LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0O@7635.D

Acqg On : 23 Oct 2021 17:48
Operator : CG/JU

Sample : M4282-07

Misc :

ALS Vvial : 95 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@O7635.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 11 15 17 rBV 39356 48690 0.69% 0.074%
2 3.411 17 21 31 rVB 407087 550498 7.78% 0.834%
3 3.717 59 73 76 rBV 181220 410755 5.80% 0.623%
4  3.799 85 87 99 rBV 215552 306974  4.34%  0.465%
5 4.028 118 126 134 rBV 123697 209859 2.96% 0.318%
6 4.128 139 143 148 rVB2 17734 25746 0.36% 0.039%
7 4.217 154 158 162 rBV5 12153 17898 0.25% 0.027%
8 4.293 167 171 175 rBV7 4282 7711  0.11% 0.012%
9 4.493 202 205 209 rVB5 4522 7149 0.10% 0.011%
10 4.575 216 219 224 rVB4 8580 14776 0.21% 0.022%
11 4.846 250 265 274 rBV 238735 639889 9.04% 0.970%
12 5.017 281 294 298 rW 255855 707103 9.99% 1.072%
13 5.046 298 299 305 rVB4 20175 26738 0.38% 0.041%
14 5.446 355 367 374 rBV 184650 459977 6.50% 0.697%
15 6.028 462 466 474 rVB4 6619 11393 0.16% 0.017%
16 6.146 479 486 487 rBV5 4693 8388 0.12% 0.013%
17 6.375 510 525 537 rBV 209061 573680 8.10% ©0.870%
18 6.469 537 541 549 rVB3 20055 36163 0.51% 0.055%
19 6.811 594 599 604 rBV3 7650 13569 0.19% 0.021%
20 6.952 617 623 629 rBV 31834 54223 0.77% 0.082%
21 7.111 642 650 658 rVB 363744 580751 8.20% ©0.880%
22 7.269 669 677 691 rVB 727430 1164793 16.45% 1.766%
23 7.475 703 712 719 rBV 939437 1478414 20.88% 2.241%
24 7.546 719 724 738 rVB 56237 101136 1.43% 0.153%
25 7.940 782 791 798 rBV 831325 1342201 18.96% 2.034%
26 8.011 798 803 813 rVWV 70862 114304 1.61% 0.173%
27 8.193 827 834 840 rVB 5575 11422 0.16% 0.017%
28 8.375 860 865 871 rVB7 6237 12417 0.18% 0.019%
29 8.475 877 882 885 rBv4 6659 11480 0.16% 0.017%
30 8.652 905 912 919 rBV 895922 1411866 19.94% 2.140%
31 8.711 919 922 927 rVB3 20532 30446 0.43% 0.046%
32 9.099 981 988 1998 rBvV 901611 1462653 20.66% 2.217%
33  9.563 1059 1067 1073 rVB2 32214 52859 0.75% ©0.080%
34 9.822 1102 1111 1119 rBV 728485 1227703 17.34% 1.861%
35 9.875 1119 1120 1127 rVV7 7004 11881 0.17% 0.018%
36 9.946 1127 1132 1136 rVvé 5263 9895 0.14% 0.015%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0O@7635.D

Acqg On : 23 Oct 2021 17:48
Operator : CG/JU

Sample : M4282-07

Misc :

