LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP015548.D

Acqg On : 15 Jun 2023 08:53
Operator : MA/JU

Sample : 03088-07

Misc :

ALS Vvial : 43 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-BP060723.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@15548.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.405 35 37 42 rvB3 8698 12487 0.34% 0.043%
2 3.916 121 124 125 rBV3 5756 7032 0.19% 0.024%
3 4.081 148 152 162 rVB2 13389 28229 0.77% 0.096%
4 4.416 206 209 213 rBV4 8307 10385 0.28% 0.035%
5 5.010 307 310 313 rvVvB5 3594 4650 0.13% 0.016%
6 5.134 326 331 334 rBV5S 4284 7270 0.20% 0.025%
7 6.046 482 486 494 r\VWV10 4806 9646 ©.26% ©.033%
8 6.304 523 530 536 rVvVé6 7040 17474 0.48% 0.060%
9 6.746 599 605 610 rVB5 8752 14594 0.40% 0.050%
10 7.246 682 690 702 rBV 145728 305036 8.31% 1.041%
11  7.41e 712 718 730 rVW 119613 199179 5.42% 0.680%
12 7.510 731 735 740 rVB8 3850 6867 0.19% 0.023%
13 7.616 746 753 761 rBV 152552 271606 7.40% 0.927%
14 8.087 826 833 844 rBV 312547 520381 14.17% 1.777%
15 8.804 947 955 968 rBV 163610 311584 8.48% 1.064%
16 8.928 968 976 982 rBV 125223 223400 6.08% 0.763%
17 9.204 1019 1023 1025 rVB5 3176 3703 0.10% 0.013%
18 9.263 1027 1033 1047 rVV 149403 279574  7.61% 0.954%
19 9.428 1056 1061 1062 rBV5 3980 5981 0.16% 0.020%
20 9.992 1148 1157 1168 rBV 129533 249715 6.80% 0.853%
21 10.210 1187 1194 1204 rBV 10580 41843 1.14% 0.143%
22 10.357 1215 1219 1228 rVB3 12073 23819 0.65% 0.081%
23 10.539 1243 1250 1274 rBV 160671 362031 9.86% 1.236%
24 10.910 1306 1313 1326 rVB 486423 844068 22.98%  2.882%
25 11.069 1332 1340 1354 rBV 82115 197010 5.36% 0.673%
26 11.381 1391 1393 1398 rVB5 2510 3768 0.10% 0.013%
27 11.475 1401 1409 1417 rBV5S 6306 19953 0.54% 0.068%
28 11.751 1449 1456 1462 rBV9 6341 18425 0.50% 0.063%
29 12.139 1519 1522 1528 rBV8 3534 5919 0.16% 0.020%
30 12.304 1547 1550 1553 rBV5 2653 3831 ©.10% 0.013%
31 12.498 1579 1583 1585 rvvs 4139 6647 ©0.18% 0.023%
32 13.045 1673 1676 1679 rBV5 2461 3746 0.10% 0.013%
33 13.081 1679 1682 1691 rVB5 6974 14244 0.39% 0.049%
34 13.333 1718 1725 1730 rBvV8 6011 9653 0.26% 0.033%
35 13.498 1748 1753 1755 rBV6 2336 4137 0.11% 0.014%
36 13.610 1763 1772 1780 rBV2 35502 59603 1.62% 0.203%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP015548.D

Acqg On : 15 Jun 2023 08:53
Operator : MA/JU

Sample : 03088-07

Misc :

