LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080724\
Data File : BG@62299.D

Acqg On : 7 Aug 2024 12:39
Operator : MA/JU

Sample : P3347-16

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_ G\Methods\SFAM-EPA-BG080524.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BG@62299.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.422 19 23 29 rvB4 11641 18032 0.77% ©0.082%
2 4.168 146 150 155 rVB 5943 7955 0.34% 0.036%
3 4.309 171 174 179 rVB4 1612 2805 0.12% 0.013%
4 4,521 206 210 220 rVB5 10254 16833 0.71% 0.077%
5 5.079 300 305 308 rBv4 1858 2703 0.11% 0.012%
6 5.467 367 371 373 rBV3 2051 3185 0.14% 0.015%
7 5.813 425 430 434 rBV3 2881 4062 0.17% 0.019%
8 6.007 458 463 468 rVB3 13081 21233 0.90% 0.097%
9 6.947 615 623 632 rBvV 16588 36684 1.56% 0.168%
106 7.059 638 642 643 rBvV3 2504 3854 0.16% 0.018%
11  7.112 644 651 661 rVB 119400 211628 8.99% 0.967%
12 7.288 675 681 693 rVB 207438 333834 14.17% 1.526%
13 7.488 708 715 723 rVB 260097 424891 18.04% 1.942%
14 7.957 788 795 801 rBV 217055 366725 15.57% 1.676%
15 8.022 801 806 813 rVB 24552 37599 1.60% 0.172%
16 8.516 886 890 893 rBV5 4276 6452 0.27% 0.029%
17 8.557 893 897 905 rW4 4917 10327 0.44% 0.047%
18 8.651 906 913 925 rVV 289389 494594 21.00% 2.261%
19 8.774 927 934 939 rVB 4801 8409 0.36% 0.038%
20 9.050 975 981 984 rBV 20347 33089 1.40% 0.151%
21  9.109 984 991 1004 rVV 273059 473724 20.11%  2.165%
22 9.220 1007 1010 1015 rVV4 4449 7382 0.31% 0.034%
23 9.279 1017 1020 1025 rVB3 8242 12270 0.52% 0.056%
24  9.679 1083 1088 1092 rBV2 1821 3024 0.13% 0.014%
25 9.831 1106 1114 1123 rBV 209118 361893 15.36% 1.654%
26 9.961 1133 1136 1139 rBvV3 3494 4807 0.20% 0.022%
27 10.061 1148 1153 1162 rVB3 8958 15404 0.65% 0.070%
28 10.166 1165 1171 1176 rVB4 1884 3092 0.13% 0.014%
29 10.366 1196 1205 1215 rBV 361699 633741 26.91% 2.896%
30 10.536 1227 1234 1242 rBV3 5587 9649 0.41% 0.044%
31 10.624 1245 1249 1251 rvv3 5172 7516 ©0.32% 0.034%
32 10.654 1251 1254 1259 rVWv4 6937 12361 0.52% 0.056%
33 10.754 1263 1271 1277 rVV 348591 611028 25.94% 2.793%
34 10.812 1277 1281 1286 rvv3 11513 18441 0.78% 0.084%
35 10.877 1286 1292 1298 rVB2 65593 116343 4.94% 0.532%

36 11.388 1375 1379 1386 rBV4 1823 3209 0.14% 0.015%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080724\
Data File : BG@62299.D

