LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12548.D

Acqg On : 08 Nov 2022 12:21
Operator : CG/JU

Sample : N5407-02

Misc :

ALS vial : 6 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-BP102522.M
Title : SVOA CALIBRATION

Signal : TIC: BP@12548.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.034 5 8 13 rVB2 755610 1331891 1.63% 0.312%
2 3.146 20 27 38 rVB3 264011 584144 0.71% 0.137%
3 3.564 92 98 106 rBV3 1374145 2691951 3.29% 0.631%
4 3.728 114 126 128 rBvV2 842519 2389867 2.92% 0.560%
5 3.811 132 140 148 rBV 8384993 19390129 23.72% 4.547%
6 3.881 148 152 159 rVB 1383134 2375545 2.91% ©.557%
7 3.964 160 166 170 rBV3 259350 635596 ©.78% 0.149%
8 5.099 284 359 360 rBV4 2642852 32623663 39.91% 7.651%
9 5.287 370 391 393 rVB 2118641 10050305 12.29% 2.357%
106 5.517 418 430 433 rBV 518126 1365276 1.67% ©.320%
11 6.375 566 576 579 rVW 339335 843617 1.03% 0.198%
12 6.440 579 587 591 rw 467054 1098190 1.34% 0.258%
13 7.011 651 684 695 rBV 10516532 29178864 35.70% 6.843%
14 7.122 695 703 708 rVW 1168137 2017859 2.47% ©0.473%
15 7.311 728 735 745 rVV2 1144598 2628432 3.22% 0.616%
16 7.769 804 813 822 rVB4 1389513 2922166 3.57% ©.685%
17 7.864 822 829 843 rBV 3390387 8439549 10.32% 1.979%
18 8.093 855 868 872 rBV3 583156 1734988 2.12% 0.407%
19 8.499 919 937 941 rBV3 1638435 4552724 5.57% 1.068%
20 8.569 941 949 955 rVB2 1791986 3517626 4.30% 0.825%
21 8.811 977 990 997 rBV2 872243 2417658 2.96% 0.567%
22 8.881 997 1002 1007 rVB2 404312 683303 0.84% 0.160%
23 8.946 1007 1013 1020 rVB 1458658 2393501 2.93% 0.561%
24  9.022 1020 1026 1033 rBV3 268559 676642 ©.83% 0.159%
25 9.258 1040 1066 1070 rBV 1978982 9977327 12.21%  2.340%
26 9.346 1075 1081 1084 rBV4 366651 563357 0.69% ©0.132%
27 9.387 1084 1088 1094 rVB4 768393 1435606 1.76% ©.337%
28 9.446 1094 1098 1103 rBV2 443405 617521 ©.76% 0.145%
29 9.516 1103 1110 1117 rBV3 1070694 2278560 2.79% 0.534%
30 9.605 1120 1125 1129 rVB 376754 576209 0.70% 0.135%
31 9.663 1129 1135 1143 rVB 949804 1588903 1.94% 0.373%
32 9.763 1147 1152 1155 rBV 586238 983836 1.20% 0.231%
33 9.799 1155 1158 1163 rVB 654610 898272 1.10% 0.211%
34 10.040 1186 1199 1202 rBV2 1988229 6364785 7.79% 1.493%
35 10.081 1202 1206 1209 rBV3 702149 1202641 1.47% ©0.282%

36 10.210 1224 1228 1236 rVB3 5023018 9419727 11.52%  2.209%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12548.D

Acqg On : 08 Nov 2022 12:21
Operator : CG/JU

Sample : N5407-02

Misc :

ALS vial : 6 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-BP102522.M
Title : SVOA CALIBRATION
37 10.299 1237 1243 1246 rBV2 529006 908063 1.11% 0.213%
38 10.369 1251 1255 1264 rVB4 724355 1538174 1.88% 0.361%
39 10.510 1274 1279 1285 rVB 3886607 6030800 7.38% 1.414%
40 10.575 1285 1290 1296 rBV 1700160 2799963 3.43% 0.657%
41 10.640 1296 1301 1305 rVV 1019355 1715310 2.10% 0.402%
42 10.687 1305 1309 1313 rVV2 470075 828469 1.01% 0.194%
43 10.769 1320 1323 1331 rVV2 486937 823018 1.01% ©.193%
44 10.852 1332 1337 1344 rVV4 566238 1057823 1.29% 0.248%
45 10.946 1345 1353 1368 rVB 1751519 4358673 5.33% 1.022%
46 11.105 1373 1380 1390 rVB8 426495 1156619 1.41% 0.271%
47 11.522 1396 1451 1454 rBV 7821204 81744015 100.00% 19.170%
48 11.628 1462 1469 1472 rVV2 1343717 2775599 3.40% 0.651%
49 11.663 1472 1475 1479 rVB2 1426869 1766372 2.16% 0.414%
50 11.746 1484 1489 1495 rVV5 969861 1933649 2.37% 0.453%
51 11.834 1501 1504 1508 rVB4 393574 532327 ©0.65% ©.125%
52 11.940 1517 1522 1533 rVB 2457262 4028007 4.93% 0.945%
53 12.093 1543 1548 1555 rVB 2184168 3730453 4.56% 0.875%
54 12.163 1556 1560 1568 rVB5 374176 722170 ©.88% 0.169%
55 12.275 1568 1579 1584 rBV7 575134 1588440 1.94% 0.373%
56 12.510 1613 1619 1623 rBV 1264958 2058266 2.52% 0.483%
57 12.610 1631 1636 1642 rBV4 444496 1136168 1.39% 0.266%
58 12.675 1642 1647 1650 rVV3 492542 783336 ©0.96% 0.184%
59 12.828 1661 1673 1676 rBV 2492414 6315026 7.73% 1.481%
60 12.857 1676 1678 1683 rVB 618922 774316 ©.95% 0.182%
61 12.910 1683 1687 1696 rBV7 390334 990862 1.21% 0.232%
62 13.016 1701 1705 1710 rBV2 439414 730446 0.89% 0.171%
63 13.269 1743 1748 1754 rBV3 1816257 2944688 3.60% 0.691%
64 13.334 1755 1759 1765 rBV5 384090 786260 ©.96% 0.184%
65 13.493 1782 1786 1797 rVB5 654007 1441218 1.76% ©.338%
66 13.640 1807 1811 1816 rVB 865553 1194285 1.46% 0.280%
67 13.722 1821 1825 1828 rBV4 699739 999164 1.22% 0.234%
68 13.851 1840 1847 1851 rBV 3589759 5866535 7.18% 1.376%
69 13.969 1862 1867 1872 rBV2 1212614 2077203 2.54% 0.487%
70 14.122 1888 1893 1900 rVB 3954561 6281935 7.68% 1.473%
71 14.316 1920 1926 1935 rVB2 2785733 7002983 8.57% 1.642%
72 14.428 1940 1945 1950 rVV 2711210 3860150 4.72% 0.905%
73 14.534 1960 1963 1969 rVB3 755467 1179133 1.44% 0.277%
74 14.669 1982 1986 1988 rBV2 408315 615550 ©.75% 0.144%
75 14.710 1988 1993 2003 rVB4 1367666 2919240 3.57% 0.685%
76 14.910 2020 2027 2031 rBV 1922642 3230839 3.95% 0.758%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12548.D

Acqg On : 08 Nov 2022 12:21
Operator : CG/JU

Sample : N5407-02

Misc :

