LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102921\
Data File : BP0O7784.D

Acqg On : 29 Oct 2021 14:44
Operator : CG/JU

Sample : M4262-20DL 2X

Misc :

ALS vial : 8 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-BP102521.M
Title : SVOA CALIBRATION

Signal : TIC: BP@O7784.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.405 16 20 29 rvB 178043 249687 ©.65% 0.172%
2 3.681 54 67 71 rBV3 63794 184201 0.48% 0.127%
3 3.793 84 8 97 rBV 112363 202119 ©.53% 0.139%
4 4.111 115 140 143 rBV 443366 2006804 5.26% 1.381%
5 4.834 248 263 275 rBV3 110340 450762 1.18% 0.310%
6 5.058 275 301 304 rBV3 408684 1742413 4.56% 1.199%
7 5.534 355 382 385 rBV 467117 2232033 5.85% 1.536%
8 6.340 506 519 527 rBV 49920 139651 ©0.37% 0.096%
9 6.464 533 540 551 rVB2 54890 129141 0.34% 0.089%
10 7.122 614 652 655 rBV5 1017196 6410284 16.79% 4.411%
11 7.258 670 675 682 rVB 222718 352248 ©.92% 0.242%
12 7.458 702 709 720 rVB 230032 379822 0.99% 0.261%
13 7.928 779 789 797 rBV 932281 1575921 4.13% 1.084%
14 8.016 797 804 812 rVB4 76497 171408 ©0.45% 0.118%
15 8.181 824 832 842 rBV 157475 294880 ©0.77% 0.203%
16 8.458 872 879 887 rBV 68528 117715 ©0.31% 0.081%
17 8.628 887 908 914 rBV2 823934 3092151 8.10% 2.128%
18 8.699 914 920 934 rVB 3119064 5020844 13.15%  3.455%
19 9.022 968 975 979 rBv2 23768 39291 0.10% 0.027%
20 9.087 979 986 992 rBV 263240 436283 1.14% 0.300%
21  9.246 1006 1013 1021 rBV2 42062 82975 0.22% 0.057%
22 9.416 1038 1042 1048 rVvv3 17591 41632 0.11% 0.029%
23 9.481 1048 1053 1058 rVV3 26444 50903 0.13% 0.035%
24  9.557 1058 1066 1070 rVV 169396 414612 1.09% 0.285%
25 9.599 1070 1073 1081 rVV2 101206 191975 0.50% 0.132%
26 9.810 1102 1109 1122 rVB 205460 355190 0.93% 0.244%
27 10.310 1143 1194 1197 rBV 2934865 23218238 60.82% 15.976%
28 10.352 1197 1201 1209 rVB 357221 641448 1.68% 0.441%
29 10.522 1223 1230 1239 rVB 294995 464508 1.22% 0.320%
30 10.728 1259 1265 1274 rVB 909263 1558920 4.08% 1.073%
31 10.869 1282 1289 1299 rBV 228796 421254 1.10%  0.290%
32 11.163 1333 1339 1344 rVB3 30246 49235 0.13% 0.034%
33 11.587 1400 1411 1415 rBV 577148 1157367 3.03% 0.796%
34 11.628 1415 1418 1428 rVWV 72851 144117 ©.38% 0.099%
35 12.222 1507 1519 1529 rBV 105963 205811 ©0.54% 0.142%

36 12.322 1529 1536 1542 rVWW 426690 772335 2.02% 0.531%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102921\
Data File : BP@@7784.D

Acqg On : 29 Oct 2021 14:44

Operator : CG/JU

Sample : M4262-20DL 2X

Misc

ALS vial : 8 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-BP102521.M
Title : SVOA CALIBRATION
37 12.399 1542 1549 1553 rVV5 110518 300758 0.79% 0.207%
38 12.451 1553 1558 1570 rVV 206566 378701 0.99% 0.261%
39 12.546 1570 1574 1586 rVB7 29135 66320 0.17% 0.046%
40 12.828 1615 1622 1626 rBV ~ 345537 684636 1.79% 0.471%
41 12.940 1626 1641 1659 rVB 2768852 9000111 23.58% 6.193%
42 13.175 1676 1681 1691 rVB 18211 42214 0.11% 0.029%
43 13.416 1717 1722 1729 rBV ~ 109896 186358 ©.49% 0.128%
44 13.722 1765 1774 1783 rBV ~ 481885 815609 2.14% ©.561%
45 13.975 1811 1817 1831 rVV 705188 1039268 2.72% ©.715%
46 14.210 1852 1857 1859 rBV3 41067 64575 0.17% 0.044%
47 14.257 1859 1865 1875 rVB 771323 1138815 2.98% ©.784%
48 14.481 1888 1903 1906 rBV5 63177 166009 0.43% 0.114%
49 14.516 1906 1909 1912 rVV5 72355 129193 0.34% 0.089%
50 14.569 1912 1918 1929 rVV 2294322 3550583 9.30%  2.443%
51 14.663 1929 1934 1945 rVV6 143993 426703 1.12%  ©.294%
52 14.763 1947 1951 1956 rVB 68100 112828 ©.30% 0.078%
53 14.904 1969 1975 1977 rBV2 135833 224959 ©.59% 0.155%
54 14.934 1977 1986 1985 rVVv2 154394 249742 0.65% ©0.172%
55 15.004 1986 1992 2002 rVB 931403 1355288 3.55% ©.933%
56 15.116 2006 2011 2015 rBV 73254 138275 0.36% ©.095%
57 15.210 2024 2027 2032 rVB 59867 79914 ©.21% 0.055%
58 15.292 2036 2041 2052 rVB 218328 354193 0.93% 0.244%
59 15.422 2059 2063 2068 rVB 153966 209089 ©0.55% 0.144%
60 15.557 2080 2086 2098 rVB 1028684 1554456 4.07% 1.070%
61 15.675 2100 2106 2113 rBV 158098 239947 0.63% 0.165%
62 15.781 2121 2124 2131 rBV2 20361 41703 0.11% 0.029%
63 16.292 2208 2211 2218 rBV 76991 101001 0.26% 0.069%
64 16.351 2218 2221 2227 rVB 46155 58838 0.15% 0.040%
65 16.439 2230 2236 2245 rBV 24028 78200 0.20% 0.054%
66 16.516 2245 2249 2256 rVV5 35488 61410 0.16% 0.042%
67 16.745 2281 2288 2312 rVB 2932897 4442217 11.64% 3.057%
68 17.016 2331 2334 2341 rVB2 29945 41570 0.11% 0.029%
69 17.081 2341 2345 2351 rBv4 20048 42212 0.11% 0.029%
70 17.263 2371 2376 2380 rBV 180988 284365 0.74%  0.196%
71 17.322 2380 2386 2396 rVV 1947023 2830920 7.42%  1.948%
72 17.422 2397 2403 2409 rVB 1150045 1649353  4.32% 1.135%
73 17.504 2414 2417 2424 rVWW5 40470 63469 0.17% 0.044%
74 17.722 2450 2454 2457 rBV 69297 100567 0.26% ©.069%
75 17.863 2474 2478 2481 rBV 231698 264091 0.69% 0.182%
76 17.904 2481 2485 2494 rVB 271618 357602 ©.94%  0.246%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102921\
Data File : BP0O7784.D