Acqg On : 7 Aug 2024 12:39
Operator : MA/JU

Sample : P3347-16

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_ G\Methods\SFAM-EPA-BG080524.MA.M
Title : SVOA CALIBRATION
37 11.535 1398 1404 1410 rBV3 21120 37086 1.57% 0.170%
38 11.917 1467 1469 1473 rVB2 2503 2783 0.12% 0.013%
39 12.017 1480 1486 1491 rBv2 40723 69077 2.93% 0.316%
40 12.334 1535 1540 1545 rVB2 6076 10046 0.43% 0.046%
41 12.628 1585 1590 1597 rBvV2 1326 2703 0.11% 0.012%
42 12.857 1626 1629 1631 rBV 2531 2758 0.12% 0.013%
43 12.945 1638 1644 1652 rVB3 5670 9552 0.41% 0.044%
44 13.033 1656 1659 1662 rVB 1812 2608 0.11% 0.012%
45 13.197 1682 1687 1691 rBV 8630 11878 ©0.50% 0.054%
46 13.421 1720 1725 1731 rBV 16208 22456 0.95% 0.103%
47 13.485 1731 1736 1744 rBV2 75660 116128 4.93% 0.531%
48 13.985 1815 1821 1828 rBV 742916 1070441 45.45%  4.892%
49 14.272 1860 1870 1877 rBV 816672 1300017 55.19% 5.942%
50 14.578 1915 1922 1930 rBV 676386 1018516 43.24%  4.655%
51 14.660 1930 1936 1942 rVB 14278 20851 ©0.89% 0.095%
52 14.748 1945 1951 1960 rBV 131103 208754 8.86% 0.954%
53 14.989 1990 1992 1998 rBV5 5092 5787 0.25% 0.026%
54 15.253 2029 2037 2042 rBV 26570 39508 1.68% 0.181%
55 15.289 2042 2043 2049 rVB3 2104 3049 0.13% 0.014%
56 15.389 2053 2060 2065 rBV5 5728 10702 0.45% 0.049%
57 15.571 2083 2091 2102 rVB 1078143 1669034 70.86% 7.628%
58 15.671 2102 2108 2122 rBV 267847 393581 16.71% 1.799%
59 15.812 2127 2132 2137 rVW4 4169 7783 0.33% 0.036%
60 15.859 2137 2140 2145 rVV2 1453 2839 0.12% 0.013%
61 15.929 2148 2152 2158 rVB 13198 19964 0.85% 0.091%
62 16.170 2191 2193 2198 rVB3 2542 3018 0.13% 0.014%
63 16.575 2257 2262 2265 rBV3 1727 3134 0.13% 0.014%
64 16.922 2317 2321 2325 rVB2 3672 4898 0.21% 0.022%
65 17.315 2375 2388 2398 rBV 780472 1153959 48.99% 5.274%
66 17.415 2398 2405 2413 rVV2 1255134 1896787 80.53% 8.669%
67 17.603 2435 2437 2441 rBV2 3401 3839 0.16% 0.018%
68 17.991 2498 2503 2508 rBV 280244 359284 15.25% 1.642%
69 18.161 2529 2532 2535 rVB3 2510 3168 0.13% 0.014%
70 18.220 2535 2542 2549 rBV 62823 101803 4.32% 0.465%
71 18.285 2551 2553 2556 rVB 4485 5498 ©0.23% 0.025%
72 18.426 2574 2577 2580 rBV4 1587 2622 0.11% 0.012%
73 18.467 2581 2584 2591 rVB3 5029 6018 0.26% 0.028%
74 19.260 2715 2719 2724 rBV2 17687 25592 1.09% 0.117%
75 19.330 2727 2731 2735 rBV2 14558 20658 0.88% 0.094%
76 19.407 2742 2744 2748 rVB3 2577 3388 0.14% 0.015%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080724\
Data File : BG@62299.D

Acqg On : 7 Aug 2024 12:39
Operator : MA/JU

Sample : P3347-16

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_ G\Methods\SFAM-EPA-BG080524.MA.M
Title : SVOA CALIBRATION

