LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7591.D

Acqg On : 22 Oct 2021 15:49
Operator : CG/JU

Sample : M4281-09

Misc :

ALS Vvial : 51 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
Title : SVOA CALIBRATION

Signal : TIC: BP@@7591.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.416 18 22 34 rvB 599003 928993 0.45% 0.129%
2 3.763 61 81 84 rBV2 285376 1146947 0.56% 0.159%
3  3.816 87 90 123 rVV3 485889 2588416 1.26% ©0.359%
4 4.610 123 225 227 rVV 3279285 52190801 25.31% 7.232%
5 5.069 278 303 306 rBV 951003 4321456 2.10% ©.599%
6 5.475 370 372 374 rVB 2418535 1719978 ©0.83% 0.238%
7 5.857 390 437 438 rBV3 2009292 15266724 7.40% 2.116%
8 6.510 540 548 551 rBV 222685 417797 ©0.20% ©0.058%
9 6.587 551 561 564 rVV 603082 1540565 0.75% 0.213%
106 6.657 568 573 582 rVB 189203 330863 0.16% 0.046%
11  7.122 635 652 654 rBV 840501 2629656 1.28% 0.364%
12 7.281 675 679 683 rBV 756267 1392497 0.68% 0.193%
13 8.051 806 810 816 rVB 155781 266364 ©0.13% 0.037%
14 8.304 842 853 859 rBV 1007245 2212667 1.07% 0.307%
15 8.669 908 915 920 rBV 529054 894840 0.43% 0.124%
16 8.728 920 925 930 rBV 1726812 3243870 1.57% 0.450%
17 8.940 930 961 964 rVB 2968815 20960087 10.17%  2.905%
18 9.110 982 990 996 rVB 775880 1300055 0.63% 0.180%
19 9.575 1064 1069 1075 rVB 129402 211488 0.10% 0.029%
20 9.687 1084 1088 1106 rVB2 109621 228928 0.11% 0.032%
21 9.834 1106 1113 1120 rBV 622960 1024197 0.50% 0.142%
22 10.387 1158 1207 1211 rBV2 4764660 40808714 19.79% 5.655%
23 10.587 1236 1241 1252 rVB 706721 1215467 0.59% 0.168%
24 10.757 1263 1270 1277 rBV 971779 1631124 0.79% 0.226%
25 11.669 1406 1425 1435 rBV 1567734 4197049 2.04% 0.582%
26 12.075 1490 1494 1503 rVB2 128352 216621 0.11% 0.030%
27 12.416 1546 1552 1561 rBV 385778 701563 0.34% 0.097%
28 12.592 1574 1582 1591 rBV 807010 1548813 0.75% 0.215%
29 12.998 1629 1651 1655 rVVW 4736476 19405883 9.41% 2.689%
30 13.045 1656 1659 1682 rVV3 350434 945488 0.46% 0.131%
31 13.504 1730 1737 1744 rVV 294710 526569 ©0.26% 0.073%
32 13.998 1815 1821 1833 rBV 1761367 2733999 1.33% 0.379%
33 14.281 1863 1869 1879 rVB 2024725 3092569 1.50% 0.429%
34 14.386 1880 1887 1891 rBV3 237442 430732 0.21% 0.060%
35 14.498 1902 1906 1910 rVV 531914 650059 0.32% 0.090%

36 14.539 1910 1913 1916 rVV 484840 636270 ©.31% ©0.088%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7591.D

Acqg On : 22 Oct 2021 15:49
Operator : CG/JU

Sample : M4281-09

Misc :

ALS Vvial : 51 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
Title : SVOA CALIBRATION

37 14.586 1916 1921 1925 rVV 1563000 2335390 1.13% ©.324%
38 14.651 1925 1932 1944 rVV 4074848 7849872 3.81% 1.088%
39 14.775 1948 1953 1967 rVB3 366784 704105 0.34% 0.098%
40 14.933 1974 1980 1982 rBV3 141830 231484 0.11% 0.032%
41 15.045 1991 1999 2009 rVB 2899775 5016689 2.43%  ©0.695%
42 15.133 2009 2014 2017 rBV 241434 428283 0.21% 0.059%
43 15.339 2044 2049 2057 rVB 253884 382041 0.19% 0.053%
44 15.533 2075 2082 2085 rBV 331474 611654 ©.30% ©0.085%
45 15.580 2085 2090 2100 rVB 2654643 3928144 1.91%  0.544%
46 15.716 2103 2113 2120 rBV2 3125921 6410075 3.11% ©.888%
47 15.780 2120 2124 2130 rVB 473852 670386 ©.33% 0.093%
48 15.922 2141 2148 2152 rBV2 337319 628524 ©.30% ©0.087%
49 16.010 2157 2163 2181 rVB2 859920 2251384 1.09% 0.312%
50 16.175 2187 2191 2196 rVV 223260 382078 ©0.19% ©.053%
51 16.233 2197 2201 2211 rVB6 157108 339329 0.16% ©.047%
52 16.316 2211 2215 2220 rVB 283919 336072 0.16% 0.047%
53 16.475 2236 2242 2250 rBV6 101883 255820 0.12% ©.035%
54 16.622 2250 2267 2282 rBV 2602243 8837915 4.29%  1.225%

55 16.845 2285 2305 2307 rBV 17037508 72066116 34.95% 9.986%

56 17.316 2376 2385 2388 rBV2 3440118 6098470 2.96% 0.845%
57 17.439 2401 2406 2414 rVB 2610463 3853572 1.87% 0.534%
58 17.545 2415 2424 2429 rBV2 2125792 3716631 1.80% ©.515%
59 17.763 2459 2461 2467 rVB2 357076 454307 0.22% 0.063%
60 17.880 2478 2481 2485 rVB 459613 490512 ©.24% 0.068%

61 18.021 2501 2505 2508 rBV 235162 331825 0.16% 0.046%
62 18.069 2509 2513 2518 rVB2 433891 521196 ©0.25% 0.072%
63 18.392 2521 2568 2569 rBV4 28772342 206174782 100.00% 28.570%
64 18.792 2633 2636 2642 rBV3 949824 1287350 0.62% 0.178%
65 18.845 2643 2645 2652 rVB2 591059 764931 0.37% 0.106%

66 18.945 2658 2662 2676 rVB 1881382 2571447 1.25% 0.356%
67 19.445 2736 2747 2756 rBV2 13240528 48579582 23.56% 6.732%
68 19.568 2756 2768 2782 rVV2 25357505 81462908 39.51% 11.289%
69 19.680 2783 2787 2796 rVB 3024748 4383710 2.13% 0.607%
70 19.904 2822 2825 2830 rVV2 827211 965331 0.47% 0.134%

71 19.957 2831 2834 2845 rVB2 957742 1506927 0.73% 0.209%
72 20.451 2915 2918 2925 rVB 1570235 2020422 0.98% 0.280%
73 20.563 2929 2937 2956 rVB 8991215 20074955 9.74%  2.782%
74 21.145 3033 3036 3044 rVB 580055 699777 ©.34% 0.097%
75 21.351 3067 3071 3075 rVB 2010086 2167292 1.05% ©.300%

76 21.439 3081 3086 3100 rBV 2103604 4812904 2.33% 0.667%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7591.D