ALS Vvial : 95 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 1195 1204 1214 rBV 1194550 2046272 28.90%  3.102%
38 10.528 1226 1231 1238 rBV 135786 210424  2.97% ©.319%
39 10.746 1257 1268 1277 rBV 1152209 1928919 27.24%  2.924%
40 10.881 1282 1291 1306 rBV ~ 951568 1663607 23.50%  2.522%
41 11.152 1333 1337 1342 rVBS8 7819 13417 ©.19% ©0.020%
42 11.287 1359 1360 1369 rVB9 5588 7186 0.10% 0.011%
43 11.546 1399 1404 1410 rBV9 4140 7493 0.11% 0.011%
44 11.946 1466 1472 1475 rBV 24440 35943 0.51% ©.054%
45 11.987 1475 1479 1480 rVWV 32341 39718 ©.56% ©0.060%
46 12.004 1480 1482 1486 rvv2 35831 53688 ©.76% ©0.081%
47 12.052 1486 1490 1499 rVB3 38579 70557 1.00% ©.107%
48 12.222 1513 1519 1524 rBV3 21490 41862 ©.59% 0.063%
49 12.275 1524 1528 1533 rVB 19918 29940 0.42% 0.045%
50 12.334 1533 1538 1540 rBV 20247 31713 0.45% 0.048%
51 12.375 1540 1545 1556 rVB 67423 130237 1.84% ©.197%
52 12.952 1638 1643 1649 rVB2 10278 15690 0.22% 0.024%
53 13.199 1680 1685 1692 rVB3 16847 28946 0.41% 0.044%
54 13.487 1729 1734 1739 rVB2 15313 24035 0.34% 0.036%
55 13.551 1739 1745 1754 rBV8 6852 16186 ©.23% 0.025%
56 13.987 1812 1819 1826 rBV 1975527 2908143 41.07%  4.408%
57 14.269 1856 1867 1881 rBV 2214665 3454467 48.79%  5.236%
58 14.469 1893 1901 1904 rBv4 10678 22660 ©.32% 0.034%
59 14.581 1911 1926 1925 rBV 1756065 2647314 37.39% 4.013%
60 14.616 1925 1926 1932 rVB2 29231 34487 0.49% 0.052%
61 14.775 1947 1953 1965 rVB 231700 378343 5.34% ©.573%
62 15.028 1987 1996 2004 rBV2 46103 94663 1.34% 0.143%
63 15.128 2007 2013 2020 rBV 29823 80715 1.14% 0.122%
64 15.234 2028 2031 2037 rVB7 17504 27500 ©.39% 0.042%
65 15.393 2054 2058 2064 rVB2 38399 51837 ©.73% 0.079%
66 15.457 2064 2069 2074 rVB8 10434 18063 0.26% 0.027%
67 15.575 2082 2089 2097 rBV 3130058 4459829 62.99% 6.760%
68 15.687 2102 2108 2117 rBV 541975 759274 10.72% 1.151%
69 15.816 2124 2130 2137 rVB2 37311 56490 0.80% 0.086%
70 16.004 2159 2162 2170 rBV1e 7563 14614 0.21% 0.022%
71 16.069 2170 2173 2179 rVB3 8678 12117 ©.17% ©.018%
72 16.151 2179 2187 2191 rBV9 8948 22657 0.32% 0.034%
73 16.263 2202 2206 2210 rVB7 9087 14219 0.20% 0.022%
74 16.357 2219 2222 2228 rVB7 7651 11921 0.17% ©0.018%
75 16.475 2239 2242 2247 rBV6 5404 8608 0.12% 0.013%
76 16.592 2258 2262 2267 rBV8 4623 7732  0.11% 0.012%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0O@7635.D

Acqg On : 23 Oct 2021 17:48
Operator : CG/JU

Sample : M4282-07

Misc :

ALS Vvial : 95 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 16.734 2284 2286 2291 rBV6 6127 7306 0.10% 0.011%
78 16.822 2298 2301 2311 rVB2 23817 42020 0.59% 0.064%
79 16.987 2325 2329 2331 rBV5 7595 11788 0.17% 0.018%
80 17.087 2342 2346 2349 rBV 24479 38619 ©.55% 0.059%
81 17.334 2381 2388 2398 rBV 2339545 3253645 45.95%  4.932%
82 17.434 2398 2405 2419 rBV2 3854888 5430874 76.70%  8.232%
83 17.569 2426 2428 2434 rBV7 10800 16172 ©0.23% 0.025%
84 17.628 2435 2438 2443 rVB2 11866 16670 ©.24% 0.025%
85 17.751 2455 2459 2464 rVB5 21448 32574 0.46% 0.049%
86 18.010 2500 2503 2508 rVB2 27386 35045 0.49% 0.053%
87 18.228 2536 2540 2546 rBV 156427 214631 3.03% ©0.325%
88 19.245 2709 2713 2717 rBV2 60199 86670 1.22% 0.131%
89 19.310 2721 2724 2730 rVB 57264 77495 1.09% 0.117%
90 19.669 2779 2785 2791 rBV 4687551 6648125 93.90% 10.077%

91 21.133 3031 3034 3041 rBv2 233233 307272 4.34%  0.466%
92 21.422 3077 3083 3088 rBV 2888280 3912406 55.26% 5.930%
93 23.710 3464 3472 3481 rVB2 3432614 7080267 100.00% 10.732%
94 23.869 3492 3499 3510 rVB2 2000078 4124474 58.25% 6.252%

Sum of corrected areas: 65972939
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@@7635.D

Acqg On : 23 Oct 2021 17:48
Operator : CG/JU

Sample : M4282-07

Misc :

ALS vial : 95 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

Abundance TIC: BP007635.D\data.ms
4000000
3000000

2000000

10.36910.746
.881

7.475 8.652 9.099
1000000 7.269 7.940 9.822

7.11
3319 4.84017 5 446
§k e Qi&amgxs M46 6.62B155 460681953, || 1.546 Oéhea 711 9.56DBI86 107 11715287 546
T T T T ‘ T T T

Time--> 3.50 400 450 500 550 6.00 6.50 7.00 750 800 850 9.00 9.50 10.00 10.50 1100 1150
Abundance TIC: BP0O07635.D\data.ms

