LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101724\
Data File : BM@48110.D

Acqg On : 17 Oct 2024 17:06
Operator : RC/JU

Sample : P4360-03

Misc :

ALS Vvial : 10 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-BM101724.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@48110.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.234 38 42 52 rVB 58096 93475 1.82% 0.149%
2 3.510 85 89 98 rBv 64644 109139 2.13% 0.174%
3 3.658 110 114 126 rVB 169993 308190 6.01% 0.492%
4 3,975 164 168 174 rVvB3 13584 24559 0.48% 0.039%
5 4.893 321 324 332 rVB3 16628 25462 0.50% 0.041%
6 5.440 410 417 422 rBVS5 11227 24387 0.48% 0.039%
7 5.857 481 488 504 rVW 512779 880189 17.16% 1.406%
8 5.987 506 510 517 rVW5 13103 32268 0.63% 0.052%
9 6.346 566 571 577 rWS5 12341 24179 0.47% 0.039%
10 6.422 577 584 595 rVW2 276481 516215 10.07% ©.825%
11 6.946 664 673 688 rVB 244492 446110 8.70% 0.713%
12 7.104 688 700 712 rBV 831054 1393542 27.17% 2.226%
13 7.304 724 734 743 rW 899913 1520036 29.64% 2.428%
14 7.551 770 776 786 rBV 112632 201583 3.93% 0.322%
15 7.769 806 813 819 rBV 697350 1170098 22.82% 1.869%
16 7.840 819 825 835 rVV 148905 310766 6.06%  0.496%
17 7.928 835 840 846 rVB2 28605 51729 1.01% ©0.083%
18 8.081 861 866 877 rVB 59025 115771  2.26% ©.185%
19 8.381 912 917 923 rBV2 32677 58738 1.15% 0.094%
20 8.481 923 934 943 rW 720483 1269811 24.76% 2.028%
21 8.557 943 947 951 rVW 137466 238520 4.65% 0.381%
22 8.592 951 953 958 rvv 77393 102996 2.01% 0.165%
23  8.640 958 961 965 rVB2 31564 31762 0.62% 0.051%
24  8.869 993 1000 1004 rBV2 160656 298474  5.82% 0.477%
25 8.928 1004 1010 1019 rVV 895130 1562572 30.47%  2.496%
26 9.016 1019 1025 1032 rVB 370059 555873 10.84% ©0.888%
27 9.098 1033 1039 1048 rBV 180053 298484 5.82% 0.477%
28 9.316 1071 1076 1080 rBV2 36266 71255 1.39% 0.114%
29 9.492 1099 1106 1114 rVB5 27319 50499 0.98% 0.081%
30 9.645 1124 1132 1138 rBV 748042 1283706 25.03% 2.050%

31 9.822 1154 1162 1168 rVVv2 482001 860133 16.77%
32 9.975 1184 1188 1192 rBV4 16617 26285 0.51%
33 10.051 1192 1201 1210 rVWW2 267612 685398 13.36%
34 10.192 1217 1225 1244 rBV 1080890 1965321 38.32%
35 10.345 1245 1251 1258 rWw2 61492 113558 2.21%

O WRORr
(O]
O
U1
B

36 10.416 1259 1263 1268 rVvv4 32489 50997 ©0.99% 0.081%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101724\
Data File : BM@48110.D

Acqg On : 17 Oct 2024 17:06
Operator : RC/JU

Sample : P4360-03

Misc :