ALS vial : 6 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-BP102522.M

Title : SVOA CALIBRATION

77 15.010 2039 2044 2048 rVB 1047271 1502771 1.84% ©.352%
78 15.428 2108 2115 2121 rBV2 5154504 8226498 10.06% 1.929%
79 15.510 2125 2129 2134 rVV4 693580 1306427 1.60% 0.306%
80 15.563 2134 2138 2143 rVB 1384060 1949867 2.39% ©0.457%
81 15.793 2174 2177 2182 rBV2 415259 620231 0.76% 0.145%
82 15.869 2186 2190 2194 rVB2 1124351 1586790 1.94% 0.372%
83 16.128 2230 2234 2237 rVB 1262791 1399538 1.71% 0.328%
84 16.328 2265 2268 2275 rVB3 755679 1388993 1.70% ©.326%
85 16.410 2276 2282 2290 rVV2 3287345 4855784 5.94% 1.139%
86 17.192 2410 2415 2420 rVV 3083724 4350846 5.32% 1.020%
87 17.292 2427 2432 2443 rVB2 5452843 8939867 10.94% 2.097%
88 17.575 2477 2480 2487 rVB3 584142 830515 1.02% 0.195%
89 17.704 2498 2502 2511 rBV2 1865490 3427602 4.19% 0.804%
90 17.939 2539 2542 2546 rBV3 866915 1137591 1.39% 0.267%
91 18.104 2564 2570 2576 rBV 5597039 9042197 11.06% 2.121%
92 18.222 2588 2590 2595 rVB 545715 609443 0.75% 0.143%
93 18.445 2625 2628 2632 rBV 462647 632734 0.77% 0.148%
94 18.863 2696 2699 2703 rBV 765037 945830 1.16% 0.222%
95 19.322 2774 2777 2784 rBV 916856 1280628 1.57% 0.300%
96 19.533 2809 2813 2821 rBV 5847010 8431833 10.31% 1.977%
97 20.986 3056 3060 3071 rVB 1652552 2640839 3.23% 0.619%
98 21.292 3107 3112 3117 rVB 3208069 4248517 5.20% ©.996%
99 23.522 3484 3491 3503 rVB2 3547368 7361901 9.01% 1.726%
100 23.674 3511 3517 3527 rVB2 1988485 4024099 4.92% 0.944%

Sum of corrected areas: 426417118
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12548.D

Acq On : 08 Nov 2022 12:21
Operator : CG/JU

Sample : N5407-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BP012548.D\data.ms
1e+07 7.011
3.811 11.522
8000000
6000000
4000000 7.864
2000000 X
- 35644881 712811 7799
146 964 8.003
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\“/x\/ﬁ\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\
Time-> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BP012548.D\data.ms
le+07
19.533
8000000

18.104

6000000

4000000

2000000

O A AL A B LA B LT e T B L L S B B LA A B o B
Time--> 12.00 12,50 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP012548.D\data.ms
1le+07
8000000
6000000 21.292
23.522
20.986
4000000 3.674
2000000 J\
— N A
0\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\

Time--> 20.50 21.00 2150 22.00 2250 23.00 2350 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\BP110822\
Data File : BP@12548.D

Acq On : 08 Nov 2022 12:21
Operator : CG/JU

Sample : N5407-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 1 2-Pentanone Concentration Rank 36

R.T EstConc Area Relative to ISTD R.T.
3.034 9.12 ng/ul 1331890 1,4-Dichlorobenzene-d4 7.775
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone 86 C5H100 000107-87-9 52
2 2-Pentanone 86 C5H100 000107-87-9 52
3 2-Pentanone 86 C5H100 000107-87-9 40
4 2-Pentanone 86 C5H100 000107-87-9 38
5 2-Pentanone 86 C5H100 000107-87-9 25
Abundance Scan 8 (3.034 min): BP012548.D\data.ms (-5) (-) m/z 43.00 100.00%
3.0
o h
O ANEEES S RAER
’ ‘ 3.103.203.303.40
Ol L1158 197.0262.1 3269 _414.9 4961 _ n/; 86.00 19.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1924: 2-Pentanone
43.0
5000 L L B L B R LR B
3.103.203.303.40
m/z 74.00 17.05%
O‘\‘\hd"\f‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1923: 2-Pentanone
43.0
T
3.103.203.303.40
5000 m/z 41.05 10.60%
0‘\\\\J"\\‘\‘\‘\H\‘\H\‘H\\‘HH‘\\H‘HH‘HH‘HH‘HH‘\ \/\\M\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1921: 2-Pentanone R RRRARsEEEE
43.0 3.103.203.303.40
m/z 58.00 9.81%
) Jﬁ\R/J“\/\k
o_hw,‘u“w‘HWmwH‘w_m_m_m_m_m_ A S e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.40

SFAM-EPA-BP102522.M Wed Nov 09 12:37:41 2022
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Data Path
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

¢ Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\

BP012548.D

: 08 Nov 2022 12:21
: CG/JU
: N5407-02

: 6 Sample Multiplier: 1

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 3 1-Butanol, 2-methyl- Concentration Rank 17

R.T EstConc Area Relative to ISTD R.T.
3.564 18.42 ng/ul 2691950 1,4-Dichlorobenzene-d4 7.775
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Butanol, 2-methyl- 88 C5H120 000137-32-6 68
2 1-Butanol, 2-methyl- 88 C5H120 000137-32-6 59
3 1-Butanol, 2-methyl- 88 C5H120 000137-32-6 53
4 Propane, 1-(ethenyloxy)-2-methyl- 100 C6H120 000109-53-5 50
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 45
Abundance  Scan 98 (3.564 min): BP012548.D\data.ms (-92) (-) m/z 57.10 100.00%
57.1
e Mo S ML AL
3.20 3.40 3.60 3.80
Ok} ] [182.9192.9 2668 3550 4657 5359 ., 41.10  81.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2379: 1-Butanol, 2-methyl-
57.0
5000 R R R R
3.20 3.40 3.60 3.80
“ m/z 56.05 76.02%
O‘\‘\f’l[‘ \‘\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2388: 1-Butanol, 2-methyl-
57.0
R R L
3.20 3.40 3.60 3.80
5000 m/z 43.10 73.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2380: 1-Butanol, 2-methyl- T e
41. 3.20 3.40 3.60 3.80
m/z 58.00 30.53%
5000
Ol '\“um,m‘,‘m"HwH_Hwwwwww %L'—M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12548.D

Acq On : 08 Nov 2022 12:21
Operator : CG/JU

Sample : N5407-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Propanoic acid, 2-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
3.728 16.36 ng/ul 2389870 1,4-Dichlorobenzene-d4 7.775

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 58
2 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 58
3 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 49
4 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 49
5 Ethanone, 1-cyclopropyl- 84 C5H80 000765-43-5 43
Abundance Scan 126 (3.728 min): BP012548.D\data.ms (-114) (-) m/z 43.10 100.00%
A
H ’ 3.40 3.60 3.80 4.00
Olprrrdth L1 127.0180.1 267.0 3571 428849105491 n/z 41.10  49.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2317: Propanoic acid, 2-methyl-
43.0
5000 LB L B I B R B
3.40 3.60 3.80 4.00
m/z 73.00 42.32%
OJJK’
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2318: Propanoic acid, 2-methyl-
43.0
ARNNaARREEEEE
3.40 3.60 3.80 4.00
5000 m/z 84.05 19.47%
o’hi,