Acqg On : 22 Oct 2021 15:49
Operator : CG/JU

Sample : M4281-09

Misc :

ALS Vvial : 51 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
Title : SVOA CALIBRATION

77 23.721 3468 3474 3482 rVB2 2273408 4409627 2.14% ©0.611%
78 23.880 3495 3501 3511 rVB2 1541100 3254588 1.58% ©.451%
79 24.415 3587 3592 3600 rVB2 372380 782166 ©.38% 0.108%
80 25.145 3711 3716 3730 rVB3 766567 2171519 1.05% 0.301%
81 27.297 4071 4082 4096 rVB3 2083442 7530219 3.65% 1.043%

82 27.527 4114 4121 4133 rVB4 1001927 3327941 1.61% 0.461%

Sum of corrected areas: 721638361
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance

3e+07

2.5e+07

2e+07

1.5e+07

1le+07

5000000

: 22 Oct 2021 15:49
: CG/JU
: M4281-09

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
BP007591.D

: 51  Sample Multiplier: 1

d : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
: SVOA CALIBRATION

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

TIC: BP007591.D\data.ms

10.3

4.610 708 8.940

54755 g
11.669
patomes | 5069 2P| capes 71 o304 S Y 0110 o grgas / 10SRTST ]

Time--> 350 4.00 450 5% 550 6.00 6.50 7% 7.50 8m 8.50 9m) 9.50 mm 10.50 11.00 11.50
Abundance TIC: BP007591.D\data.ms
3e+07 1&3Q2
19.568
2.5e+07
2e+07
19.445
1.5e+07
20.5
1e+07
12.998 680
14.651
5000000 0.2 : 15.045 1515 . 18 45 1000mm7 204
02:0782. 1@@92 045 13.504 fL 14 1@@3 EEISY: oy

Time--> 12.00 1250 13.00 13.50 1400 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

3e+07

2.5e+07

2e+07

1.5e+07

le+07

5000000

Time-->

SFAM-EPA-BP10

TIC: BP007591.D\data.ms

2PB3B9 23 27.
S TP s mes T

21.00 2150 22.00 2250 23.00 2350 24.00 2450 2500 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@@7591.D

Acqg On : 22 Oct 2021 15:49
Operator : CG/JU

Sample : M4281-09

Misc :

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Propanoic acid, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
3.763 86.12 ng/ul 1146950 1,4-Dichlorobenzene-d4 7.951

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 90
2 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 90
3 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 90
4 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 86
5 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 78
Abundance  Scan 81 (3.763 min): BP007591.D\data.ms (-61) (-) m/z 43.05 100.00%
RREEEREEE
3.40 3.60 3.80 4.00
Olprrrll 1 12782001 2819 3550 4355 5374 n/z 41.10  52.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2312: Propanoic acid, 2-methyl-
43.0
5000 | L L B
3.40 3.60 3.80 4.00
m/z 73.00 46.77%
O‘\\‘L\"L\%\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2318: Propanoic acid, 2-methyl-
43.0
RRaEmEE
3.40 3.60 3.80 4.00
5000 m/z 39.05 18.97%
0‘ ,'l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2317: Propanoic acid, 2-methyl- P T T T T
43.0 3.40 3.60 3.80 4.00
m/z 45.00 17.85%
5000 A/
ol kJ‘L““
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@@7591.D

Acqg On : 22 Oct 2021 15:49
Operator : CG/JU

Sample : M4281-09

Misc :

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Butanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.610 3918.76 ng/ul 52190800 1,4-Dichlorobenzene-d4 7.951

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid 88 C4H802 000107-92-6 91
2 Butanoic acid 88 (C4H802 000107-92-6 91
3 Butanoic acid 88 (C4H802 000107-92-6 86
4 Butanoic acid 88 (C4H802 000107-92-6 72
5 Pentanoic acid 102 C5H1002 000109-52-4 64
Abundance Scan 225 (4.610 min): BP007591.D\data.ms (-123) (-) m/z 59.95 100.00%
60.0
5000

RERE R E S e na
4.20 4.40 4.60 4.80 5.00
133.0 207.0 280.9340.8399.2457.6517.4

o

A T T T T T T T T e e m/z 73.00 35.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2274: Butanoic acid
60.0
5000 L B B
4.20 4.40 4.60 4.80 5.00
m/z 42.05 23.02%
Oh\” ‘\‘\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2273: Butanoic acid
60.0
BaREw R o a
4.20 4.40 4.60 4.80 5.00
5000 m/z 41.10 21.55%
A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2275: Butanoic acid BAREEEaTS e e
60.0 4.20 4.40 4.60 4.80 5.00
m/z 45.00 18.08%
5000
o_‘hﬂm“ A P T e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.20 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@@7591.D

Acqg On : 22 Oct 2021 15:49
Operator : CG/JU

Sample : M4281-09

Misc :

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Butanoic acid, 3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.069 324.48 ng/ul 4321460 1,4-Dichlorobenzene-d4 7.951
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 83
2 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 83
3 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 83
4 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 72
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 50

Abundance Scan 303 (5.069 min): BP007591.D\data.ms (-278) (-) m/z 60.00 100.00%

60.0
5000

i~

H ‘ 4.80 5.00 5.20 5.40
ol L 128,8 2089 2809 355.1413.2474.3532.9  m/z 43.10  38.84%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4825: Butanoic acid, 3-methyl-
60.0
5000 T [T T[T T[T rrrprrit
4.80 5.00 5.20 5.40
m/z 41.05 35.07%
O‘\\’LH’"J\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4826: Butanoic acid, 3-methyl-
60.0
T T
4.80 5.00 5.20 5.40
5000 ITI/Z 45.00 23.73%
o'H,',
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4814 Butanoic acid, 3-methyl- R AR
60.0 4.80 5.00 5.20 5.40
m/z 87.00 21.76%
5000
o‘HUH,M‘WH‘HH‘w_HWm‘uH‘mwm_m_ /A — -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@@7591.D

Acqg On : 22 Oct 2021 15:49
Operator : CG/JU

Sample : M4281-09

Misc :

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Butanoic acid, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
5.475 129.15 ng/ul 1719980 1,4-Dichlorobenzene-d4 7.951

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 50
2 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 50
3 1-Deoxy-2,4-0,0-methylene-d-xylitol 148 C6H1204 1000124-94-9 50
4 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 45
5 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 42

Abundance Scan 372 (5.475 min): BP007591.D\data.ms (-370) (-) m/z 74.00 100.00%

74.0
5000

H‘ | 2062 5.20 5.40 5.60 5.80
_mMHw“1‘4‘5"-9”,‘:“2“?7:?_349-9H“‘44?‘-9‘5‘?9;9‘_ m/z 41.10 62.72%

m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #4817: Butanoic acid, 2-methyl-
74.0

5000 e T
5.20 5.40 5.60 5.80

m/z 57.10 40.68%

(L5. \
“‘[‘1\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4831: Butanoic acid, 2-methyl-
74.0

5.20 5.40 5.60 5.80

O

o

5000 ITI/Z 87.00 25.09%
0‘\Jm‘"a‘u\‘uu‘uu,\u\‘uu‘\u\‘HHWHWHWH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26608: 1-Deoxy-2,4-0,0-methylene-d-xylitol T T T
74.0 5.20 5.40 5.60 5.80

m/z 45.00 22.78%

5000 //L/Jk////lxj///////
0 Hll 1480

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.20 5.40 5.60 5.80
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Data Path : Z:
Data File : BP

