LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0OO7603.D

Acqg On : 22 Oct 2021 23:10
Operator : CG/JU

Sample : M4281-05DL 5X

Misc :

ALS Vvial : 63 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@O7603.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.376 12 15 17 rBV 12384 11795 ©0.33% 0.034%
2 3.411 17 21 30 rvB 133548 174321 4.89% 0.507%
3 3.670 58 65 72 rBV 52799 96676 2.71% 0.281%
4 3.805 86 88 98 rBV 48904 83064 2.33% 0.242%
5 4.052 115 130 137 rBV 219266 595318 16.70% 1.732%
6 4.123 139 142 148 rVB2 12416 18444 0.52% 0.054%
7 4.817 250 260 272 rBvV2 85141 254426 7.14% 0.740%
8 5.017 275 294 304 rBV 281023 946336 26.55% 2.753%
9 5.517 353 379 382 rBV 428194 1848492 51.85% 5.378%
10 5.834 428 433 438 rVB9 5364 8645 0.24% 0.025%
11 5.981 452 458 463 rBV1e 3346 8503 0.24% 0.025%
12 6.028 463 466 471 rVB5 3718 5431 0.15% 0.016%
13 6.405 510 530 540 rBV 319942 1037683 29.11% 3.019%
14 6.481 540 543 546 rVB5 12811 15898 0.45% 0.046%
15 6.811 595 599 603 rVB5 3930 5141 0.14% 0.015%
16 7.034 617 637 645 rBV 425704 1481469 41.56% 4.310%
17 7.165 645 649 659 rVB 48733 92695 2.60% 0.270%
18 7.269 671 677 687 rVB 137666 227287 6.38% 0.661%
19 7.475 705 712 718 rBV 143378 223168 6.26% 0.649%
20 7.552 723 725 732 rVB6 3870 6359 0.18% 0.019%
21 7.911 775 786 788 rBV 209158 459685 12.90% 1.337%
22 7.946 788 792 799 rVB 754226 1163318 32.63% 3.384%
23 8.146 823 826 830 rVB6 4628 6356 0.18% 0.018%
24 8.199 830 835 838 rBV7 3205 5686 ©0.16% 0.017%
25 8.469 876 881 885 rBV3 6052 9986 ©0.28% 0.029%
26 8.563 885 897 906 rVW 273067 634435 17.80%  1.846%
27 8.652 906 912 917 rVV 123249 209858 5.89% 0.611%
28 8.705 917 921 927 rVB 25937 43024 1.21% ©.125%
29 8.840 939 944 945 rBV5 2930 4141 0.12% 0.012%
30 9.099 980 988 998 rBV 170246 283009 7.94% 0.823%
31 9.222 1007 1009 1013 rBV5 2949 4778 ©0.13% 0.014%
32 9.410 1035 1041 1052 rBvV 43019 79809 2.24% 0.232%
33 9.563 1063 1067 1073 rVB7 7578 13405 0.38% 0.039%
34 9.716 1090 1093 1096 rVB5 2457 3708 0.10% 0.011%
35 9.828 1105 1112 1120 rBV 114906 195051 5.47% 0.567%

36 10.105 1146 1159 1173 rBV 386843 889458 24.95%  2.588%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0OO7603.D

Acqg On : 22 Oct 2021 23:10
Operator : CG/JU

Sample : M4281-05DL 5X

Misc :