Acqg On : 29 Oct 2021 14:44
Operator : CG/JU

Sample : M4262-20DL 2X

Misc :

ALS vial : 8 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-BP102521.M
Title : SVOA CALIBRATION

77 18.004 2498 2502 2507 rBV2 61645 80424 ©.21% 0.055%
78 18.269 2534 2547 2569 rBV 14090789 38175208 100.00% 26.267%
79 19.051 2677 2680 2683 rBV3 70440 78949 0.21% 0.054%
80 19.375 2730 2735 2741 rBV5 215081 490507 1.28% ©.338%

81 19.463 2745 2750 2771 rVB 4642373 6502987 17.03% 4.474%
82 19.657 2778 2783 2788 rVB 1469859 1933105 5.06% 1.330%
83 20.504 2924 2927 2939 rVB4 117636 225200 ©.59% 0.155%
84 21.127 3030 3033 3042 rVB 204959 262005 0.69% ©0.180%
85 21.327 3064 3067 3072 rBV 158638 169968 0.45% 0.117%
86 21.410 3076 3081 3087 rBV 2558149 3419843 8.96%  2.353%
87 23.127 3370 3373 3378 rVB 141472 196344 0.51% ©0.135%
88 23.698 3463 3470 3477 rVB2 1058165 2140341 5.61% 1.473%
89 23.857 3490 3497 3510 rVB2 1758985 3735598 9.79%  2.570%

Sum of corrected areas: 145334719
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance
1.4e+07

1.2e+07
le+07
8000000
6000000
4000000

2000000

: 29 Oct 2021 14:44
: CG/JU
: M4262-20DL 2X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102921\
BP0O7784.D

: 8 Sample Multiplier: 1

d : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
: SVOA CALIBRATION

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

TIC: BP007784.D\data.ms

8.699 10.310

7.122 7.928 8608
115
5 408,69 sgwgtitl  4gP058 5534 6.844054 /71238458 §,01488.4 o%25 asBESn310 10,g6%2 j}P 86191 163 11698

Time-->
Abundance
1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

el A
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\‘\\\\‘\\\ \\\\‘\\\\‘\\\\‘\\\\

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10 00 1050 11.00 11.50

TIC: BP0O07784.D\data.ms
18.269

19.463

12.940 16.745
14.569 17.322

17.422

9.657
33.979.257 | 15.004 15.557

ok 121%%2@ §a. 132541369’ (114 7 @%97#‘81 L6GmR596 177088267 504 19.051%3 SMF
UM

Time--> 1200 1250 13.00 1350 1400 1450 1500 1550 16.00 16. 50 1700 1750 1800 18.50 19.00 19.50 20.00

Abundance
1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

o

TIC: BP007784.D\data.ms

21.410

Time-->

SFAM-EPA-BP10

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\BP102921\
Data File : BP0OO7784.D

Acqg On : 29 Oct 2021 14:44
Operator : CG/JU

Sample : M4262-20DL 2X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 24
R.T. EstConc Area Relative to ISTD R.T.
3.681 2.34 ng/ul 184201 1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 52
2 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 50
3 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 47
4 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 47
5 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 30
Abundance  Scan 67 (3.681 min): BP007784.D\data.ms (-54) (-) m/z 43.05 100.00%
T T
L 207.0 3.40 3.60 3.80 4.00
|
Ol b 1330 1 28183409 42984897549  n/z 41.e5  55.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2320: Propanoic acid, 2-methyl-
43.0
5000 [Tr o[ T rrrrprorrT
3.40 3.60 3.80 4.00
m/z 73.10 44.47%
O‘\\J‘\J‘“#\l\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2312: Propanoic acid, 2-methyl-
43.0
3.40 3.60 3.80 4.00
5000 m/z 45.00 25.70%
0W‘M‘L\%\L‘uu‘\u\,\u\‘uu‘\uWm‘\m‘\m‘\m‘\

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

Abundance #2318: Propanoic acid, 2-methyl- R A EERERARRE

43.0 3.40 3.60 3.80 4.00
m/z 39.10 20.52%
- J
O‘J', EERENEEEE

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\BP102921\
Data File : BP0OO7784.D

Acqg On : 29 Oct 2021 14:44
Operator : CG/JU

Sample : M4262-20DL 2X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 6
R.T. EstConc Area Relative to ISTD R.T.
4.111  25.47 ng/ul 2006800 1,4-Dichlorobenzene-d4 7.928

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 86
3 Butanoic acid 88 (C4H802 000107-92-6 72
4 Pentanoic acid 102 C5H1002 000109-52-4 72
5 Butanoic acid 88 C4H802 000107-92-6 64
Abundance Scan 140 (4.111 min): BP007784.D\data.ms (-115) (-) m/z 60.00 100.00%

60.0
5000

”H\ AR AR AR

3.80 4.00 4.20 4.40

oLbl MERBANO 00, K020 iz 700 35.57%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #2274: Butanoic acid
60.0
5000 '/\H“‘HH‘HH‘HH’HH‘

3.80 4.00 4.20 4.40
m/z 42.05 22.34%

m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #2273: Butanoic acid
60.0

380400420440

o

LU
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2275 Butanoic acid B ASNEEERNEES S
60.0 3.80 4.00 4.20 4.40

m/z 45.00 17.57%

) AL
0 h 1’“ \

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.80 4.00 4.20 4.40
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102921\