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

Abundance #2320: Propanoic acid, 2-methyl- R AREERREEEEEE

43.0 3.40 3.60 3.80 4.00
m/z 39.10 17.56%
) M/\AL
OW‘HHml"m‘,‘m‘u‘Wm‘m“mwm“m‘mw R AR mEaEEE R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12548.D

Acq On : 08 Nov 2022 12:21
Operator : CG/JU

Sample : N5407-02

Misc

ALS vial : 6

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 5 2-Pentanol, 4-methyl- Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
3.811 132.71 ng/ul 19390100 1,4-Dichlorobenzene-d4 7.775
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 83
2 2-Octanol 130 C8H180 000123-96-6 78
3 2-Hexanol 102 C6H140 000626-93-7 74
4 2-Octanol, (S)- 130 C8H180 006169-06-8 72
5 2-Octanol, (R)- 130 C8H180 005978-70-1 72

Abundance Scan 140 (3.811 min): BP012548.D\data.ms (-132) (-) m/z 45.05 100.00%

45.0
5000
R R B
‘ ‘ 3.40 3.60 3.80 4.00 4.20
O ldll 1418 2089 281.93459410.1472.95339 ./, 69,95 27.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5014: 2-Pentanol, 4-methyl-
45.0
5000 [T T T T[T T T [T [ TTTT T
3.40 3.60 3.80 4.00 4.20
m/z 43.10 26.46%
O‘\‘\h\‘\“”\‘\\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15652: 2-Octanol
45.0
Raan e RARER
3.40 3.60 3.80 4.00 4.20
5000 m/z 41.10 19.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4961: 2-Hexanol T e
45.0 3.40 3.60 3.80 4.00 4.20
m/z 39.10 10.33%
o‘Ju“‘tu"mhwH_m‘mww_mwH_m_m_m_ R CEC St S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12548.D

Acq On : 08 Nov 2022 12:21
Operator : CG/JU

Sample : N5407-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 1-Pentanol Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
3.881 16.26 ng/ul 2375550  1,4-Dichlorobenzene-d4 7.775

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Pentanol 88 C5H120 000071-41-0 83
2 1-Pentanol 88 C5H120 000071-41-0 74
3 1-Pentanol 88 C5H120 000071-41-0 64
4 1-Pentene 70 C5H1e 000109-67-1 56
5 1-Pentene 70 C5H1e 000109-67-1 56
Abundance Scan 152 (3.881 min): BP012548.D\data.ms (-148) (-) m/z 42.10 100.00%
42.1
- JW\J\A/L
e ABBRRREERENE R
3.60 3.80 4.00 4.20
b ki 1149 207.0 283.1343.1 4290 5070 m/z s55.18  96.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2352: 1-Pentano
42.0
5000 \H‘HH‘HH‘HH‘\/\\W
3.60 3.80 4.00 4.20
|‘ m/z 41.10 68.39%
O‘\\‘\ \“l\\‘\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2346: 1-Pentano
42.0
‘Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_F
3.60 3.80 4.00 4.20
5000 m/z 70.10 50.32%
0‘” -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2351: 1-Pentanol e BBBRAREEEE s e
42.0 3.60 3.80 4.00 4.20
m/z 57.10 26.63%
5000
A | JMLg
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.60 3.80 4.00 4.20

SFAM-EPA-BP102522.M Wed Nov 09 12:37:47 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12548.D

Acq On : 08 Nov 2022 12:21
Operator : CG/JU

Sample : N5407-02

Misc

ALS vial : 6

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 8 Butanoic acid, 3-methyl- Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
5.099 223.28 ng/ul 326237060  1,4-Dichlorobenzene-d4 7.775
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 83
2 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 78
3 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 78
4 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 50
5 Pentanoic acid 102 C5H1002 000109-52-4 42
Abundance Scan 359 (5.099 min): BP012548.D\data.ms (-284) (-) m/z 60.00 100.00%
60.0
- J/////////k
Do e
H ‘ 4.80 5.00 5.20 5.40
Olprrrditt (2192 192.9 2951 402.8460.9519.3  m/z 43.16  35.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4826: Butanoic acid, 3-methyl-
60.0
5000 L L B L BN LR
4.80 5.00 5.20 5.40
m/z 41.05 34.25%
O‘YH"
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4825: Butanoic acid, 3-methyl-
60.0
R R
4.80 5.00 5.20 5.40
5000 m/z 45.00 21.96%
o_‘l\Hp%‘ww_‘H,‘HwH‘w_wwwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4814 Butanoic acid, 3-methyl- S RAREEEEEEE R
60.0 4.80 5.00 5.20 5.40
m/z 87.00 20.46%
5000
o_ﬂu“p«“wHH_m,mwH‘HH_ww_ww_ ﬁvA

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40

SFAM-EPA-BP102522.M Wed Nov 09 12:37:48 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12548.D

Acq On : 08 Nov 2022 12:21
Operator : CG/JU

Sample : N5407-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Butanoic acid, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.287 68.79 ng/ul 10050300 1,4-Dichlorobenzene-d4 7.775

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 90
2 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 83
3 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 74
4 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 64
5 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 56
Abundance Scan 391 (5.287 min): BP012548.D\data.ms (-370) (-) m/z 74.00 100.00%
74.0
5000 //
i e
H ‘ ‘ 5.00 5.20 5.40 5.60
ol Ll 17092348  340.9401.1463.25229  n/z s57.18  56.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4831: Butanoic acid, 2-methyl-
74.0
5000 \H‘HH‘H\W\/\T/\\\’J\\T
5.00 5.20 5.40 5.60
‘ m/z 41.10 45.09%
O‘\\J\“’Jl\‘\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4817: Butanoic acid, 2-methyl-
74.0
Eaa e ARAR
5.00 5.20 5.40 5.60
5000 m/z 87.00 25.84%
ol‘?‘u“,JmwH,mww,‘m_m‘w_wwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4829: Butanoic acid, 2-methyl- AR A
74.0 5.00 5.20 5.40 5.60
m/z 73.00  18.29%
O‘Ju',, — e
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\BP110822\
Data File : BP@12548.D

Acq On : 08 Nov 2022 12:21
Operator : CG/JU

Sample : N5407-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 1-Hexanol, 2-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.864 57.76 ng/ul 8439550 1,4-Dichlorobenzene-d4 7.775

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 74
4 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 56
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 56
Abundance Scan 829 (7.864 min): BP012548.D\data.ms (-822) (-) m/z 57.05 100.00%
57.0

—

5000
T
{ ‘ 7.60 7.80 8.00 8.20
o411 3200 2050 282.1341.14028460.95198  m/z 41.16 35.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000 UL L R R BB B
7.60 7.80 8.00 8.20
’ m/z 43.05 30.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
R e RN RRE
7.60 7.80 8.00 8.20
5000 m/z 55.05 29.35%
o"‘MuHMm‘H‘,w_‘HWH_m,wwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15685: 1-Hexanol, 2-ethyl- R e RARAE NN
57.0 7.60 7.80 8.00 8.20
m/z 56.05 22.12%
) Jt
oi.Hmso-O,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.60 7.80 8.00 8.20

SFAM-EPA-BP102522.M Wed Nov 09 12:37:51 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12548.D

Acq On : 08 Nov 2022 12:21
Operator : CG/JU

Sample : N5407-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 15 unknown-01 Concentration Rank 19

