LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP©17885.D

Acqg On : 02 Nov 2023 14:24
Operator : MA/JU

Sample : 04950-05

Misc :

ALS Vvial : 40 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-BP101823.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@17885.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  3.263 28 30 37 rvB3 24123 39855 1.07% ©.080%
2 3.705 102 105 116 rBV 68498 162134 4.36% 0.325%
3  3.899 131 138 148 rVB3 29317 78806  2.12% ©.158%
4 4,387 217 221 228 rVB 55737 92752 2.50% 0.186%
5 5.175 350 355 362 rVB1le 11856 26256 0.71% ©0.053%
6 5.252 364 368 373 rBV 29591 40324 1.08% 0.081%
7 5.328 376 381 388 rBvV2 46565 81221 2.18% ©.163%
8 5.687 438 442 448 rVB 24338 35960 0.97% 0.072%
9 5.916 474 481 499 rBV 2064623 3382548 90.99% 6.784%
106 6.475 571 576 592 rVB2 134125 253548 6.82% 0.509%
11 6.875 634 644 652 rBV 68724 135885 3.66% 0.273%
12 6.946 652 656 667 rvVv 62146 133479 3.59% 0.268%
13 7.046 667 673 683 rVB2 167812 318695 8.57% 0.639%
14 7.222 697 703 712 rVB 582117 903959 24.32%  1.813%
15 7.399 725 733 743 rBV 578491 959838 25.82% 1.925%
16 7.634 769 773 782 rVB 20090 37077 1.00% 0.074%
17 7.875 807 814 826 rBV2 533544 1048632 28.21% 2.103%
18 7.975 826 831 836 rVW2 56950 110871 2.98% 0.222%
19 8.016 836 838 846 rvB8 11144 21111 0.57% 0.042%
20 8.146 853 860 872 rBV2 91348 240370 6.47% 0.482%
21 8.228 872 874 880 rVB6 17191 26472 0.71% 0.053%
22 8.451 903 912 915 rBV 43829 77872 2.09% 0.156%
23 8.510 919 922 930 rWw 44432 76041 2.05% 0.153%
24  8.598 930 937 946 rVV2 431411 819723 22.05% 1.644%
25 8.669 946 949 953 rVW3 22882 39123 1.05% ©0.078%
26 8.734 955 960 965 rVB 105513 167812 4.51% 0.337%
27 8.987 994 1003 1010 rBV2 394974 664430 17.87% 1.333%
28 9.081 1010 1019 1026 rVV 762384 1369481 36.84% 2.747%
29 9.146 1026 1030 1034 rVV 101497 181705 4.89% 0.364%
30 9.193 1034 1038 1047 rVV 168464 334642 9.00% 0.671%
31 9.263 1047 1050 1056 rVB 49833 77123  2.97% ©0.155%
32 9.469 1080 1085 1097 rBV 30473 83551 2.25% 0.168%
33  9.634 1108 1113 1119 rVB 60886 88929 2.39% 0.178%
34 9.798 1133 1141 1154 rBV 637246 1086157 29.22% 2.178%
35 9.904 1154 1159 1163 rBV3 16939 33804 0.91% 0.068%

36 9.957 1163 1168 1173 rVV 189434 321033 8.64%  0.644%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP©17885.D

Acqg On : 02 Nov 2023 14:24
Operator : MA/JU

Sample : 04950-05

Misc :

ALS Vvial : 40 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-BP101823.MA.M
Title : SVOA CALIBRATION
37 10.004 1173 1176 1182 rVB2 72373 115044 3.09% 0.231%
38 10.175 1197 1205 1211 rBV3 68573 141011 3.79% 0.283%
39 10.328 1224 1231 1242 rVV 782853 1349634 36.31% 2.707%
40 10.416 1242 1246 1251 rVB2 22075 35298 0.95% 0.071%
41 10.475 1251 1256 1261 rBV7 15010 30667 0.82% 0.062%
42 10.545 1264 1268 1273 rVB6 17092 27048 0.73% 0.054%
43 10.604 1273 1278 1283 rBV5 29023 55619 1.50% 0.112%
44 10.645 1283 1285 1289 rVB 18253 21512 ©0.58% 0.043%
45 10.704 1289 1295 1301 rBV 705459 1235143 33.23% 2.477%
46 10.881 1318 1325 1337 rBV 537410 953469 25.65% 1.912%
47 10.981 1337 1342 1353 rVB 206127 346310 9.32% 0.695%
48 11.204 1376 1380 1385 rVB 16669 27457 0.74%  0.055%
49 11.269 1386 1391 1406 rVB 41872 94394 2.54% 0.189%
50 11.404 1407 1414 1421 rBV 90031 162464 4.37% 0.326%
51 11.492 1421 1429 1439 rBV3 102351 206565 5.56% 0.414%
52 11.657 1452 1457 1465 rBv2 11736 34602 0.93% 0.069%
53 11.769 1469 1476 1485 rVB 46997 87662 2.36% 0.176%
54 11.875 1490 1494 1499 rVB2 19487 30161 0.81% 0.060%
55 12.157 1533 1542 1547 rBV2 14070 31082 0.84% 0.062%
56 12.304 1562 1567 1573 rVB 16626 29109 0.78% 0.058%
57 12.428 1583 1588 1593 rvv9 10895 21598 ©0.58% 0.043%
58 12.551 1605 1609 1614 rVB 17038 25841 0.70% 0.052%
59 12.875 1655 1664 1688 rVvB2 116122 354888 9.55% 0.712%
60 13.039 1688 1692 1699 rBV 37148 62729 1.69% 0.126%
61 13.134 1703 1708 1719 rVB 225737 312096 8.40% 0.626%
62 13.410 1748 1755 1768 rVB 487575 781507 21.02% 1.567%
63 13.522 1768 1774 1785 rBV 736196 1165062 31.34% 2.337%
64 13.722 1801 1808 1813 rVV6 25386 61477 1.65% ©.123%
65 13.992 1844 1854 1859 rBV 1540477 2062895 55.49% 4.137%
66 14.039 1859 1862 1870 rVB2 91681 132763 3.57% 0.266%
67 14.269 1892 1901 1912 rVV 1674598 2484050 66.82% 4.982%
68 14.357 1912 1916 1921 rVV7 13590 22832 0.61% 0.046%
69 14.463 1928 1934 1940 rVvV2 42274 71227 1.92% 0.143%
70 14.575 1944 1953 1960 rVWV 953530 1406727 37.84% 2.821%
71 14.857 1995 2001 2012 rBV2 42146 104932 2.82% 0.210%
72 15.251 2062 2068 2071 rVV3 13772 24825 0.67% 0.050%
73 15.322 2076 2080 2085 rVB 42487 54485 1.47% 0.109%
74 15.404 2089 2094 2103 rVB2 82012 112234 3.02% 0.225%
75 15.580 2117 2124 2133 rBV 2154030 2948647 79.32% 5.914%