Acqg On : 22
Operator : CG
Sample : M4
Misc :

ALS vial : 51

Quant Method
Quant Title

TIC Library

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
007591.D
Oct 2021 15:49
/3U
281-09

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Pentanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
5.857 1146.31 ng/ul 15266700 1,4-Dichlorobenzene-d4 7.951
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid 102 C5H1002 000109-52-4 90
2 Pentanoic acid 102 C5H1002 000109-52-4 83
3 Pentanoic acid 102 C5H1002 000109-52-4 78
4 Butanoic acid 88 C4H802 000107-92-6 74
5 Hexanoic acid 116 C6H1202 000142-62-1 72

Abundance Scan 437 (5.857 min): BP007591.D\data.ms (-390) (-)
60.0

m/z 60.00 100.00%

N

5000
R A RERAREE SR e
MH 5.60 5.80 6.00 6.20
ob M, 1241 1028 2659 34954109460.0527.2 1/, 73.00  44.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4772: Pentanoic acid
60.0
5000 L B I B LA LR R
5.60 5.80 6.00 6.20
’ m/z 41.05 19.55%
O‘\\“\J\m“‘\\‘\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4773: Pentanoic acid
60.0
R R RN E
5.60 5.80 6.00 6.20
5000 m/z 44.95 15.28%
0“”l T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4775: Pentanoic acid — e
60.0 5.60 5.80 6.00 6.20
m/z 55.00 13.56%
5000 %
o_‘vﬂ}”‘h \,,‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.60 5.80 6.00 6.20

SFAM-EPA-BP101421.M Mon Oct 25 17:33:32 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@@7591.D

Acqg On : 22 Oct 2021 15:49
Operator : CG/JU

Sample : M4281-09

Misc :

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Acetic acid, diethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
6.510 31.37 ng/ul 417797 1,4-Dichlorobenzene-d4 7.951

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, diethyl- 116 C6H1202 000088-09-5 90
2 Acetic acid, diethyl- 116 C6H1202 000088-09-5 78
3 Acetic acid, diethyl- 116 C6H1202 000088-09-5 72
4 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 56
5 Acetic acid, diethyl- 116 C6H1202 000088-09-5 53
Abundance Scan 548 (6.510 min): BP007591.D\data.ms (-540) (-) m/z 88.00 100.00%
88.0
5000

| 1026 6.20 6.40 6.60 6.80
Oy 725 28113400 43224994  m/z 73.00  90.36%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9193: Acetic acid, diethyl-
88.0
500027 T[T T T T[T i T[T rrTr]

6.20 6.40 6.60 6.80
m/z 43.05 81.55%

L

RN R f\\\\‘\\H’\H\’H\\‘HH‘HH‘\\H‘\H\‘\H\‘\

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

Abundance #9192: Acetic acid, diethyl- AthﬂJL\hﬂh‘v
88.0

T
6.20 6.40 6.60 6.80
5000 ITI/Z 87.00 37.72%
27.
O‘HJLW“LuH‘H‘w‘u‘W‘H‘H‘W‘H‘_‘H‘H‘W‘H‘“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9190: Acetic acid, diethyl- TR
43.0 6.20 6.40 6.60 6.80
m/z 41.10  35.59%
5000
|k
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80

SFAM-EPA-BP101421.M Mon Oct 25 17:33:33 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@@7591.D

Acqg On : 22 Oct 2021 15:49
Operator : CG/JU

Sample : M4281-09

Misc :

ALS vial : 51

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
: SVOA CALIBRATION

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7

Hexanoic acid, 2-methyl-

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
6.587 115.67 ng/ul 1540570 1,4-Dichlorobenzene-d4 7.951
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 83
2 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 83
3 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 83
4 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 78
5 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 74

Abundance Scan 561 (6.587 min): BP007591.D\data.ms (-551) (-)

74

.0

“133.0 207.0 281.0341.0 413.6471.9 539.6

5000
0“HU$\
m/z--> 0 50
Abundance
74
5000

15-&3\\‘\ L

100 150 200 250 300 350 400 450 500 550

#15432: Hexanoic acid, 2-methyl-
.0

100 150 200 250 300 350 400 450 500 550

#9217: Pentanoic acid, 2-methyl-
.0

O ‘ UL ‘ L
m/z--> 0 50
Abundance
74
5000
15.‘
0= ‘PL “hw |
m/z--> 0 50
Abundance
74
5000

100 150 200 250 300 350 400 450 500 550

#9230: Pentanoic acid, 2-methyl-
.0

m/z 74.00 100.00%

%

6.20 6.40 6.60 6.80 7.00
m/z 43.10 31.50%

.

6.20 6.40 6.60 6.80 7.00
m/z 41.10 18.79%

-

6.20 6.40 6.60 6.80 7.00
m/z 87.00 17.67%

‘\

6.20 6.40 6.60 6.80 7.00
m/z 73.05 13.76%

=

0L5£”\

m/z--> 0 50

100 150 200 250 300 350 400 450 500 550

SFAM-EPA-BP101421.M Mon Oct 25 17:33:33 2021

6.20 6.40 6.60 6.80 7.00
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Data Path : Z:
Data File : BP
Acqg On : 22

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
007591.D
Oct 2021 15:49

Operator : CG/JU
Sample : M4281-09
Misc :

ALS vial : 51

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Pentanoic acid, 4-methyl- Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
6.657 24.84 ng/ul 330863 1,4-Dichlorobenzene-d4 7.951
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid, 4-methyl- 116 C6H1202 000646-07-1 64
2 Butanoic acid, 3,3-dimethyl-, me... 130 C7H1402 010250-48-3 53
3 Pentanoic acid, 4-methyl- 116 C6H1202 000646-07-1 50
4 Pentanoic acid, 4-methyl- 116 C6H1202 000646-07-1 47
5 5-Hexenoic acid, methyl ester 128 C7H1202 002396-80-7 27

Abundance Scan 573 (6.657 min): BP007591.D\data.ms (-568) (-) m/z 57.10 100.00%
57.1

=

5000
L A
\ ‘ 1329 2065 6.40 6.60 6.80 7.00
Ot 32.9 2059 281.9341.9401.1461.1 5292 nyz 73.00  77.40%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9214: Pentanoic acid, 4-methyl-
57.0
5000 RN RN N
6.40 6.60 6.80 7.00
‘ m/z 74.00  75.22%
‘ 5.0
O‘\”\W‘U’ ‘\\\lg_‘ﬂ-\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance  #15569: Butanoic acid, 3,3-dimethyl-, methyl ester
57.0

%

6.40 6.60 6.80 7.00
5000 m/z 55.10 70.80%

L] Jpaso

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

o

ol

Abundance #9223 Pentanoic acid, 4-methyl- R A ARRRRRRE
57.0 6.40 6.60 6.80 7.00
m/z 43.10 63.50%
5.0
oAbl

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

6.40 6.60 6.80 7.00

SFAM-EPA-BP101421.M Mon Oct 25 17:33:34 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@@7591.D

