LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062522\
Data File : BP010842.D

Acqg On : 25 Jun 2022 23:30
Operator : CG/JU

Sample : N3392-01 10X

Misc :

ALS Vvial : 23  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-BP062322.M
Title : SVOA CALIBRATION

Signal : TIC: BP@10842.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.211 17 21 23 rBV2 51848 69889 0.65% 0.073%
2 3.246 23 27 38 rVB 998240 1121790 10.43% 1.166%
3 3.546 75 78 82 rVB 26925 32549 0.30% 0.034%
4 3.616 87 90 95 rBV 474053 618015 5.75% 0.643%
5 3.663 95 98 107 rVB 154598 209483 1.95% 0.218%
6 3.840 121 128 132 rBV2 55273 89026 ©0.83% 0.093%
7 3.916 136 141 151 rVB2 159784 262013  2.44% 0.272%
8 4.075 165 168 174 rVB2 23272 26699 0.25% 0.028%
9 4.193 184 188 196 rVB 169663 217945 2.03% 0.227%
10 4.263 196 200 204 rBV 34289 40513 0.38% 0.042%
11  4.375 214 219 225 rBV 420360 536606 4.99% 0.558%
12 4.434 225 229 236 rVwV 190353 248521 2.31% 0.258%
13 4.822 287 295 303 rBV 477889 637530 5.93% 0.663%
14 5.310 374 378 384 rBv4 11945 19359 0.18% 0.020%
15 5.440 397 400 405 rVB3 10950 14658 0.14% 0.015%
16 5.681 436 441 446 rBV2 44235 62324 0.58% 0.065%
17 6.893 638 647 661 rVB 394490 609997 5.67% 0.634%
18 7.057 667 675 683 rBV 1648411 2469931 22.96% 2.568%
19 7.128 684 687 694 rVB2 9909 15584 0.14% 0.016%
20 7.252 700 708 719 rBV 1529848 2341175 21.77% 2.434%
21 7.346 720 724 730 rVB6 8872 13497 0.13% 0.014%
22 7.716 779 787 795 rBV 1599745 2451049 22.79% 2.548%
23 7.787 795 799 806 rVW 59871 93369 0.87% 0.097%
24  8.434 900 909 917 rBV 1110643 1732530 16.11% 1.801%
25 8.540 922 927 934 rVB 63720 104074 ©.97% 0.108%
26 8.875 970 984 994 rBV 1750575 2803917 26.07% 2.915%
27 9.010 1001 1007 1011 rBV 29574 47211 0.44% 0.049%
28 9.304 1049 1057 1063 rVB 16323 31436 0.29% 0.033%
29 9.387 1065 1071 1072 rBV3 14956 23782 0.22% 0.025%
30 9.440 1077 1080 1090 rVB6 19164 34157 0.32% 0.036%
31 9.598 1099 1107 1120 rBV 1193232 1936243 18.00% 2.013%
32 10.028 1173 1180 1186 rBv2 29237 59434 0.55% 0.062%
33 10.134 1191 1198 1206 rVV 1862729 2996264 27.86% 3.115%
34 10.198 1207 1209 1214 rVB6 10734 17111 o0.16% ©0.018%
35 10.440 1245 1250 1255 rBV3 13311 21422 0.20% 0.022%

36 10.510 1255 1262 1270 rBV 2130514 3496917 32.51% 3.636%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062522\
Data File : BP010842.D

Acqg On : 25 Jun 2022 23:30
Operator : CG/JU

Sample : N3392-01 10X

Misc :