ALS Vvial : 63 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 10.369 1197 1204 1214 rVB 211827 367110 10.30% 1.068%
38 10.534 1225 1232 1239 rBV 158935 262651 7.37% ©.764%
39 10.581 1239 1240 1243 rVB3 4079 3653 0.10% 0.011%
40 10.746 1261 1268 1278 rVB 994348 1725214 48.40% 5.019%
41 10.881 1284 1291 1299 rBV 166226 286061 8.02% ©0.832%
42 11.075 1320 1324 1326 rBV5 3117 3922 0.11% 0.011%
43 11.157 1335 1338 1344 rVB7 6580 11164 ©.31% ©0.032%
44 11.275 1353 1358 1365 rW 13286 24810 0.70% 0.072%
45 11.363 1369 1373 1375 rVB5 2496 3575 0.10% ©0.010%
46 11.393 1375 1378 1386 rBV10 4602 8869 0.25% 0.026%
47 11.546 1397 1404 1416 rBV2 32621 64249 1.80% ©.187%
48 12.063 1488 1492 1498 rVB6 10850 17417 ©.49% 0.051%
49 12.334 1531 1538 1540 rBV6 6158 10958 0.31% 0.032%
50 12.363 1540 1543 1548 rVB7 3419 6959 0.20% 0.020%
51 12.540 1569 1573 1580 rBv4 10283 16995 0.48%  0.049%
52 12.722 1600 1604 1610 rVB8 5337 10526 0.30% 0.031%
53 12.781 1610 1614 1617 rBV6 2598 4033 0.11% 0.012%
54 12.869 1623 1629 1639 rBV 121234 180412 5.06% ©.525%
55 13.204 1681 1686 1690 rVB7 5053 8688 0.24% 0.025%
56 13.322 1701 1706 1708 rBV6 3497 5462 ©.15% 0.016%
57 13.493 1729 1735 1740 rBV3 14450 22891 0.64% 0.067%
58 13.551 1740 1745 1746 rBV5 3649 4581 0.13% 0.013%
59 13.710 1769 1772 1776 rBV6 3663 4757 0.13% 0.014%
60 13.987 1813 1819 1825 rBV 439341 608815 17.08% 1.771%
61 14.269 1858 1867 1874 rBV 457382 695703 19.52%  2.024%
62 14.428 1890 1894 1896 rBV5 3250 3912 0.11% 0.011%
63 14.475 1896 1902 1903 rVV6 6393 9279 0.26% 0.027%
64 14.504 1903 1907 1910 rVV3 8306 15269 0.43% 0.044%
65 14.581 1913 1920 1931 rVV 1640296 2435963 68.33% 7.087%
66 14.769 1947 1952 1958 rVB2 32008 47103 1.32% 0.137%
67 14.845 1963 1965 1969 rVB5 3116 3797 0.11% 0.011%
68 15.004 1987 1992 1993 rBV5 7179 9988 0.28% 0.029%
69 15.034 1993 1997 2002 rVB8 8296 16420 0.46% 0.048%
70 15.134 2007 2014 2038 rBV3 71841 400114 11.22% 1.164%
71 15.322 2044 2046 2052 rVB5 10044 14060 ©.39% 0.041%
72 15.440 2063 2066 2070 rVB4 8403 11928 0.33% 0.035%
73 15.575 2082 2089 2097 rBV 668885 970240 27.22%  2.823%
74 15.687 2103 2108 2113 rVB4 20102 29493 0.83% 0.086%
75 15.816 2126 2130 2135 rVB4 9521 14554 0.41% 0.042%
76 15.934 2149 2150 2154 rBV4 3828 5014 0.14% 0.015%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0OO7603.D

Acqg On : 22 Oct 2021 23:10
Operator : CG/JU

Sample : M4281-05DL 5X

Misc :