77 19.489 2753 2758 2768 rBV 43990 75045  3.19% 0.343%
78 19.648 2781 2785 2787 rBV4 6465 7965 0.34% 0.036%
79 19.700 2787 2794 2803 rVV 1534833 2257144 95.83% 10.316%
80 20.311 2895 2898 2900 rBV3 2483 3433 0.15% 0.016%
81 20.623 2947 2951 2955 rVV5 5497 8239 0.35% 0.038%
82 20.687 2960 2962 2963 rVvv2 5075 4729 0.20% 0.022%
83 20.705 2963 2965 2967 rVB3 5327 4479 0.19% 0.020%
84 20.881 2992 2995 3000 rBV4 2654 5833 0.25% 0.027%
85 21.251 3051 3058 3063 rBVS8 5821 11610 0.49% 0.053%
86 21.480 3095 3097 3102 rVB4 5006 5045 0.21% 0.023%
87 21.557 3104 3110 3122 rVV 805485 1251320 53.13% 5.719%
88 22.379 3248 3250 3256 rVB5 5408 6478 ©0.28% 0.030%
89 23.014 3351 3358 3363 rBVS5S 20350 42457 1.80% 0.194%
90 23.055 3363 3365 3370 rVV3 13330 19525 ©0.83% 0.089%

91 23.137 3372 3379 3389 rVB 150954 285323 12.11% 1.304%
92 23.842 3494 3499 3507 rVB4 14648 28720 1.22% 0.131%
93 24.441 3588 3601 3615 rBV 878649 2355322 100.00% 10.765%
94 24.647 3625 3636 3648 rBV2 492397 1380363 58.61% 6.309%

95 24.764 3648 3656 3666 rVB5 18715 55437 2.35% 0.253%

96 25.845 3835 3840 3841 rBV3 14770 19319 0.82% 0.088%

97 25.927 3852 3854 3860 rBV7 2664 5106 0.22% 0.023%

98 27.167 4058 4065 4077 rVB7 16197 49991 2.12% 0.228%

99 27.719 4157 4159 4162 rBvV4 2458 3063 0.13% 0.014%

100 30.609 4649 4651 4653 rBV3 2960 3328 0.14% 0.015%
Sum of corrected areas: 21879619

SFAM-EPA-BGO80524.MA.M Thu Aug 08 15:07:48 2024 3



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80724\
Data File : BG@62299.D

Acqg On 7 Aug 2024 12:39
Operator : MA/JU

Sample : P3347-16

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG080524.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG062299.D\data.ms

1400000
1200000
1000000
800000
600000

400000 8.651 10.3660.754
. 9.109
706888 7.957

200000 211 e
3.422 41680521 5.0795.4675.84907 ;j 81022 gpy7 79 B9 967&*1@115

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ —V_Y_Y_ﬁ‘ \'AV_Y_"\T\\‘Y_'_F'/?\‘V_TAFVY‘_—T —V_’—T—V_rjri
Time--> 350 4.00 450 5.00 550 6.00 650 7.00 750 800 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12. OO 12.50

Abundance TIC: BG062299.D\data.ms

19.y00
1400000
17.415
1200000
15,571

1000000

14.272
800000 13.985 17.315

14.578

21.557

600000

400000
15.671 17.991

14,60, o5 s 1706 5755.922 M? 603 &gm WLS 20.3PPUMBE21 251 & 22.379

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: BG062299.D\data.ms

200000

1400000
1200000

1000000
24.441

800000

600000 4,647

400000

200000123.137
8&5 23.842 764 2558457 27.167 27.719 30.609

OT‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\'\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 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_G\Data\BG@80724\
Data File : BG@62299.D

Acqg On 7 Aug 2024 12:39
Operator : MA/JU

Sample : P3347-16

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG080524.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 Hexanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.947 2.00 ng/ul 36684 1,4-Dichlorobenzene-d4 7.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 72
2 Hexanoic acid 116 C6H1202 000142-62-1 72
3 Hexanoic acid 116 C6H1202 000142-62-1 56
4 Hexanoic acid 116 C6H1202 000142-62-1 50
5 Pentanoic acid 102 C5H1002 000109-52-4 50
Abundance Scan 623 (6.947 min): BG062299.D\data.ms (-615) (-) m/z 60.15 100.00%
60.1
5000 73.2
41.1 L
N ammansTEC LT
87.2 6.60 6.80 7.00 7.20
Ol b wjz 73.15 44.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9149: Hexanoic acid
60.0
5000 73.0 \‘uu‘uu‘uu‘uu‘\

