LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc :

ALS Vvial : 17 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-BP050124.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@20250.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.652 431 436 444 rVB3 409571 654084 0.81% 0.197%
2 5.899 470 478 486 rBV5 307586 825967 1.02% 0.249%
3 6.175 520 525 529 rBV 577080 826610 1.02%  0.249%
4 6.281 535 543 553 rVB3 758867 1954932 2.41% 0.590%
5 6.605 594 598 602 rVB 836998 1170083 1.44% 0.353%
6 6.658 602 607 611 rVB 771132 1025818 1.27% 0.310%
7 6.705 611 615 618 rBv2 453516 679380 0.84% 0.205%
8 6.763 618 625 629 rVV3 1355521 2641393 3.26% 0.797%
9 6.840 635 638 643 rVB 591307 879092 1.09% 0.265%
106 6.928 643 653 658 rBV5 470688 1236864 1.53% 0.373%
11 6.993 658 664 671 rBV5 522219 1562825 1.93% 0.472%
12 7.087 676 680 687 rVB3 652268 1134283 1.40% 0.342%
13 7.158 687 692 698 rVB3 1020687 1709290 2.11% 0.516%
14 7.228 698 704 715 rVB2 5249162 8987020 11.09% 2.712%
15 7.322 715 720 724 rVB3 425627 726123 0.90% 0.219%
16 7.416 730 736 742 rVB3 847690 2112950 2.61% 0.638%
17 7.516 743 753 757 rBV4 1471543 4141714 5.11% 1.250%
18 7.575 757 763 768 rVB 4193676 6760003 8.34% 2.040%
19 7.663 772 778 783 rVB3 1342997 2943205 3.63% 0.888%
20 7.722 783 788 793 rBV 1468941 3037909 3.75% 0.917%
21 7.781 793 798 802 rVB2 1754522 2685853 3.32% 0.810%
22 7.852 806 810 812 rBV 872766 1256276 1.55% 0.379%
23 7.881 812 815 822 rVB3 1527070 2389913 2.95% 0.721%
24 7.940 822 825 834 rVB4 720448 1438574 1.78% 0.434%
25 8.028 835 840 846 rVB5 876846 1654833 2.04% 0.499%
26 8.122 847 856 859 rBV2 2479634 6079229 7.50% 1.834%
27 8.181 863 866 871 rVB 2291731 3179263 3.92% 0.959%
28 8.252 871 878 883 rBV2 3647719 7399112 9.13%  2.233%
29 8.357 888 896 900 rBV2 2760786 5300584 6.54% 1.599%
30 8.422 900 907 923 rVB3 1893753 8700757 10.74% 2.626%
31 8.557 924 930 934 rBV2 1280400 2710919 3.35% 0.818%
32 8.605 934 938 943 rVB 1447731 2317244 2.86% 0.699%
33 8.669 943 949 950 rBV3 1460291 2428377 3.00% 0.733%
34 8.699 951 954 963 rVB4 2090977 3709588 4.58% 1.119%
35 8.787 964 969 971 rBV2 2238599 3665946 4.52% 1.106%

36 8.834 971 977 984 rVB 13032803 23556602 29.08% 7.108%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc :

ALS Vvial : 17 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-BP050124.MA.M
Title : SVOA CALIBRATION
37 8.905 984 989 991 rBV3 1576548 2637464 3.26% 0.796%
38 8.946 991 996 1003 rVB5 2250122 5168801 6.38% 1.560%
39 9.046 1004 1013 1020 rBV4 1673212 5195019 6.41% 1.568%
40 9.228 1039 1044 1048 rBV 1910961 3110761 3.84% 0.939%
41  9.281 1050 1053 1056 rVV 623907 842045 1.04%  0.254%
42 9.463 1078 1084 1088 rBV3 1205682 2831240 3.49% 0.854%
43 9.510 1089 1092 1097 rVV3 1272412 2352989 2.90% 0.710%
44  9.557 1097 1100 1104 rVV2 1243797 2147299 2.65% ©0.648%
45 9.599 1104 1107 1111 rVV2 1119959 1658951 2.05% ©0.501%
46 9.663 1111 1118 1122 rVB2 1179236 2544030 3.14% 0.768%
47  9.728 1124 1129 1134 rBV3 1206627 1896590 2.34% 0.572%
48 9.799 1135 1141 1147 rVV3 1800111 3445137 4.25% 1.040%
49 9.852 1148 1150 1155 rVB2 775894 999649 1.23% 0.302%
50 9.910 1156 1160 1163 rBV 926475 1287841 1.59% 0.389%
51 9.969 1163 1170 1175 rVB5 884518 2174753 2.68% 0.656%
52 10.034 1175 1181 1185 rBv3 575904 933418 1.15% 0.282%
53 10.093 1185 1191 1198 rVB4 684409 1544003 1.91% 0.466%
54 10.257 1213 1219 1229 rBV8 416013 1333955 1.65% ©0.403%
55 10.357 1229 1236 1240 rBV 4246772 6661173 8.22% 2.010%
56 10.499 1255 1260 1263 rBV 1102580 1771244 2.19% 0.534%
57 10.540 1263 1267 1274 rVV2 974824 1806414 2.23%  ©.545%
58 10.757 1299 1304 1310 rBV3 345445 697760 0.86% 0.211%
59 11.399 1408 1413 1430 rBv4 374117 939479 1.16% 0.283%
60 11.810 1478 1483 1488 rVV2 544946 907486 1.12% 0.274%
61 12.251 1551 1558 1563 rBV2 926621 1761716 2.17% ©.532%
62 13.093 1696 1701 1709 rVV3 386900 746818 0.92% 0.225%
63 13.328 1736 1741 1748 rVB4 725474 1483885 1.83% 0.448%
64 13.451 1757 1762 1768 rVB3 462460 874018 1.08% 0.264%
65 13.634 1790 1793 1802 rVV5 465120 1039661 1.28% 0.314%
66 13.716 1802 1807 1811 rVV 1005537 1467637 1.81% 0.443%
67 13.916 1836 1841 1842 rBV 592203 729334 0.90%  0.220%
68 13.940 1842 1845 1848 rVV3 626512 859821 1.06% 0.259%
69 13.981 1848 1852 1858 rVB2 866264 1322673 1.63% 0.399%
70 14.051 1859 1864 1869 rBV 875550 1364903 1.68% 0.412%
71 14.122 1869 1876 1880 rBV2 499878 950545 1.17% 0.287%
72 14.292 1900 1905 1911 rVB2 989630 1774910 2.19% 0.536%
73 14.363 1911 1917 1921 rBV 1055283 1544739 1.91% 0.466%
74 14.545 1938 1948 1951 rBV 2660324 5031388 6.21% 1.518%
75 14.892 2004 2007 2012 rVV5 576216 1051504 1.30% 0.317%

76 14.963 2012 2019 2025 rVB2 1481421 2922245 3.61% 0.882%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc :

ALS Vvial : 17 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-BP050124.MA.M
Title : SVOA CALIBRATION

77 15.157 2048 2052 2059 rVB3 577158 890938 1.10% 0.269%
78 15.316 2074 2079 2087 rVB 1447316 2367627 2.92% 0.714%
79 15.422 2088 2097 2102 rBV6 422829 953712 1.18% 0.288%
80 15.604 2123 2128 2135 rBV4 353205 905756 1.12% 0.273%

81 15.804 2153 2162 2167 rBV2 351063 893036 1.10% ©.269%
82 16.816 2321 2334 2339 rBV2 28422255 81015527 100.00% 24.447%
83 17.145 2384 2390 2397 rBV 1062293 1858894  2.29% 0.561%
84 17.251 2402 2408 2413 rBV 1553229 2545225 3.14% ©.768%
85 18.098 2548 2552 2562 rVB2 483567 819228 1.01% ©.247%

86 19.069 2713 2717 2721 rBV 696871 897167 1.11% 0.271%
87 19.639 2809 2814 2818 rBV 1804793 2709675 3.34% 0.818%
88 19.686 2818 2822 2826 rVB2 1610165 2003328 2.47% 0.605%
89 20.245 2912 2917 2924 rVB 2668337 3419028 4.22% 1.032%
90 20.780 3003 3008 3016 rVB 3614153 4373773 5.40% 1.320%
91 21.316 3094 3099 3108 rVB 2996886 4705070 5.81% 1.420%
92 21.633 3148 3153 3158 rBV2 860507 1439287 1.78% 0.434%
93 21.904 3193 3199 3205 rBV 2264278 3670375 4.53% 1.108%
94 22.557 3304 3310 3317 rVB 1654252 2770051 3.42% 0.836%
95 23.304 3430 3437 3448 rVB 993956 2166564 2.67% 0.654%
96 24.180 3579 3586 3598 rVB 646217 1657168 2.05% 0.500%
97 24.774 3678 3687 3699 rVB2 792483 2179727 2.69% 0.658%
98 25.010 3718 3727 3737 rVB2 609294 1902745 2.35% ©.574%
99 25.198 3752 3759 3774 rVB 442223 1232766 1.52% 0.372%
100 26.409 3959 3965 3975 rVB 276053 720975 ©.89% 0.218%

Sum of corrected areas: 331393555
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP020250.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 64
R.T. EstConc Area Relative to ISTD R.T.
5.652 4.44 ng/ul 654084 1,4-Dichlorobenzene-d4 7.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 76
2 Nonane 128 C9H20 000111-84-2 72
3 Nonane 128 C9H20 000111-84-2 68
4 Silane, trichlorodocosyl- 442 C22H45C13Si 007325-84-0 64
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64
Abundance Scan 436 (5.652 min): BP020250.D\data.ms (-431) (-) m/z 43.05 100.00%
43.0
- M
R e EREEEE S
‘ 128.2 5.40 5.60 5.80 6.00
oA LURTPT 2083 281.1342.9 4096 5041 n/; 57,10 94.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14520: Nonane
43.0
5000 L L B B LR B
5.40 5.60 5.80 6.00
m/z 41.10 61.09%
Lo
O‘\\T ‘\‘\\\“\\‘1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14521: Nonane
43.0
AT R
5.40 5.60 5.80 6.00
5000 m/z 85.10 36.91%
‘ | ‘ ‘ 128.0
0 Al e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14523: Nonane PR T T
43.0 5.40 5.60 5.80 6.00
m/z 55.10 28.61%
5000
: \ || 2200
et ST
m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.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 (DEL) Alkane: Cyclic5.899 Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.
5.899 5.61 ng/ul 825967 1,4-Dichlorobenzene-d4 7.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-1,2-Diethyl cyclopentane 126 CSH18 000932-40-1 55
2 Sulfurous acid, cyclohexylmethyl... 388 C22H4403S 1000309-22-3 38
3 2-Heptenal, 2-methyl- 126 C8H140 030567-26-1 38

4 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 30
5 4-Hepten-3-one, 4-methyl- 126 C8H140 022319-31-9 30

Abundance Scan 478 (5.899 min): BP020250.D\data.ms (-470) (-) m/z 57.05 100.00%

57.0

.