ALS Vvial : 63 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 16.016 2162 2164 2169 rVB6 5408 8155 0.23% 0.024%
78 16.134 2180 2184 2186 rBV4 4280 5470 ©.15% 0.016%
79 16.310 2212 2214 2218 rVB5 4624 4613 0.13% 0.013%
80 16.369 2222 2224 2228 rV4 3851 4143 0.12% 0.012%
81 16.528 2249 2251 2255 rBV5 6038 6672 0.19% 0.019%
82 16.992 2326 2330 2337 rBV2 8892 22015 0.62% 0.064%
83 17.081 2343 2345 2348 rBV3 9952 13810 ©.39% 0.040%
84 17.334 2381 2388 2397 rBV 2027012 2969443 83.30% 8.639%
85 17.434 2399 2405 2412 rVV 792362 1126035 31.59%  3.276%
86 18.016 2500 2504 2509 rVB 46045 51644 1.45% 0.150%
87 18.228 2536 2540 2547 rBV2 90429 121076 3.40% ©.352%
88 18.522 2587 2590 2596 rBV5 22381 37292 1.05% ©.108%
89 19.145 2693 2696 2700 rBV3 48105 57258 1.61% 0.167%
90 19.610 2771 2775 2779 rBV2 83794 105528 2.96% ©.307%
91 19.663 2779 2784 2790 rVV 1059367 1404885 39.41% 4.087%
92 20.622 2945 2947 2952 rVB3 67907 73240 2.05% 0.213%
93 21.133 3031 3034 3040 rBV5 104805 153524 4.31% 0.447%
94 21.416 3077 3082 3088 rBV 2531079 3423202 96.03%  9.959%
95 23.704 3465 3471 3479 rVB2 675344 1365508 38.31% 3.973%

96 23.792 3483 3486 3491 rVV 219029 360310 10.11% 1.048%
97 23.863 3492 3498 3510 rVB2 1662907 3564785 100.00% 10.371%

Sum of corrected areas: 34372075
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Abundance

2500000

2000000

1500000

1000000

500000

: 22 Oct 2021 23:10
: CG/JU
: M4281-05DL 5X

. 63

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
BP007603.D

Sample Multiplier: 1

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

¢ C:\DATABASE\NIST20.L
LSCINT.P

TIC: BP007603.D\data.ms

10.746

7.946

5.517 7.034
6.405 10.105

/Ls 3BARIB ABle 81,{4:@

099
&mm 4% 0 p. 299491%%1?628 /L ﬁ@qxss mm%
L ‘ L ‘ L ‘ L L ‘ L L LI T

5.017

.881
23 4.81

goa7s T
7\552

O
Time-->
Abundance

2500000

2000000

1500000

1000000

500000

3.50 4.00

9
T ‘ L ‘ L L L L ‘ L
4.50 5.00 5.50 6.00 6.50 700 7.50 800 850 9.00 9.50 10. 00 10 50 11. 00 11.50
TIC: BP007603.D\data.ms

17.334

14.581

19.663

1y.
15.575

13.98#.269

19.

12.869 19.145

; 2
2062 TREAM 721 131 3REATRY10 zaixmmmzs 162981 18.8624% 522

0
Time-->
Abundance

2500000

2000000

1500000

1000000

500000

Time-->

SFAM-EPA-BP101421.M Mon Oct 25 17:42:37 2021

12.00 1250 13.00

13.50 14.00 14.50 15.00 1550 16.00 1650 17.00 1750 18.00 1850 19.00 19.50 20.00
TIC: BP007603.D\data.ms

21.416

23.863

23.70

ﬂwﬂﬁ ¢wv~ﬂgw”\MwVwN»dAWuvmV,wngNwJ\wmwvww,N,uMMNwwfx

M

622 21.133

21.00 2150 22.00 2250 23.00 2350 24.00 2450 2500 2550 26.00 2650 27.00 27.50 28.00 28.50 29.00

Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7603.D

Acqg On : 22 Oct 2021 23:10
Operator : CG/JU

Sample : M4281-05DL 5X

Misc :

ALS vial : 63 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 Butanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.052 10.23 ng/ul 595318 1,4-Dichlorobenzene-d4 7.946

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 90
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 72
Abundance Scan 130 (4.052 min): BP007603.D\data.ms (-115) (-) m/z 60.00 100.00%
60.0

F::::>)