Acqg On : 22 Oct 2021 15:49
Operator : CG/JU

Sample : M4281-09

Misc :

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 1-Hexanol, 2-ethyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
8.051 20.00 ng/ul 266364 1,4-Dichlorobenzene-d4 7.951

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 74
5 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 64
Abundance Scan 810 (8.051 min): BP007591.D\data.ms (-806) (-) m/z 57.10 100.00%

57.1
5000

\} 780800820840
132.1 220.8  324.7 405.6 479.8 543.f
12321 2208 3247 4056 4798543% sz 41.10  33.74%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0

5000 SRS S M4 S
7.80 8.00 8.20 8.40

m/z 43.10 27.73%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0

780800820840

o

O

o‘HmmJHﬂuu‘_H‘W‘H‘HH‘H‘WH‘W‘H‘_H‘_‘H‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0 780800820840

m/z 70.10 20.74%

1 L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40

SFAM-EPA-BP101421.M Mon Oct 25 17:33:35 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@@7591.D

Acqg On : 22 Oct 2021 15:49
Operator : CG/JU

Sample : M4281-09

Misc :

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Pentanoic acid, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.304 166.14 ng/ul 2212670 1,4-Dichlorobenzene-d4 7.951

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 78
2 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 72
3 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 72
4 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 72
5 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 64
Abundance Scan 853 (8.304 min): BP007591.D\data.ms (-842) (-) m/z 74.00 100.00%
74.0
5000 ﬂ
A R
H 8.00 8.20 8.40 8.60
obr bl 1330 207.0266.9 341.0400046095240 1/, g7.00  29.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15432: Hexanoic acid, 2-methyl-
74.0
5000 T T T T T[T [T T T T

8.00 8.20 8.40 8.60
m/z 43.05 24.79%

15-&]\”\ |

O‘\\VV‘W‘\\‘\“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15431: Hexanoic acid, 2-methyl-
74.0
I RARENE AR e
8.00 8.20 8.40 8.60
5000 m/z 41.05 23.66%
ow',
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #4830: Butanoic acid, 2-methyl- A RARRE AN BEnEanmnas
74.0 8.00 8.20 8.40 8.60

m/z 73.10 17.69%

5000

N

15.
0\H“ML“‘w‘”\H‘w‘H‘w‘”\”‘w‘w‘w‘”\”‘w‘w‘w AR AR AR AR

m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.00 8.20 8.40 8.60

SFAM-EPA-BP101421.M Mon Oct 25 17:33:36 2021 Page: 14



Data Path : Z:
Data File : BP
Acqg On : 22

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
007591.D
Oct 2021 15:49

Operator : CG/JU
Sample : M4281-09
Misc :

ALS vial : 51

Quant Method
Quant Title

TIC Library
TIC Integratio

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L
n Parameters: LSCINT.P

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
: SVOA CALIBRATION

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11

R.T. Est
8.940 1573.7
Hit# of 5

Heptanoic acid

Concentration Rank 2

Conc Area Relative to ISTD R.T.
""""""" o ng/ul 20960100  1,4-Dichlorobenzene-d4  7.951

Tentative ID MW MolForm CASH# Qual
""""""" cid 130 c7Mu402  eee111-14-8 o1

1 Heptanoic a
2 Heptanoic a
3 Heptanoic a
4 Heptanoic a
5 Hexanoic ac

Abundance Scan

cid 130 C7H1402
cid 130 C7H1402
cid 130 C7H1402
id 116 C6H1202

961 (8.940 min): BP007591.D\data.ms (-930) (-)

60.0

L “‘ 129.9_ 206.9266,9326.9384.9443.2501.4

100 150 200 250 300 350 400 450 500 550

#15392: Heptanoic acid
.0

1,230

100 150 200 250 300 350 400 450 500 550

#15393: Heptanoic acid
.0

| 1300

100 150 200 250 300 350 400 450 500 550
#15395: Heptanoic acid

.0

| 130

000111-14-8 90
000111-14-8 86
000111-14-8 72
000142-62-1 64

m/z 60.00 100.00%

/

8.60 8.80 9.00 9.20
m/z 73.00 57.86%

i

8.60 8.80 9.00 9.20
m/z 41.10 32.16%

AL

8.60 8.80 9.00 9.20
m/z 43.10 29.20%

A

8.60 8.80 9.00 9.20
m/z 55.10  28.89%

A

5000
m/z--> 0 50
Abundance

60

5000

O ‘ T \“r \‘
m/z--> 0 50
Abundance
60
5000
ol ‘ l‘\“. .
m/z--> 0 50
Abundance
60
5000
0l H J

m/z--> 0 50

SFAM-EPA-BP10142

100 150 200 250 300 350 400 450 500 550

1.M Mon Oct 25 17:33:36 2021

8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@@7591.D

Acqg On : 22 Oct 2021 15:49
Operator : CG/JU

Sample : M4281-09

Misc :

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
10.587 14.90 ng/ul 12154760 Naphthalene-d8 10.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 72
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 64
5 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64

Abundance Scan 1241 (10.587 min): BPO07591.D\data.ms (-1236) (-~ m/z 57.10 100.00%
57.1

;

5000
\
‘ 1321 10.50
oLkl 1321 207.0 280934094030 4848547 1/, 45 05  89.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 — :
10.50
m/z 41.10 30.80%
Alblygezo
O ’\\\f‘\\\1[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
e ‘
10.50
5000 ITI/Z 75.00 21.24%
132.0
0 ,‘J“\“,'l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38398: Ethanol, 2-(2-butoxyethoxy)- — ‘
45.0 10.50
m/z 56.10 14.53%
5000 /\/\J\
o Alblioze o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 10.50

SFAM-EPA-BP101421.M Mon Oct 25 17:33:37 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@@7591.D

Acqg On : 22 Oct 2021 15:49
Operator : CG/JU

Sample : M4281-09

Misc :

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 Nonanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.669 51.46 ng/ul 4197050 Naphthalene-d8 10.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 87
2 Nonanoic acid 158 C9H1802 000112-05-0 83
3 Octanoic acid 144 C8H1602 000124-07-2 59
4 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 58
5 Octanoic acid 144 C8H1602 000124-07-2 53

Abundance Scan 1425 (11.669 min): BP007591.D\data.ms (-1406) (- m/z 60.00 100.00%

60.0
5000

‘h h F 11 50 12f00‘

ML senssosimessessiao s e as e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35298: Nonanoic acid
60.0

o

5000 e
11 50 12.00
H Tg_o m/z 57.05 59.05%
O‘\\‘T‘f‘I}\l\”\“‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35300: Nonanoic acid
60.0
\ N
11 50 12 00
5000 41.05 48.99%
TQ.O
OWH‘U‘ ‘}JJ
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24059: Octanoic acid
60.0 11 50 12 00

55.10  43.80%

5000
S Lo

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11 50 12 00

SFAM-EPA-BP101421.M Mon Oct 25 17:33:38 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@@7591.D

Acqg On : 22 Oct 2021 15:49
Operator : CG/JU

Sample : M4281-09

Misc :