ALS Vvial : 10 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-BM101724.MA.M
Title : SVOA CALIBRATION
37 10.475 1268 1273 1280 rVB5 21995 49997 0.97% 0.080%
38 10.563 1280 1288 1295 rBV 935489 1780964 34.73%  2.845%
39 10.622 1295 1298 1304 rVB2 137033 202949 3.96% 0.324%
40 10.704 1304 1312 1326 rBV 246179 505037 9.85% 0.807%
41 10.851 1330 1337 1346 rBV 282139 502031 9.79% 0.802%
42 10.957 1346 1355 1365 rVB6 46443 127245 2.48% 0.203%
43 11.098 1374 1379 1385 rBV 134430 222846 4.35% 0.356%
44 11.163 1385 1390 1394 rBV 134539 213476  4.16% 0.341%
45 11.210 1394 1398 1408 rVB 66820 138800 2.71% 0.222%
46 11.533 1448 1453 1458 rBV7 16794 29213 0.57% 0.047%
47 11.704 1476 1482 1496 rBV2 114791 291957 5.69% 0.466%
48 11.839 1496 1505 1508 rVv8 30302 96720 1.89% 0.154%
49 11.881 1509 1512 1522 rVvV 30968 60434 1.18% 0.097%
50 11.963 1522 1526 1535 rVB5 29100 65416 1.28% 0.104%
51 12.075 1535 1545 1547 rBV9 8610 23252 0.45% 0.037%
52 12.151 1554 1558 1563 rBV 19176 32006 0.62% 0.051%
53 12.210 1563 1568 1575 rBV 37808 77399 1.51% 0.124%
54 12.392 1591 1599 1606 rVB 23883 48742 0.95% 0.078%
55 12.539 1616 1624 1629 rBV6 15909 31174 0.61% 0.050%
56 12.769 1655 1663 1672 rBV 273918 497826 9.71% 0.795%
57 12.863 1675 1679 1690 rvVv 47014 77710  1.52% 0.124%
58 12.963 1690 1696 1699 rvv2 26675 37850 0.74% 0.060%
59 13.016 1699 1705 1717 rVB 375680 552756 10.78% 0.883%
60 13.257 1742 1746 1749 rVB 21832 30386 0.59% 0.049%
61 13.316 1749 1756 1757 rBV3 17985 29677 0.58% 0.047%
62 13.333 1757 1759 1764 rVB 20848 25486 0.50% 0.041%
63 13.533 1787 1793 1803 rBV6 32835 78569  1.53% 0.125%
64 13.645 1803 1812 1821 rBV3 87078 185229 3.61% 0.296%
65 13.716 1821 1824 1832 rVB7 16219 25908 0.51% 0.041%
66 13.816 1832 1841 1847 rBV 1890107 2688344 52.42% 4.294%
67 13.945 1858 1863 1868 rVB 73993 105486 2.06% 0.168%
68 14.098 1877 1889 1897 rBV 2266033 3450039 67.27% 5.511%
69 14.274 1914 1919 1927 rVB2 57787 101802 1.99% 0.163%
70 14.410 1934 1942 1952 rBV 1315410 2018800 39.37% 3.225%
71 14.633 1974 1980 1998 rVV3 121762 342541 6.68% 0.547%
72 14.786 2000 2006 2008 rVVeé 12027 24599 0.48% 0.039%
73 14.839 2008 2015 2020 rVV6 22304 54493 1.06% ©0.087%
74 14.945 2028 2033 2036 rVV4 16036 27812 ©.54% 0.044%
75 14.998 2038 2042 2048 rVV3 32568 47482 0.93% 0.076%
76 15.104 2052 2060 2065 rVV6 17695 41272 0.80% 0.066%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101724\
Data File : BM@48110.D

Acqg On : 17 Oct 2024 17:06
Operator : RC/JU

Sample : P4360-03

Misc :

ALS Vvial : 10 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-BM101724.MA.M
Title : SVOA CALIBRATION
77 15.157 2065 2069 2073 rVV 23876 35910 0.70% 0.057%
78 15.227 2073 2081 2089 rVB2 130624 219007 4.27%  0.350%
79 15.398 2103 2110 2124 rVV 2710179 4080210 79.56% 6.517%
80 15.527 2124 2132 2143 rW 868249 1377550 26.86% 2.200%
81 15.639 2146 2151 2156 rVV6 19406 42849 0.84% 0.068%
82 15.763 2164 2172 2182 rVB 92768 148119 2.89% 0.237%
83 15.945 2198 2203 2211 rBV7 15738 31074 0.61% 0.050%
84 16.116 2225 2232 2236 rBV5 19864 42631 0.83% 0.068%
85 17.151 2401 2408 2418 rBV 1463301 2176963 42.45% 3.477%
86 17.245 2418 2424 2439 rVV 2913605 4394721 85.69% 7.020%
87 17.433 2452 2456 2463 rBV 30594 56204 1.10% 0.090%
88 17.815 2515 2521 2532 rBV 2009477 2543570 49.60% 4.063%
89 18.039 2555 2559 2567 rBV3 49100 88405 1.72% 0.141%
90 18.115 2568 2572 2573 rVW 28008 36013 0.70% ©0.058%
91 18.133 2573 2575 2581 rVB4 29758 41089 0.80% 0.066%
92 18.251 2590 2595 2599 rBV 46268 73758 1.44% 0.118%
93 19.104 2735 2740 2746 rBV3 42760 65973 1.29% 0.105%
94 19.174 2748 2752 2756 rBV2 41330 62456  1.22% 0.100%
95 19.321 2773 2777 2787 rBV8 38534 85272 1.66% 0.136%
96 19.456 2796 2800 2805 rBvV2 70257 95153 1.86% ©.152%
97 19.539 2807 2814 2826 rBV 3501212 5128356 100.00%  8.192%
98 21.374 3120 3126 3139 rBV 1485652 2385904 46.52% 3.811%
99 24.156 3590 3599 3615 rVB 2027926 5115959 99.76% 8.172%
100 24.356 3626 3633 3646 rVB 947152 2562452 49.97% 4.093%

