LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP©18050.D

Acqg On : 11 Nov 2023 ©5:38
Operator : MA/JU

Sample : 05013-01

Misc :

ALS Vvial : 27 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-BP111023.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@18050.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.146 8 10 16 rVB5 11814 13796 ©0.58% 0.049%
2 3.234 21 25 30 rBv 15518 21613 0.91% 0.077%
3 3.575 78 83 86 rBV3 10948 14866 0.63% 0.053%
4 3.675 97 100 109 rBV 56003 96221 4.06% 0.344%
5 3.840 124 128 131 rBV3 6349 11392 0.48% 0.041%
6 3.875 131 134 140 rVB3 19769 26626 1.12% 0.095%
7 3.964 146 149 155 rVB2 9148 13922 0.59% 0.050%
8 4.311 205 208 213 rVW4 8137 16740 0.71% 0.060%
9 4,358 213 216 223 rVV3 24979 38216 1.61% 0.136%
106 5.146 344 350 359 rvwvie 8062 20993 0.89% 0.075%
11 5.222 359 363 371 rW 14470 26615 1.12% 0.095%
12 5.305 372 377 385 rVV 30509 55137 2.33% 0.197%
13 5.664 432 438 444 rBV 19406 27958 1.18% 0.100%
14 5.893 470 477 491 rVW 1050786 1631484 68.84% 5.826%
15 6.452 568 572 590 rVB2 70345 142146 6.00% 0.508%
16 6.858 634 641 648 rV 47983 94563  3.99% ©0.338%
17 6.922 648 652 663 rVW2 33112 66336 2.80% 0.237%
18 7.022 663 669 680 rVv2 82981 174879 7.38% 0.625%
19 7.099 680 682 687 rvB3 9607 12926 0.55% 0.046%
20 7.199 693 699 709 rVB 281936 433747 18.30% 1.549%
21 7.375 722 729 737 rBV 288140 489382 20.65% 1.748%
22 7.628 765 772 777 rVB4 8751 18284 0.77% 0.065%
23 7.846 803 809 823 rBvV2 272182 543057 22.91% 1.939%
24 7.952 823 827 831 rVW3 15737 23944 1.01% 0.086%
25 8.128 848 857 867 rBv2 40852 101070 4.26% 0.361%
26 8.428 902 908 912 rBv2 22950 43012 1.81% 0.154%
27 8.481 912 917 926 rVV2 28531 66583 2.81% 0.238%
28 8.575 926 933 942 rVWW 234124 458853 19.36% 1.639%
29 8.646 942 945 948 rVV3 14268 24037 1.01% 0.086%
30 8.710 951 956 963 rw 56100 91204 3.85% 0.326%
31 8.957 990 998 1006 rBV 249866 414228 17.48% 1.479%
32 9.057 1006 1015 1021 rVV 381581 676386 28.54% 2.415%
33 9.116 1021 1025 1028 rvv2 39427 64144 2.71% 0.229%
34 9.157 1028 1032 1043 rVB 98200 175638 7.41% 0.627%
35 9.434 1072 1079 1090 rBV 27635 67817 2.86% 0.242%
36 9.604 1103 1108 1121 rVB2 51003 87521 3.69% 0.313%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP©18050.D

Acqg On : 11 Nov 2023 ©5:38
Operator : MA/JU

Sample : 05013-01

Misc :

ALS Vvial : 27 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-BP111023.MA.M
Title : SVOA CALIBRATION
37 9.769 1126 1136 1149 rBV 308813 555292 23.43% 1.983%
38 9.875 1149 1154 1157 rBV7 9169 18507 ©0.78% 0.066%
39 9.922 1157 1162 1167 rVWV 125650 203750 8.60% 0.728%
40 9.975 1168 1171 1178 rVB3 39829 68853 2.91% 0.246%
41 10.146 1191 1200 1212 rVB2 68853 139831 5.90% 0.499%
42 10.299 1218 1226 1236 rBV 380485 707479 29.85% 2.526%
43 10.510 1257 1262 1269 rVBS8 12474 21393 0.90% 0.076%
44 10.575 1269 1273 1277 rBV5 16581 28160 1.19% 0.101%
45 10.669 1283 1289 1294 rBV 393168 667337 28.16% 2.383%
46 10.851 1313 1320 1330 rVV 268970 516774 21.80%  1.845%
47 10.946 1330 1336 1346 rVB 147606 247680 10.45% 0.884%
48 11.163 1370 1373 1379 rVB2 10698 14834 0.63% 0.053%
49 11.228 1379 1384 1391 rBv4 25353 44759 1.89% 0.160%
50 11.369 1401 1408 1415 rBV 37807 70932 2.99% 0.253%
51 11.451 1415 1422 1432 rBV2 51468 111035 4.68% 0.397%
52 11.634 1446 1453 1458 rBvV3 14013 31284 1.32% 0.112%
53 11.716 1465 1467 1476 rVB7 9104 14866 0.63% 0.053%
54 11.834 1484 1487 1492 rVV2 12150 16698 0.70% 0.060%
55 12.257 1553 1559 1565 rVB4 6274 13522 0.57% 0.048%
56 12.522 1598 1604 1607 rBV2 10382 17400 0.73% 0.062%
57 12.828 1647 1656 1664 rBV2 88785 168770 7.12% 0.603%
58 13.004 1680 1686 1692 rBV 22752 40019 1.69% 0.143%
59 13.087 1694 1700 1708 rVvV 127307 182860 7.72% 0.653%
60 13.363 1739 1747 1755 rBV2 61996 106265 4.48% 0.379%
61 13.487 1760 1768 1777 rBV 230518 415466 17.53% 1.484%
62 13.781 1815 1818 1822 rVV2 11429 15466 0.65% 0.055%
63 13.945 1839 1846 1851 rW 847032 1128241 47.60% 4.029%
64 13.987 1851 1853 1864 rVB3 47913 73547 3.10% 0.263%
65 14.140 1875 1879 1885 rVV9 7190 14653 0.62% 0.052%
66 14.222 1885 1893 1904 rVWV 912918 1298611 54.79% 4.637%
67 14.316 1904 1909 1912 rVV7 9091 17201 0.73% 0.061%
68 14.363 1914 1917 1923 rVVé6 9377 17187 0.73% 0.061%
69 14.422 1923 1927 1936 rVV 23992 45389 1.92% 0.162%
70 14.522 1936 1944 1952 rVvV 522950 768611 32.43% 2.745%
71 14.816 1989 1994 2008 rBv4 30878 93074 3.93% 0.332%
72 15.145 2046 2050 2055 rVB8 7079 11447 0.48% 0.041%
73 15.269 2067 2071 2076 rVB2 16295 23034 0.97% 0.082%
74 15.351 2079 2085 2093 rVB2 48308 75645 3.19% 0.270%
75 15.528 2108 2115 2123 rBV 1112104 1579711 66.65% 5.641%