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 unknown-01 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
12.416 8.60 ng/ul 701563 Naphthalene-d8 10.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butenoic acid, 2-propenylidene... 210 C11H1404 055030-70-1 43
2 2-Propenoic acid, 2-methyl-, 1-m... 142 C8H1402 002998-18-7 42
3 Cyclopropanecarboxylic acid,buty... 142 C8H1402 054947-39-6 42
4 4-Octanone, 5-hydroxy-2,7-dimethyl- 172 C10H2002 006838-51-3 42
5 4-Heptanol, 2,6-dimethyl- 144 C9H200 000108-82-7 42

Abundance Scan 1552 (12.416 min): BPO07591.D\data.ms (-1546) (- m/z 69.10 100.00%
69.1

5000

-

=
MIRCE .
ih ][, 15412131 2829 3826 4563 5398 . 4119  31.18%

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

Abundance #86909: 2-Butenoic acid, 2-propenylidene ester
69.0

o

d

5000 T

12.50
m/z 39.10 20.75%

I | 141.0 210.0

\\ L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22867: 2-Propenoic acid, 2-methyl-, 1-methylpropyl este

o

=

69.0
——
12.50
5000 m/z 87.00 19.22%
oikmﬂlzl?
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #22814: Cyclopropanecarboxylic acid,butyl ester T
69.0 12.50

m/z 103.00  18.33%

5000

=

Ol b e e e e A
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 12,50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@@7591.D

Acqg On : 22 Oct 2021 15:49
Operator : CG/JU

Sample : M4281-09

Misc :

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 Hydrocinnamic acid Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
12.592 18.99 ng/ul 1548810 Naphthalene-d8 10.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydrocinnamic acid 150 C9H1002 000501-52-0 96
2 Hydrocinnamic acid 150 CS9H1e02 000501-52-0 95
3 Hydrocinnamic acid 150 C9H1002 000501-52-0 93
4 Hydrocinnamic acid 150 C9H1e02 000501-52-0 93
5 4-Nitrosophenyl-.beta.-phenylpro... 255 C15H13NO3 1000129-40-0 86

Abundance Scan 1582 (12.592 min): BPO07591.D\data.ms (-1574) (- m/z 91.10 100.00%

91.1
5000
150.1
\ \
“ 12.50
Okl h |, 209.8267.9326.0  428.0488.8547.0 ./, 104,16  51.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28265: Hydrocinnamic acid
91.0
5000 \
150.0 1250
m/z 150.0 31.40%
O‘??\P‘t\ll\“\ ‘J\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28272: Hydrocinnamic acid
91.0
U \
12.50
5000 150.0 m/z 77.05 17.45%
O‘H‘U‘LJL“‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28271: Hydrocinnamic acid
91.0 1250
m/z 105.05 17.06%
5000
150.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@@7591.D

Acqg On : 22 Oct 2021 15:49
Operator : CG/JU

Sample : M4281-09

Misc :

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 n-Decanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.998 166.19 ng/ul 19405900  Acenaphthene-d10 14.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 97
2 n-Decanoic acid 172 C10H2002 000334-48-5 90
3 n-Decanoic acid 172 C10H2002 000334-48-5 86
4 n-Decanoic acid 172 C10H2002 000334-48-5 78
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 1651 (12.998 min): BP007591.D\data.ms (-1629) (- m/z 73.00 100.00%

73.0 ‘
5000

13 00
ol Iy [[702020265.03269 414947325360 1/, c0.00 08.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46966: n-Decanoic acid
73.0
5000
13 00

m/z 41.10 54.00%

‘J \’\““Uﬂ‘f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46962: n-Decanoic acid
60.0

o

13 00
m/z 55.10 48.73%
5000 129.0
o}\ MH,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46961: n-Decanoic acid
60.0 13 00

m/z 43.05 44.93%

5000 JL
129.0
0 ”\.“x“ |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13. 00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\

Library Search Compound Report

Data File : BP@©7591.D

Acqg On : 22 Oct 2021 15:49
Operator : CG/JU

Sample : M4281-09

Misc :

ALS vial : 51 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 23 (DEL) Alkane: Straight-Chai... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
14.498  5.57 ng/ul 650659 Acenaphthene-die 14.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 96

2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 86
3 Heptadecane 240 C17H36 000629-78-7 83
4 Tridecane 184 C13H28 000629-50-5 80
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 1906 (14.498 min): BPO07591.D\data.ms (-1902) (-  m/z 57.10 100.00%
57.1

N

5000
s
1 1271 2122 14.50
ol dALLfETL 2122 281.9341.0404.0462.3 5349 4/, 43,16 66.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59088: Decane, 2,3,5-trimethyl-
57.0
5000 LN
14.50
m/z 71.05 62.70%
141.0
0 \‘\ ‘ || \l

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

=

Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
=
14.50
5000 ITI/Z 85.10 42.22%
140.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane T
57.0 14.50
m/z 41.10 34.08%
) WM\\/A
127.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@@7591.D

Acqg On : 22 Oct 2021 15:49
Operator : CG/JU

Sample : M4281-09

Misc :

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 24 Benzoic acid, 2,4-dichloro- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

14.651 67.23 ng/ul 7849870  Acenaphthene-die 14.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2,4-dichloro- 190 C7H4C1202 000050-84-0 97
2 Benzoic acid, 2,4-dichloro- 190 C7H4C1202 000050-84-0 96
3 3,5-Dichlorobenzoic acid 190 C7H4C1202 000051-36-5 93
4 Benzoic acid, 3,4-dichloro- 190 C7H4C1202 000051-44-5 93
5 3,5-Dichlorobenzoic acid 190 C7H4C1202 000051-36-5 92

Abundance Scan 1932 (14.651 min): BPO07591.D\data.ms (-1925) (-  m/z 172.90 100.00%

172.9
43.1
5000
—— —
” M ‘ “ 14.50 15.00
0t "“! AARLL L) 2509 3280 401.0458.95185 43.10  79.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #65107: Benzoic acid, 2,4-dichloro-
173.0
5000
14 50 15 00
74.0 m/z 174.90 65.07%
OL4'9“LJ|““\\‘|Ilhlll‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #65115: Benzoic acid, 2,4-dichloro-
173.0
\ T
14 50 15.00
5000 ITI/Z 189.90 51.29%
74.0
o‘w“"h
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #65101: 3,5-Dichlorobenzoic acid ‘ —
173.0 14 50 15.00
m/z 87.00 50.73%
5000 74.0 /L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14 50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@@7591.D

Acqg On : 22 Oct 2021 15:49

Operator : CG/JU

Sample : M4281-09

Misc :

ALS vial : 51 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 25 Dodecanoic acid Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
15.045 42.96 ng/ul 5016690 Acenaphthene-d10 14.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 97
2 Dodecanoic acid 200 C12H2402 000143-07-7 93
3 Dodecanoic acid 200 C12H2402 000143-07-7 91
4 Dodecanoic acid 200 C12H2402 000143-07-7 90
5 Undecanoic acid 186 C11H2202 000112-37-8 64

Abundance Scan 1999 (15.045 min): BPO07591.D\data.ms (-1991) (-  m/z 73.00 100.00%

73.0
5000
57.1 i
‘ =
m l 15.00
or— M"’m‘“"2“2‘1‘0‘2‘5‘2‘1“““‘49‘2“2‘4‘?9‘9“5‘2‘9?‘ m/z 60.00  86.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75716: Dodecanoic acid
60.0
N
5000 1200 TR
m/z 43.05 55.60%
Ll 20
0 H‘ ) M\ h ‘
\\11’ T \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