5000
o ARAEESEEE RS
M 3.80 4.00 4.20 4.40
Ol kil 1191 20702669 3411 4464 5380 ./, 73 00  35.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2274: Butanoic acid
60.0
5000 #\/\\\\\‘\\\\‘\\\\‘\\\\‘\\\
3.80 4.00 4.20 4.40
m/z 42.00 22.63%
O“\” ‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2273: Butanoic acid
60.0
R
3.80 4.00 4.20 4.40
5000 m/z 41.10 21.57%
O.H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2269: Butanoic acid R R EREEEES
60.0 3.80 4.00 4.20 4.40
m/z 45.00 18.63%
) JJ\“
O‘kaﬂum‘u‘W“u‘H‘W‘H“H‘W‘H“H‘W‘H‘M“W‘ O R e e
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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@@7603.D

Acqg On : 22 Oct 2021 23:10

Operator : CG/JU

Sample : M4281-05DL 5X

Misc

ALS vial : 63 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
: 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, 3-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
4.817 4.37 ng/ul 254426  1,4-Dichlorobenzene-d4 7.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 64
2 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 64
3 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 59
4 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 46
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 38

Abundance Scan 260 (4.817 min): BPO07603.D\data.ms (-250) (-)
60.0

m/z 60.00 100.00%

%

5000
BRARERAREEEES SIS S
M ’ 3 2070 4.40 4.60 4.80 5.00 5.20
Olbrrtlafl 1341 207.0 282.0339.9 4376 5366 nyz 43.85 37.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4826: Butanoic acid, 3-methyl-
60.0
5000 | BN N B B
4.40 4.60 4.80 5.00 5.20
m/z 41.10 35.29%
ol
‘\\!\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

%

Abundance #4814: Butanoic acid, 3-methyl-
60.0
T T
4.40 4.60 4.80 5.00 5.20
5000 ITI/Z 44 .95 25.58%
o_“«“m\HWH_H‘,‘m‘H‘wH_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4827 Butanoic acid, 3-methyl- REARREEEEERE S
60.0 4.40 4.60 4.80 5.00 5.20
m/z 87.00 19.78%
) JL
o_“““‘“\A‘Wm_m,mwmWm‘HH_HWWHHM NSNS KA NVAS S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7603.D

Acqg On : 22 Oct 2021 23:10
Operator : CG/JU

Sample : M4281-05DL 5X

Misc :

ALS vial : 63 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, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.017 16.27 ng/ul 946336 1,4-Dichlorobenzene-d4 7.946

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 83
3 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 78
4 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 56
5 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 50
Abundance Scan 294 (5.017 min): BP007603.D\data.ms (-275) (-) m/z 74.00 100.00%

74.0
5000

“ ‘ ARSI AN

4.60 4.80 5.00 5.20 5.40

ol ‘ oy b1 1830 207.0266,6324.8 4308 5279  pn/z 57.10  53.11%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #4831: Butanoic acid, 2-methyl-
74.0
5000 BEEEREEERREEREE R

4.60 4.80 5.00 5.20 5.40
m/z 41.05 45.75%

L
‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4817: Butanoic acid, 2-methyl-
74.0

4.60 4.80 5.00 5.20 5.40

o

5000 m/z 87.00 27.17%
olsle"t,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 //,/
Abundance #4829: Butanoic acid, 2-methyl- Rmaat e R R

74.0 4.60 4.80 5.00 5.20 5.40
m/z 73.00 18.66%

5000

‘“1,

B I/ W

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 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\BP102121\
Data File : BP0@7603.D

Acqg On : 22 Oct 2021 23:10
Operator : CG/JU

Sample : M4281-05DL 5X

Misc :

ALS vial : 63 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 Pentanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.517 31.78 ng/ul 1848490 1,4-Dichlorobenzene-d4 7.946

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 78
5 Pentanoic acid 102 C5H1002 000109-52-4 64
Abundance Scan 379 (5.517 min): BP007603.D\data.ms (-353) (-) m/z 60.00 100.00%
60.0