76 15.681 2135 2141 2152 rBV 405704 601244 25.37% 2.147%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP©18050.D

Acqg On : 11 Nov 2023 ©5:38
Operator : MA/JU

Sample : 05013-01

Misc :

ALS Vvial : 27 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-BP111023.MA.M
Title : SVOA CALIBRATION
77 15.763 2152 2155 2163 rVB9 9286 17660 0.75% 0.063%
78 15.881 2170 2175 2178 rBV2 26284 41377 1.75% ©0.148%
79 15.963 2186 2189 2196 rVB9 9391 17556 0.74% 0.063%
80 16.375 2254 2259 2262 rBV5 9969 19327 0.82% 0.069%
81 16.545 2282 2288 2295 rBV4 9233 18289 0.77% 0.065%
82 17.304 2410 2417 2428 rBV 682174 948202 40.01% 3.386%
83 17.404 2428 2434 2446 rBV2 1275078 1808716 76.31% 6.459%
84 17.563 2458 2461 2466 rVB 10267 14303 0.60% 0.051%
85 17.751 2486 2493 2499 rBV6 9596 19445 0.82% 0.069%
86 17.939 2519 2525 2532 rBV 1057031 1321121 55.74% 4.718%
87 18.151 2556 2561 2573 rVWW2 57590 104189 4.40% 0.372%
88 18.245 2573 2577 2583 rVB 15034 22668 0.96% 0.081%
89 18.363 2593 2597 2602 rBV 38606 51392 2.17% 0.184%
90 18.410 2603 2605 2612 rVB6 10298 12387 ©.52% 0.044%
91 19.227 2740 2744 2748 rBV3 17526 22213 0.94% 0.079%
92 19.298 2752 2756 2760 rVvVv2 19456 27385 1.16% 0.098%
93 19.392 2768 2772 2781 rBV4 53399 94106 3.97% 0.336%
94 19.533 2793 2796 2801 rVB 41755 46252 1.95% 0.165%
95 19.657 2812 2817 2825 rBV 1707709 2184991 92.19% 7.803%
96 20.645 2982 2985 2990 rBV5 47344 60766 2.56% 0.217%
97 21.210 3078 3081 3087 rVB3 50054 66169 2.79% 0.236%
98 21.433 3114 3119 3128 rBV 796543 1076822 45.43%  3.845%
99 23.768 3508 3516 3524 rBV2 1182912 2370077 100.00% 8.464%
100 23.933 3537 3544 3557 rVB 557336 1165390 49.17% 4.162%

Sum of corrected areas: 28002966
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 11 Nov 2023 ©5:38
: MA/JU
. 05013-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
BPO18050.D

: 27  Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
: SVOA CALIBRATION

: C:\DATABASE\NIST20.L
tion Parameters: LSCINT.P

Abundance

1600000

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BP018050.D\data.ms

5.893

9.057 10.294.0.669

7.19875  7.846 8.575 8.957 0.851
10.946
840 %“%@ﬁ 1iddei ks

32843 3PERp4 A58 5538055.664 8402 wé%i J\@M

Time-->

350 400 450 500 550 6.00 6.50 700 750 800 850 900 950 10.00 1050 11.00 11.50

Abundance

1600000

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BP018050.D\data.ms
19.657

17.404

15.528 17.939

14.222
13.945

17.304

14.522
15.681

13 487

Time-->

3808
4122525 ézf}i 0p433 13 o 4. 81@51@% | 5638316. Be545 baysj&whﬂ

12.00 12.50 1300 13.50 14.00 1450 1500 15.50 16.00 1650 17.00 17.50 1800 18.50 19.00 1950 20.00

Abundance

1600000

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BP018050.D\data.ms

23.768

21.433
213.933

21.21 SOV N7, STV SIS SRV VSO US NI WIS NS VNS U U

D.645

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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Data Path : Z:
Data File : BP

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
018050.D

Acqg On : 11 Nov 2023 05:38
Operator : MA/JU

Sample : 05013-01

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 1 Hexyl chloroformate Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
5.305 2.03 ng/ul 55137 1,4-Dichlorobenzene-d4 7.846
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexyl chloroformate 164 C7H13C102 006092-54-2 64
2 1-Pentanol, 4-methyl- 102 C6H140 000626-89-1 64
3 1-Hexene 84 C6H12 000592-41-6 64
4 Cyclopropane, propyl- 84 C6H12 002415-72-7 50
5 1-Pentanol, 4-methyl- 102 C6H140 000626-89-1 50
Abundance Scan 377 (5.305 min): BP018050.D\data.ms (-372) (-) m/z 56.10 100.00%
56.1
R e R RNE N R
1352 208.1 355.3 5.00 5.20 5.40 5.60
Ol iy 1352 SO0 282.2 3558 4291 | S3TT y. 55 @5 61.23%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #40097: Hexyl chloroformate
56.0
5000 L L L B R
5.00 5.20 5.40 5.60
m/z 41.05 60.38%
0‘\\“\L‘J!Lll!\\‘]‘-\2\]-\.\()‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5005: 1-Pentanol, 4-methyl-
56.0
A !
5.00 5.20 5.40 5.60
5000 m/z 43.10 58.21%
0‘HMJ“'Mm‘uu‘uu‘uu‘\u\‘\uWm,\m,\m,\m,\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1639: 1-Hexene R
56.0 5.00 5.20 5.40 5.60
m/z 69.10 43.34%
OM'J““ A A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18050.D