Library Search Compound Report

Data File : BP@@7784.D

Acqg On : 29 Oct 2021 14:44
Operator : CG/JU

Sample : M4262-20DL 2X

Misc :

ALS vial : 8

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 3 Butanoic acid, 3-methyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
4.834 5.72 ng/ul 450762  1,4-Dichlorobenzene-d4 7.928
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 90
2 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 72
3 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 64
4 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 64
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 64

Abundance Scan 263 (4.834 min): BP007784.D\data.ms (-248) (-)
60.0

m/z 59.95 100.00%

o

5000
R A RRRRE e RRARE
H ’ 4.60 4.80 5.00 5.20
Olrrrbat) L 147.02088 2830 354.9417.0474.75389  n/; 43.10  41.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4814: Butanoic acid, 3-methyl-
60.0
5000 L B I LA LA BN R U
4.60 4.80 5.00 5.20
m/z 41.05 34.58%
O‘\\HH‘“JV\‘\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4825: Butanoic acid, 3-methyl-
60.0
N RRRRaE
4.60 4.80 5.00 5.20
5000 m/z 45.00 23.51%
o""\Hm‘ww‘HH_‘H,mww‘w_ww_m_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4826: Butanoic acid, 3-methyl- R EE R R AN
60.0 4.60 4.80 5.00 5.20
m/z 87.10 20.49%
5000 ﬁ
o'H', T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102921\
Data File : BP0OO7784.D

Acqg On : 29 Oct 2021 14:44
Operator : CG/JU

Sample : M4262-20DL 2X
Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 7
R.T. EstConc Area Relative to ISTD R.T.
5.058 22.11 ng/ul 1742410 1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 90
2 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 78
3 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 78
4 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 64
5 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 64
Abundance Scan 301 (5.058 min): BP007784.D\data.ms (-275) (-) m/z 74.10 100.00%
74.1
5000

I 4.80 5.00 5.20 5.40
LWLl 1348 2000 281.0342.9 4089 47825363  pn/; 57.05  53.96%

0!
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4831: Butanoic acid, 2-methyl-
74.0
5000 HH‘HH‘HH’HH‘/\/\/\\
4.80 5.00 5.20 5.40
‘ m/z 41.05 46.64%
O‘\\A\H“‘l\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4817: Butanoic acid, 2-methyl-
74.0
PO T e
4.80 5.00 5.20 5.40
5000 m/z 86.95 27.20%
owﬂh,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4829: Butanoic acid, 2-methyl-  ANREmEEEE “/Hﬂ‘\
74.0 4.80 5.00 5.20 5.40

m/z 73.00 19.50%

5000

Mh

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

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102921\
Data File : BP0OO7784.D

Acqg On : 29 Oct 2021 14:44
Operator : CG/JU

Sample : M4262-20DL 2X
Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 5 Pentanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.534  28.33 ng/ul 2232030 1,4-Dichlorobenzene-d4 7.928

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 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 74

5 Butanoic acid 88 C4H802 000107-92-6 72

Abundance Scan 382 (5.534 min): BP007784.D\data.ms (-355) (-) m/z 60.00 100.00%

60.0
5000

5.20 5.40 5.60 5.80

|

|,118.7 190.8 281.0340.9400.6 473.1531.5

O‘HH‘J*m"H‘_H‘_‘H_‘H_‘H‘HH‘HHWH‘HH“ m/z 73.05 44 .23%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4772: Pentanoic acid
60.0
5000 RN R R R
5.20 5.40 5.60 5.80
’ m/z 41.05 19.96%
O‘\\“\L‘"‘"\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4773: Pentanoic acid
60.0
R e RRRNE B
5.20 5.40 5.60 5.80
5000 ITI/Z 45.00 15.65%
OHH,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4775: Pentanoic acid e e
60.0 5.20 5.40 5.60 5.80
m/z 55.10 14.11%
5000
o“'\“ et
m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.20 5.40 5.60 5.80
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP102921\

Data File : BP@@7784.D

Acqg On : 29 Oct 2021 14:44
Operator : CG/JU

Sample : M4262-20DL 2X

Misc :

ALS vial : 8

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 6 5-Methylhexanoic acid Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
s.616  2.18 ng/ul 171488  1,4-Dichlorobenzene-dd  7.928
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Methylhexanoic acid 130 C7H1402 000628-46-6 58
2 5-Methylhexanoic acid 130 C7H1402 000628-46-6 53

3 Silver butanoate 194 C4H7Ag02
4 .beta.-D-Glucopyranose, 1,6-anhy... 162 C6H1005
5 Butanoic acid 88 C4H802

005076-24-4 40
000498-07-7 40
000107-92-6 38

Abundance Scan 804 (8.016 min): BP007784.D\data.ms (-797) (-) m/z 60.00 100.00%

60.0
5000
e A BEaasmasas
“ H}.Zlo 207.8 3411 ' 7.60 7.80 8.00 8.20 8.40
ob bl ip2l0 0" 2828311 4288488.7548"  n/z a1.10  77.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15407: 5-Methylhexanoic acid
60.0
5000 I L L B R
7.60 7.80 8.00 8.20 8.40
‘ m/z 43.05 75.76%
O‘\\U\l[1\‘\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

%

Abundance #15406: 5-Methylhexanoic acid
60.0
P T
7.60 7.80 8.00 8.20 8.40
5000 m/z 57.05 73.37%
0""
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69485: Silver butanoate RRRREREEEE S e
60.0 7.60 7.80 8.00 8.20 8.40
m/z 71.10 61.29%
5000
303.0
216.0
Gl 1990 a0 agsg
‘H‘w R R AL

m/z--> 0 50

100 150 200 250 300 350 400 450 500 550

SFAM-EPA-BP102521.M Mon Nov 01 00:26:57 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102921\
Data File : BP0OO7784.D