R.T EstConc Area Relative to ISTD R.T.
8.811 16.55 ng/ul 2417660 1,4-Dichlorobenzene-d4 7.775
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methyl 2-(methylthio)acetate 120 C4H802S 016630-66-3 46
2 Propanoic acid, 3-(methylthio)- 120 C4H802S 000646-01-5 38
3 Butoxyacetic acid 132 C6H1203 002516-93-0 35
4 Xylitol 152 C5H1205 000087-99-0 25
5 Butoxyacetic acid 132 C6H1203 002516-93-0 16

Abundance Scan 990 (8.811 min): BP012548.D\data.ms (-977) (-) m/z 57.05 100.00%
57.0

N

5000
120.0
CO T T
‘ ‘ \ 8.40 8.60 8.80 9.00 9.20
ob Mhldy ) 2077 3269 4147 4883549 . co o5 g6.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10464: Methyl 2-(methylthio)acetate
61.0
5000
8.40 8.60 8.80 9.00 9.20
1200 m/z 41.05 48.56%
O‘\\hf\“l‘ ‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10465: Propanoic acid, 3-(methylthio)-
61.0
L e
8.40 8.60 8.80 9.00 9.20
5000 m/z 74.00 40.65%
120.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16360: Butoxyacetic acid Rma e e AR
57.0 8.40 8.60 8.80 9.00 9.20
m/z 119.95 34.11%
5000 Jk]\\
Olhm J‘\L,\u\‘\u\‘u\\‘uu‘\uWm‘\m‘\m‘\m‘\ R B e e S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.40 8.60 8.80 9.00 9.20

SFAM-EPA-BP102522.M Wed Nov 09 12:37:52 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\

Data File : BP@12548.D

Acq On : 08 Nov 2022 12:21

Operator : CG/JU

Sample : N5407-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 18 Hexanoic acid, 2-ethyl- Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
9.258 71.27 ng/ul 9977330  Naphthalene-d8 10.575
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 78
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 78
5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 78

Abundance Scan 1066 (9.258 min): BP012548.D\data.ms (-1040) (-) m/z 73.00 100.00%
3.0

9.

5000

o

\H ‘|1441 222.8281.0341.9 429.1487.8546 9:00 9,20 9.40 9.60
A 141 222820103419  429.1487.8546. m/z 88.00 86.11%

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

o

Abundance #24100: Hexanoic acid, 2-ethyl-
88.0
5000 R AREREESS Ean e
29. 9.00 9.20 9.40 9.60
m/z 57.05 32.45%
O‘\\‘\‘l\""‘%g\J\‘\\\‘H\\‘\H\‘\H\‘\H\‘\\H‘H\\‘H\\‘\H\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24093: Hexanoic acid, 2-ethyl-

73.0

-

9.00 9.20 9.40 9.60
5000 m/z 41.10 29.86%

1501 haag

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

o

3

Abundance #24098: Hexanoic acid, 2-ethyl- e ERARREEE R
73.0 9.00 9.20 9.40 9.60
m/z 87.00 22.75%
H ‘ 144.0
o_H“,‘kH“"HWm_mwWHWm‘mwu,‘m_ A RS /ACAVN

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

SFAM-EPA-BP102522.M Wed Nov 09 12:37:54 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12548.D

Acq On : 08 Nov 2022 12:21
Operator : CG/JU

Sample : N5407-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 22 unknown-02 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
9.516 16.28 ng/ul 2278560  Naphthalene-d8 10.575

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentanoic acid, 1-methylethyl ester 144 C8H1602 018362-97-5 38
2 Butanoic acid, 2-methyl-, 1-meth... 144 C8H1602 066576-71-4 35
3 Butanoic acid, 2-methyl-, 1-meth... 144 C8H1602 066576-71-4 35
4 Isobutyl isovalerate 158 C9H1802 000589-59-3 27
5 Butanoic acid, 2-methyl-, 2-meth... 158 C9H1802 002445-67-2 22

Abundance Scan 1110 (9.516 min): BP012548.D\data.ms (-1103) (-) m/z 57.10 100.00%
57.1

N

5000
T I
“ %25'1 86.8 282.93 8.2 494.3 950
O Al il 1868 282.0344.7 4182 4943 w7 43.10  77.27%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24217: Pentanoic acid, 1-methylethyl ester
43.0
5000 103.0 ‘9.'\50‘ T
m/z 83.85 69.79%
O‘\‘\‘\ ’l\‘\“\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #24288: Butanoic acid, 2-methyl-, 1-methylethyl ester
43.0

=

—
9.50
5000 m/z 41.05 67.43%

103.0

I \H\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24292: Butanoic acid, 2-methyl-, 1-methylethyl ester R
57.0 9.50
m/z 55.10 66.27%

5000
116.0
Wi

o e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50

o

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12548.D

Acq On : 08 Nov 2022 12:21
Operator : CG/JU

Sample : N5407-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 24 Octanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.040 45.46 ng/ul 6364790  Naphthalene-d8 10.575
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 92
2 Phenol, 3-ethyl- 122 C8H100 000620-17-7 91
3 Phenol, 3-ethyl- 122 C8H100 000620-17-7 64
4 Phenol, 2-ethyl- 122 C8H100 000090-00-6 60
5 Phenol, 3-ethyl- 122 C8H100 000620-17-7 60

Abundance Scan 1199 (10.040 min): BP012548.D\data.ms (-1186) (- m/z 106.95 100.00%
107.0

5000

-

43.

” 10.00

lk ‘h““- o 206.1267.0 35714171 5229 m/z 60.00  62.05%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #24056: Octanoic acid
60.0

o

5000 VIV ‘
10.00
m/z 122.00 54.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #11301: Phenol, 3-ethyl-
107.0 AA
T ‘
10.00
5000 ITI/Z 73.00 45.10%
39.0
) —
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #11299: Phenol, 3-ethyl- R ‘
107.0 10.00
m/z 77.00 36.80%
5000
39.0
1P 1) S S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.00

SFAM-EPA-BP102522.M Wed Nov 09 12:37:57 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12548.D

Acq On : 08 Nov 2022 12:21
Operator : CG/JU

Sample : N5407-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 28 Phenol, 2-(1-methylethyl)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.510 43.08 ng/ul 6030800  Naphthalene-d8 10.575
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 93
2 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 91
3 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 90
4 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 86
5 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 86
Abundance Scan 1279 (10 510 min): BP012548.D\data.ms (-1274) (- m/z 121.10 100.00%
21.1
Jt |
— .
391 \ ‘ \ 10. 50
O bbb 200.9259.0 327.0384.8442.6500.1 _ 1/7 136.05  32.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18900: Phenol, 2-(1-methylethyl)-
121.0
5000
1050
m/z 103.00 23.88%
10 | ’
O‘\\\‘\%‘\‘\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18904: Phenol, 2-(1-methylethyl)-
121.0
1050
5000 m/z 91.00 20.97%
20 ||, \
A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18892: Phenol, 2-(1-methylethyl)-
121.0 1050
m/z 77.00 20.44%
5000
2011, \
O et b e e e e ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1050

SFAM-EPA-BP102522.M Wed Nov 09 12:37:58 2022 Page: 17



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP110822\

Data File : BP@12548.D

Acq On : 08 Nov 2022 12:21
Operator : CG/JU

Sample : N5407-02

Misc

ALS vial : 6

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 29 3-Cyclohexene-1-methanol, Concentration Rank 28

R.T EstConc Area Relative to ISTD R.T.
10.640  12.25 ng/ul 1715310  Naphthalene-d8 10.575
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Cyclohexene-1-methanol, .alpha... 154 C10H180 007785-53-7 91
2 .alpha.-Terpineol 154 C10H180 000098-55-5 90
3 .alpha.-Terpineol 154 C10H180 000098-55-5 86
4 .alpha.-Terpineol 154 C10H180 000098-55-5 74
5 .alpha.-Terpineol 154 C10H180 000098-55-5 52