%

5000
o ARLmEEEN R
H‘ 5.20 5.40 5.60 5.80
ol ddi). 12891938  281.9341.2 4195 4981 ./, 73,00  43.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4772: Pentanoic acid
60.0
5000 L\\‘\\\\‘\\\\‘\\\\‘\\\\‘
5.20 5.40 5.60 5.80
’ m/z 41.05 19.22%
O‘\\“\J\m“‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4773: Pentanoic acid
60.0
R N
5.20 5.40 5.60 5.80
5000 m/z 44.95 14.62%
0“”l R e R REEEREE S Es E s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4775: Pentanoic acid e R
60.0 5.20 5.40 5.60 5.80
m/z 55.00 13.35%
5000 /tw
o_‘nt}”“' \ L
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 :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

22

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
BP007603.D

Oct 2021 23:10

: CG/JU
: M4281-05DL 5X

. 63

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 sk 5k 3k 3k Sk sk 3k 3k sk sk ok 3k sk Sk sk 3k >k Sk sk ok 3k sk sk sk 3k >k Sk sk sk >k sk sk sk 3k 3k Sk sk 3k >k sk sk sk >k 3k Sk sk >k >k sk ok ok >k sk kosk >k >k skosk ok k kskosk ok k
Peak Number 5

Pentanoic acid, 2-methyl-

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
6.405 17.84 ng/ul 1037680 1,4-Dichlorobenzene-d4 7.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 80
2 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 78
3 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 72
4 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 72
5 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 72
Abundance Scan 530 (6.405 min): BP007603.D\data.ms (-510) (-) m/z 74.00 100.00%
74.0
5000 //\v\
T T
‘ ] ’ 6.00 6.20 6.40 6.60 6.80
obr b i) 13491029 2670 3409 414947475362 1/, 4305  36.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4829: Butanoic acid, 2-methyl-
74.0
5000 BEEERERERARERRE R
6.00 6.20 6.40 6.60 6.80
‘ ‘ m/z 41.05 20.91%
O‘\\\\J\J““\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9217: Pentanoic acid, 2-methyl-
74.0
P T
6.00 6.20 6.40 6.60 6.80
5000 m/z 73.00 20.20%
dealldl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9228: Pentanoic acid, 2-methyl- REARNERESEEEE S Sy o
74.0 6.00 6.20 6.40 6.60 6.80
m/z 87.05 19.31%
5000 j/qn\
O\J\JI‘ R e e Ea
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7603.D

Acqg On : 22 Oct 2021 23:10
Operator : CG/JU

Sample : M4281-05DL 5X

Misc :

ALS vial : 63 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 Hexanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.034  25.47 ng/ul 1481470 1,4-Dichlorobenzene-d4 7.946

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 90
2 Hexanoic acid 116 C6H1202 000142-62-1 90
3 Hexanoic acid 116 C6H1202 000142-62-1 83
4 Heptanoic acid 130 C7H1402 000111-14-8 74
5 Pentanoic acid 102 C5H1002 000109-52-4 72
Abundance Scan 637 (7.034 min): BP007603.D\data.ms (-617) (-) m/z 60.00 100.00%

60.0
5000

I‘H AR AR AR

‘ 6.80 7.00 7.20 7.40

o“u“aH"H??59%??935%?§4%§H‘ﬁ?%?u‘ﬁ%?3w m/z 72.95 53.32%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #9149: Hexanoic acid
60.0
5000 LB R R B R B R R

6.80 7.00 7.20 7.40
m/z 41.05 29.10%

m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #9148: Hexanoic acid
60.0

680700720740

o

OIH\I.,,,,

m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #9146: Hexanoic acid e e e R AR N R
60.0 6.80 7.00 7.20 7.40

m/z 45.05 17.43%

5000 W//XWVMNAWJ
0 L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7603.D

Acqg On : 22 Oct 2021 23:10
Operator : CG/JU

Sample : M4281-05DL 5X

Misc :

