LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0OO7615.D

Acqg On : 23 Oct 2021 ©5:57
Operator : CG/JU

Sample : M4281-17

Misc :

ALS Vvial : 75 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@O@7615.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.346 5 10 12 rBV 48879 63719 0.91% 0.105%
2 3.375 12 15 18 rw 56113 74043 1.05% 0.122%
3 3.411 18 21 29 rVB 55097 71116 1.01% 0.118%
4 3.646 57 61 71 rBV 80520 127793 1.82% 0.211%
5 3.793 84 86 104 rBV 230018 365562 5.19% 0.605%
6 4.034 122 127 133 rVB 34309 50874 0.72% 0.084%
7 4.128 139 143 147 rVB 12457 16006 ©0.23% 0.026%
8 4.222 154 159 166 rVB4 16359 26824 0.38% 0.044%
9 5.052 295 300 305 rVB3 12302 21983 0.31% 0.036%
16 5.381 353 356 363 rVB7 4556 7070 0.10% 0.012%
11 6.022 463 465 471 rVBS 4255 7042 0.10% 0.012%
12 6.328 516 517 521 rBV2 13046 21621 0.31% 0.036%
13 7.111 639 650 659 rvB 247790 417965 5.94% 0.691%
14 7.269 671 677 688 rVB 732249 1170542 16.63% 1.936%
15 7.475 705 712 721 rVB 821304 1266049 17.99% 2.094%
16 7.581 726 730 735 rVB8 4922 8002 0.11% 0.013%
17 7.946 784 792 800 rBV 728126 1183653 16.82% 1.958%
18 8.016 800 804 812 rVB4 9483 19213 0.27% 0.032%
19 8.193 827 834 840 rVB1o 6611 12323 0.18% 0.020%
20 8.493 881 885 893 rVB9 4512 11142 0.16% 0.018%
21 8.652 905 912 926 rBV 658247 1065902 15.15% 1.763%
22 8.769 927 932 935 rWs5 6324 9727 0.14% 0.016%
23 9.099 981 988 996 rw 893480 1480044 21.03% 2.448%
24  9.234 1006 1011 1015 rVB6 5842 9359 0.13% 0.015%
25 9.558 1059 1066 1076 rVB3 30800 56660 0.81% 0.094%
26 9.828 1105 1112 1128 rBV 727081 1207375 17.16% 1.997%
27 10.369 1196 1204 1213 rBV 1155900 1920793 27.30% 3.177%
28 10.528 1226 1231 1243 rVB 30434 55559 0.79% 0.092%
29 10.746 1258 1268 1279 rBV 1008148 1702551 24.19% 2.816%
30 10.881 1284 1291 1306 rBV 974205 1635793 23.25% 2.706%
31 11.152 1333 1337 1344 rVB10 5792 12642 0.18% 0.021%
32 11.393 1375 1378 1383 rVB5 12646 18761 0.27% 0.031%
33 11.546 1399 1404 1408 rBVS8 4074 8305 0.12% 0.014%
34 11.857 1452 1457 1461 rVB8 4625 7537 0.11% 0.012%
35 12.004 1476 1482 1487 rBV1e 4745 10136 0.14% 0.017%
36 12.057 1487 1491 1498 rVB4 10931 19570 0.28% 0.032%

SFAM-EPA-BP101421.M Mon Oct 25 17:47:50 2021 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0OO7615.D

Acqg On : 23 Oct 2021 ©5:57
Operator : CG/JU

Sample : M4281-17

Misc :