Sum of corrected areas: 62605403
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101724\
. BM@48110.D

: 17 Oct 2024 17:06

: RC/JU

. P4360-03

: 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM101724.MA.M
Quant Title : SVOA CALIBRATION

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

Time-->

3000000
2500000
2000000
1500000

1000000

7 769 8. 481 7 9. 645
500000 5857
kJ 3,658 GQZGM 7.55
. 323 fk 3.975 48935440 9876 3hs dhess. Ag a0z b

Abundance TIC: BM048110.D\data.ms
3500000

- PR e bty
L B B B B B \\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

3.00 350 400 450 5.00 550 6.00 6.50 7.00 7.50 8.00 8.50 900 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Time-->

3000000 17.245
2500000
2000000 13.816
1500000 14.410 17.1p1
1000000

5000003.

Abundance TIC: BM048110.D\data.ms
3500000 19.639

15.398

14.098

17.815
21.374

[=y

5.527

848us16 7433 [1sms@s1 1991620

e e e e R e e R i o e e e N R R R AR

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

Time-->

3000000

2000000

1000000

500000

Abundance TIC: BM048110.D\data.ms
3500000

2500000 24.156

1500000 4.356

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\ T

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_M\Data\BM101724\
Data File : BM@48110.D

Acqg On : 17 Oct 2024 17:06

Operator : RC/JU

Sample : P4360-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM101724 .MA.M
: SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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-Propanol, 1-butoxy- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
6.422 8.82 ng/ul 516215 1,4-Dichlorobenzene-d4 7.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 86
2 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 86
3 2-Ethyl-2-hydroxybutyric acid 132 C6H1203 003639-21-2 50
4 Di-sec-Butyl ether 130 C8H180 006863-58-7 50
5 Formic acid, 1-methylpropyl ester 102 C5H1002 000589-40-2 50
Abundance Scan 584 (6.422 min): BM048110.D\data.ms (-577) (-) m/z 57.05 100.00%
57.0
REREamEmErEE s
1171 6.00 6.20 6.40 6.60 6.80
(
ol Ml I 1651 2079 280 ., 4595 99.13%
miz-> 50 100 150 200 250
Abundance #16538: 2-Propanol, 1-butoxy-
45.0
5000 [T i rrrrprri
87.0 6.00 6.20 6.40 6.60 6.80
m/z 41.10 45.56%
01\5“'\0“\‘ ‘\“‘ ‘ “\‘ \H\ ‘H\ ‘1\]-7\-0\ T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #16537: 2-Propanol, 1-butoxy-
45.0
R ARRARSEEa
6.00 6.20 6.40 6.60 6.80
5000 ITI/Z 87.10 40.52%
87.0
0 15'0“‘ Pl ly ‘1‘17‘0‘ — — —
miz--> 50 100 150 200 250
Abundance #16388: 2-Ethyl-2-hydroxybutyric acid R
57.0 87.0 6.00 6.20 6.40 6.60 6.80
m/z 43.10 36.02%
5000
27 0
0 ‘m‘u ““ . Rl SsABI SIS
m/z--> 100 150 200 250 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101724\
Data File : BM@48110.D

Acqg On : 17 Oct 2024 17:06
Operator : RC/JU

Sample : P4360-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM101724.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 5 Phenol, 2-methoxy- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.869 5.10 ng/ul 298474  1,4-Dichlorobenzene-d4 7.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-methoxy- 124 C7H802 000090-05-1 93
2 Phenol, 2-methoxy- 124 C7H802 000090-05-1 93
3 Phenol, 2-methoxy- 124 C7H802 000090-05-1 90
4 Phenol, 2-methoxy- 124 C7H802 000090-05-1 87
5 Mequinol 124 C7H802 000150-76-5 87