ALS vial : 63 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 7 Heptanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.563 10.91 ng/ul 634435 1,4-Dichlorobenzene-d4 7.946

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanoic acid 130 C7H1402 000111-14-8 91
2 Heptanoic acid 130 C7H1402 000111-14-8 90
3 Heptanoic acid 130 C7H1402 000111-14-8 90
4 Heptanoic acid 130 C7H1402 000111-14-8 78
5 Hexanoic acid 116 C6H1202 000142-62-1 64
Abundance Scan 897 (8.563 min): BP007603.D\data.ms (-885) (-) m/z 59.95 100.00%
60.0
5000 /\\
A R R
H \ | ‘ 8.20 8.40 8.60 8.80
ol Mii(1220 2070 2819 39444889 5374 ./, 73,00 56.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15392: Heptanoic acid
60.0
5000 DR R
8.20 8.40 8.60 8.80
m/z 41.05 32.44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15395: Heptanoic acid
60.0
ARRREREEEES s
8.20 8.40 8.60 8.80
5000 m/z 43.05 30.96%
ol Ll Lg0s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15393: Heptanoic acid R SRR
60.0 8.20 8.40 8.60 8.80
m/z 55.05 29.55%
5000
i s
O e e e e e e e = e PR

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7603.D

Acqg On : 22 Oct 2021 23:10
Operator : CG/JU

Sample : M4281-05DL 5X
Misc :

ALS vial : 63 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 8 Octanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.105 10.31 ng/ul 889458 Naphthalene-d8 10.752
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 97
2 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 87
3 Octanoic acid 144 C8H1602 000124-07-2 83
4 Octanoic acid 144 C8H1602 000124-07-2 72
5 Hexanoic acid 116 C6H1202 000142-62-1 50

Abundance Scan 1159 (10.105 min): BPO07603.D\data.ms (-1146) (- m/z 59.95 100.00%
60.0

%

5000
—L —
| \lhh o1 10.00 10.50
ol AULE2O1 1927 2818341.0404.7466.1 8417 ./, 73,09  74.10%
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24056: Octanoic acid
60.0
5000 o —

10.00 10.50
m/z 43.10 41.95%

m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #136248: Octanoic acid, silver(1+) salt
60.0
e P
127.0 10.00 10.50
5000 ITI/Z 41.10 39.77%
of byl 2s0zmse weo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 M/\
Abundance #24058: Octanoic acid T =T

60.0 10.00 10.50
m/z 55.05 35.35%

5000

OHFHHIlM'O\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7603.D

Acqg On : 22 Oct 2021 23:10
Operator : CG/JU

Sample : M4281-05DL 5X

Misc :

ALS vial : 63 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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.534 3.04 ng/ul 262651 Naphthalene-d8 10.752
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 86
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 86
5 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83

Abundance Scan 1232 (10.534 min): BPO07603.D\data.ms (-1225) (-  m/z 57.05 100.00%
57.0

5000 ]\
N
H 132.0 10.50
ol AL PE0 2079 28103409 4406 5220 n/; 45.00  91.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 A R T
10.50
& m/z 41.05 34.51%
O‘\J“\|\‘V‘J\h\“’\‘u%]\.\3%?\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
U \
10.50
5000 ITI/Z 75.05 18.49%
oimeO,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)- R ;
57.0 10.50
m/z 56.10 16.02%
OJ““\“'B‘ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7603.D

Acqg On : 22 Oct 2021 23:10
Operator : CG/JU

Sample : M4281-05DL 5X
Misc :

ALS vial : 63 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 Hexathiane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.134 3.29 ng/ul 400114  Acenaphthene-d10 14.581
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexathiane 192 Sé6 013798-23-7 91
2 Hexathiane 192 S6 013798-23-7 91
3 Hexathiane 192 S6 013798-23-7 91
4 Cyclic octaatomic sulfur 256 S8 010544-50-0 56