Acqg On : 11 Nov 2023 05:38
Operator : MA/JU

Sample : 05013-01

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 Ethanol, 2-butoxy- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.893 60.09 ng/ul 1631480 1,4-Dichlorobenzene-d4 7.846

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 78
4 Formic acid, 3,3-dimethylbut-2-y... 130 C7H1402 1000368-20-5 53
5 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 49

Abundance Scan 477 (5.893 min): BP018050.D\data.ms (-470) (-) m/z 57.10 100.00%

57.1
5000 K
N RAREE SR
5.60 5.80 6.00 6.20
o Al i[11811770 2811 3955 48255406 .. 45.10  44.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10024: Ethanol, 2-butoxy-
57.0
5000 LU L B I BB B
5.60 5.80 6.00 6.20
m/z 41.05 44.21%
0 | ol ‘118-0
‘\\\\"\f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10025: Ethanol, 2-butoxy-
57.0
R RAEEEEEEEE S
5.60 5.80 6.00 6.20
5000 m/z 87.05 23.69%
OX‘H,’”S'0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10027: Ethanol, 2-butoxy-  ARAREEELE S
57.0 5.60 5.80 6.00 6.20
m/z 39.05 12.77%
5000 K
0}, R RARRNEREES R
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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18050.D

Acqg On : 11 Nov 2023 05:38
Operator : MA/JU

Sample : 05013-01

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 2-Propanol, 1-butoxy- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.452 5.24 ng/ul 142146  1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 72
2 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 59
3 1-Propanol, 2-(1-methylethoxy)- 118 C6H1402 003944-37-4 59
4 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 59
5 Acetaldehyde isobutyl propyl acetal 160 C9H2002 1000431-63-1 50
Abundance Scan 572 (6.452 min): BP018050.D\data.ms (-568) (-) m/z 45.10 100.00%

458.1
5000
-

1170 2082 28213412 4292 6.20 6.40 6.60 6.80
522.3 B
R e N A R IR AR S m/z 57.10  94.46%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16538: 2-Propanol, 1-butoxy-
45.0

5000 RERasatE RS AL
6.20 6.40 6.60 6.80

m/z 41.05 54.54%

JWJ‘JJVM']-170‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5033: 3,3-Dimethylbutane-2-ol
57.0

6.20 6.40 6.60 6.80

o

5000 m/z 87.05 43.34%
NN F——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 \WM
Abundance #10077: 1-Propanol, 2-(1-methylethoxy)- A RRN T
45.0 6.20 6.40 6.60 6.80

m/z 59.10  27.80%

5000
JlLSD

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\BP111023\
Data File : BP@18050.D

Acqg On : 11 Nov 2023 05:38
Operator : MA/JU

Sample : 05013-01

Misc

ALS vial : 27

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 4 Hexanoic acid Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
6.858 3.48 ng/ul 94563  1,4-Dichlorobenzene-d4 7.846
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 83
2 Hexanoic acid 116 C6H1202 000142-62-1 78
3 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 72
4 Heptanoic acid 130 C7H1402 000111-14-8 72
5 Hexanoic acid 116 C6H1202 000142-62-1 64

Abundance Scan 641 (6.858 min): BP018050.D\data.ms (-634) (-)
60.0

m/z 60.00 100.00%

—

5000
T T
HH ‘ 14712072 | 6.60 6.80 7.00 7.20
Ol L A7 70 2601 3411 430.2489.3548. /7 73.e5  54.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9148: Hexanoic acid
60.0
5000 L LI L LA BN B U
6.60 6.80 7.00 7.20
“ m/z 41.10 32.59%
0‘\\‘#”‘"I\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9149: Hexanoic acid
60.0
R R
6.60 6.80 7.00 7.20
5000 m/z 45.05 22.17%
o_‘“‘\‘”‘hmH‘w‘ww‘HHWH_wwwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4814 Butanoic acid, 3-methyl- S RERRE N
60.0 6.60 6.80 7.00 7.20
m/z 39.10 21.76%
h M\M
o_“«“m\“wH‘wH‘wH‘wHH‘HH_m‘w_ww_ SR L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\

Data File : BP@18050.D

Acqg On : 11 Nov 2023 05:38

Operator : MA/JU

Sample : 05013-01

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 Cyclobutanone, 2,3,3-trimet... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
6.922 2.44 ng/ul 66336 1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutanone, 2,3,3-trimethyl- 112 C7H120 028290-01-9 78
2 1-Heptanol 116 C7H160 000111-70-6 78
3 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 72
4 1-Heptanol 116 C7H160 000111-70-6 72
5 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 64

Abundance Scan 652 (6.922 min): BP018050.D\data.ms (-648) (-)
70.0

m/z 70.05 100.00%

5000

—

6.60 6.80 7.00 7.20
128.9 205.2 281.1 355
o “”‘w‘w“‘m‘uH“Hm‘m‘u‘“‘3‘5‘5‘3“4?"2"‘4‘”“‘5‘4‘2"?‘ m/z 55.85  89.00%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7459: Cyclobutanone, 2,3,3-trimethyl-
55.0
5000 RN R RERR R
6.60 6.80 7.00 7.20
m/z 41.05 88.38%
O‘\\\ \\‘\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

4

Abundance #9454: 1-Heptanol
70.0
R R R
6.60 6.80 7.00 7.20
5000 ITI/Z 56.05 85.07%
0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3822: Cyclopentane, 1,2-dimethyl-, cis- P T T
56.0 6.60 6.80 7.00 7.20
m/z 43.05 66.50%
- M/\M\/\A
0 MJ | A it S P

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

6.60 6.80 7.00 7.20

SFAM-EPA-BP111023.MA.M Mon Nov 13 12:39:34 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18050.D