Abundance Scan 1000 (8.869 min): BM048110.D\data.ms (-993) (-) m/z 109.05 100.00%

100.1
431 gqq
5000
Ao

8.60 8.80 9.00 9.20

0 H“H“N‘MwNme‘wu o302 19T hz 124.10  81.36Y%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11911: Phenol, 2-methoxy-
109.0
5000 810 L B R B B LN BB

8.60 8.80 9.00 9.20
m/z 43.10 72.09%

270 530
0 ”‘\A‘JW“MWH‘”\‘”‘W‘MW“”\‘”‘\”“W“W“”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11912: Phenol, 2-methoxy-
109.0

81.0 8.60 8.80 9.00 9.20
5000 ITI z 8l.10 67.87%
270 530
0 H‘\H**w”WWU*H\*H*M*“WJ*H\*H*\H**M**W**H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11909: Phenol, 2-methoxy-
109.0 8.60 8.80 9.00 9.20

m/z 121.10  59.87%

81.0
5000
53.0
27.0 ‘
0 oy \

m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101724\
Data File : BM@48110.D

Acqg On : 17 Oct 2024 17:06
Operator : RC/JU

Sample : P4360-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM101724.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 6 Linalool Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.016 9.50 ng/ul 555873  1,4-Dichlorobenzene-d4 7.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Linalool 154 C10H180 000078-70-6 90
2 1,6-Octadien-3-0l1, 3,7-dimethyl-... 182 C11H1802 000115-99-1 49
3 Linalyl acetate 196 C12H2002 000115-95-7 46
4 Linalyl acetate 196 C12H2002 000115-95-7 46
5 1,3,6-Octatriene, 3,7-dimethyl-,... 136 C10H16 003338-55-4 46

Abundance Scan 1025 (9.016 min): BM048110.D\data.ms (-1019) (-) m/z 71.05 100.00%

71.0
93.1
41.1
5000
121.1 R
‘ ‘ ‘ ‘ ‘ ‘ 1501 8.60 8.80 9.00 9.20 9.40
Ol el M gy 19981929 93 16 70.81%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30907: Linalool
71.0
93.0
43.0
5000
8.60 8.80 9.00 9.20 9.40
121.0 m/z 41.10 62.94%
0 15.0 a W‘ \Hi“\ T T 1“ \1\5\4\.‘0\ T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #56640: 1,6-Octadien-3-ol, 3,7-dimethyl-, formate
93.0

41.0
8.60 8.80 9.00 9.20 9.40
5000 69.0 m/z 43.05 62.13%
121.0
15.0
0 “MM‘JM"p“ﬂq““““““‘
40 60 8

miz--> 20 0 100 120 140 160 180

Abundance #71370: Linalyl acetate R ARANRSEREEE S
43.0 93.0 8.60 8.80 9.00 9.20 9.40

m/z 55.05 59.25%

N

5000
69.0 121.0

-

15.0 ‘ ‘
0\\‘\‘\‘1‘\\W\‘\‘\‘\‘H‘}\‘HHH‘“‘\‘\“\‘\\“\\\!‘\\H‘\\\\‘\\\\‘ PTG

m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101724\
Data File : BM@48110.D

Acqg On : 17 Oct 2024 17:06
Operator : RC/JU

Sample : P4360-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM101724.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 7 Ethanol, 2-(hexyloxy)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.098 5.10 ng/ul 298484  1,4-Dichlorobenzene-d4 7.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(hexyloxy)- 146 C8H1802 000112-25-4 90
2 Ethanol, 2-(hexyloxy)- 146 C8H1802 000112-25-4 59
3 Hexane, 1,1'-[methylenebis(oxy)]... 216 C13H2802 054815-12-2 47
4 3-(Hexyloxy)-1,2-propanediol 176 C9H2003 010305-38-1 40
5 Oxalic acid, diisohexyl ester 258 C14H2604 1010309-32-9 38

Abundance Scan 1039 (9.098 min): BM048110.D\data.ms (-1033) (-) m/z 43.05 100.00%

43.0
85.1
5000

R S RRENENE RN
8.80 9.00 9.20 9.40
115.1
— HM“ “‘ 2000 2810 /7 85.10  66.63%
miz-> 50 100 150 200 250
Abundance #25544: Ethanol, 2-(hexyloxy)-

