 9.020%
74 17.475 2458 2463 2474 rBV2 34454 72674 ©.93% 0.105%
75 17.869 2524 2530 2537 rBV 599338 782321 10.03% 1.130%
76 18.104 2566 2570 2576 rBV 77718 118533 1.52% 0.171%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070824\
Data File : BP020864.D

Acqg On : 09 Jul 2024 14:44
Operator : MA/JU

Sample : P3084-08

Misc

ALS Vvial : 38 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-BP062524.MA.M
Title : SVOA CALIBRATION

77 18.186 2580 2584 2590 rVB 28111 42035 0.54% 0.061%
78 18.375 2613 2616 2619 rBV3 19473 21537 0.28% 0.031%
79 19.204 2753 2757 2762 rBV 69916 128916 1.65% 0.186%
80 19.280 2767 2770 2775 rVB2 51292 86011 1.10% 0.124%
81 19.451 2795 2799 2803 rBV3 53025 84684 1.09% 0.122%
82 19.669 2829 2836 2843 rVB 5118589 7204457 92.40% 10.410%
83 21.469 3140 3142 3144 rBV3 100414 113360 1.45% 0.164%
84 21.539 3152 3154 3159 rVB4 152057 139091 1.78% 0.201%
85 21.633 3165 3170 3179 rVB 1897066 3174913 40.72% 4.588%

86 24.768 3693 3703 3713 rBV2 2746846 7797006 100.00% 11.266%
87 25.004 3735 3743 3752 rVB 1356889 3387768 43.45% .895%

N

Sum of corrected areas: 69207350
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070824\
Data File : BP020864.D

Acqg On : 09 Jul 2024 14:44
Operator : MA/JU

Sample : P3084-08

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP020864.D\data.ms
6000000

5000000
4000000
3000000

2000000

10.128
69 8.881

7.0 :
1000000 7708 O%®

6.92 71793
0 @63.?3[@3%.98?5@?@48&81 5.316.65B816 eeﬂym%? 316 ﬂg.gm.s 4089122 9.9

9. IMOEE304  12.087 1268

\\\\‘\\\\‘\\\T"‘\\\'\‘\\\\‘\\\\‘\\\\‘\\\\"\T\Tﬁ\\\"\\\\‘ﬁ\\‘\\\\‘\\\\T\\’\’T‘\\\\‘\AT\\‘\\\\‘\\\\‘\'T\
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: BP020864.D\data.ms
6000000

9.593

19.669
5000000

17.281
4000000 15.381

3000000 14.045
13.769 21.633

2000000 17.175
14.357

1000000

15.516
17.869 231

XMEIDEB 552.869 1 %Qizlmsm@@mmsms 160685 k4¢mw9@9§l

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: BP020864.D\data.ms
6000000

o

5000000

4000000

24.768
3000000

2000000 5.004

1000000

MMWWWMW

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
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Data Path : Z
Data File : B

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_P\Data\BP070824\
P020864.D

Acqg On : 09 Jul 2024 14:44
Operator : MA/JU

Sample : P3084-08

Misc

ALS vial : 3

Quant Method
Quant Title

TIC Library

8 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .MA.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 1 Hexanal Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
4.346 2.15 ng/ul 127577 1,4-Dichlorobenzene-d4 7.728
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 72
2 Hexanal 100 C6H120 000066-25-1 72
3 Hexanal 100 C6H120 000066-25-1 64
4 Hexanal 100 C6H120 000066-25-1 64
5 Hexanal 100 C6H120 000066-25-1 50
Abundance Scan 231 (4.346 min): BP020864.D\data.ms (-226) (-) m/z 44.00 100.00%
44.0
T
H’ 319 2810 4.00 4.20 4.40 4.60
ol 131.9190.8  281.0 3500 4190 5818 /7 41.10  97.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4248: Hexana
44.0
5000 L L N L LA BN R I
4.00 4.20 4.40 4.60
m/z 56.10 95.71%
O‘\J\#“JU\‘!\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4250: Hexanal
44.0
A RREANEEEEEEE NS
4.00 4.20 4.40 4.60
5000 m/z 57.05 64.97%
ol "HMHH‘w_‘H_H‘,mww_m‘www
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4249: Hexanal R AREERREEEES
44.0 4.00 4.20 4.40 4.60
m/z 43.10 63.89%
o"m‘ A IS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070824\
Data File : BP020864.D

Acqg On : 09 Jul 2024 14:44
Operator : MA/JU

Sample : P3084-08

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .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 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.793 9.93 ng/ul 588851 1,4-Dichlorobenzene-d4 7.728

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 78
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
4 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 53
5 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000383-13-3 53
Abundance Scan 817 (7.793 min): BP020864.D\data.ms (-812) (-) m/z 57.10 100.00%
57.1

%

5000
REaEmE e
‘ H 280.9 7.40 7.60 7.80 8.00 8.20
Ol 113188 1909 280.9 355.1414.54750 548, n/z 41.16  34.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
5000 EEEE R R
7.40 7.60 7.80 8.00 8.20
‘ m/z 43.05 28.46%
OI’J‘J\‘“‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
REARNENEEE SRS S E
7.40 7.60 7.80 8.00 8.20
5000 m/z 55.10 24.57%
o"‘\"M,JH‘Mww‘H‘W‘H_HWH,W,W,W_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15692: 1-Hexanol, 2-ethyl- R R e
57.0 7.40 7.60 7.80 8.00 8.20
m/z 56.05 19.47%
5000 /\/k
o‘Hl\“,ﬁ[‘“mwH‘H‘Wm_m_m‘mmm‘mw Pt

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070824\
Data File : BP020864.D

Acqg On : 09 Jul 2024 14:44
Operator : MA/JU

Sample : P3084-08

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .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 3 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.869 5.34 ng/ul 782321  Phenanthrene-di10 17.175
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 90
3 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 89
4 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 87
5 2,5-di-tert-Butyl-1,4- benzoqu1none 220 C14H2002 002460-77-7 55

Abundance Scan 2530 (17.869 min): BP020864.D\data.ms (-2524) (- m/z 205.05 100.00%
57.0 205.1
5000
— —
H 635'0 . 1750 18.00
oLb— H JJ A ‘m‘h“}h‘ me '~ 343.1 414.9 487.3544.% m/z 57.05 96.43%
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 — —
17.50 18.00
m/z 217.20 67.70%
O TTTT "JWHL JPth‘mef”mm‘ ‘\I‘ “ \i\ ‘2\16\.\?\ TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
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
205.0
— ——
57.0 17.50 18.00
5000 m/z 175.10  56.65%
135.0
2[76.0
oL \‘h J M ‘“J J““““‘I Mh
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 WTJ\ ——
57.0 17.50 18.00
m/z 55.05 52.13%
5000
205.0
0 ‘HMuﬂu“euWam w‘u‘ | Mf L — = =
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070824\
Data File : BP020864.D

Acqg On : 09 Jul 2024 14:44
Operator : MA/JU

Sample : P3084-08

Misc

ALS Vvial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524.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|
Hexanal 4.346 2.1 ng/ul 127577 1 7.728 1186560 20.0
1-Hexanol, 2-et... 7.793 9.9 ng/ul 588851 1 7.728 1186560 20.0
7,9-Di-tert-but... 17.869 5.3 ng/ul 782321 4 17.175 2928800 20.0
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