LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102921\
Data File : BP0@7782.D

Acqg On : 29 Oct 2021 13:33
Operator : CG/JU

Sample : M4282-07DL 2X

Misc :

ALS vial : 6 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@@7782.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.370 12 14 15 rBV2 7668 6735 0.19% 0.021%
2 3.405 16 20 30 rvB 162927 226358 6.25% 0.692%
3  3.676 59 66 75 rBvV 83594 153176 4.23% 0.468%
4  3.799 85 87 98 rBV 70400 110843 3.06% 0.339%
5 3.999 116 121 124 rBV 34646 53893 1.49% 0.165%
6 4.111 138 140 146 rVB3 12637 16257 ©0.45% 0.050%
7 4.805 250 258 268 rVB 105056 216178 5.97% 0.661%
8 4.964 273 285 294 rVWW 128639 293266 8.09% 0.897%
9 5.040 294 298 302 rVB6 6018 9302 0.26% 0.028%
106 5.281 337 339 345 rVB7 4199 4898 0.14% 0.015%
11 5.399 351 359 372 rBV 85096 168765 4.66% 0.516%
12 5.734 411 416 417 rBVS5 2392 4066 0.11% 0.012%
13 6.334 508 518 525 rBV 92119 192255 5.31% 0.588%
14 6.434 532 535 539 rBV6 5180 6964 0.19% 0.021%
15 6.928 615 619 624 rVV3 12391 20112 0.56% 0.062%
16 7.093 642 647 654 rVB 135687 211940 5.85% 0.648%
17 7.258 669 675 684 rVB 282300 439820 12.14%  1.345%
18 7.458 703 709 717 rBV 339992 551470 15.22% 1.686%
19 7.534 717 722 729 rVB 18145 31134 0.86% 0.095%
20 7.758 758 760 763 rVB3 3593 3918 0.11% 0.012%
21 7.928 781 789 796 rBV 691306 1085231 29.95% 3.319%
22 7.999 796 801 807 rVB 28114 43693 1.21% 0.134%
23 8.469 876 881 882 rBV5S 3091 4083 0.11% 0.012%
24 8.640 903 910 917 rBV 313695 517941 14.29% 1.584%
25 8.693 917 919 924 rVB6 9099 13096 0.36% 0.040%
26 9.087 979 986 996 rBvV 324249 532830 14.70% 1.629%
27 9.546 1058 1064 1068 rVB3 12239 21118 ©.58% 0.065%
28 9.811 1101 1109 1118 rBV 258745 439308 12.12% 1.343%
29 10.358 1194 1202 1217 rBV 433431 736377 20.32% 2.252%
30 10.516 1223 1229 1237 rBV 44335 72953 2.01% 0.223%
31 10.734 1258 1266 1276 rVB 896468 1516196 41.84% 4.637%
32 10.869 1280 1289 1302 rBV 332314 598930 16.53% 1.832%
33 11.140 1333 1335 1342 rVB8 5561 10339 0.29% 0.032%
34 11.928 1466 1469 1472 rBvV2 9296 12840 0.35% 0.039%
35 11.999 1472 1481 1484 rVvV3 13480 37175 1.03% 0.114%
36 12.040 1486 1488 1496 rVB3 18905 26561 ©0.73% 0.081%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102921\
Data File : BP0@7782.D

Acqg On : 29 Oct 2021 13:33
Operator : CG/JU

Sample : M4282-07DL 2X

Misc :