43.0

85.0

5000 PR
8.80 9.00 9.20 9.40

m/z 45.10 44.27%

J140l, | Aloh 2
mi/z--> 50 100 150 200 250
Abundance #25540: Ethanol, 2-(hexyloxy)-
43.0
85.0

R T
8.80 9.00 9.20 9.40
5000 m/z 41.1@ 31.56%
‘ H ‘ 115.0
R
Miz--> 100 150 200 250
Abundance #94373.Hexane,1J}[methWenebB(oxyﬂbB— R e S RAARRRAE
85.0 8.80 9.00 9.20 9.40
43.0 m/z 83.10 20.86%
5000
115.0
AR W P P S
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\BM101724\
Data File : BM@48110.D

Acqg On : 17 Oct 2024 17:06
Operator : RC/JU

Sample : P4360-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM101724.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 9 1-(1-Methoxypropan-2-yloxy)... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.051 7.70 ng/ul 685398 Naphthalene-d8 10.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(1-Methoxypropan-2-yloxy)propa... 190 C9H1804 1000367-08-6 86
2 1-(1-Methoxypropan-2-yloxy)propa... 244 C9H15F304 1010367-08-7 64
3 1-Chloro-2-ethoxyethane 108 C4H9Cl10 000628-34-2 59
4 Pentane, 2-methoxy- 102 C6H140 006795-88-6 53
5 1-(1-Methoxypropan-2-yloxy)propa... 232 C12H2404 1010367-13-4 50

Abundance Scan 1201 (10.051 min): BM048110.D\data.ms (-1192) (- m/ 59.05 100.00%

59.0
5000

38 | 87.1 1981155 g150.1 192.9 1000
4 1 o
Ol 380 | BT [ 12881501 192 43.05  38.79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65371: 1-(1-Methoxypropan-2-yloxy)propan-2-yl acetate
59.0
5000 T

10 00
73.05  14.13%

0 29\\0 | i \‘ 10\1 0 130 0

\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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

Abundance #128840: 1-(1-Methoxypropan-2-yloxy)propan-2-yl 2,2,2-
59.0

10 00
5000 m/z 108.10 7.48%
ol 2900, 4] 990 130.0 1550
R R e e B R AL ERERRR RS
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5950: 1-Chloro-2-ethoxyethane o ‘
59.0 10.00

45.10 7.36%

=000 31.0
‘ ‘ 108.0
0 ‘\ ‘ M ‘ 81 O ‘ L

m/z--> 20 40 60 80 100 120 140 160 180 1000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101724\
Data File : BM@48110.D

Acqg On : 17 Oct 2024 17:06
Operator : RC/JU

Sample : P4360-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM101724.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 14 2-(Hexyloxy)acetic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.704 3.28 ng/ul 291957 Naphthalene-d8 10.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(Hexyloxy)acetic acid 160 C8H1603 057931-25-6 90
2 Butanoic acid, 3-methyl-, propyl... 144 C8H1602 000557-00-6 38
3 Oxalic acid, ethyl isohexyl ester 202 C10H1804 1000309-32-5 27
4 Hexane, 2-methyl- 100 C7H16 000591-76-4 27
5 2,2-Dimethylvaleric acid 130 C7H1402 001185-39-3 22

Abundance Scan 1482 (11.704 min): BM048110.D\data.ms (-1476) (- m/z 43.10 100.00%
3.1

43.
5000 85.0

151
0 208.1 2810 w/z 85.05  42.48%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #36655: 2-(Hexyloxy)acetic acid
43.0
5000 83.0 T ey
11.50 12.00

m/z 41.05 40.59%

ol 150 1600
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #24240: Butanoic acid, 3-methyl-, propyl ester
43.0 85.0

11.‘50 12.‘00
5000 m/z 83.15 39.72%
0‘”WWWM” ””W¢”M%ﬁg}ﬁﬁpﬁ‘”P”W‘”W””\””W”‘P‘ Vwﬁ\WWMw/\MWNjXWMW
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #77340: Oxalic acid, ethyl isohexyl ester el e
43.0 11.50 12.00

m/z 55.10  37.39%

h I MA/W\
119.0
u‘ JM \h ‘ Lo 159.0

O eerpdle ey b e Y e e e e W o
miz--> 20 40 60 80 100120140160180200220240260280 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101724\
Data File : BM@48110.D

