LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122123\
Data File : BM@43503.D

Acqg On : 21 Dec 2023 15:23
Operator : MA/JU

Sample : 05912-14

Misc :

ALS vial : 5 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_ M\Methods\SFAM-EPA-BM121523.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@43503.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.293 15 18 26 rVB3 20047 32748 0.58% 0.067%
2 3.375 28 32 43 rVB 46035 66856 1.19% 0.136%
3 3.799 101 104 122 rBV 206681 396902 7.08%  0.809%
4 4.028 138 143 154 rVB 47614 83598 1.49% 0.170%
5 4.122 155 159 166 rVB 22082 34363 0.61% 0.070%
6 4.334 190 195 200 rVWV 24596 35484 0.63% 0.072%
7 4.498 220 223 231 rVB 44237 64360 1.15% ©0.131%
8 4.993 303 307 315 rVB5 10430 19176 0.34% 0.039%
9 5.057 315 318 323 rVB4 5401 7252 0.13% 0.015%
106 5.451 381 385 391 rBV 49449 83106 1.48% 0.169%
11 5.498 391 393 399 rVB2 9861 13961 0.25% 0.028%
12 5.810 440 446 453 rBvV 76114 118665 2.12% 0.242%
13 5.969 467 473 477 rVB4 6428 10915 0.19% 0.022%
14 6.022 479 482 484 rBV3 5811 6550 0.12% 0.013%
15 6.057 484 488 492 rVv3 5788 8165 ©.15% 0.017%
16 6.622 580 584 590 rBV9 5983 8934 0.16% 0.018%
17 6.939 633 638 642 rBv7 4704 7737 0.14% 0.016%
18 7.069 655 660 665 rBv2 62798 95542 1.70% 0.195%
19 7.134 665 671 683 rVB 211017 391803 6.99% 0.798%
20 7.251 686 691 695 rBv4 13093 21246 0.38% 0.043%
21 7.31@ 695 701 716 rVB 827974 1338813 23.89% 2.728%
22 7.428 716 721 727 rBV 12172 18227 0.33% 0.037%
23 7.498 727 733 743 rBV 743735 1178200 21.02% 2.400%
24 7.586 745 748 751 rBV4 5034 7483 0.13% 0.015%
25 7.757 774 777 785 rVB9 5169 10096 0.18% 0.021%
26 7.975 807 814 820 rBV 687186 1089274 19.44% 2.219%
27 8.034 820 824 830 rVB 72351 113792 2.03% 0.232%
28 8.234 852 858 862 rBvV7 13538 23913 0.43% 0.049%
29 8.269 862 864 868 rvVB5 5948 6805 0.12% 0.014%
30 8.492 895 902 906 rVB1le 5045 10118 ©.18% 0.021%
31 8.604 913 921 926 rBV2 16741 35130 0.63% 0.972%
32 8.681 926 934 946 rBV 538447 965246 17.22% 1.967%
33 8.810 951 956 966 rVB 34317 59202 1.06% ©0.121%
34 9.075 995 1001 1007 rBV 259434 414972  7.40%  0.845%
35 9.145 1007 1013 1020 rVB 962043 1607430 28.68% 3.275%
36 9.310 1036 1041 1054 rVB9 13170 33306 ©0.59% 0.068%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122123\
Data File : BM@43503.D

Acqg On : 21 Dec 2023 15:23
Operator : MA/JU

Sample : 05912-14

Misc :