O

19.669
4000000 17.434

15.575
3000000

14.269 17.334

13.987
2000000 14.581

1000000
15.687
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Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP007635.D\data.ms
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3000000
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Time--> 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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@@7635.D

Acqg On : 23 Oct 2021 17:48
Operator : CG/JU

Sample : M4282-07

Misc :

ALS vial : 95 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 5
R.T. EstConc Area Relative to ISTD R.T.
3.717 6.12 ng/ul 410755 1,4-Dichlorobenzene-d4 7.946

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 83
2 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 80
3 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 72
4 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 72
5 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 59
Abundance  Scan 73 (3.717 min): BP007635.D\data.ms (-59) (-) m/z 43.10 100.00%
43.1
5000 A\
ANSERY A S| W
3.40 3.60 3.80 4.00
Ol rrblii | 1352 207.0 280.9 354.9416.3474.7 5438 n/z 41.05  52.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2312: Propanoic acid, 2-methyl-
43.0
5000 | B LA R
3.40 3.60 3.80 4.00
m/z 72.95 46.22%
O‘\\L\H‘M\l\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2320: Propanoic acid, 2-methyl-
43.0
SR T
3.40 3.60 3.80 4.00
5000 m/z 39.05 20.33%
OW“\'H“H‘L‘HHW‘Wm‘mw‘H‘HHWHWHWH_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2319: Propanoic acid, 2-methyl- AR aEat S
43.0 3.40 3.60 3.80 4.00
m/z 45.00 19.39%
- J\\M
oLHI e Binua Ll

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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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\

Library Search Compound Report

Data File : BP@07635.D

Acqg On : 23 Oct 2021 17:48
Operator : CG/JU

Sample : M4282-07

Misc :

ALS Vvial : 95

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 2 Butanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
4.028 3.13 ng/ul 209859 1,4-Dichlorobenzene-d4 7.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid 88 C4H802 000107-92-6 86
2 Butanoic acid 88 C4H802 000107-92-6 86
3 Butanoic acid 88 C4H802 000107-92-6 74
4 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 59
5 Butanoic acid 88 C4H802 000107-92-6 50

Abundance Scan 126 (4.028 min): BP0O07635.D\data.ms (-118) (-)
60.0

m/z 60.00 100.00%

—

5000
AT R
‘m o7 1 3.80 4.00 4.20 4.40
Oh ki, 4289 2071 2831 3558 4383 5093 ./, 73.00 69.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2274: Butanoic acid
60.0
5000 L B L L B
3.80 4.00 4.20 4.40
m/z 41.05 26.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2273: Butanoic acid
60.0
R EBARRRENESEEN
3.80 4.00 4.20 4.40
5000 m/z 43.05 22.86%
OM", amaaay
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2275: Butanoic acid  BRREEEE R En e
60.0 3.80 4.00 4.20 4.40
m/z 42.00 20.90%
O‘HH",‘ T T T e

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

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP102121\

Data File : BP@07635.D

Acqg On : 23 Oct 2021 17:48
Operator : CG/JU

Sample : M4282-07

Misc :

ALS Vvial : 95

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 3 Butanoic acid, 3-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
4.846 9.53 ng/ul 639889 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 90
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 64

Abundance Scan 265 (4.846 min): BP007635.D\data.ms (-250) (-)
60.0

m/z 60.00 100.00%

%

5000
R Em R R
” ’ 4.60 4.80 5.00 5.20
Olprrrhitt [ 146.8208.9267.6 3408 4159 5215  n/z 43.10  36.89%
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 L I L B
4.60 4.80 5.00 5.20
m/z 41.05 33.98%
O‘\\h\‘f‘rhjf\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4826: Butanoic acid, 3-methyl-
60.0
R
4.60 4.80 5.00 5.20
5000 m/z 45.00 23.15%
o‘H,‘ “““‘,,“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4825 Butanoic acid, 3-methyl- R AR REEENE aa
60.0 4.60 4.80 5.00 5.20
m/z 87.05 20.80%
5000 M
oWM,"‘H‘WHwH‘Hwm_m_m‘uu‘mww_ P e
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\BP102121\
Data File : BP@@7635.D

Acqg On : 23 Oct 2021 17:48
Operator : CG/JU

Sample : M4282-07

Misc :