Abundance Scan 1301 (10.640 min): BP012548.D\data.ms (-1296) (- m/z 59.10 100.00%

59.1
5000 21.1
= —

A‘H‘ 10.50 11.00

“H\M‘n 4 L1790 2951 36904335 5091 m/z 93.05 57.86%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #31331.3-Cydohexene-14nethanoL.mpha.“mphaq44ﬂn
59.0

o

%

5000
21.0 10.50 11.00

‘ m/z 121.05 48.94%
e

‘\H\’l\\l\‘l\\\\\‘\\\\‘\\\\‘H\\‘H\\‘\H\‘\H\‘\\H‘\\H‘\

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

o

Abundance #31000: .alpha.-Terpineo
59.0
— y
10.50 11.00
5000 136.0 m/z 81.10  33.93%

o

H,HJ‘“,
miz—> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #30991: .alpha.-Terpineol T —
59.0 10.50 11.00
m/z 136.05  32.23%

. Aol 1‘ N | /W

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50 11.00

r
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12548.D

Acq On : 08 Nov 2022 12:21
Operator : CG/JU

Sample : N5407-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 32 p-Cumenol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.946  31.13 ng/ul 4358670  Naphthalene-d8 10.575
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 p-Cumenol 136 C9H120 000099-89-8 95
2 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 94
3 p-Cumenol 136 C9H120 000099-89-8 91
4 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 91
5 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 91
Abundance Scan 1353 (10.946 min): BP012548.D\data.ms (-1345) (- m/z 121.00 100.00%
121.0
5000 /\
e
39.0 ‘ “ 11.00
bbbt L1 187.9  281.9340.9401.1 465.0523.1 /7 136.00  29.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18801: p-Cumeno
121.0
5000 ‘/\\ ‘
11.00
m/z 91.00 20.36%
39.0 ‘ H
O‘\\HL"“‘\A\‘!\HH f‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18901: Phenol, 3-(1-methylethyl)-
121.0
J\ T T ‘ T
11.00
5000 m/z 77.00 19.78%
39.0 \ ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18804: p-Cumenol T
121.0 11.00
m/z 103.00  15.22%
5000
28.0 /\
) N — A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12548.D

Acq On : 08 Nov 2022 12:21
Operator : CG/JU

Sample : N5407-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 34 Benzeneacetic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.522 583.89 ng/ul 81744000 Naphthalene-d8 10.575
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 94
2 Benzeneacetic acid 136 C8H802 000103-82-2 94
3 Benzeneacetic acid 136 C8H802 000103-82-2 94
4 Benzeneacetic acid 136 C8H802 000103-82-2 90
5 Benzeneacetic acid 136 C8H802 000103-82-2 64
Abundance Scan 1451 (11.522 min): BP012548.D\data.ms (-1396) (- m/z 91.05 100.00%
91.0 :
5000
’ L 11.50
0l bkl 189121022670 3504407.34655523.4 111y 136,00 29.57%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18695: Benzeneacetic acid
91.0
5000
11.50
m/z 92.05 17.82%
O\\\H‘l\‘l’\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18696: Benzeneacetic acid
91.0
T \
11.50
5000 m/z 65.00 15.97%
0“\HM"H‘w‘H‘_‘H‘H‘W“H‘H‘W‘H‘_‘H‘H‘W‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18692: Benzeneacetic acid e T
91.0 11.50
m/z 63.00 6.77%
B ,//////\/LALAA
0270, | L
m/z--> 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\BP110822\
Data File : BP@12548.D

Acq On : 08 Nov 2022 12:21
Operator : CG/JU

Sample : N5407-02

Misc

ALS vial : 6

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 35 Nonanoic acid Concentration Rank 16

R.T EstConc Area Relative to ISTD R.T.
11.628 19.83 ng/ul 2775600  Naphthalene-d8 10.575
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 53
2 Nonanoic acid 158 C9H1802 000112-05-0 50
3 Nonanoic acid 158 C9H1802 000112-05-0 49
4 Nonanoic acid 158 C9H1802 000112-05-0 38

5 Nonanoic acid 158 C9H1802 000112-05-0 38

Abundance Scan 1469 (11.628 min): BP012548.D\data.ms (-1462) (- m/z 60.00 100.00%

60.0

%

5000
129.0
H ‘ \ \ ) 11.50 12.00
Ol ML YL 2090 294.9354.9414.9474.4 543/, 73 09  96.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #35298: Nonanoic acid
60.0
5000 e ——
11.50 12.00
H 129.0 m/z 57.10 60.62%
O‘\\f‘f‘ I}\l!“r’l“
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #35299: Nonanoic acid
60.0
— —
11.50 12.00
5000 m/z 41.10 52.57%
H rg.o
o_HH‘ lJ\H\mlWm_m,mWm_m‘w‘mwu,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
—— —

Abundance #35300: Nonanoic acid
60.0 11.50 12.00
m/z 55.10 49.36%
5000
1r90
IR S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12548.D

Acq On : 08 Nov 2022 12:21
Operator : CG/JU

Sample : N5407-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 36 Benzoic acid, 3-methyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
11.663 12.62 ng/ul 1766370  Naphthalene-d8 10.575
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid, 3-methyl- 136 C8H802 000099-04-7 96
2 Benzoic acid, 3-methyl- 136 C8H802 000099-04-7 96
3 Benzoic acid, 3-methyl- 136 C8H802 000099-04-7 95
4 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 87
5 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 87
Abundance Scan 1475 (11.663 min): BP012548.D\data.ms (-1472) (- m/z 91.00 100.00%
91.0
—= —
\ 11.50 12.00
0o hplull 4 455.0215.2 283.0341.0401.045045181 1/, 136,00  62.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18706: Benzoic acid, 3-methyl-
91.0
5000 — i
11.50 12.00
m/z 119.00  37.57%
O“ZZ‘.I‘H"‘A"J‘ “\‘\\J\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18707: Benzoic acid, 3-methyl-
91.0
e —
11.50 12.00
5000 m/z 65.00 18.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18700: Benzoic acid, 3-methyl- — T
136.0 11.50 12.00
m/z 92.00 13.02%
5000
65.0
o_HLJ,wdm E — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12548.D

Acq On : 08 Nov 2022 12:21
Operator : CG/JU

Sample : N5407-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 37 Benzoic acid, 4-methyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
11.746  13.81 ng/ul 1933650  Naphthalene-d8 10.575
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 95
2 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 95
3 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 89
4 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 89
5 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 70
Abundance Scan 1489 (11.746 min): BP012548.D\data.ms (-1484) (- m/z 91.00 100.00%
91.0
- /////W‘JAJ\J¥
—= -
21 11.50 12.00
0 (457122122830 369043364993 /7 136, 00  69.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #18705: Benzoic acid, 4-methyl-
91.0
5000 = A
11.50 12.00
m/z 119.00 61.58%
()27-‘p|‘1”l “\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #18704: Benzoic acid, 4-methyl-
91.0
11.50 12.00
5000 ITI/Z 87.00 52.49%
27. J
o“wﬂvm R AR e R RS
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #18697: Benzoic acid, 4-methyl- — —T
91.0 11.50 12.00
m/z 41.10 31.11%
- //”/fyv/\KfMAAA\fﬁV\J
0‘?}8ku‘uh‘_"W‘H‘_“W‘H“H‘w‘u“u‘w“u‘ e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 11.50 12.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP110822\

