LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121823\
Data File : BP©18943.D

Acqg On : 19 Dec 2023 12:17
Operator : MA/JU

Sample : 05823-01 10X

Misc :

ALS Vvial : 47 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-BP120123.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@18943.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.152 8 11 17 rVB 37357 45787 0.64% 0.072%
2 3.258 26 29 32 rBv3 27526 37143 0.52% 0.058%
3 3.299 32 36 48 rVB 332056 409002 5.70% 0.640%
4 3.681 97 101 106 rBV 267543 376249 5.24% 0.589%
5 3.728 106 109 114 rVB 69636 89495 1.25% 0.140%
6 4.005 149 156 169 rBV 3622916 5311178 74.02% 8.310%
7 4.1e5 170 173 177 rVB2 18861 25341 0.35% 0.040%
8 4.152 178 181 185 rVB3 12847 16082 0.22% 0.025%
9 4.270 197 201 207 rBV 89312 118728 1.65% 0.186%
10 4.340 210 213 218 rVB4 16982 18557 0.26% 0.029%
11  4.452 228 232 240 rVB 116776 155932 2.17% 0.244%
12 4.517 240 243 254 rVB 64231 98471 1.37% 0.154%
13 4.911 305 310 321 rVB 196877 284008 3.96%  0.444%
14 5.417 389 396 401 rBV6 7340 14437 0.20% 0.023%
15 5.458 401 403 407 rBV5 4961 8324 0.12% 0.013%
16 5.775 452 457 461 rBV2 16820 26106 0.36% 0.041%
17 7.005 658 666 678 rVB 213252 351728 4.90%  0.550%
18 7.169 687 694 704 rVB 698330 1106190 15.42% 1.731%
19 7.363 720 727 734 rBV 718505 1140565 15.90% 1.785%
20 7.828 798 806 814 rBV 716869 1111047 15.48% 1.738%
21 7.9065 814 819 823 rVB5S 6162 12044 0.17% 0.019%
22 8.199 860 869 875 rBV3 11586 24884 0.35% 0.039%
23 8.546 922 928 936 rBv 577874 916538 12.77% 1.434%
24  8.658 943 947 952 rVB3 11992 16459 0.23% 0.026%
25 8.940 990 995 997 rBVS 8263 14461 0.20% ©0.023%
26 8.993 997 1004 1012 rVB 812220 1360977 18.97% 2.129%
27 9.116 1021 1025 1030 rBVS8 5209 9872 0.14% 0.015%
28 9.222 1038 1043 1049 rBvV2 22809 42724 0.60% 0.067%
29 9.399 1068 1073 1076 rVV6 6574 9517 0.13% 0.015%
30 9.446 1076 1081 1088 rVB 38358 61115 ©0.85% 0.096%
31 9.552 1095 1099 1104 rBV7 7309 13024 0.18% 0.020%
32 9.716 1117 1126 1139 rBV 661244 1102780 15.37% 1.725%
33 9.893 1150 1157 1163 rBV8 6216 14619 0.20% 0.023%
34 10.040 1181 1182 1188 rVB5 5713 7656 0.11% 0.012%
35 10.122 1190 1196 1201 rBV1e 4914 11588 0.16% ©.018%

36 10.252 1209 1218 1231 rBV 1027657 1748335 24.37% 2.735%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121823\
Data File : BP©18943.D

Acqg On : 19 Dec 2023 12:17
Operator : MA/JU

Sample : 05823-01 10X

Misc :