Acqg On : 29 Oct 2021 14:44
Operator : CG/JU

Sample : M4262-20DL 2X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 7 Hexanoic acid, 4-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.181 3.74 ng/ul 294880 1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 4-methyl- 130 C7H1402 001561-11-1 90
2 (R)-(-)-4-Methylhexanoic acid 130 C7H1402 052745-93-4 50
3 4-Methyl-3-heptanol, pentafluoro... 276 C11H17F502 1000365-51-7 27
4 Butane, 1-bromo-2-methyl-, (S)- 150 C5H11Br 000534-00-9 22
5 Sulfurous acid, 2-pentyl undecyl... 306 C16H3403S 1000309-16-0 16

Abundance Scan 832 (8.181 min): BP007784.D\data.ms (-824) (-) m/z 71.10 100.00%

71.1
5000

‘ ‘ 7.80 8.00 8.20 8.40 8.60
ol dfliis 163.0221.928103418 4138 5013 n/; s55.05  90.44%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15419: Hexanoic acid, 4-methyl-
71.0
5000 Tl rrrorpr

7.80 8.00 8.20 8.40 8.60
m/z 73.00 64.96%

()"1\”‘J
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15477: (R)-(-)-4-Methylhexanoic acid
71.0
7.80 8.00 8.20 8.40 8.60
5000 m/z 41.05 60.63%

oA
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 M\
Abundance #167743: 4-Methyl-3-heptanol, pentafluoropropionate PR T e

71.0 7.80 8.00 8.20 8.40 8.60
m/z 74.00 42.99%

5000

L] “‘147.0206.0
0 el e e e e e e L e anTaay

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40 8.60

SFAM-EPA-BP102521.M Mon Nov 01 00:26:58 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102921\
Data File : BP0OO7784.D

Acqg On : 29 Oct 2021 14:44
Operator : CG/JU

Sample : M4262-20DL 2X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 8 unknown-01 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.557 5.32 ng/ul 414612  Naphthalene-d8 10.728

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal dihexyl acetal 286 C18H3802 1000430-99-9 43
2 Boric acid, trihexyl ester 314 C18H39B03 005337-36-0 38
3 Sulfurous acid, isohexyl 2-propy... 208 C9H2003S 1000309-11-6 38
4 Oxazole, 4,5-dihydro-2-methyl- 85 C4H7NO 001120-64-5 30
5 2-Butene, 1,1-dimethoxy- 116 C6H1202 021962-24-3 30

Abundance Scan 1066 (9.557 min): BP007784.D\data.ms (-1058) (-) m/z 85.10 100.00%
1

85.
5000
th | 1929 2669 3550 050
orildy 1929 2609 3°9.04159 488.9547.  n/z 43.10  91.99%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #181797: Hexanal dihexyl acetal
43.0
5000 <
9.50
101.0 185.0 m/z 55.10 77.30%
I
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #217357: Boric acid, trihexyl ester
85.0
1 T
9.50
5000 ITI/Z 73.05 73.27%
147.0
gl | 0 20 g3
P e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #85783: Sulfurous acid, isohexyl 2-propyl ester o ‘
43.0 9.50
m/z 41.05 49.43%
owmlzso o
m/z--> 50 100 150 200 250 300 350 400 450 500 9.50

SFAM-EPA-BP102521.M Mon Nov 01 00:26:59 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102921\
Data File : BP0OO7784.D

Acqg On : 29 Oct 2021 14:44
Operator : CG/JU

Sample : M4262-20DL 2X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 unknown-02 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
9.599 2.46 ng/ul 191975 Naphthalene-d8 10.728

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-11-Tetradecen-1-o0l 212 C14H280 034010-15-6 47
2 1,3-Butadiene, 2,3-dimethyl- 82 C6H1e 000513-81-5 43
3 2,4-Hexadiene, (E,E)- 82 C6H10 005194-51-4 38
4 3-Hexyne 82 Ce6H10 000928-49-4 38
5 1,3-Pentadiene, 2-methyl- 82 C6H10 001118-58-7 38

Abundance Scan 1073 (9.599 min): BP007784.D\data.ms (-1070) (-) m/z 41.10 100.00%

41.1
5000
0.0 Y =
9.50 10.00
208.8 280.9
o_m‘@ W‘WH_Hmm‘w_“3?“‘??““1‘2‘9““7‘1‘9‘5‘323 m/z 56.10  97.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90114: cis-11-Tetradecen-1-0
82.0
5000 —— T

9.50 10.00
/z 82.05 77.23%

m
194.0
O%ﬁlp\“l\ \‘“\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1425: 1,3-Butadiene, 2,3-dimethyl-
67.0
o] S
9.50 10.00
5000 m/z 67.10 75.73%

HM.‘ .J

—

0 e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1391: 2,4-Hexadiene, (E,E)-
67.0 9.50 10.00
m/z 96.05 48.80%
5000
oJlMﬁu v =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00

SFAM-EPA-BP102521.M Mon Nov 01 00:27:00 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102921\
Data File : BP0OO7784.D

Acqg On : 29 Oct 2021 14:44
Operator : CG/JU

Sample : M4262-20DL 2X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.522 5.96 ng/ul 464508 Naphthalene-d8 10.728
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 91
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
5 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 72

Abundance Scan 1230 (10.522 min): BPO07784.D\data.ms (-1223) (- m/z 57.05 100.00%
57.0

o M
T
M 132.1 10-50
ol bl 21 2089 280.9  386.0444.1504.2 ./, 4510  88.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 — ‘
10.50
‘ m/z 41.05 34.57%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
10.50
5000 ITI/Z 75.05 19.93%
OJ.L\IMJ.AHB?-?
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)- — ‘
45.0 10.50
m/z 56.05 15.54%
- /\\/\#\
Ol kb i | 1320 —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50

SFAM-EPA-BP102521.M Mon Nov 01 00:27:00 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102921\
Data File : BP0OO7784.D

Acqg On : 29 Oct 2021 14:44
Operator : CG/JU

Sample : M4262-20DL 2X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 11 Nonanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.587 14.85 ng/ul 1157370 Naphthalene-d8 10.728
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 95
2 Nonanoic acid 158 C9H1802 000112-05-0 86
3 Nonanoic acid 158 C9H1802 000112-05-0 86
4 n-Decanoic acid 172 C10H2002 000334-48-5 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 72

Abundance Scan 1411 (11.587 min): BPO07784.D\data.ms (-1400) (-  m/z 59.95 100.00%
60.0

