LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062522\
Data File : BP010866.D

Acqg On : 26 Jun 2022 13:34
Operator : CG/JU

Sample : N3392-05 10X

Misc :

ALS Vvial : 48 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@10866.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.205 16 20 23 rBV2 77925 101331 ©.93% 0.091%
2 3.240 23 26 41 rVV 1189312 1426000 13.11% 1.281%
3 3.546 74 78 85 rVB 32688 39014 0.36% 0.035%
4 3.617 86 90 95 rBV 712783 971774 8.94% 0.873%
5 3.664 95 98 104 rVB 180279 231653 2.13% 0.208%
6 3.840 122 128 133 rVB 62035 97520 ©0.90% 0.088%
7 3.917 133 141 149 rVB2 191307 318168 2.93% 0.286%
8 4.075 163 168 176 rBv2 28987 43386 0.40% 0.039%
9 4,152 178 181 184 rVvV3 11938 14157 0.13% 0.013%
10 4.193 184 188 194 rVB 227412 282035 2.59% 0.253%
11  4.258 194 199 203 rBV 47893 58537 ©.54% 0.053%
12 4.370 213 218 224 rBV 577720 698990 6.43% 0.628%
13 4.434 224 229 235 rVW 265240 331698 3.05% 0.298%
14  4.481 235 237 243 rVB 13086 15699 0.14% 0.014%
15 4.658 260 267 270 rVB2 7037 12769 0.12% 0.011%
16 4,722 274 278 281 rBv4 10174 14337 0.13% 0.013%
17 4.817 287 294 303 rVW 577590 813026 7.48% 0.731%
18 5.040 328 332 336 rBvV2 16705 22036 0.20% 0.020%
19 5.217 357 362 369 rVB5 10222 18792 0.17% 0.017%
20 5.311 374 378 383 rVB4 16761 22922 0.21% 0.021%
21 5.434 395 399 403 rVB2 13065 17735 0.16% 0.016%
22 5.675 435 440 447 rVB 46885 63081 0.58% 0.057%
23 6.393 554 562 571 rVB 35828 62498 ©0.57% 0.056%
24 6.887 637 646 657 rVB 521621 805704 7.41% 0.724%
25 7.052 667 674 683 rBV 2119323 3188959 29.32% 2.866%
26 7.134 684 688 693 rVB 10290 16153 0.15% 0.015%
27 7.246 700 707 716 rBV 1991647 3021637 27.78% 2.715%
28 7.334 719 722 727 rW3 8613 11044 0.10% 0.010%
29 7.711 779 786 794 rBV 1916306 2953131 27.15% 2.654%
30 7.781 794 798 807 rVB 25066 45960 0.42% 0.041%
31 8.428 901 908 918 rBV 1447116 2282677 20.99% 2.051%
32 8.540 918 927 933 rVB 80459 137632 1.27% 0.124%
33 8.875 976 984 991 rBV 2271507 3619254 33.28% 3.252%
34 8.999 1000 1005 1009 rvv2 10313 16669 ©0.15% 0.015%
35 9.299 1052 1056 1063 rVB3 15544 24757 0.23% 0.022%
36 9.381 1063 1070 1073 rVV7 18381 40386 0.37% 0.036%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062522\
Data File : BP010866.D

Acqg On : 26 Jun 2022 13:34
Operator : CG/JU

Sample : N3392-05 10X

Misc :

