LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acq On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS Vial : 9 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_N\Methods\SFAM-EPA-BN@91124 .MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@34340.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total

1 4,593 282 290 297 rVB 3750078 6051127 11.80% 0.413%
2 5.463 430 438 445 rVB2 13194572 26836374 52.32% 1.830%
3 5.704 472 479 486 rBV2 3573797 7448924 14.52% 0.508%
4 5.834 486 501 506 rVB 6688652 20984512 40.91% 1.431%
5 5.916 509 515 523 rBV3 4250657 8950849 17.45% 0.610%
6 5.993 523 528 532 rBV 6006522 9189079 17.91% 0.627%
7 6.057 532 539 543 rBV3 4673207 10925568 21.30% 0.745%
8 6.098 543 546 551 rVB 4403783 6499505 12.67% 0.443%
9 6.322 576 584 589 rBv4 3174713 7962342 15.52% 0.543%
10 6.387 589 595 598 rBV2 5186383 10559778 20.59% 0.720%
11 6.422 598 601 606 rVB 7237174 10941058 21.33% 0.746%
12 6.481 606 611 614 rBV 9336184 17136354 33.41% 1.168%
13 6.510 614 616 620 rVB 6947850 8241203 16.07% 0.562%
14 6.587 620 629 634 rVB3 9206762 23442104 45.70% 1.598%
15 6.645 634 639 644 rVB 6594591 10424782 20.32% 0.711%
16 6.798 659 665 669 rBV 7499080 12195146 23.78% 0.832%
17 6.857 669 675 679 rBV2 7448505 12274140 23.93% 0.837%
18 6.945 685 690 701 rVB4 3567263 11307040 22.04% 0.771%
19 7.057 701 709 717 rBV3 16950865 46871835 91.38% 3.196%
20 7.245 733 741 744 rBV3 2530357 6684187 13.03% 0.456%
21 7.398 760 767 771 rVB 10073633 18114594 35.32% 1.235%
22 7.498 777 784 795 rVB4 10756023 29546770 57.60% 2.015%
23 7.628 796 806 810 rBV6 5169601 15262959 29.76% 1.041%
24 7.681 810 815 823 rVB7 5376903 15742924 30.69% 1.073%
25 7.834 836 841 846 rBv2 4295937 7480652 14.58% 0.510%
26 7.887 846 850 854 rBv2 5313610 8310124 16.20% 0.567%
27 7.945 854 860 865 rVB2 11918343 22055153 43.00% 1.504%
28 7.998 865 869 872 rBV 7329582 11457576 22.34% 0.781%
29 8.039 872 876 879 rBV2 7033591 10585625 20.64% 0.722%
30 8.075 879 882 893 rVB2 10039222 17081499 33.30% 1.165%
31 8.175 893 899 902 rBV 9302274 18037676 35.17% 1.230%
32 8.345 923 928 932 rBV 5839946 9435421 18.40% 0.643%
33 8.398 932 937 943 rVB 6909382 11128992 21.70% 0.759%
34 8.498 943 954 963 rBV2 8767235 23724927 46.25% 1.618%
35 8.651 971 980 984 rVB 15289518 42131687 82.14% 2.873%

36 8.745 984 996 1002 rBV7 6528310 18927040 36.90% 1.291%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acq On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS Vial : 9 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_N\Methods\SFAM-EPA-BN©91124.MA.M
Title : SVOA CALIBRATION
37 8.828 1002 1010 1013 rBV3 3992526 8124835 15.84% 0.554%
38 9.075 1048 1052 1063 rVB3 5381257 13015264 25.37% 0.887%
39 9.186 1063 1071 1077 rVB2 4610847 9020802 17.59% 0.615%
40 9.269 1077 1085 1088 rBV4 3426682 9345852 18.22% 0.637%
41  9.328 1088 1095 1099 rBV4 4237574 9487102 18.50% 0.647%
42 9.475 1110 1120 1125 rVB2 6168906 14837421 28.93% 1.012%
43 9.534 1125 1130 1134 rBV2 4724657 8392611 16.36% ©.572%
44  9.616 1140 1144 1147 rBV 4942438 7532902 14.69% 0.514%
45 9.716 1153 1161 1166 rBV4 5967070 12185556 23.76% ©0.831%

46  9.869 1181 1187 1192 rBV2 6634540 10718345 20.90% 0.731%
47 10.175 1226 1239 1248 rBV6 13186377 51293244 100.00%  3.497%
48 10.304 1254 1261 1265 rBV3 9958960 17461841 34.04% 1.191%
49 10.345 1265 1268 1273 rVB 4660949 6447513 12.57%  0.440%
50 10.563 1298 1305 1316 rVB 14278906 28182960 54.94% 1.922%

51 10.692 1317 1327 1332 rBV 7921266 16997738 33.14% 1.159%
52 11.210 1408 1415 1420 rBV2 10363926 20680736 40.32% 1.410%
53 11.275 1420 1426 1432 rVB2 9778236 19513142 38.04% 1.331%
54 11.451 1446 1456 1461 rBV 9404287 17447122 34.01% 1.190%
55 11.628 1475 1486 1489 rBV 12572085 29795485 58.09% 2.032%

56 11.657 1489 1491 1495 rVV 9497236 11914673 23.23% 0.812%
57 11.833 1516 1521 1524 rVV 7627764 13836012 26.97% 0.943%
58 11.875 1524 1528 1533 rVB 11458862 18413831 35.90% 1.256%
59 12.033 1549 1555 1564 rBV3 5865889 16728138 32.61% 1.141%
60 12.280 1591 1597 1600 rBV2 3683278 7066661 13.78% 0.482%

61 12.451 1622 1626 1634 rVB2 4046706 7287730 14.21% 0.497%
62 12.598 1646 1651 1660 rVB2 5546049 10729365 20.92% ©.732%
63 12.810 1678 1687 1692 rBV4 2292899 6120334 11.93% 0.417%
64 12.904 1695 1703 1712 rVB 11809981 24002047 46.79% 1.637%
65 13.104 1734 1737 1747 rVB6 3110315 6992668 13.63% 0.477%

66 13.210 1747 1755 1757 rBv4 5585198 11083789 21.61% ©.756%
67 13.369 1778 1782 1786 rVV 6088670 10825853 21.11% ©.738%
68 13.422 1786 1791 1796 rVV3 6642372 13286186 25.90% 0.906%
69 13.469 1796 1799 1805 rVB2 4465886 6843295 13.34% 0.467%
70 13.569 1805 1816 1819 rBV3 6529791 16540704 32.25% 1.128%
71 13.704 1832 1839 1842 rBV4 6055681 12102092 23.59% 0.825%

72 13.998 1883 1889 1893 rBV 13861136 27907999 54.41% 1.903%
73 14.039 1893 1896 1904 rVB5 3570753 7211033 14.06%  0.492%
74 14.163 1911 1917 1921 rBV4 6553606 10358707 20.20% ©0.706%
75 14.216 1921 1926 1930 rVB 11198617 17650808 34.41% 1.204%

76 14.292 1930 1939 1943 rBV4 4084580 12442835 24.26% ©0.848%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acq On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS Vial : 9 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_N\Methods\SFAM-EPA-BN©91124.MA.M
Title : SVOA CALIBRATION

77 14.545 1978 1982 1987 rVB2 5216648 7487764 14.60% 0.511%
78 14.610 1989 1993 1997 rVV2 5783114 8492743 16.56% ©0.579%
79 14.710 2002 2010 2014 rVV2 13689875 35113045 68.46% 2.394%
80 14.839 2026 2032 2044 rBV 12138978 25657227 50.02% 1.749%

81 14.957 2044 2052 2057 rVB2 11445118 21449017 41.82% 1.463%
82 15.192 2084 2092 2095 rBV5 3879429 9721035 18.95% 0.663%
83 15.357 2112 2120 2130 rBV3 6311003 16014940 31.22% 1.092%
84 15.710 2175 2180 2187 rBV3 6718180 11674400 22.76% ©.796%
85 15.821 2193 2199 2201 rBV2 11297831 20300317 39.58% 1.384%

86 16.498 2305 2314 2315 rBV 15338718 35929039 70.05%  2.450%

87 16.615 2329 2334 2338 rVV 9309311 12693287 24.75% ©.865%
88 16.663 2338 2342 2352 rVB2 7421200 13727721 26.76% ©.936%
89 16.927 2383 2387 2392 rVB2 4304331 6958884 13.57% 0.474%
90 17.351 2454 2459 2463 rVB 9688526 13769437 26.84% 0.939%
91 17.521 2484 2488 2497 rVB2 8566820 13365276 26.06% ©0.911%
92 17.745 2522 2526 2531 rVB2 3946843 6157814 12.01% ©0.420%
93 18.039 2571 2576 2580 rBV 8741490 12068586 23.53% 0.823%
94 18.686 2680 2686 2688 rBV 7796510 13145365 25.63% ©0.896%
95 19.268 2781 2785 2790 rVB 5818669 7021560 13.69% ©0.479%
96 19.809 2872 2877 2884 rVB2 6283800 7894567 15.39% ©.538%
97 20.780 3038 3042 3052 rVB 9991877 12965821 25.28% 0.884%
98 21.256 3119 3123 3131 rVB 4315678 5938709 11.58% 0.405%
99 21.668 3188 3193 3204 rVB 3848237 6781181 13.22% 0.462%
100 21.780 3206 3212 3218 rVB3 4974440 8484780 16.54% 0.579%

Sum of corrected areas: 1466587272

SFAM-EPA-BN©91124 .MA.M Thu Oct @3 18:19:25 2024 3



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57

Operator : RC/JU

Sample : P4016-18

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BN034340.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
5.463 29.63 ng/ul 26836400 1,4-Dichlorobenzene-d4 7.392

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonane 128 C9H20 000111-84-2 94
2 Nonane 128 C9H20 000111-84-2 93
3 Nonane 128 C9H20 000111-84-2 91
4 Nonane 128 C9H20 000111-84-2 91
5 Octane 114 C8H18 000111-65-9 72
Abundance Scan 438 (5.463 min): BN034340.D\data.ms (-430) (-) m/z 43.05 100.00%
43.0
5000 85.0
5.20 5.40 5.60 5.80
128.2
[ deo T 2229 m/z 57.10 98.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14521: Nonane
43.0
5000
5.20 5.40 5.60 5.80
85.0 m/z 41.10 54.90%
L
0 \HM\\NHH‘Hm‘\HH“HH‘\M‘\m‘\m‘\m‘uu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
5.20 5.40 5.60 5.80
5000 m/z 85.05 40.38%
\\\\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\
m/z-->
Abundance #14523: Nonane T T T T T T A T
m/z 71.10 28.13%
J\M
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57

Operator : RC/JU

Sample : P4016-18

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method :
Quant Title : SVOA CALIBRATION

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

Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 3 (DEL) Alkane: Cyclic5.704

Concentration Rank 58

R.T. EstConc Area Relative to ISTD R.T.
5.704 8.22 ng/ul 7448920 1,4-Dichlorobenzene-d4 7.392
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 trans-1,2-Diethyl cyclopentane 126 C9H18 000932-40-1 58
2 Cyclohexane, 1-ethyl-2-methyl- 126 C9H18 003728-54-9 55
3 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 50
4 Cyclohexane, 1-ethyl-2-methyl-, . 126 C9H18 004923-78-8 49
5 Cyclohexane, 1-ethyl-4-methyl-, . 126 C9H18 004926-78-7 46

Abundance Scan 479 (5.704 min): BN034340.D\data.ms (-472) (-) m/z 97.10 100.00%
43.1 97.1
5000
‘ 126.1 ’ 5.40 5.60 5.80 6.00
ol gl B L1881 2810 0 43010 90.02%
m/z--> 50 100 150 200 250
Abundance #13265: trans-1,2-Diethyl cyclopentane
55.0 97.0
5000
5.40 5.60 5.80 6.00
m/z 55.05 89.51%
‘ ‘ 126.0
0 \%ako‘w““‘\ “\‘ HHMH‘ ; \‘\ T
m/z--> 50 100 150 200 250
Abundance
550 70
\\‘\\\\‘\\\\‘\\\\‘\\\\‘
5.40 5.60 5.80 6.00
5000 m/z 57.10 86.12%
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z-->
Abundance #7609: Cyclohexane, 1,4-dimethyl-
m/z 41.00 56.44%
T \H\ ‘h‘\ “h \”h\H‘ T I — I I M
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 4 Hexylene glycol Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
5.834 23.17 ng/ul 20984500 1,4-Dichlorobenzene-d4 7.392

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexylene glycol 118 C6H1402 000107-41-5 80
2 Hexylene glycol 118 C6H1402 000107-41-5 72
3 (R)-(-)-2-Methyl-2,4-pentanediol 118 C6H1402 099210-90-9 72
4 Hexylene glycol 118 C6H1402 000107-41-5 72
5 Carbonic acid, 2-methoxyethyl ne... 190 C9H1804 1000331-42-7 59

Abundance Scan 501 (5.834 min): BN034340.D\data.ms (-486) (-) m/z 59.00 100.00%

59.0
5000

H‘ 1030 5.60 5.80 6.00 6.20
\

0 1422 2070 281.  n/; 43.00  88.18%

m/z--> 100 150 200 250
Abundance #10020: Hexylene glycol
59.0
5000

5.60 5.80 6.00 6.20
m/z 57.10 46.11%

2710‘” h 103.0
0‘\‘“‘ \‘\‘u}“““\“““ b b
m/z--> 50 100 150 200 250
Abundance

59.0

5.60 5.80 6.00 6.20
5000 m/z 41.00 30.57%

T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z-->
Abundance #10081: (R)-(-)-2-Methyl-2,4-pentanediol R RRARA N

m/z 56.10 27.94%

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57

Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 5 (DEL) Alkane: Straight-Chai...

