LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050224\
Data File : BP020172.D

Acqg On : 03 May 2024 11:23
Operator : MA/JU

Sample : P2220-03 10X

Misc :

ALS Vvial : 40 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-BP050124.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@20172.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.117 3 5 13 rVB 12700 21355 ©0.59% 0.063%
2 3.222 20 23 24 rBV3 12002 11925 0.33% 0.035%
3 3.252 24 28 37 rVB 146930 187649 5.14% 0.549%
4 3,552 75 79 82 rBV2 5750 7006 0.19% 0.021%
5 3.628 89 92 111 rBV2 111971 249677 6.84% 0.731%
6 3.916 134 141 151 rVB2 45012 99684 2.73% 0.292%
7 4.028 157 160 164 rBV4 3956 7131 0.20% 0.021%
8 4.058 164 165 172 rVB7 5276 8755 0.24% 0.026%
9 4.164 178 183 189 rvV 42169 59073 1.62% 0.173%
10 4.240 192 196 201 rVB7 4638 7317 0.20% 0.021%
11  4.340 209 213 220 rBV 51866 71118 1.95% 0.208%
12 4.405 220 224 231 rBV 26531 41143 1.13% 0.120%
13 4.775 280 287 295 rBV 88307 134677 3.69% 0.394%
14 5.622 426 431 439 rBV3 6330 10000 0.27% 0.029%
15 6.822 629 635 654 rBV 77290 181276  4.97% 0.531%
16 6.981 655 662 679 rVW 373746 652504 17.88% 1.910%
17 7.163 686 693 707 rBV 365403 671020 18.38% 1.965%
18 7.622 761 771 782 rBV 419166 722102 19.78% 2.114%
19 8.334 885 892 910 rBV 255411 530940 14.54% 1.555%
20 8.463 910 914 923 rVB 15481 28920 0.79% 0.085%
21 8.787 961 969 984 rBV 517972 951264 26.06% 2.785%
22 8.987 1001 1003 1008 rVB4 4555 6419 0.18% 0.019%
23 9.040 1008 1012 1020 rBv2 4590 8714 0.24% 0.026%
24  9.140 1024 1029 1033 rVB5 3918 6983 0.19% 0.020%
25 9.499 1082 1090 1109 rBV 460281 823195 22.55%  2.410%
26 9.816 1135 1144 1146 rBvi1e 3554 7379 0.20% 0.022%
27 10.034 1174 1181 1211 rBV 484953 1076746 29.50%  3.153%
28 10.398 1232 1243 1257 rVB 632216 1047278 28.69% 3.066%
29 10.551 1261 1269 1293 rBV 395848 965811 26.46% 2.828%
30 10.957 1331 1338 1344 rBV2 18778 41588 1.14% 0.122%
31 11.016 1344 1348 1359 rVvB2 23297 58045 1.59% 0.170%
32 11.251 1380 1388 1393 rBVS 6235 14737 0.40% 0.043%
33 12.016 1513 1518 1527 rvv2 8108 16403 0.45% 0.048%
34 12.604 1614 1618 1629 rvB2 1926 4010 0.11% 0.012%
35 13.175 1710 1715 1722 rVB3 14314 25306 0.69% 0.074%

36 13.710 1796 1806 1824 rBV 1307024 2000678 54.81% 5.858%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050224\
Data File : BP020172.D

Acqg On : 03 May 2024 11:23
Operator : MA/JU

Sample : P2220-03 10X

Misc :

ALS Vvial : 40 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-BP050124.MA.M
Title : SVOA CALIBRATION

37 13.975 1843 1851 1867 rBV 1300748 2152866 58.98% 6.303%

38 14.187 1880 1887 1892 rVB 2432 6242 0.17% 0.018%
39 14.287 1896 1904 1921 rBV 938208 1498175 41.04%  4.387%
40 14.586 1947 1955 1958 rBV2 33728 71594  1.96% 0.210%
41 14.751 1980 1983 1991 rVB1e 5756 11244 ©.31% 0.033%
42 15.157 2049 2052 2057 rBV6 4053 8238 0.23% 0.024%

43 15.310 2071 2078 2095 rVB 1735997 2684025 73.53% 7.859%
44 15.469 2098 2105 2119 rBV 608159 1088100 29.81%  3.186%