ALS Vvial : 48 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 9.434 1076 1079 1090 rVB4 24602 50049 0.46% 0.045%
38 9.593 1098 1106 1120 rBV 1608018 2582210 23.74% 2.320%
39 9.916 1155 1161 1168 rBV 6119 16015 0.15% 0.014%
40 10.040 1177 1182 1187 rBV9 6171 13222 0.12% 0.012%
41 10.128 1189 1197 1205 rBV 2418816 3879300 35.67% 3.486%
42 10.199 1206 1209 1216 rVBS8 15721 26824 0.25% 0.024%
43 10.434 1244 1249 1254 rBv4 14947 26565 0.24% 0.024%
44 10.505 1254 1261 1269 rBV 2474563 4123136 37.91% 3.705%
45 10.652 1276 1286 1296 rBV 2348286 3797242 34.92% 3.412%
46 11.063 1351 1356 1360 rBV 18911 29122 0.27% 0.026%
47 11.122 1362 1366 1371 rBV 26182 40017 0.37% 0.036%
48 12.104 1527 1533 1539 rVB2 51582 85591 0.79% 0.077%
49 13.081 1691 1699 1706 rBv2 5260 12272 0.11% 0.011%
50 13.199 1715 1719 1725 rVB5 10534 16703 0.15% 0.015%
51 13.275 1725 1732 1738 rBV5 18392 34496 0.32% 0.031%
52 13.334 1738 1742 1748 rBvV7 8478 17281 0.16% 0.016%
53 13.787 1812 1819 1825 rBV 4309000 5814335 53.46% 5.225%
54 13.834 1825 1827 1834 rVB2 22641 32066 ©0.29% 0.029%
55 14.057 1856 1865 1874 rBV 4786290 7164975 65.88% 6.438%
56 14.281 1899 1903 1910 rVBS8 6786 11428 0.11% 0.010%
57 14.369 1910 1918 1927 rBV 3304484 4761924 43.79%  4.279%
58 14.581 1947 1954 1967 rBV 292244 467819 4.30% 0.420%
59 14.728 1975 1979 1983 rVV6 8673 12982 0.12% 0.012%
60 14.798 1987 1991 1995 rVB6 8094 12188 0.11% 0.011%
61 15.028 2024 2030 2034 rVB9 8071 16012 0.15% 0.014%
62 15.151 2045 2051 2057 rBV 84370 130962 1.20% 0.118%
63 15.240 2063 2066 2071 rVB3 10733 13634 0.13% 0.012%
64 15.369 2081 2088 2099 rBV 6186966 8782790 80.76% 7.892%
65 15.487 2101 2108 2119 rVV 1049357 1450666 13.34% 1.304%
66 15.610 2123 2129 2133 rVB2 69062 103691 ©.95% 0.093%
67 16.063 2200 2206 2207 rBV6 7052 11056 0.10% 0.010%
68 16.104 2210 2213 2217 rVV2 18434 26958 0.25% 0.024%
69 16.157 2218 2222 2227 rVB3 22932 34745 0.32% 0.031%
70 16.281 2238 2243 2247 rBV8 5535 11235 0.10% 0.010%
71 16.810 2330 2333 2338 rVB6 12946 13950 0.13% 0.013%
72 16.910 2344 2350 2354 rBV2 32881 47911 0.44% 0.043%
73 17.134 2381 2388 2398 rBV 3374557 4824084 44.36%  4.335%
74 17.234 2398 2405 2419 rVW 6347502 9013739 82.88%  8.100%
75 17.445 2439 2441 2448 rVBS8 8764 12050 0.11% 0.011%
76 17.539 2454 2457 2465 rVB9 19593 31687 0.29% 0.028%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062522\
Data File : BP010866.D

Acqg On : 26 Jun 2022 13:34
Operator : CG/JU

Sample : N3392-05 10X

Misc

ALS Vvial : 48 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

77 17.657 2473 2477 2480 rBV5 22532 29088 0.27% 0.026%
78 17.828 2501 2506 2511 rBV ~ 128887 154706 1.42% 0.139%
79 18.969 2696 2700 2704 rBV 207320 216403 1.99% 0.194%
80 19.057 2711 2715 2719 rBV2 82157 106112 0.98% 0.095%
81 19.098 2719 2722 2724 rVW 56520 65416 0.60% 0.059%
82 19.122 2724 2726 2730 rVB 72348 81764 0.75% ©0.073%
83 19.481 2781 2787 2794 rBV 7588548 9777529 89.91% 8.786%
84 20.975 3038 3041 3046 rBvV2 133579 156506 1.44% 0.141%
85 21.245 3082 3087 3092 rBV 4068838 4997538 45.95% 4.491%
86 23.457 3456 3463 3473 rVB2 5620737 10875356 100.00% 9.773%
87 23.610 3482 3489 3502 rVB2 2830248 5430006 49.93% 4.879%

Sum of corrected areas: 111284477
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062522\
Data File : BP010866.D

Acqg On : 26 Jun 2022 13:34
Operator : CG/JU

Sample : N3392-05 10X

Misc

ALS vial : 48 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: BP010866.D\data.ms
7000000
6000000
5000000
4000000

3000000
8.875 10.12810130852

7.0
2000000 7246 7711

9.593
- 240 8.428
1000000 3.617 4370 4.817 6 88
o 53.§%%ﬁ%§$@ OBRBUFASTS 6393 781 540 8999 919NBAIED 1110620

Time--> 3.50 4.00 450 500 5.50 600 650 700 7.50 800 850 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP010866.D\data.ms

19.481
7000000

15.369 17.234
6000000

5000000 14.057
13.787

4000000
14.369 17.134

3000000

2000000

15.487
1000000

12.104 1314882954 13L34}L12 14 ffu%z%&@lq 610 1EEHETS1 166000 | 118528 !

Time--> 12.00 12.50 13.00 13.50 1400 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP010866.D\data.ms

7000000
23.457

6000000

5000000 21.245

4000000 23.610

3000000
2000000

1000000 20975

0 L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ’ T T ’ T T ‘ T T ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ 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 : BP010866.D

Acqg On : 26 Jun 2022 13:34
Operator : CG/JU

Sample : N3392-05 10X

Misc

ALS vial : 48 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 4

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

3.917 2.15 ng/ul 318168 1,4-Dichlorobenzene-d4 7.711
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutyl acetate 116 C6H1202 000110-19-0 72
2 Isobutyl acetate 116 C6H1202 000110-19-0 72
3 Isobutyl acetate 116 C6H1202 000110-19-0 64
4 Isobutyl acetate 116 C6H1202 000110-19-0 59
5 Isobutyl acetate 116 C6H1202 000110-19-0 50

Abundance Scan 141 (3.917 min): BP010866.D\data.ms (-133) (-) m/z 43.00 100.00%

43.0

5000

%.