Data File : BP@12548.D

Acq On : 08 Nov 2022 12:21
Operator : CG/JU

Sample : N5407-02

Misc

ALS vial : 6

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 38 (DEL) Alkane: Straight-Chai... Concentration Rank 69

R.T EstConc Area Relative to ISTD R.T.
11.834 3.80 ng/ul 532327 Naphthalene-d8 10.575
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 35
2 Dodecyl octyl ether 298 (C20H420 1000406-38-4 30
3 Decyl octyl ether 270 C18H380 1000406-38-3 30
4 Carbonic acid, dodecyl 2-ethylhe... 342 C21H4203 1000383-13-9 30
5 Hexadecyl octyl ether 354 C24H500 1000406-38-6 30

Abundance Scan 1504 (11.834 min): BP012548.D\data.ms (-1501) (. m/z 57.10 100.00%
57.1

-

5000
129.0
“ ” \H 206.9 11.50 12.00
ol AL 4, . 20692689 3558 431.9489.9548. ./, 5519  86.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33083: Decane, 2-methyl-
57.0
5000 — e
11.50 12.00
‘ m/z 73.00 80.62%
‘ 41.0
O‘\\‘\ H\\\\‘\i]\-\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

-

Abundance #197435: Dodecyl octyl ether
57.0
11.50 12.00
5000 m/z 43.10 76.99%
e
0‘H‘M‘mu_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #161354: Decyl octyl ether — —
57.0 11.50 12.00
m/z 69.10 64.30%
OJM\‘FMOO — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12548.D

Acq On : 08 Nov 2022 12:21
Operator : CG/JU

Sample : N5407-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 39 Phenol, p-tert-butyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.940 28.77 ng/ul 4028010 Naphthalene-d8 10.575
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 97
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 96
3 Phenol, m-tert-butyl- 150 C1eH140 000585-34-2 93
4 Phenol, m-tert-butyl- 150 C1eH140 000585-34-2 91
5 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 90
Abundance Scan 1522 (11.940 min): BP012548.D\data.ms (-1517) (- m/z 135.05 100.00%
135.1
5000 /\
77. l 12 00
Olrrrkpiblily [} 192.9 266,9324.6 414947275325 /7 1097.00  42.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27481: Phenol, p-tert-butyl-
135.0
5000 ‘
12 00
m/z 150.0 18.24%
7
O]‘-\S\\fo\l‘!ﬁ[l!f\l\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27474: Phenol, p-tert-butyl-
135.0
12 00
5000 14.63%
41.0 l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27479: Phenol, m-tert-butyl-
135.0 12.00
m/z 91.00 10.09%
5000
41.0 \
O‘HuMHﬂ“_‘H‘H‘w‘HW‘H‘_‘H‘H‘W‘H‘_‘H,H‘W‘ ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12548.D

Acq On : 08 Nov 2022 12:21
Operator : CG/JU

Sample : N5407-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 40 1Indole Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.093 26.65 ng/ul 3730450  Naphthalene-d8 10.575
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indole 117 C8H7N 000120-72-9 95
2 Indole 117 C8H7N 000120-72-9 91
3 Indole 117 C8H7N 000120-72-9 91
4 Indole 117 C8H7N 000120-72-9 91
5 Benzyl nitrile 117 C8H7N 000140-29-4 90

Abundance Scan 1548 (12.093 min): BP012548.D\data.ms (-1543) (- m/z 117.00 100.00%

117.0
5000
T T
58,5 12.00
Ot 220,03 204.9354.9 43534964 n/z 90.00  44.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9735: Indole
117.0
5000 = ‘

12.00
89.00 34.07%

5%0
‘\\\1‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9736: Indole
117.0

o

1200
5000 63.00 13.17%
5%0
O‘H‘qhuww‘u‘u‘W‘H‘_‘H‘H‘W‘H‘_H‘_‘H‘H‘W‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9734: Indole
117.0 1200

m/z 118.00 9.13%

5000
59.0
0 Lallod A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12548.D

Acq On : 08 Nov 2022 12:21
Operator : CG/JU

Sample : N5407-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 42 unknown-03 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.

12.275 11.35 ng/ul 1588440  Naphthalene-d8 10.575
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Cyclohexylpropionic Acid, 2,2,... 238 C11H17F302 1000376-54-1 47
2 Cycloheptane, methyl- 112 C8H16 004126-78-7 46
3 Cyclohexanemethanol, 2-methyl- 128 C8H160 002105-40-0 43
4 4,4-Dimethyl-oct-5-enal 154 C1eH180 1010143-73-6 38
5 Sulfurous acid, cyclohexylmethyl... 402 C23H4603S 1000309-22-4 35

Abundance Scan 1579 (12.275 min): BP012548.D\data.ms (-1568) (- m/z 55.05 100.00%

58.0
5000

—
| ‘ 1+5-0 12.00 12.50
. us"‘_ML_‘?0692‘64‘3‘3?‘43‘““995“49‘??‘5?‘49‘ m/z 97.10  74.55%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #120260: 3-Cyclohexylpropionic Acid, 2,2,2 trifluoroethyl
55.0

o

5000 T 7
12.00 12.50
142.0 m/z 73.00 62.78%
O,|‘fj"h‘J“J““0‘90"
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #7557: Cycloheptane, methyl-
53.0
12.‘00 12.‘50
5000 ITI/Z 41.10 60.36%
‘ 112.0
0**|**i\‘*‘|*‘”*‘w*‘*H\*Hw*HwHH\**HwH\HH\HH\HH!*
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14478: Cyclohexanemethanol, 2-methyl- T T
55.0 12.00 12.50

m/z 57.10  59.53%

e MM

OHHH""‘mwm‘mwm"‘H,HHWHWH_M,‘

T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\

. 6

Quant Method :

Quant Title

TIC Library

BP012548.D
: 08 Nov 2022 12:21
: CG/JU
: N5407-02
Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 46 n-Decanoic acid Concentration Rank 11

R.T EstConc Area Relative to ISTD R.T.
12.828 32.72 ng/ul 6315030  Acenaphthene-d10 14.428
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 94
2 n-Decanoic acid 172 C10H2002 000334-48-5 91
3 n-Decanoic acid 172 C10H2002 000334-48-5 91
4 n-Decanoic acid 172 C10H2002 000334-48-5 90
5 n-Decanoic acid 172 C10H2002 000334-48-5 72

Abundance Scan 1673 (12.828 min): BP012548.D\data.ms (-1661) (- m/z 60.00 100.00%

60.0
5000 129.1
— ==
| H | 12.50 13.00
o Aot L], 207.02651326,9  414.9477.15353 ./, 73, 00  97.15%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46962: n-Decanoic acid
60.0
5000 — —
129.0 12.50 13.00
} m/z 41.10 48.96%
O‘\\\‘TJ"\IH\M‘H\M\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

LS

Abundance #46965: n-Decanoic acid
60.0
12.50 13.00
5000 129.0 m/z 55.10 47.26%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
— —

Abundance #46966: n-Decanoic acid
73.0 12.50 13.00
m/z 129.05 44 .53%
5000
H ‘1 3.0
o_HJ,"JMHWH‘_H‘_m,‘H‘,w,w,w,w,‘ — ——
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\BP110822\
Data File : BP@12548.D