45 15.569 2119 2122 2128 rVB6 10869 19256 ©.53% 0.056%
46 16.122 2213 2216 2222 rVB6 4088 6210 0.17% 0.018%
47 16.545 2283 2288 2294 rBV1e 3978 6967 0.19% 0.020%
48 16.675 2305 2310 2316 rBV9 4494 9457  0.26% ©0.028%
49 16.792 2328 2330 2335 rVB6 3001 4288 0.12% 0.013%
50 16.910 2344 2350 2358 rBV9 4384 10561 0.29% 0.031%
51 17.069 2374 2377 2380 rBV5 5066 5098 0.14% 0.015%
52 17.128 2380 2387 2398 rVV 1162370 1829309 50.11% 5.356%
53 17.233 2398 2405 2421 rVV 1982819 3001821 82.23% 8.789%
54 17.351 2422 2425 2429 rVB6 3161 4361 0.12% ©0.013%
55 17.445 2438 2441 2447 rVB6 3749 6688 0.18% 0.020%
56 17.839 2505 2508 2513 rVB7 4994 6181 0.17% 0.018%
57 18.092 2546 2551 2560 rBV 96167 156141 4.28% ©.457%
58 18.163 2560 2563 2567 rVB 7491 11019 ©0.30% ©0.032%
59 18.533 2623 2626 2630 rBV6 4456 5494 0.15% 0.016%
60 18.610 2634 2639 2640 rBvV4 8899 12312 0.34% 0.036%
61 19.180 2731 2736 2740 rBV3 26903 37730 1.03% ©.110%
62 19.263 2744 2750 2755 rBV 23603 51164 1.40% 0.150%
63 19.304 2755 2757 2761 rVB5 9008 11445 0.31% 0.034%
64 19.445 2775 2781 2788 rBV3 57970 107418 2.94%  ©.315%
65 19.633 2807 2813 2824 rVB2 2447512 3650362 100.00% 10.688%
66 20.592 2972 2976 2981 rBV5 28180 52671 1.44% 0.154%
67 21.316 3096 3099 3104 rVB6 22216 35287 ©.97% 0.103%
68 21.621 3145 3151 3163 rBV2 1088528 1831685 50.18% 5.363%
69 24.751 3673 3683 3700 rVB2 1144519 2930544 80.28%  8.580%
70 24.968 3712 3720 3737 rVB 519089 1600369 43.84% 4.686%
71 25.174 3752 3755 3765 rVB3 87168 194887 5.34% ©.571%
72 26.386 3955 3961 3974 rVB3 88089 276945 7.59% 0.811%

Sum of corrected areas: 34153982
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050224\
Data File : BP020172.D

Acqg On : 03 May 2024 11:23
Operator : MA/JU

Sample : P2220-03 10X

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BP020172.D\data.ms
2000000
1500000
1000000
10.398
8.787
500000 6.98163 7-622 9.499 10.034 551
B 952 8. 334
4--3.62 4.77
0%3.55@9-%% [ 5.622 6.82 463 @wra0 || 9.81 101986251 12.016 12.604_
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\ \\\\‘\\\\‘\\\\\\\\\\\
Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 lO 00 10 50 11.00 11.50 12.00 12.50
Abundance TIC: BP020172.D\data.ms
19.633
2000000 17.233
15.310
1500000
13.718975
17.128 21.621
1000000 14.287
15.469
500000
21.316
13.175 141 146505515, 1515.569 16,1221 6L AASTOREAST 518 165865630 1 20592
e e R e e S e e e e e e e e e T e TR T T e T e e
Time--> 13.00 13.50 14. OO 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BP020172.D\data.ms
2000000
1500000
24.751
1000000
4.968
500000
5.174 26.386
JAN
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050224\
Data File : BP020172.D

Acqg On : 03 May 2024 11:23
Operator : MA/JU

Sample : P2220-03 10X

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.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 Spiro[2,4]hepta-4,6-diene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.916 2.76 ng/ul 99684  1,4-Dichlorobenzene-d4 7.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Spiro[2,4]hepta-4,6-diene 92 C7H8 000765-46-8 90

2 Toluene 92 C7H8 000108-88-3 87

3 1,3,5-Cycloheptatriene 92 C7H8 000544-25-2 87

4 Toluene 92 C7H8 000108-88-3 87

5 Toluene 92 C7H8 000108-88-3 87

Abundance Scan 141 (3.916 min): BP020172.D\data.ms (-134) (-) m/z 91.05 100.00%
91.0

5000

—

N | 3.60 3.80 4.00 4.20
bt 207,226533233 4170 484.0548! /. 93 19  55.12%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2777 Spiro[2,4]hepta-4,6-diene
91.0
5000 LN N R R
3.60 3.80 4.00 4.20
m/z 43.00 14.68%
‘?Z\'P"\‘J\\ ’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2756 Toluene
91.0

3.60 3.80 4.00 4.20
5000 m/z 65.05 14.36%

ZT'R. ,d

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

Abundance #2775: 1,3,5-Cycloheptatriene
91.0 3.60 3.80 4.00 4.20

m/z 39.00 11.15%

-

5000

=

ZTF | A’