Acqg On : 11 Nov 2023 05:38
Operator : MA/JU

Sample : 05013-01

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 12
R.T. EstConc Area Relative to ISTD R.T.
8.128 3.72 ng/ul 101070 1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzyl alcohol 108 C7H80 000100-51-6 97
2 Benzyl alcohol 108 C7H80 000100-51-6 96
3 Benzyl alcohol 108 C7H80 000100-51-6 94
4 Benzyl alcohol 108 C7H80 000100-51-6 91
5 N-Cbz-glycylglycine p-nitropheny... 387 C18H17N307 013574-81-7 91
Abundance Scan 857 (8.128 min): BP018050.D\data.ms (-848) (-) m/z 79.10 100.00%
79.1

N

5000
e T
| l 141.0 207.1267.0 341.2 461 7-808.90 8.20 8.49
0okl J14L.0 “70-7267.0 341240204618 5353 ./, 1p8.10  68.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6066: Benzyl alcohol
79.0
5000 T T
7.80 8.00 8.20 8.40
‘ m/z 77.05 64.71%
O‘\\\A\"l\m\\ !"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6065: Benzyl alcohol
79.0
e R ARma
7.80 8.00 8.20 8.40
5000 m/z 107.10 46.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6064: Benzyl alcohol R N BREaE T
79.0 7.80 8.00 8.20 8.40
m/z 51.05 29.20%
h MNMMNU\vWﬁ\NWMMMWWﬂ“
O‘lekh1M‘H"H‘W"H“H‘_“W“H‘H“_“W‘H“‘ AR RN R RRRSREREN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40

SFAM-EPA-BP111023.MA.M Mon Nov 13 12:39:35 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18050.D

Acqg On : 11 Nov 2023 05:38
Operator : MA/JU

Sample : 05013-01

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 Hexanethioic acid, S-ethyl ... Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
8.481 2.45 ng/ul 66583 1,4-Dichlorobenzene-d4 7.846
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Hexanethioic acid, S-ethyl ester 160 C8H160S 002450-12-6 72
2 Hexanoic acid, thio-, S-butyl ester 188 C10H200S 002432-79-3 72

3 4-Methylthiazole 99 C4H5NS 000693-95-8 64
4 Pentanoic acid, 2-methyl-, anhyd... 214 C12H2203 063169-61-9 64
5 1-Pyrrolidinecarboxaldehyde 99 C5HONO 003760-54-1 64
Abundance Scan 917 (8.481 min): BP018050.D\data.ms (-912) (-) m/z 43.05 100.00%
43.0
- W\J\}\/\JJ\
18.20 8.40 8.60 8.80
100.1 207.2 A e
Obe b e e 2oL, 3563 430.3491.8549.y/7 99,10 64.24%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #36744: Hexanethioic acid, S-ethyl ester
43.0
5000 “—?‘rf/‘\“uu‘uu,uu‘uu
8.20 8.40 8.60 8.80
1310 m/z 71.10 43.11%
O’l‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #62437: Hexanoic acid, thio-, S-butyl ester
99.0
rrr e e e
8.20 8.40 8.60 8.80
5000 m/z 41.00 24.92%
41.0
oLk | 1880
vl b SR
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #3879: 4-Methylthiazole e AR AR AR
99.0 8.20 8.40 8.60 8.80
m/z 39.05 15.47%
5000
39.0
L AN
m/z--> 50 100 150 200 250 300 350 400 450 500 550 8.20 8.40 8.60 8.80

SFAM-EPA-BP111023.MA.M Mon Nov 13 12:39:37 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18050.D

Acqg On : 11 Nov 2023 05:38
Operator : MA/JU

Sample : 05013-01

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 8 Phenol, 2-methoxy- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.957 15.26 ng/ul 414228 1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-methoxy- 124 C7H802 000090-05-1 91
2 Phenol, 2-methoxy- 124 C7H802 000090-05-1 91
3 Phenol, 2-methoxy- 124 C7H802 000090-05-1 86
4 Mequinol 124 C7H802 000150-76-5 70
5 Mequinol 124 C7H802 000150-76-5 70
Abundance Scan 998 (8.957 min): BP018050.D\data.ms (-990) (-) m/z 109.10 100.00%
109.1
5000 }\
T
5110 8.60 8.80 9.00 9.20
ohdbld |l 20822673 3552 42954943 .., 8110 97.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11912: Phenol, 2-methoxy-
109.0
5000 AX\“\\\\‘\\\\’\\\\‘\\\\‘\
8.60 8.80 9.00 9.20
m/z 124.10  71.60%
27.0
O“‘L‘Ll‘il‘“‘l‘\‘l‘ \\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11909: Phenol, 2-methoxy-
109.0
T
8.60 8.80 9.00 9.20
5000 m/z 53.05 24.42%
511.0
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11911: Phenol, 2-methoxy- fw“%“W“u,‘u“u“‘
109.0 8.60 8.80 9.00 9.20

m/z 51.05 14.21%

5000
27.0
HJA\

0 e it e e e e e
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20

SFAM-EPA-BP111023.MA.M Mon Nov 13 12:39:39 2023 Page: 12



Data Path : Z:\

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP111023\

Data File : BP@18050.D

Acqg On : 11 Nov 2023 05:38
Operator : MA/JU
Sample : 05013-01

Misc
ALS vial : 27

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 9

Hexanoic acid, 2-ethyl-

Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
9.116 2.36 ng/ul 64144  1,4-Dichlorobenzene-d4 7.846
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 59
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 59
3 2-Ethyl-4-methylpentanoic acid 144 C8H1602 000108-81-6 59
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 53
5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 53

73

Abundance Scan 1025 (9.116 min): BP018050.D\data.ms (-1021) (-)
A

34.0 205.1 2821 3573 44275044

100 150 200 250 300 350 400 450 500 550

5000
O'L
m/z--> 0 50
Abundance
73
5000

15| ‘

Il \

.0

#24093: Hexanoic acid, 2-ethyl-

‘ h44.0

100 150 200 250 300 350 400 450 500 550

.0

#24099: Hexanoic acid, 2-ethyl-

0 ‘ T ‘ L
m/z--> 0 50
Abundance
73
5000
o b
0

100 150 200 250 300 350 400 450 500 550

#24164: 2-Ethyl-4-methylpentanoic acid
.0

I

m/z 73.10 100.00%

-

8.80 9.00 9.20 9.40

m/z 88.05 82.83%

8.80 9.00 9.20 9.40

m/z 41.10 34.28%

-

8.80 9.00 9.20 9.40

m/z 57.05 29.31%

-

8.80 9.00 9.20 9.40

m/z 87.00  28.00%

N

m/z--> 0 5
Abundance
73
5000
0 LS'H FI

mlz--> 0 50

100 150 200 250 300 350 400 450 500 550

8.80 9.00 9.20 9.40

SFAM-EPA-BP111023.MA.M Mon Nov 13 12:39:40 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18050.D