5.916

Hit# of

4 Decane, 2-methyl-

Concentration Rank 53

EstConc Area Relative to ISTD R.T.

9.88 ng/ul 8950850 1,4-Dichlorobenzene-d4 7.392
5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 27
2 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 27
3 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 22
156 C11H24 006975-98-0 22
212 C15H32 031295-56-4 22

5 Dodecane, 2,6,11-trimethyl-

Abundance Scan 515 (5.916 min): BN034340.D\data.ms (-509) (-)
57.1
105.0
5000 82.0
0l 354 | o 1929
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
5000
85.0
29.0
ok 80 416 1690 1970
G AL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
5000
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\
m/z-->
Abundance #45519: Octane, 3-ethyl-2,7-dimethyl-
H “\ ‘M \‘ . | It
\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\\\\\\\\\\\\\
m/z-->

m/z 57.10 100.00%

5.60 5.80 6.00 6.20

m/z 43.05 80.09%

5.60 5.80 6.00 6.20

m/z 105.00 73.45%

A

5.60 5.80 6.00 6.20

m/z 41.05 59.60%

m/z 71.05 48.91%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
5.993 10.15 ng/ul 9189080 1,4-Dichlorobenzene-d4 7.392

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 91
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 91
3 Nonane, 3-methyl- 142 C10H22 005911-04-6 90
4 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 90
5 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 90
Abundance Scan 528 (5.993 min): BN034340.D\data.ms (-523) (-) m/z 57.10 100.00%
57.1
5000 / /
131 | 5.60 580 6.00 6.20 6.40
Obrrprebd b L 3422 1930 2810 4 7110 67.74%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22108: Octane, 3,6-dimethyl-
57.0
5000 [ B B A B
5.60 5.80 6.00 6.20 6.40
113.0 m/z 43.10 47.09%
270 ‘ ‘ 142.0
o SR S R e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\
5.60 5.80 6.00 6.20 6.40
5000 m/z 41.05 37.32%
\H‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z-->
Abundance #22077: Nonane, 3-methy|' RSN RN R
m/z 56.05 28.74%
M
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57

Operator : RC/JU

Sample : P4016-18

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M

: SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 7 Cyclohexanone, 2,3-dimethyl- Concentration Rank 46

R.T. EstConc Area Relative to ISTD R.T.
6.057 12.06 ng/ul 10925600 1,4-Dichlorobenzene-d4 7.392
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexanone, 2,3-dimethyl- 126 C8H140 013395-76-1 87
2 Cyclohexane, propyl- 126 C9H18 001678-92-8 74
3 Cyclohexane, propyl- 126 C9H18 001678-92-8 72
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 64
5 Cyclohexane, propyl- 126 C9H18 001678-92-8 64

Abundance Scan 539 (6.057 min): BN034340.D\data.ms (-532) (-) m/z 83.10 100.00%
83.1
5000 41.0
126.1
“ | hh ‘ | ’ 5.80 6.00 6.20 6.40
ol Ll by L1909 2810 4 s5.ee 97.67%
miz--> 50 100 150 200 250
Abundance #13079: Cyclohexanone, 2,3-dimethyl-
55.0
5000 L L L B I R A B
126.0 5.80 6.00 6.20 6.40
m/z 82.05 53.66%
‘H 97.0
‘ m‘H Al \‘ Jo
o
m/z--> 50 100 150 200 250
Abundance
83.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\
5.80 6.00 6.20 6.40
5000 m/z 41.00 50.56%
T T T T T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T
m/z-->
Abundance #13196: Cyclohexane, propyl- R A R RRS R EE
m/z 69.10 23.78%
I — I I MA/\/\/WJ
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
6.322 8.79 ng/ul 7962340 1,4-Dichlorobenzene-d4 7.392

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 2,5,6-trimethyl- 184 (C13H28 062108-23-0 80
2 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 64
3 Octane, 2,3-dimethyl- 142 C1eH22 007146-60-3 64
4 Hexane, 3-ethyl-2,5-dimethyl- 142 C10H22 052897-04-8 52
5 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 50
Abundance Scan 584 (6.322 min): BN034340.D\data.ms (-576) (-) m/z 57.10 100.00%
57.1
98.1 AL Ean et
‘d”‘ 6.00 6.20 6.40 6.60
ober b b L 1422 2089 28LOnu 4310 66.46%
m/z--> 50 100 150 200 250
Abundance #59083: Decane, 2,5,6-trimethyl-
57.0
5000 L B R L L R R
6.00 6.20 6.40 6.60
m/z 41.00 36.82%
98.0
0 150.0 -
m/z--> 50 100 150 200 250
Abundance
57.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘
6.00 6.20 6.40 6.60
5000 m/z 56.10 27 .27%
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T
m/z-->
Abundance #22093: Octane, 2,3-d|methy|- T T T T T T T I T
m/z 71.05 23.93%
T T T T T T T T T V\AMM
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 10 Benzene, propyl- Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
6.387 11.66 ng/ul 10559800 1,4-Dichlorobenzene-d4 7.392

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 70
2 Nonane, 5-methyl- 142 C10H22 015869-85-9 60
3 Heptane, 3,4,5-trimethyl- 142 C10H22 020278-89-1 47
4 Nonane, 5-methyl- 142 C10H22 015869-85-9 47
5 Pentane, 3-ethyl-3-methyl- 114 C8H18 001067-08-9 38
Abundance Scan 595 (6.387 min): BN034340.D\data.ms (-589) (-) m/z 91.00 100.00%
91.0
43.1
5000
120.1 ISR GLILVA VA
‘ ‘ ‘ ’ 6.00 6.20 6.40 6.60 6.80
Ot gy b d928 2810 w7 4310 80.79%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10702: Benzene, propyl-
91.0
5000 LA B L L I
6.00 6.20 6.40 6.60 6.80
120.0 m/z 85.10 53.91%
39.0
o‘uwmwmhﬂuhu‘NHWHHMHWHHMHWHHMHWHHMHWH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
43.0
85.0 6.00 6.20 6.40 6.60 6.80
5000 ’ m/z 84.10 34.35%
\H‘\H\‘\H\‘HH‘\H\‘HH‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z-->
Abundance #22121: Heptane, 3,4,5-trimethyl- P A T
m/z 41.10  28.09%
| \“ H MMﬂ/ﬁ
\H‘\H\‘\H\‘HH‘\H\‘HH‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘H L TTTT TTTT LU T
m/z-->

SFAM-EPA-BN©91124.MA.M Thu Oct 03 18:19:34 2024 Page: 12



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_ N\Data\BN100224\
BN@©34340.D

: 02 Oct 2024 16:57
: RC/JU
. P4016-18

: 9 Sample Multiplier: 1

: SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
6.422 12.08 ng/ul 10941100 1,4-Dichlorobenzene-d4 7.392

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonane, 4-methyl- 142 C1OH22 017301-94-9 91
2 Heptane, 2,3,4-trimethyl- 142 C1OH22 052896-95-4 64
3 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 59
4 Nonane, 4-methyl- 142 C1OH22 017301-94-9 59
5 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 53
Abundance Scan 601 (6.422 min): BN034340.D\data.ms (-598) (-) m/z 57.10 100.00%
57.1
98.1 R AAREERRS T
‘ ‘ 1422 6.00 6.20 6.40 6.60 6.80
bt 34221910 s 43010 57.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22083: Nonane, 4-methyl-
57.0
5000 (L B I L B B R R
6.00 6.20 6.40 6.60 6.80
)
290‘ 8.0 m/z 71.10 39.07%
S N A T N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
6.00 6.20 6.40 6.60 6.80
5000 m/z 70.10 34.14%
TTT \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ LI
m/z-->
Abundance #14594: Pentane, 2,2,3,3-tetramethyl- R R e e
m/z 41.10 29.52%
| “ ‘M‘ \“\ I | M/\A/\//\/\M
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ TTTT TTTT LI LI LU LU L L TT1
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 12 (DEL) Alkane: Straight-Chai... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
6.481 18.92 ng/ul 17136400 1,4-Dichlorobenzene-d4 7.392

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonane, 2-methyl- 142 C1leH22 000871-83-0 81
2 Pentadecane 212 C15H32 000629-62-9 64
3 Decane 142 C1OH22 000124-18-5 64
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 59
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 53
Abundance Scan 611 (6.481 min): BN034340.D\data.ms (-606) (-) m/z 57.10 100.00%
57.1
- MM\J\/U\\JW
08.1 R
‘ H ‘ 127.1 ’ 6.20 6.40 6.60 6.80
Ol o L 007 1649 2070 28l yu 43,10 85.37%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22078: Nonane, 2-methyl-
43.0
5000 L L B L B B
6.20 6.40 6.60 6.80
41.10  45.84%
85.0 n/z
o‘H_1HLHM‘NWLHM‘}ﬁiﬂu‘WHHMH‘_HWHH‘HHMHW‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\
6.20 6.40 6.60 6.80
5000 m/z 71.10 43.19%
\H‘HH‘HH‘HH‘HH‘HH‘H\\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘H
m/z-->
Abundance #22068: Decane
m/z 85.10 27.25%
“‘ H\ \‘ I L \—/L/\/\/UM
\H‘HH‘HH‘HH‘HH‘HH‘H\\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘H TTT L L TTTT TTTT
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 13 Benzene, 1l-ethyl-3-methyl- Concentration Rank 55

R.T. EstConc Area Relative to ISTD R.T.
6.510  9.10 ng/ul 8241200 1,4-Dichlorobenzene-d4  7.392
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-3-methyl- 120 com2 000620-14-4 94

2 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 93
3 Mesitylene 120 C9H12 000108-67-8 90
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
5 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 87

Abundance Scan 616 (6.510 min): BN034340.D\data.ms (-614) (-) m/z 105.10 100.00%
106.1
5000
R e R
65.0‘ ‘ ) 6.20 6.40 6.60 6.80
ob gl B 21401 28L1 nsu120.10  32.45%
m/z--> 50 100 150 200 250
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 \\‘\\\/‘\\\\\‘\\\\‘\\\\‘
6.20 6.40 6.60 6.80
m/z 91.00 14.46%
39.0
o] Emm— \“ ‘\ ‘\74i\p‘\ h‘ e — —
m/z--> 50 100 150 200 250
Abundance
105.0
6.20 6.40 6.60 6.80
5000 m/z 77 .00 12.94%
T T T T T T T T ‘ T T T T ‘ T T T T T T T T T T T T
m/z-->
Abundance #10695: Mesitylene
m/z 79.00 9.64%
— ‘\‘ i“”\”\“‘\ \“ ‘”\H‘\‘ T L — T T T T T T M
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 14 Benzene, 1l-ethyl-2-methyl- Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
6.798 13.46 ng/ul 12195100 1,4-Dichlorobenzene-d4 7.392