Acqg On : 17 Oct 2024 17:06
Operator : RC/JU

Sample : P4360-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM101724.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 16 Butanoic acid, butyl ester Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.016 5.48 ng/ul 552756  Acenaphthene-d10 14.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 87
2 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 72
3 Propanoic acid, 2-methyl-, 2-eth... 216 C12H2403 074367-31-0 64
4 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 50
5 Propanoic acid, 2-methyl-, 2-eth... 216 C12H2403 074367-31-0 45
Abundance Scan 1705 (13.016 min): BM048110.D\data.ms (-1699) (- | m/z 71.10 100.00%
71.1
43.1
5000
‘ 1732 13,00 |
143.1 ’ .
] SR H‘ ‘ “ Ao L2968 hyz se.1e 79.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24133: Butanoic acid, butyl ester
71.0
43.0
5000 = :
13.00
m/z 43.10 71.24%
H ‘ 101.0
O \]_\5\.(‘)\}\\‘i‘}‘\\‘\l‘\\l‘\‘\l‘\\“\\\}‘\\\]\-?\4.\-\0\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24132: Butanoic acid, butyl ester
71.0
R T
43.0 13.00
5000 m/z 89.10 69.00%
NEELR O [ O a7
m/z--> 20 40 60 80 100 120 140 160 180 200 /\\
Abundance #94127: Propanoic acid, 2-methyl-, 2-ethyl-3-hydroxyhex = ‘
89.0 13.00
m/z 41.05 25.14%
56.0
5000
27.0
bl L 10 T30 1730 AL
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00

SFAM-EPA-BM101724.MA.M Fri Oct 18 12:32:38 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101724\
Data File : BM@48110.D

Acqg On : 17 Oct 2024 17:06
Operator : RC/JU

Sample : P4360-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM101724.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 17 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.815 23.37 ng/ul 2543570  Phenanthrene-d10 17.151
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 99
3 2,5-di- tert—Buty1—1,4—benzoquinone 220 C14H2002 002460-77-7 70
4 7,9-Di-tert-butyl-1-oxaspiro(4,5. 276 C17H2403 082304-66-3 55
5 1-(3-Amino-4,6-dimethylthieno[2,. 220 C11H12N20S 052505-42-7 50
Abundance Scan 2521 (17.815 min): BM048110.D\data.ms (-2515) (- ' m/z 57.10 100.00%
57. 205.2
5000
109.1 . —r
161. ‘ 2611 ‘ 17.50 18.00
0 Al 385z 2e5.20  97.14%
m/z--> 50 100 150 200 250 300 350
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 61.40%
109.0 161 ‘ ‘ 261.0
O“‘\“m‘u h “\\‘\ Hh\‘\‘\‘\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #168693: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene
57.0
P —
17.50 18.00
5000 ITI/Z 55.10 54.30%
205.0
109.0
0 ‘H\‘ M‘\H‘H \H“ M‘H H“H“‘Hi i (ﬂ ‘\H \‘L\!\ “\ ‘2‘6}"0‘ Ve
miz--> 50 100 150 200 250 300 350
Abundance #98932: 2,5-di-tert-Butyl-1,4-benzoquinone — —
205.0 17.50 18.00
163. m/z 175.10 54.287%
5000
m/z--> 150 200 250 300 350 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101724\
Data File : BM@48110.D

Acqg On : 17 Oct 2024 17:06
Operator : RC/JU

Sample : P4360-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM101724.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-Propanol, 1-b... 6.422 8.8 ng/ul 516215 1 7.769 1170100 20.0
Phenol, 2-methoxy- 8.869 5.1 ng/ul 298474 1 7.769 1170100 20.0
Linalool 9.016 9.5 ng/ul 555873 1 7.769 1170100 20.0
Ethanol, 2-(hex... 9.098 5.1 ng/ul 298484 1 7.769 1170100 20.0
1-(1-Methoxypro... 10.051 7.7 ng/ul 685398 2 10.563 1780960 20.0
2-(Hexyloxy)ace... 11.704 3.3 ng/ul 291957 2 10.563 1780960 20.0
Butanoic acid, ... 13.016 5.5 ng/ul 552756 3 14.410 2018800 20.0
7,9-Di-tert-but... 17.815 23.4 ng/ul 2543570 4 17.151 2176960 20.0
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