Acqg On : 11 Nov 2023 05:38
Operator : MA/JU

Sample : 05013-01

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 Ethanol, 2-(hexyloxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.157 6.47 ng/ul 175638 1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(hexyloxy)- 146 C8H1802 000112-25-4 72
2 Butyl-tert-butyl-isopropoxyborane 184 C11H25BO 097782-82-6 50
3 1-Decanol, 10-[(tetrahydro-2H-py... 258 C15H3003 043047-93-4 50
4 Heptane, 2-(hexyloxy)- 200 C13H280 074663-79-9 47
5 Sulfurous acid, isohexyl hexyl e... 250 C12H2603S 1000309-12-8 43
Abundance Scan 1032 (9.157 min): BP018050.D\data.ms (-1028) (-) m/z 43.10 100.00%
43.1
e R RN NEEE o
”‘ 1115 1 1022 2671 8.80 9.00 9.20 9.40
ol AT S 1922 2671 356.3419.0 489.6549.  y/z g5.10  84.25%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25544: Ethanol, 2-(hexyloxy)-
43.0
5000 T T T T T T T T
8.80 9.00 9.20 9.40
m/z 45.05 45.42%
H ‘115.0
O‘\\V\u[‘f%“\\‘\\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #58769: Butyl-tert-butyl-isopropoxyborane
43.0
R RRRRRREE S
8.80 9.00 9.20 9.40
5000 m/z 41.05 42.49%
0 | \‘ 14?'0
e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #145899: 1-Decanol, 10-[(tetrahydro-2H-pyran-2-yl)oxy]- T T e T T
85.0 8.80 9.00 9.20 9.40
m/z 57.10  24.53%
5000
0 H J‘ 157.0  257.0
_‘H‘H‘w"H,H‘w‘H“H‘W‘H‘_“w‘u‘_‘u“u‘_ T R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40

SFAM-EPA-BP111023.MA.M Mon Nov 13 12:39:42 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18050.D

Acqg On : 11 Nov 2023 05:38
Operator : MA/JU

Sample : 05013-01

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 Phenylethyl Alcohol Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
9.434 2.03 ng/ul 67817 Naphthalene-d8 10.669

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenylethyl Alcohol 122 C8H1e0 000060-12-8 95
2 Phenylethyl Alcohol 122 C8H100 000060-12-8 94
3 Phenylethyl Alcohol 122 C8H100 000060-12-8 72
4 1,3,5-Cycloheptatriene 92 C7H8 000544-25-2 64
5 Toluene 92 C7H8 000108-88-3 58

Abundance Scan 1079 (9.434 min): BP018050.D\data.ms (-1072) (-) m/z 91.05 100.00%
91.0

a

5000
 REERRENEAEES SR
‘ ‘ s55 3 9.20 9.40 9.60 9.80
C
bbbl A9LA25LL 3553 4312 544 n/7 92.05  51.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11311: Phenylethyl Alcoho
91.0
5000 AN/\\vﬁ‘\\\\‘\\\\’\\\\‘\\\
9.20 9.40 9.60 9.80
m/z 65.10  23.14%
ag]
O‘\\u\‘.]\‘q{\l\ﬂ\"h\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11314: Phenylethyl Alcoho
91.0
T R
9.20 9.40 9.60 9.80
5000 m/z 122.20 18.71%
3110’
0‘\‘\“\‘:}\\1\“\ R A e A RARSRRRRRR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11312: Phenylethyl Alcoho
91.0 9.20 9.40 9.60 9.80
m/z 63.10 8.81%
5000
0 3110\ I M
e e e e e e O RRERNEEEERES S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.20 9.40 9.60 9.80

SFAM-EPA-BP111023.MA.M Mon Nov 13 12:39:43 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18050.D

Acqg On : 11 Nov 2023 05:38
Operator : MA/JU

Sample : 05013-01

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 Pentanedioic acid, dimethyl... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.604 2.62 ng/ul 87521  Naphthalene-d8 10.669

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 87
2 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 83
3 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 74
4 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 50
5 Butanedioic acid, methyl-, dimet... 160 C7H1204 001604-11-1 47

Abundance Scan 1108 (9.604 min): BP018050.D\data.ms (-1103) (-) m/z 59.05 100.00%
59.0

5000 29.0

=

— ‘
L] o1 9.50 10.00
bl L2212 306336934293 5372 /7 100.05  79.37%

0 1l
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #36505: Pentanedioic acid, dimethyl ester
59.0
129.0
5000 T =T
9.50 10.00
‘ ‘ m/z 101.10 50.35%
0‘\\U\‘\\"“‘m\"\“‘\\}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #36503: Pentanedioic acid, dimethyl ester

59.0 \w«hﬁ

=

T ‘
9.50 10.00

5000 ITI/Z 129.00 45 .00%

129.0

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

Abundance #36502: Pentanedioic acid, dimethyl ester = P
59.0 9.50 10.00
m/z 55.05 37.28%

5000 129.0
0‘Hmm*WJH‘m‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_ T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 9.50 10.00

SFAM-EPA-BP111023.MA.M Mon Nov 13 12:39:45 2023 Page: 16



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

11

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
BPO18050.D

Nov 2023 ©5:38

: MA/JU
. 05013-01

. 27

hod
le

ry

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
: SVOA CALIBRATION

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 Ethyl acetoacetate ethylene... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