ALS Vvial : 23  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-BP062322.M
Title : SVOA CALIBRATION
37 10.657 1276 1287 1297 rBV 1761314 2921424 27.16% 3.037%
38 10.740 1298 1301 1308 rVB9 13632 25688 0.24% 0.027%
39 11.069 1352 1357 1361 rBvV3 18026 28884 0.27% 0.030%
40 11.128 1363 1367 1370 rVV2 22418 34226 0.32% 0.036%
41 11.163 1371 1373 1378 rVB5 9246 10930 0.10% 0.011%
42 11.328 1396 1401 1404 rBvV7 6693 12062 0.11% 0.013%
43 12.104 1527 1533 1541 rBV2 41399 66362 0.62% 0.069%
44 13.204 1717 1720 1725 rVB5 7796 12004 0.11% 0.012%
45 13.287 1727 1734 1735 rBV7 9600 13147 0.12% 0.014%
46 13.792 1813 1820 1826 rBV 3553957 4740015 44.07% 4.928%
47 14.063 1854 1866 1875 rBV 4101314 5726816 53.24% 5.954%
48 14.369 1912 1918 1926 rBV 2719203 3961956 36.83% 4.119%
49 14.586 1949 1955 1962 rBV 287506 416964 3.88% 0.434%
50 14.698 1969 1974 1978 rBV 57231 70633 0.66% 0.073%
51 15.016 2024 2028 2032 rBV7 5031 11141 0.10% 0.012%
52 15.157 2047 2052 2056 rBV 65412 93449 0.87% 0.097%
53 15.369 2081 2088 2102 rBV 5134172 7429749 69.07% 7.724%
54 15.486 2102 2108 2122 rVV 965576 1333785 12.40% 1.387%
55 15.610 2124 2129 2135 rVB2 59744 96724 0.90% 0.101%
56 16.157 2218 2222 2226 rBV4 18745 26600 0.25% 0.028%
57 16.804 2328 2332 2337 rBV5 19399 32069 0.30% 0.033%
58 16.910 2346 2350 2357 rBV6 11300 20192 0.19% 0.021%
59 17.133 2381 2388 2398 rBV 3200039 4360829 40.54% 4.534%
60 17.233 2399 2405 2417 rVV2 6044645 8280736 76.99%  8.609%
61 17.386 2428 2431 2438 rVB7 11429 18070 0.17% 0.019%
62 17.522 2450 2454 2462 rBV10 7861 17219 0.16% 0.018%
63 17.833 2501 2507 2513 rBV 61888 92058 0.86% 0.096%
64 18.116 2552 2555 2559 rVB 16006 19498 0.18% 0.020%
65 18.933 2691 2694 2696 rBV 31240 38506 0.36% 0.040%
66 18.957 2696 2698 2705 rVB2 46585 81155 ©.75% 0.084%
67 19.057 2711 2715 2720 rBV3 74471 103535 ©0.96% 0.108%
68 19.127 2723 2727 2732 rBV 77940 98731 0.92% 0.103%

69 19.486 2782 2788 2795 rBV 7232772 9654913 89.76% 10.038%
70 21.245 3082 3087 3093 rBV 4091305 4962504 46.14% 5.159%

71 23.462 3456 3464 3475 rVB 5549581 10756063 100.00% 11.183%
72 23.609 3483 3489 3498 rVB2 2671278 5110255 47.51% 5.313%

Sum of corrected areas: 96184912
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062522\
Data File : BP010842.D

Acqg On : 25 Jun 2022 23:30
Operator : CG/JU

Sample : N3392-01 10X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BP010842.D\data.ms
7000000

6000000
5000000
4000000

3000000

10. 134

2000000 7.05h55 7.716 8.875 0 657
3.246 8.434 9 598
1000000
3.616 g 4.822 6.89
o 4@13 34839 Gaé@? 4 5.51045.681 )\ 7178346 7787 540 01@3 7401I0HB28

Time--> 3.50 400 4.50 5,00 5.50 6.00 650 7.00 750 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP010842.D\data.ms

7000000

19.486
17.233
6000000

15.369
5000000

14.063

4000000 13.792

3000000 14.369

2000000

1000000 P86 A}L/
oL 12104 132087 41386%1351@65 JEGIO 16.157  16.68010 |171386217.838.116 18 88pZ7

Time--> 12.00 1250 13.00 13.50 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP010842.D\data.ms
7000000

23.462
6000000

5000000 21245

4000000
23.609

3000000

2000000

1000000

0 L ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ’ T T ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T T ‘ T
Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 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\BP062522\
Data File : BP010842.D

Acqg On : 25 Jun 2022 23:30
Operator : CG/JU

Sample : N3392-01 10X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 TIsobutyl acetate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.916 2.14 ng/ul 262013 1,4-Dichlorobenzene-d4 7.716

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutyl acetate 116 C6H1202 000110-19-0 64
2 Isobutyl acetate 116 C6H1202 000110-19-0 64
3 Isobutyl acetate 116 C6H1202 000110-19-0 50
4 Isobutyl acetate 116 C6H1202 000110-19-0 50
5 Isobutyl acetate 116 C6H1202 000110-19-0 43
Abundance Scan 141 (3.916 min): BP010842.D\data.ms (-136) (-) m/z 43.00 100.00%
43.0
- AA»JXxJ\A\AW/kAJk
R ABARRNRERREEE S
h 3.60 3.80 4.00 4.20
Ol A4 1008 162.8223.0281.1340.8401.9 47795385 /7 56.05 29.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9157: Isobutyl acetate
43.0
5000 U N R R L R
3.60 3.80 4.00 4.20
m/z 73.00 18.47%
l