ALS Vvial : 75 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 12.275 1523 1528 1534 rVB2 37580 57647 ©.82% ©.095%
38 12.334 1534 1538 1540 rBV 21834 30286 ©0.43% 0.050%
39 12.375 1540 1545 1556 rVB 146688 227422 3.23% 0.376%
40 12.510 1564 1568 1571 rVB3 8413 13174 0.19% 0.022%
41 12.951 1638 1643 1650 rBV5 14354 27131 0.39% 0.045%
42 13.198 1680 1685 1691 rBV2 21725 32741 0.47%  0.054%
43 13.493 1729 1735 1739 rWw2 31391 47988 0.68% 0.079%
44 13.546 1742 1744 1749 rVB5 5796 7926 0.11% 0.013%
45 13.993 1812 1820 1826 rBV 2198018 3044833 43.27% 5.037%
46 14.122 1837 1842 1849 rVB5 24116 42530 0.60% 0.070%
47 14.275 1857 1868 1878 rBV 2407954 3628145 51.56% 6.002%
48 14.375 1881 1885 1890 rVB8 7028 13088 ©.19% 0.022%
49 14.457 1892 1899 1902 rBV7 9092 14549 0.21% 0.024%
50 14.498 1902 1906 1912 rVB5 6999 10770 0.15% 0.018%
51 14.581 1912 1920 1926 rBV 1607933 2399805 34.10% 3.970%
52 14.775 1947 1953 1964 rBV 239158 374910 5.33% 0.620%
53 14.998 1987 1991 1996 rBV7 14890 24766 0.35% 0.041%
54 15.228 2024 2030 2036 rBV2 40624 69222 ©.98% 0.115%
55 15.328 2042 2047 2053 rVB 64776 91748 1.30% ©.152%
56 15.398 2053 2059 2064 rBV2 59776 89090 1.27% 0.147%
57 15.575 2082 2089 2099 rBV 3268567 4642403 65.97% 7.680%
58 15.687 2102 2108 2115 rBV 561355 761858 10.83% 1.260%
59 15.787 2122 2125 2126 rBV3 11791 11186 ©0.16% ©0.019%
60 15.816 2126 2130 2133 rVB 36656 49446 0.70% 0.082%
61 15.940 2147 2151 2156 rBV6 12500 22589 ©.32% 0.037%
62 16.140 2179 2185 2186 rBV6 9997 16501 0.23% 0.027%
63 16.251 2200 2204 2211 rVB6 21417 40490 0.58% 0.067%
64 16.339 2214 2219 2222 rBV2 21410 34740 ©.49% 0.057%
65 16.828 2297 2302 2310 rBV 90404 135806 1.93% 0.225%
66 16.981 2324 2328 2331 rBV6 14746 27538 ©.39% 0.046%
67 17.163 2355 2359 2364 rVB3 16361 25909 ©0.37% 0.043%
68 17.334 2382 2388 2398 rBV 2069586 2937740 41.75%  4.860%
69 17.434 2398 2405 2412 rBV 3716521 5482468 77.91% 9.069%
70 17.628 2435 2438 2446 rVB 22130 29944  0.43% 0.050%
71 17.704 2449 2451 2455 rVV5 10467 14113 0.20% ©0.023%
72 17.751 2455 2459 2469 rVB3 26373 51841 0.74%  0.086%
73 18.010 2500 2503 2508 rVB3 32185 37675 0.54% 0.062%
74 18.228 2536 2540 2548 rBV 199832 268148 3.81% 0.444%
75 18.292 2549 2551 2556 rVB 28573 32919 0.47% 0.054%
76 18.416 2569 2572 2578 rVB6 24712 32049 0.46% 0.053%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0OO7615.D

Acqg On : 23 Oct 2021 ©5:57
Operator : CG/JU

Sample : M4281-17

Misc :

ALS Vvial : 75 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 19.239 2709 2712 2717 rVB 55116 66862 ©.95% 0.111%
78 19.310 2720 2724 2728 rBV 60280 78679 1.12% ©.130%
79 19.457 2746 2749 2757 rBV3 56616 83003 1.18% 0.137%
80 19.663 2778 2784 2790 rBV 4738376 6698966 95.20% 11.082%

81 21.133 3031 3034 3043 rBV2 167633 244308 3.47%  0.404%
82 21.422 3077 3083 3088 rBV 2631325 3515488 49.96% 5.815%
83 23.710 3464 3472 3480 rBV2 3472886 7036935 100.00% 11.641%
84 23.869 3492 3499 3512 rVB2 1714009 3660632 52.02% 6.056%

