LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59297.D

Acqg On : 5 0ct 2023 15:22
Operator : MA/JU

Sample : 04527-12

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_ G\Methods\SFAM-EPA-BG092723.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BG@59297.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.484 14 16 18 rBvV2 2241 1838 0.30% 0.032%
2 3.526 19 23 30 rVB5 6662 13709 2.25% 0.242%
3  3.590 30 34 35 rBV4 1459 1911 0.31% 0.034%
4 3.813 71 72 78 rVB4 4081 4997 0.82% 0.088%
5 3.907 85 88 89 rBv2 2322 2186 ©0.36% 0.039%
6 3.978 95 100 108 rVB4 13310 25389 4.17%  0.448%
7 4.090 114 119 124 rBvV2 21553 33549 5.51% 0.592%
8 4.172 128 133 139 rVB4 10569 21702 3.57% 0.383%
9 4,272 148 150 153 rBV2 1891 2673 0.44% 0.047%
10 4.407 172 173 176 rBvV2 1402 1678 0.28% 0.030%
11  4.442 177 179 183 rVB2 2173 2632 0.43% 0.046%
12 4.689 219 221 224 rVB2 4493 3754 0.62% 0.066%
13  4.895 252 256 258 rVv2 3163 3667 ©.60% 0.065%
14 5.241 311 315 318 rVv2 6265 8487 1.39% 0.150%
15 5.347 329 333 342 rVB4 3990 72106 1.19% 0.127%
16 5.7065 391 394 395 rBV2 1845 1975 0.32% 0.035%
17 6.234 482 484 487 rVB2 2153 1661 0.27% 0.029%
18 6.446 519 520 525 rVB 1876 2233  0.37% 0.039%
19 6.610 545 548 552 rBv3 3337 4484 0.74% 0.079%
20 7.021 615 618 620 rBV2 1862 1738 0.29% 0.031%
21 7.127 632 636 639 rBV 1783 2539 0.42% 0.045%
22 7.151 639 640 642 rvv2 2862 2192 0.36% 0.039%
23 7.180 642 645 647 rVv2 3456 3922 0.64% 0.069%
24 7.204 647 649 652 rVB2 2032 1688 0.28% 0.030%
25 7.362 667 676 685 rBV 79360 154038 25.32% 2.719%
26 7.445 688 690 694 rBV 1606 2121 0.35% 0.037%
27 7.556 702 709 717 rBV 67738 115946 19.06%  2.046%
28 7.750 736 742 748 rBV2 78417 141104 23.19%  2.490%
29 8.014 783 787 788 rBV2 1752 2058 0.34% 0.036%
30 8.061 791 795 798 rVB 1151 1660 0.27% 0.029%
31 8.232 816 824 832 rBV 110213 185969 30.57%  3.282%
32 8.461 860 863 867 rvVv 1645 2121 0.35% 0.037%
33 8.925 935 942 948 rwv2 40316 71455 11.74% 1.261%
34 9.072 961 967 973 rBV2 27636 46659 7.67% 0.824%
35 9.430 1021 1028 1036 rVB 80629 149153 24.52%  2.633%
36 9.636 1060 1063 1068 rvVB2 1749 3192 0.52% 0.056%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59297.D