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 665 (6.798 min): BN034340.D\data.ms (-659) (-) m/z 105.10 100.00%
105.1
5000 /\
R L
390 77.0 6.40 6.60 6.80 7.00 7.20
Obr bbbl b 1 3RS 1910 o150 00 30.69%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 /‘\\\\\‘\\\\‘\\\\‘\\\\‘\\
6.40 6.60 6.80 7.00 7.20
m/z 91.00 12.87%
77.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 77 .00 12.40%
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\
m/z-->
Abundance #10715: Benzene, 1,2,3-trimethy|- RREERRRE R R RN
m/z 79.00 11.22%
b e Ll J\/m
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\ TT T T[T T T T [T T T[T T I T
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 15 2-Heptanone, 4,6-dimethyl- Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
6.857 13.55 ng/ul 12274100 1,4-Dichlorobenzene-d4 7.392

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Heptanone, 4,6-dimethyl- 142 C9H180 019549-80-5 83
2 Carbonic acid, hexyl prop-1-en-2... 186 C10H1803 1000382-54-2 74
3 2-Heptanone, 4,6-dimethyl- 142 C9H180 019549-80-5 72
4 2-Pentanone, 5,5'-oxybis- 186 C10H1803 093677-66-8 59
5 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 43

Abundance Scan 675 (6.857 min): BN034340.D\data.ms (-669) (-) m/z 43.00 100.00%

43.0
> i M
660680 7.00 7.20
109.1 . . . .
o‘u“u‘ﬂm‘u‘Jﬁ‘ﬂu‘q‘Nm‘u?ﬁﬁ?u“u‘_“%9§9 m/z 58.00 59.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23050: 2-Heptanone, 4,6-dimethyl-
43.0
5000
85.0 6.60 6.80 7.00 7.20
m/z 69.10 43.21%
15.0
e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\
6.60 6.80 7.00 7.20
5000 m/z 85.05 39.02%
\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\
m/z-->
Abundance #23062: 2-Heptanone, 4,6-dimethyl- PP T
m/z 84.10  35.83%
\\M ‘ | wm
\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\ TT T T[T T T T[T T T T[T T T[T TT
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 16 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.057 51.75 ng/ul 46871800 1,4-Dichlorobenzene-d4 7.392

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane 142 C10H22 000124-18-5 83
2 Decane 142 C1OH22 000124-18-5 52
3 Hexatriacontane 507 C36H74 000630-06-8 50
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 44
5 Nonane 128 C9H20 000111-84-2 43

Abundance Scan 709 (7.057 min): BN034340.D\data.ms (-701) (-) m/z 57.10 100.00%

57.1
5000
120.1
AR e A
‘ ‘ 6.80 7.00 7.20 7.40
Ot 1791 m/z 43.10 88.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22068: Decane
43.0
5000 L L L B I LN B B
6.80 7.00 7.20 7.40
m/z 105.05 76.18%
” ‘ 9.0
O I R T R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\
6.80 7.00 7.20 7.40
5000 m/z 41.10 51.04%
‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\ TTTTTTT
m/z-->
Abundance #339056: Hexatriacontane A RARRERARRRERERRRES
m/z 71.10 41.34%
\‘ .‘\ |‘ “‘ ‘I Uy MNJ\A
‘\\\\‘\\\\‘\\\\‘\\\\\\\\ TTTrorproroT TTTroTproroT TTTT T TT I
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 17 (DEL) Alkane: Straight-Chai... Concentration Rank 61
R.T. EstConc Area Relative to ISTD R.T.
7.245 7.38 ng/ul 6684190 1,4-Dichlorobenzene-d4 7.392

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 2,4,6-trimethyl- 184 C13H28 062108-27-4 53
2 Hexane, 1-(hexyloxy)-2-methyl- 200 C13H280 074421-17-3 50
3 Decane 142 C10H22 000124-18-5 47
4 Hexane, 1,1'-oxybis- 186 C12H260 000112-58-3 47
5 Heptane, 4,4-dimethyl- 128 C9H20 001068-19-5 47

Abundance Scan 741 (7.245 min): BN034340.D\data.ms (-733) (-) m/z 57.10 100.00%

57.1
5000 85.1
' 7.007.20 7.40 7.60
139.1 . . . .
113.1
o““AM‘WH‘MHQWH‘M‘mu‘H“MH“_“‘&94Q““ m/z 43.10  66.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59079: Decane, 2,4,6-trimethyl-
43.0
5000 710 L L L L L B L L
7.00 7.20 7.40 7.60
m/z 85.10 43.66%
w0
o T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\
85.0 7.00 7.20 7.40 7.60
5000 m/z 41.00 35.74%
‘\\\\ L \\\\‘\\\\‘\\\\‘\\\\ TTTT TTTT TTTT TTTT
m/z-->
Abundance #22067: Decane T T T T T T T
m/z 69.05 19.82%
“\ H\ “ l] L ‘ W
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\ TTTT TTTT TTTT LU LU LU L TTT
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 18 1-Hexanol, 2-ethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.498 32.62 ng/ul 29546800 1,4-Dichlorobenzene-d4 7.392

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59
4 Isobutyl octan-2-yl carbonate 230 C13H2603 1000372-74-7 59
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 47

Abundance Scan 784 (7.498 min): BN034340.D\data.ms (-777) (-) m/z 57.10 100.00%

57.1
g3.1 105.1 T
H ‘ ‘ ‘ 7.20 7.40 7.60 7.80
O 8 b L 1411 1650 1929 p/y a1.10  36.99%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 L L L L B L B
7.20 7.40 7.60 7.80
29.0 83.0 m/z 43.10 31.73%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\
7.20 7.40 7.60 7.80
5000 m/z 55.05 24.50%
\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\
m/z-->
Abundance #15695: l-HeXanOI, 2'ethy|- T T T T T T T T T T T T
m/z 105.05  23.78%
“\ H\ “\ ‘\ ! | J\ J
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\ \\\‘\\\\‘\\\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 19 D-Limonene Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
7.628 16.85 ng/ul 15263000 1,4-Dichlorobenzene-d4 7.392

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 D-Limonene 136 C10H1le6 005989-27-5 96
2 Cyclohexene, 1-methyl-4-(1-methy... 136 C1@H16 005989-54-8 93
3 D-Limonene 136 C10H16 005989-27-5 64
4 Limonene 136 C10H16 000138-86-3 62
5 D-Limonene 136 C10H16 005989-27-5 58
Abundance Scan 806 (7.628 min): BN034340.D\data.ms (-796) (-) m/z 83.10 100.00%
83.1
N RAARRRARRNERSRES S
1711 7.40 7.60 7.80 8.00
0! 2070 m/z 68.10  83.54%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18009: D-Limonene
68.0
5000 ' 7.407.60 7.80 8.00
121.0 m/z 67.80 72.19%
LT M IS — L
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
68.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\
7.40 7.60 7.80 8.00
5000 m/z 93.00 61.63%
\H‘\H\‘HH‘HH‘HH‘\H\‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z-->
Abundance #18005: D-Limonene
m/z 43.00 47.03%
I Hu \“\ | L‘H \‘\ ‘ ‘ M
\H‘HH‘HH‘\H‘HH‘\H\‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘H L L L L TTT
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 20 (DEL) Alkane: Cyclic7.681 Concentration Rank 38

R.T. EstConc Area Relative to ISTD R.T.
7.681 17.38 ng/ul 15742900 1,4-Dichlorobenzene-d4  7.392
Hit# of 5 Tentative ID MW MolForm CAS# Qual
I Cyclohexane, (1-methylethyl)- 126 cons 000696-29-7 64

2 n-Heptadecylcyclohexane 322 C23H46 019781-73-8 64
3 Cyclohexane, nonadecyl- 350 C25H50 022349-03-7 64
4 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 59
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 59

Abundance Scan 815 (7.681 min): BN034340.D\data.ms (-810) (-) m/z 55.10 100.00%
55.1
1111 EEEEUE A
‘ i54 5 7.40 7.60 7.80 8.00
ol ddu [ 45421910 4/ s2.16  84.90%
m/z--> 50 100 150 200 250 300 350
Abundance #13259: Cyclohexane, (1-methylethyl)-
82.0
5000 41 L B B L L L B
: 7.40 7.60 7.80 8.00
126.0 m/z 83.05 79.28%
g |
O e e o BB BB o e
m/z--> 50 100 150 200 250 300 350
Abundance
83.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\
7.40 7.60 7.80 8.00
5000 m/z 41.00 35.19%
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z-->
Abundance #259995: Cyclohexane, nonadecyl- R RRRRREERRREEREEEERS
. M H\‘ il HL L \
\\\\‘\\\\‘\\\\ L L L L T I L L
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 21 Cyclohexanone, 3,3,5-trimet... Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.
7.834 8.26 ng/ul 7480650 1,4-Dichlorobenzene-d4 7.392

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 93
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 81
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 76
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 59
5 Cyclopentanone, 2,4,4-trimethyl- 126 C8H140 004694-12-6 50
Abundance Scan 841 (7.834 min): BN034340.D\data.ms (-836) (-) m/z 83.00 100.00%
83.0
140.1 P e
‘\ ‘ | ‘ | ‘ ‘ 7.60 7.80 8.00 8.20
ol o 1980 2808 /7 s5.ee 51.82%
m/z--> 50 100 150 200 250
Abundance #21577: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 L L L B I LN A B
41.0 7.60 7.80 8.00 8.20 ;
1400 m/z 69.10 49.80%
m/z--> 50 100 150 200 250
Abundance
83.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\
7.60 7.80 8.00 8.20
5000 m/z 41.10 40.11%
T T T T ‘ T T T T ‘ T T T T T T T T ‘ T T T T ‘ T T T T
m/z-->
Abundance #21576: Cyclohexanone, 3,3,5-trimethyl- R RARRREEREEEEEEEEEER
\‘\H\ \‘\h‘\\\\‘\\\\ T T T L I
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 22 Benzene, 1,3-diethyl- Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
7.887 9.18 ng/ul 8310120 1,4-Dichlorobenzene-d4 7.392

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 96
2 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 96
3 Benzene, 1,2-diethyl- 134 CleH14 000135-01-3 96

4 Benzene, 1,4-diethyl- 134 CleH14 000105-05-5 94
5 Benzene, 1,4-diethyl- 134 CleH14 000105-05-5 94

Abundance Scan 850 (7.887 min): BN034340.D\data.ms (-846) (-) m/z 105.10 100.00%

1056.1
43.0
‘ ‘%‘ékﬁ%‘é&ébBé‘zBA
135.1 : : : :
ob— 7#%1681-2090 ——2804 'm/z 119.16  99.80%
m/z--> 50 100 150 200 250
Abundance #17028: Benzene, 1,3-diethyl-
119.0

I

5000 A e
7.60 7.80 8.00 8.20

m/z 43.00 75.14%

39.0 77.0‘
ol ‘w“\\‘ | ‘H\‘M! B A
m/z--> 50 100 150 200 250
Abundance
119.0
7.%0 7.‘80 8.60 8.‘20
5000 m/z 134.05 47.98%
L L O B L B LB
m/z--> /\/\
Abundance #17032: Benzene, 1,2-diethyl- AT e

m/z 58.00 31.03%

- M)

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 23 Benzene, 1-methyl-3-propyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
7.945  24.35 ng/ul 22055200 1,4-Dichlorobenzene-d4 7.392

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-methyl-3-propyl- 134 CleH14 001074-43-7 55
2 Benzene, 1-methyl-3-propyl- 134 CleH14 001074-43-7 55
3 Benzene, 1-methyl-4-propyl- 134 CleH14 001074-55-1 50
4 Benzene, 1-methyl-4-propyl- 134 CleH14 001074-55-1 50
5 Benzene, (1-methylpropyl)- 134 C1leH14 000135-98-8 50
Abundance Scan 860 (7.945 min): BN034340.D\data.ms (-854) (-) m/z 105.00 100.00%
105.0
57.1
5000
134'1 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
‘ H 7?? ‘ ‘ 7.60 7.80 8.00 8.20
Ol o bbb Ll L 1861 1980 s 57010 62.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17053: Benzene, 1-methyl-3-propyl-
105.0
5000 L L R I L IR L R I
7.60 7.80 8.00 8.20
134.0 m/z 43.10  35.15%
39.0 77.0
0 H““‘H“‘H‘H‘u‘u““““1“‘1“m“um‘uu“m‘uu“m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\
7.60 7.80 8.00 8.20
5000 m/z 85.10 25.94%
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\
m/z-->
Abundance #17052: Benzene, 1-methyl-4-propyl- N RAREARRSmEREEEE e
m/z 134.05  25.88%
| I il ‘\‘ | ‘\‘ " L MMM
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 24 (DEL) Alkane: Straight-Chai... Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
7.998 12.65 ng/ul 11457600 1,4-Dichlorobenzene-d4 7.392