Acq On : 08 Nov 2022 12:21
Operator : CG/JU

Sample : N5407-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 49 Phenol, 2,4-bis(1-methyleth... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
13.269 15.26 ng/ul 2944690  Acenaphthene-d10 14.428
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 2,4-bis(1-methylethyl)- 178 C12H180 002934-05-6 94
2 Phenol, 2,4-bis(1-methylethyl)- 178 C12H180 002934-05-6 90
3 Propofol 178 C12H180 002078-54-8 76
4 Propofol 178 C12H180 002078-54-8 72
5 Propofol 178 C12H180 002078-54-8 70

Abundance Scan 1748 (13.269 min): BP012548.D\data.ms (-1743) (- m/z 163.10 100.00%
168.1

5000
105.0 /\M
431 —— ——4
\ m \ 13.00 13.50
0 Al 1| 221.9280.9 355.1414.9473.2534.0  1/z 178.05  24.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52845: Phenol, 2,4-bis(1-methylethyl)-
163.0
5000 —— — /\/\,
13.00 13.50
m/z 105.00 24.08%
43.0
O‘\\1‘!"1f“l\tﬁﬂl\ﬁ\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52841: Phenol, 2,4-bis(1-methylethyl)-
163.0
—r= ~
13.00 13.50
5000 ITI/Z 121.00 17.06%
43.0 103.
o"H‘,Hw‘Mwﬁh_‘H_m_m_HWH_MWWW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52794: Propofol =T e
163.0 13.00 13.50
m/z 43.10 16.91%
91.0
o‘u‘wwm‘ﬁLNWH‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_ —r —r
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\BP110822\
Data File : BP@12548.D

Acq On : 08 Nov 2022 12:21
Operator : CG/JU

Sample : N5407-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 55 Benzoic acid, p-tert-butyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.316  36.28 ng/ul 7002980  Acenaphthene-d10 14.428
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 91
2 4-tert-Butyl-2,6-dimethylphenol 178 C12H180 000879-97-0 52
3 5'-Hydroxy-2',3',4"'-trimethylace... 178 C11H1402 013667-28-2 43
4 Benzoic acid, 4-acetyl-, methyl ... 178 C10H1003 003609-53-8 43
5 1,3,4-Trimethyladamantane 178 C13H22 1000214-98-3 43

Abundance Scan 1926 (14.316 min): BP012548.D\data.ms (-1920) (- m/z 163.10 100.00%

168.1
5000
91.0

l ‘ 14.00 14.50
obduadbulill ] 26993279 401646045201 12 151 00 49.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52528: Benzoic acid, p-tert-butyl-
163.0
5000
14. 00 14 50
91.0 m/z 135.00 28.73%
2 h l “ ‘ aul \ l
O‘\\\1‘\\!1[\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52842: 4-tert-Butyl-2,6-dimethylphenol
163.0
14. 00 14 50
5000 ITI z 91.00 26.07%

o

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

Abundance  #52657: 5'-Hydroxy-2',3',4'-trimethylacetophenone
163.0 14. 00 14 50

m/z 166.00  21.68%

5000

91.0
OZQ.”\J. AN

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12548.D

Acq On : 08 Nov 2022 12:21
Operator : CG/JU

Sample : N5407-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 57 unknown-04 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.910 16.74 ng/ul 3230840  Acenaphthene-d10 14.428
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Heptanone, 6-methyl- 128 C8H160 000928-68-7 43
2 2-Heptanone, 6-methyl- 128 C8H160 000928-68-7 43
3 Cyclohexanecarboxylic acid, 2-me... 186 C10H1803 1000330-87-5 40
4 2-Octanone 128 C8H160 000111-13-7 38
5 Propanenitrile, 3-(ethylamino)- 98 C5H16N2 021539-47-9 38

Abundance Scan 2027 (14.910 min): BP012548.D\data.ms (-2020) (- m/z 43.00 100.00%
43.0

r

Abundance #60496: Cyclohexanecarboxylic acid, 2-methoxyethyl est
58.0 15.00

m/z 111.05  24.95%

5000
111
m ’ 171.1 1500
o Ll Ly ATL1 24503069 402.04606 5295 ./, 5308 76.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14374: 2-Heptanone, 6-methyl-
43.0
5000 T
15.00
m/z 55.10  44.82%
110.0
O‘\\\”!L[J‘W!f\’W\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14350: 2-Heptanone, 6-methyl-
43.0
——
15.00
5000 ITI/Z 83.10 28.30%
110.0
] —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
——

5000

118.0 186.0
O‘H“HL“ H‘,Hm‘mWm‘mwm‘mWm‘mwmw

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12548.D

Acq On : 08 Nov 2022 12:21
Operator : CG/JU

Sample : N5407-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 64 1,2-Benzenediol, 3,5-bis(1,... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.410  22.32 ng/ul 4855780  Phenanthrene-di10 17.192
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,2-Benzenediol, 3,5-bis(1,1-dim... 222 C14H2202 001020-31-1 87
2 1,2-Benzenediol, 3,5-bis(1,1-dim... 222 C14H2202 001020-31-1 86
3 1,4-Benzenediol, 2,5-bis(1,1-dim... 222 C14H2202 000088-58-4 83
4 1,4-Benzenediol, 2,5-bis(1,1-dim... 222 C14H2202 000088-58-4 80
5 1,2-Benzenediol, 3,5-bis(1,1-dim... 222 C14H2202 001020-31-1 72

Abundance Scan 2282 (16.410 min): BP012548.D\data.ms (-2276) (-] | m/z 207.10 100.00%

207.1
5000
57.1

147.0 \ 1650

bbbt Ly 1] 281.0341.0398.6_475.2535.1 ;227,15 36.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #101732: 1,2-Benzenediol, 3,5-bis(1,1-dimethylethyl)-
207.0
5000
1650

57.0 m/z 57.10 21.12%

\‘ l ‘ Yn \ l 0 || \
‘\\\\‘\WTV‘V\\\‘\\WV‘WV\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #101727: 1,2-Benzenediol, 3,5-bis(1,1-dimethylethyl)-
207.0

o

1650
5000 ITI/Z 208.10 14.39%
57.0
| 149.0 \
Oh b e L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #101723: 1,4-Benzenediol, 2,5-bis(1,1-dimethylethyl)-
207.0 1650

m/z 179.10 8.99%

5000
57.0
370
0 n 1y

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1650
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12548.D

Acq On : 08 Nov 2022 12:21
Operator : CG/JU

Sample : N5407-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 66 Benzoic acid, 3,5-bis(1,1-d... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
17.704 15.76 ng/ul 3427600  Phenanthrene-d10 17.192
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid, 3,5-bis(1,1-dimeth... 250 C15H2203 001421-49-4 74
2 Benzoic acid, 3,5-bis(1,1-dimeth... 250 C15H2203 001421-49-4 56
3 Benzoic acid, 3,5-bis(1,1-dimeth... 250 C15H2203 001421-49-4 56
4 2-Oxepanone, 7-hexyl- 198 C12H2202 016429-21-3 53
5 4-tert-Butyl-2,6-dimethylphenol, ... 250 C15H260Si 1000495-37-2 35

Abundance Scan 2502 (17.704 min): BP012548.D\data.ms (-2498) (- m/z 235.10 100.00%