9.922  6.11ng/ul 203756  Naphthalene-ds 16.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Ethyl acetoacetate ethylene acetal 174 C8H1404 006413-10-1 78
2 Tetraethylene glycol, diacetate 278 C12H2207 022790-12-1 64
3 Ethanol, 2,2'-[1,2-ethanediylbis... 234 C10H1806 000111-21-7 59
4 2-[2-[2-[2-[2-(2-Acetyloxyethoxy... 366 C16H3009 024997-24-8 50
5 Ethyl acetoacetate ethylene acetal 174 C8H1404 006413-10-1 47

Abundance Scan 1162 (9.922 min): BP018050.D\data.ms (-1157) (-) m/z 87.10 100.00%
87.1

?:::::::::,

5000
e
159.2 10.00
Ob ki | 2252 2963 4012 47735378 /. 4316  45.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #49507: Ethyl acetoacetate ethylene acetal
87.0
5000 T
10.00
29 m/z 159.15 12.69%
' 159.0
0‘\‘\‘\‘\\"“\1\‘\‘\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #170212: Tetraethylene glycol, diacetate
87.0
e
10.00
5000 ITI/Z 42.00 8.86%
NECC 175.0
T L s S 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 T
87.0 10.00
m/z 88.95 8.36%

5000

5

15.0 74.0
Ol R e e

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

A

SFAM-EPA-BP111023.MA.M Mon Nov 13 12:39:46 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18050.D

Acqg On : 11 Nov 2023 05:38
Operator : MA/JU

Sample : 05013-01

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 Octanoic acid Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
9.975 2.06 ng/ul 68853  Naphthalene-d8 10.669

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 64
2 Nonanoic acid 158 C9H1802 000112-05-0 59
3 Nonanoic acid 158 C9H1802 000112-05-0 59
4 Pentanoic acid 102 C5H1002 000109-52-4 53
5 Octanoic acid 144 C8H1602 000124-07-2 53

Abundance Scan 1171 (9.975 min): BP018050.D\data.ms (-1168) (-) m/z 60.00 100.00%
60.0

-

5000
10.00
33.1 221.2281.1
ob M 3T 221200 9553 4204 s254 310 76.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24056: Octanoic acid
60.0
5000 T
10.00
m/z 41.10 39.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35299: Nonanoic acid
60.0
—
10.00
5000 ITI/Z 55.10 38.80%

|

ulL

3

0t e e e e e e
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35298: Nonanoic acid —
60.0 10.00
m/z 43.10  38.54%
5000

=

LT

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18050.D

Acqg On : 11 Nov 2023 05:38
Operator : MA/JU

Sample : 05013-01

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 Acetic acid, phenylmethyl e... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.146 4.19 ng/ul 139831 Naphthalene-d8 10.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, phenylmethyl ester 150 CS9H1e02 000140-11-4 94
2 Acetic acid, phenylmethyl ester 150 C9H1002 000140-11-4 90
3 Acetic acid, phenylmethyl ester 150 C9H1e02 000140-11-4 81
4 Benzylcarbamate 151 C8H9NO2 000621-84-1 64
5 Glycyl-1-glutamic acid, N-carbob... 338 C15H18N207 1010130-29-9 58

Abundance Scan 1200 (10.146 min): BP018050.D\data.ms (-1191) (-] ' m/z 108.10 100.00%
108.1

5000{ 43

—

‘ —
1000  10.50
207.2
. IMLH ,m‘lmH‘uH‘,353?'9‘?"5‘?12”‘4?9;‘3”Hﬁz“?:‘?‘ m/z 91.10  95.44%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28360: Acetic acid, phenylmethyl ester
108.0
e =

o

5000
10.00 10.50
J m/z 43.05 49.34%
OJWI’\’
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28363: Acetic acid, phenylmethyl ester
108.0
— = =
43.0 10.00 10.50
5000 ITI/Z 90.05 43.09%
o\‘,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28362: Acetic acid, phenylmethyl ester e S R
108.0 10.00 10.50

m/z 77.05 38.57%
43.0

JJ

m/z--> 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50

5000

=

O
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18050.D

Acqg On : 11 Nov 2023 05:38
Operator : MA/JU

Sample : 05013-01

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 1-Methoxycyclohexane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.946 7.42 ng/ul 247680  Naphthalene-d8 10.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methoxycyclohexane 114 C7H140 000931-56-6 50
2 Acetaldehyde diisoamyl acetal 202 C12H2602 1000430-80-1 50
3 5-Nonanol, 2-methylpropionate 214 C13H2602 1000463-47-6 47
4 2,3'-Bifuran, octahydro- 142 C8H1402 073373-15-6 47
5 Cyclopropanemethanol, .alpha.-bu... 128 C8H160 004379-16-2 47
Abundance Scan 1336 (10.946 min): BP018050.D\data.ms (-1330) (- 43.05 100.00%
43.0
5000
115.1
1 | 207.12 7.2 1100
bbbl 20722680 35724153 491.4549.  n/z 76.26%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8486: 1-Methoxycyclohexane
71.0
5000
1100
66.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #77836: Acetaldehyde diisoamyl acetal
71.0
5e
1100
5000 m/z 1 34.77%
} 187.0
o_“‘uk,\‘ S S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92117: 5-Nonanol, 2-methylpropionate W\«*‘J
71.0 1100
31.77%
5000
(L, 2
0—HLh w_m_‘H_‘Hw‘_m_Wwwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1100
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18050.D

Acqg On : 11 Nov 2023 05:38
Operator : MA/JU

Sample : 05013-01

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 Benzothiazole Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
11.369 2.13 ng/ul 70932  Naphthalene-d8 10.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzothiazole 135 C7H5NS 000095-16-9 94
2 Benzothiazole 135 C7H5NS 000095-16-9 91
3 Benzothiazole 135 C7H5NS 000095-16-9 91
4 Benzothiazole 135 C7H5NS 000095-16-9 90
5 1,2-Benzisothiazole 135 C7H5NS 000272-16-2 86

Abundance Scan 1408 (11.369 min): BP018050.D\data.ms (-1401) (- m/z 135.00 100.00%
135.0