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 91
2 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 80
3 Heptane, 2,5,5-trimethyl- 142 C1OH22 001189-99-7 78

4 Decane, 4-methyl- 156 C11H24 002847-72-5 76
5 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 72

Abundance Scan 869 (7.998 min): BN034340.D\data.ms (-865) (-) m/z 71.10 100.00%

711
1121 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
‘ 1412 ’ 7.60 7.80 8.00 8.20 8.40
Obrrprerbl ol L 28221010 2810 n/; 43,05 86.63%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33082: Decane, 4-methyl-
43.0
5000 | LA L I IR
7.60 7.80 8.00 8.20 8.40
m/z 57.10 72.20%
‘ ‘ 112.0
b 20, aso
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
43.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\
7.60 7.80 8.00 8.20 8.40
5000 m/z 41.05 37.38%
\H‘\H\‘\H\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘H
m/z-->
Abundance #22112: Heptane, 2,5,5-trimethy|- [T T T T T T T T T T T T
m/z 70.10 36.57%
‘L\ h\ I | | MN\/\/A
\H‘\H\‘\H\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘H LU LU L L T
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 25 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 47

R.T. EstConc Area Relative to ISTD R.T.
8.039 11.69 ng/ul 10585600 1,4-Dichlorobenzene-d4 7.392
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 95
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94
3 1,3,8-p-Menthatriene 134 C1eH14 018368-95-1 94
4 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 91
5 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 91

Abundance Scan 876 (8.039 min): BN034340.D\data.ms (-872) (-) m/z 119.10 100.00%

110.1
5000 910 \ AA

300 630, 7.80 8.00 8.20 8.40
0Lt et oot el L 4 1821 2070 s 91 00 49.76%

m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17072: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000

7.80 8.00 8.20 8.40
m/z 134.05 47 .24%

39.0 65.0 91.0

Tt R Y O RS
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
\\\\\‘\\\\‘\\\\‘\\\\‘\\\
7.80 8.00 8.20 8.40
5000 m/z 105.00 44 .69%
\‘\\\\ \\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\ TTTT TTTT TTTT
m/z-->
Abundance #17018: l,3,8—p—Menthatriene T T T T T T T
m/z 92.00 15.87%
| \‘\M \‘H ‘ H h‘ ‘ Il Liw
\\\\\‘\\\\‘\\ ‘\\\\ \\\\‘\\\\‘\\\\‘\\\\ TTTT TTTT TTTT
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 26 (DEL) Alkane: Straight-Chai... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
8.175 19.92 ng/ul 180377060 1,4-Dichlorobenzene-d4 7.392

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 90
2 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 64
3 Decane, 2,4,6-trimethyl- 184 (C13H28 062108-27-4 59
4 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 59
5 Nonane, 1-iodo- 254 (C9H191I 004282-42-2 58

Abundance Scan 899 (8.175 min): BN034340.D\data.ms (-893) (-) m/z 57.10 100.00%

57.1
5000 85.1
R RSN RERREEEERAY
‘ ‘12?1 7.80 8.00 8.20 8.40
Ol L 1862 1930 2810 g0 10 75.75%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33092: Decane, 3-methyl-
57.0
5000 LB L B LA I
29.0 85.0 7.80 8.00 8.20 8.40
' m/z 43.10 61.61%
127.0
Ot 880 e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\
7.80 8.00 8.20 8.40
5000 m/z 85.10 51.37%
\‘HH \H\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘HH TTTT T
m/z-->
Abundance #59079: Decane, 2,4,6-trimethy|- IR R R R R
m/z 41.05 49.46%
\‘\\ \“ l | | MM
\‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘HHHHHHHHHHHHHHH T LU L L L T
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 28 o-Cymene Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
8.398 12.29 ng/ul 11129000 1,4-Dichlorobenzene-d4 7.392
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 o-Cymene 134 C1eH14 000527-84-4 97
2 Benzene, 1-methyl-3-(1-methyleth... 134 Cl@H14 000535-77-3 95
3 o-Cymene 134 C1eH14 000527-84-4 95

4 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 94
5 p-Cymene 134 C1eH14 000099-87-6 94

Abundance Scan 937 (8.398 min): BN034340.D\data.ms (-932) (-) m/z 119.10 100.00%

119.1
5000
91.0 8.00 8.20 8.40 8.60 8.80
390 650 | I 156.1
O b e Bl 2205 m/z 134.05  27.07%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16997: o-Cymene
119.0
8.00 8.20 8.40 8.60 8.80
91.0 m/z 91.00 15.97%
41.0 65.0 ‘ ‘
L { TR TIN! m " im |y L
o) BV PSS P AP S A
m/z--> 20 40 60 80 100 120 140 160
Abundance
119.0
8.00 8.20 8.40 8.60 8.80
5000 m/z 120.10 10.04%
\\\\\\\\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\
m/z-->
Abundance #16998: 0-Cymene
m/z 117.10 8.21%
T T MMM
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 29 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.651 46.52 ng/ul 42131700 1,4-Dichlorobenzene-d4 7.392

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 97
2 Undecane 156 C11H24 001120-21-4 93
3 Undecane 156 C11H24 001120-21-4 91

4 Tetradecane 198 C14H30 000629-59-4 90
5 Hexadecane 226 Cl6H34 000544-76-3 90

Abundance Scan 980 (8.651 min): BN034340.D\data.ms (-971) (-) m/z 57.10 100.00%

57.1
5000
85.1
R EEEae e s
H H ‘ | 113.1 1562 1910 8.40 8.60 8.80 9.00
ot e A e m/z 43.10 82.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33077: Undecane
57.0
5000 L L L L I B B
85.0 8.40 8.60 8.80 9.00
290 > m/z 71.10  51.83%
U o o
QT S e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\
8.40 8.60 8.80 9.00
5000 m/z 41.10 45.25%
\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\
m/z-->
Abundance #33078: Undecane T T T T T T T T T T
m/z 85.10 30.71%
“ H‘\ \‘ \‘ 1L " . w
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\\\\\ I L
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 30 unknown-01 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
8.745 20.90 ng/ul 18927000 1,4-Dichlorobenzene-d4 7.392

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-Methylphenyl acetone 148 C10H120 002096-86-8 46
2 Benzene, 1-methyl-4-(2-methylpro... 148 C11H16 005161-04-6 41
3 3,4-Dihydro-2-[1H]quinoxalinone 148 C8H8N20 059564-59-9 38
4 2-Methylindan-2-o0l 148 C10H120 033223-84-6 38
5 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 30
Abundance Scan 996 (8.745 min): BN034340.D\data.ms (-984) (-) m/z 105.00 100.00%
105.0
5000 431 69.0 148.1
| H | ‘ | ‘ 8.40 8.60 8.80 9.00
0 L oy Y 1720 2081 o 199 05 56.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26208: 4-Methylphenyl acetone
105.0
5000 43.0
8.40 8.60 8.80 9.00
77.0 148.0 m/z 43.10  48.22%
15.0 | H
0HH_m‘Hmum‘mWm_m‘mwm‘mwm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\
8.40 8.60 8.80 9.00
5000 m/z 69.00 46.12%
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\ /\/\/\]\/\/\M/\J\J\/
m/z-->

Abundance #26813: 3,4-Dihydro-2-[1H]quinoxalinone P

m/z 41.10 43.17%
Ll H\‘ ‘ | I m
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\ T[T T T T[T T T T rrr I rrrrJ1

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 33 (DEL) Alkane: Cyclic9.186 Concentration Rank 72
R.T. EstConc Area Relative to ISTD R.T.
9.186 3.52 ng/ul 9020800 Naphthalene-d8 10.151

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane, (1,1-dimethylethyl)- 126 C9H18 003875-52-3 38
2 Cyclobutane, 1,2,3,4-tetramethyl- 112 C8H16 069531-57-3 38
3 3-Aminopiperidine-2,6-dione 128 C5H8N202 002353-44-8 36
4 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 36
5 1-Decene, 2-methyl- 154 C11H22 013151-27-4 28
Abundance Scan 1071 (9.186 min): BN034340.D\data.ms (-1063) (-) m/z 56.05 100.00%
56.0
o AJ\A/\‘AJM/L/\/
1111 Rt L S
85.1 1571 8.80 9.00 9.20 9.40 9.60
[ S—— . u““ A - 1. 18517501 18522090 o 57,10 39.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13277: Cyclopentane, (1,1-dimethylethyl)-
56.0
5000 LA B L L I
8.80 9.00 9.20 9.40 9.60
m/z 69.10  29.85%
29.0 111.0
[ L L |80
ot e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
56.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\
8.80 9.00 9.20 9.40 9.60
5000 m/z 41.05 24.02%
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\ /\/\A/\/\/M
m/z-->

Abundance #13808: 3-Aminopiperidine-2,6-dione R R R

HM \H " h\ ‘ \‘ .
\\\‘\\\\‘\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\\\\\ TT T T[T T T T[T T T T[T T 17171
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 35 (DEL) Alkane: Straight-Chai... Concentration Rank 66
R.T. EstConc Area Relative to ISTD R.T.
9.475 5.79 ng/ul 14837400 Naphthalene-d8 10.151

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 72
2 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 64
3 Hexadecane 226 Cl6H34 000544-76-3 64

4 Pentadecane 212 C15H32 000629-62-9 53
5 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 53

Abundance Scan 1120 (9.475 min): BN034340.D\data.ms (-1110) (-) m/z 57.10 100.00%

57.1
7 JUWMM
R memanard S
‘ H 1121 9.20 9.40 9.60 9.80
(
Obrrerrebdi d e L 18111990 2804 L, 4316 46.20%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33081: Undecane
57.0
5000 L L L L B BB
9.20 9.40 9.60 9.80
m/z 71.10 43.04%
27‘"0‘ %0 156.0
O e e e T e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\
9.20 9.40 9.60 9.80
5000 m/z 41.10 31.98%
\‘HH TTTT \\\\‘H\\‘HH‘HH‘HH‘HH‘HH TTTT[TTTT [T T T[TTTTI[TT \/\\/\/WU\/M/M
m/z-->
Abundance #107218: Hexadecane T T T T T T T T T T[T
m/z 85.10 18.81%
\‘ “\‘ H\ A JM\MULJ\
\‘HH‘HH’HH‘HH‘HHHHHHHHHHHHHHHHHHH TTT LU L L L
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 36 (DEL) Alkane: Straight-Chai... Concentration Rank 73
R.T. EstConc Area Relative to ISTD R.T.
9.534 3.27 ng/ul 8392610 Naphthalene-d8 10.151

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 4-methyl- 170 C12H26 002980-69-0 58
2 Sulfurous acid, pentyl undecyl e... 306 C16H3403S 1000309-14-4 38
3 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 35

4 1,3-Dimethylcyclopentanol 114 C7H140 019550-46-0 35
5 Succinic acid, heptyl tetrahydro... 300 C16H2805 1000329-86-5 35

Abundance Scan 1130 (9.534 min): BN034340.D\data.ms (-1125) (-) m/z 71.10 100.00%

71.1
105.1
5000 210
148.1
T \
L] e
Obr bbbl b L1808 28LC L 4316 96.80%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45496: Undecane, 4-methyl-
43.0
5000 S :
9.50
85.0 m/z 105.05  73.60%
M h ‘ 126.0
O i
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
T T T ‘ T ‘
9.50
5000 m/z 57.10 59.44%
\‘HH H\\‘\\H‘\\\\‘\H\‘\H\‘HH‘\\H‘HH‘HH‘HH‘HH TTTT]TT
m/z-->
Abundance #14566: Hexane, 2,3,4-trimethyl- I I
m/z 106.10  56.13%
H ‘\ #LM
\‘\H\‘HH‘HH‘HH‘HH TTTT[TT T T[T T T[T T[T T T T [ TTTT[TTTT[TTTIT]TT
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 37 (DEL) Alkane: Straight-Chai... Concentration Rank 75
R.T. EstConc Area Relative to ISTD R.T.
9.616 2.94 ng/ul 7532900 Naphthalene-d8 10.151