ALS vial : 5 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_ M\Methods\SFAM-EPA-BM121523.MA.M
Title : SVOA CALIBRATION
37 9.522 1072 1077 1086 rVB6 12006 26589 0.47% 0.054%
38 9.869 1127 1136 1148 rBV 100370 197352  3.52% 0.402%
39 10.304 1203 1210 1214 rBV6 7397 13328 0.24% 0.027%
40 10.398 1217 1226 1238 rBV 892610 1492570 26.63% 3.041%
41 10.557 1251 1253 1257 rVB5 6026 7414 0.13% 0.015%
42 10.692 1271 1276 1283 rWVW7 26355 47081 0.84% 0.096%
43 10.780 1283 1291 1298 rVV 920284 1553325 27.72% 3.165%
44 10.839 1298 1301 1306 rVB3 25422 40051 0.71% ©0.082%
45 10.927 1306 1316 1328 rBV 982987 1757742 31.36% 3.581%
46 11.333 1378 1385 1391 rBV8 6447 15512 0.28% 0.032%
47 11.445 1400 1404 1409 rVB4 10013 17411 0.31% 0.035%
48 11.957 1486 1491 1497 rBv4 14963 31649 0.56% 0.064%
49 12.016 1497 1501 1505 rVv3 7496 13677 0.24% 0.028%
50 12.069 1505 1510 1520 rVB 70812 124611 2.22% 0.254%
51 12.192 1526 1531 1535 rBV7 4125 7094 0.13% 0.014%
52 12.369 1555 1561 1567 rVB2 19374 30704 0.55% 0.063%
53 12.692 1612 1616 1622 rVBS 4223 7643 0.14% 0.016%
54 12.827 1635 1639 1642 rBV4 5553 6852 0.12% 0.014%
55 12.892 1646 1650 1656 rVV6 13559 27397 0.49% 0.056%
56 12.968 1659 1663 1669 rVB6 10179 19123 0.34% 0.039%
57 13.086 1679 1683 1688 rBV4 3820 6470 0.12% 0.013%
58 13.221 1702 1706 1712 rBV4 19580 29826 ©0.53% 0.061%
59 13.451 1741 1745 1750 rBv4 7938 15157 0.27% 0.031%
60 13.510 1750 1755 1757 rVV2 15642 24623 0.44% 0.050%
61 13.545 1757 1761 1771 rVB3 32150 69192 1.23% 0.141%
62 13.939 1824 1828 1834 rBV7 6195 9420 0.17% 0.019%
63 14.027 1836 1843 1854 rVV 1947741 2714775 48.44% 5.531%
64 14.304 1883 1890 1899 rVV 2170644 3207224 57.22% 6.534%
65 14.480 1914 1920 1923 rBV6 7798 12073 0.22% 0.025%
66 14.504 1923 1924 1933 rVB7 6803 12253 0.22% 0.025%
67 14.604 1933 1941 1952 rBV 1277105 1901937 33.94%  3.875%
68 14.692 1953 1956 1961 rVB6 6829 8533 0.15% 0.017%
69 15.210 2040 2044 2048 rBVS5 6806 8579 0.15% 0.017%
70 15.286 2053 2057 2060 rVV 15746 20844 0.37% 0.042%
71 15.404 2070 2077 2087 rVB3 20182 46834 0.84% ©0.095%
72 15.598 2102 2110 2121 rBV 2905867 4069694 72.61% 8.291%
73 15.839 2146 2151 2156 rBV6 10319 18139 0.32% 0.037%
74 15.886 2156 2159 2164 rVB6 7592 12297 0.22% 0.025%
75 15.968 2168 2173 2180 rBV2 16614 27568 0.49% 0.056%
76 16.215 2211 2215 2221 rBV8 6884 12496 0.22% 0.025%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122123\
Data File : BM@43503.D

Acqg On : 21 Dec 2023 15:23
Operator : MA/JU

Sample : 05912-14

Misc :

ALS vial : 5 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_ M\Methods\SFAM-EPA-BM121523.MA.M
Title : SVOA CALIBRATION

77 16.386 2239 2244 2248 rVB5 9949 16169 0.29% 0.033%
78 16.439 2248 2253 2254 rBV5S 4056 5679 0.10% 0.012%
79 17.162 2372 2376 2382 rBV 78988 114498 2.04% 0.233%
80 17.351 2402 2408 2418 rVB 1461657 2031066 36.24% 4.138%