ALS vial : 6 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 12.210 1512 1517 1522 rW5 7536 13865 0.38% 0.042%
38 12.269 1523 1527 1532 rVB3 6217 11071 0.31% ©0.034%
39 12.322 1532 1536 1538 rBV4 8310 11498 0.32% 0.035%
40 12.357 1538 1542 1550 rVB2 23612 40078 1.11% 0.123%
41 12.775 1608 1613 1616 rBV7 2463 3647 ©0.10% 0.011%
42 12.946 1635 1642 1649 rVB7 6256 15643 0.43% 0.048%
43 13.181 1674 1682 1689 rVB9 6080 11936 ©.33% 0.037%
44 13.481 1729 1733 1739 rBV8 5360 9546 0.26% 0.029%
45 13.540 1739 1743 1748 rVB8 3918 6456 ©0.18% 0.020%
46 13.975 1810 1817 1824 rBV 760935 1082472 29.87% 3.310%
47 14.051 1829 1830 1838 rVB8 2892 5200 ©0.14% 0.016%
48 14.263 1857 1866 1873 rBV 818160 1216479 33.57% 3.720%
49 14.487 1901 1904 1909 rVB3 6316 8300 0.23% 0.025%
50 14.569 1910 1918 1930 rVV 1483617 2122236 58.57% 6.490%
51 14.763 1946 1951 1963 rBV 64760 124691 3.44% ©.381%
52 14.993 1986 1990 1991 rBV4 6327 7638 0.21% 0.023%
53 15.016 1991 1994 2000 rVB4 16046 26033 0.72% ©.080%
54 15.122 2005 2012 2020 rBV2 19652 50736 1.40% ©.155%
55 15.228 2027 2030 2035 rVB7 5671 9033 0.25% 0.028%
56 15.340 2046 2049 2051 rBv4 3739 4587 0.13% 0.014%
57 15.381 2052 2056 2060 rVvv2 14019 20329 0.56% 0.062%
58 15.440 2063 2066 2069 rBV5 3114 4335 0.12% ©0.013%
59 15.563 2080 2087 2096 rBV 1178803 1679635 46.35% 5.137%
60 15.675 2101 2106 2114 rBV 177802 261824 7.23% 0.801%
61 15.804 2122 2128 2133 rVB3 15711 23314 0.64% 0.071%
62 16.016 2161 2164 2167 rVB4 4146 5665 0.16% 0.017%
63 16.134 2177 2184 2189 rBV9 5659 14403 0.40% 0.044%
64 16.363 2217 2223 2225 rBV7 4066 7721 0.21% 0.024%
65 16.628 2266 2268 2270 rBV3 3556 3947 0.11% 0.012%
66 16.816 2294 2300 2301 rBV6 3975 5497 ©.15% 0.017%
67 16.981 2323 2328 2329 rBV4 8799 12539 ©.35% ©0.038%
68 17.087 2341 2346 2348 rBV4 9257 16800 0.46% 0.051%
69 17.322 2380 2386 2397 rBV 1845589 2693435 74.33%  8.237%
70 17.422 2397 2403 2415 rVV2 1436738 2037835 56.24% 6.232%
71 18.004 2499 2502 2507 rVB7 13696 16388 ©0.45% 0.050%
72 18.216 2534 2538 2544 rBV2 54790 83820 2.31% 0.256%
73 18.516 2587 2589 2596 rVBS8 7192 11551 0.32% ©.035%
74 19.239 2709 2712 2718 rVB6 22766 26399 0.73% 0.081%
75 19.304 2720 2723 2727 rVV2 20743 27942 ©.77% ©.085%
76 19.598 2771 2773 2777 rVB5 20726 18961 0.52% ©0.058%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102921\
Data File : BP0@7782.D

Acqg On : 29 Oct 2021 13:33
Operator : CG/JU

Sample : M4282-07DL 2X

Misc :

ALS vial : 6 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 19.657 2778 2783 2791 rBV 1909929 2634340 72.70%  8.056%
78 21.133 3031 3034 3037 rBv4 73087 87342 2.41% ©0.267%
79 21.416 3077 3082 3088 rBV 2631110 3413206 94.19% 10.438%
80 23.704 3464 3471 3479 rVB2 1384737 2797154 77.19%  8.554%

81 23.863 3491 3498 3511 rVB2 1762501 3623609 100.00% 11.082%

Sum of corrected areas: 32699157
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102921\
Data File : BP0@7782.D

Acqg On : 29 Oct 2021 13:33
Operator : CG/JU

Sample : M4282-07DL 2X
Misc :