5 Cyclobutane, 1,1'-(1,1,2,2-tetra... 386 C10H6C12F10 035208-02-7 9

Abundance Scan 2014 (15.134 min): BP007603.D\data.ms (-2007) (-  m/z 63.95 100.00%

64.0
191.
5000 1.8
Femm T
| 12‘7-9 , 15.00 15.50
Ol ko 292:8812.8 4078 4804 5481 /7 191,75  51.45%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67523: Hexathiane
64.0 192.0
5000 —— —r—t
128.0 15.00 15.50
m/z 127.90 14.61%
O\\\‘\‘\\\“‘\\J\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67525: Hexathiane
192.0
64.0 e e
15.00 15.50
5000 m/z 65.90 13.84%
128.0
o S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67524: Hexathiane T ——
64.0 192.0 15.00 15.50
m/z 193.80 13.23%
5000 128.0 ]\¥
0L A S S it P
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7603.D

Acqg On : 22 Oct 2021 23:10
Operator : CG/JU

Sample : M4281-05DL 5X

Misc :

ALS vial : 63 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 11 Hexadecane, 1-iodo- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.792 2.02 ng/ul 360310 Perylene-di2 23.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 1-iodo- 352 C16H331I 000544-77-4 96
2 Eicosane 282 C20H42 000112-95-8 93
3 Docosane, 7-hexyl- 394 C28H58 055373-86-9 93
4 11-Methylpentacosane 366 C26H54 015689-71-1 93
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 3486 (23.792 min): BP007603.D\data.ms (-3483) (- m/z 57.10 100.00%
57.1

5000 \J\M
207.0 23‘56 é4‘od
127.1 . - -
282.1
0 Hu“wlwiun‘MJ‘mww‘m‘u_‘3‘4‘3"9“‘9‘2"‘1"_‘59‘?’;‘1“_ m/z 71.10  79.46%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #261135: Hexadecane, 1-iodo-
57.0
5000 e 5
23.50 24.00
2950 m/z 85.10 58.40%
v
O \“T‘T‘\l\l\}‘!‘\J\T“l\%\\‘!\‘\\‘\\\\‘\\3\\5‘2\.\0\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
= —
23.50 24.00
5000 m/z 43.10 55.67%
|| [F10 1070 2820
IS EE Y W s o v S————
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298429: Docosane, 7-hexyl- 7 —
57.0 23.50 24.00
m/z 55.10 21.28%
5000
182.0 309.0
on L8l 2000 %00 srg0 e b
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.50 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0OO7603.D

Acqg On : 22 Oct 2021 23:10
Operator : CG/JU

Sample : M4281-05DL 5X

Misc :

ALS Vvial : 63 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|
Butanoic acid 4.052 10.2 ng/ul 595318 1 7.946 1163320 20.0
Butanoic acid, 4.817 4.4 ng/ul 254426 1 7.946 1163320 20.0
Butanoic acid, ... 5.017 16.3 ng/ul 946336 1 7.946 1163320 20.0
Pentanoic acid 5.517 31.8 ng/ul 1848490 1 7.946 1163320 20.0
Pentanoic acid,... 6.405 17.8 ng/ul 1037680 1 7.946 1163320 20.0
Hexanoic acid 7.034 25.5 ng/ul 1481470 1 7.946 1163320 20.0
Heptanoic acid 8.563 10.9 ng/ul 634435 1 7.946 1163320 20.0
Octanoic acid 10.105 10.3 ng/ul 889458 2 10.752 1725210 20.0
Ethanol, 2-(2-b... 10.534 3.0 ng/ul 262651 2 10.752 1725210 20.0
Hexathiane 15.134 3.3 ng/ul 400114 3 14.581 2435960 20.0
Hexadecane, 1-i... 23.792 2.0 ng/ul 360310 6 23.863 3564790 20.0
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