—

Abundance #75719: Dodecanoic acid
73.0
15.00 |
200.0 :
5000 ITI/Z 41.10 55.21%
o ‘M* A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75717: Dodecanoic acid T
73.0 15.00
m/z 55.05 52.97%
5000
200.0
otsﬁvu,\lm A\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
BP007591.D

: 22 Oct 2021 15:49
: CG/JU
: M4281-09

: 51

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 29 Tridecanoic acid Concentration Rank 36

R.T. EstConc Area Relative to ISTD R.T.
15.922 5.38 ng/ul 628524  Acenaphthene-die 14.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 93
2 n-Decanoic acid 172 C1eH2002 000334-48-5 91
3 n-Decanoic acid 172 C10H2002 000334-48-5 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 2148 (15.922 min): BPO07591.D\data.ms (-2141) (- m/z 73.00 100.00%
3.0

3

5

5000
171.1
T
o‘u“p‘ﬂ”HLJN‘ﬂWJH 2809 3562 42894943 m/z 60.00  84.93%
m/z—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0
5000 ——
1710 16.00
H m/z 43.10 82.14%
O‘\\}fll"J\}\m‘\h\‘\\““\\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

3

Abundance #46966: n-Decanoic acid
73.0
16.00
5000 m/z 55.10 76.80%
3.0
- Jvaﬂ‘M‘n‘w‘“w““_“‘_“‘_“‘_“‘_““
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46965: n-Decanoic acid T
60.0 16.00
m/z 41.10 69.95%
) i Mﬁuw/kk\JAj\\»mAka
o””ﬂerA S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@@7591.D

Acqg On : 22 Oct 2021 15:49
Operator : CG/JU

Sample : M4281-09

Misc :

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 31 unknown-02 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.622  28.98 ng/ul 8837920  Phenanthrene-die 17.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Undecanone 170 C11H220 000927-49-1 27
2 6-Undecanone 170 C11H220 000927-49-1 27
3 5-Decanone, 2-methyl- 170 C11H220 054410-89-8 27
4 Thiazole, 5-ethenyl-4-methyl- 125 C6H7NS 001759-28-0 25
5 2,4-Dimethyl-1-penten-3-0l 114 C7H140 019781-54-5 18

Abundance Scan 2267 (16.622 min): BP007591.D\data.ms (-2250) (-  m/z 43.10 100.00%

43.1
25.1
5000
— =
| M h ‘ 195, 16.50 17.00
o lddd) | 1196.1255.9 3267 401845855249 ./, 7119  84.17%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #45377: 6-Undecanone
43.0
5000 — ——
16.50 17.00
m/z 99.10 67.98%
H 114.0
O\\‘\\\‘\‘\\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #45378: 6-Undecanone
43.0
‘v—v—'—v—v—v—v—y—r
16.50 17.00
5000 ITI/Z 69.10 66.61%
’ H 114.0
Ob ol i
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #45403: 5-Decanone, 2-methyl- — —
43.0 16.50 17.00
m/z 55.10 60.90%
5000
‘ H 114.0
o+ e e e — =
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@@7591.D

Acqg On : 22 Oct 2021 15:49
Operator : CG/JU

Sample : M4281-09

Misc :

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 32 Tetradecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

16.845 236.34 ng/ul 72066100  Phenanthrene-die 17.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 97
3 Tetradecanoic acid 228 C14H2802 000544-63-8 97
4 Tetradecanoic acid 228 C14H2802 000544-63-8 95
5 Tetradecanoic acid 228 C14H2802 000544-63-8 91

Abundance Scan 2305 (16.845 min): BPO07591.D\data.ms (-2285) (- m/z 73.05 100.00%

3

5000

-

185.1
‘ ” “ 16.50 17.00
op AL 11 | 2871 355.1412.747125295 ./ 55,95  77.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109279: Tetradecanoic acid
73.0
5000 1650  17.00 -+
185.0 :

m/z 41.10 64.96%

LS.M\ HHIJ.M m

O‘\\\\’ \\[1\\\‘\\\f‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109284: Tetradecanoic acid
73.0
—~ SR
16.50 17.00
m/z 60.05 62.52%
5000 185.0 /
o LALL L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109283: Tetradecanoic acid — =
73.0 16.50 17.00
m/z 127.10 62.13%
5000
185.0
o_ml,u’ ‘Nmm“uJ"w‘_m‘Hwm‘w_m‘w_ — N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@@7591.D

Acqg On : 22 Oct 2021 15:49
Operator : CG/JU

Sample : M4281-09

Misc :

ALS vial : 51

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 33 Pentadecanoic acid Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
17.545 12.19 ng/ul 3716630  Phenanthrene-d10 17.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 98
3 Pentadecanoic acid 242 C15H3002 001002-84-2 96
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 83

Abundance Scan 2424 (17.545 min): BP0O07591.D\data.ms (-2415) (-

3

m/z 73.00 100.00%

%

5000
199.2
lisssol |
ob LALLLERROL| || | 280.9343.1400.745855199 /7 co 00  82.32%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid
73.0
5000 e :
17.50
( \ 1\30 242.0 m/z 43.18  72.79%
O‘\\\L“ j"“\m\“\\\“\\\f\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #126199: Pentadecanoic acid
73.0

=

17.50
5000 m/z 55.10 63.76%

199.0

owéum“$M\

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

3

Abundance #126202: Pentadecanoic acid
43.0 17.50
m/z 57.10 61.44%
5000
129.0 242.0
AT )
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@@7591.D

Acqg On : 22 Oct 2021 15:49
Operator : CG/JU

Sample : M4281-09

Misc :

ALS vial : 51

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
: SVOA CALIBRATION

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 34

R.T. EstConc Area

n-Hexadecanoic acid

Concentration Rank 4

Relative to ISTD R.T.

18.392 676.15 ng/ul 206175000 Phenanthrene-die

000057-10-3 99
000057-10-3 99
000057-10-3 96
000057-10-3 96

Hit# of 5 Tentative ID MW MolForm
1 n-Hexadecanoic acid 256 C16H3202
2 n-Hexadecanoic acid 256 C16H3202
3 n-Hexadecanoic acid 256 C16H3202
4 n-Hexadecanoic acid 256 C16H3202
5 n-Hexadecanoic acid 256 C16H3202

Abundance Scan 2568 (18.392 min): BP007591.D\data.ms (-2521) (-

73.