5000
125.2 R AT
‘ ‘ 5.60 5.80 6.00 6.20
ol bbbl | 2071 2821 390.94551 549 ./, 4319 95.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13265: trans-1,2-Diethyl cyclopentane
55.0
5.60 5.80 6.00 6.20
m/z 55.05 89.58%
26.0
0 H HJ \ ||\
‘\H\‘\\r\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\H‘\\\\‘\\H‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #294050: Sulfurous acid, cyclohexylmethyl pentadecyl es

3

97.0
R RRNRARRREERT S
5.60 5.80 6.00 6.20
5000 m/z 41.05 78.68%
220 |  2u0
R e AR Eaaas e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12994: 2-Heptenal, 2-methyl- e RSBAREEEEE S
41.0 5.60 5.80 6.00 6.20
126.0 m/z 97.10 73.76%
5000
0_‘”{‘u'n“e‘u'_‘uw‘H‘HH‘m‘_m‘mwm‘mwm_ M
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\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124 .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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
6.175 5.62 ng/ul 826610 1,4-Dichlorobenzene-d4 7.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 91
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 90
3 Nonane, 3-methyl- 142 C1leH22 005911-04-6 87
4 Nonane, 3-methyl- 142 C1eH22 005911-04-6 83
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 80
Abundance Scan 525 (6.175 min): BP020250.D\data.ms (-520) (-) m/z 57.10 100.00%
57.1
5000
195.2 5.80 6.00 6.20 6.40
ol dMLI§P22 1929 2811342.14015 47535387 1/, 71.10  66.39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22104: Octane, 2,6-dimethyl-
57.0
5000
5.80 6.00 6.20 6.40
m/z 43.10 51.60%
O‘\\‘l\‘\"\h\l\l‘l\lb\.\(\)‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5.80 6.00 6.20 6.40
5000 m/z 41.10 45 .45%
o"J\M,wwhﬁ??:?H‘_H‘_m‘Hwww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22077: Nonane, 3-methyl- R RARAR R
57.0 5.80 6.00 6.20 6.40
m/z 56.10 31.09%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.80 6.00 6.20 6.40
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Data Path : Z:
Data File : BP

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124 .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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
6.281 13.28 ng/ul 1954936  1,4-Dichlorobenzene-dd  7.622
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl-2-methyl- 142 cle2 014676-29-0 64

2 1,3,2-Dioxaborolane, 4,4-dimethy... 142 C6H11BO3 1000063-89-2 59
3 4-0Octylcyclohexanone 210 C14H260 1000428-94-1 53
4 Heptane, 4-(1-methylethyl)- 142 C10H22 052896-87-4 50
5 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 50

Abundance Scan 543 (6.281 min): BP020250.D\data.ms (-535) (-)
57.1

m/z 57.10 100.00%

=

5000
e RERREmaRE L
‘ LZS ) 6.00 6.20 6.40 6.60
b AdLLIZS2 207.1267.9327.2387.1 454.2 5253 /7 43.10  40.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22127: Heptane, 3-ethyl-2-methyl-
57.0
5000 L B L L L N LR
6.00 6.20 6.40 6.60
m/z 41.10 37.52%
142.0
O‘\\H\‘\“i\“l\ll\’\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22350: 1,3,2-Dioxaborolane, 4,4-dimethyl-5-oxo-, 2-ethy

=

57.0
R RARRRREE S S
6.00 6.20 6.40 6.60
5000 m/z 98.15 32.84%
A S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #87554: 4-Octylcyclohexanone N RRARREESRE S L
57.0 6.00 6.20 6.40 6.60
m/z 56.10  21.49%
5000
\ 139.0
0 \‘ ” WL
e A R RRARaEES LSS

m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124 .MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 48

R.T. EstConc Area Relative to ISTD R.T.
6.605 7.95 ng/ul 1170080 1,4-Dichlorobenzene-d4 7.622
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 59
2 Nonane, 4-methyl- 142 C10H22 017301-94-9 53
3 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 53
4 Nonane, 2-methyl- 142 C1eH22 000871-83-0 53
5 Heptane, 3-ethyl- 128 C9H20 015869-80-4 50
Abundance Scan 598 (6.605 min): BP020250.D\data.ms (-594) (-) m/z 57.10 100.00%
57.1
e R ARSRARRNE
1 l ‘ 6.20 6.40 6.60 6.80 7.00
Obrrrkidds [ 14222000 2811 357.04185 4943  n/; 43.10  56.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22118: Heptane, 2,3,4-trimethyl-
57.0
5000 | LA R B R
6.20 6.40 6.60 6.80 7.00
“ m/z 71.18  39.78%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22076: Nonane, 4-methyl-

o
o jn S
1 .
o

6.20 6.40 6.60 6.80 7.00
m/z 41.10 34.69%

5000
M ’1420
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59060: Undecane, 4,5-dimethyl- R AARAREE T
57.0 6.20 6.40 6.60 6.80 7.00
m/z 70.10 31.75%
B kﬁﬁA”«A/KJ\VJ\\f\AJL
‘ ‘ 141.0
o_“‘\“HMJHWm,uH‘mWm_memm_m_ R R EEREE B

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80 7.00

SFAM-EPA-BP050124.MA.M Thu May 09 19:44:43 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.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 (DEL) Alkane: Straight-Chai... Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
6.658 6.97 ng/ul 1025820 1,4-Dichlorobenzene-d4 7.622
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2-methyl- 142 C1eH22 000871-83-0 78
2 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 64
3 Nonadecane 268 C19H40 000629-92-5 64
4 Decane 142 C1eH22 000124-18-5 64
5 Decane, 2-methyl- 156 C11H24 006975-98-0 59
Abundance Scan 607 (6.658 min): BP020250.D\data.ms (-602) (-) m/z 57.10 100.00%
57.1

A ABBEERRE S

‘ ‘ ‘ ‘ | 2792 6.40 6.60 6.80 7.00
oAU 1212 2071 2831 3550 44825091 L/, 4310  84.44%

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

Abundance #22074: Nonane, 2-methyl-

43.0
5000 L L L LA BN B B
6.40 6.60 6.80 7.00
m/z 41.10 51.86%
‘l Lo
O i JTW\g\\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #193304: 1-lodo-2-methylundecane
57.0
AR E
6.40 6.60 6.80 7.00
5000 m/z 71.10 41.84%
0 ULl 300 296.0
A e e e AR REEEE S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #158600: Nonadecane R RRAREE SR
57.0 6.40 6.60 6.80 7.00
m/z 85.10  25.80%
- MN\/\/\/L/\/
ol WMLLIEI0 270 2680 o WAV Y
m/z--> 50 100 150 200 250 300 350 400 450 500 6.40 6.60 6.80 7.00

SFAM-EPA-BP050124.MA.M Thu May 09 19:44:44 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 63
R.T. EstConc Area Relative to ISTD R.T.
6.705 4.62 ng/ul 679380 1,4-Dichlorobenzene-d4 7.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 53
2 Cyclohexane, 1l-ethyl-2,3-dimethyl- 140 C10H20 007058-05-1 49
3 Cyclohexane, 2-ethyl-1,3-dimethyl- 140 C10H20 007045-67-2 43
4 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 38
5 2,3,4-Trimethyl-hex-3-enal 140 C9H160 1000193-72-9 38
Abundance Scan 615 (6.705 min): BP020250.D\data.ms (-611) (-) m/z 105.10 100.00%
105.1
50001 41.
\ H‘ H 6.40 6.60 6.80 7.00
ol Lbblidy | 1928 2810 3720 4511 8216 n/; 69.10  74.47%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
5000 L B L B B
6.40 6.60 6.80 7.00
m/z 111.20 57.99%
550 )|
OH‘\‘\“‘\“H\‘\H\H‘\\H‘\H\‘\H\‘\\H‘\\H‘\\H‘\\H‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #20757: Cyclohexane, 1-ethyl-2,3-dimethyl-
69.0
R REAEREEEE R
6.40 6.60 6.80 7.00
5000 m/z 55.10 48.18%
140.0
oHW"J «Iw_m"‘H"mw""H_m_mwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #20756: Cyclohexane, 2-ethyl-1,3-dimethyl- R REAEaEE !
69.0 6.40 6.60 6.80 7.00
m/z 71.10 44.54%
5000
” ‘ } | 140.0
0 e e e i M
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.40 6.60 6.80 7.00

SFAM-EPA-BP050124.MA.M Thu May 09 19:44:46 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.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 (DEL) Alkane: Cyclic7.087 Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
7.087 7.71 ng/ul 1134280 1,4-Dichlorobenzene-d4 7.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-1-methyl- 126 CSH18 004926-90-3 53
2 Cyclohexane, (bromomethyl)- 176 C7H13Br 002550-36-9 53
3 Cyclohexane, 1-methyl-4-(1-methy... 140 C10OH20 006069-98-3 53
4 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 50
5 Cyclohexane, 1-bromo-2-methyl- 176 C7H13Br 006294-39-9 50
Abundance Scan 680 (7.087 min): BP020250.D\data.ms (-676) (-) m/z 97.20 100.00%
97.2

-

5000
A e
351. ‘H | 6.80 7.00 7.20 7.40
O bpdddy | 2069 2811 3941  489.5547¢ .., 55 19 77.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13269: Cyclohexane, 1-ethyl-1-methyl-
97.0
5000 L B L B L N R
6.80 7.00 7.20 7.40
3# m/z 69.10 27.38%
O‘\\H\‘\H‘\JL}{\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #51234: Cyclohexane, (bromomethyl)-
97.0
R R e RS
6.80 7.00 7.20 7.40
5000 m/z 83.10 25.21%
39.(
L 1780
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #20786: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis- R R RRRRRE
55.0 6.80 7.00 7.20 7.40

m/z 81.10 21.66%

5000

3

J ’ 140.0

0‘\\h\\,‘u1\‘\“\u!‘\u\‘\u\‘\uWu\‘\m‘\m‘\m‘uu‘\ VT
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.80 7.00 7.20 7.40

SFAM-EPA-BP050124.MA.M Thu May 09 19:44:47 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.228 61.07 ng/ul 8987020 1,4-Dichlorobenzene-d4 7.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C1eH22 000124-18-5 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Decane 142 C1eH22 000124-18-5 90
4 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 83
5 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 83
Abundance Scan 704 (7.228 min): BP020250.D\data.ms (-698) (-) m/z 57.10 100.00%
57.1
5000
1 142.3 7.00 7.20 7.40 7.60
ol ST 20712676 381344285025 ;m/z 43.16  85.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22068: Decane
43.0
5000 j\’\\u\‘uu,uu‘uu‘\u
7.00 7.20 7.40 7.60
m/z 41.10 49.82%
O d | J’l 14120
‘\\\ ’\f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74006: Tetradecane
57.0
R a
7.00 7.20 7.40 7.60
5000 m/z 71.10 43.31%
. || pz70 1080
I o o RN EEEREEEEaR e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 A\
Abundance #22067: Decane AR S ARARARES
43.0 7.00 7.20 7.40 7.60
m/z 85.15 28.90%
5000
U1, s
0 e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.00 7.20 7.40 7.60

SFAM-EPA-BP050124.MA.M Thu May 09 19:44:48 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.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 Sulfurous acid, cyclohexylm... Concentration Rank 61
R.T. EstConc Area Relative to ISTD R.T.
7.322 4.93 ng/ul 726123  1,4-Dichlorobenzene-d4 7.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, cyclohexylmethyl... 402 C23H4603S 1000309-22-4 78
2 Sulfurous acid, cyclohexylmethyl... 234 C11H2203S 1000309-21-3 72
3 Sulfurous acid, butyl cyclohexyl... 234 C11H2203S 1000309-21-4 72
4 Sulfurous acid, cyclohexylmethyl... 262 C13H2603S 1000309-21-5 72
5 Sulfurous acid, cyclohexylmethyl... 360 C20H4003S 1000309-22-1 72
Abundance Scan 720 (7.322 min): BP020250.D\data.ms (-715) (-) m/z 97.10 100.00%
97.1
- WJ\MM
T AREEaEREEES RS
3#. \ 7.00 7.20 7.40 7.60

obAilil 1p4.3215.9 2811 367.3417.4  BI78 ./, 5510  64.88%

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

Abundance #303682: Sulfurous acid, cyclohexylmethyl hexadecyl est

97.0
5000 UL L B R I R B |
7.00 7.20 7.40 7.60
m/z 81.10 32.79%
02?1#’,.\! ||, 1550 2250
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #115564: Sulfurous acid, cyclohexylmethyl isobutyl ester
97.0
R RamEE s AR
7.00 7.20 7.40 7.60
5000 m/z 41.10 25.03%
N
N
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #115563: Sulfurous acid, butyl cyclohexylmethyl ester e
97.0 7.00 7.20 7.40 7.60
m/z 83.10  20.26%
5000
il
0 J“U‘u\ku\“_uW‘H‘m"HH‘mWm_m_m‘mw s —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.00 7.20 7.40 7.60

SFAM-EPA-BP050124.MA.M Thu May 09 19:44:50 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.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 (DEL) Alkane: Straight-Chai... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
7.416 14.36 ng/ul 2112950 1,4-Dichlorobenzene-d4 7.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octene, 2,2-dimethyl- 140 C10H20 086869-76-3 43
2 Cyclopentane, 1-butyl-2-ethyl- 154 C11H22 ©72993-32-9 43
3 4,8-Dimethyl-4-hydroxy-1-nonene 170 C11H220 1000432-13-0 38
4 1,2,2-Trimethylpropyl trifluoroa... 198 C8H13F302 116465-21-5 38
5 1-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 30

Abundance Scan 736 (7.416 min): BP020250.D\data.ms (-730) (-) m/z 57.10 100.00%

57.1
5000
139.2
RRAEEREEEAEEEES e
‘ ‘ ‘ \ 7.00 7.20 7.40 7.60 7.80
ob bbb 212.2 299.8364.44201 5122  nm/7 69.10  73.72%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #20699: 3-Octene, 2,2-dimethyl-
69.0
5000 I L L R R
7.00 7.20 7.40 7.60 7.80
m/z 43.10 53.66%
’ ‘ 140.0
O \\”\H‘A\lU\J\I‘\\‘\!‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #31459: Cyclopentane, 1-butyl-2-ethyl-
69.0
ERREAREEEE R
7.00 7.20 7.40 7.60 7.80
5000 m/z 41.10 53.52%
o Uik lgse0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #45419: 4,8-Dimethyl-4-hydroxy-1-nonene A a A ARA R an R
69.0 7.00 7.20 7.40 7.60 7.80
m/z 83.10 51.58%
5000
129.0
ol ’, ARSI A Aa
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.00 7.20 7.40 7.60 7.80