41.0 6.60 6.80 7.00 7.20
m/z 41.15 28.62%

87.0
\\‘\H\‘H\‘\"\\\\‘H\‘H‘\\‘H\‘H\\H’\1\\‘\\H‘\\]\-\O‘]\"\(\)\’\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9148: Hexanoic acid
60.0

6.60 6.80 7.00 7.20

o

5000 270 41.0 73.0 ITI z 43.15 24.23%
H 87.0
0*wHH\Hw”w!wwm* ‘HH”v*1‘w*H‘w”wm*ww”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9147: Hexanoic acid
60.0 6.60 6.80 7.00 7.20

m/z 55.05 22.60%

5000
270 410 73.0

‘ “ 87.0
Lo P 1010 1180 L1

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80724\
Data File : BG@62299.D

Acqg On 7 Aug 2024 12:39
Operator : MA/JU

Sample : P3347-16

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG080524.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 2-Propyl-1-pentanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.022 2.05 ng/ul 37599 1,4-Dichlorobenzene-d4 7.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propyl-1-pentanol 130 C8H180 058175-57-8 59
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 56
3 Carbonic acid, heptyl vinyl ester 186 C10H1803 1010383-25-4 50

4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 50
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 50

Abundance Scan 806 (8.022 min): BG062299.D\data.ms (-801) (-) m/z 57.15 100.00%

57.1
5000
41.1
aa e RARESEERE
‘ 87-2 98.2 7.60 7.80 8.00 8.20 8.40
ol e m/z 41.15  31.65%
m/z--> 20 40 60 80 100 120 140
Abundance #15693: 2-Propyl-1-pentanol
57.0
5000 210

7.60 7.80 8.00 8.20 8.40
m/z 55.15 29.82%
|

83.0

98.0
Ot ‘Z\G‘b\ \“‘\‘\ \‘H“ T “‘r‘ TT \“‘ \]\-113\0‘ L B
m/z--> 20 40 60 80 100 120 140
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
N P
7.60 7.80 8.00 8.20 8.40
5000 ITI/Z 43.15 29.31%
41.0
83.0
98.0
o180 i Al “ ‘ “‘J ok A30
m/z--> 20 40 60 80 100 120 140 /\ }
Abundance #60437: Carbonic acid, heptyl vinyl ester ‘(\‘ IRRRREEE | bt MA‘ p-h
57.0 7.60 7.80 8.00 8.20 8.40
m/z 70.15 19.70%
5000
41,0
98.0
0L ‘25‘1 e ‘H“ ‘ Mu ‘8‘3"0‘“ “‘ Co ‘1‘2‘9;0‘ P R e
m/z--> 20 40 60 80 100 120 140 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80724\
Data File : BG@62299.D

Acqg On 7 Aug 2024 12:39
Operator : MA/JU

Sample : P3347-16

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG080524 .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 3 Vanillin Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.485  2.28 ng/ul 116128 Acenaphthene-dio 14.578
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 vanillin 152 caHsos 000121-33-5 97

000621-59-0 96
000621-59-0 95

2 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803
3 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803