ALS Vvial : 47 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-BP120123.MA.M
Title : SVOA CALIBRATION
37 10.622 1273 1281 1287 rVV 926016 1543049 21.51% 2.414%
38 10.675 1287 1290 1296 rVB 85736 128039 1.78% 0.200%
39 10.769 1296 1306 1318 rBV 831114 1438574 20.05% 2.251%
40 11.163 1368 1373 1379 rBV 68237 106747 1.49% 0.167%
41 11.228 1379 1384 1390 rVV 84758 141187 1.97% 0.221%
42 11.275 1390 1392 1397 rVB6 5810 7632 0.11% 0.012%
43 11.375 1403 1409 1415 rBV3 15022 32154 0.45% 0.050%
44 11.422 1415 1417 1423 rVWV6 7380 14398 0.20% 0.023%
45 11.481 1423 1427 1430 rVB6 5908 9017 0.13% 0.014%
46 12.028 1516 1520 1526 rVB7 5741 10374 0.14% 0.016%
47 12.210 1546 1551 1556 rVB2 20478 32613 0.45% 0.051%
48 12.287 1558 1564 1573 rVB2 40092 87103 1.21% 0.136%
49 12.504 1596 1601 1610 rVB 23109 40542 0.57% 0.063%
50 12.828 1649 1656 1658 rBV7 5002 7216 0.10% 0.011%
51 12.998 1680 1685 1689 rBV7 5267 8406 ©0.12% 0.013%
52 13.287 1729 1734 1740 rBVS 8367 15369 0.21% 0.024%
53 13.363 1740 1747 1751 rBV 26317 43361 0.60% ©0.068%
54 13.646 1793 1795 1800 rVB6 8620 12069 0.17% 0.019%
55 13.781 1814 1818 1823 rVB8 6942 13217 0.18% 0.021%
56 13.881 1828 1835 1840 rVV 1897692 2730817 38.06% 4.273%
57 13.922 1840 1842 1849 rVB 76241 98160 1.37% 0.154%
58 14.157 1872 1882 1893 rBV 2347155 3513129 48.96% 5.497%
59 14.463 1923 1934 1941 rBV 1520102 2161555 30.13% 3.382%
60 14.522 1941 1944 1953 rVB4 12630 22780 0.32% 0.036%
61 14.687 1964 1972 1985 rBV2 186925 366261 5.10% 0.573%
62 14.869 1999 2003 2004 rBV3 8882 10242 0.14% 0.016%
63 15.134 2045 2048 2053 rVB6 7402 8665 0.12% 0.014%
64 15.245 2061 2067 2072 rBV 43645 73278 1.02% 0.115%
65 15.287 2072 2074 2080 rVB5 8972 11127 ©0.16% 0.017%
66 15.392 2087 2092 2095 rBV7 4669 9935 0.14% 0.016%
67 15.457 2095 2103 2109 rVV 3157813 4579725 63.83% 7.165%
68 15.510 2109 2112 2118 rVV2 30365 52157 ©.73% ©0.082%
69 15.581 2119 2124 2137 rVV 428303 617641 8.61% 0.966%
70 15.698 2140 2144 2150 rVB3 14755 26578 0.37% 0.042%
71 15.810 2157 2163 2164 rBV6 7043 12712 0.18% 0.020%
72 16.239 2232 2236 2241 rVB4 15087 24224 0.34% 0.038%
73 16.463 2270 2274 2277 rBV4 8773 12911 0.18% 0.020%
74 16.610 2296 2299 2304 rVB7 5660 8896 0.12% 0.014%
75 16.987 2360 2363 2365 rBV4 5426 7702 0.11% 0.012%

76 17.210 2395 2401 2406 rBV 1862667 2677552 37.32% 4.189%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121823\
Data File : BP©18943.D

Acqg On : 19 Dec 2023 12:17
Operator : MA/JU

Sample : 05823-01 10X

Misc :

ALS Vvial : 47 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-BP120123.MA.M
Title : SVOA CALIBRATION

77 17.257 2406 2409 2412 rVWV 82722 114835 1.60% ©0.180%
78 17.310 2412 2418 2428 rVB 3716985 5411861 75.43% 8.467%
79 17.481 2442 2447 2457 rBV7 22447 63832 0.89% 0.100%
80 17.581 2461 2464 2466 rBv4 8412 12243 0.17% 0.019%
81 17.881 2511 2515 2519 rVB 26232 37303 0.52% 0.058%
82 18.104 2547 2553 2561 rBV2 164695 276052 3.85% 0.432%
83 18.516 2620 2623 2628 rVB5 21205 23983 0.33% 0.038%
84 18.569 2628 2632 2636 rBV5 19230 32231 0.45% 0.050%
85 18.939 2692 2695 2699 rBv4 30357 43862 0.61% ©0.069%
86 19.122 2723 2726 2734 rBV2 54326 85604 1.19% 0.134%
87 19.198 2735 2739 2741 rWV 52531 70937 0.99% 0.111%
88 19.228 2741 2744 2751 rVB 66913 94750 1.32% 0.148%
89 19.339 2759 2763 2771 rBV3 76886 133687 1.86% 0.209%

90 19.551 2793 2799 2814 rBV 5171602 6766460 94.31% 10.587%
91 21.016 3046 3048 3055 rVB2 154785 201866 2.81% ©.316%
92 21.304 3092 3097 3102 rBV 2513117 3178341 44.30% 4.973%