Sum of corrected areas: 60451263
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library

: 23 Oct 2021 05:57
: CG/JU
: M4281-17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
BP007615.D

: 75  Sample Multiplier: 1

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

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BP007615.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@@7615.D

Acqg On : 23 Oct 2021 05:57

Operator : CG/JU

Sample : M4281-17

Misc

ALS vial : 75 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
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Peak Number 1 unknown-01 Concentration Rank 2

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

3.646 2.16 ng/ul 127793 1,4-Dichlorobenzene-d4 7.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 40
2 Propylene Glycol 76 C3H802 000057-55-6 40
3 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 39
4 (2R,4R)-(-)-Pentanediol 104 C5H1202 042075-32-1 39
5 2,4-Pentanediol 104 C5H1202 000625-69-4 39

Abundance  Scan 61 (3.646 min): BP007615.D\data.ms (-57) (-) m/z 45.00 100.00%
45,

5.0

5000

——

3.40 3.60 3.80 4.00

| 140.8 207.0267.1 357.1 438.9 534.6 20.42%

O e T T R T T T T T e m/z 42.95

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1091: R-(-)-1,2-propanediol
45.0
5000 L0 DL LA WL I B
3.40 3.60 3.80 4.00
m/z 61.00 7.26%
O‘\”\J‘\L\J‘l\‘\\\’\H\‘HH‘\H\‘\\H‘\H\‘\H\‘HH‘\H\‘\H\‘\

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

N

Abundance #1085: Propylene Glycol
45.0
R e R
3.40 3.60 3.80 4.00
5000 m/z 43.95 5.59%
L W

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

Abundance #5014: 2-Pentanol, 4-methyl- R R REAmmE
45.0 3.40 3.60 3.80 4.00
m/z 42.00 3.37%
0k e e e e A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@O7615.D

Acqg On : 23 Oct 2021 05:57
Operator : CG/JU

Sample : M4281-17

Misc :

ALS vial : 75

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
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Concentration Rank 1

Peak Number 2 2-Butenoic acid, 2-propenyl...

R.T. EstConc Area Relative to ISTD R.T.
12.375 2.67 ng/ul 227422  Naphthalene-d8 10.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Butenoic acid, 2-propenylidene... 210 C11H1404 055030-70-1 59

2 Crotonic anhydride 154 C8H1003 000623-68-7 38
3 Cyclopropanecarboxylic acid, 3-m... 154 C9H1402 1000299-37-4 9
4 Oxazole 69 C3H3NO 000288-42-6 9

5 2-Butenoic acid, 2-propenyl ester 126 C7H1002 020474-93-5 9

Abundance Scan 1545 (12.375 min): BPO07615.D\data.ms (-1540) (-  m/z 69.00 100.00%

69.0
5000

\ ’ ’ 12. 00 12 50
| ||| 153.9 265.1 355.1419.2 507.4 41.10 25.32%

0 b e T e e T e m/z
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86909: 2-Butenoic acid, 2-propenylidene ester
69.0
5000
1200 1250

m/z 39.05 20.59%

| 141.0 210.0
‘\\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #31847: Crotonic anhydride
69.0

o

1200 1250
5000 m/z 103.00 18.22%
0 ‘\ 127.0
e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32254: Cyclopropanecarboxylic acid, 3-methylbut-2-eny
69.0 1200 1250

m/z 87.10 17.22%

5000 Jk
0 1 \ L1 154.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12. 00 12. 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0OO7615.D

Acqg On : 23 Oct 2021 05:57
Operator : CG/JU

Sample : M4281-17

Misc

ALS Vvial : 75 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|
unknown-01 3.646 2.2 ng/ul 127793 1 7.946 1183650 20.0
2-Butenoic acid... 12.375 2.7 ng/ul 227422 2 10.746 1702550 20.0
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