ALS vial : 6 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

Abundance TIC: BP007782.D\data.ms
2500000
2000000
1500000

1000000 10.734
7.928

10.358
500000 20 7 o458 8 640 9.087 9 811 .869
7.0
GEWgﬂﬁﬁﬁ%L_\_Aimmﬁ ®% 134 68%4 695 <jE$W59% 84 95% K51AM14) 11

Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 700 750 8.00 8.50 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BP0O07782.D\data.ms

2500000

2000000 17.322 19.657

1500000 14.569 17.422

15.563

1000000
13.974-263

500000 L~wﬁwﬂrlv1rd
JTERBET 12 Y251 1ABUBA0 14,051 14,487 7HA Guieereml (15 A06 1751 368 68EAPEB7 18.08:24p 516 199309598

O r e e ST e T T T T T T

Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 15,50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BPO07782.D\data.ms
21.416

2500000
23.863
2000000
23.70

1500000
1000000

500000Aﬁ'wjgikggjkwmwfwvﬂNWMM_*JM,,Nﬁwwﬂw,V*WM, N W\

0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

Time--> 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 : BP0@7782.D

Acqg On : 29 Oct 2021 13:33
Operator : CG/JU

Sample : M4282-07DL 2X

Misc :

ALS vial : 6 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 5
R.T. EstConc Area Relative to ISTD R.T.
3.676 2.82 ng/ul 153176 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 72
2 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 72
3 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 59
4 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 47
5 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 45
Abundance  Scan 66 (3.676 min): BP007782.D\data.ms (-59) (-) m/z 43.05 100.00%
o m
T
3.40 3.60 3.80 4.00
Ol 43051 1768 2510 35514212 489.0548.  n/; 41.e5 53.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2317: Propanoic acid, 2-methyl-
43.0
5000 | AL LI B N B
3.40 3.60 3.80 4.00
‘ m/z 73.00 44.95%
O‘\\J‘\"l\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2318: Propanoic acid, 2-methyl-
43.0
R R
3.40 3.60 3.80 4.00
5000 m/z 45.00 24.71%
0‘ ,'l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2312: Propanoic acid, 2-methyl- A R R
43.0 3.40 3.60 3.80 4.00
m/z 39.05 20.36%
- AAJLJU
O‘H“\‘,L\%\L‘u\\‘uu‘uu‘\u\‘\u\‘\m‘\m‘\m‘uu‘\ AR R e
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 :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102921\

Library Search Compound Report

BP007782.D

. 6

: 29 Oct 2021 13:33
: CG/JU
: M4282-07DL 2X

Sample Multiplier: 1

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

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

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 2

R.T. EstConc Area Relative to ISTD R.T.
4.805 3.98 ng/ul 216178 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 78
2 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 72
3 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 72
4 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 64
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 53

Abundance Scan 258 (4.805 min): BP007782.D\data.ms (-250) (-)
60.0

m/z 60.05 100.00%

%

5000
T R
H ’ 207 4.40 4.60 4.80 5.00 5.20
Olrrbph 1349 207.9 2806 3551 427.6 5359  n/; 43.e5 41.03%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4814: Butanoic acid, 3-methyl-
60.0
5000 (L L R B R
4.40 4.60 4.80 5.00 5.20
m/z 41.05 34.58%
O‘\\h\‘r‘rhJr\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

=

Abundance #4825: Butanoic acid, 3-methyl-
60.0
PO T
4.40 4.60 4.80 5.00 5.20
5000 ITI/Z 45.00 24.81%
o""\“,u“ww‘HHWH_Hw‘m‘WWWH_HW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4824 Butanoic acid, 3-methyl- T T
60.0 4.40 4.60 4.80 5.00 5.20
m/z 87.10 21.08%
5000 /\M/quwww&
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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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102921\

Library Search Compound Report

Data File : BP@07782.D

Acqg On : 29 Oct 2021 13:33
Operator : CG/JU

Sample : M4282-07DL 2X

Misc :

ALS vial : 6

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, 2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
4.964 5.40 ng/ul 293266 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 83
2 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 83
3 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 78
4 2,4-Dimethylpentanoic acid 130 C7H1402 005868-33-7 56
5 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 56