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

N

Abundance
43.0
R EBRaaaNRTES ST
3.60 3.80 4.00 4.20
5000 ITI/Z 41.10 12.33%
101.0
T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9158: Isobutyl acetate AR EE S E St e
43.0 3.60 3.80 4.00 4.20
m/z 39.00 6.32%
h M
uu\uholo
R A R e R e R R AR amESE e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062522\
Data File : BP@10842.D
Acqg On : 25 Jun 2022 23:30
Operator : CG/JU
Sample : N3392-01 10X
Misc
ALS vial : 23  Sample Multiplier: 1
Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062322.M
Quant Title : SVOA CALIBRATION
TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 Propanoic acid, propyl ester Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.375 4.38 ng/ul 536606 1,4-Dichlorobenzene-d4 7.716
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
2 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
3 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 74
4 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 64
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 59
Abundance Scan 219 (4.375 min): BP010842.D\data.ms (-214) (-) m/z 57.00 100.00%
57.0
5000
R AEmaas e
‘ 4.00 4.20 4.40 4.60
ol LLLA171  207.0268.1 35524154 4919 17 75,00  37.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9259: Propanoic acid, propyl ester
57.0
5000 U L UL L B
4.00 4.20 4.40 4.60
‘ m/z 43.10 19.30%
HI"““
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
4.00 4.20 4.40 4.60
5000 m/z 41.00 12.30%
T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 ]KM’A#JKAAJ\AW /MJ\
Abundance #9262: Propanoic acid, propyl ester R e
57.0 4.00 4.20 4.40 4.60
m/z 42.05 7.85%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062522\
Data File : BP010842.D

Acqg On : 25 Jun 2022 23:30
Operator : CG/JU

Sample : N3392-01 10X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Acetic acid, butyl ester Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.434 2.03 ng/ul 248521 1,4-Dichlorobenzene-d4 7.716

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, butyl ester 116 C6H1202 000123-86-4 78
2 Acetic acid, butyl ester 116 C6H1202 000123-86-4 59
3 Acetic acid, butyl ester 116 C6H1202 000123-86-4 53
4 Acetic acid, butyl ester 116 C6H1202 000123-86-4 43
5 Di-n-propyl ether 102 C6H140 000111-43-3 16
Abundance Scan 229 (4.434 min): BP010842.D\data.ms (-225) (-) m/z 43.00 100.00%
43.0
5000

4.20 4.40 4.60 4.80

1] 1152 1030 2806 3550 4619 5342

O T T T T T T T T T [ T T T T m/z 56.05 39.24%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9207: Acetic acid, butyl ester
43.0
5000 L\\\\‘\\\\‘\\\\’\\\\‘\\\

4.20 4.40 4.60 4.80
m/z 72.95 16.43%

| 101.0

\“\ hl

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

43.0

4.20 4.40 4.60 4.80
5000 m/z 41.00  15.65%

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

Abundance #9201: Acetic acid, butyl ester R RARSRRRRNERS TS
43.0 4.20 4.40 4.60 4.80
m/z 60.95 13.80%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062522\
Data File : BP010842.D

Acqg On : 25 Jun 2022 23:30
Operator : CG/JU

Sample : N3392-01 10X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 TIsopropyl butyrate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.822 5.20 ng/ul 637530 1,4-Dichlorobenzene-d4 7.716

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 95
2 Isopropyl butyrate 130 C7H1402 000638-11-9 90
3 Isopropyl butyrate 130 C7H1402 000638-11-9 90
4 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 72
5 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 64
Abundance Scan 295 (4.822 min): BP010842.D\data.ms (-287) (-) m/z 43.05 100.00%
3.0
5000 J\‘A
BERERmmmEsEasmsEaEEE S
| LE’ 0 1918 280.03410 416.0 4888547 | 00480500520
. ‘ .
ol i 2918 20093410 A16.0 48885470 m/z 71.00  74.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15396: Isopropy! butyrate
43.0
5000 [T T[T T T[T T T
4.40 4.60 4.80 5.00 5.20
m/z 41.00 28.08%
‘\\L‘\"l\‘\\“1\5.\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
T TR
4.40 4.60 4.80 5.00 5.20
5000 m/z 89.00 27 .66%
115.0

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

Abundance #15400: Isopropyl butyrate R e s
43.0 4.40 4.60 4.80 5.00 5.20

m/z 59.95 14.09%

5000

\ )115.0

‘\\\\’\\1\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062522\
Data File : BP010842.D

Acqg On : 25 Jun 2022 23:30
Operator : CG/JU

Sample : N3392-01 10X

Misc

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.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|
Isobutyl acetate 3.916 2.1 ng/ul 262013 1 7.716 2451050 20.0
Propanoic acid,... 4.375 4.4 ng/ul 536606 1 7.716 2451050 20.0
Acetic acid, bu... 4.434 2.0 ng/ul 248521 1 7.716 2451050 20.0
Isopropyl butyrate 4.822 5.2 ng/ul 637530 1 7.716 2451050 20.0
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