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 2-methyl- 170 C12H26 007045-71-8 72
2 Undecane, 2-methyl- 170 C12H26 007045-71-8 68
3 Nonane, 5-butyl- 184 C13H28 017312-63-9 64
4 Heptadecane 240 C17H36 000629-78-7 59
5 Decane, 2-methyl- 156 C1l1H24 006975-98-0 58
Abundance Scan 1144 (9.616 min): BN034340.D\data.ms (-1140) (-) m/z 43.10 100.00%
43.1
71.1
5000
99.1 126.1 9.50 10.00
’ *+148.1 : :
R “i‘: ‘ wHu A1 17021930 sy 57010 97.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45487: Undecane, 2-methyl-
43.0
71.0
5000 — —
9.50 10.00
m/z 71.10 66.67%
99.0 127.0
155.0
olsol g [T e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
T ‘ T T ‘ T
9.50 10.00
5000 m/z 85.10 52.50%
\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\
m/z-->
Abundance #59031: Nonane, 5-butyl- I T
M\j\j;:o
“\ hh\ Ao
\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 38 (DEL) Alkane: Straight-Chai... Concentration Rank 68
R.T. EstConc Area Relative to ISTD R.T.
9.716 4.75 ng/ul 12185600 Naphthalene-d8 10.151

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 76
2 Undecane, 3-methyl- 170 C12H26 001002-43-3 59
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 49
4 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 38
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 38

Abundance Scan 1161 (9.716 min): BN034340.D\data.ms (-1153) (-) m/z 57.10 100.00%

57.1
5000 85.1
119.1 T —F
141.1 9.50 10.00
Ol bl Ml b L 2702 2090 s 56 10 70.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45490: Undecane, 3-methyl-
57.0
5000 \

i i
85.0 9.50 10.00
29.0 m/z 43.10 58.28%

‘ 141.0
T - “\“ ‘ “‘\ EARRRAN ‘\112? T U T \1700\ AR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

57.0

T ‘ T
9.50 10.00
5000 m/z 71.10 50.76%

o

4

m/z-->
Abundance #45512: Decane, 3,8-dimethyl- I I
m/z 41.10 45.79%
1A O O Y I W
\\\\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 40 (DEL) Alkane: Straight-Chai... Concentration Rank 76
R.T. EstConc Area Relative to ISTD R.T.
10.345 2.51 ng/ul 6447510  Naphthalene-d8 10.151
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 2,6-dimethyl- 184 (C13H28 017301-23-4 91
2 Undecane, 3,6-dimethyl- 184 (C13H28 017301-28-9 91
3 Undecane, 2,6-dimethyl- 184 (C13H28 017301-23-4 78
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64
5 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 58

Abundance Scan 1268 (10.345 min): BN034340.D\data.ms (-1265) (- m/z 57.10 100.00%
57.1
T —
98\1128 1631 10.00 10.50
| 193.1 281.( o
Obr oAbl 1280, 75071930 28LUyu 43,10 45.04%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
5000 I T
10.00 10.50
m/z 71.10 44.06%
zno) |, 2%
oA S VI SR . 2 .2 ———
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0
‘ T T ‘ T
10.00 10.50
5000 m/z 41.05 23.88%
H‘HHH\\‘HH‘H\\‘H\\‘HH‘H\\‘HH‘HH‘HH‘HH‘HHHHH
m/z-->
Abundance #59075: Undecane, 2,6-dimethyl- ‘ I
m/z 98.10 11.44%
H I o ﬁ““fA/\WfAfﬂ“/kAﬁkf
H‘H\\‘HH‘HH‘HH‘HH‘HHHHHHHHHHHHHHHHH
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 41 unknown-02 Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
10.563 10.99 ng/ul 28183000 Naphthalene-d8 10.151
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 47
2 Cyanic acid, ethyl ester 71 C3H5NO 000627-48-5 40
3 2-Methyl-1-nonene 140 C10H20 002980-71-4 27
4 Cyclohexylamine 99 C6H13N 000108-91-8 27
5 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 25
Abundance Scan 1305 (10.563 min): BN034340.D\data.ms (-1298) (- m/z 56.10 100.00%
56.1
7 MM/LW
1111 S :
145.1 10.50
85.1 199.2
Ol ‘m‘:‘wm‘n"‘;w‘;‘““““‘199-‘1_”“_” m/z 71.00 41.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75788: 2,4-Dipropyl-5-ethyl-1,3-dioxane
56.0
5000 s :
10.50
29.0 111.0 m/z 69.10 36.60%
145.0
85.0
0 B0 o 1980
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
29.0
T 1 \
56.0 10.50
5000 m/z 55.10 32.27%
\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\
m/z-->
Abundance #20666: 2-Methyl-1-nonene I I
m/z 57.10 30.59%
H H‘ | u‘\ | ! | MM
\\\\‘\\\\‘\\\‘\\\\‘\\\\\\\\\\\\‘\\\\\\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 46 (DEL) Alkane: Straight-Chai... Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
11.628 11.62 ng/ul 29795500 Naphthalene-ds 16.151
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane 184 C13H28 066629-50-5 96

2 Dodecane

170 C12H26

3 Carbonic acid, octadecyl prop-1-... 354 C22H4203

4 Tetradecane
5 Tridecane

198 C14H30
184 C13H28

000112-40-3 90
1000383-11-5 90
000629-59-4 90
000629-50-5 90

Abundance Scan 1486 (11.628 min): BN034340.D\data.ms (-1475) (- m/z 57.10 100.00%
57.1
> m
1150  12.00
99.1 . .
1 184.2
0L U‘NH‘ i by 34“1‘1‘ e m/z 43.10  75.41%
miz--> 50 100 150 200 250
Abundance #59029: Tridecane
57.0
5000 el L
11.50 12.00
m/z 71.106 63.77%
99.0
o200 | | S . 410 1830
m/z--> 50 100 150 200 250
Abundance
57.0
T ‘ T T ‘ T
11.50 12.00
5000 m/z 41.00 42 .55%
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
m/z-->
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester ‘ ‘
m/z 85.10 39.80%
. ‘\“ “H T S N N ﬂ/\J\N\—ﬁ
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 47 (DEL) Alkane: Cyclic11.657 Concentration Rank 69
R.T. EstConc Area Relative to ISTD R.T.
11.657 4.65 ng/ul 119147060  Naphthalene-d8 10.151
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 38
2 (S)-(+)-3-Methyl-1-pentanol 102 C6H140 042072-39-9 28
3 2-Propanamine, N,N'-methanetetra... 126 C7H14N2 000693-13-0 27
4 Undecanol-4 172 C11H240 004272-06-4 17
5 Neopentyl glycol 104 C5H1202 000126-30-7 16

Abundance Scan 1491 (11.657 min): BN034340.D\data.ms (-1489) (- m/z 56.10 100.00%

56.1
5000 1111
157.1

11.50 12.00
2 2L s 6905 98.83%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13253: Cyclohexane, 1,1,2-trimethyl-
69.0

5000 111.0 —
11.50 12.00
m/z 55.00 94.58%

40.0
}
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance

56.0

T ‘ T
11.50 12.00
5000 m/z 73.00 78.92%

\H‘\H\‘\H\‘HH‘\\H‘\H\‘\H\‘HH‘\H\‘\H\‘H\\‘HH‘\H\‘\H\‘H
m/z-->
Abundance #12880: 2-Propanamine, N,N'-methanetetraylbis-

m/z 111.10 50.89%

B (EYR

o

o

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57

Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 48 unknown-03 Concentration Rank 34

R.T. EstConc Area Relative to ISTD R.T.
12.280 19.60 ng/ul 7066660  Acenaphthene-d10 14.051
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 3-Trifluoroacetoxy-6-ethyldecane 282 C14H25F302 116436-59-0 41
2 Tetracontane, 3,5,24-trimethyl- 605 C43H88 055162-61-3 38
3 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 35
4 Cyclodecane 140 C10H20 000293-96-9 30
5 1H-Pyrazole, 3-ethyl-4,5-dihydro... 126 C7H14N2 075011-91-5 25

Abundance Scan 1597 (12.280 min): BN034340.D\data.ms (-1591) (- m/z 57.10 100.00%
57.1
—r —r
‘ } 159.1 12.00 12.50
bbbyl 2432 /7 111.18 68.23%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175496: 3-Trifluoroacetoxy-6-ethyldecane
57.0
5000 T T
12.00 12.50
m/z 55.00  65.48%
N
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
T ‘ T T ‘ T
12.00 12.50
5000 m/z 69.10 60.85%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\ MJ\/\J\/\/\/J\/\/
m/z-->
Abundance #263801: Oxalic acid, allyl hexadecy! ester ‘
I} 1“ 1 |,
\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 49 Bacchotricuneatin c Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
12.598 29.76 ng/ul 10729400  Acenaphthene-d10 14.051
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 72
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 72
4 Decane, 5-propyl- 184 C13H28 017312-62-8 64
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64

Abundance Scan 1651 (12.598 min): BN034340.D\data.ms (-1646) (- m/z 57.10 100.00%
1

57.
5000

105.1 1oE0 1a
12,50 13.00
183.2
— ‘M“ Ly f A4l 8o 2270 m/z 71.10  88.80%

m/z--> 50 100 150 200 250 300
Abundance #250928: Bacchotricuneatin ¢
7190 1120

5000 T
12.50 13.00
m/z 43.10 51.94%

o | 1919 2es0 342,
R L A B e R B
m/z--> 50 100 150 200 250 300
Abundance

57.0

T ‘ T
12.50 13.00
5000 m/z 85.10 40.39%

T T T ‘ T T ‘ T T T T ‘ T T T ‘ T T T ‘ T T T ‘ T T T T
Abundance #90206: Dodecane, 2,6,10-trimethyl-

m/z 41.00 35.06%

L. M

o

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 50 Propanoic acid, 2-methyl-, ... Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.

12810 16.97 ng/ul 6120330 Acenaphthene-dlo 14.651
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Propanoic acid, 2-methyl-, hexyl... 172 C10H2002
2 Hexane-1,3,4-triol, 3,5-dimethyl- 162 C8H1803
3 Propanoic acid, 2-methyl-, octyl... 200 C12H2402
4 Propanoic acid, 2-methyl-, hepty... 186 C11H2202

002349-07-7 59
1000268-02-6 59
000109-15-9 53
002349-13-5 45

5 Butyric acid, dodecyl ester 256 C16H3202 003724-61-6 42
Abundance Scan 1687 (12.810 min): BN034340.D\data.ms (-1678) (- | m/z 56.10 100.00%
56.1
89.0
5000
193.2 7 T
‘H H 12?-1 1571 12.50 13.00
Oberrere i bl L8000 L 22922570 e 05 76.66%
m/z--> 20 40 60 80 100120 140 160 180200220 240 260
Abundance #47119: Propanoic acid, 2-methyl-, hexyl ester
43.0
89.0
5000 = ~
12.50 13.00
m/z 71.00 70.88%
T —
m/z--> 20 40 60 80 100120 140 160 180 200220 240 260
Abundance
43.0
‘ T T ‘ T
12.50 13.00
5000 m/z 43.10 63.03%
H\‘HH‘HH‘HH‘HH\H\‘HH‘\\H‘\H\‘HH‘HH‘HH‘HHH
m/z-->
Abundance #75816: Propanoic acid, 2-methyl-, octyl ester ‘ ‘
M%
H L‘\ ‘\‘ I \H L ‘\
H\‘\H\‘HH‘HH‘HH‘HH‘HHHHHHHHHHHHHHH
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 51 2,6-Pyridinediamine Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
13.104 19.39 ng/ul 6992670  Acenaphthene-d10 14.051
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2,6-Pyridinediamine 109 C5H7N3 000141-86-6 50
2 Pyridine-2,4-diamine 109 C5H7N3 000461-88-1 50
3 (4-Fluorophenyl) methanol, tert.... 182 C11H15FO 1000374-64-1 43
4 2-Cyclopenten-1-one, 3,4,4-trime... 124 C8H120 030434-65-2 43
5 Phenol, 3-amino- 109 C6H7NO 000591-27-5 43

Abundance Scan 1737 (13.104 min): BN034340.D\data.ms (-1734) (- m/z 109.10 100.00%