ALS Vvial : 43 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-BP060723.MA.M
Title : SVOA CALIBRATION
37 14.045 1840 1846 1851 rBV1e 9444 14123 ©0.38% ©0.048%
38 14.133 1853 1861 1869 rBV 414141 610861 16.63% 2.086%
39 14.245 1877 1880 1884 rVB6 4531 6241 0.17% 0.021%
40 14.369 1897 1901 1902 rBV4 3891 5054 0.14% 0.017%
41 14.422 1904 1910 1925 rVV 438128 700208 19.06%  2.391%
42 14.563 1930 1934 1938 rVV6 7640 12221 0.33% 0.042%
43 14.604 1938 1941 1944 rVB4 3698 4541 0.12% 0.016%
44 14.675 1949 1953 1956 rBV3 14519 18988 ©0.52% 0.065%
45 14.728 1956 1962 1969 rBV 823453 1205727 32.83% 4.116%
46 14.969 1994 2003 2021 rBvVS8 41442 161158 4.39% 0.550%
47 15.139 2029 2032 2037 rBV6 9547 14422 0.39% 0.049%
48 15.633 2110 2116 2120 rBV7 13651 21967 0.60% 0.975%
49 15.722 2124 2131 2143 rBV 587456 917607 24.98% 3.133%
50 15.857 2148 2154 2166 rVV 105791 208692 5.68% 0.712%
51 15.963 2169 2172 2176 rVB6 8387 12061 0.33% 0.041%
52 16.086 2188 2193 2200 rBV 75572 116180 3.16% 0.397%
53 16.286 2224 2227 2233 rVB7 8670 12348 0.34% 0.042%
54 16.445 2247 2254 2259 rBV7 12227 27847 0.76%  0.095%
55 16.580 2273 2277 2280 rBV6 9887 14378 ©0.39% 0.049%
56 17.269 2390 2394 2398 rBV6 4839 9833 0.27% 0.034%
57 17.363 2406 2410 2411 rBV4 14523 17119 ©0.47% 0.058%
58 17.427 2418 2421 2425 rBV6 10782 15749 0.43% 0.054%
59 17.486 2425 2431 2441 rVV 1064921 1615744 43.99% 5.516%
60 17.586 2443 2448 2461 rVB2 607668 907133 24.70% 3.097%
61 17.821 2485 2488 2493 rBV7 9600 15032 0.41% 0.051%
62 18.127 2537 2540 2544 rVB6 11001 12070 0.33% 0.041%
63 18.233 2555 2558 2562 rVB4 19972 24808 0.68% 0.085%
64 18.286 2563 2567 2572 rBV 84830 114192 3.11% 0.390%
65 18.345 2572 2577 2586 rBV 478472 656348 17.87% 2.241%
66 19.121 2707 2709 2715 rVB 45271 57429 1.56% 0.196%
67 19.427 2759 2761 2763 rBV3 31314 32610 0.89% 0.111%
68 19.457 2763 2766 2768 rVV3 69803 87278 2.38% 0.298%
69 19.480 2768 2770 2778 rVB 104616 150692 4.10% 0.514%
70 19.568 2781 2785 2796 rBV 180927 253783 6.91% 0.866%
71 19.810 2820 2826 2836 rBV 685799 1014692 27.63% 3.464%
72 21.245 3066 3070 3080 rBvV4 251284 433323 11.80% 1.479%
73 21.568 3119 3125 3131 rBV 1285945 1831076 49.86% 6.251%
74 22.080 3201 3212 3224 rVB5 510037 2252444 61.33% 7.690%
75 23.286 3412 3417 3423 rVB 777351 1242374 33.83% 4.242%

76 23.951 3524 3530 3539 rVB2 455943 1005398 27.37%  3.432%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP015548.D

Acqg On : 15 Jun 2023 08:53
Operator : MA/JU

Sample : 03088-07

Misc

ALS Vvial : 43 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-BP060723.MA.M
Title : SVOA CALIBRATION

77 24.115 3552 3558 3572 rVB 738067 1641559 44.70% 5.604%
78 24.627 3639 3645 3653 rVB3 439225 926597 25.23% 3.163%
79 24.739 3657 3664 3675 rVB 1644746 3672749 100.00% 12.539%
80 24.862 3679 3685 3692 rBV5 178896 562755 15.32%  1.921%

81 26.727 3994 4002 4026 rVB 729795 2545652 69.31% 8.691%

Sum of corrected areas: 29290553
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

¢ 15 Jun 2023 08:53
: MA/JU
. 03088-07

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
BPO15548.D

: 43  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.MA.M

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BP015548.D\data.ms

2000000

1500000

1000000

500000

8.087
7.246116 8.804bg9.263
o 3.405 3.946814.416 5.61184 6.046.304 6.746 5 9.2(428
\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 350 4.00 450 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 1050 11.00 11.50
Abundance TIC: BP015548.D\data.ms

2000000

1500000

17.486
1000000
14.728 19.810
500000 14.134.422

121330498 1ROER E33GE0 14.0452458050%5 5

Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance
2000000

1500000

1000000

500000

TIC: BP015548.D\data.ms
24.739

21.568

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\BP061423\
Data File : BP@15548.D

Acqg On : 15 Jun 2023 08:53
Operator : MA/JU

Sample : 03088-07

Misc

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 Aceto phenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.928 8.59 ng/ul 223400 1,4-Dichlorobenzene-d4 8.087