81 17.451 2418 2425 2439 rBV 3557979 4972070 88.71% 10.130%

82 17.551 2439 2442 2446 rVB6 10665 14281 0.25% 0.029%
83 17.645 2454 2458 2464 rVB 19964 24938 0.44% 0.051%
84 17.715 2466 2470 2473 rBV6 4143 6155 0.11% 0.013%
85 18.021 2517 2522 2529 rBV 512347 684679 12.22%  1.395%
86 18.198 2548 2552 2555 rBV6 4881 5881 ©.10% 0.012%
87 18.256 2558 2562 2565 rBV5 5248 6993 0.12% 0.014%
88 18.327 2570 2574 2583 rBV2 18669 39184 ©.70% ©.080%
89 18.503 2601 2604 2609 rBV8 7392 10482 0.19% 0.021%
90 18.756 2643 2647 2650 rBV5 5944 6902 0.12% 0.014%
91 19.303 2735 2740 2745 rBV2 33022 47595 0.85% 0.097%
92 19.374 2748 2752 2757 rBV 32497 44988 0.80% 0.092%
93 19.527 2774 2778 2779 rBV4 6849 6196 0.11% 0.013%
94 19.739 2808 2814 2823 rBV 4219540 5301775 94.60% 10.801%
95 21.527 3113 3118 3127 rBV2 1487177 1938498 34.59%  3.949%

96 23.791 3495 3503 3513 rBV2 2877088 5604613 100.00% 11.418%
97 23.944 3523 3529 3540 rVB 1026102 2117165 37.78% .313%

N

Sum of corrected areas: 49084236
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 21 Dec 2023 15:23
: MA/JU
. 05912-14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122123\
BM@43503.D

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122123\
Data File : BM@43503.D

Acqg On : 21 Dec 2023 15:23
Operator : MA/JU

Sample : 05912-14

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 2-Heptanone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.810 2.18 ng/ul 118665 1,4-Dichlorobenzene-d4 7.975

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Heptanone 114 C7H140 000110-43-0 91
2 2-Heptanone 114 C7H140 000110-43-0 83
3 2-Heptanone 114 C7H140 000110-43-0 80
4 2-Octanone 128 C8H160 000111-13-7 64
5 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 64
Abundance Scan 446 (5.810 min): BM043503.D\data.ms (-440) (-) m/z 43.05 100.00%
43.0
5000
5.40 5.60 5.80 6.00 6.20
85.0 114.1 . : : : :
ol jseoet 2070 | 2810 . 5516 58.91%
miz-> 50 100 150 200 250
Abundance #8423: 2-Heptanone
43.0
5000 DL B LN B W

5.40 5.60 5.80 6.00 6.20
m/z 71.00 12.67%

oLl pott®
m/z--> 50 100 150 200 250
Abundance #8422: 2-Heptanone
43.0
AR AABARAN
5.40 5.60 5.80 6.00 6.20
5000 m/z 41.05 11.76%
114.0
ool | lso T
m/z--> 50 100 150 200 250
Abundance #8424: 2-Heptanone R A RARERRRERE R
43.0 5.40 5.60 5.80 6.00 6.20
m/z 59.00 9.34%
5000
) O
e s L T T
m/z--> 50 100 150 200 250 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122123\
Data File : BM@43503.D

Acqg On : 21 Dec 2023 15:23
Operator : MA/JU

Sample : 05912-14

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 4
R.T. EstConc Area Relative to ISTD R.T.
8.034 2.09 ng/ul 113792 1,4-Dichlorobenzene-d4 7.975

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 72
4 2-Propyl-1-pentanol 130 C8H180 058175-57-8 64
5 Heptyl isobutyl carbonate 216 C12H2403 959068-08-7 59
Abundance Scan 824 (8.034 min): BM043503.D\data.ms (-820) (-) m/z 57.05 100.00%
57.0
5000 j\

o ARAESREEEEE SRR

M ‘ 83"0 112.0 7.80 8.00 8.20 8.40
bbbl ol 1120 1928 0 nys 41.e5  42.33%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #15692: 1-Hexanol, 2-ethyl-

57.0
5000 L L L L LI L B
7.80 8.00 8.20 8.40
29.0 83.0 m/z 43.10 35.41%
\\\ I H \‘ ‘\ 1120
0\\\\‘\i\\‘\\\‘\“\\‘\\“\\\\‘\\}\‘\\\\’\\\\’\\\\’\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
T e
7.80 8.00 8.20 8.40
5000 m/z 55.05 27 .45%
29.0
83.0
Ll L] a2
Ol e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15695: 1-Hexanol, 2-ethyl- i L e ey
57.0 7.80 8.00 8.20 8.40
m/z 56.10  20.53%
5000
29.0 83.0
I AT
0 rrrrprt bbbl e b e e eyl s e
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122123\
Data File : BM@43503.D