SFAM-EPA-BP050124.MA.M Thu May 09 19:44:51 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.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 Cyclobutylcarboxamide, N-al... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.516 28.14 ng/ul 4141716  1,4-Dichlorobenzene-d4  7.622
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutylcarboxamide, N-allyl- 139 CBH13NO 1060340-36-9 53

2 2-Ethyl-1-hexanol, trifluoroacetate 226 C10H17F302 053800-08-1 43
3 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 38
4 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 38
5 Octane 114 C8H18 000111-65-9 35

Abundance Scan 753 (7.516 min): BP020250.D\data.ms (-743) (-) m/z 57.10 100.00%
57.1

5

5000
ZVREATEN VAV AT
| } M ‘ 13?-2 7.20 7.40 7.60 7.80
obAldbd | 20712711 359.9420.3 4969 ./, 43.10 58.30%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20545: Cyclobutylcarboxamide, N-allyl-
57.0
5000 U L R L R
7.20 7.40 7.60 7.80
139.0 m/z 41.10  50.32%
O‘\\“\l\H\l\\I\L‘h\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

3

Abundance #106104: 2-Ethyl-1-hexanol, trifluoroacetate
57.0
P
7.20 7.40 7.60 7.80
5000 m/z 69.10 34.36%
o L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #59083: Decane, 2,5,6-trimethyl- e
57.0 7.20 7.40 7.60 7.80

m/z 55.10  29.35%

- W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.20 7.40 7.60 7.80

SFAM-EPA-BP050124.MA.M Thu May 09 19:44:54 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 13 Mesitylene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
7.722  20.64 ng/ul 3037910 1,4-Dichlorobenzene-d4 7.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 93
Abundance Scan 788 (7.722 min): BP020250.D\data.ms (-783) (-) m/z 105.10 100.00%

106.1
5000 /\/\/

39.1 M 7.40 7.60 7.80 8.00
ol Liuhlild 1983 267.18252  437.34959 /7 179.15  37.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10692: Mesitylene
105.0
5000 \\‘\\\\‘\\\\‘\\\\‘\\\\’J
7.40 7.60 7.80 8.00
m/z 77.10 14.10%
39.0 ‘
O‘\\\J\iLI\HJ\\\‘J\“\‘\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
AR BEREEEEEE
7.40 7.60 7.80 8.00
5000 ITI/Z 91.10 11.92%
39.0
o‘HMJ«;LJMJ(Hmum_‘H,Hu,mWm_m_mwwmm
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10710: Benzene, 1,2,3-trimethyl- R RN e
105.0 7.40 7.60 7.80 8.00
m/z 119.15 10.65%
5000
39.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.40 7.60 7.80 8.00

SFAM-EPA-BP050124.MA.M Thu May 09 19:44:55 2024 Page: 17



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
BP020250.D

: 08 May 2024 23:42
: MA/JU
: P2369-16

17

hod
le

ry

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124 .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 14 (DEL) Alkane: Straight-Chai... Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
7.781  18.25 ng/ul 2685850 1,4-Dichlorobenzene-d4 7.622
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 52
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 50
3 1-Pentanol, 4-methyl-2-propyl- 144 C9H200 054004-41-0 50
4 Tetratetracontane 619 C44H99 007098-22-8 50
5 Hexadecane 226 C16H34 000544-76-3 47

Abundance Scan 798 (7.781 min): BP020250.D\data.ms (-793) (-) m/z 57.10 100.00%
57.1

§

5000
T
‘ M ]“?7 5 7.40 7.60 7.80 8.00 8.20
Ol AL 1908 261.0 327.9388.7 466.1528.4  n/z 71.10  64.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90189: Pentadecane
57.0
5000 T T T T[T T[T r[Trrrrl
7.40 7.60 7.80 8.00 8.20
m/z 41.10 58.75%
Uz a0
O‘\\\\"1\\\‘1\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

3

Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
D
7.40 7.60 7.80 8.00 8.20
5000 ITI/Z 43.10 52.03%
|z 1570
_‘H,‘H“H‘w"H“H‘_“w“u‘u“_“W‘H“H““
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24448: 1-Pentanol, 4-methyl-2-propyl- e
57.0 7.40 7.60 7.80 8.00 8.20
m/z 55.10 45.52%
- A/MW\/\
‘ ‘}1260

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.40 7.60 7.80 8.00 8.20

SFAM-EPA-BP050124.MA.M Thu May 09 19:44:57 2024 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.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 (DEL) Alkane: Straight-Chai... Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
7.852 8.54 ng/ul 1256280 1,4-Dichlorobenzene-d4 7.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Methylnonadecane 282 C20H42 056862-62-5 72
2 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 72
3 Decane, 3-methyl- 156 C11H24 013151-34-3 62
4 Undecane, 3-methyl- 170 C12H26 001002-43-3 59
5 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 59

Abundance Scan 810 (7.852 min): BP020250.D\data.ms (-806) (-) m/z 57.10 100.00%

57.1
127.2 A Raman e
‘ \ 7.60 7.80 8.00 8.20
ol Adbil L 2203  3202389.44473 5181 ./, 71.10 68.71%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176388: 10-Methylnonadecane
57.0
5000 L L B B LA L
7.60 7.80 8.00 8.20
154.0 m/z 85.18 53.78%
O\\J\‘\“‘\‘T‘\ll\m"\“\A\\‘}\\\\‘\\\%6\?.\(\)‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #152677: Sulfurous acid, butyl nonyl ester
57.0
R A REE
7.60 7.80 8.00 8.20
5000 m/z 41.10 49, 85%
127.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33092: Decane, 3-methyl- R A RRRERRE
57.0 7.60 7.80 8.00 8.20
m/z 43.10 38.96%
5000
\ 127.0
o~ Vo T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20

SFAM-EPA-BP050124.MA.M Thu May 09 19:44:58 2024 Page: 19



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
BP020250.D

: 08 May 2024 23:42
: MA/JU
: P2369-16

: 17  Sample Multiplier: 1

hod
le

ry

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124 .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 16 (DEL) Alkane: Cyclic7.881 Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.

7.881 16.24 ng/ul 2389910 1,4-Dichlorobenzene-d4 7.622
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 90
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 87
3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 80
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 72
5 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 72
Abundance Scan 815 (7.881 min): BP020250.D\data.ms (-812) (-) m/z 83.10 100.00%

83.1
o M@AJ\A/W

H| 141.2 7.60 7.80 8.00 8.20
Al 207 00es 30643803 aote T ss 10 67.32%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20677: Cyclohexane, butyl-
83.0
5000 \\\‘\\\\‘\\\\’\\\\‘\\\\

7.60 7.80 8.00 8.20
m/z 82.10 58.49%

15y | 140

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

o

=

Abundance #20675: Cyclohexane, butyl-
83.0
e A RBARE s s
7.60 7.80 8.00 8.20
5000 m/z 67.10 23.00%
oSOl 10
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #20678: Cyclohexane, butyl- T mmm A RRR
83.0 7.60 7.80 8.00 8.20
m/z 41.10 18.65%
B M
0 ]-5*‘5“ L hl I l4h'0
-t R RABRRENEA

m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.60 7.80 8.00 8.20

SFAM-EPA-BP050124.MA.M Thu May 09 19:45:00 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.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 (DEL) Alkane: Cyclic7.940 Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
7.940 9.78 ng/ul 1438570  1,4-Dichlorobenzene-d4 7.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 59
2 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 53
3 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 53
4 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 53
5 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 50
Abundance Scan 825 (7.940 min): BP020250.D\data.ms (-822) (-) m/z 97.20 100.00%
97.2
R
39,1 ‘ ‘ 7.60 7.80 8.00 8.20

obdllili 2882 2713 3412 4150 5253 .55 1 g4.c0%

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

Abundance #7670: Cyclohexane, 1,3-dimethyl-, cis-

97.0
5000 L L R B R
7.60 7.80 8.00 8.20
m/z 41.10 34.09%
il
0‘\\“\L|‘J\l1‘!h\‘1‘\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13276: 1-Ethyl-3-methylcyclohexane (c,t)
97.0

7.60 7.80 8.00 8.20
5000 m/z 56.10 27.77%

i
L B S S S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13287: Cyclohexane, 1-ethyl-4-methyl-, trans- R R RRET
55.0 7.60 7.80 8.00 8.20

m/z 96.10  27.09%

4

5000
126.0

_

I .J )

R A i
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20

SFAM-EPA-BP050124.MA.M Thu May 09 19:45:01 2024 Page: 21



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 18 1-Dodecanol, 2-hexyl- Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
8.028 11.25 ng/ul 1654830 1,4-Dichlorobenzene-d4 7.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 86
2 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 86
3 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 80
4 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 72
5 Decane, 3-methyl- 156 C11H24 013151-34-3 53

Abundance Scan 840 (8.028 min): BP020250.D\data.ms (-835) (-) m/z 57.10 100.00%

571.1
- W\WL
AREEaaaEEEEE R
1139.2 7.80 8.00 8.20 8.40
281.1 367.2439.1517.0 o
oML 2811 867243915170  —  m/z 43.16 91.58%
m/z--> 0 50 100150200250300350400450500550600650
Abundance #161356: 1-Dodecanol, 2-hexyl-
57.0
5000 L B I L LI LN B
7.80 8.00 8.20 8.40
m/z 55.10 86.61%
S im0 2520
T HTWT\'H[HF\‘THT‘H\\‘\\\\‘\\\\‘HH‘HH‘\H\‘HH‘HH‘HH‘
m/z--> 0 50 100150200250300350400450500550600650
Abundance #197438: 1-Dodecanol, 2-octyl-
57.0
T B ARREEESE
7.80 8.00 8.20 8.40
5000 m/z 71.10 76.43%
o e 00
e L e R e e e
m/z--> 0 50 100150200250300350400450500550600650
Abundance #349148: Octatriacontyl pentafluoropropionate REEESEERE L
57.0 7.80 8.00 8.20 8.40
m/z 41.10 73.38%
h M
0 ‘ ] A m. 281.0355.0429.0 532.0 678.(
e e e e e e e e e e R R RRRRRET
m/z--> 0 50 100150200250300350400450500550600650 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.122  41.31 ng/ul 6079230 1,4-Dichlorobenzene-d4 7.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 5-methyl- 156 C11H24 013151-35-4 72
2 Hexane, 2,2,3,3-tetramethyl- 142 C10H22 013475-81-5 47
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 47
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 47
5 Sulfurous acid, hexyl heptyl ester 264 C13H2803S 1000309-12-9 47
Abundance Scan 856 (8.122 min): BP020250.D\data.ms (-847) (-) m/z 57.10 100.00%
57.1
R AERmaRE TS
} hoe.2 7.80 8.00 8.20 8.40
oL LLLLA262 22132806 3567418648005399 1/, 43.10  64.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33084: Decane, 5-methyl-
57.0
5000 UL L B R I BB |
7.80 8.00 8.20 8.40
m/z 41.10 43.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22134: Hexane, 2,2,3,3-tetramethyl-
57.0
R RamE e R
7.80 8.00 8.20 8.40
5000 m/z 85.10 35.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8645: Hexane, 2,4-dimethyl- R RRARmEEE e
43.0 7.80 8.00 8.20 8.40
m/z 55.10 26.90%
B MM/\W
o || 114.0
- G
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.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 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.181 21.60 ng/ul 3179260 1,4-Dichlorobenzene-d4 7.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 91
2 Decane, 4-methyl- 156 C11H24 002847-72-5 90
3 Heptane, 2,5,5-trimethyl- 142 C10H22 001189-99-7 78
4 Undecane, 3,3-dimethyl- 184 C13H28 017312-65-1 72
5 Decane, 3,3,8-trimethyl- 184 C13H28 062338-16-3 72
Abundance Scan 866 (8.181 min): BP020250.D\data.ms (-863) (-) m/z 71.10 100.00%
71.1

- UJLA\/J\f\A/\/\Vﬂv«ﬁ~

ERARRR RN

‘ J i 156.3 7.80 8.00 8.20 8.40 8.60

oAb L [130:3217.3281.0341.1399.1 4884548 1/ 43.10  82.77%

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

Abundance #33090: Decane, 4-methyl-

43.0
5000 N N R R
7.80 8.00 8.20 8.40 8.60
m/z 57.10 71.84%
H ‘ 112.0
O‘\\W [1 f“\‘\h\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33082: Decane, 4-methyl-
43.0
e
7.80 8.00 8.20 8.40 8.60
5000 m/z 41.10 38.37%
” ‘ 112.0
Ol JL_‘MH‘HHWH‘w_‘wawww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22112: Heptane, 2,5,5-trimethyl- R aaEE e A RARER
43.0 7.80 8.00 8.20 8.40 8.60
m/z 70.10 33.05%
5000
A 113.0
] R S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40 8.60
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
BP020250.D