ﬁ

5000
69.0
= B
’ 11.00 11.50
Ol il g A 207:2 281.1341.24010 4701 637.4 ./, 108 16  35.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17740: Benzothiazole
135.0
5000 o LV
11.00 11.50
69.0 m/z 68.95 26.82%
O‘\\\‘%H‘m\.\l\‘\\‘\\\l\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17741: Benzothiazole
135.0
11.00 11.50
5000 m/z 82.00 17.52%
69.0
o_‘m&“;”e\’m‘l‘hu"M,‘H‘_Hww‘HH_ww_m,mw
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17742: Benzothiazole T o
135.0 11.00 11.50
m/z 63.00 11.44%
5000
69.0
T ) el
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18050.D

Acqg On : 11 Nov 2023 05:38
Operator : MA/JU

Sample : 05013-01

Misc

ALS vial : 27

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
: SVOA CALIBRATION

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 Butanoic acid, 4-chloro- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
11.451 3.33 ng/ul 111035 Naphthalene-d8 10.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 4-chloro- 122 C4H7C102 000627-00-9 50
2 Nonanoic acid 158 C9H1802 000112-05-0 47
3 Methyl-.alpha.-d-ribofuranoside 164 C6H1205 1000129-83-1 47
4 Butanoic acid 88 C4H802 000107-92-6 47
5 Nonanoic acid 158 C9H1802 000112-05-0 47

Abundance Scan 1422 (11.451 min): BP018050.D\data.ms (-1415) (- m/z 73.00 100.00%
73.0
e MMWNMVNMMAJ\MMN/ﬁ\mNJV
‘ J 11550
3.2 208.9 :
o_mlw m#,,%zl%g“zg“g“‘ m/z 59.95 86.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11075: Butanoic acid, 4-chloro-
60.0
5000 e
11.50
m/z 41.05 59.30%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #35298: Nonanoic acid
60.0
—
11.50
5000 m/z 57.10 50.99%
V Fg.o
o_u«“ﬁ'}‘““‘1{”‘”_m,‘m,u‘wH_ww_ww,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39970: Methyl-.alpha.-d-ribofuranoside —
73.0 11.50
m/z 55.05 48.94%
- MJ\MML
oo it
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\BP111023\
Data File : BP@18050.D

Acqg On : 11 Nov 2023 05:38
Operator : MA/JU

Sample : 05013-01

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 2,2,4-Trimethyl-1,3-pentane... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.828 4.39 ng/ul 168770  Acenaphthene-di10 14.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H3004 006846-50-0 64
2 Butyric acid, 3-pentadecyl ester 298 (C19H3802 1000280-57-3 43
3 3-Hexanone, 2,5-dimethyl-4-nitro- 173 C8H15N03 059906-54-6 43
4 Butyric acid, 3-tridecyl ester 270 C17H3402 1000280-56-8 43
5 Butanoic acid, 1-methylhexyl ester 186 C11H2202 039026-94-3 42
Abundance Scan 1656 (12.828 min): BP018050.D\data.ms (-1647) (- m/z 71.05 100.00%
71.0
— Pt
‘ ‘ | 150 1250 13.00
ol My I, 22312820 358241804752 5465 1, 4310  3.78%
m/z--> 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 83.05 30.51%
O \“\‘J‘{\\ ‘\L‘\‘H\J\\\‘J‘-‘\7\‘3\.\0‘\\2\4.\:3‘.\()\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #197328: Butyric acid, 3-pentadecyl ester
71.0
P —
12.50 13.00
5000 m/z 41.05 26.78%
129.0 210.0
bl d g | :
o lllnIB0 2000
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #48625: 3-Hexanone, 2,5-dimethyl-4-nitro- = P
43.0 12.50 13.00
m/z 56.00 24.21%
) J
! ‘40201710 )
m/z--> 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\BP111023\
Data File : BP@18050.D

Acqg On : 11 Nov 2023 05:38
Operator : MA/JU

Sample : 05013-01

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 20 Butanoic acid, butyl ester Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.087 4.76 ng/ul 182860  Acenaphthene-di10 14.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 83
2 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 72
3 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 59
4 Butanoic acid, hexyl ester 172 C10H2002 002639-63-6 56
5 Butanoic acid, hexyl ester 172 C1eH2002 002639-63-6 56

Abundance Scan 1700 (13.087 min): BP018050.D\data.ms (-1694) (- m/z 71.05 100.00%

71.0
5000

I
‘ 173.2 13.00
ob bl o L 28323411 415347335352 43.10  74.99%

miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24133: Butanoic acid, butyl ester

71.0

5000
13.00

m/z 56.05 72.23%

H {24
‘\\\\‘!\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #24129: Butanoic acid, butyl ester
71.0
—

o

13.00
5000 m/z 89.10 63.84%
O\HHLN‘”W**H\H**w*H\*H*\H*w**H\*H*M**w**H\‘ j\vJ\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24132: Butanoic acid, butyl ester —
71.0 13.00

41.05 36.59%

H |y 1440

S
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18050.D

Acqg On : 11 Nov 2023 05:38
Operator : MA/JU

Sample : 05013-01

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 21 (3'S,4S,6R,7R)-7-hydroxy-3'... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.363 2.77 ng/ul 106265  Acenaphthene-di10 14.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (3'S,4S,6R,7R)-7-hydroxy-3',6,7,... 381 C19H27NO7 1010497-93-7 90
2 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 62
3 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 49
4 Metacetamol 151 C8H9NO2 000621-42-1 49
5 Metacetamol 151 C8H9NO2 000621-42-1 47

Abundance Scan 1747 (13.363 min): BP018050.D\data.ms (-1739) (- m/z 43.10 100.00%
43.1 109.1

5000

(2

‘{“ 69.2 295.1357.1415.2 13.00 13.50
O AblLb 077 233.1 295 1 5714152 479.8 547" n/7 109.10  87.90%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #288222: (3'S,4S,6R,7R)-7-hydroxy-3',6,7,14-tetramethyl