0

213.2

000057-10-3 95

m/z 73.05 100.00%

=

5000
T
H H 18.00 18.50
ok ‘J‘\H"Nmuw\w‘ 315.1 389.3448.25060  m/z 60.05 79.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 N T
18.00 18.50
“ 213.0 m/z 43.10 73.88%
O‘\\\‘\‘[ \L’l‘\!l\“}\l‘\\\!\\“\\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
— —
256.0 18.00 18.50
5000 m/z 55.10 67.38%
“ 157.0
0t J”“HH,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid = ——
43.0 256.0 18.00 18.50
m/z 41.10 65.88%
5000
129.0
O‘H‘.\“‘ “‘I’M\un \\H'?Mb \ = ——

m/z--> 0 50

100 150 200 250 300 350 400 450 500 550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@@7591.D

Acqg On : 22 Oct 2021 15:49

Operator : CG/JU

Sample : M4281-09

Misc :

ALS vial : 51 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 37 Heptadecanoic acid Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
18.945 8.43 ng/ul 2571450  Phenanthrene-die 17.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecanoic acid 270 C17H3402 000506-12-7 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Heptadecanoic acid 270 C17H3402 000506-12-7 90
5 Pentadecanoic acid 242 C15H3002 001002-84-2 74

Abundance Scan 2662 (18.945 min): BP007591.D\data.ms (-2658) (-

m/z 73.10 100.00%

5

5000
227.2
]| 4
0 e il MHWMHH‘“E“?‘1‘3““5““1”““2‘9‘1””‘595“9 m/z 60.00 78.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #161157: Heptadecanoic acid
73.0
270.0
5000 T
19.00
m/z 43.10 78.31%
L
O‘\\\\U" h\h\“\r“\\\\\l“\u\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

D
Q
o

Abundance #143510: n-Hexadecanoic acid
19.00
5000 129.0 ITI/Z 57.10 69.48%
H 213.0
- H“uw‘\Hw‘m“umwH_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109279: Tetradecanoic acid —T
73.0 19.00
m/z 55.10 67.43%
5000
185.0
olsblllliL L | .~
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@@7591.D

Acqg On : 22 Oct 2021 15:49
Operator : CG/JU

Sample : M4281-09

Misc :

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 38 cis-Vaccenic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.445 201.87 ng/ul 48579600 Chrysene-d12 21.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Vaccenic acid 282 C18H3402 000506-17-2 99
2 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 99
3 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 99
4 9-Octadecenoic acid, (E)- 282 (C18H3402 000112-79-8 99
5 Oleic Acid 282 C18H3402 000112-80-1 98

Abundance Scan 2747 (19.445 min): BPO07591.D\data.ms (-2736) (- m/z 55.10 100.00%

55.1
5000
P
} ‘ o1 264.1 19.50
0k Wuuk M"n‘*v"‘c“! ok ‘-5 Lo otd 9047515350 /7 69.10  76.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176209: cis-Vaccenic acid
53.0
5000 T
19.50
m/z 41.10 62.98%
} l 264.0
O‘\\\!L‘Ji\‘\h\‘ \“\‘nh\h\‘“ . }W‘IQ‘IW‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176218: cis-13-Octadecenoic acid
55.0
P
19.50
5000 ITI/Z 83.10 60.33%
L l 264.0
O‘HWKM‘N Hmﬂf‘aw‘vu‘JH‘_“W“H‘H“_“W‘H“
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #176223: 9-Octadecenoic acid, (E)- —
55.0 19.50
m/z 97.10 51.70%
5000
264.0
ouHmmnm..%.l -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@@7591.D

Acqg On : 22 Oct 2021 15:49

Operator : CG/JU

Sample : M4281-09

Misc :

ALS vial : 51 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 39 Octadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.569 338.52 ng/ul 81462900 Chrysene-d12 21.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 98
5 Octadecanoic acid 284 C18H3602 000057-11-4 92

Abundance Scan 2768 (19.568 min): BP007591.D\data.ms (-2756) (- m/z 73.05 100.00%

183.2
2412
5000
T [
| ’ ‘m H \ 11 343.2 417.34751533.0 19:50
0 i wuwﬁm_‘m b b 275E AL LoD 2039 m/z 43.106 77.01%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 — ‘
185.0 19.50
H m/z 60.05 75.33%
Ol [ H”M\m ‘\‘ \

Hrwuu‘\\H‘HH‘\H\‘HH‘HH‘HH‘HH‘\

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

%

Abundance #179091: Octadecanoic acid
43.0
19.50
5000 129.0 m/z 55.10 73.73%
284.0
o Ml 222, |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid ——
73.0 19.50
m/z 129.05 69.96%
5000
185.0 284.0
o_w"k‘,‘ HwmJM‘Hw“_m_Wwwww —~—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@@7591.D

Acqg On : 22 Oct 2021 15:49
Operator : CG/JU

Sample : M4281-09

Misc :

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 43 unknown-03 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.563 83.42 ng/ul 20075000 Chrysene-d12 21.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 [1,1'-Biphenyl]-4-amine 169 C12H11N 000092-67-1 38
2 2-Propen-1-one, 1-(4-methoxyphen... 304 C19H16N202 331945-28-9 38
3 4-Pyridinol, 2,6-dimethyl-3-[met... 169 C8H11NOS 1010251-72-8 38
4 Fumaric acid, 4-heptyl pentyl ester 284 C16H2804 1000348-51-4 37
5 Benzothiazole, 2-chloro- 169 C7H4CINS 000615-20-3 35

Abundance Scan 2937 (20.563 min): BPO07591.D\data.ms (-2929) (-  m/z 169.10 100.00%

169.1
50007 551
U \
“ ’HMMW 227.2 3123  400.9458.8516.1 20-59
Ol AR IEELIL g} G205 S5 TSR m/z 55.10 41.29%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #44519: [1,1'-Biphenyl]-4-amine
169.0
5000 —— ‘
20.50
m/z 69.10 37.14%
02\7\.\0[\?ﬁ;0[\“\¢r\J\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #204663: 2-Propen-1-one, 1-(4-methoxyphenyl)-3-(8-quir
169.0
U \
20.50
5000 ITI/Z 57.10 25.50%
30.0 1020, | 2320 3040
R R B e e B R e e R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #44769: 4-Pyridinol, 2,6-dimethyl-3-[methylthio]- —— ‘
169.0 20.50
m/z 83.10 25.27%
B vwﬁ,J\/q\\kwgw
42.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@@7591.D

Acqg On : 22 Oct 2021 15:49
Operator : CG/JU

Sample : M4281-09

Misc :

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 46 Docosyl tetradecanoate Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
25.145 13.34 ng/ul 2171520 Perylene-di2 23.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosyl tetradecanoate 537 C36H7202 042232-05-3 91
2 Tetradecanoic acid, hexadecyl ester 452 C30H6002 002599-01-1 91
3 Tetradecanoic acid, hexadecyl ester 452 C30H6002 002599-01-1 90
4 Myristyl myristate 424 C28H5602 003234-85-3 83
5 Tetradecane, 1,1'-thiobis- 426 C28H58S 035599-83-8 32

Abundance Scan 3716 (25.145 min): BPO07591.D\data.ms (-3711) (-  m/z 229.20 100.00%

229.2
57.1
5000
e —y
\ ‘ 25.00 25.50
" M 1y uh“ by m LPOTAS560 4524 849 ; 57.10  75.23%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #342504: Docosyl tetradecanoate
229.0
5000 57'0 T T T T T T
25.00 25.50
} } m/z 43.10  56.65%
29.0 308.0 536.0
O\‘\\“{H\\H\[fh\H\‘T“\\\\‘f\\‘\\\\‘\\\\\3“§9(9‘\\\\‘\\\\‘\\\i\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #326479: Tetradecanoic acid, hexadecyl ester
57.0 229.0
—— —
25.00 25.50
5000 m/z 83.10 47.34%
452.0
0 . \Mu‘w""3“3‘1"?‘3"?9‘-9‘w\w_m_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #326478: Tetradecanoic acid, hexadecyl ester — —
229.0 25.00 25.50
m/z 97.10 47.17%
57.0
452.0
0 1“1’[\.“1\1“..“‘29703540\ — ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 25.00 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@@7591.D