: 08 May 2024 23:42
: MA/JU
: P2369-16

: 17  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124 .MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 21 (DEL) Alkane: Straight-Chai... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
8.252 50.28 ng/ul 7399110  1,4-Dichlorobenzene-d4 7.622
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 52
2 Decane, 2-methyl- 156 C11H24 006975-98-0 46
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 25
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 25
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 25
Abundance Scan 878 (8.252 min): BP020250.D\data.ms (-871) (-) m/z 57.10 100.00%
57.1
5000 119.2 MM
AR BANEEEES T
\ \ l 8.00 8.20 8.40 8.60
ol il ], 207.0 283.0346,94082468.0527.8 1/, 43.16  92.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33083: Decane, 2-methyl-
57.0
5000 L B B LI LR B
8.00 8.20 8.40 8.60
m/z 71.10 70.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33088: Decane, 2-methyl-
43.0
EmamEan e e
8.00 8.20 8.40 8.60
5000 m/z 41.10 58.94%
‘ 13.0
Y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17071: Benzene, 1-ethyl-2,3-dimethyl- T ERRRmEEE
119.0 8.00 8.20 8.40 8.60
m/z 119.15 50.08%
5000 /\[\J\
39.0
0 _uWuMJM s i e k‘]\ﬂ“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.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 Naphthalene, decahydro-, tr... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.422 59.12 ng/ul 8700760 1,4-Dichlorobenzene-d4 7.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 95
2 Naphthalene, decahydro- 138 C10H18 000091-17-8 91
3 Naphthalene, decahydro- 138 C10H18 000091-17-8 90
4 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 89
5 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 89
Abundance Scan 907 (8.422 min): BP020250.D\data.ms (-900) (-) m/z 67.10 100.00%
67.1
138.2
5000
R
H‘ } 8.00 8.20 8.40 8.60 8.80
ol | 2210 32703895 4978 /13820 77.70%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #19465: Naphthalene, decahydro-, trans-
67.0 138.0
5000 [Ti T T[T I rrrrprri
8.00 8.20 8.40 8.60 8.80
m/z 68.10 71.45%
O ‘\l‘ \”\U“\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #19430: Naphthalene, decahydro-
67.0| 138.0
R
8.00 8.20 8.40 8.60 8.80
5000 m/z 96.10 62.08%
0 JH““ 1]
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #19429: Naphthalene, decahydro- e mARamEE e
67.0 138.0 8.00 8.20 8.40 8.60 8.80
m/z 81.10 61.87%
- m
0 H"‘ S — R m e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 23 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
8.557 18.42 ng/ul 2710920 1,4-Dichlorobenzene-d4 7.622
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
2 o-Cymene 134 C10H14 000527-84-4 95
3 o-Cymene 134 C1eH14 000527-84-4 95
4 o-Cymene 134 C1eH14 000527-84-4 95
5 p-Cymene 134 C1oH14 000099-87-6 95
Abundance Scan 930 (8.557 min): BP020250.D\data.ms (-924) (-) m/z 119.20 100.00%
119.2

o

5000
P e
%51 “ 8.20 8.40 8.60 8.80
ol k\* {"LN! iy “'J#Uw 1850 2613 3551  469.35274 ./ 134.20  29.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
8.20 8.40 8.60 8.80
m/z 91.10 22.51%
0 ‘ L ’
O‘\\‘\k“l‘\\\\\‘fl“\ f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16996: o-Cymene
119.0
e e
8.20 8.40 8.60 8.80
5000 m/z 97.10 16.84%
39.0 l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16997: 0-Cymene T
119.0 8.20 8.40 8.60 8.80
m/z 105.10 14.86%
5000
41.0 ‘
ol bl oo e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 24 o-Cymene Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
8.605 15.75 ng/ul 2317240  1,4-Dichlorobenzene-d4 7.622
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 97
2 o-Cymene 134 C10H14 000527-84-4 97
3 p-Cymene 134 C1eH14 000099-87-6 97
4 o-Cymene 134 C1eH14 000527-84-4 97
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95

Abundance Scan 938 (8.605 min): BP020250.D\data.ms (-934) (-) m/z 119.20 100.00%

119.2

-

5000
R e
39.1 \ l 8.20 8.40 8.60 8.80 9.00
o tpaddalll 2072 2810 377943614960 /7 134.20  25.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16997: o-Cymene
119.0
5000
8.20 8.40 8.60 8.80 9.00
m/z 91.10 18.28%
41.0 { ‘
0‘\\‘1”’“\“\L\l\‘“\\ \‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16998: o-Cymene
119.0
R e e
8.20 8.40 8.60 8.80 9.00
5000 m/z 77.10 9.03%
41.0 \
O e e B e AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16995: p-Cymene R Ram
119.0 8.20 8.40 8.60 8.80 9.00
m/z 120.20 8.91%
5000
40 | ‘
O e pterdtepbd e e e e e

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

8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.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 25 unknown-01 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
8.669 16.50 ng/ul 2428380 1,4-Dichlorobenzene-d4 7.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,7-Nonadiene, 4,8-dimethyl- 152 C11H20 062108-28-5 49
2 Cyclopentane, (2-methylpropyl)- 126 CO9H18 003788-32-7 49
3 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C1OH160 015358-88-0 43
4 (2-Methylbutyl)cyclohexane 154 C11H22 054105-77-0 18
5 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 18
Abundance Scan 949 (8.669 min): BP020250.D\data.ms (-943) (-) m/z 55.10 100.00%
55.1
(e WVWAA/M

B
H‘ 8.40 8.60 8.80 9.00
M1l 1950 28113430 411347115353 ./, 6919 91.663

Ol ALk 1] 1 195.0  281.1343.0 411.3471.1 535.3 . .66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29498: 1,7-Nonadiene, 4,8-dimethyl-
41.0
5000 UL L B I B AL LN
8.40 8.60 8.80 9.00
rogo m/z 83.10 69.70%
O‘\\“\l‘“\\\"‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13271: Cyclopentane, (2-methylpropyl)-
69.0
R R R
8.40 8.60 8.80 9.00
5000 m/z 41.10 59.90%
o_‘“‘ J“w_’m,m‘,‘m‘H‘W‘H_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #29421: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.4 R R AR
55.0 8.40 8.60 8.80 9.00

m/z 97.15 42.91%

5000

152.0

=

OHJ. b

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 26 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
8.699  25.21 ng/ul 3709590 1,4-Dichlorobenzene-d4 7.622
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 90
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 89
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 89
4 o-Cymene 134 C10H14 000527-84-4 86
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 55

Abundance Scan 954 (8.699 min): BP020250.D\data.ms (-951) (-) m/z 97.20 100.00%

97.2

2

5000
P e
30, 8.40 8.60 8.80 9.00
ol Shliaseaz210 32143799 450.7 532 /11010 99.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 L L B I LN AL
8.40 8.60 8.80 9.00
m/z 55.10 45.06%
SLOI\
O‘\\‘\l\““\“\l\‘\[”‘\u f‘\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
R RRRRRRRREEERE
8.40 8.60 8.80 9.00
5000 m/z 91.10 30.13%
51.0 l ‘
A —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-  EAREmRaEEEEEE R
119.0 8.40 8.60 8.80 9.00
m/z 134.20 25.43%
5000
51.0 \ H
0‘HHﬂWtuMMuW‘H,H‘W‘H‘_‘H‘H‘w‘u‘_‘u‘u‘w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.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 27 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.834 160.07 ng/ul 23556600 1,4-Dichlorobenzene-d4 7.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 94
2 Undecane 156 C11H24 001120-21-4 87
3 Hexadecane 226 C1l6H34 000544-76-3 86
4 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 86
5 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 83

Abundance Scan 977 (8.834 min): BP020250.D\data.ms (-971) (-) m/z 57.10 100.00%

57.1
R AR R
‘ 156.3 8.60 8.80 9.00 9.20
ol ldd Ly 207 2400302.3  404.3462.6522.4 1/, 43,10  75.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33077: Undecane
57.0
5000 L B I L LA BN R U
8.60 8.80 9.00 9.20
m/z 71.10 55.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33078: Undecane
43.0
R A AR RN
8.60 8.80 9.00 9.20
5000 m/z 41.10  45.84%
RRITHIE S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107218: Hexadecane AR mma e L LR
57.0 8.60 8.80 9.00 9.20
m/z 85.15 33.59%
5000
0 | ‘ 4 ‘ 127.0  226.0
e R RREERES RS S S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.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 28 (DEL) Alkane: Cyclic8.905 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.905 17.92 ng/ul 2637460 1,4-Dichlorobenzene-d4 7.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1-hexyl-3-methyl- 168 C12H24 061142-68-5 38
2 7-Oxabicyclo[4.1.0]heptane, 3-me... 112 C7H120 036099-51-1 30
3 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 30
4 Octane, 4-methyl- 128 C9H20 002216-34-4 27
5 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 27
Abundance Scan 989 (8.905 min): BP020250.D\data.ms (-984) (-) m/z 55.10 100.00%

55.1

%

5000
D
“ 4.3 8.60 8.80 9.00 9.20
o bbbl y 4, | 223.2282.1 35534201 489.0548.  n/; 43.16  82.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #43580: Cyclopentane, 1-hexyl-3-methyl-
55.0
5000 T[T T I T[T T T T [TTIr[rrir]
8.60 8.80 9.00 9.20
‘ m/z 71.10  70.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7474: 7-Oxabicyclo[4.1.0]nheptane, 3-methyl-
41.0
PO T e
8.60 8.80 9.00 9.20
5000 ITI/Z 41.10 68.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14574: Hexane, 2,3,4-trimethyl- e A Ammaaa S
43.0 8.60 8.80 9.00 9.20
m/z 97.15 67.40%
- ANJ\JU\/\/\/M/L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.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 29 4-Methylphenyl acetone Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.946 35.12 ng/ul 5168800 1,4-Dichlorobenzene-d4 7.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Methylphenyl acetone 148 C10H120 002096-86-8 50
2 Benzene, 1-methyl-4-(2-methylpro... 148 C11H16 005161-04-6 45
3 Benzeneethanol, 2-methyl- 136 C9H120 019819-98-8 42
4 3-Buten-2-o0l, 4-phenyl- 148 C10H120 017488-65-2 30
5 Benzeneethanol, .beta.-methyl- 136 CS9H120 001123-85-9 30

Abundance Scan 996 (8.946 min): BP020250.D\data.ms (-991) (-)
105.1

5000

I.“ \1\J67.3 236.9296.4 398.8 467.4527.4
B A R S e e A A ianan

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

Abundance #26208: 4-Methylphenyl acetone
105.0

41$w

o

5000 43.0

\Jthh”\‘ ‘

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

Abundance #26402: Benzene, 1-methyl-4-(2-methylpropyl)-
105.0

o

5000
27.0 ‘
0‘MkMWWAMMH\H‘W‘H‘_‘H_‘H‘H‘W‘H‘_‘H‘H‘w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18870: Benzeneethanol, 2-methyl-
105.0
5000
20 1],
L S SRS

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

m/z 105.10 100.00%

=

8.60 8.80 9.00 9.20

m/z 119.20  38.85%

3

8.60 8.80 9.00 9.20

m/z 69.10 37.31%

3

8.60 8.80 9.00 9.20

m/z 91.10 35.05%

§

8.60 8.80 9.00 9.20

m/z 148.20  32.86%

=

8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.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 30 unknown-02 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
9.046 15.60 ng/ul 5195020 Naphthalene-d8 10.393

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 47
2 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 47
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 47
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 35
5 o-Cymene 134 C1oH14 000527-84-4 35

Abundance Scan 1013 (9.046 min): BP020250.D\data.ms (-1004) (-) m/z 57.10 100.00%
57.1

119.2
5000
A AT
‘ ‘ ‘ l 8.80 9.00 9.20 9.40
0l | j Mm gl 1931 295.3353.4415.3476.25346  1/z 119.15  66.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000
8.80 9.00 9.20 9.40
m/z 41.10 36.54%
SLO\’ \
O‘\\‘HJ\“L\\“\\‘\‘“\H f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
e ARRE REEEEREh
8.80 9.00 9.20 9.40
5000 m/z 131.15 34.69%
Sl \ [ \
O‘Huwwuvﬁ‘H‘H‘W‘H‘_H‘_‘H‘H‘W‘H‘_‘H,H‘w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0 8.80 9.00 9.20 9.40
m/z 55.10 30.10%
5000
19,
e E e e e G
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.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 31 (DEL) Alkane: Straight-Chai... Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
9.228 9.34 ng/ul 3110760  Naphthalene-d8 10.393