76 15.728 2144 2149 2161 rVV 613380 857216 23.06% 1.719%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP©17885.D

Acqg On : 02 Nov 2023 14:24
Operator : MA/JU

Sample : 04950-05

Misc :

ALS Vvial : 40 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-BP101823.MA.M
Title : SVOA CALIBRATION
77 15.933 2179 2184 2193 rBV5 43883 98853 2.66% ©.198%
78 16.028 2193 2200 2206 rVB9 17581 38888 1.05% 0.078%
79 16.128 2213 2217 2221 rBV7 13464 22631 0.61% 0.045%
80 16.427 2262 2268 2278 rBV 41213 99239 2.67% 0.199%
81 16.604 2293 2298 2305 rBV2 23463 44375 1.19% ©0.089%
82 16.716 2312 2317 2321 rBV2 14643 25779 0.69% 0.052%
83 17.369 2419 2428 2439 rBV 1111101 1560835 41.99% 3.130%
84 17.469 2439 2445 2460 rVV 2429246 3286483 88.41% 6.591%
85 17.627 2467 2472 2477 rVB 18354 24436 0.66% 0.049%
86 18.004 2530 2536 2548 rBV 2027553 2460364 66.18% 4.934%
87 18.216 2569 2572 2580 rVB5 21875 37203 1.00% 0.075%
88 18.310 2585 2588 2594 rVB 16900 24471 0.66% 0.049%
89 18.433 2604 2609 2613 rBV 56194 80760 2.17% 0.162%
90 18.480 2614 2617 2623 rVB4 18856 24976 0.67% 0.050%
91 19.292 2751 2755 2760 rBV3 30950 45933  1.24% 0.092%
92 19.369 2762 2768 2772 rVV 29518 43466 1.17% 0.087%
93 19.469 2781 2785 2791 rBV7 14944 26165 0.70% 0.052%
94 19.610 2805 2809 2813 rBV 70430 79404  2.14% 0.159%
95 19.727 2823 2829 2838 rBV 2919284 3717425 100.00% 7.456%
96 20.721 2994 2998 3007 rBV2 82640 126172 3.39% 0.253%
97 21.286 3091 3094 3098 rBV 55792 72848 1.96% 0.146%
98 21.510 3127 3132 3140 rBV 1117724 1510867 40.64% 3.030%
99 23.898 3530 3538 3548 rVB2 1591743 3324083 89.42% 6.667%
100 24.068 3560 3567 3581 rVB 680567 1452051 39.06% 2.912%

Sum of corrected areas: 49861208

SFAM-EPA-BP101823.MA.M Fri Nov 03 ©4:50:18 2023 3



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 02 Nov 2023 14:24
: MA/JU
. 04950-05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
BP017885.D

: 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

0

8.598 g 987
3263 378Bo9 4.387 553828568 J 6 i 6@% 7634 @M
RG-S —_

TIC: BP017885.D\data.ms

5.916

9.081
7.22399 875

&g

Time-->

350 400 450 500 550 6. 00 6. 50 7.00 7. 50 8.00 8. 50 9. 00 9.50 10.00 10.50 11.00 11.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BP017885.D\data.ms
19.727

17.469

15.580
18.004

14.269
13.992

17.369
14.575

13.522

o

Time-->

15.728
13.410
13.134
, swu Qﬁg ]\@“} 3?&.9 485715%'*@& Jq 39995 14806 LJ %—L/

12.00 1250 13. 00 13.50 14.00 14.50 15. 00 1550 16.00 16. 50 17.00 17.50 18. 00 18.50 19.00 19.50 20.00