Acqg On : 5 0ct 2023 15:22
Operator : MA/JU

Sample : 04527-12

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_ G\Methods\SFAM-EPA-BG092723.MA.M
Title : SVOA CALIBRATION
37 9.712 1075 1076 1081 rVB 1170 1763 0.29% 0.031%
38 10.147 1142 1150 1156 rVvVv2 72525 123408 20.28% 2.178%
39 10.259 1164 1169 1172 rBv4 4377 6759 1.11% 0.119%
40 10.506 1207 1211 1214 rBV 2349 3047 0.50% 0.054%
41 10.676 1233 1240 1248 rBV2 92913 169838 27.92%  2.998%
42 10.799 1256 1261 1262 rBV 1571 1807 0.30% 0.032%
43 10.946 1283 1286 1289 rVB 2570 3690 0.61% 0.065%
44 11.076 1301 1308 1314 rVV 169199 301243 49.51% 5.317%
45 11.123 1314 1316 1321 rVV2 4843 7347 1.21% 0.130%
46 11.222 1325 1333 1345 rVV2 51831 100419 16.51% 1.772%
47 11.598 1391 1397 1399 rBV 2721 3857 ©0.63% 0.068%
48 11.669 1406 1409 1412 rBV 1213 1797 0.30% 0.032%
49 11.880 1437 1445 1448 rBvV3 3132 7431 1.22% 0.131%
50 11.986 1460 1463 1466 rVB 2210 1980 ©0.33% 0.035%
51 12.051 1470 1474 1475 rBV 1229 1849 0.30% 0.033%
52 12.186 1493 1497 1499 rVvV 1319 1704 0.28% 0.030%
53 12.292 1513 1515 1520 rVB 1776 2559 0.42% 0.045%
54 12.386 1526 1531 1534 rBV4 4260 6729 1.11% 0.119%
55 12.633 1570 1573 1575 rBV 2543 2867 0.47% 0.051%
56 12.709 1582 1586 1590 rBV 3436 5346 0.88% 0.094%
57 12.926 1622 1623 1626 rVvV 2400 1887 ©0.31% 0.033%
58 12.979 1629 1632 1634 rBV 1563 1798 0.30% 0.032%
59 13.614 1735 1740 1744 rVB2 5333 7242 1.19% 0.128%
60 13.690 1747 1753 1759 rBV2 21728 35389 5.82% 0.625%
61 13.796 1769 1771 1774 rVB 1750 1819 0.30% 0.032%
62 13.896 1782 1788 1789 rVB 1985 2589 0.43% 0.046%
63 14.013 1806 1808 1810 rBV2 3722 4207 0.69% 0.074%
64 14.049 1812 1814 1817 rVB2 4127 3329 ©@.55% 0.059%
65 14.184 1831 1837 1840 rVB3 4054 6351 1.04% 0.112%
66 14.260 1842 1850 1856 rBV 197476 280584 46.12% 4.952%
67 14.413 1873 1876 1879 rBV2 3026 3368 ©.55% 0.059%
68 14.448 1879 1882 1883 rBV 2049 2259 0.37% 0.040%
69 14.571 1895 1903 1910 rBV2 227990 364784 59.96% 6.438%
70 14.677 1918 1921 1924 rVB3 6066 6613 1.09% 0.117%
71 14.730 1928 1930 1933 rBV2 3163 3545 0.58% 0.063%
72 14.795 1940 1941 1943 rBV 2532 2299 0.38% 0.041%
73 14.865 1946 1953 1961 rVVv2 258219 408047 67.07% 7.202%
74 15.053 1980 1985 1992 rVV2 50488 86422 14.20% 1.525%
75 15.230 2009 2015 2020 rVVv7 8503 16614 2.73% 0.293%
76 15.277 2020 2023 2027 rVB5 9118 12771 2.10% 0.225%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59297.D

Acqg On : 5 0ct 2023 15:22
Operator : MA/JU

Sample : 04527-12

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_ G\Methods\SFAM-EPA-BG092723.MA.M
Title : SVOA CALIBRATION

77 15.517 2059 2064 2067 rBV4 3287 5944 0.98% 0.105%
78 15.623 2079 2082 2087 rVB4 7278 9334 1.53% 0.165%
79 15.758 2098 2105 2106 rBVS5 2316 4242 0.70% 0.075%
80 15.805 2110 2113 2116 rBV3 3478 4792 0.79% 0.085%
81 15.852 2116 2121 2134 rVV 316250 464123 76.29%  8.192%
82 15.964 2134 2140 2145 rBV2 38600 54406 8.94% 0.960%
83 16.064 2155 2157 2159 rBV3 3034 2639 0.43% 0.047%
84 16.170 2173 2175 2177 rBV2 3207 1677 ©0.28% 0.030%
85 16.299 2195 2197 2198 rBV2 3294 2238 0.37% 0.040%
86 16.428 2217 2219 2220 rBV2 3902 2939 0.48% 0.052%
87 16.481 2225 2228 2232 rBV5S 6694 10860 1.79% 0.192%
88 16.669 2258 2260 2261 rBV2 3201 2300 0.38% 0.041%
89 16.875 2293 2295 2297 rBV3 3956 3231 0.53% 0.057%
90 16.945 2305 2307 2308 rBV2 4842 3282 0.54% 0.058%
91 16.992 2313 2315 2318 rBV4 4207 3863 0.63% 0.068%
92 17.092 2331 2332 2333 rBV 4157 2491 0.41% 0.044%
93 17.127 2334 2338 2342 rVB6 13028 19439 3.20% 0.343%
94 17.274 2361 2363 2367 rVB4 12448 13599 2.24%  0.240%
95 17.615 2416 2421 2426 rBV 325548 486040 79.89% 8.579%
96 17.656 2426 2428 2432 rVV2 27736 33862 5.57% 0.598%
97 17.715 2432 2438 2445 rVV2 291215 435528 71.59% 7.687%
98 18.432 2557 2560 2563 rVB2 35815 36955 6.07% 0.652%

99 19.989 2821 2825 2833 rVB3 397148 608398 100.00% 10.738%
100 21.916 3149 3153 3159 rVB2 274095 412890 67.87% 7.288%

Sum of corrected areas: 5665719
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
BGO59297.D
5 Oct 2023 15:22
: MA/JU
. 04527-12