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 64
2 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 50
3 Sulfurous acid, hexyl 2-pentyl e... 236 C11H2403S 1000309-15-6 47
4 Undecane, 4-methyl- 170 C12H26 002980-69-0 46
5 Sulfurous acid, nonyl pentyl ester 278 C14H3003S 1000309-14-2 38

Abundance Scan 1044 (9.228 min): BP020250.D\data.ms (-1039) (-) m/z 71.10 100.00%

711
14'2 \\\\‘\\\\’\\\\‘\\\\‘\\\
| } 9.00 9.20 9.40 9.60
Obrrhudull 4ll) . 207.0263.8325.1 405.1 4893546.( /7 57.10  95.11%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #45501: Decane, 3,7-dimethyl-
43.0
5000 L B I L I L B
9.00 9.20 9.40 9.60
m/z 43.10 86.73%
‘ ‘ 127.0
O\\‘f‘[‘ JT‘\‘\”‘!\I\#‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59110: Nonane, 5-(2-methylpropyl)-
57.0
 RREENEEN SN ws sy
9.00 9.20 9.40 9.60
5000 m/z 85.10 61.12%
126.0
Oud““‘J"“‘mWm_m‘m"mwm‘mwmmuw
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117908: Sulfurous acid, hexyl 2-pentyl ester S RANARREN S
71.0 9.00 9.20 9.40 9.60
m/z 119.15 56.07%
5000
0“‘J “w‘m‘l‘??"q“‘H‘m"mwm‘mwm‘mw
m/z--> 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 32 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 70

R.T. EstConc Area Relative to ISTD R.T.
9.281 2.53 ng/ul 842045 Naphthalene-d8 10.393
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
2 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 90
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 90
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 90
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 90

Abundance Scan 1053 (9.281 min): BP020250.D\data.ms (-1050) (-) m/z 119.20 100.00%

119.2
5000
55.1 ‘ 9.00 9.20 9.40 9.60
ol 19312568 328238694481 5285 1/, 134.70  38.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
9.00 9.20 9.40 9.60
m/z 91.10 15.77%
39.0
O‘\\J\uitfﬂ\L\J‘“\U f‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17082: Benzene, 1-ethyl-3,5-dimethyl-
119.0
R R
9.00 9.20 9.40 9.60
5000 m/z 97.15 11.81%
39.0
o_m‘wMW e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- AmEmmanE SR
119.0 9.00 9.20 9.40 9.60
m/z 120.20 10.30%
5000
41.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 33 1-Methyldecahydronaphthalene Concentration Rank 54

R.T. EstConc Area Relative to ISTD R.T.
9.557 6.45 ng/ul 2147300  Naphthalene-d8 10.393
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 93
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 93
3 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 90
4 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 64
5 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 64
Abundance Scan 1100 (9.557 min): BP020250.D\data.ms (-1097) (-) m/z 67.10 100.00%
671 1522
5000
SN T
‘ ’ 9.50
ol AMRL Lo )], 209.7267.1 3614 4293 5108 ./, 95.19  95.52%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29497: 1-Methyldecahydronaphthalene
41.0
152.0
5000 —
9.50
’ m/z 81.10 94.28%
Oillil}l“’l[
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29506: Naphthalene, decahydro-2-methyl-
41.0
152.0 T \
9.50
5000 m/z 152.20 84.98%
oill“’\‘“}“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29507: Naphthalene, decahydro-2-methyl- == ‘
810 1550 9.50
m/z 82.10 73.46%
- N\j\h
o”'““"I —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.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 34 Benzene, 1-methyl-4-(1-meth... Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.
9.599 4.98 ng/ul 1658950  Naphthalene-d8 10.393

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 83
2 2,4-Dimethylphenethyl alcohol 150 C10H140 006597-59-7 72
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 64
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 64
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 59

Abundance Scan 1107 (9.599 min): BP020250.D\data.ms (-1104) (-) m/z 119.20 100.00%

119.2
5000

57 ‘ l 9.50 10.00
Okl A773 26693271 42874980 ./, 9110 22.80%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 —— —
9.50 10.00

m/z 148.20  22.43%

41.0 l
‘\\‘\L‘;\ll\JﬁJ[‘\\u1‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27529: 2,4-Dimethylphenethyl alcohol
119.0

o

9.50 10.00
5000 ITI/Z 120.15 16.13%
41.0 ‘ ¥
O R L B R B B R S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0 9.50 10.00
m/z 105.10 12.61%
5000
Wl
0 e e e e e e SAL o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.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 35 (DEL) Alkane: Straight-Chai... Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
9.663 7.64 ng/ul 2544030 Naphthalene-d8 10.393

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5-methyl- 170 C12H26 001632-70-8 72
2 1,3-Dimethylbutyl isobutyrate 172 C10H2002 1000429-31-6 59
3 Butanal, 4-[(tetrahydro-2H-pyran... 172 C9H1603 054911-85-2 53
4 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 53
5 Sulfurous acid, hexyl 2-pentyl e... 236 C11H2403S 1000309-15-6 50

Abundance Scan 1118 (9.663 min): BP020250.D\data.ms (-1111) () | m/z 43.10 100.00%

43.1
5000

——
112.2 9.50 10.00
ol Aliki |4 1703 2403 3078 4165 5184 ./, 7116 91.67%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #45495: Undecane, 5-methyl-
43.0
5000 = —
9.50 10.00

m/z 85.10 61.22%

120
O\J\"\I\\\‘\h\\f]‘-?fo\.(\)‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #47047: 1,3-Dimethylbutyl isobutyrate

43.0

R
9.50 10.00
5000 m/z 57.10 52.71%

‘1150
ol B
miz—-> 50 100 150 200 250 300 350 400 450 500 550

Abundance  #48086: Butanal, 4-[(tetrahydro-2H-pyran-2-yl)oxy]- P
71.0 9.50 10.00

m/z 41.10 42.76%

- JLWWUM

0 ‘IHM.\H 1280

7
m/z--> 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.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 36 (DEL) Alkane: Straight-Chai... Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
9.728 5.69 ng/ul 1896590  Naphthalene-d8 10.393

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 4-methyl- 170 C12H26 002980-69-0 72
2 Undecane, 4-methyl- 170 C12H26 002980-69-0 58
3 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 52
4 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 50
5 Decane, 4-methyl- 156 C11H24 002847-72-5 47

Abundance Scan 1129 (9.728 min): BP020250.D\data.ms (-1124) (-)| | m/z 71.10 100.00%

71.1
5000

48.2
om“wM”‘ }m_‘?‘?5:2‘?‘6‘5‘:‘?‘372‘5:%?’33”7;3“‘““1‘-9"“5‘4“}4 m/z 43.10  98.89%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #45489: Undecane, 4-methyl-
43.0

5000 1
9.50 10.00
‘ ‘ m/z 57.10 60.95%
i

“ 126.0
O\\\‘J‘W\1\‘l‘TW“W\‘\f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #45496: Undecane, 4-methyl-

43.0

T
9.50 10.00
5000 m/z 85.10  48.38%

‘ ‘ ‘ 126.0
0‘H‘M‘uw‘ﬂ‘_‘H‘H‘W‘H‘M‘H‘H‘W‘H“H‘W‘H‘“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance

#117906: Sulfurous acid, hexyl pentyl ester T
43.0 9.50 10.00
m/z 41.10 46.65%

- WWU\W

RN
b b e e —

T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00

_LO‘
o
o |
[ay
o
o
o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.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 37 Benzene, 1-methyl-3-(1-meth... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
9.799 10.34 ng/ul 3445140  Naphthalene-d8 10.393

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 94
2 o-Cymene 134 C10H14 000527-84-4 93
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 92
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 70
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 70

Abundance Scan 1141 (9.799 min): BP020250.D\data.ms (-1135) () | m/z 119.10 100.00%

119.1
43.1
5000
‘ 9.50 10.00
oL ,Nuh"%w” 2081 8229 4002 4989  m/z 43.16 59.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16996: o-Cymene
119.0
5000 e —
9.50 10.00
m/z 57.10 54.41%
39.0 l
O ‘\J\J\L‘%‘J\“\L\‘\‘“h\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16998: o-Cymene
119.0
e e
9.50 10.00
5000 ITI/Z 134.20 39.62%
41.0 ‘
o e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17103: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 9.50 10.00
m/z 71.10 37.87%
5000
41.0 ‘
O rrrr bttt e e e T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.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 40 Benzene, 1l-methyl-4-butyl Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.
9.969 6.53 ng/ul 2174750  Naphthalene-d8 10.393

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-butyl 148 C11H16 001595-05-7 76
2 Benzene, 1-methyl-4-(2-methylpro... 148 C11H16 005161-04-6 64
3 4-Methylphenyl acetone 148 C10H120 002096-86-8 58
4 Benzenepropanal, .beta.-methyl- 148 C10H120 016251-77-7 53
5 3-Buten-2-o0l, 4-phenyl- 148 C10H120 017488-65-2 47

Abundance Scan 1170 (9.969 min): BP020250.D\data.ms (-1163) (-) m/z 105.10 100.00%

105.1
5000
L
41'”][ HGS 3228.3291.1  400.1458.4 523.2 1000
ol bl [220:2228 32011 400145845232 y/; 9.1 23.79%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26362: Benzene, 1-methyl-4-buty
105.0
5000 ——
10.00
m/z 106.10  22.75%
ol 320, |
‘\\\\[\\\f‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26402: Benzene, 1-methyl-4-(2-methylpropyl)-

-

105.0
10.00
5000 m/z 148.20 21.36%
27.0 ‘
0‘MkMWWAMMH\H‘W‘H‘_‘H_‘H‘H‘W‘H‘_‘H‘H‘w‘
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26208: 4-Methylphenyl acetone
105.0 10.00
m/z 133.20 16.11%
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\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124 .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 45 (DEL) Alkane: Straight-Chai... Concentration Rank 68
R.T. EstConc Area Relative to ISTD R.T.
11.399 2.82 ng/ul 939479  Naphthalene-d8 10.393
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 87
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 78
3 Heptane, 3-ethyl-5-methyl- 142 C1OH22 052896-90-9 72

4 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S
5 Sulfurous acid, nonyl 2-pentyl e... 278 C14H3003S

1000309-18-9 59
1010309-15-8 50

Abundance Scan 1413 (11.399 min): BP020250.D\data.ms (-1408) (- m/z 57.10 100.00%
57.1
- MWM
— e
1552 11.00 11.50
ob bl [ 152 220.9277.5336.1 417.4 8192 - ..; 711 79.10%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #74023: Dodecane, 4,6-dimethyl-
57.0
5000 — —=
11.00 11.50
m/z 43.10 56.80%
O\\J\"\1\"\\‘\ﬂ\\]-fs‘ﬁ.Wo\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
— e
11.00 11.50
5000 ITI/Z 41.10 39.78%
oL L1279 1570
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #22128: Heptane, 3-ethyl-5-methyl- — ——
57.0 11.00 11.50
m/z 56.10 22.04%
B WMU\/\
ol lamo R
m/z--> 50 100 150 200 250 300 350 400 450 500 11.00 11.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Tit

TIC Libra

Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP050824\

BP020250.D
. 08
: MA/JU
. P2

17

le

ry

May 2024 23:42
369-16

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124 .MA.M
: SVOA CALIBRATION

¢ 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 46 (DEL) Alkane: Straight-Chai... Concentration Rank 69
R.T. EstConc Area Relative to ISTD R.T.
11.810 2.72 ng/ul 907486  Naphthalene-d8 10.393
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Tridecane 184 C13H28 000629-50-5 87
3 Tetradecane 198 C14H30 000629-59-4 74
4 10-Methylnonadecane 282 C20H42 056862-62-5 72
5 Hexadecane 226 Cl16H34 000544-76-3 72

Abundance Scan 1483 (11.810 min): BP020250.D\data.ms (-1478) (- m/z 57.10 100.00%
57.1

-

5000
= Sl
|]125.21843 11.50 12.00
bbby 220 2811 37514344 5132 /7 43.10  73.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59029: Tridecane
57.0
5000 = -~
11.50 12.00
m/z 71.10 59.15%
0 AJ || 12701850
‘\\T\’\ff\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

.