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\BP050224\
Data File : BP020172.D

Acqg On : 03 May 2024 11:23
Operator : MA/JU

Sample : P2220-03 10X

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124.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 2 TIsopropyl butyrate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.775 3.73 ng/ul 134677 1,4-Dichlorobenzene-d4 7.622

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 86
2 Isopropyl butyrate 130 C7H1402 000638-11-9 86
3 Isopropyl butyrate 130 C7H1402 000638-11-9 83
4 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 72
5 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 64
Abundance Scan 287 (4.775 min): BP020172.D\data.ms (-280) (-) m/z 43.05 100.00%
43.0
w Ajk [k
R N RN EES S S REEE
151 00, 4.40 4.60 4.80 5.00
Ol LT 207.2 281434143994 AT7.1 54T\ myz 71.85  71.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15399: Isopropyl butyrate
43.0
5000 U L UL B B B
4.40 4.60 4.80 5.00
m/z 41.10 32.18%
15.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15396: Isopropyl butyrate
43.0

4.40 4.60 4.80 5.00
5000 m/z 89.05 26.78%

L[] s

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

Abundance #15400: Isopropyl butyrate R RRREEEL S
43.0 4.40 4.60 4.80 5.00

m/z 42.05 14.80%

LI 50

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050224\
Data File : BP020172.D

Acqg On : 03 May 2024 11:23
Operator : MA/JU

Sample : P2220-03 10X

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124 .MA.M

: SVOA CALIBRATION

¢ 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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
25.174 2.44 ng/ul 194887 Perylene-d12 24.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontane 422 C30H62 000638-68-6 89
2 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 86
3 Octacosane 394 C28H58 000630-02-4 81
4 Ethanol, 2-(octadecyloxy)- 314 C20H4202 002136-72-3 76
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 76

Abundance Scan 3755 (25.174 min): BP020172.D\data.ms (-3752) (-  m/z 57.10 100.00%
57.1

5000 NW%VWWMJ/\VWMMMWM
207.1 - e
1972 ‘ 671 25.00 25.50
MU ] 200 3812 42034895509, 0 10 70.51%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #314331: Triacontane
57.0
5000 s ey
25.00 25.50
m/z 43.10 64.07%
127.0
ey J JZJ |1 x1|9.7'.0 267.0 337.0 42?'0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141075: Hexadecane, 7,9-dimethyl-
57.0
T Y
25.00 25.50
5000 ITI/Z 85.10 50.71%
155.0
A e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane R I
57.0 25.00 25.50
m/z 55.10 25.91%
- MN%MWWﬂWJAkwmmﬁwwww
1111 A27-0 1970 281.0 394.0
A A S e e R e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 25.00 25.50
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Data Path : Z:

Data File : B

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP050224\
P020172.D

Acqg On : 03 May 2024 11:23
Operator : MA/JU

Sample : P2220-03 10X

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050124 .MA.M

: SVOA CALIBRATION

¢ 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 (DEL) Alkane: Straight-Chai... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
26.386 3.46 ng/ul 276945  Perylene-di2 24.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 93
3 Hexacosane 366 C26H54 000630-01-3 90
4 Octadecane, 5,14-dibutyl- 366 C26H54 055282-13-8 90

5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87

Abundance Scan 3961 (26.386 min): BP020172.D\data.ms (-3955) (-  m/z 57.10 100.00%

57.1
5000
— —T
} HZ?Z 207.2 2811 355.2 26.00 26.50
A AL Ly i L 222 1824770 549 s 71,10 76.22%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 T —
26.00 26.50
m/z 43.10 64.39%
il 239.0
\\"\}\\\l‘\ﬁd\\\‘l\%\\‘\\\l\‘\\2\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275544: Docosane, 11-butyl-
57.0
— —
26.00 26.50
5000 ITI/Z 85.10 53.67%
127.0
AMULETS 200 00360
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane R —
57.0 26.00 26.50
m/z 55.05 26.21%
- NJ\M
\J || 270 1970 2670 367.0
‘H‘H“_‘H‘ AR R R R — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 26.00 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP050224\
Data File : BP020172.D

Acqg On : 03 May 2024 11:23
Operator : MA/JU

Sample : P2220-03 10X

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@50124.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|
Spiro[2,4]hepta... 3.916 2.8 ng/ul 99684 1 7.622 722102 20.0
Isopropyl butyrate 4.775 3.7 ng/ul 134677 1 7.622 722102 20.0
(DEL) Alkane: S... 25.174 2.4 ng/ul 194887 6 24.968 1600370 20.0
(DEL) Alkane: S... 26.386 3.5 ng/ul 276945 6 24.968 1600370 20.0
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