: 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG059297.D\data.ms
500000
400000
300000
200000 11.076
8.232
10.676
100000 73@%% 50 9.430 10.147
M@%%&mezmsﬁeum 705 6. 284&610 7 8.461 995352 1A 25950
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \\\\‘\\\\‘\\\\‘\\\\‘\\ T T \\‘\\\
Time--> 350 400 450 5.00 550 6.00 650 7.00 750 8.00 8.50 900 950 1000 10.50 11.00 11.50 12.00 1250
Abundance TIC: BG059297.D\data.ms
19.989 21.916
500000
400000
17.615
15.852 17.715
300000
200000
100000 UM
T e e e e e e A s L e a
Time--> 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 1850 1900 1950 2000 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG059297.D\data.ms
500000
400000
300000
200000
100000
O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG@59297.D

Acqg On : 5 0ct 2023 15:22

Operator : MA/JU

Sample : 04527-12

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©92723.MA.M
: 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 unknown-01 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
4.090 3.61 ng/ul 33549 1,4-Dichlorobenzene-d4 8.232
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Formic acid, 2-methylpropyl ester 102 C5H1002 000542-55-2 12

2 1-Propene, 3,3'-oxybis- 98 C6H100 000557-40-4 12
3 2-Pentanol, 5-(2-propynyloxy)- 142 C8H1402 055702-67-5 10
4 1-Propene, 3-azido- 83 C3H5N3 000821-13-6 9

5 1-Propene, 3,3'-oxybis- 98 C6H100 000557-40-4 9

Abundance Scan 119 (4.090 min): BG059297.D\data.ms (-114) (-) m/z 41.05 100.00%
41.0 85.0
5000 60.1
‘ 3.80 4.00 4.20 4.40
0 ‘H_H‘_HwHul_M}M_m_Hwwawwww m/z 85.00 88.39%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #4880: Formic acid, 2-methylpropyl ester
43.0
5000 p0-0
29.0 3.80 4.00 4.20 4.40
m/z 43.10 63.05%
ol 150 ‘u I 87.0 102.0
\H‘\H\‘\\\\‘\H\‘\\\\‘\\ \‘\\\\‘\H\‘\\\\‘\H\‘\\\\‘\H\‘H\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #3605: 1-Propene, 3,3'-oxybis-
41.0
3.80 4.00 4.20 4.40
5000 ITI/Z 39.10 54.34%
27‘ ‘0 ‘ 550 690
"~ 97.0
0 H‘_‘H‘Hlw‘H‘LMH‘ﬂmw‘pr‘u‘m‘w‘u‘_‘u,u‘w‘u‘“
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #22732: 2-Pentanol, 5-(2-propynyloxy)-
39.0 3.80 4.00 4.20 4.40
m/z 60.10 45.37%
5000
71.0
85.0
15.0 550
0‘1030‘1230‘ X
m/z--> 10 20 30 40 50 60 70 80 90 100110120 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG@59297.D

Acq On 5 Oct 2023 15:22

Operator : MA/JU

Sample : 04527-12

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©92723.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 2 unknown-02 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
4.172 2.33 ng/ul 21702 1,4-Dichlorobenzene-d4 8.232
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 D-Glucuronic acid, .gamma.-lactone 176 C6H806 000063-29-6 42
2 2-Nonanone, 9-[(tetrahydro-2H-py... 242 C14H2603 054699-41-1 35
3 Isopropyl isothiocyanate 101 C4H7NS 002253-73-8 25
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 16
5 Hexane, 1,1'-[ethylidenebis(oxy)... 230 C14H3002 005405-58-3 12

Abundance Scan 133 (4.172 min): BG059297.D\data.ms (-128) (-)
3.1

5000
e e
35 ‘H ‘ 247.5 364.1 3.80 4.00 4.20 4.40
ob L m/z 43.05  90.47%
miz--> 50 100 150 200 250 300 350
Abundance #51187: D-Glucuronic acid, .gamma.-lactone
73.0
D
5000_&0
3.80 4.00 4.20 4.40
m/z 85.00 32.48%
119.0
[l T ameo
O ‘ T \“\‘ ’ L ‘ T ‘\ T ‘ L ‘ L ‘ L ’ T
miz--> 50 100 150 200 250 300 350
Abundance #125962: 2-Nonanone, 9-[(tetrahydro-2H-pyran-2-yl)oxy]
43.0
3.80 4.00 4.20 4.40
5000 85.0 m/z 55.18  26.70%
| o
oA e
m/z--> 50 100 150 200 250 300 350
Abundance #4547: |sopropyl isothiocyanate
101.0 3.80 4.00 4.20 4.40 :
m/z 41.20 25.69%
5000
0l T MA—Z\LAf‘N
m/z--> 50 100 150 200 250 300 350 3.80 4.00 4.20 4.40

m/z 73.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59297.D

Acqg On : 5 0ct 2023 15:22
Operator : MA/JU

Sample : 04527-12

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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|
unknown-01 4.090 3.6 ng/ul 33549 1 8.232 185969 20.0
unknown-02 4.172 2.3 ng/ul 21702 1 8.232 185969 20.0
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