Abundance

2500000

2000000

1500000

1000000

500000

0

TIC: BP017885.D\data.ms

23.898

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17885.D

Acqg On : 02 Nov 2023 14:24
Operator : MA/JU

Sample : 04950-05

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 Ethanol, 2-butoxy- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.916 64.51 ng/ul 3382550 1,4-Dichlorobenzene-d4 7.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 78
2 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 78
3 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 72
4 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 53
5 Formic acid, 3,3-dimethylbut-2-y... 130 C7H1402 1000368-20-5 50
Abundance Scan 481 (5.916 min): BP017885.D\data.ms (-474) (-) m/z 57.05 100.00%
57.0
5000 /L
o AABEEEEEN RS
5.60 5.80 6.00 6.20
Ob. Ali11811811  20533561414247405318 1y 41 05  43.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10024: Ethanol, 2-butoxy-
57.0
5000 TT T T T T T[T T[T T T T TTTT]
5.60 5.80 6.00 6.20
m/z 45.10 42.81%
‘\\\‘\’\\“\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10025: Ethanol, 2-butoxy-
57.0
R R AREE
5.60 5.80 6.00 6.20
5000 m/z 87.05 23.58%
Lo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10027: Ethanol, 2-butoxy- A e R R
57.0 5.60 5.80 6.00 6.20
m/z 39.05 12.60%
5000 /k
1

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.60 5.80 6.00 6.20
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\

Library Search Compound Report

Data File : BP@17885.D

Acqg On : 02 Nov 2023 14:24
Operator : MA/JU

Sample : 04950-05

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

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 2-Propanol, 1-butoxy- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
6.475 4.84 ng/ul 253548 1,4-Dichlorobenzene-d4 7.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 90
2 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 78
3 1-Propanol, 2-(1-methylethoxy)- 118 C6H1402 003944-37-4 59
4 4-Octanone, 5-hydroxy-3,6-dimethyl- 172 C10H2002 062759-47-1 53
5 Formic acid, 1-methylpropyl ester 102 C5H1002 000589-40-2 50
Abundance Scan 576 (6.475 min): BP017885.D\data.ms (-571) (-) m/z 45.05 100.00%
45.0
‘Y_Y_Y—TY_Y_Y_Y—’_Y_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_F
17.0 6.20 6.40 6.60 6.80
oAbt 170 2081 2811 356.2416.14753 5420 4/, 57,19  92.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16538: 2-Propanol, 1-butoxy-
45.0
5000 LN L B BN R
6.20 6.40 6.60 6.80
‘ m/z 41.10 55.43%
‘\‘J\Jf‘g‘ 1“\‘:1[]\_?.\(\)’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16537: 2-Propanol, 1-butoxy-
45.0
T AAEEESa R,
6.20 6.40 6.60 6.80
5000 m/z 87.10 46.34%
J\mm,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 /\A
Abundance #10077: 1-Propanol, 2-(1-methylethoxy)- \“%T““H,“““H““‘
45.0 6.20 6.40 6.60 6.80
m/z 56.05 30.09%
h M
MlLS-O,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17885.D

Acqg On : 02 Nov 2023 14:24
Operator : MA/JU

Sample : 04950-05

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
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 3 Hexanoic acid Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
6.875 2.59 ng/ul 135885 1,4-Dichlorobenzene-d4 7.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 83
2 Pentanoic acid 102 C5H1002 000109-52-4 78
3 Hexanoic acid 116 C6H1202 000142-62-1 74
4 Butanoic acid, 4-chloro- 122 C4H7C102 000627-00-9 72
5 Hexanoic acid 116 C6H1202 000142-62-1 72

Abundance Scan 644 (6.875 min): BP017885.D\data.ms (-634) (-) m/z 60.10 100.00%

60.1
5000
R BB AREEE R R R
H’ L] 1351 20712670 35524154 4915 6.605.80 7.00 720
e e e e e e e e m/z 73.05 55.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9147: Hexanoic acid
60.0
5000 LN L B B A AL

6.60 6.80 7.00 7.20
m/z 41.10 32.78%

”L |
‘ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #4772: Pentanoic acid

o =
Q
o

6.60 6.80 7.00 7.20
5000 m/z 43.10 21.29%

|

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

=

Abundance #9149: Hexanoic acid R R
60.0 6.60 6.80 7.00 7.20
m/z 45.00 20.12%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.60 6.80 7.00 7.20

SFAM-EPA-BP101823.MA.M Fri Nov ©3 04:50:23 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17885.D

Acqg On : 02 Nov 2023 14:24
Operator : MA/JU

Sample : 04950-05

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

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 4 1-Heptanol Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
6.946 2.55 ng/ul 133479 1,4-Dichlorobenzene-d4 7.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptanol 116 C7H160 000111-70-6 78
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 64
3 Cyclopropane, pentyl- 112 C8H16 002511-91-3 59
4 1-Pentene, 3,4-dimethyl- 98 C7H14 007385-78-6 59
5 Cyclobutane, 1,2-diethyl-, trans- 112 C8H16 019341-98-1 47
Abundance Scan 656 (6.946 min): BP017885.D\data.ms (-652) (-) m/z 70.05 100.00%
70.0
- %
6.60 6.80 7.00 7.20
29.2 208.1267.1 341.3 429.1 507.3 e .
ek l,]T“,“““ m/z 41.05 89.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9448: 1-Heptanol
56.0
5000 L LA NI B BN R I
6.60 6.80 7.00 7.20
m/z 56.10 87.65%
‘\J‘\f‘ﬂ ‘f\\l"].\e\.\q‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
70.0
A Ammaa RS
6.60 6.80 7.00 7.20
5000 m/z 55.05 74.20%
\hJ,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7559: Cyclopropane, pentyl- T T T
56.0 6.60 6.80 7.00 7.20
m/z 43.10 72.82%
B MMW\M
SN S — e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.60 6.80 7.00 7.20