Abundance Scan 285 (4.964 min): BP007782.D\data.ms (-273) (-) m/z 74.00 100.00%

74.0
5000
T TR
H‘ 4.60 4.80 5.00 5.20
bt f 1909 282.6341.1399.2457.45222  m/z 57.05 52.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4817: Butanoic acid, 2-methyl-
74.0
5000 T T T T [P T[T i T
4.60 4.80 5.00 5.20
m/z 41.10 46.91%
01511.““[1‘%”
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4831: Butanoic acid, 2-methyl-
74.0
AR RRRRR
4.60 4.80 5.00 5.20
5000 m/z 86.95 28.35%
OM"‘,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4829: Butanoic acid, 2-methyl- W““,H““H““‘ﬁ¥
74.0 4.60 4.80 5.00 5.20

m/z 73.00 18.94%

5000

-

‘\ I,

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

o

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 : BP@@7782.D

Acqg On : 29 Oct 2021 13:33

Operator : CG/JU

Sample : M4282-07DL 2X

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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 4 Pentanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

5.399 3.11 ng/ul 168765 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 83
4 Pentanoic acid 102 C5H1002 000109-52-4 64
5 Hexanoic acid 116 C6H1202 000142-62-1 56

Abundance Scan 359 (5.399 min): BP007782.D\data.ms (-351) (-)
60.0

m/z 60.00 100.00%

—

5000
R E S RRRRS=S
m‘ 5.00 5.20 5.40 5.60 5.80
Ol Al |, 1339 2088 28213408 4094 5251 ./, 73,00  48.25%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4772: Pentanoic acid
60.0
5000 | LR N B B
5.00 5.20 5.40 5.60 5.80
’ m/z 41.85 20.75%
O‘H“\Lm“‘\\‘\‘\\H’\H\‘\H\‘HH‘\H\‘\H\‘\H\‘HH‘HH‘\

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

:

Abundance #4773: Pentanoic acid
60.0
R ABREEEE R S
5.00 5.20 5.40 5.60 5.80
5000 ITI/Z 55.00 14.43%
0“”",
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4775: Pentanoic acid A B
60.0 5.00 5.20 5.40 5.60 5.80
m/z 45.00 13.83%
o_‘vﬂ}”“' \, e s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102921\
Data File : BP0@7782.D

Acqg On : 29 Oct 2021 13:33
Operator : CG/JU

Sample : M4282-07DL 2X
Misc :

ALS vial : 6 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, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.334 3.54 ng/ul 192255 1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 90

2 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 72

3 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 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 518 (6.334 min): BP007782.D\data.ms (-508) (-) m/z 74.05 100.00%

74.0

—

5000
R RRmma e ARRRRRS
‘ I ‘ 207.0 6.00 6.20 6.40 6.60
Ol 1339 207.0267.0 3552 4246 5374 1/ 43,95 37.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9217: Pentanoic acid, 2-methyl-
74.0
5000 L N R R IR R
6.00 6.20 6.40 6.60
m/z 86.95 19.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9230: Pentanoic acid, 2-methyl-
74.0

6.00 6.20 6.40 6.60
5000 m/z 41.05 19.70%

15-H i

-

ol
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4817: Butanoic acid, 2-methyl- R e
74.0 6.00 6.20 6.40 6.60
m/z 72.95 17.85%
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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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102921\
Data File : BP0@7782.D

Acqg On : 29 Oct 2021 13:33
Operator : CG/JU

Sample : M4282-07DL 2X

Misc

ALS vial : 6 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,... 3.676 2.8 ng/ul 153176 1 7.928 1085230 20.0
Butanoic acid, ... 4.805 4.0 ng/ul 216178 1 7.928 1085230 20.0
Butanoic acid, ... 4.964 5.4 ng/ul 293266 1 7.928 1085230 20.0
Pentanoic acid 5.399 3.1 ng/ul 168765 1 7.928 1085230 20.0
Pentanoic acid,... 6.334 3.5 ng/ul 192255 1 7.928 1085230 20.0
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