109.1
82.0
5000
41.0
1381 13.00 13.50
170.1 . - :
0 19422202 17z 82.00  68.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6240: 2,6-Pyridinediamine
109.0
82.0
5000 — —
13.00 13.50
39.0 m/z 41.00 27.92%
140 ) 0]
] S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
109.0
T ‘ T T ‘ T
13.00 13.50
5000 m/z 83.10 27 .35%

\H\‘HH‘\H\‘\H\‘HH‘\\H‘\H\‘HH‘\\H‘\H\‘HH‘H
m/z-->

Abundance  #56571: (4-Fluorophenyl) methanol, tert.-butyl ether

m/z 57.10 26.52%

-

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 52 Naphthalene, 1,3-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.210  30.74 ng/ul 11083800  Acenaphthene-d10 14.051
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95

Abundance Scan 1755 (13.210 min): BN034340.D\data.ms (-1747) (- = m/z 156.10 100.00%

156.1
5000
31 770 ‘12?1 | 13.00 13.50
O et e o0 ‘W“‘ 519022151 2430 /7 141,05  71.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33141: Naphthalene, 1,3-dimethyl-
141.0
5000
13.00 13.50
115.0 m/z 155.10 39.10%
510 76.0 ‘ ‘
o2 i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
156.0
T ‘ T T ‘ T
13.00 13.50
5000 m/z 128.05 15.07%
‘\\\\\\\\‘\H\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\\H‘\\\\‘\\\\\\\
m/z-->
Abundance #33164: Naphthalene, 1,6-dimethyl- ‘ I

m/z 115.00 14.73%

=

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 53 Naphthalene, 2,7-dimethyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
13.369 30.03 ng/ul 10825900  Acenaphthene-d10 14.051
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
Abundance Scan 1782 (13.369 min): BN034340.D\data.ms (-1778) (- m/z 156.10 100.00%
156.1
5000
1151
39.0 77.0 190.1 13.00 13.50
0 ' o 2232 2711 m/z 141.00  87.67%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0
5000
13.00 13.50
m/z 155.10  29.59%
77.0 115.
O oe e bbbl et rerereegrerreen
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
156.0
‘ T T ‘ T
13.00 13.50
5000 m/z 115.10 18.56%
TTT H\\‘H\\‘\\\\‘\\H‘\\H‘\H\‘\\H‘HH‘HH‘HH‘HH‘HH TTTT
m/z-->
Abundance #33132: Naphthalene, 2,6-dimethyl- ‘ I
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 54 Naphthalene, 1,8-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.422  36.85 ng/ul 13286200  Acenaphthene-d10 14.051
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 93
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 90
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 90
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 89
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 89

Abundance Scan 1791 (13.422 min): BN034340.D\data.ms (-1786) (- | m/z 156.10 100.00%

156.1
5000
57.1
‘ﬁ 11T0 0.2 ( 13.50
0 m_HJM“MW “1“‘}“‘1‘”“1‘\“wmuq"mf‘mw‘%“1"]“7%‘22‘1{" m/z 141.05  66.75%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33154: Naphthalene, 1,8-dimethyl-
156.0
5000 T
13.50
76.0 115.0 m/z 155.10  37.68%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
156.0
T ‘ T
13.50
5000 m/z 57.10 32.09%
TTT \\\\‘H\\‘\\\\‘\\H‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH TTTT MWM/\
m/z-->
Abundance #33147: Naphthalene, 2,7-dimethyl- ‘
m/z 71.10 20.98%
\\\‘\‘\\\“‘H‘\‘\“}}\‘}“‘\\H‘\\\‘\‘\‘!‘H“‘H‘U‘“HH TTTT[TTT T[T TTTI[TITT[rrTT WW

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 55 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.569 45.88 ng/ul 16540700  Acenaphthene-d10 14.051
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 72
2 Dodecane, 4-methyl- 184 C13H28 006117-97-1 68
3 Dodecane 170 C12H26 000112-40-3 68
4 Decane, 5-propyl- 184 C13H28 017312-62-8 68
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 59
Abundance Scan 1816 (13.569 min): BN034340.D\data.ms (-1805) (- m/z 57.10 100.00%
57.1
‘ 1131 R I
141.1 13.50
169.2
oHwHH\‘w!“m“!u_‘uw“‘m‘mmHi“m‘Hm‘uuu‘z‘l“lﬁw??ﬂu? m/z 71.10  96.60%
m/z--> 20 40 60 80 100120140160 180 200220 240 260
Abundance #33083: Decane, 2-methyl-
57.0
5000 i§5d \
85.0
29.0 %
‘ ‘ 112.0 m/z 43.10 77.34
141.0
oHw“‘H‘}:m“H“m“‘lm“WhwHH_Hwwwwwwww
m/z--> 20 40 60 80 100120140160 180200220 240 260
Abundance
43.0
71.0 1 \
13.50
5000 m/z 85.10 46.37%
H\HHHHHH‘HH‘HH‘HH‘HH‘HHHHHHHHHHH
m/z-->
Abundance #45479: Dodecane I ‘
m/z 41.10 34.88%
“ \‘\ L Iy \ W\/MJ
H\‘HH‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘HHHHHHHHH
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 56 Sulfurous acid, decyl 2-eth... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.998 77.40 ng/ul 27908000  Acenaphthene-d10 14.051
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 90
2 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 86
3 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 86
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 80
Abundance Scan 1889 (13.998 min): BN034340.D\data.ms (-1883) (- m/z 57.10 100.00%
57.1
—
H \\ ‘ 11H3 11411 182.2 212.3 243.1271. 1490 .
OH‘HHM‘H_‘H_H‘_H‘_HW‘HWH‘WH‘WHH‘HH‘HHM‘H; m/z 71.10 74.17%
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #241464: Sulfurous acid, decyl 2-ethylhexyl ester
57.0
5000 T
14.00
m/z 43.10 52.78%
29.0 850 0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
57.0
T ‘ T
14.00
5000 m/z 41.10 35.39%
H‘HHHH‘\H\‘HH‘HH‘HH‘H\\‘\H\‘HH‘HH‘HH‘HHHH /\/M’\/JLW/
m/z-->
Abundance #141071: Heptadecane, 7-methyl- ‘
;&;k;i:][kﬂ!j:jz%
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 57 9-Methyl-S-octahydroanthracene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.216  48.95 ng/ul 17650800  Acenaphthene-d10 14.051
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Methyl-S-octahydroanthracene 200 C15H20 004948-51-0 60
2 4'-(1-Pyrroyl)acetophenone 185 C12H11NO 022106-37-2 52
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 51
4 6-tert-Butylquinoline 185 C13H15N 068141-13-9 50
5 1H-Pyrazole, 5-(t-butyl)-3-phenyl- 200 C13H16N2 1000261-34-8 46

Abundance Scan 1926 (14.216 min): BN034340.D\data.ms (-1921) (- m/z 185.10 100.00%

185.1
5000
\ T ‘ T T ‘ T
115.1 14.00 14.50
390 77.0 | ;
o A e PO I N ‘_w“”_‘m‘u?ﬁﬁ-?‘HH_%?R-" m/z 170.10  66.75%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #76095: 9-Methyl-S-octahydroanthracene
185.0
5000
14.00 14.50
143.0 m/z 200.20  29.12%
410 910 ‘ | |
A TRPHY W R W 0 —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
185.0
L T ‘ T T T
14.00 14.50
5000 m/z 155.10 17.15%
\H‘\H\‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z-->
Abundance #45539: Naphthalene, 2,3,6-trimethyl- ‘ I
m/z 186.10 16.10%
TR HH H M/\\N\

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 58 Naphthalene, 1,4,6-trimethyl- Concentration Rank 31

R.T. EstConc Area Relative to ISTD R.T.
14.545 20.77 ng/ul 7487760  Acenaphthene-d10 14.051
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 97
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 96
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 96
4 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 96
5 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 94

Abundance Scan 1982 (14.545 min): BN034340.D\data.ms (-1978) (- m/z 170.10 100.00%
170.1
5000
43.1 il
128 1
N L 2182 s, o
o‘H‘Hup‘wpﬂm‘wu‘HH‘wuwuﬁ,mm‘mu‘mu‘uu‘uu“ m/z 155.10  84.66%
m/z--> 20 40 60 80 100120140 160 180200 220 240
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0
5000 o :
14.50
128.0 m/z 71.10  33.33%
630 g1 |
01 A e
m/z--> 20 40 60 80 100120140160 180200 220240
Abundance
170.0
LN \
14.50
5000 m/z 57.10 31.73%
TTT H\\‘HH‘\H\‘\\H‘HH‘H\\‘HH‘HH‘HH‘HH‘HH TTTTTT
m/z-->
Abundance #45538: Naphthalene, 2,3,6-trimethyl- ‘ I
m/z 43.10 26.41%
I \‘\ i m \“ w
\HHH\H\‘HH‘HH‘HH‘HH‘H ‘HH‘HHHHHHHH\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 59 (DEL) Alkane: Straight-Chai... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
14.610  23.55 ng/ul 8492740  Acenaphthene-d10 14.051
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane, 7-propyl- 226 C16H34 055045-09-5 64
2 Hentriacontane 437 C31He4 000630-04-6 53
3 Decane, 3-methyl- 156 C11H24 013151-34-3 50
4 Heneicosane 296 C21H44 000629-94-7 49
5 Octacosane 394 C28H58 000630-02-4 49
Abundance Scan 1993 (14.610 min): BN034340.D\data.ms (-1989) (- m/z 57.10 100.00%
57.1
> WNMJL
133.0 231.9 e Co
(L2832 | 251 510 82 87
Ofrrr bbbl L Lo 289 m/z 43.10 82.87%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #107221: Tridecane, 7-propyl-
43.0
5000 —— e
14.50 15.00
140.0 m/z 71.10 73.74%
oo llloto | a0
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
57.0
T ‘ T T ‘ T
14.50 15.00
5000 m/z 83.10 53.31%
\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\ AM\J\/\J\M
m/z-->
Abundance #33085: Decane, 3-methyl- I
m/z 85.10 51.69%
‘ | “ M
\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 60 4,6,8-Trimethylazulene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.839 71.16 ng/ul 25657200 Acenaphthene-die 14.051
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 70
2 4'-(1-Pyrroyl)acetophenone 185 C12H11NO 022106-37-2 58
3 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 55
4 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 55
5 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 50
Abundance Scan 2032 (14.839 min): BN034340.D\data.ms (-2026) (- m/z 185.10 100.00%
185.1
5000
155.1
— —
115. 14.50 15.00
77.0
Ol m“w“H‘M?‘?‘?:?w??ﬁ-ﬁw m/z 170.10  92.85%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #45527: 4,6,8-Trimethylazulene
170.0
5000
14.50 15.00
0y
00 128.0 ‘ m/z 155.10  31.27%
0mMH‘i.m“‘“‘m’?"""“1‘“Um“‘wm_w‘u‘HH‘mwm‘mwmw
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
185.0
‘ T T ‘ T
14.50 15.00
5000 m/z 200.10 30.51%
TTT]TTTT \\H‘\\H‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH TTTTTTTT
m/z-->
Abundance #45526: 4,6,8-Trimethylazulene : MrUJL
m/z 171.10 14.97%
IR “ \H\ L \‘h‘ m M/\/L
TTT]TTTT \\H‘\\H‘HH‘HH‘HH‘HH‘\H\‘HH TTTT[TTTT[TTTT[TITTT
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 61 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.957 59.49 ng/ul 21449000 Acenaphthene-d10 14.051
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Hexadecane 226 C16H34 000544-76-3 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 2052 (14.957 min): BN034340.D\data.ms (-2044) (- m/z 57.10 100.00%
57.1
—
99.1 15.00
141.1
om_Hw‘HH\HMM‘WWHH_“1‘?““‘1““‘2“2‘6‘3”2_%@‘1”9“” m/z 43.10 70.49%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107216: Hexadecane
57.0
5000 ]
15.00
m/z 71.10 67.86%
99.0
0 27‘ ‘ \ [ u‘ | 1410 183.0 226.0
T e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0
T ‘ T
15.00
5000 m/z 85.10 48.14%
\H‘\H\‘\H\‘HH‘\H\‘\H\‘H\\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z-->
Abundance #90189: Pentadecane
m%
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 62 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.357 44.42 ng/ul 16014900  Acenaphthene-d10 14.051
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 83
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 64
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 58
4 Undecane, 3,5-dimethyl- 184 (C13H28 017312-81-1 52
5 Nonane, 2,2,4,4,6,8,8-heptamethyl- 226 C16H34 004390-04-9 50
Abundance Scan 2120 (15.357 min): BN034340.D\data.ms (-2112) (- m/z 57.10 100.00%
57.1
85.1
— ——
113.1 169.1 15.00 15.50
1411 ’
Obrrrrreetbrb bl L 22222548 0 4309 35.51%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 = —r—
15.00 15.50
0.0 85.0 m/z 71.10  32.00%
113.0
T T e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
57.0
‘ T T ‘ T
15.00 15.50
5000 m/z 85.10 29.13%
TTTTTTTT HH‘\H\‘HH‘HH’HH‘HH‘HH‘HH‘HH TTTT[TTTTITITITT
m/z-->
Abundance #132769: 2-Bromo dodecane ‘ I
jA:MVji;;Zﬂﬂﬁii;iﬁ;
\‘ “\ “\\ B !
\H‘HH‘HH‘HH‘H\\‘HH’HH‘HH‘HH‘HH TTTT[TTT T TTITITTTITT
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\

Data File : BN@34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M

Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 63 unknown-04

R.T. EstConc Area

Hit# of 5 Tentative ID

Concentration Rank 18

Relative to ISTD R.T.