SFAM-EPA-BP101823.MA.M Fri Nov ©3 04:50:24 2023

Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17885.D

Acqg On : 02 Nov 2023 14:24
Operator : MA/JU

Sample : 04950-05

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 4-Cyanocyclohexene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.975 2.11 ng/ul 110871 1,4-Dichlorobenzene-d4 7.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Cyanocyclohexene 107 C7HSN 000100-45-8 91
2 1,5-Cyclooctadiene, (E,Z)- 108 C8H12 005259-71-2 59
3 1,5-Cyclooctadiene, (Z,Z)- 108 C8H12 001552-12-1 53
4 1,5-Cyclooctadiene 108 C8H12 000111-78-4 53
5 1,5-Cyclooctadiene 108 C8H12 000111-78-4 53
Abundance Scan 831 (7.975 min): BP017885.D\data.ms (-826) (-) m/z 54.10 100.00%
54.1
- A/t\‘/
R ARG R
d | * 51,770 2841 7.60 7.80 8.00 8.20
AL TTO 2841 369.1 4799 B4Ti . ; 39.10  58.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5822: 4-Cyanocyclohexene
54.0
5000 L L LA L BN B R B
7.60 7.80 8.00 8.20
m/z 79.10 56.62%
‘\1\\\\\ \‘I{\li\‘\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6147: 1,5-Cyclooctadiene, (E,Z)-
54.0
ARERRNEEEELE R
7.60 7.80 8.00 8.20
5000 m/z 80.05 47.47%
‘H|,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6148: 1,5-Cyclooctadiene, (Z,2)- A RaaaRAREs SE e
54.0 7.60 7.80 8.00 8.20
m/z 107.20 40.14%
‘MJ\;M\Hm,uWH_‘H_Hww_ww_m_ I W .S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20

SFAM-EPA-BP101823.MA.M Fri Nov ©3 04:50:25 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17885.D

Acqg On : 02 Nov 2023 14:24
Operator : MA/JU

Sample : 04950-05

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 Benzyl alcohol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.146 4.58 ng/ul 240370 1,4-Dichlorobenzene-d4 7.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzyl alcohol 108 C7H80 000100-51-6 95
2 Benzyl alcohol 108 C7H80 000100-51-6 95
3 Benzyl alcohol 108 C7H80 000100-51-6 94

4 Benzyl alcohol 108 C7H80 000100-51-6 94
5 N-Cbz-glycylglycine p-nitropheny... 387 C18H17N307 013574-81-7 90

Abundance Scan 860 (8.146 min): BP017885.D\data.ms (-853) (-) m/z 79.05 100.00%

79.0

5000

-

0 4702072 7.80 8.00 8.20 8.40
i) }147.0207.2 281.1343.3 429.34916 ./, 1p3.10  72.36%

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #6066: Benzyl alcohol
79.0

5000 AR R
7.80 8.00 8.20 8.40

m/z 77.10 63.68%

II‘HH \‘

LA LA LN B L L B L B L B L B B B L BRI

m/z--> 0 50 100 150 200 250 300 350 400 450 500

-

Abundance #6065: Benzyl alcohol
79.0
R R Eamanrit
7.80 8.00 8.20 8.40
5000 ITI/Z 107.10 51.14%
%muuﬂ‘“ﬁ‘J‘hm,uu_m‘mwmwm‘mwm,mw
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6064: Benzyl alcohol R R
79.0 7.80 8.00 8.20 8.40
m/z 51.10 23.93%
B whh
WMWL“‘J‘H““‘m,uu_m‘mwmwm‘mwm‘mw L R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.80 8.00 8.20 8.40