Abundance #59025: Tridecane
57.0
— ——
11.50 12.00
5000 m/z 41.10 50.32%
0 \‘ | 1‘ 127.0185.0
— e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #74006: Tetradecane “ —
57.0 11.50 12.00
m/z 85.10  38.03%
5000
d‘ || f27.0 198.0
O e e et e e e 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\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 48 unknown-03 Concentration Rank 46

R.T. EstConc Area Relative to ISTD R.T.
13.092 8.42 ng/ul 746818  Acenaphthene-di10 14.293
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Oxalic acid, allyl tetradecyl ester 326 C19H3404 1000309-24-2 49
2 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 43

3 Octane, 2-methyl- 128 C9H20 003221-61-2 30
4 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 25
5 Cyclopentane, 1-hexyl-3-methyl- 168 C12H24 061142-68-5 25
Abundance Scan 1701 (13.093 min): BP020250.D\data.ms (-1696) (- m/z 57.10 100.00%
57.1
5000 M/\M\//\
T T
13.00
0 “m“}\ wa“l‘u 1215.2 281.1341.3402.1460.6519.0 /7 43,10 74.63%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #231744: Oxalic acid, allyl tetradecyl ester
41.0
5000 — :
13.00
m/z 41.10 65.65%
H ‘ 241.0
O\J\ ‘\I\\'\”‘\l\‘\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester
57.0
T T
13.00
5000 ITI/Z 71.10 57.07%
ol-LLLLL 1250 1960
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14530: Octane, 2-methyl- T
43.0 13.00
m/z 84.10 55.25%
5000
H "1130
oH"m"HH"m‘H‘Wm‘mWHWHWHH‘W‘_ R
m/z--> 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\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.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 49 unknown-04 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
13.328 16.72 ng/ul 1483890  Acenaphthene-d10 14.293
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Pyridinediamine 109 C5H7N3 000141-86-6 43
2 Pyridine, 2,5-diamino- 109 C5H7N3 004318-76-7 43
3 2,6-Pyridinediamine 109 C5H7N3 000141-86-6 43
4 Cyclopentane, (2-methylbutylidene)- 138 C10H18 053366-54-4 38
5 2,3-Pyridinediamine 109 C5H7N3 000452-58-4 35

Abundance Scan 1741 (13.328 min): BP020250.D\data.ms (-1736) (- m/z 109.10 100.00%
109.1

-

5000
41.1
= =T
1 13.00 13.50
82.3
owh“'u“!‘l ‘“M‘H‘x]ﬁm,m"2‘8‘1‘-‘1‘339‘-7"4‘1‘5‘-‘3““‘?%-‘5"5““?; m/z 82.10 57.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6242: 2,6-Pyridinediamine
109.0
5000 T =
13.00 13.50
m/z 83.10 37.98%
39.0
O‘\\d\m“ﬂ\h\!\‘ \\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6247: Pyridine, 2,5-diamino-
109.0
— —
13.00 13.50
5000 m/z 55.10  32.09%
2&0“‘
B e e e AR e R a s
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6240: 2,6-Pyridinediamine “ T
109.0 13.00 13.50
m/z 69.10  31.80%
5000
39.0
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\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.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 50 unknown-05 Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
13.451 9.85 ng/ul 874018  Acenaphthene-di10 14.293
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Undecene-2,5,10-trione, 6,6-di... 224 C13H2003 051298-67-0 27
2 1-(9H-Carbazol-9-yl)-3-(1-piperi... 308 C20H24N20 1010468-74-5 14
3 2-Morpholineacetic acid, 5,5-dim... 187 C9H17NO3 1000498-72-4 14
4 3H-Pyrazol-3-one, 1,2-dihydro-5-... 98 C4H6N20 004344-87-0 11
5 1-Piperidinepropanal, .alpha.,.a... 169 C10H19NO 037591-27-8 10
Abundance Scan 1762 (13.451 min): BP020250.D\data.ms (-1757) (- m/z 98.15 100.00%
98.2
i AAfomexAJVVWJ\,/j%
I
’ l 1993 13.50
ob ML b | #9738 357.4 4200 5266 4/, 7319 95.56%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #104127: 3-Undecene-2,5,10-trione, 6,6-dimethyl-
43.0
5000 1
109.0 13.50
m/z 43.10 70.15%
‘ ||| 206.0
0 \h\“m'\lw"\\‘ \l\“\‘\\“l\‘l\\\‘l\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #209609: 1-(9H-Carbazol-9-yl)-3-(1-piperidinyl)-2-propan
98.0
——
13.50
5000 m/z 69.10 63.45%
181.0
R N U BN . N
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #62307: 2-Morpholineacetic acid, 5,5-dimethyl-, (2S)-, O- e
98.0 13.50
m/z 109.10 54.61%
5000
157.0
413
0 JN%HM b e e T
m/z--> 50 100 150 200 250 300 350 400 450 500 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\

Data File : BP©20250.D

Acqg On : 08 May 2024 23:42

Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 51 unknown-06 Concentration Rank 33

R.T. EstConc Area Relative to ISTD R.T.
13.634 11.72 ng/ul 1039660  Acenaphthene-d10 14.293
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexanol, 5-methyl-2-(1-meth... 156 C1@H200 000491-02-1 37

2 Cyclohexanol, 3,5-dimethyl- 128 C8H160 005441-52-1 25
3 Butanoic acid, 5-methyl-2-(1-met... 226 C14H2602 092319-43-2 25
4 3-Methyl-2-(2-oxopropyl)furan 138 C8H1002 087773-62-4 17
5 Acetaldehyde diisoamyl acetal 202 C12H2602 1000430-80-1 14

Abundance Scan 1793 (13.634 min): BP020250.D\data.ms (-1790) (- m/z 57.10 100.00%

57.1
5000
15.2

A
1350 14.00
185.3
0 HVVJ%AHJ\ 2084 3335 43815050  m/z 71.16  54.27%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33032: Cyclohexanol, 5-methyl-2-(1-methylethyl)-, (1.alg
71.0

5000 s —
13.50 14.00
138.0 ITI/Z 73.10 49.41%
0‘1\“‘“
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #14467: Cyclohexanol, 3,5-dimethyl-
71.0
e —
13.50 14.00
5000 m/z 95.10 44 .44%

o

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

Abundance #106983: Butanoic acid, 5-methyl-2-(1-methylethyl)cyclo —— ——
71.0 13.50 14.00

m/z 41.10  35.39%

I W
5000
\th \Mﬂ‘l 211.0

0 H“"‘_"w"H‘H"_“w“u“u“u“_“w“u“ — —
miz--> 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.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 52 unknown-07 Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.

13.916  8.22 ng/ul 729334 Acenaphthene-die 14.293

Hit# of 5 Tentative ID MW MolForm CASH# Qual

»2,2,3,3-Pentamethyl-aziridine 113 C7H15N 108065-02-7 27
,3-Cyclopentanedione 98 C5H602 003859-41-4 22
ethylephedrine, trimethylsilyl ... 251 C14H25NOSi 1000417-20-4 14
6-Deoxyvertaline B 415 C27H45N02 091421-75-9 14
-(azetidin-1-yl)-1-(benzo[d][1,... 247 C14H17NO3 1000456-68-3 14

VA wWwN R
NR =R R

Abundance Scan 1841 (13.916 min): BP020250.D\data.ms (-1836) (- m/z 98.20 100.00%

98.2
5000
P
391 ‘ 199.3 - 14.00
bbbl by |1 27143209 305.4457.9 5404 1/, 75 10 97.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7931: 1,2,2,3,3-Pentamethyl-aziridine
98.0
5000 T
14.00
39,0 m/z 128.15 60.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3488: 1,3-Cyclopentanedione
98.0
e
14.00
5000 ITI/Z 69.10 57.58%
28.
0““”,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #136859: Methylephedrine, trimethylsilyl ether P
72.0 14.00
m/z 57.10 52.80%
5000
o 1490 2360
P T T e e e —T—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.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 53 unknown-08 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
14.051 15.38 ng/ul 1364900  Acenaphthene-d10 14.293
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1-Diisobutoxy-isobutane 202 C12H2602 013262-24-3 43
2 Sulfurous acid, 2-ethylhexyl iso... 250 C12H2603S 1000309-18-7 37
3 Sulfurous acid, 2-ethylhexyl tet... 390 C22H4603S 1000309-19-7 32
4 Dichloroacetic acid, 2,2-dimethy... 198 C7H12C1202 1000282-43-5 28
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 25
Abundance Scan 1864 (14.051 min): BP020250.D\data.ms (-1859) (- m/z 57.10 100.00%
57.1
5000
129.2
T \
1L s
obrrlbd o ld 2122 281134063993 4953 /7 71.16  39.65%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #77830: 1,1-Diisobutoxy-isobutane
57.0
5000 — ‘
14.00
129.0 m/z 129.20  31.93%
O \d\‘\\“\\‘\\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #135267: Sulfurous acid, 2-ethylhexyl isobutyl ester
57.0
14.00
5000 m/z 73.10 30.18%
ollllimgo
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #295472: Sulfurous acid, 2-ethylhexyl tetradecyl ester e ‘
57.0 14.00
m/z 41.10 24.94%
5000
11 apro 1570
O e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.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 54 unknown-09 Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
14.122 10.71 ng/ul 950545  Acenaphthene-di1e 14.293
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1-Diisobutoxy-isobutane 202 C12H2602 013262-24-3 38
2 1-Butoxy-1-isobutoxy-butane 202 C12H2602 020266-12-0 38
3 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 37
4 3-Hexanone, 2,2-dimethyl- 128 C8H160 005405-79-8 27
5 Sulfurous acid, 2-ethylhexyl iso... 250 C12H2603S 1000309-18-7 25
Abundance Scan 1876 (14.122 min): BP020250.D\data.ms (-1869) (- m/z 57.10 100.00%
57.1
5000
129.2
—— —
’ l 199.2 14.00 14.50
ob Al 1992 283.0340.9 4284 5369 ., 7316 56.89%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #77830: 1,1-Diisobutoxy-isobutane
57.0
5000 A e
14.00 14.50
129.0 m/z 71.10 45.71%
O\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #77832: 1-Butoxy-1-isobutoxy-butane
57.0
—— =
14.00 14.50
5000 m/z 129.20 33.31%
129.0
o 8 A
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #271596: Sulfurous acid, dodecyl 2-ethylhexyl ester P =
57.0 14.00 14.50
m/z 43.10 31.42%
5000
m/z--> 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\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.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 55 unknown-10 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.

14.363 17.41 ng/ul 1544740  Acenaphthene-d10 14.293
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Aminomethyl-5-methylamino-1,3,... 128 C4H8N40 002937-92-0 22
2 1-Propyl-1H-tetraazol-5-ylamine 127 C4H9N5 005340-04-5 22
3 Pyrrolin-2-one-5-methanol, N-met... 129 C6H11NO2 1000125-98-2 18
4 N-Methyl-N-[(1-methyl-2-piperidi... 214 C11H26N2Si 1000484-37-0 14
5 N-[(1-Ethyl-2-pyrrolidinyl)methy... 308 C17H29FN2Si 1000505-26-5 14

Abundance Scan 1917 (14.363 min): BP020250.D\data.ms (-1911) (- m/z 98.15 100.00%
98.2
1% M\/\W
— —r—
\ | 199.3 9714 14.00 14.50
oL | 12714 s8s5 47845348 . 75 19 g89.07%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13763: 2-Aminomethyl-5-methylamino-1,3,4-oxadiazole
128.0
58.0
5000 {— S
14.00 14.50
m/z 128.15 81.27%
O\‘I\\““h‘\\‘\h‘\““\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13386: 1-Propyl-1H-tetraazol-5-ylamine
43.0
= i
14.00 14.50
5000 m/z 69.10  63.22%
} 127.0
0 MJJLH‘HLW‘H‘_‘H‘H“_‘H‘H‘W‘H‘_‘H‘H‘W‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14770: Pyrrolin-2-one-5-methanol, N-methyl- P ——
98.0 14.00 14.50
m/z 43.10 51.61%
T M
o - e
m/z--> 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\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.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 56 unknown-11 Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
14.892 11.85 ng/ul 1051500  Acenaphthene-d10 14.293
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lauric acid, 3,4-dichlorophenyl ... 344 C18H26C1202 1000357-92-7 22
2 Fumaric acid, di(4-methylpent-2-... 284 C16H2804 1000348-33-2 14
3 Fumaric acid, ethyl 3-heptyl ester 242 C13H2204 1000348-67-7 12
4 1-Methyl-2,4,5-trioxoimidazolidine 128 C4H4N203 003659-97-0 10
5 Dodecanoic acid, ethenyl ester 226 C14H2602 002146-71-6 10
Abundance Scan 2007 (14.892 min): BP020250.D\data.ms (-2004) (- m/z 57.10 100.00%
183.3
5000
P e
“ ){Z 2 ‘ 14.50 15.00
ol LI il | 265.9 330.04001 4878544t o Tigs 5o g oay
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #253153: Lauric acid, 3,4-dichlorophenyl ester
183.0
57.0
5000
14.50 15.00
m/z 128.20  77.68%
O J“JJ‘P‘F?’!.P\\”344’HO’
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #178636: Fumaric acid, di(4-methylpent-2-yl) ester
183.0
P e
14.50 15.00
5000 85.0 m/z 55.10 66.67%
"
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #125675: Fumaric acid, ethyl 3-heptyl ester — ——
127.0 14.50 15.00
m/z 98.10 65.11%
5000
56.0 ' 197.0
L A A S asa — L=
m/z--> 50 100 150 200 250 300 350 400 450 500 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.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 57 unknown-12 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