15.710  33.55 ng/ul 11674400  Phenanthrene-d10

MW MolForm

1 6,7-Dihydro-2-isopropylamino-8-m...
2 2-Methylidenehydrazono-3-methyl-...
3 Naphthalene, 2,6-bis(1,1-dimethy...
4 Indolo[2,3-a]quinolizine, 1,2,3,...
5 4-Fluoro-1,3-benzothiazol-2-ylam...

225 C9H15N502
225 C9H8CIN3S
240 C18H24

226 C15H18N2

1000101-98-2 46
1000147-91-5 43
003905-64-4 38
004802-79-3 38

240 C1OH13FN2SSi 1000478-75-9 38

Abundance Scan 2180 (15.710 min): BN034340.D\data.ms (-2175) (-

m/z 225.20 100.00%

=

—T =
15.50 16.00

m/z 240.20  41.81%

-

15.50 16.00

225.2
5000
71.1 169.1
128.0
o3 ‘ L 2581 313
mize-> 50 100 150 200 250 300
Abundance #105932: 6,7-Dihydro-2-isopropylamino-8-methoxyimidaz
225.0
5000 194.0
58.0 111.0 152.0
ol ‘\‘L I ‘u\u‘m“\lh i i‘h Al || ‘ .
m/z--> 50 100 150 200 250 300
Abundance
225.0
5000

m/z-->

Abundance #123983: Naphthalene, 2,6-bis(1,1-dimethylethyl)-

m/z 169.10  38.97%

-

T ‘ T ‘ T
15.50 16.00

m/z 170.10 37.93%

:

m/z 197.15 37.52%

-

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 64 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.821 58.34 ng/ul 20300300  Phenanthrene-die 16.833
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Tetradecane 198 C14H30 000629-59-4 91
3 Tritetracontane 605 C43H88 007098-21-7 90
4 Hexadecane 226 Cl6H34 000544-76-3 90
5 Hexadecane 226 Cl6H34 000544-76-3 90
Abundance Scan 2199 (15.821 min): BN034340.D\data.ms (-2193) (- m/z 57.10 100.00%
57.1
o MAJLW
1556 ide
7.1 : :
o MUEENY 2s03 Wz 7110 69.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #123960: Heptadecane
57.0
5000 . —r—
15.50 16.00
m/z 43.10 68.84%
oLl 120 2a00
e A A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
‘ T T ‘ T
15.50 16.00
5000 m/z 85.10 47 .95%
‘HH\H\HH‘\\H‘HH’HH‘\H\‘HH‘\\H‘HHHH\H\H
m/z-->
Abundance #346740: Tritetracontane ‘
/:N::j/-@\j/.ji%
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 65 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.616  36.48 ng/ul 12693300 Phenanthrene-d10 16.833
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Tetradecane 198 C14H3e 000629-59-4 87
3 Heptadecane 240 C17H36 000629-78-7 86
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 78
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
Abundance Scan 2334 (16.615 min): BN034340.D\data.ms (-2329) (- m/z 57.10 100.00%
57.1
7 J\WKA/LNA
—= ——
h 97-1 141, 0 L1 s5ia 16.50 17.00
ol ian A L 277 082 216.2 £99,9285.1 m/z 71.10 70.11%
miz-> 100 150 200 250 300
Abundance #90192: Pentadecane
57.0
5000 —— -
16.50 17.00
0y
99.0 m/z 43.10 65.95%
o260 | | o 220
m/z--> 50 100 150 200 250 300
Abundance
57.0
T ‘ T T ‘ T
16.50 17.00
5000 m/z 85.10 52.82%
T T T T T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T
m/z-->
Abundance #123959: Heptadecane I
m/z 41.10 34.77%
T T T T T T NM/\\NAM\/M
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 66 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.663  39.45 ng/ul 13727700  Phenanthrene-d10 16.833
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 81
2 3-Ethyl-2,6,10-trimethylundecane 226 C16H34 1000432-25-9 72
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 72
4 2-Bromotetradecane 276 C14H29Br 074036-95-6 72
5 Decane, 3-methyl- 156 C1l1H24 013151-34-3 64

Abundance Scan 2342 (16.663 min): BN034340.D\data.ms (-2338) (- m/z 57.10 100.00%

57.1
5000
184.0

LT e | S o
| !

T 321 pina 16.50 17.00
b L1 352 L, 2422 2804 m/z 71.10 84.11%

m/z--> 50 100 150 200 250 300
Abundance #74004: Tetradecane
57.0

5000 T
16.50 17.00
m/z 43.10 49.13%

260, || \93‘0‘141‘0 s
m/z--> 50 100 150 200 250 300
Abundance
57.0

T ‘ T
16.50 17.00

o

5000 m/z 85.10 47 .83%
T T T T T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T
m/z-->
Abundance #193300: Dodecane, 1-iodo- I I
m/z 41.10 26.81%
\‘ h“ “H il ‘ L ‘ | ww
T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T T T T T
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 67 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.351  39.57 ng/ul 13769400  Phenanthrene-d10 16.833
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Hexadecane 226 CléeH34 000544-76-3 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Tetradecane 198 C14H30 000629-59-4 87
5 Hexadecane 226 Cl6H34 000544-76-3 86
Abundance Scan 2459 (17.351 min): BN034340.D\data.ms (-2454) (- m/z 57.10 100.00%
57.1
20 MMA\/L/\/V\/
— ——
‘ 97'1 141.1 1822 235.2268.3 17.00 17:50
ol il gl 1% 1822 2352268.3 3098 ./, 7110 71.79%
miz-> 50 100 150 200 250 300
Abundance #123959: Heptadecane
57.0
5000 . —r—
17.00 17.50
m/z 43.10 65.81%
99.0
oLl L1y 410 1m0 200
m/z--> 50 100 150 200 250 300
Abundance
57.0
‘ T T ‘ T
17.00 17.50
5000 m/z 85.10 52.04%
\\\\\\\‘\\\\‘\\\\‘\\\\\\\\\\\
m/z-->
Abundance #158597: Nonadecane I I
jinin;][mJ\jj;;if
\‘ \L h\ H\ Il H‘ Loy L
L ‘ L ‘ L ‘ T T T T T T T T T T T T T T
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 68 Hexadecanoic acid, methyl e... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.521  38.41 ng/ul 13365300  Phenanthrene-d10 16.833
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 95
3 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 93
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 83
Abundance Scan 2488 (17.521 min): BN034340.D\data.ms (-2484) (- m/z 74.00 100.00%
74.0
5000
143.1 2972 ide f
N 52 2701 3133 362. :
omwm i h‘m‘wum R m/z 87.00  78.50%
miz-> 100 150 200 250 300 350
Abundance #161212:Hexadecanok:add,nuﬁhyles&w
74.0
5000 S :
17.50
143.0 m/z 43.10 29.89%
‘ || 18502270 270,0
ok \\N‘wJ\MH‘H\k\‘\H\H“\\M\‘\l\ e
m/z--> 50 100 150 200 250 300 350
Abundance
74.0
R \
17.50
5000 m/z 55.10 22.67%
\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\\\
m/z-->
Abundance #161211: Hexadecanoic acid, methyl ester ‘
m/z 41.10 22.00%
\‘ \‘ ‘H Mo ‘ ol ‘ Iy ‘\
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 69 Anthracene, 2-methyl- Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
17.745 17.70 ng/ul 6157810  Phenanthrene-di10 16.833
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 90
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 84
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 84
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 84
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 84
Abundance Scan 2526 (17.745 min): BN034340.D\data.ms (-2522) (- m/z 192.10 100.00%
192.1
43.1
5000
5.1 129.1 — —=
17.50 18.00
256.1
0 "‘WMJWﬂMWuwk‘HMJMN“ﬂ‘uu‘M“3OF§3APP‘ m/z 43.10  60.24%
m/z--> 50 100 150 200 250 300 350
Abundance #67023: Anthracene, 2-methyl-
192.0
5000 e ——
17.50 18.00
m/z 191.10 56.06%
96.0
L1390
O B e AL B e
m/z--> 50 100 150 200 250 300 350
Abundance
192.0
T ‘ T T ‘ T
17.50 18.00
5000 m/z 73.00 54.55%
\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\
m/z-->
Abundance #67042: Phenanthrene, 4-methyl- ‘ I
m/z 57.10  47.35%
L Hw\‘ \“‘ V" h‘w Ll M
\\\\\\\\‘\\\\‘\\\‘\\\\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 70 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.039  34.69 ng/ul 12068600  Phenanthrene-d10 16.833
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Pentadecane 212 C15H32 000629-62-9 96
3 Tridecane, 6-propyl- 226 Cl6H34 055045-10-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Nonadecane 268 C19H40 000629-92-5 91
Abundance Scan 2576 (18.039 min): BN034340.D\data.ms (-2571) (-  m/z 57.10 100.00%
57.1
. J\/W\JLM
9.1 T I
18.00
41.1 1971
ob— ‘ b4 ““ LIl 23932823 3273 Ly 7119 71.73%
m/z--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 s :
18.00
9.0 m/z 43.10 64.57%
| | ‘ | 14101830 2050 2820
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
T \
18.00
5000 m/z 85.10 52.91%
\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\
m/z-->
Abundance #107222: Tridecane, 6-propyl- I I
| I A
\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 71 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.686  37.78 ng/ul 13145400  Phenanthrene-d10 16.833
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Heptadecane 240 C17H36 000629-78-7 96
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 94
4 Tetracosane 338 C24H50 000646-31-1 91
5 Octadecane 254 C18H38 000593-45-3 91

Abundance Scan 2686 (18.686 min): BN034340.D\data.ms (-2680) (- m/z 57.10 100.00%

57.1
5000
09.1 — —
18.50 19.00
141.1 183 2
ol hdd ““ LT tRs. 2402 29643340 7110 70.88%
miz--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane
57.0
5000 U RN
18.50 19.00
9.0 m/z 43.10 65.37%
oS0l 010 200
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
T ‘ T T ‘ T
18.50 19.00
5000 m/z 85.10 52.63%