SFAM-EPA-BP101823.MA.M Fri Nov ©3 04:50:27 2023 Page: 10



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

BPO@
. 02
: MA/
. 049

. 40

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\

17885.D

Nov 2023 14:24
Ju

50-05

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
: SVOA CALIBRATION

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

Concentration Rank 4

Peak Number 7 Phenol, 2-methoxy-

R.T. EstConc Area Relative to ISTD R.T.
8.987 12.67 ng/ul 664430 1,4-Dichlorobenzene-d4 7.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-methoxy- 124 C7H802 000090-05-1 95
2 Phenol, 2-methoxy- 124 C7H802 000090-05-1 93
3 Mequinol 124 C7H802 000150-76-5 92
4 Mequinol 124 C7H802 000150-76-5 91
5 Phenol, 2-methoxy- 124 C7H802 000090-05-1 91
Abundance Scan 1003 (8.987 min): BP017885.D\data.ms (-994) (-) m/z 109.10 100.00%
109.1
5000
RS R
5|0 8.60 8.80 9.00 9.20 9.40
o dbhd Ll 207.2267.13273 4034 4946 ./, g1.10 95.26%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11909: Phenol, 2-methoxy-
109.0
5000 "A\\w\uwuu,u\wu
8.60 8.80 9.00 9.20 9.40
m/z 124.10  73.51%
5110
‘\\‘f‘f‘\“\l\‘\‘ \\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11910: Phenol, 2-methoxy-
109.0
R e ARME R
8.60 8.80 9.00 9.20 9.40
5000 m/z 53.05 24.04%
210‘
‘Hmwkwq T T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11897: Mequinol A“4ﬁ7\w\\w\\u’\\u‘\
109.0 8.60 8.80 9.00 9.20 9.40
m/z 52.05 13.36%
5000
39#
‘\\‘\L‘\“\\‘\“ \\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ ‘\\\\‘\\\\‘\\\\’\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20 9.40

SFAM-EPA-BP101823.MA.M Fri Nov ©3 04:50:28 2023 Page: 11



Data Path : Z:\
Data File : BP@

Acqg On : 02
Operator : MA/
Sample . 049

Misc
ALS Vvial : 40

Quant Method
Quant Title

TIC Library
TIC Integration

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP110123\
17885.D

Nov 2023 14:24

Ju

50-05

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
: SVOA CALIBRATION

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 8

Hexanoic acid, 2-ethyl-

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
9.146 3.47 ng/ul 181705 1,4-Dichlorobenzene-d4 7.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Hexanoic acid, 2-ethyl-
2 Hexanoic acid, 2-ethyl-
3 Hexanoic acid, 2-ethyl-
4 Hexanoic acid, 2-ethyl-

144 C8H1602
144 C8H1602
144 C8H1602
144 C8H1602

5 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806

000149-57-5 72
000149-57-5 64
000149-57-5 64
000149-57-5 53
056554-54-2 50

5000

| ‘l‘. ..

Abundance Scan 1030 (9.146 min): BP017885.D\data.ms (-1026) (-)
3.1

9.

| [182.1191.1 267.1 341.4400.0 475.4537.3

m/z--> 0 50

100 150 200 250 300 350 400 450 500 550

Abundance
73

5000

AL,

.0

#24099: Hexanoic acid, 2-ethyl-

m/z--> 0 50

100 150 200 250 300 350 400 450 500 550

Abundance
73

5000

|

#24093: Hexanoic acid, 2-ethyl-
.0

1.0} 1}

m/z--> 0 50

100 150 200 250 300 350 400 450 500 550

Abundance
73

5000

H \H |

#24098: Hexanoic acid, 2-ethyl-
.0

| 144.0

m/z 73.10 100.00%

-

8.80 9.00 9.20 9.40

m/z 88.10 68.59%

8.80 9.00 9.20 9.40

m/z 41.10 32.19%

-

8.80 9.00 9.20 9.40

m/z 57.05 27.64%

-

8.80 9.00 9.20 9.40

m/z 87.10  20.25%

N

RERRA RS
mlz--> 0 50

100 150 200 250 300 350 400 450 500 550

8.80 9.00 9.20 9.40

SFAM-EPA-BP101823.MA.M Fri Nov ©3 04:50:29 2023

Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17885.D

Acqg On : 02 Nov 2023 14:24
Operator : MA/JU

Sample : 04950-05

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 Ethanol, 2-(hexyloxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.193 6.38 ng/ul 334642 1,4-Dichlorobenzene-d4 7.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(hexyloxy)- 146 C8H1802 000112-25-4 64
2 Ethanol, 2-(hexyloxy)- 146 C8H1802 000112-25-4 59
3 2-Butanol, 1,4-dimethoxy-3-(1,2,... 234 C12H2604 079449-92-6 50
4 1-Decanol, 10-[(tetrahydro-2H-py... 258 C15H3003 043047-93-4 43
5 Heptane, 2-(hexyloxy)- 200 C13H280 074663-79-9 38

Abundance Scan 1038 (9.193 min): BP017885.D\data.ms (-1034) (-) m/z 43.10 100.00%
43.1

5000
R AARREEE R
” ‘115_1 8.80 9.00 9.20 9.40 9.60
o AUET " 20912671 35614144 5073 n/; g5 15 73.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25544: Ethanol, 2-(hexyloxy)-
43.0
5000 BEEEA AR
8.80 9.00 9.20 9.40 9.60
m/z 41.10 45.08%

VH ‘H\“‘llﬁo

(L LA AL B I L O L L L R B L L LR

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #25543: Ethanol, 2-(hexyloxy)-
43.0

8.80 9.00 9.20 9.40 9.60
5000 m/z 45.05 42 .49%

o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #115777: 2-Butanol, 1,4-dimethoxy-3-(1,2,2-trimethylprof T T ST e
85.0 8.80 9.00 9.20 9.40 9.60

m/z 57.05 25.48%

5000

177.0
27, ‘H Ll |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40 9.60

SFAM-EPA-BP101823.MA.M Fri Nov ©3 04:50:30 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17885.D

Acqg On : 02 Nov 2023 14:24
Operator : MA/JU

Sample : 04950-05

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 10 Ethyl acetoacetate ethylene... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.957 5.20 ng/ul 321033 Naphthalene-d8 10.704