—

5000
129.1 T T T
H M \ 11.50
Ol i L 207.1266.9324.9 4008 4769 549. ./, 73 65 89.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35300: Nonanoic acid
60.0
5000 —
11.50
Tg-o m/z 57.05 57.01%
O”flll}ﬁlf’W’
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35298: Nonanoic acid
60.0
=T T
11.50
5000 ITI/Z 41.05 48.76%

V‘x

il

—

Ol e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35296: Nonanoic acid —F
60.0 11.50
m/z 55.05 42.38%
5000
‘ 1r9.0
o_‘”‘Lw -}‘uﬂlml{‘“H,uH‘,mww_‘WWWWWW e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50

SFAM-EPA-BP102521.M Mon Nov 01 00:27:01 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102921\
Data File : BP0OO7784.D

Acqg On : 29 Oct 2021 14:44
Operator : CG/JU

Sample : M4262-20DL 2X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 12 Decanoic acid, 3-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.222 2.64 ng/ul 205811 Naphthalene-d8 10.728
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decanoic acid, 3-methyl- 186 C11H2202 060308-82-9 78
2 3-Methyl-hexanoic acid 130 C7H1402 1000365-65-4 59
3 3-Methylundecanoic acid 200 C12H2402 065781-38-6 53
4 3-Methyloctanoic acid 158 C9H1802 006061-10-5 50
5 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 40

Abundance Scan 1519 (12.222 min): BPO07784.D\data.ms (-1507) (-  m/z 87.05 100.00%

87.0
5000
— -~
\ ” i { 571 3 12.00 12.50
ofhdbllyh 12712151 282.03411 4154 5225 ., 59,95  57.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #60723: Decanoic acid, 3-methyl-
87.0
5000 sE= —
29 12.00 12.50
' ‘ m/z 43.05 44.71%
()l“’J ‘J\‘I‘\A“\‘\h\\‘]‘-\7\]_\.\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15410: 3-Methyl-hexanoic acid
60.0
s —
12.00 12.50
5000 m/z 41.10  42.64%
ol b J'\mﬂ,,,,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75727: 3-Methylundecanoic acid = —
87.0 12.00 12.50
m/z 57.05 41.99%
5000
oy 0
7 T —————— = T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50

SFAM-EPA-BP102521.M Mon Nov 01 00:27:02 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102921\
Data File : BP0OO7784.D

Acqg On : 29 Oct 2021 14:44
Operator : CG/JU

Sample : M4262-20DL 2X

Misc :

ALS vial : 8

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 13 Decanoic acid, 2-methyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.322 9.91 ng/ul 772335  Naphthalene-d8 10.728
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decanoic acid, 2-methyl- 186 C11H2202 024323-23-7 86
2 Undecanoic acid, 2-methyl- 200 C12H2402 024323-25-9 86
3 Nonanoic acid, methyl ester 172 C1eH2002 001731-84-6 72
4 Nonanoic acid, methyl ester 172 C1eH2002 001731-84-6 64
5 Nonanoic acid, methyl ester 172 C10H2002 001731-84-6 56

Abundance Scan 1536 (12.322 min): BPO07784.D\data.ms (-1529) (-  m/z 74.10 100.00%
74.1

%

5000
— —
‘H 1£3.0 207.9266.8 341.0400.8461.1 538.7 12.00 12.50
0 by [T 207.9266.8 341.04008461.1 5387 m/z 87.00  41.14%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #60722: Decanoic acid, 2-methyl-
74.0
5000 — s
12.00 12.50
m/z 41.18  22.77%
V} 1f30
O‘\\n\“’l“\‘\‘\‘\f\\1\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
0

100 150 200 250 300 350 400 450 500 550
#75742: Undecanoic acid, 2-methyl-

m/z--> 0 5
Abundance
74.0

=

— —
12.00 12.50

5000 m/z 55.05 17.42%

143.0

lG-bHJl Byt

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

o

=

Abundance #47028: Nonanoic acid, methyl ester = T
74.0 12.00 12.50
m/z 43.05 16.91%
5000
w 141.0
ol et U
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50

SFAM-EPA-BP102521.M Mon Nov 01 00:27:03 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102921\
Data File : BP0OO7784.D

Acqg On : 29 Oct 2021 14:44
Operator : CG/JU

Sample : M4262-20DL 2X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.399 3.86 ng/ul 300758 Naphthalene-d8 10.728
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 30
2 Pentane, 3-methylene- 84 C6H12 000760-21-4 27
3 Cyclohexane 84 C6H12 000110-82-7 22
4 3-Penten-2-one 84 C5H80 000625-33-2 22
5 1,5-Heptadiene, 2,3,6-trimethyl- 138 C10H18 033501-88-1 14

Abundance Scan 1549 (12.399 min): BPO07784.D\data.ms (-1542) (- m/z 69.05 100.00%

69.0 ‘
A

“ 2505 3549 12.00 12.50
JJ‘J'W“meepuH‘ S 2494142 8119 m/z 55.10  95.58%

ill
oLk
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1704: 2-Pentene, 3-methyl-, (2)-
41.0
5000

12.00 12.50
m/z 56.10 77.88%

Il
O ‘\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1680: Pentane, 3-methylene-
41.0

1200 1250
5000 m/z 41.10 74.93%
0 ” MJ“W“W“”\‘”‘\”“P“W“”\‘”‘\”“V“W‘ f/
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1645: Cyclohexane — ‘ ‘
56.0 12.00 12.50

m/z 43.10 59.07%

1 i

e ‘ /

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1200 1250

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102921\
Data File : BP0OO7784.D

Acqg On : 29 Oct 2021 14:44
Operator : CG/JU

Sample : M4262-20DL 2X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 unknown-03 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.451 4.86 ng/ul 378701 Naphthalene-d8 10.728
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (Z)-4-Decen-1-0l1, chlorodifluoro... 268 C12H19C1F202 1000447-45-6 46
2 3-Hexenoic acid, (Z)- 114 C6H1002 001775-43-5 43
3 Z-12-Tetradecen-1-0l 212 C14H280 1000130-84-0 38
4 3-Hexenoic acid, (E)- 114 C6H1002 001577-18-0 35
5 11-Tetradecen-1-o0l, (E)- 212 C14H280 035153-18-5 27