Acqg On : 21 Dec 2023 15:23
Operator : MA/JU

Sample : 05912-14

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 Phenol, 2-methoxy- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.075 7.62 ng/ul 414972  1,4-Dichlorobenzene-d4 7.975

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-methoxy- 124 C7H802 000090-05-1 96
2 Phenol, 2-methoxy- 124 C7H802 000090-05-1 95
3 Phenol, 2-methoxy- 124 C7H802 000090-05-1 91
4 Mequinol 124 C7H802 000150-76-5 91
5 Phenol, 2-methoxy- 124 C7H802 000090-05-1 90
Abundance Scan 1001 (9.075 min): BM043503.D\data.ms (-995) (-) m/z 109.00 100.00%
109.0
5000 j{
53.1 \\\‘\\\\‘\\\\‘\\\\‘\\\\
“ 8.80 9.00 9.20 9.40
ok L) 1920 2810 o0 05 78.68%
miz-> 50 100 150 200 250
Abundance #11909: Phenol, 2-methoxy-
109.0
5000 UL L B I L LA BN
8.80 9.00 9.20 9.40
53.0 m/z 81.10 75.19%
01\5-\0“\ “\ }H“\‘M\W\“ 1 \‘\ L S e e B B B s
miz--> 50 100 150 200 250
Abundance #11911: Phenol, 2-methoxy-
109.0
P
8.80 9.00 9.20 9.40
5000 m/z 53.10 25.36%
53.0
e ;”‘u‘huu‘l“”_ e e
miz--> 50 100 150 200 250 j\\
Abundance #11910: Phenol, 2-methoxy- EBRAEER RS SR
109.0 8.80 9.00 9.20 9.40
m/z 52.05 15.13%
5000
53.0
m/z--> 50 100 150 200 250 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122123\
Data File : BM@43503.D

Acqg On : 21 Dec 2023 15:23
Operator : MA/JU

Sample : 05912-14

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 4 7,9-Di-tert-butyl-l1-oxaspir... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.021 6.74 ng/ul 684679  Phenanthrene-di10 17.351
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 60
4 1-(3-Amino-4,6-dimethylthieno[2,... 220 C11H12N20S 052505-42-7 50
5 (1R,3aR,5aR,9aS)-1,4,4,7-Tetrame... 220 C15H240 104188-25-2 42
Abundance Scan 2522 (18.021 min): BM043503.D\data.ms (-2517) (- | m/z 57.10 100.00%
57.1
205.1
5000
175.1
91.1
I [
Iy ‘ Lo s
o“_medmﬁuwmwMWNMNWMWWWHMmWJMHM‘N_HWMHWH m/z 41.05 60.29%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
205.0
5000 e ‘
m/z 55.05 57.05%
\ L
Ot Eamass ‘\‘H\‘ W‘ ‘H‘H‘M‘ ‘H}H \M‘\\‘ MH} }HW ‘\“l”\‘ ‘\\H;\‘ ‘\‘h‘ \‘\‘H‘\ “h - ‘H‘h‘ , !\‘ ams “‘ s
m/z--> 20 40 60 80 100 120 140 160 180200220240260280
Abundance #168693: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene
57.0
R \
18.00
5000 m/z 205.10 54.55%
205.0
91.0 175. 0
5
m/z--> 20 40 60 80 100 120 140 160 180200220240 260280
Abundance #168694: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene — ‘
205.0 18.00
m/z 175.10  37.49%
5000
261.0
0 m‘u_w“mxw i
m/z--> 20 40 60 80 100120140160180200220240260280 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122123\
Data File : BM@43503.D

Acqg On : 21 Dec 2023 15:23
Operator : MA/JU

Sample : 05912-14

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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|
2-Heptanone 5.810 2.2 ng/ul 118665 1 7.975 1089270 20.0
1-Hexanol, 2-et... 8.034 2.1 ng/ul 113792 1 7.975 1089270 20.0
Phenol, 2-methoxy- 9.075 7.6 ng/ul 414972 1 7.975 1089270 20.0
7,9-Di-tert-but... 18.021 6.7 ng/ul 684679 4 17.351 2031070 20.0
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