ASTISN, VAN VA
ml 3.60 3.80 4.00 4.20
O dbi 4 12881900 266632663859  487.3547. ./, s6.00  28.92%

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

Abundance #9158: Isobutyl acetate
43.0
5000 \\‘\\\\’\\/\\\‘\\\\‘\\\\‘
3.60 3.80 4.00 4.20
m/z 73.00 17.96%
.. 1010
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
ST R
3.60 3.80 4.00 4.20
5000 m/z 41.00 13.40%
101.0
T T e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9159: Isobutyl acetate R AaARRaNRESESSE L
43.0 3.60 3.80 4.00 4.20
m/z 91.00 6.78%
5000
| ‘\ \\1010
P T e e e e e e R TR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 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 : BP010866.D

Acqg On : 26 Jun 2022 13:34
Operator : CG/JU

Sample : N3392-05 10X

Misc

ALS vial : 48 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 2 Propanoic acid, propyl ester Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.370 4.73 ng/ul 698990 1,4-Dichlorobenzene-d4 7.711

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 78
4 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 78
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 64
Abundance Scan 218 (4.370 min): BP010866.D\data.ms (-213) (-) m/z 57.00 100.00%
57.0
5000

S VO —
| 4.00 4.20 4.40 4.60
rd L1169 190.9 267.0 356.04184477.3 5491 /7 74.95  36.14%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9259: Propanoic acid, propyl ester
57.0
5000 TTT T T [T T T[T T[T rrrpT

4.00 4.20 4.40 4.60
‘ m/z 43.05 19.11%

f

I
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 12.49%
Raaan e Ea e R REma I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 m J\
Abundance #9263: Propanoic acid, propyl ester R L
57.0 4.00 4.20 4.40 4.60

m/z 42.00 8.00%

1 )

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 : BP010866.D

Acqg On : 26 Jun 2022 13:34
Operator : CG/JU

Sample : N3392-05 10X

Misc

ALS vial : 48 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 3
R.T. EstConc Area Relative to ISTD R.T.
4.434 2.25 ng/ul 331698 1,4-Dichlorobenzene-d4 7.711

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 72
3 Acetic acid, butyl ester 116 C6H1202 000123-86-4 59
4 Acetic acid, butyl ester 116 C6H1202 000123-86-4 38
5 Isopropyl acetate 102 C5H1002 000108-21-4 9
Abundance Scan 229 (4.434 min): BP010866.D\data.ms (-224) (-) m/z 43.00 100.00%
43.0
5000
’ h 4.20 4.40 4.60 4.80
Ol A 20L1162.6 2668 354.7 4256487.1549!  nm/z 56.10  37.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9201: Acetic acid, butyl ester
43.0
5000 LB L B BN R
4.20 4.40 4.60 4.80
m/z 73.00 16.65%
‘\J\M\L“\‘\h(\)‘]-\.\o\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
R AEAaREEs S
4.20 4.40 4.60 4.80
5000 m/z 41.05 15.55%
101.0
T e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9208: Acetic acid, butyl ester =T T R T T T T T
43.0 4.20 4.40 4.60 4.80
m/z 60.95 14.45%
- A\J
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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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

TIC Integration Parameters:

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062522\
BP010866.D

: 26 Jun 2022 13:34

: CG/JU

: N3392-05 10X

: 48  Sample Multiplier: 1
hod
le : SVOA CALIBRATION

: C:\DATABASE\NIST20.L
LSCINT.P

ry

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062322.M

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.
4.817 5.51 ng/ul 813026 1,4-Dichlorobenzene-d4 7.711

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 Isopropyl butyrate 130 C7H1402 000638-11-9 86
5 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 64
Abundance Scan 294 (4.817 min): BP010866.D\data.ms (-287) (-) m/z 43.05 100.00%
43.0
5000 J\;
RERRRREEE e
" )1150 4.40 4.60 4.80 5.00 5.20
ol AL DT 207,09 280.9340.9403.7 47005278 ./, 76,95 72.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15396: Isopropy! butyrate
43.0
5000 I RN RN R
4.40 4.60 4.80 5.00 5.20
m/z 41.05 28.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
RRRRREEESE R
4.40 4.60 4.80 5.00 5.20
5000 ITI/Z 88.95 26.12%
115.0
R R AR RARRAR S e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15398: Isopropy! butyrate Rmana e R EEEE
43.0 4.40 4.60 4.80 5.00 5.20
m/z 60.00  13.23%
5000
1 5o
_“‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘M‘H‘H‘w‘ ERRRREEEEEEEEEE RS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 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 : BP010866.D

Acqg On : 26 Jun 2022 13:34
Operator : CG/JU

Sample : N3392-05 10X

Misc

ALS Vvial : 48 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 3.917 2.1 ng/ul 318168 1 7.711 2953130 20.0
Propanoic acid,... 4.370 4.7 ng/ul 698990 1 7.711 2953130 20.0
Acetic acid, bu... 4.434 2.3 ng/ul 331698 1 7.711 2953130 20.0
Isopropyl butyrate 4.817 5.5 ng/ul 813026 1 7.711 2953130 20.0
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