Acqg On : 22 Oct 2021 15:49
Operator : CG/JU

Sample : M4281-09

Misc :

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 47 Tetradecanoic acid, hexadec... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
27.297 46.27 ng/ul 7530220 Perylene-di2 23.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid, hexadecyl ester 452 C30H6002 002599-01-1 87
2 Tetradecanoic acid, octadecyl ester 480 C32H6402 003234-81-9 74
3 Tetradecanoic acid, hexadecyl ester 452 C30H6002 002599-01-1 74
4 Myristyl myristate 424 C28H5602 003234-85-3 46
5 Naphtho(2,1-f)quinoline 229 C17H11IN 000218-08-6 22

Abundance Scan 4082 (27.297 min): BP007591.D\data.ms (-4071) (-  m/z 229.15 100.00%

220.2 '
57.1
5000
‘ H 2700 2750
0 ‘H“N‘ngw\“«w e w\‘ 291135714171 4804 548 )y 57,19 72.74%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #326479: Tetradecanoic acid, hexadecyl ester
57.0 229.0
5000 — e
27.00 27.50
m/z 43.10 54.56%
452.0
O \"\ \ ‘ l“\ T 1 h ‘rAer\ ‘T“”H‘g‘ \\\‘U 1\ \‘ f“ T ‘T\ T ‘3\\3\]-\.‘0\3\8\?‘.\0\ TT “‘\ TTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #334204: Tetradecanoic acid, octadecyl ester
43.0 229.0
—r— —
27.00 27.50
5000 m/z 83.10 43.06%
H 480.0
0 wi‘ng‘m‘«l‘?‘0 ! Jﬁ?{:?’”‘?e%‘l‘-?w_”w_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #326478: Tetradecanoic acid, hexadecyl ester —r— —
229.0 27.00 27.50
m/z 55.10 43.01%
57.0
B JLL
452.0
0 W‘}L*M‘Mw H 2k S —— ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 27.00 27.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@@7591.D

Acqg On : 22 Oct 2021 15:49
Operator : CG/JU

Sample : M4281-09

Misc :

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 48 unknown-04 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.

27.527 20.45 ng/ul 3327940 Perylene-di2 23.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Stigmastane, 3-one, (5.alpha.) 414 C29H500 1000437-00-8 48
2 Cholestan-3-one, 4,4-dimethyl-, ... 414 C29H500 002097-85-0 46
3 17-(1,5-Dimethylhexyl)-10,13-dim... 414 C29H500 1000210-86-9 45
4 Stigmastane, 3-one, (5.alpha.) 414 C29H500 1000437-00-8 35
5 Pyrrolidine, 1-(m-methoxycinnamo... 231 C14H17NO2 029647-01-6 27

Abundance Scan 4121 (27.527 min): BP007591.D\data.ms (-4114) (- m/z 231.20 100.00%

231.2
55.1
161.1
5000 344.3
414.4
T T
il Ll
ob e AMRLRAAREARL Ly o L Ly L 489.9549.0 ) o 10 69.00%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310608: Stigmastane, 3-one, (5.alpha.)
231.0
414.0
5000 —— ‘
27.50
J m/z 43.10 68.23%
317.0
O \‘I‘H‘\ ‘J \M“J“\ J\m\”hwm X\J\l“\ L L\l\ !i‘ 7t “\\\ L L I B
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310614: Cholestan-3-one, 4,4-dimethyl-, (5.alpha.)-
43.0
414.0 T I
27.50
5000 109.0 ITI/Z 81.10 57.31%
” 191.0 259.0
; MH‘W'“muﬂxw woo |
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310625: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-4-vinylh P ‘
43.0 27.50
m/z 161.10 57.30%
5000 7.0 414.0 J\w
0 i ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 27.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7591.D

Acqg On : 22 Oct 2021 15:49
Operator : CG/JU

Sample : M4281-09

Misc :

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.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|
Propanoic acid,... 3.763 86.1 ng/ul 1146950 1 7.951 266364 20.0
Butanoic acid 4.610 3918.8 ng/ul 52190800 1 7.951 266364 20.0
Butanoic acid, 5.069 324.5 ng/ul 4321460 1 7.951 266364 20.0
Butanoic acid, 5.475 129.2 ng/ul 1719980 1 7.951 266364 20.0
Pentanoic acid 5.857 1146.3 ng/ul 15266700 1 7.951 266364 20.0
Acetic acid, di... 6.510 31.4 ng/ul 417797 1 7.951 266364 20.0
Hexanoic acid, 6.587 115.7 ng/ul 1540570 1 7.951 266364 20.0
Pentanoic acid,... 6.657 24.8 ng/ul 330863 1 7.951 266364 20.0
1-Hexanol, 2-et... 8.051 20.0 ng/ul 266364 1 7.951 266364 20.0
Pentanoic acid,... 8.304 166.1 ng/ul 2212670 1 7.951 266364 20.0
Heptanoic acid 8.940 1573.8 ng/ul 20960100 1 7.951 266364 20.0
Ethanol, 2-(2-b... 10.587 14.9 ng/ul 1215470 2 10.757 1631120 20.0
Nonanoic acid 11.669 51.5 ng/ul 4197050 2 10.757 1631120 20.0
unknown-01 12.416 8.6 ng/ul 701563 2 10.757 1631120 20.0
Hydrocinnamic acid 12.592 19.0 ng/ul 1548810 2 10.757 1631120 20.0
n-Decanoic acid 12.998 166.2 ng/ul 19405900 3 14.586 2335390 20.0
(DEL) Alkane: S... 14.498 5.6 ng/ul 650059 3 14.586 2335390 20.0
Benzoic acid, 2... 14.651 67.2 ng/ul 7849870 3 14.586 2335390 20.0
Dodecanoic acid 15.045 43.0 ng/ul 5016690 3 14.586 2335390 20.0
Tridecanoic acid 15.922 5.4 ng/ul 628524 3 14.586 2335390 20.0
unknown-02 16.622 29.0 ng/ul 8837920 4 17.339 6098470 20.0
Tetradecanoic acid 16.845 236.3 ng/ul 72066100 4 17.339 6098470 20.0
Pentadecanoic acid 17.545 12.2 ng/ul 3716630 4 17.339 6098470 20.0
n-Hexadecanoic ... 18.392 676.1 ng/ul 206175000 4 17.339 6098470 20.0
Heptadecanoic acid 18.945 8.4 ng/ul 2571450 4 17.339 6098470 20.0
cis-Vaccenic acid 19.445 201.9 ng/ul 48579600 5 21.439 4812900 20.0
Octadecanoic acid 19.569 338.5 ng/ul 81462900 5 21.439 4812900 20.0
unknown-03 20.563 83.4 ng/ul 20075000 5 21.439 4812900 20.0
Docosyl tetrade... 25.145 13.3 ng/ul 2171520 6 23.880 3254590 20.0
Tetradecanoic a... 27.297 46.3 ng/ul 7530220 6 23.880 3254590 20.0
unknown-04 27.527 20.4 ng/ul 3327940 6 23.880 3254590 20.0
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