14.963 32.93 ng/ul 2922250  Acenaphthene-d10 14.293
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone 98 C6H100 000108-94-1 15
2 2-Thiopheneacetamide, N-propyl- 183 CSH13NOS 1000407-00-4 14
3 4-Hydroxy-3-nitrobenzoic acid 183 C7H5NO5 000616-82-0 11
4 2-Pentenal, 2-methyl- 98 C6H100 000623-36-9 11
5 1-Ethyl-2-pyrrolidinecarboxylic ... 157 C8H15NO2 1000284-42-4 11

Abundance Scan 2019 (14.963 min): BP020250.D\data.ms (-2012) (- m/z 57.10 100.00%
57.1

183.3
5000
——
“ ” ) 15.00
oh 1 M i 2713 341.2 4275 504.4 m/z 98.15 75.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3564: Cyclohexanone
55.0
5000 T
15.00
m/z 183.30  74.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #58322: 2-Thiopheneacetamide, N-propyl-
98.0
=4
15.00
5000 ITI/Z 55.10 67.63%
183.0
P
0 meuhw‘AHHH‘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 #58084: 4-Hydroxy-3-nitrobenzoic acid ——
183.0 15.00
m/z 72.10 63.30%
5000

3

63.0 ;
ol i1
UV P i L

T
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\BP050824\
Data File : BP©20250.D

Acqg On : 08 May 2024 23:42

Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124 .MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 58 (DEL) Alkane: Cyclic15.157 Concentration Rank 38

R.T. EstConc Area Relative to ISTD R.T.
15.157 10.04 ng/ul 890938  Acenaphthene-di10 14.293
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, methyl- 98 C7H14 000108-87-2 43
2 N-Chloromethyl-2-pyrrolidone 133 C5H8CINO 1000426-51-9 35
3 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 35
4 2-Pyrrolidinemethanamine, 1-ethyl- 128 C7H16N2 026116-12-1 27
5 1H-Pyrazole-3,4-diamine 98 C3H6N4 016461-98-6 27

Abundance Scan 2052 (15.157 min): BP020250.D\data.ms (-2048) (- m/z 98.15 100.00%
2

98
5000 183.3

L=
1 ‘ 1500 1550
ol B8ALLL L, L 2714 39064570 5431 .., 5719 70.01%

1 \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3751: Cyclohexane, methyl-
55.0

5000

T
15.00 15.50
m/z 56.10 52.07%

J“‘\I.J‘\
‘\\\1‘\\1\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16787: N-Chloromethyl-2-pyrrolidone
98.0

——
15.00 15.50
5000 m/z 55.10  50.90%

30.
LS 1 Y S
miz--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #3821: Cyclopentane, 1,2-dimethyl-, cis- ——
56.0 15.00 15.50

m/z 70.10 43.68%

L L

oL e e e e e — —
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.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 59 1,3-Hexadiene, 3-ethyl-2-me... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
15.604 10.21 ng/ul 905756  Acenaphthene-di1e 14.293
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Hexadiene, 3-ethyl-2-methyl-... 124 C9H1l6 074752-97-9 90
2 3,5-Octadien-2-one, (E,E)- 124 C8H120 030086-02-3 49
3 5-Ethylcyclopent-1-enecarboxalde... 124 C8H120 036431-60-4 49
4 2-Nonyne 124 C9H16 019447-29-1 46
5 (2E,4E)-3,7-Dimethylocta-2,4-diene 138 C10H18 006874-39-1 46

Abundance Scan 2128 (15.604 min): BP020250.D\data.ms (-2123) (- | m/z 95.10 100.00%
95.1
222.3 S i
; ”“ B F'z ‘ 15.50 16.00
ol3TMMMALLIT | 82713905 45675176 1/, 154.20  72.05%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #12234: 1,3-Hexadiene, 3-ethyl-2-methyl-, (2)-
95.0
5000 . —
15.50 16.00
o, ‘ m/z 138.20  60.66%
O \U\‘\“‘l\‘\l”\\l\u‘”\}\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #12025: 3,5-Octadien-2-one, (E,E)-
95.0
— —
15.50 16.00
5000 ITI/Z 41.10 38.90%
0 ?’uﬁ"“‘h_m_mww"wwm‘wwH_m_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #12072: 5-Ethylcyclopent-1-enecarboxaldehyde P ——
124.0 15.50 16.00
m/z 57.10 36.81%
67.0
5000
0 ‘AMWW%WW“‘_““H““H““H““w““_““u““ —r— —r—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.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 60 unknown-13 Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
15.804 9.61 ng/ul 893036  Phenanthrene-di10 17.145
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Glutaric acid, 2,2-dimethylpent-... 258 C14H2604 1000377-61-4 35
2 3-Hexanol, 3,4-diethyl-, 158 C10H220 019398-78-8 25
3 2-(0Oxolan-2-yl)-1,2-oxazinane 157 C8H15N02 1000445-08-1 18
4 Ethylene glycol, 0,0-di(pivaloyl)- 230 C12H2204 1000308-76-5 16
5 Citronellol, TMS derivative 228 C13H280Si 018419-09-5 14
Abundance Scan 2162 (15.804 min): BP020250.D\data.ms (-2153) (- m/z 57.10 100.00%
57.1
143.2
5000
— ——
| H J ‘ 15.50 16.00
bbbl Ly, 229.2 313.2 3882 462.5 549 /7 87.10  64.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #145598: Glutaric acid, 2,2-dimethylpent-3-yl ethyl ester
143.0
5000 — A
57.0 15.50 16.00
m/z 143.20 62.56%
O‘\\JLJL’\J\\\J\I‘\‘\\\‘}\\\2‘]-\:3\.9‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #34647: 3-Hexanol, 3,4-diethyl-,
87.0
— —
15.50 16.00
5000 m/z 69.10 46.47%
29.
O‘HNMMHWH‘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 #34351: 2-(Oxolan-2-yl)-1,2-oxazinane “ —
87.0 15.50 16.00
m/z 73.10 44.54%
5000
29.0
ol s
e P ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\

Library Search Compound Report

Data File : BP©20250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124 .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 61 Tridecanoic acid Concentration Rank 44

R.T. EstConc Area Relative to ISTD R.T.
18.098 8.81 ng/ul 819228  Phenanthrene-die 17.145
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 96
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 83
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81

Abundance Scan 2552 (18.098 min): BP020250.D\data.ms (-2548) (- 73.10 100.00%
73.1
5000 M\/\M
213.3
—— —
’ M 2] 18.00 18.50
0 H“‘M H‘M J l\\‘mf??'ﬁ“3‘5‘6?:1”4‘1‘5:9_‘7595”‘?“‘ 60.05 85.10%
miz--> 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0
5000
171.0 1&00 1&50
‘ m/z 55.10  73.88%
0\‘1‘T“ I}Hdmm“‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
—— —
18.00 18.50
5000 129.0 m/Z 43.10 71.92%
H 213.0
0ty ‘l“u‘ﬁ‘hw‘\Hmmw‘uww_wwwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid 7 —
73.0 18.00 18.50
m/z 41.10 59.76%
256.0
5000
H 157.0
ou\k“u’ JH'”"HM — —
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\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.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 62 (DEL) Alkane: Straight-Chai... Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
19.069 9.65 ng/ul 897167  Phenanthrene-di10 17.145
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 90
Abundance Scan 2717 (19.069 min): BP020250.D\data.ms (-2713) (|  m/z 57.10 100.00%
57.1
5000 M\«/\j\\ww\
T \
|| 1272 1973 206.4 369.3 432.0489.3546. 1900
O e e e T m/z 71.10 74.75%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158600: Nonadecane
57.0
5000 —— :
19.00
m/z 43.10 68.30%
OH‘\"\‘J\‘\lwl“lwﬂzwz.\‘o"\\1\9\7‘.\(\)\\2‘6\\8;(\)“\H‘HH‘HH‘HH‘HH|\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0
T \
19.00
5000 m/z 85.10 54.60%
127.0
R s 2ok L L — JM
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246481: Tetracosane .
57.0 19.00
m/z 41.10 34.52%
- Nﬂwwwxmw“ﬁﬂvww\ﬂwNANy
ol ‘ 1 || 127-0 197.0 267.0 338.0
A e e e P
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.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 63 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.245 47.51 ng/ul 3419030  Chrysene-d12 21.633
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane 324 C23H48 000638-67-5 97
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 91
5 Eicosane, 1-iodo- 408 C20H41I1 1000406-31-8 91

Abundance Scan 2917 (20.245 min): BP020250.D\data.ms (-2912) (- m/z 57.10 100.00%
7.1

5
5000

—
11272 175 20.00 20.50
|JA[1)7 197.3 26743254 401.3 47745354 o 79 19 72.16%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #229644: Tricosane
57.0

5000 1
20.00 20.50
m/z 43.10 66.34%

324.0
7.0
‘\\\‘\"\J\‘\J\J.‘]‘\Iﬁ‘}\A‘AE‘\?Z.\‘O\‘\\ZE?.\O\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0

—
20.00 20.50

o

o

5000 m/z 85.10 51.86%
LTt L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane 1 T
57.0 20.00 20.50

m/z 41.10 30.70%

5000 ML
111, 2270 197.0 267.0 380.0

(O s A AARAS saaa s e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
BP020250.D

: 08 May 2024 23:42
: MA/JU
: P2369-16

: 17  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124 .MA.M

: SVOA CALIBRATION

¢ 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 64 (DEL) Alkane: Straight-Chai... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
20.780 60.78 ng/ul 4373770  Chrysene-di12 21.633
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Tetracosane 338 (C24H50 000646-31-1 93
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 3008 (20.780 min): BP020250.D\data.ms (-3003) (- m/z 57.10 100.00%
57.1

-

5000
FE 1973 20.50 21.00
oHu_uﬂww‘w"2“?7““_373‘?_5”“4?9‘-‘3‘4?9‘-‘15““?-‘( m/z 71.10 74.55%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0
5000 T =
20.50 21.00
m/z 43.10 65.61%
O\\\‘\\\\‘\\\1‘\1r\‘r‘\\\‘\\r\‘1\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

-

Abundance #246480: Tetracosane
57.0
20.50 21.00
5000 ITI/Z 85.10 54.84%
1 || 1770 197.0 28103380
UL oS R ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl- - =
57.0 20.50 21.00
m/z 41.10 29.59%
5000 /NMNNAJKA¢
1 2390
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.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 65 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.316  65.38 ng/ul 4705070  Chrysene-di12 21.633
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 91
Abundance Scan 3099 (21.316 min): BP020250.D\data.ms (-3094) (- m/z 57.10 100.00%
57.1
— —
|| [}27:2 1073 319.5 w 21.00 2150
o‘Hs_H‘\"uhe‘um‘H?ﬁ“”?’”‘H“_?’99_5”“‘??7‘1‘_‘5"4?:' m/z 71.10  74.49%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158597: Nonadecane
57.0
5000 = —
21.00 21.50
m/z 43.10 66.51%
0 \l\ ‘ \ I\ %710\ 11970 2680
\\\‘\\\\‘\\\\‘\\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194597: Pentadecane, 8-hexyl-
43.0
— —
21.00 21.50
5000 m/z 85.10 54.92%
1960
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane — _—
57.0 21.00 21.50
m/z 41.10 29.71%
o \‘ | | 1270 1970 267.0  367.0
e S e e e P —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124 .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 66 (DEL) Alkane: Straight-Chai... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
21.904 51.00 ng/ul 3670380 Chrysene-d12 21.633
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 95
3 Hexacosane 366 C26H54 000630-01-3 94
4 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 93

Abundance Scan 3199 (21.904 min): BP020250.D\data.ms (-3193) (- m/z 57.10 100.00%
57.1
5000 AJVJ\MVJ¥A
—
\1 1073 22.00
ol i \'Mmm 2954 366.1431.2489.2549. ./, 71 10 73.80%
m/z--> 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 T
22.00
m/z 43.10 63.46%
2390
ol | Agre 296.0
TT ‘\\\\‘\\\\‘\\f\[!\\f{\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275544: Docosane, 11-butyl-
57.0
—
22.00
5000 ITI/Z 85.10 53.78%
127.0
ol LLLED 200 *000see0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane —T
57.0 22.00
m/z 41.10 27.10%
o \‘ || 270 1970 2670  367.0
“W‘H“H‘w“u‘u“_‘H“H‘_“W‘H“H‘w“u“ ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.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 67 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.557  38.49 ng/ul 2770050  Chrysene-d12 21.633
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 94
2 Docosane, 7-hexyl- 394 (C28H58 055373-86-9 93
3 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
4 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
5 Octacosane 394 (C28H58 000630-02-4 91
Abundance Scan 3310 (22.557 min): BP020250.D\data.ms (-3304) (- m/z 57.10 100.00%
57.1
U \
’ ’13 22.50
0H“MH‘WM"‘“w““““39‘9(‘5"?"89"?””“489"3‘5‘4?:! m/z 71.10  74.27%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #229650: Heptadecane, 9-hexyl-
43.0
5000 — :
22.50
m/z 43.10 63.73%
1130 2100
o WD ez
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298429: Docosane, 7-hexyl-
57.0
U \
22.50
5000 m/z 85.10 53.55%
309.0
ob 120! 00 00 qr90
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #345481: Dotriacontane, 1-iodo- — ‘
57.0 22.50
m/z 55.10 25.86%
- J\M
0 LTS 970 2570 50 aano —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP050824\