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl acetoacetate ethylene acetal 174 C8H1404 006413-10-1 78
2 Ethyl acetoacetate ethylene acetal 174 C8H1404 006413-10-1 78
3 Ethanol, 2,2'-[1,2-ethanediylbis... 234 C10H1806 000111-21-7 64
4 1,3-dioxolane-2-acetic acid, .al... 224 C8H13Cl05 1000396-30-9 53
5 1,3-Dioxolane-2-pentanol, 2-methyl- 174 C9H1803 036651-23-7 50

Abundance Scan 1168 (9.957 min): BP017885.D\data.ms (-1163) (-) m/z 87.05 100.00%
87.0

5000

—

| 10.00
ke | 2432 8443 4295 5005 I n/z 43.10  43.18%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #49506: Ethyl acetoacetate ethylene acetal
87.0

5000 T
10.00

m/z 159.15 15.79%

159.2

o

29. 159.0
|

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #49507: Ethyl acetoacetate ethylene acetal
87.0

10.00
5000 m/z 42.00 7.81%

29.
L l'\ L

e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115349: Ethanol, 2,2'-[1,2-ethanediylbis(oxy)]bis-, diace - :
87.0 10.00

m/z 89.00 7.74%

159.0

N

5000

5

15.0 174.0

[

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00

SFAM-EPA-BP101823.MA.M Fri Nov ©3 04:50:32 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17885.D

Acqg On : 02 Nov 2023 14:24
Operator : MA/JU

Sample : 04950-05

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 11 unknown-01 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.175 2.28 ng/ul 141011 Naphthalene-d8 10.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-methyl- 108 C7H80 000095-48-7 49
2 Acetic acid, phenylmethyl ester 150 C9H1002 000140-11-4 49
3 Acetic acid, phenylmethyl ester 150 C9H1e02 000140-11-4 49
4 Acetic acid, phenylmethyl ester 150 C9H1002 000140-11-4 46
5 Benzylcarbamate 151 C8H9NO2 000621-84-1 43
Abundance Scan 1205 (10.175 min): BP017885.D\data.ms (-1197) (|  m/z 91.10 100.00%
91.1
5000
150.2 e ALY
m‘ ‘ 222.2 295.1357.3 24 10.90 10.59
kbl 2222 295135734166 5248 n/z 108.10  99.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6074: Phenol, 2-methyl-
108.0
5000 U U
10.00 10.50
39.0 m/z 43.10 63.02%
WJL‘%M‘L‘H““
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28360: Acetic acid, phenylmethyl ester
108.0
—= —
10.00 10.50
m/z 90.10 53.68%
5000 43.0
J‘Aq,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28364: Acetic acid, phenylmethyl ester e L
108.0 10.00 10.50
m/z 59.10 45.93%
5000
43.0
J\JJ“‘ =y L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50

SFAM-EPA-BP101823.MA.M Fri Nov ©3 ©4:50:33 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17885.D

Acqg On : 02 Nov 2023 14:24
Operator : MA/JU

Sample : 04950-05

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 12 unknown-02 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.981 5.61 ng/ul 346310 Naphthalene-d8 10.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Furanmethanamine, tetrahydro- 101 C5H11NO 004795-29-3 47
2 Butyric acid, 3-tridecyl ester 270 C17H3402 1000280-56-8 43
3 2-Hexene, 1-methoxy-, (E)- 114 C7H140 056052-83-6 43
4 1,3-Dimethylbutyl isobutyrate 172 C10H2002 1000429-31-6 43
5 1-Methoxycyclohexane 114 C7H140 000931-56-6 43
Abundance Scan 1342 (10.981 min): BP017885.D\data.ms (-1337) (- m/z 43.05 100.00%
43.0
- o va«A\,/\/\ﬁuwAﬂ\/
=
|\ | 207.2 11.00
bbbl 2972 28313412 4295 5190 u,; 71,10 82.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4620: 2-Furanmethanamine, tetrahydro-
30.0
11.00
m/z 69.10 73.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #161198: Butyric acid, 3-tridecyl ester
71.0
—
11.00
5000 m/z 115.10 38.83%
129.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8568: 2-Hexene, 1-methoxy-, (E)- = ‘“erJ
71.0 11.00
m/z 41.05 30.83%
- \“Aﬂﬂ\w/\j\quﬂfhwwj
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00

SFAM-EPA-BP101823.MA.M Fri Nov ©3 04:50:34 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP017885.D

Acqg On : 02 Nov 2023 14:24
Operator : MA/JU

Sample : 04950-05

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 13 Benzothiazole Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.404 2.63 ng/ul 162464  Naphthalene-d8 10.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzothiazole 135 C7H5NS 000095-16-9 94
2 Benzothiazole 135 C7H5NS 000095-16-9 94
3 Benzothiazole 135 C7H5NS 000095-16-9 94
4 Benzothiazole 135 C7H5NS 000095-16-9 94
5 Benzothiazole 135 C7H5NS 000095-16-9 91

Abundance Scan 1414 (11.404 min): BP017885.D\data.ms (-1407) (- m/z 135.05 100.00%
135.1