Abundance Scan 1558 (12.451 min): BPO07784.D\data.ms (-1553) (- m/z 55.05 100.00%

55.0
5000
\7N4k?AT¥
iz
o ;uw‘u'luwm 7.9266.6327,1387.24469 5207 m/z 41.106 63.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #157472: (2)-4-Decen-1-ol, chlorodifluoroacetate
55.0
5000 T J\M T
12.50
38.0 m/z 69.05 38.85%
()“lll \\“\\\l\‘\\\\‘\\\%6\\8\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8142: 3-Hexenoic acid, (2)-
55.0
114.0 12.50
5000 ITI/Z 81.00 37.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90105: Z-12-Tetradecen-1-ol 7
55.0 12.50
m/z 68.10 36.97%
5000
o"H‘Nu‘Huu_"ww‘H‘wH‘w‘wwww s
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\BP102921\
Data File : BP0OO7784.D

Acqg On : 29 Oct 2021 14:44
Operator : CG/JU

Sample : M4262-20DL 2X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 16 9-Decenoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.828 3.86 ng/ul 684636  Acenaphthene-die 14.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Decenoic acid 170 C10H1802 014436-32-9 64
2 9-Decenoic acid 170 C10H1802 014436-32-9 43
3 1-Trifluoroacetoxy-10-undecene 266 C13H21F302 001675-20-3 41
4 3-Nonen-1-o0l, (E)- 142 C9H180 010339-61-4 38
5 11-Tetradecen-1-o0l, (E)- 212 C14H280 035153-18-5 38

Abundance Scan 1622 (12.828 min): BPO07784.D\data.ms (-1615) (- m/z 55.05 100.00%

55.0
5000
LAAVM
H 12,50 13.00
o 208.0266.8 340.8 415.1 503.7 n/z 41.10  71.23%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #44952: 9-Decenoic acid
53.0
5000 SV ——
12.50 13.00
m/z 69.05 47 .30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #44958: 9-Decenoic acid
55.0
bvlw
1250 1300
5000 m/z 81.10  41.44%
F 3.0
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155056: 1-Trifluoroacetoxy-10-undecene — —
55.0 12.50 13.00
m/z 68.05 39.88%
5000
ool L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102921\
Data File : BP0OO7784.D

Acqg On : 29 Oct 2021 14:44
Operator : CG/JU

Sample : M4262-20DL 2X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 n-Decanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.9406 50.70 ng/ul 9000110 Acenaphthene-die 14.569
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 91
3 n-Decanoic acid 172 C10H2002 000334-48-5 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 53

Abundance Scan 1641 (12.940 min): BPO07784.D\data.ms (-1626) (- m/z 73.00 100.00%
73.0

3

o

5000
\ " ﬁ 13.00
obr ALy (177, 2131 2820 355.1415.94738 549, /; 60 06  96.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46966: n-Decanoic acid
73.0
5000 A

13.00
m/z 41.10 51.71%

Wi

o

‘\\\\" \\‘\!!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46962: n-Decanoic acid
60.0
—
13.00
m/z 55.10 47 .00%
5000 129.0
O}H‘IM
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46961: n-Decanoic acid va‘ ]
60.0 13.00
m/z 129.05 46.60%
5000
129.0
ol i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102921\
Data File : BP0OO7784.D

Acqg On : 29 Oct 2021 14:44
Operator : CG/JU

Sample : M4262-20DL 2X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 Benzenebutanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.722 4.59 ng/ul 815609  Acenaphthene-die 14.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenebutanoic acid 164 C10H1202 001821-12-1 91
2 Benzenebutanoic acid 164 C1OH1202 001821-12-1 90
3 Benzenebutanoic acid 164 C10H1202 001821-12-1 87
4 2-Phenylethylamine, N,N-di(trifl... 313 C12H9F6NO2 1000463-67-7 72
5 Octanoic acid, 2-phenylethyl ester 248 C16H2402 005457-70-5 64

Abundance Scan 1774 (13.722 min): BP007784.D\data.ms (-1765) (- m/z 104.10 100.00%
104.1

—

5000
—— —
39_0’ 16T=1 13.50 14.00
Ol kbl dy || 222.2280.9340.7401.8461.4 5292 1/, 91,10 69.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39190: Benzenebutanoic acid
104.0
5000 —— ——
13.50 14.00
370’ 164.0 m/z 105.10 38.28%
O‘\\J‘\‘\\Hh!‘\\ll\J\l“\“\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39186: Benzenebutanoic acid
104.0
— =
13.50 14.00
5000 ITI/Z 65.10 17.71%
164.0
39.0 ‘
A A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39191: Benzenebutanoic acid — P el
104.0 13.50 14.00

m/z 164.05  14.46%

5000

164.0
39.0
ol

‘\\\\’\\\\‘\\\\l‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ ‘ T

T \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00

T

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102921\
Data File : BP0OO7784.D

Acqg On : 29 Oct 2021 14:44
Operator : CG/JU

Sample : M4262-20DL 2X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 9-Tetradecenal, (Z)- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.

14.663 2.40 ng/ul 426703  Acenaphthene-d10 14.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Tetradecenal, (Z)- 210 C14H260 053939-27-8 91
2 13-Tetradecenal 210 C14H260 085896-31-7 87
3 Oxacyclotridecan-2-one 198 C12H2202 000947-05-7 76
4 Undec-10-ynoic acid, dodecyl ester 350 C23H4202 1010406-16-5 74
5 (E)-tetradec-11-en-1-yl 2,2,3,3,... 358 C17H27F502 1000385-85-0 68

Abundance Scan 1934 (14.663 min): BP007784.D\data.ms (-1929) (-~ m/z 55.10 100.00%
55.1

i

5000
14.50 15.00
198.1
owlh,‘ H ﬁﬂw 2670 8550414.1474.05341 /7 69.05  52.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #87552: 9-Tetradecenal, (2)-
53.0
5000 A —

14.50 15.00
m/z 41.10 52.30%

} m 1.0
O‘\\d!lHW\! .J"\lf‘\]\_193\0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 5 0 150 200 250 300 350 400 450 500 550
Abundance #87543: 13-Tetradecena
55.0
= —
14.50 15.00
5000 m/z 68.00  32.96%
21.0
ob LML 3520
i H Pl e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #73575: Oxacyclotridecan-2-one = 7
55.0 14.50 15.00
m/z 67.05 29.67%
5000
I I‘n
o“mu,ﬁam_JWLw“w"H‘“H“H“H“_“‘_“w“u“ S ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102921\
BP0O7784.D