235.1
85.1
5000
— ——
“ { 17.50 18.00
ol w,ﬂ”“"“{““\wM‘m‘m |293.1 376.8437.0502.9  m/z 85.16  80.39%
m/z--> o 50 100 150 200 250 300 350 400 450 500 550
Abundance #135798: Benzoic acid, 3,5-bis(1,1-dimethylethyl)-4-hydr
235.0
5000 == e
17.50 18.00

m/z 55.00 77.77%

i
] [ | I
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #135796: Benzoic acid, 3,5-bis(1,1-dimethylethyl)-4-hydr
235.0

——
17.50 18.00
5000 m/z 84.05 56.22%

57.0
11501750\
_‘\“‘,“\‘““““:"JE‘J U
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #135799: Benzoic acid, 3,5-bis(1,1-dimethylethyl)-4-hydr — —
235.0 17.50 18.00

m/z 41.10 43.56%

57.0 115. 0175.0

O frrrrprrr et e e e e e e e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00

o

o
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\

BP012548.D
: 08 Nov 2022 12:21
: CG/JU
: N5407-02
: 6 Sample Multiplier: 1

: C:\DATABASE\NIST20.L

¢ Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
. SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 68 unknown-05 Concentration Rank 9

R.T EstConc Area Relative to ISTD R.T.
18.104 41.57 ng/ul 9042200  Phenanthrene-d10 17.192
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-Methylamino-2(5H)-furanone 113 C5H7NO2 1000427-45-5 47
2 4(2'-Phenoxyethyl)-tetrahydropyran 206 C13H1802 062635-45-4 43
3 Pyrazole, 3-nitro- 113 C3H3N302 026621-44-3 43
4 2-Thiazoleacetamide, 4-methyl-, ... 228 C9H16N20SSi 1000479-77-7 43
5 .beta.-Guanidinopropionic acid 131 C4HON302 000353-09-3 43

Abundance Scan 2570 (18.104 min): BP012548.D\data.ms (-2564) (| m/z 113.00 100.00%
113.0
5000 55, /k\
— —
H H ‘ 1 0131 18.00 18.50
ol adbbbll . 2131 282.0344.0402.0 47595312 "/, 73 06 51.53%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #7781: 4-Methylamino-2(5H)-furanone
113.0
5000 — —
550 18.00 18.50
' m/z 55.10 39.88%
O \\l“\lf\‘h\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #82528: 4(2'-Phenoxyethyl)-tetrahydropyran
113.0
55.0 —r— ——
18.00 18.50
5000 m/z 85.05 32.95%
‘ ‘ 206.0
0 ‘I‘M\”n“‘e“m"um‘w‘\w‘w,w,w,w_m_m_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #7720: Pyrazole, 3-nitro- T -
113.0 18.00 18.50
m/z 69.10 32.13%
5000
40.0
o bl —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12548.D

Acq On : 08 Nov 2022 12:21
Operator : CG/JU

Sample : N5407-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 73 Dehydroabietic acid Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
20.986  12.43 ng/ul 2640840  Chrysene-d12 21.292
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dehydroabietic acid 300 C20H2802 001740-19-8 96
2 Dehydroabietic acid 300 C20H2802 001740-19-8 93
3 1-Phenanthrenecarboxylic acid, 1... 300 C20H2802 005155-70-4 93
4 Dehydroabietic acid 300 C20H2802 001740-19-8 90
5 Dehydroabietic acid 300 C20H2802 001740-19-8 90
Abundance Scan 3060 (20.986 min): BP012548.D\data.ms (-3056) (- m/z 239.15 100.00%
239.2
141.0 T
43.1 } 300.1 2100
ol byt dblipaho |11 s834208480.0546¢ 1/ 28515 6. 08%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #199993: Dehydroabietic acid
239.0
5000 141.0 éfod
43.0 300.0 '
m/z 197.10  43.847%
O ‘HH“IM“N“I“ ‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #199994: Dehydroabietic acid
285.0
——
21.00
5000 m/z 141.00 22.54%
43.0
197.0
117. 7 \
I O 1 Y 10 |
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #200035: 1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,9,10 P
285.0 21.00
m/z 240.15 18.23%
5000
43.0 197.0
‘ 129,0 \
0 “MMWNMMWMMMNWMEMMK,‘H‘}“H““W““_“‘_““‘ ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110822\
Data File : BP@12548.D

Acqg On : 08 Nov 2022 12:21
Operator : CG/JU

Sample : N5407-02

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP102522.M
Quant Title : SVOA CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone 3.034 9.1 ng/ul 1331890 1 7.775 2922170 20.0
1-Butanol, 2-me... 3.564 18.4 ng/ul 2691950 1 7.775 2922170 20.0
Propanoic acid,... 3.728 16.4 ng/ul 2389870 1 7.775 2922170 20.0
2-Pentanol, 4-m.. 3.811 132.7 ng/ul 19390100 1 7.775 2922170 20.0
1-Pentanol 3.881 16.3 ng/ul 2375550 1 7.775 2922170 20.0
Butanoic acid, ... 5.099 223.3 ng/ul 32623700 1 7.775 2922170 20.0
Butanoic acid, 5.287 68.8 ng/ul 10050300 1 7.775 2922170 20.0
1-Hexanol, 2-et... 7.864 57.8 ng/ul 8439550 1 7.775 2922170 20.0
unknown-01 8.811 16.6 ng/ul 2417660 1 7.775 2922170 20.0
Hexanoic acid, ... 9.258 71.3 ng/ul 9977330 2 10.575 2799960 20.0
unknown-02 9.516 16.3 ng/ul 2278560 2 10.575 2799960 20.0
Octanoic acid 10.040 45.5 ng/ul 6364790 2 10.575 2799960 20.0
Phenol, 2-(1-me... 10.510 43.1 ng/ul 6030800 2 10.575 2799960 20.0
3-Cyclohexene-1... 10.640 12.3 ng/ul 1715310 2 10.575 2799960 20.0
p-Cumenol 10.946 31.1 ng/ul 4358670 2 10.575 2799960 20.0
Benzeneacetic acid 11.522 583.9 ng/ul 81744000 2 10.575 2799960 20.0
Nonanoic acid 11.628 19.8 ng/ul 2775600 2 10.575 2799960 20.0
Benzoic acid, 3... 11.663 12.6 ng/ul 1766370 2 10.575 2799960 20.0
Benzoic acid, 4... 11.746 13.8 ng/ul 1933650 2 10.575 2799960 20.0
(DEL) Alkane: S... 11.834 3.8 ng/ul 532327 2 10.575 2799960 20.0
Phenol, p-tert-... 11.940 28.8 ng/ul 4028010 2 10.575 2799960 20.0
Indole 12.093 26.6 ng/ul 3730450 2 10.575 2799960 20.0
unknown-03 12.275 11.4 ng/ul 1588440 2 10.575 2799960 20.0
n-Decanoic acid 12.828 32.7 ng/ul 6315030 3 14.428 3860150 20.0
Phenol, 2,4-bis... 13.269 15.3 ng/ul 2944690 3 14.428 3860150 20.0
Benzoic acid, p... 14.316 36.3 ng/ul 7002980 3 14.428 3860150 20.0
unknown-04 14.910 16.7 ng/ul 3230840 3 14.428 3860150 20.0
1,2-Benzenediol... 16.410 22.3 ng/ul 4855780 4 17.192 4350850 20.0
Benzoic acid, 3... 17.704 15.8 ng/ul 3427600 4 17.192 4350850 20.0
unknown-05 18.104 41.6 ng/ul 9042200 4 17.192 4350850 20.0
Dehydroabietic ... 20.986 12.4 ng/ul 2640840 5 21.292 4248520 20.0
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