>

5000
69.0 -
11.50
Obrrtiduli ) | 2081 2823 3551 420.2489.0549. /. 168,16  37.06%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17741: Benzothiazole JN/\mx%Jk
135.0
5000 e
11.50
69.0 m/z 69.00 22.68%

mm”[\

L B B N B L R L B L B L L R B R I

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #17740: Benzothiazole
135.0

a

T
11.50

5000 m/z 82.00 12.88%

69.0

ﬂmmyh

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

N

Abundance #17742: Benzothiazole —
135.0 11.50
m/z 62.95 11.15%
5000
69.0
‘H‘MWM¢J‘H“‘H“‘H“‘H‘“H““H“‘H“‘H“‘H“‘ o,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50

SFAM-EPA-BP101823.MA.M Fri Nov ©3 ©4:50:35 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17885.D

Acqg On : 02 Nov 2023 14:24
Operator : MA/JU

Sample : 04950-05

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 Nonanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.493 3.34 ng/ul 206565 Naphthalene-d8 10.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 83
2 Nonanoic acid 158 C9H1802 000112-05-0 81
3 Nonanoic acid 158 C9H1802 000112-05-0 59
4 Nonanoic acid 158 C9H1802 000112-05-0 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 50

Abundance Scan 1429 (11.492 min): BP017885.D\data.ms (-1421) (- m/z 73.10 100.00%
73.1

5000

=

SAE
\[Lle 282.1 1150
i fihe 223.1202.1 357.141824763537.6 /7 gp.10  99.09%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #35300: Nonanoic acid
60.0
5000 L
11.50
1r90 m/z 41.05 64.86%
Jffl}JJW‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35298: Nonanoic acid
60.0
——
11.50
5000 ITI/Z 57.05 54.41%

||| i

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #35299: Nonanoic acid —
60.0 11.50

m/z 55.10 51.86%

-

5000

-

111 Mo

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17885.D

Acqg On : 02 Nov 2023 14:24
Operator : MA/JU

Sample : 04950-05

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 15 2,2,4-Trimethyl-1,3-pentane... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.875 5.05 ng/ul 354888  Acenaphthene-d10 14.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H3004 006846-50-0 86
2 Sulfurous acid, decyl 2-pentyl e... 292 C15H3203S 1000309-15-9 43
3 Oxirane, pentyl- 114 C7H140 005063-65-0 43
4 Butanoic acid, 2-methylpropyl ester 144 C8H1602 000539-90-2 42
5 2-Decanol, 2-methylpropionate 228 C14H2802 1000447-30-4 40
Abundance Scan 1664 (12.875 min): BP017885.D\data.ms (-1655) (- m/z 71.10 100.00%
71.1
— ==
H H 143.0 12.50 13.00
Ol b (7057, 208,1268.1 3432 4401 5310 y/; 43.05  73.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #181458: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
71.0
5000 e .
12.50 13.00
m/z 83.10 30.07%
‘\\“\M\l“}\‘ILLI‘\‘\\\‘}\7”3\.2\\2\4\3‘.\()\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #188719: Sulfurous acid, decyl 2-pentyl ester
71.0
= —
12.50 13.00
5000 m/z 56.10 27.58%
H ‘ 141.0
bl L2280
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8452: Oxirane, pentyl- — =
71.0 12.50 13.00
m/z 41.10 26.63%
W‘W“ eeteerd N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17885.D

Acqg On : 02 Nov 2023 14:24
Operator : MA/JU

Sample : 04950-05

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 Propanoic acid, 2-methyl-, ... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.134 4.44 ng/ul 312096  Acenaphthene-d10 14.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl-, 2-eth... 216 C12H2403 074367-31-0 78
2 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 64
3 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 64
4 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 64
5 Butanoic acid, hexyl ester 172 C1eH2002 002639-63-6 64

Abundance Scan 1708 (13.134 min): BP017885.D\data.ms (-1703) (- m/z 71.05 100.00%

71.0
5000
N

AN
\J

173.2 13 OO 13.50
281.1339.2401.3 509.2 o
L 281133924018 8092 u,; 43,10 75.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94127: Propanoic acid, 2-methyl-, 2-ethyl-3-hydroxyhex
5000 M 1 7

89.0
13. 00 13.50
m/z 56.10 65.27%

27.
W“J‘mH‘5H‘“‘1‘7‘3"‘0‘H‘wHH‘HH‘HHWHWHWH_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24129: Butanoic acid, butyl ester
71.0
N T

13.00 13.50

o

5000 m/z 89.10 65.11%
‘HH\‘\“L‘\u‘u\\‘u\\‘u\\‘uu‘uH‘HHWHWHWH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24133: Butanoic acid, butyl ester ‘ /‘k‘—‘ I
71.0 13.00 13.50

m/z 41.10 34.40%

h /\,ﬁ&f\MJ\J\NV/\VAW\
Lk 2400

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13. 00 13. 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17885.D

Acqg On : 02 Nov 2023 14:24
Operator : MA/JU

Sample : 04950-05

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.410 11.11 ng/ul 781507  Acenaphthene-di10 14.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 Pyridine, 2-butyl-, 1-oxide 151 CS9H13NO 031396-32-4 59
3 2-Propenal, 3-(2,2,6-trimethyl-7... 194 C12H1802 055759-91-6 53
4 p-Isopropoxyaniline 151 C9H13NO 007664-66-6 53
5 Diacetamate 193 C10H11NO3 002623-33-8 53