: 29 Oct 2021 14:44
: CG/JU
: M4262-20DL 2X

: 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 20 Dodecanoic acid Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.004 7.63 ng/ul 1355290  Acenaphthene-d10 14.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 98
2 Dodecanoic acid 200 C12H2402 000143-07-7 91
3 Dodecanoic acid 200 C12H2402 000143-07-7 91
4 Dodecanoic acid 200 C12H2402 000143-07-7 91
5 Undecanoic acid 186 C11H2202 000112-37-8 72

Abundance Scan 1992 (15.004 min): BP007784.D\data.ms (-1986) (-

m/z 73.00 100.00%

o

5000
157.1 ‘
| dm ‘\ 223228093409 4278 _509.7 15.00
O L £63-2800.9990.9  2E00 902l m/z 60.00  87.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75716: Dodecanoic acid
60.0
0011 1200 T
m/z 41.05 57.30%
Wl 20
0‘\LJ M\\h \

I H‘\\H‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘H\\‘\

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

Abundance #75718: Dodecanoic acid
73.0

?

T
15.00

5000 m/z 43.10

b WTZ

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

55.24%

.

Abundance #75713: Dodecanoic acid I
73.0 15.00
m/z 55.10 53.08%
5000
L 200.0
OMMHJbl —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102921\
Data File : BP0OO7784.D

Acqg On : 29 Oct 2021 14:44
Operator : CG/JU

Sample : M4262-20DL 2X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 21 Tetradecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.745 31.38 ng/ul 4442220  Phenanthrene-d10 17.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 94
4 Tetradecanoic acid 228 C14H2802 000544-63-8 91
5 Dodecanoic acid 200 C12H2402 000143-07-7 68

Abundance Scan 2288 (16.745 min): BPO07784.D\data.ms (-2281) (- m/z 73.00 100.00%

3

—

5000
185.1
—— ‘
‘ 16.50 17.00
0 i m“‘m‘\"?5‘6“1‘““‘3‘5“?:9“}?9;%‘?9‘2‘-?“_ m/z 60.00  83.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109280: Tetradecanoic acid
73.0
5000 228.0 —— —
16.50 17.00
m/z 43.10 65.65%
ik
O‘\\\“"\‘ \\‘”\N“\h\\“\\“f\\‘\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109282: Tetradecanoic acid
73.0
—r= —
16.50 17.00
5000 228.0 ITI/Z 41.05 60.84%
Lt
gt
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109283: Tetradecanoic acid —F— =
73.0 16.50 17.00
m/z 55.10 59.18%
5000
185.0
o‘mJ,u’ ‘m‘h{m“‘M“‘Wm_m‘w‘w_m_m_m_ —r— —r—
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\BP102921\
Data File : BP0OO7784.D

Acqg On : 29 Oct 2021 14:44
Operator : CG/JU

Sample : M4262-20DL 2X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 22 unknown-04 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
17.263 2.01 ng/ul 284365  Phenanthrene-die 17.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-4-nitrophenol 153 C7H7NO3 000099-53-6 43
2 2-Octyne, 1,1-diethoxy- 198 C12H2202 016387-55-6 38
3 Furazano[3,4-b]pyrazin-5-o0l, 6-a... 153 C4H3N502 211919-08-3 38
4 6-Methyl-3-nitro-2-pyridinamine 153 C6H7N302 021901-29-1 35
5 4-Nitro-1,3-phenylenediamine 153 C6H7N302 005131-58-8 35
Abundance Scan 2376 (17.263 min): BPO07784.D\data.ms (-2371) (- m/z 153.00 100.00%
153.0
55.0
5000
—— =
HH‘H ‘J ‘ 220.8281.0 2 2
ol AL | 220828103396 401.1460.9520.6 1/, 55.05  76.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30609: 2-Methyl-4-nitropheno
77.0 1538.0
5000 —— —
17.00 17.50
m/z 81.10 62.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #73582: 2-Octyne, 1,1-diethoxy-
153.0 w
29.0
17.00 17.50
5000 m/z 67.00 42 .44%
.0
0 “"““H‘H*_m_m‘uH_m‘HHWHWH‘MW

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30472: Furazano[3,4-b]pyrazin-5-ol, 6-amino- —— —
153.0 17.00 17.50

m/z 123.05 42.18%

5000 53.0

0 J{\ ‘ \‘

R \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102921\
Data File : BP0OO7784.D

Acqg On : 29 Oct 2021 14:44
Operator : CG/JU

Sample : M4262-20DL 2X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 23 2-Hexadecanol Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
17.904 2.53 ng/ul 357602  Phenanthrene-d10 17.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexadecanol 242 C16H340 014852-31-4 94
2 2-Tetradecanol 214 C14H30e0 004706-81-4 91
3 2-Pentadecanol 228 C15H320 001653-34-5 90
4 2-Hexadecanol 242 C16H340 014852-31-4 90
5 2-Heptadecanol 256 C17H360 016813-18-6 87

Abundance Scan 2485 (17.904 min): BPO07784.D\data.ms (-2481) (-  m/z 45.05 100.00%

45.0 [
5000 AMMJ\
————
V‘F 210.2 : 18.00
ol ALLLLLL. 2102 281034220011 4751 509, L, 4316 31,51
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126375: 2-Hexadecano
458.0
5000 T
18.00
m/z 57.10 30.75%
LB a0
O\\ \\‘\““\‘\\11“‘!!\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92354: 2-Tetradecano
45.0
——
18.00
5000 ITI/Z 55.10 29.90%
om0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109474: 2-Pentadecanol P
45.0 18.00
m/z 41.10 24.23%
5000
H 210.0
0t ‘H«L‘LMW‘H\\‘H\\M\\\M\\\M\\w\\\wwwu‘\\u‘\ ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102921\
Data File : BP0OO7784.D

Acqg On : 29 Oct 2021 14:44
Operator : CG/JU

Sample : M4262-20DL 2X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.269 269.70 ng/ul 38175200 Phenanthrene-d10 17.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
5 Tridecanoic acid 214 C13H2602 000638-53-9 93