\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z-->

Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- ‘ ‘

m/z 41.05 31.40%

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 72 (DEL) Alkane: Straight-Chai... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
19.809  26.59 ng/ul 7894570  Chrysene-di12 21.033
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 98
2 Nonadecane 268 C19H40 000629-92-5 96
3 Tetracosane 338 C24H50 000646-31-1 96
4 Tetracosane 338 C24H50 000646-31-1 93
5 Tricosane 324 C23H48 000638-67-5 90
Abundance Scan 2877 (19.809 min): BN034340.D\data.ms (-2872) (- m/z 57.10 100.00%
57.1
5000
323.2
— ——
113.1 19.50 20.00
183.1 267.1
bk J““‘\‘ b gt ok 383 AT s 7110 71.11%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #246483: Tetracosane
57.0
5000 . —
19.50 20.00
m/z 43.10 61.94%
13.0
oL | 1301600 2950 3380
A A A A e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
‘ T T ‘ T
19.50 20.00
5000 m/z 85.10 49.56%
\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\
m/z-->
Abundance #246481: Tetracosane I
m/z 323.20 34.76%
\“H“m“d\f\\\‘ \/J
\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 73 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.780 43.67 ng/ul 12965800 Chrysene-d12 21.033
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane, 4-methyl- 282 C20H42 025117-27-5 81
2 Carbonic acid, 2-ethylhexyl nony... 300 C18H3603 1000383-13-6 68
3 Oxalic acid, 2-ethylhexyl pentad... 412 C25H4804 1000309-39-8 64
4 Nonane, 4-methyl-5-propyl- 184 C13H28 062185-55-1 62
5 Carbonic acid, 2-ethylhexyl octy... 286 C17H3403 1000383-13-5 62
Abundance Scan 3042 (20.780 min): BN034340.D\data.ms (-3038) (- m/z 57.10 100.00%
57.1
2o 121 M\J\\/\J\
239 3 T ‘ T T ‘ T
“ 163.1 ‘ 319.3 20.50 21.00
oAk 'J‘\ a3t L3193 3904 475 . 7110 73.26%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #176390: Nonadecane, 4-methyl-
43.0
5000 S —
20.50 21.00
2390 m/z 43.10 60.51%
‘ 155.0 ‘ '
[ '\‘\H‘Jl\‘u“‘mu‘mm‘HH‘HH‘HH‘HH‘HH
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
71.0
T ‘ T T ‘ T
20.50 21.00
5000 m/z 70.10 45.09%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z-->
Abundance  #309217: Oxalic acid, 2-ethylhexyl pentadecyl ester ‘ ‘
m/z 112.10 37.52%
J x‘\ | “\ ’ " I ML
\\\‘\\\‘\\\\‘\\\\\\\\‘\\\\\\\\\\\\\\\\\\\\
m/z-->

SFAM-EPA-BN©91124.MA.M Thu Oct 03 18:20:16 2024 Page: 66



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 74 (DEL) Alkane: Straight-Chai... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
21.256  20.00 ng/ul 5938710 Chrysene-d12 21.033
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Docosane, 7-hexyl- 394 C28H58 055373-86-9 93
2 Hexacosane 366 C26H54 000630-01-3 93
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3123 (21.256 min): BN034340.D\data.ms (-3119) (- m/z 57.10 100.00%

57.1
5000

127.1
|| [1271183.2039.2 306.1363.3 428.1 489.0 549,

"

R e el R S

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298429: Docosane, 7-hexyl-
57.0

5000 T
21.00 21.50
m/z 43.10 61.12%

182.0
o 1112501 02000 90 3790
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0

T ‘ T
21.00 21.50

5000 m/z 85.10 52.38%
TTT TTTT ‘ TTTT ‘ L ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT TTTT T
m/z-->
Abundance #194597: Pentadecane, 8-hexyl- ‘ I
moo
| j i ” Ly | I
TT ‘ T ‘ UL ‘ TrIT ‘ TTTT ‘ TTTT TTTT TTTT TTTT TTTT TTTT T
m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\

Data File : BN@34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M

Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 75 9-Octadecenoic acid, (E)- Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
21.668 22.84 ng/ul 6781180  Chrysene-di12 21.033
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 9-Octadecenoic acid, (E)-
2 cis-Vaccenic acid

3 cis-13-Octadecenoic acid
4 trans-13-Octadecenoic acid

282 (C18H3402
282 (C18H3402
282 (C18H3402
282 (C18H3402
280 C20H40

000112-79-8 91
000506-17-2 66
013126-39-1 62
000693-71-0 53
074685-29-3 50

5 9-Eicosene, (E)-

Abundance Scan 3193 (21.668 min): BN034340.D\data.ms (-3188) (- m/z 57.10 100.00%

57.1
5000

265.3 L T
} | hl 1031 | 21.50 22.00
obrdh Hw‘w'w bAEo Nk, 3453 4364 B9 .., 7110  82.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176224: 9-Octadecenoic acid, (E)-
55.0
5000 —— —
21.50 22.00

m/z 55.05 55.87%

} 264.0
O‘uu‘ “‘h‘|‘”‘“n‘lnl‘u]\‘x‘h‘x"“T‘}lm“w‘”‘HH“‘H‘HH‘HH‘HH“ m
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55.0

T ‘ T
21.50 22.00
5000 m/z 43.10 41.86%

‘HH\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\HH‘\H\‘HH\ M
m/z-->

Abundance #176218: cis-13-Octadecenoic acid ‘ I

| HJ J J}\ ". l‘h P

m/z 69.10 37.54%

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acqg On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 76 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
21.780 28.57 ng/ul 8484780 Chrysene-di2 21.033
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 78
2 Decane, 2-methyl- 156 C11H24 006975-98-0 62
3 Tetratetracontane 619 C44H90 007098-22-8 58
4 Oxalic acid, 2-ethylhexyl tetrad... 398 C24H4604 1000309-39-7 58
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 58
Abundance Scan 3212 (21.780 min): BN034340.D\data.ms (-3206) (- m/z 57.10 100.00%
57.1
5000
1711
—— ——
21.50 22.00
267.3
0 _Hmwl J\Mn b ool H83490L 0 m/z 71.10  71.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141058: Octadecane
57.0
5000 e ——
21.50 22.00
m/z 43.10 57.68%
1210 zsao
0t e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
T ‘ T T ‘ T
21.50 22.00
5000 m/z 85.10 40.79%
‘HHHH\\H‘HH‘\\H‘HH‘HH‘HH‘HH‘HHHHHH\H
m/z-->
Abundance #347241: Tetratetracontane ‘ I
m/z 171.10 35.43%
LA i
‘HH‘HH‘HH‘HHHHHHHHHHHHHHHHHH\H
m/z-->
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100224\
Data File : BN©34340.D

Acq On : 02 Oct 2024 16:57
Operator : RC/JU

Sample : P4016-18

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_ N\Methods\SFAM-EPA-BN©91124.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... 5.463 29.6 ng/ul 26836400 1 7.392 18114600 20.0
(DEL) Alkane: C... 5.704 8.2 ng/ul 7448920 1 7.392 18114600 20.0
Hexylene glycol 5.834 23.2 ng/ul 20984500 1 7.392 18114600 20.0
(DEL) Alkane: S... 5.916 9.9 ng/ul 8950850 1 7.392 18114600 20.0
(DEL) Alkane: S... 5.993 10.2 ng/ul 9189080 1 7.392 18114600 20.0
Cyclohexanone, 6.057 12.1 ng/ul 10925600 1 7.392 18114600 20.0
(DEL) Alkane: S... 6.322 8.8 ng/ul 7962340 1 7.392 18114600 20.0
Benzene, propyl- 6.387 11.7 ng/ul 10559800 1 7.392 18114600 20.0
(DEL) Alkane: S... 6.422 12.1 ng/ul 10941100 1 7.392 18114600 20.0
(DEL) Alkane: S.. 6.481 18.9 ng/ul 171364060 1 7.392 18114600 20.0
Benzene, 1-ethy... 6.510 9.1 ng/ul 8241200 1 7.392 18114600 20.0
Benzene, 1-ethy... 6.798 13.5 ng/ul 121951606 1 7.392 18114600 20.0
2-Heptanone, 4,... 6.857 13.6 ng/ul 12274100 1 7.392 18114600 20.0
(DEL) Alkane: S... 7.057 51.8 ng/ul 46871800 1 7.392 18114600 20.0
(DEL) Alkane: S... 7.245 7.4 ng/ul 6684190 1 7.392 18114600 20.0
1-Hexanol, 2-et... 7.498 32.6 ng/ul 29546800 1 7.392 18114600 20.0
D-Limonene 7.628 16.9 ng/ul 15263000 1 7.392 18114600 20.0
(DEL) Alkane: C... 7.681 17.4 ng/ul 15742900 1 7.392 18114600 20.0
Cyclohexanone, 7.834 8.3 ng/ul 7480650 1 7.392 18114600 20.0
Benzene, 1,3-di... 7.887 9.2 ng/ul 8310120 1 7.392 18114600 20.0
Benzene, 1-meth... 7.945 24.4 ng/ul 22055200 1 7.392 18114600 20.0
(DEL) Alkane: S... 7.998 12.7 ng/ul 11457600 1  7.392 18114600 20.0
Benzene, 4-ethy... 8.039 11.7 ng/ul 10585600 1 7.392 18114600 20.0
(DEL) Alkane: S... 8.175 19.9 ng/ul 180377060 1  7.392 18114600 20.0
o-Cymene 8.398 12.3 ng/ul 1112900 1 7.392 18114600 20.0
(DEL) Alkane: S... 8.651 46.5 ng/ul 42131700 1 7.392 18114600 20.0
unknown-01 8.745 20.9 ng/ul 18927000 1 7.392 18114600 20.0
(DEL) Alkane: C.. 9.186 3.5 ng/ul 9020800 2 10.151 51293200 20.0
(DEL) Alkane: S.. 9.475 5.8 ng/ul 14837400 2 10.151 51293200 20.0
(DEL) Alkane: S.. 9.534 3.3 ng/ul 8392610 2 10.151 51293200 20.0
(DEL) Alkane: S.. 9.616 2.9 ng/ul 7532900 2 10.151 51293200 20.0
(DEL) Alkane: S.. 9.716 4.8 ng/ul 12185600 2 10.151 51293200 20.0
(DEL) Alkane: S.. 10.345 2.5 ng/ul 6447510 2 10.151 51293200 20.0
unknown-02 10.563 11.0 ng/ul 28183000 2 10.151 51293200 20.0
(DEL) Alkane: S... 11.628 11.6 ng/ul 29795500 2 10.151 51293200 20.0
(DEL) Alkane: C... 11.657 4.7 ng/ul 11914700 2 10.151 51293200 20.0
unknown-03 12.280 19.6 ng/ul 7066660 3 14.051 7211030 20.0
Bacchotricuneat... 12.598 29.8 ng/ul 10729400 3 14.051 7211030 20.0
Propanoic acid,... 12.810 17.0 ng/ul 6120330 3 14.051 7211030 20.0
2,6-Pyridinedia... 13.104 19.4 ng/ul 6992670 3 14.051 7211030 20.0
Naphthalene, 1,... 13.210 30.7 ng/ul 11083800 3 14.051 7211030 20.0
Naphthalene, 2,... 13.369 30.0 ng/ul 10825900 3 14.051 7211030 20.0
Naphthalene, 1,... 13.422 36.9 ng/ul 13286200 3 14.051 7211030 20.0
(DEL) Alkane: S... 13.569 45.9 ng/ul 16540700 3 14.051 7211030 20.0
Sulfurous acid,... 13.998 77.4 ng/ul 27908000 3 14.051 7211030 20.0
9-Methyl-S-octa... 14.216 49.0 ng/ul 17650800 3 14.051 7211030 20.0
Naphthalene, 1,... 14.545 20.8 ng/ul 7487766 3 14.051 7211030 20.0
(DEL) Alkane: S... 14.610 23.6 ng/ul 8492746 3 14.051 7211030 20.0
4,6,8-Trimethyl... 14.839 71.2 ng/ul 25657200 3 14.051 7211030 20.0
(DEL) Alkane: S... 14.957 59.5 ng/ul 21449000 3 14.051 7211030 20.0
(DEL) Alkane: S... 15.357 44.4 ng/ul 16014900 3 14.051 7211030 20.0
unknown-04 15.710 33.5 ng/ul 11674400 4 16.833 6958880 20.0
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(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:

Hexadecanoic ac...
Anthracene, 2-m...

(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:

9-0Octadecenoic ...
(DEL) Alkane: S...

nununun

wn

nununun

15

21
21

.821
16.
16.
17.
17.
17.
18.
18.
19.
20.
21.
.668
.780

616
663
351
521
745
039
686
809
780
256

58.
36.
39.
39.
38.
17.
34.
37.
26.
43.
20.
22.
28.

A0 ONOTONNPOTUVTIUIW

ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul
ng/ul

20300300
12693300
13727700
13769400
13365300
6157810
12068600
13145400
7894570
12965800
5938710
6781180
8484780
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16.
16.
16.
16.
16.
16.
16.
16.
.033
.033
.033
.033
.033

21
21
21
21
21

833
833
833
833
833
833
833
833

6958880
6958880
6958880
6958880
6958880
6958880
6958880
6958880
5938710
5938710
5938710
5938710
5938710
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