Abundance Scan 1755 (13.410 min): BP017885.D\data.ms (-1748) (- m/z 43.05 100.00%

43.0 109.1
5000

;

H Hl 693  267.1 357.3418.4 504.7 1350
Ol T B0 Sal9RI0 8 20 m/z 109.10  86.71%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
5000
13'50

m/z 151.20 52.93%

W 69.0
‘\\“\\\fﬂ\\lu\l\"l\‘\u\‘\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28949: Pyridine, 2-butyl-, 1-oxide

109.0
13 50
5000 m/z 41.16  28.27%
320 Ld
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69161: 2-Propenal, 3-(2,2,6-trimethyl-7-oxabicyclo[4.1.0
109.0 13 50

m/z 69.05 17.86%

- | J\h
Uy )| p79.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13. 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17885.D

Acqg On : 02 Nov 2023 14:24
Operator : MA/JU

Sample : 04950-05

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 18 Vanillin Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.522 16.56 ng/ul 1165060  Acenaphthene-d10 14.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Vanillin 152 C8H803 000121-33-5 97
2 Vanillin 152 C8H803 000121-33-5 97
3 Vanillin 152 C8H803 000121-33-5 97
4 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 97
5 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 95

Abundance Scan 1774 (13.522 min): BP017885.D\data.ms (-1768) (- m/z 151.05 100.00%

1511
5000 81.1
T T
“ ‘ \ 13.50
ol bbby L] 22212811 355.1 43014895847 /5 155 00  94.49%
miz-> O 50 100 150 200 250 300 350 400 450 500 550
Abundance #29935: Vanillin
15.0
5000 AN ‘
81.0 13.50

m/z 81.10  43.88%

| J’L Ly ‘ ¥

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

S

Abundance #29934: Vanillin
151.0
T \
13.50
5000 ITI/Z 109.10 26.15%
81.0
150&““““ RN NN R RN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29937: Vanillin T
152.0 13.50
m/z 53.10 17.71%
5000
81.0
50 ) L NI
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17885.D

Acqg On : 02 Nov 2023 14:24
Operator : MA/JU

Sample : 04950-05

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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 19 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.004 31.53 ng/ul 2460360  Phenanthrene-d10 17.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 97
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 80
4 1-(3-Amino-4,6-dimethylthieno[2,... 220 C11H12N20S 052505-42-7 50
5 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 46
Abundance Scan 2536 (18.004 min): BP017885.D\data.ms (-2530) (- m/z 205.20 100.00%
571 205.2
5000
15.1 71 1
18.00
0l \ ,H’L W 2f03 3552 42904874549 ./, 57.1p  84.59%
miz--> 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-
57.0
5000 — ‘
205.0 18.00
m/z 217.25  65.35%
35.0
TTT HW \Im\ “\“l\l““‘“\‘m\“\‘”‘\m‘l \\“‘\‘Hl\ ll ’“\ ul \\\ ‘2\‘7\6\'\(‘)\ L ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
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
T T
205.0 18.00
5000 ' m/z 175.15 57.14%
sl
gy 280
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 —r— ‘
205.0 18.00
m/z 41.10 52.11%
57.0
5000
135.0
2[76.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP©17885.D

Acqg On : 02 Nov 2023 14:24
Operator : MA/JU

Sample : 04950-05

Misc :

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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|
Ethanol, 2-butoxy- 5.916 64.5 ng/ul 3382550 1 7.875 1048630 20.0
2-Propanol, 1-b... 6.475 4.8 ng/ul 253548 1 7.875 1048630 20.0
Hexanoic acid 6.875 2.6 ng/ul 135885 1 7.875 1048630 20.0
1-Heptanol 6.946 2.5 ng/ul 133479 1 7.875 1048630 20.0
4-Cyanocyclohexene 7.975 2.1 ng/ul 110871 1 7.875 1048630 20.0
Benzyl alcohol 8.146 4.6 ng/ul 240370 1 7.875 1048630 20.0
Phenol, 2-methoxy- 8.987 12.7 ng/ul 664430 1 7.875 1048630 20.0
Hexanoic acid, 9.146 3.5 ng/ul 181705 1 7.875 1048630 20.0
Ethanol, 2-(hex... 9.193 6.4 ng/ul 334642 1 7.875 1048630 20.0
Ethyl acetoacet... 9.957 5.2 ng/ul 321033 2 10.704 1235140 20.0
unknown-01 10.175 2.3 ng/ul 141011 2 10.704 1235140 20.0
unknown-02 10.981 5.6 ng/ul 346310 2 10.704 1235140 20.90
Benzothiazole 11.404 2.6 ng/ul 162464 2 10.704 1235140 20.0
Nonanoic acid 11.493 3.3 ng/ul 206565 2 10.704 1235140 20.0
2,2,4-Trimethyl... 12.875 5.0 ng/ul 354888 3 14.575 1406730 20.0
Propanoic acid,... 13.134 4.4 ng/ul 312096 3 14.575 1406730 20.0
2,4,7,9-Tetrame... 13.410 11.1 ng/ul 781507 3 14.575 1406730 20.0
Vanillin 13.522 16.6 ng/ul 1165060 3 14.575 1406730 20.0
7,9-Di-tert-but... 18.004 31.5 ng/ul 2460360 4 17.369 1560840 20.0
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