43.0
151.0
5000 - WA
13.00 13.50
‘ ‘ 266.0 3530 m/z 151.15 49.42%
0 ﬁ.”J\ MM\I | \\
‘ TTT ’ T T ‘ TTTT ‘ 1T ‘ ‘ TTT \ ‘ 7T ‘ TTT1T ‘ TTTT ‘ TTTT ‘ TTTT ‘ T

m/z--> 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
I
13.00 13.50
5000 ITI/Z 41.05 33.55%
‘J’ 69.0
0“N¥ﬂw“ MNMLL‘W“H“H‘,‘H‘,H“““‘““W“H,‘
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28920: m-Isopropoxyaniline — o
109.0 13.00 13.50
m/z 135.15 30.95%
5000
41.0
Ot e e e e e
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\BP111023\
Data File : BP@18050.D

Acqg On : 11 Nov 2023 05:38
Operator : MA/JU

Sample : 05013-01

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 22 Benzaldehyde, 3-hydroxy-4-m... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.487 10.81 ng/ul 415466  Acenaphthene-d10 14.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 97
2 Vanillin 152 C8H803 000121-33-5 97
3 Vanillin 152 C8H803 000121-33-5 96
4 Vanillin 152 C8H803 000121-33-5 96
5 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 95

Abundance Scan 1768 (13.487 min): BP018050.D\data.ms (-1760) (- m/z 151.05 100.00%

151.1
5000 8l.1
AL

13.50
0l J’LJL “ 2090 2811 3553417.0477.5 549 n/z 152.05 91.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30029: Benzaldehyde, 3-hydroxy-4-methoxy-
151.0
5000
1350

81.0
m/z 81.10 47.80%

]‘-‘\5\\?‘\“\“‘\”\\‘\\\\\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29934: Vanillin
151.0

o

13 50
5000 m/z 109.10 29.25%
81.0
OLSQ”H““‘ R SRR AR NA SRR SRR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29935: Vanillin
151.0 13 50

m/z 51.00 18.08%

81.0
ol J| b ‘ L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1350
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18050.D

Acqg On : 11 Nov 2023 05:38
Operator : MA/JU

Sample : 05013-01

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 23 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.939  27.87 ng/ul 1321120  Phenanthrene-d10 17.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 98
2 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 97
3 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 87
4 2,5-Cyclohexadien-1-one, 2,6-bis... 232 C16H240 006738-27-8 83
5 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 66
Abundance Scan 2525 (17.939 min): BP018050.D\data.ms (-2519) (- m/z 205.15 100.00%
205.2
57.1
5000
‘ 15.1 ‘ e
‘ 18.00
2176.3
ol L m,mtmmm [1)] 2763 a5 ssommozsas: 5710 6343
miz--> 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-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18050.D

Acqg On : 11 Nov 2023 05:38
Operator : MA/JU

Sample : 05013-01

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 24 n-Hexadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.151 2.20 ng/ul 104189  Phenanthrene-di10 17.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 89
5 Pentadecanoic acid 242 C15H3002 001002-84-2 89
Abundance Scan 2561 (18.151 min): BP018050.D\data.ms (-2556) (- 73.10 100.00%
73.1
213.3
18 00 18 50
U } 82.1341.2
okl ”\.’m’ 782134124041 47545354 41 o5 ge.26%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T DRI
18.00 18.50
m/z 60.05 78.90%

“H 213.0
O‘\\\‘H \\"‘1\\\“\\"\1!\\‘\‘\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
43.0
256.0 A

1&00 1850
5000 43.05 74.17%
129.0
O‘H‘\ “\ ‘“J"l““,\}?m J\L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0 1800 1850

m/z 55.10 66.59%

0 \‘\ .J‘“JM‘.J, nin h

oLl )
IREREE LA L B L L B B L R I LU LN IR B T T ]

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP©18050.D

Acqg On : 11 Nov 2023 05:38
Operator : MA/JU

Sample : 05013-01

Misc :

ALS Vvial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111623.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|
Hexyl chlorofor... 5.305 2.0 ng/ul 55137 1 7.846 543057 20.0
Ethanol, 2-butoxy- 5.893 60.1 ng/ul 1631480 1 7.846 543057 20.0
2-Propanol, 1-b... 6.452 5.2 ng/ul 142146 1 7.846 543057 20.0
Hexanoic acid 6.858 3.5 ng/ul 94563 1 7.846 543057 20.0
Cyclobutanone, 6.922 2.4 ng/ul 66336 1 7.846 543057 20.0
Benzyl alcohol 8.128 3.7 ng/ul 101070 1 7.846 543057 20.0
Hexanethioic ac... 8.481 2.5 ng/ul 66583 1 7.846 543057 20.0
Phenol, 2-methoxy- 8.957 15.3 ng/ul 414228 1 7.846 543057 20.0
Hexanoic acid, 9.116 2.4 ng/ul 64144 1 7.846 543057 20.0
Ethanol, 2-(hex... 9.157 6.5 ng/ul 175638 1 7.846 543057 20.0
Phenylethyl Alc... 9.434 2.0 ng/ul 67817 2 10.669 667337 20.0
Pentanedioic ac... 9.604 2.6 ng/ul 87521 2 10.669 667337 20.0
Ethyl acetoacet... 9.922 6.1 ng/ul 203750 2 10.669 667337 20.0
Octanoic acid 9.975 2.1 ng/ul 68853 2 10.669 667337 20.0
Acetic acid, ph... 10.146 4.2 ng/ul 139831 2 10.669 667337 20.0
1-Methoxycycloh... 10.946 7.4 ng/ul 247680 2 10.669 667337 20.0
Benzothiazole 11.369 2.1 ng/ul 70932 2 10.669 667337 20.0
Butanoic acid, ... 11.451 3.3 ng/ul 111035 2 10.669 667337 20.0
2,2,4-Trimethyl... 12.828 4.4 ng/ul 1687760 3 14.522 768611 20.0
Butanoic acid, ... 13.087 4.8 ng/ul 182860 3 14.522 768611 20.0
(3'S,4S,6R,7R)-... 13.363 2.8 ng/ul 106265 3 14.522 768611 20.0
Benzaldehyde, 3... 13.487 10.8 ng/ul 415466 3 14.522 768611 20.0
7,9-Di-tert-but... 17.939 27.9 ng/ul 1321120 4 17.304 948202 20.0
n-Hexadecanoic . 18.151 .2 ng/ul 104189 4 17.304 948202 20.0
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