Data File : BP©20250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124 .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 68 (DEL) Alkane: Straight-Chai... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
23.304 30.11 ng/ul 2166560  Chrysene-d12 21.633
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90

Abundance Scan 3437 (23.304 min): BP020250.D\data.ms (-3430) (- m/z 57.10 100.00%
57.1

3

5000
‘ ‘ ‘ﬁ 1973 23.00 23.50
obr LT 1973 2811 3514 416947535348 0" 71 10 73.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #246482: Tetracosane
57.0
5000 — ——
23.00 23.50
m/z 43.10 64.45%
LT[ 3970 2670 3380
O‘\\\\‘\\\\‘\\\1‘\1r\‘\‘\\\‘\\r\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

:

Abundance #194590: Heneicosane
57.0
23.00 23.50
5000 ITI/Z 85.10 54.50%
0 \‘ J J Jll ﬂ i \1.970 2960
_‘H"H‘_‘H"H‘_‘H“H‘_‘H“H‘_‘H“H‘_‘H“
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #275537: Hexacosane “ 1
57.0 23.00 23.50
m/z 41.10 24.92%
o ‘ || 2270 1970 2670 367.0
_‘H‘H"_‘H‘H"_‘H‘H“_‘H‘H“_‘H‘H“_‘H“ — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.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 69 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
24.180 17.42 ng/ul 1657170  Perylene-di12 25.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
2 Eicosane 282 C20H42 000112-95-8 95
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 95
4 13-Methylheptacosane 394 C28H58 015689-72-2 94
5 Heptadecane 240 C17H36 000629-78-7 94

Abundance Scan 3586 (24.180 min): BP020250.D\data.ms (-3579) (- m/z 57.10 100.00%

57.1
5000

—
0272 1673 2811 24.00 24.50
b WM1'w‘m"‘H‘“3‘?"1“5‘495‘3“?“‘4?9‘4?‘}?‘ m/z 71.10  76.26%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0

5000 — —
24.00 24.50

m/z 43.10 61.13%

239.0
O\\‘\}\\\“]-\F\J\H‘H\\\[!\\T‘\\z\g\?\o\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0

T
24.00 24.50

5000 m/z 85.10 56.40%
o J‘ ﬁ L1 “1‘9‘70 282.0
m‘mwm A e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275544: Docosane, 11-butyl- T —
57.0 24.00 24.50

m/z 55.10  26.94%

| ‘1370 210.0

obd e 309-0366.0
AL S TRsese

T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.00 24.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP050824\

Data File : BP©20250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124 .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 70 (DEL) Alkane: Straight-Chai... Concentration Rank 31

R.T. EstConc Area Relative to ISTD R.T.
25.198 12.96 ng/ul 12327760  Perylene-di12 25.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 95
3 Nonadecane 268 C19H40 000629-92-5 93
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
5 Eicosane 282 C20H42 000112-95-8 93

Abundance Scan 3759 (25.198 min): BP020250.D\data.ms (-3752) (- m/z 57.10 100.00%

57.1
5000

7
25.00 25.50

o‘H“_whwukuum?%fgwgﬁgﬁ‘H‘?§%9H4?99w‘§4% m/z 71.10  74.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
5000 — —
25.00 25.50

m/z 43.10  61.50%
1

[ /70 1070 2960
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #320594: Heneicosane, 11-decyl-
57.0

7
25.00 25.50
5000 m/z 85.10 55.81%

295.0
27.0 ‘
“,lﬁ.x\11930\4350
miz--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #158597: Nonadecane 7 —
57.0 25.00 25.50

m/z 55.10  25.91%

| o

1270 1970 2660

Ly

O

O

0“H‘M‘H‘H“M\H,H‘W“H‘H‘W‘H‘M“W‘H‘M‘H“ — T 7
m/z--> 50 100 150 200 250 300 350 400 450 500 550 25.00 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.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 71 (DEL) Alkane: Straight-Chai... Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
26.410 7.58 ng/ul 720975  Perylene-di2 25.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
2 Eicosane 282 C20H42 000112-95-8 93
3 Docosane, 7-hexyl- 394 C28H58 055373-86-9 93
4 Eicosane, 9-octyl- 394 (C28H58 013475-77-9 93
5 Hexacosane, 1-iodo- 492 C26H53I 1000406-32-1 90
Abundance Scan 3965 (26.409 min): BP020250.D\data.ms (-3959) (- m/z 57.10 100.00%
57.1
2650
127 .
211.3 .
0bnr ‘ A ‘ | ‘\L Ll opt 2831 9552 4617 549:  n/; 7110 70.41%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 1
26.50
m/z 85.10 54.96%
239.0
O\\\J‘\‘\\\l‘l\F\J\\J‘J\l\W\[!\\1‘\?!9\6‘T(\)\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176386: Eicosane
57.0
——
26.50
5000 m/z 43.10 53.10%
0 J‘ ‘ 127.0 197.0 282.0
H“_“w“H“H“H‘w“u,‘u“u“_“w“u“u‘,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298429: Docosane, 7-hexyl- ——
57.0 26.50
m/z 55.05 25.22%
o ‘M/—‘\/\/\J\N\M
ot 12502 0200 090 590 L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050824\
Data File : BP020250.D

Acqg On : 08 May 2024 23:42
Operator : MA/JU

Sample : P2369-16

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@50124.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|
(DEL) Alkane: S 5.652 4.4 ng/ul 654084 1 7.622 2943210 20.0
(DEL) Alkane: C... 5.899 5.6 ng/ul 825967 1 7.622 2943210 20.0
(DEL) Alkane: S... 6.175 5.6 ng/ul 826610 1 7.622 2943210 20.0
(DEL) Alkane: S 6.281 13.3 ng/ul 1954930 1 7.622 2943210 20.0
(DEL) Alkane: S 6.605 8.0 ng/ul 1170080 1 7.622 2943210 20.0
(DEL) Alkane: S. 6.658 7.0 ng/ul 1025820 1 7.622 2943210 20.0
Benzene, 1l-ethy... 6.705 4.6 ng/ul 679380 1 7.622 2943210 20.0
(DEL) Alkane: C... 7.087 7.7 ng/ul 1134280 1 7.622 2943210 20.0
(DEL) Alkane: S... 7.228 61.1 ng/ul 8987020 1 7.622 2943210 20.0
Sulfurous acid,... 7.322 4.9 ng/ul 726123 1 7.622 2943210 20.0
(DEL) Alkane: S... 7.416 14.4 ng/ul 2112950 1 7.622 2943210 20.0
Cyclobutylcarbo... 7.516 28.1 ng/ul 4141710 1 7.622 2943210 20.0
Mesitylene 7.722 20.6 ng/ul 3037910 1 7.622 2943210 20.0
(DEL) Alkane: S... 7.781 18.3 ng/ul 2685850 1 7.622 2943210 20.0
(DEL) Alkane: S... 7.852 8.5 ng/ul 1256280 1 7.622 2943210 20.0
(DEL) Alkane: C... 7.881 16.2 ng/ul 2389910 1 7.622 2943210 20.0
(DEL) Alkane: C... 7.940 9.8 ng/ul 1438570 1 7.622 2943210 20.0
1-Dodecanol, 2-... 8.028 11.3 ng/ul 1654830 1 7.622 2943210 20.0
(DEL) Alkane: S... 8.122 41.3 ng/ul 6079230 1 7.622 2943210 20.0
(DEL) Alkane: S... 8.181 21.6 ng/ul 3179260 1 7.622 2943210 20.0
(DEL) Alkane: S... 8.252 50.3 ng/ul 7399110 1 7.622 2943210 20.0
Naphthalene, de... 8.422 59.1 ng/ul 8700760 1 7.622 2943210 20.0
Benzene, 4-ethy... 8.557 18.4 ng/ul 2710920 1 7.622 2943210 20.0
o-Cymene 8.605 15.8 ng/ul 2317240 1 7.622 2943210 20.0
unknown-01 8.669 16.5 ng/ul 2428380 1 7.622 2943210 20.0
Benzene, 2-ethy... 8.699 25.2 ng/ul 3709590 1 7.622 2943210 20.0
(DEL) Alkane: S... 8.834 160.1 ng/ul 23556600 1 7.622 2943210 20.0
(DEL) Alkane: C... 8.905 17.9 ng/ul 2637460 1 7.622 2943210 20.0
4-Methylphenyl ... 8.946 35.1 ng/ul 5168800 1 7.622 2943210 20.0
unknown-02 9.046 15.6 ng/ul 5195020 2 10.393 6661170 20.0
(DEL) Alkane: S... 9.228 9.3 ng/ul 3110760 2 10.393 6661170 20.0
Benzene, 1,2,4,... 9.281 2.5 ng/ul 842045 2 10.393 6661170 20.0
1-Methyldecahyd... 9.557 6.5 ng/ul 2147300 2 10.393 6661170 20.0
Benzene, 1-meth... 9.599 5.0 ng/ul 1658950 2 10.393 6661170 20.0
(DEL) Alkane: S... 9.663 7.6 ng/ul 2544030 2 10.393 6661170 20.0
(DEL) Alkane: S... 9.728 5.7 ng/ul 1896590 2 10.393 6661170 20.0
Benzene, 1-meth... 9.799 10.3 ng/ul 3445146 2 10.393 6661170 20.0
Benzene, 1-meth... 9.969 6.5 ng/ul 2174750 2 10.393 6661170 20.0
(DEL) Alkane: S... 11.399 2.8 ng/ul 939479 2 10.393 6661170 20.0
(DEL) Alkane: S... 11.810 2.7 ng/ul 907486 2 10.393 6661170 20.0
unknown-03 13.092 8.4 ng/ul 746818 3 14.293 1774910 20.0
unknown-04 13.328 16.7 ng/ul 1483890 3 14.293 1774910 20.0
unknown-05 13.451 9.8 ng/ul 874018 3 14.293 1774910 20.0
unknown-06 13.634 11.7 ng/ul 1039660 3 14.293 1774910 20.0
unknown-07 13.916 8.2 ng/ul 729334 3 14.293 1774910 20.0
unknown-08 14.051 15.4 ng/ul 1364900 3 14.293 1774910 20.0
unknown-09 14.122 10.7 ng/ul 950545 3 14.293 1774910 20.0
unknown-10 14.363 17.4 ng/ul 1544740 3 14.293 1774910 20.0
unknown-11 14.892 11.9 ng/ul 1051500 3 14.293 1774910 20.0
unknown-12 14.963 32.9 ng/ul 2922250 3 14.293 1774910 20.0
(DEL) Alkane: C... 15.157 10.0 ng/ul 890938 3 14.293 1774910 20.0
1,3-Hexadiene, ... 15.604 10.2 ng/ul 905756 3 14.293 1774910 20.0
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unknown-13 15.804 9.6 ng/ul 893036 4 17.145 1858890
Tridecanoic acid 18.098 8.8 ng/ul 819228 4 17.145 1858890
(DEL) Alkane: S... 19.069 9.7 ng/ul 897167 4 17.145 1858890
(DEL) Alkane: S.. 20.245 47.5 ng/ul 3419030 5 21.633 1439290
(DEL) Alkane: S.. 20.780 60.8 ng/ul 4373776 5 21.633 1439290
(DEL) Alkane: S.. 21.316 65.4 ng/ul 4705070 5 21.633 1439290
(DEL) Alkane: S.. 21.904 51.0 ng/ul 3670380 5 21.633 1439290
(DEL) Alkane: S.. 22.557 38.5 ng/ul 2770050 5 21.633 1439290
(DEL) Alkane: S.. 23.304 30.1 ng/ul 2166560 5 21.633 1439290
(DEL) Alkane: S.. 24.180 17.4 ng/ul 1657170 6 25.010 1902750
(DEL) Alkane: S.. 25.198 13.0 ng/ul 1232770 6 25.010 1902750
(DEL) Alkane: S.. 26.410 7.6 ng/ul 720975 6 25.010 1902750
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