93 23.521 3467 3474 3488 rVB2 3637844 7175019 100.00% 11.226%
94 23.674 3494 3500 3510 rVB 1765056 3363543 46.88% 5.263%

Sum of corrected areas: 63914486
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 19 Dec 2023 12:17
: MA/JU
: 05823-01 10X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121823\
BP018943.D

: 47  Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M
: SVOA CALIBRATION

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

Abundance TIC: BP018943.D\data.ms
5000000
4000000 4.005
3000000
2000000
10.25% 0 oo
1000000 718863 7.828 g .. 998 9710 '
3.299 3 68\1‘%
; 4.911 7.00
0}%@@28 WERHSLT " 5,775 A 908.199 3658- Qs 20 pemage 10165 1k
\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 600 650 7.00 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BP018943.D\data.ms
5000000 19951
4000000 17.310
15.457
3000000
14.157
2000000 13.881 17.210
14.463
1000000
081 104 JEPIE8 L4,¥-~%~,/v
12.022.2875012. 829932883 22| 1 Js‘é‘ﬁ%_ng (6980 16. 2015661016.98 -@}@W&@

(R D R R R e e e e e e e e e e e e e e e e e e T L L T A A A B e
Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP018943.D\data.ms
5000000
23.521
4000000
21.304
3000000
23.674
2000000
1000000
21.016 N
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 21.50 22.00 2250 23.00 2350 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\BP121823\
Data File : BP@18943.D

Acqg On : 19 Dec 2023 12:17
Operator : MA/JU

Sample : 05823-01 10X

Misc

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.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 Toluene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.005 95.61 ng/ul 5311180 1,4-Dichlorobenzene-d4 7.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Toluene 92 C7H8 000108-88-3 95
2 Toluene 92 C7H8 000108-88-3 95
3 Toluene 92 C7H8 000108-88-3 93
4 Toluene 92 C7H8 000108-88-3 91
5 Toluene 92 C7H8 000108-88-3 87
Abundance Scan 156 (4.005 min): BP018943.D\data.ms (-149) (-) m/z 91.00 100.00%
91.0
5000 /k
T
3.60 3.80 4.00 4.20 4.40
Ol hphod, 148.9207.0266.0 356.1412.0473.3530.9 /7 92,05  56.93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2759: Toluene
91.0
5000 DL L LN B R
3.60 3.80 4.00 4.20 4.40
m/z 65.00 11.57%
O‘\2\7\.‘\p"\‘ﬂ\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2753: Toluene
91.0
R AR
3.60 3.80 4.00 4.20 4.40
5000 m/z 63.00 8.14%
of?c?,«“” .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2758: Toluene BAREE R
91.0 3.60 3.80 4.00 4.20 4.40
m/z 39.00 7.75%
5000 K
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121823\
Data File : BP@18943.D

Acqg On : 19 Dec 2023 12:17
Operator : MA/JU

Sample : 05823-01 10X

Misc

ALS Vvial : 47 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M

: SVOA CALIBRATION

¢ 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 unknown-01 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
4.270 2.14 ng/ul 118728 1,4-Dichlorobenzene-d4 7.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 43
2 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 43
3 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 42
4 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 42
5 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 42

Abundance Scan 201 (4.270 min): BP018943.D\data.ms (-197) (-) m/z 43.05 100.00%

43.0

=

5000
R RaRREEEE A
141 2070 . 4.00 4.20 4.40 4.60
ol bl 4T 2070 282.0 354.94187475.1 546 1/, 71.00  37.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15585: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0
5000
4.00 4.20 4.40 4.60
m/z 41.85 23.87%
15.0
0‘\\‘\l\"\\‘\P‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #15582: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0

5

4.00 4.20 4.40 4.60
5000 m/z 89.00 8.87%

15.0

o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15583: Propanoic acid, 2-methyl-, 1-methylethyl ester e

43.0 4.00 4.20 4.40 4.60
m/z 39.00 8.86%

—

5000

—

0 ! \‘ 15'0
B S L L B L I L B B B

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\BP121823\
Data File : BP@18943.D

Acqg On : 19 Dec 2023 12:17
Operator : MA/JU

Sample : 05823-01 10X

Misc

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.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 Propanoic acid, propyl ester Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.452 2.81 ng/ul 155932  1,4-Dichlorobenzene-d4 7.828
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 78