4 Vanillin 152 C8H803 000121-33-5 95
5 Vanillin 152 C8H803 000121-33-5 94
Abundance Scan 1736 (13.485 min): BG062299.D\data.ms (-1731) (- | m/z 152.15 100.00%
15p.2
5000
81.2
53.1 109.2 ]
‘ ‘ 13.50
0b A Jp‘ A “Hu : J‘gu VPR (R T m/z 151.15  95.73%
m/z--> 100 120 140
Abundance #29934.VanHHn
151.0
5000 T
13.50
109.0 %
53.0 ‘ m/z 81.15 33.77
O ‘\2%\0\“ T \M‘\ Mi“‘\ T \H} - T 1 T |‘1 T 1“ T ‘\‘
miz--> 20 40 60 80 100 120 140
Abundance #30041: Benzaldehyde, 3-hydroxy-4-methoxy-
151.0
T ‘ T T /
13.50
5000 m/z 53.15 22.06%
81.0
53.0 123.0
27.0 J
oot 20 Mt om0 |
miz--> 20 40 60 80 100 120 140
Abundance #30052: Benzaldehyde, 3-hydroxy-4-methoxy- AL
152.0 13.50
m/z 109.15 20.24%
5000
81.0
109.0
27.0 52.0 ‘ ‘
Ol i 380 i
m/z--> 20 40 60 80 100 120 140 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80724\
Data File : BG@62299.D

Acqg On 7 Aug 2024 12:39
Operator : MA/JU

Sample : P3347-16

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG080524.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-1-oxaspir... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.991 6.23 ng/ul 359284  Phenanthrene-d10 17.315
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 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 55
5 (1R, 3aR,5aR,9aS)-1,4,4,7-Tetrame... 228 C15H240 104188-25-2 46
Abundance Scan 2503 (17.991 min): BG062299.D\data.ms (-2498) (- | m/z 57.10 100.00%
57.1 205.2
5000 175.2
91.2 M/LW,A
261.1 e
b e Y s
T J‘MM‘““H“““\”l“‘:‘“WJ" AL mz 205.15  91.90%
m/z--> 20 40 60 80 100 120140160 180 200 220240260280
Abundance #168694: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
205.0
57.0
5000 175.0 T
18.00
910 4359 261.0 m/z 217.25 58.78%
ok ‘2“7‘ 0 “ , “‘ ‘ “H\‘ ‘H“\‘ “‘H}\ \}H“H‘
m/z--> 20 40 60 80 100 120140160180200220240260280
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene
57.0
e
205.0 18.00
5000 ' ITI z 55.15 52.78%
175.0
91.0
o] P ‘\“ 1\‘ W‘ ‘HH‘\ ' “\HH \‘““\\‘ MH} MH}\ ; H“l”‘\‘ ‘\“H}\‘ L “h . ‘LH\‘ \‘\ H‘h‘ . !\‘ o “"‘ e
m/z--> 20 40 60 80 100 120140160 180 200 220 240260280 _AL
Abundance #168693: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene
57.0 18 00
m/z 41.15 47.82%
5000
205.0
91.0 175.0 J\\M
5.
I TR s Y O W20
m/z--> 20 40 60 80 100120140160180200220240260280 18 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80724\
Data File : BG@62299.D

Acqg On 7 Aug 2024 12:39
Operator : MA/JU

Sample : P3347-16

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG080524.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 Hexanedioic acid, bis[2-(2-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.137 4.13 ng/ul 285323  Perylene-di2 24.647
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanedioic acid, bis[2-(2-butox... 434 C22H4208 000141-17-3 80
2 di(Butoxyethyl)adipate 346 C18H3406 000141-18-4 37
3 Butane, 1,1'-[oxybis(2,1-ethaned... 218 C12H2603 000112-73-2 25
4 1-Decanamine 157 C1OH23N 002016-57-1 22
5 2-Pentanol, 4,4-dimethyl- 116 C7H160 006144-93-0 22
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080724\
Data File : BG@62299.D

Acqg On 7 Aug 2024 12:39
Operator : MA/JU

Sample : P3347-16

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG0O80524.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|
Hexanoic acid 6.947 2.0 ng/ul 36684 1 7.957 366725 20.0
2-Propyl-1-pent... 8.022 2.0 ng/ul 37599 1 7.957 366725 20.0
Vanillin 13.485 2.3 ng/ul 116128 3 14.578 1018520 20.0
7,9-Di-tert-but... 17.991 6.2 ng/ul 359284 4 17.315 1153960 20.0
Hexanedioic aci... 23.137 4.1 ng/ul 285323 6 24.647 1380360 20.0
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