Abundance Scan 2547 (18.269 min): BPO07784.D\data.ms (-2534) (-  m/z 73.10 100.00%

73.1 ‘
5000 132

“} H ‘ 18.00 18.50
— MwmMMW 3151 4009459.6517.8  n/z 60.05 76.86%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 CTT \
18.00 18 50

m/z 43.10 71.03%

“ 213.0
‘\\\‘\[ \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

o

o

256.0 1800 1850
5000 m/z 55.10 67.73%
“ 157.0
0t J”“HH S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
43.0 256.0 1800 1850

m/z 41.10 65.68%

5000 /1\
129.0
0 \“ “‘ I’H Mm 1 :Wm b

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18 00 18 50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102921\

Library Search Compound Report

Data File : BP@@7784.D

Acqg On : 29 Oct 2021 14:44
Operator : CG/JU

Sample : M4262-20DL 2X

Misc :

ALS vial : 8

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 25 Oleic Acid Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
19.375 2.87 ng/ul 490507  Chrysene-di12 21.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 99
2 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 91
3 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 90
4 Palmitoleic acid 254 C16H3002 000373-49-9 87
5 cis-Vaccenic acid 282 C18H3402 000506-17-2 87

Abundance Scan 2735 (19.375 min): BPO07784.D\data.ms (-2730) (-  m/z 55.10 100.00%

55.1
5000
= -
‘} 264.1 19.00 19.50
o‘H‘Mh‘l‘Uﬂww§‘%wu‘LH‘H?E§}‘f?9?H‘W5§4E m/z 69.10  72.89%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176205: Oleic Acid
41.0
5000 = I
19.00 19.50
\ ﬂ m/z 83.10 61.91%
264.0
179.0
O‘\\\‘[ “‘\“m\"\“\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

bt

Abundance #176229: trans-13-Octadecenoic acid
55.0
19.00 19.50
5000 m/z 41.10 56.44%
264.0
OW»‘A%-O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176218: cis-13-Octadecenoic acid == T
55.0 19.00 19.50
m/z 97.10 49.43%
5000 NAW//kﬂ\%NA
264.0
OWJ”‘}*“““A3Q\“ 5 —r
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102921\
Data File : BP0OO7784.D

Acqg On : 29 Oct 2021 14:44
Operator : CG/JU

Sample : M4262-20DL 2X

Misc :

ALS vial : 8

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 26 Octadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
19.463 38.03 ng/ul 6502990 Chrysene-d12 21.410
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 94

Abundance Scan 2750 (19.463 min): BP007784.D\data.ms (-2745) (-

3

m/z 73.00 100.00%

5

5000
241.2
‘ ‘ } 17141 ‘ 19.50
ol ML LI L, L 343.0 414.9 488.7549. /) 43 19 85.27%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 2=
19.50
’ ‘ 284.0 m/z 60.00 81.85%
O‘\\"\ “ \’\h”\“\hl\\‘l\\‘\\“1‘\‘\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

-

Abundance #179089: Octadecanoic acid
73.0
19.50
5000 ITI/Z 57.10 74.12%
185.0 284.0
L o
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid T
73.0 19.50
m/z 55.10 71.08%
5000 284.0
185.0
oli ‘h””“ =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50

SFAM-EPA-BP102521.M Mon Nov 01 00:27:14 2021 Page: 30



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102921\
Data File : BP0O7784.D

Acqg On : 29 Oct 2021 14:44
Operator : CG/JU

Sample : M4262-20DL 2X

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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,... 3.681 2.3 ng/ul 184201 1 7.928 1575920 20.0
Butanoic acid 4.111 25.5 ng/ul 2006800 1 7.928 1575920 20.0
Butanoic acid, 4.834 5.7 ng/ul 450762 1 7.928 1575920 20.0
Butanoic acid, 5.058 22.1 ng/ul 1742410 1 7.928 1575920 20.0
Pentanoic acid 5.534 28.3 ng/ul 2232030 1 7.928 1575920 20.0
5-Methylhexanoi... 8.016 2.2 ng/ul 171408 1  7.928 1575920 20.0
Hexanoic acid, 8.181 3.7 ng/ul 294880 1 7.928 1575920 20.0
unknown-01 9.557 5.3 ng/ul 414612 2 10.728 1558920 20.90
unknown-02 9.599 2.5 ng/ul 191975 2 10.728 1558920 20.0
Ethanol, 2-(2-b... 10.522 6.0 ng/ul 464508 2 10.728 1558920 20.0
Nonanoic acid 11.587 14.9 ng/ul 1157370 2 10.728 1558920 20.0
Decanoic acid, ... 12.222 2.6 ng/ul 205811 2 10.728 1558920 20.0
Decanoic acid, ... 12.322 9.9 ng/ul 772335 2 10.728 1558920 20.0
(DEL) Alkane: S... 12.399 3.9 ng/ul 300758 2 10.728 1558920 20.0
unknown-03 12.451 4.9 ng/ul 378701 2 10.728 1558920 20.0
9-Decenoic acid 12.828 3.9 ng/ul 684636 3 14.569 3550580 20.0
n-Decanoic acid 12.940 50.7 ng/ul 9000110 3 14.569 3550580 20.0
Benzenebutanoic... 13.722 4.6 ng/ul 815609 3 14.569 3550580 20.0
9-Tetradecenal,... 14.663 2.4 ng/ul 426703 3 14.569 3550580 20.0
Dodecanoic acid 15.004 7.6 ng/ul 1355290 3 14.569 3550580 20.0
Tetradecanoic acid 16.745 31.4 ng/ul 4442220 4 17.322 2830920 20.0
unknown-04 17.263 2.0 ng/ul 284365 4 17.322 2830920 20.0
2-Hexadecanol 17.904 2.5 ng/ul 357602 4 17.322 2830920 20.0
n-Hexadecanoic ... 18.269 269.7 ng/ul 38175200 4 17.322 2830920 20.0
Oleic Acid 19.375 2.9 ng/ul 490507 5 21.410 3419840 20.0

0 5 (4]

Octadecanoic acid 19.463 38. ng/ul 6502990 21.410 3419840 20.
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