ALS Vvial : 95

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 4

Butanoic acid, 2-methyl-

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
5.017 10.54 ng/ul 707103 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 86
2 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 80
3 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 64
4 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 56
5 2,4-Dimethylpentanoic acid 130 C7H1402 005868-33-7 50
Abundance Scan 294 (5.017 min): BP007635.D\data.ms (-281) (-) m/z 74.00 100.00%
74.0
5000 A
REmas e R R R
H ‘ 4.60 4.80 5.00 5.20 5.40
o) oy {1 13501938 267.1325.0385.74438 5336 m/z 57.10  51.43%
mlz--> 100 150 200 250 300 350 400 450 500 550
Abundance #4831: Butanoic acid, 2-methyl-
74.0
5000 [T T I T T T
4.60 4.80 5.00 5.20 5.40
‘ m/z 41.05 43.68%
O\\\\|‘|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #4829: Butanoic acid, 2-methyl-
74.0
RERRA R S
4.60 4.80 5.00 5.20 5.40
5000 m/z 87.05 27.10%
OL“L,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15431: Hexanoic acid, 2-methyl- REmE R e S
74.0 4.60 4.80 5.00 5.20 5.40
m/z 73.00 19.28%
5000
OHIM“ ,JL,
m/z--> 50 100 150 200 250 300 350 400 450 500 550 4.60 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@@7635.D

Acqg On : 23 Oct 2021 17:48

Operator : CG/JU

Sample : M4282-07

Misc :

ALS Vvial : 95

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 5 Pentanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
5.446 6.85 ng/ul 459977  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 74
5 Hexanoic acid 116 C6H1202 000142-62-1 72

Abundance Scan 367 (5.446 min): BP007635.D\data.ms (-355) (-)
60.0

m/z 59.95 100.00%

é

5000
e a—
’IH 133.8191.9 266.8 341.1  443.7505.1 520 540560 589
0l il 13381919 2668 3411 44375051 n/z 73.00  43.64%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4772: Pentanoic acid
60.0
5.20 5.40 5.60 5.80
’ m/z 41.10 18.25%
O‘\\“\J\m“‘\\‘\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

N

Abundance #4773: Pentanoic acid
60.0
A BARRRARNRER
5.20 5.40 5.60 5.80
5000 m/z 45.05 15.36%
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 T T T
60.0 5.20 5.40 5.60 5.80
m/z 54.95 13.05%
o_‘vﬂ}”‘h \,,‘

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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@@7635.D

Acqg On : 23 Oct 2021 17:48
Operator : CG/JU

Sample : M4282-07

Misc :

ALS Vvial : 95

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 6 Pentanoic acid, 2-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
6.375 8.55 ng/ul 573680 1,4-Dichlorobenzene-d4 7.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 78
2 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 78
3 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 72
4 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 72
5 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 72

Abundance Scan 525 (6.375 min): BP007635.D\data.ms (-510) (-)
74.0

m/z 73.95 100.00%

>

5000
e
‘ | ’ 6.00 6.20 6.40 6.60
ol 4] 18501940 2811343.1 41624818 549, [/, 43 95 37.32%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9217: Pentanoic acid, 2-methyl-
74.0
5000 T T [ T[T ot
6.00 6.20 6.40 6.60
m/z 41.05 21.95%
L5.
O‘\\PU"'W‘J\’\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #9230: Pentanoic acid, 2-methyl-
74.0

N

6.00 6.20 6.40 6.60
5000 m/z 87.00 19.46%

l5%“ﬁ

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

o

Abundance #15421: Hexanoic acid, 2-methyl- R e REma
74.0 6.00 6.20 6.40 6.60
m/z 73.00  18.25%
0 Ls'pH Bl

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

6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@@7635.D

Acqg On : 23 Oct 2021 17:48
Operator : CG/JU

Sample : M4282-07

Misc :

ALS vial : 95 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 Ethanol, 1-(2-butoxyethoxy)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.528 2.18 ng/ul 210424  Naphthalene-d8 10.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
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 83
5 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83

Abundance Scan 1231 (10.528 min): BP007635.D\data.ms (-1226) (- m/z 57.05 100.00%

57.0
5000
T

10.50

JMQWB 207.0 281.0 356.8 429.4 511.2

0y GWBLLPEST O SEST 40N 2R AR e m/z 45.05  95.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
5000 \

1050
m/z 41.10 35.75%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0

o

1050
5000 m/z 75.00  21.44%
OJIMJMlssz
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)- P T
45.0 10.50

m/z 56.05 17.97%

5000 M
0 "“JV#320

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1050
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0O@7635.D

Acqg On : 23 Oct 2021 17:48
Operator : CG/JU

Sample : M4282-07

Misc :

ALS Vvial : 95 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 1 ng/ul 410755 1 .946 1342200 20.0
Butanoic acid 4 1 ng/ul 209859 1 .946 1342200 20.0
Butanoic acid, ... 4.846 5 ng/ul 639889 1 .946 1342200 20.0
Butanoic acid, 5 .5 ng/ul 707103 1 .946 1342200 20.0
Pentanoic acid 5 8 ng/ul 459977 1 .946 1342200 20.0
Pentanoic acid,... 6 6 ng/ul 573680 1 .946 1342200 20.0
Ethanol, 1-(2-b... 10.528 2 ng/ul 210424 2 10.746 1928920 20.0
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