Abundance Scan 232 (4.452 min): BP018943.D\data.ms (-228) (-) m/z 57.00 100.00%

57.0
5000

'/\Tﬁjw\‘\\u‘um‘uu‘\u
’ 0 4.20 4.40 4.60 4.80
ol 44 [8150 2080 2831 355.1415.9479.25373 1/, 75.00  39.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9262: Propanoic acid, propyl ester
T J\,
5000 L B I L B
4.20 4.40 4.60 4.80
J m/z 43.85 17.79%
O‘\\‘\M\I"\\‘\J\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9259: Propanoic acid, propyl ester
57.0
RN e R ALAARAEES
4.20 4.40 4.60 4.80
5000 m/z 41.00 11.87%
o‘”]",,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9256: Propanoic acid, propyl ester L EREEE St
57.0 4.20 4.40 4.60 4.80
m/z 86.95 8.01%
5000
0”1150““
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\BP121823\
Data File : BP@18943.D

Acqg On : 19 Dec 2023 12:17
Operator : MA/JU

Sample : 05823-01 10X

Misc

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.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 2
R.T. EstConc Area Relative to ISTD R.T.
4.911 5.11 ng/ul 284008 1,4-Dichlorobenzene-d4 7.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 90
2 Isopropyl butyrate 130 C7H1402 000638-11-9 86
3 Isopropyl butyrate 130 C7H1402 000638-11-9 86
4 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 72
5 Butanoic acid, pentyl ester 158 C9H1802 000540-18-1 64
Abundance Scan 310 (4.911 min): BP018943.D\data.ms (-305) (-) m/z 43.05 100.00%
43.0
w Jk /\
N A L R R R
L[| 1150 1000 4.60 4.80 5.00 5.20
1 280.9 355.0414.2475.4537.1 o
O e e e e e e m/z 71.00 89.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15396: Isopropyl butyrate
43.0
5000 T T T T T T I T T T T
4.60 4.80 5.00 5.20
m/z 89.05 32.99%
Lppso
0‘\\\J!’W\\\“\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15399: Isopropyl butyrate
43.0

4.60 4.80 5.00 5.20
5000 m/z 41.00 28.21%

Jpes
L ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance :

#15400: Isopropy! butyrate T T T T T
43.0 4.60 4.80 5.00 5.20

m/z 60.00 15.71%

) J
0 | I ’hlS.O

m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121823\
Data File : BP@18943.D

Acqg On : 19 Dec 2023 12:17
Operator : MA/JU

Sample : 05823-01 10X

Misc

ALS vial : 47

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M
: SVOA CALIBRATION

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 5 n-Hexadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.104 2.06 ng/ul 276052  Phenanthrene-die 17.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
4 Octadecanoic acid 284 C18H3602 000057-11-4 81
5 Dodecanoic acid 200 C12H2402 000143-07-7 81

Abundance Scan 2553 (18.104 min): BP018943.D\data.ms (-2547) (-] ' m/z 73.00 100.00%

73.0 '
5000
213.1
—— —
“H \ 619 18.00 18.50
Ol L H“Mm_Wm‘?“““?"?7‘9““‘39‘1““5?"5‘1‘ m/z 59.95  74.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
43.0
256.0
5000 — S
129.0 18.00 18.50
m/z 43.05 62.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid
43.0
—— —
18.00 18.50
5000 256.0 m/Z 55.05 59.08%
129.0
oL AL 30,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid T ——
60.0 18.00 18.50
m/z 57.10 58.79%
5000 129.0
“ 213.0
- ‘w‘l\mm“Hm,m‘,‘w‘HWWWWWW ot _——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121823\
Data File : BP©18943.D

Acqg On : 19 Dec 2023 12:17
Operator : MA/JU

Sample : 05823-01 10X

Misc

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.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|
Toluene 4.005 95.6 ng/ul 5311180 1 7.828 1111050 20.0
unknown-01 4.270 2.1 ng/ul 118728 1 7.828 1111050 20.0
Propanoic acid,... 4.452 2.8 ng/ul 155932 1 7.828 1111050 20.0
Isopropyl butyrate 4.911 5.1 ng/ul 284008 1 7.828 1111050 20.0
n-Hexadecanoic ... 18.104 2.1 ng/ul 276052 4 17.210 2677550 20.0

SFAM-EPA-BP120123.MA.M Wed Dec 20 ©2:42:33 2023 10