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetophenone 120 C8H80 000098-86-2 97
2 Acetophenone 120 C8H80 000098-86-2 94
3 Acetophenone 120 C8H80 000098-86-2 91
4 Acetophenone 120 C8H80 000098-86-2 91
5 Acetophenone 120 C8H80 000098-86-2 90
Abundance Scan 976 (8.928 min): BP015548.D\data.ms (-968) (-) m/z 105.00 100.00%
105.0
5000 /\\A
o RAREEEL s N REERY
43{0 l 207.0 8.60 8.80 9.00 9.20
o dbud Lt 207:0267.9 3407 414.7 491.2549. ., 76,95  76.57%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10645: Acetophenone
105.0

5000 T
8.60 8.80 9.00 9.20

0 m/z 50.95 27.48%

43 ’
‘\\l\l‘\J’\\‘l‘\”\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
105.0

8.60 8.80 9.00 9.20

o

5000 ITI/Z 120.00 20.82%
43.0
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10649: Acetophenone o AREEEL s R
105.0 8.60 8.80 9.00 9.20

m/z 50.00 12.12%

Al

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP@15548.D

Acqg On : 15 Jun 2023 08:53
Operator : MA/JU

Sample : 03088-07

Misc

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.345 8.12 ng/ul 656348  Phenanthrene-di10 17.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 Tridecanoic acid 214 C13H2602 000638-53-9 95
4 Tetradecanoic acid 228 C14H2802 000544-63-8 94
5 Tridecanoic acid 214 C13H2602 000638-53-9 93
Abundance Scan 2577 (18.345 min): BP015548.D\data.ms (-2572) (| m/z 72.95 100.00%
3.0
5000 /L
213.2 = e
s
ol H‘M bl Ll 11 282.0343.0402.2460.95195 sz 59.95  81.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00 18.50
“ 213.0 m/z 43.00 79.39%
O‘\\\\“‘ \l\h\h\“}\"l\\‘\\\"\\l\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0 256.0
== —
18.00 18.50
5000 m/z 57.10 66.22%
129.0
0 194.0
T e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid == —
73.0 18.00 18.50
m/z 41.05 65.01%
5000
171.0
o“\ JM',\H, = —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP@15548.D

Acqg On : 15 Jun 2023 08:53
Operator : MA/JU

Sample : 03088-07

Misc

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.568 2.77 ng/ul 253783  Chrysene-di12 21.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 99
4 Tetradecanoic acid 228 C14H2802 000544-63-8 91
5 Octadecanoic acid 284 C18H3602 000057-11-4 91

Abundance Scan 2785 (19.568 min): BP015548.D\data.ms (-2781) (- m/z 73.00 100.00%

9.

%

5000
185.1
IR e
O by L) | 3420 42924901547/ 43 90 83.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 — ‘
185.0 19.50
‘ ‘ m/z 59.95 74.38%
O‘\\I\U“\ ’ \”\M\\“\\\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
RN \
19.50
5000 ITI/Z 55.00 72.52%
185.0 284.0
o b L L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid ——
43.0 19.50
m/z 57.05 70.49%
5000 129.0
284.0
o_“"“‘ ”J““J“*\“ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP@15548.D

Acqg On : 15 Jun 2023 08:53
Operator : MA/JU

Sample : 03088-07

Misc

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.245 4.73 ng/ul 433323  Chrysene-di12 21.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 95
2 1-Docosene 308 C22H44 001599-67-3 93
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
4 1-Hexacosene 364 C26H52 018835-33-1 93

5 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93

Abundance Scan 3070 (21.245 min): BP015548.D\data.ms (-3066) (- m/z 57.05 100.00%

57.0
5000

i —
‘ 1%‘51 20‘7'0 8113110 4301 21.00 21.50
0l ,Hm“ bbb sl ooy - 3410 430.1490.0549. s 43,05 92.65%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #138523: 5-Octadecene, (E)-
55.0

5000 | L L

21.00 21.50
m/z 55.00 81.57%

I‘M 252.0
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0

7
21.00 21.50

o

5000 m/z 83.05 75.43%
125.0 308.0
195.0
O e e e e R T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #326112: Heptadecyl heptafluorobutyrate 7 —
57.0 21.00 21.50

m/z 69.05 73.10%

5000
‘ 1%5 .0
i 238.0 434.0

(IRAUE ¥ R B Y NN I G . .2 L B — —
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

. 15

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
BPO15548.D

Jun 2023 08:53

: MA/JU
. 03088-07

. 43

hod
le

ry

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.MA.M
: SVOA CALIBRATION

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 5 5-Bromo-4-oxo-4,5,6,7-tetra... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
22.080 24.60 ng/ul 2252440  Chrysene-d12 21.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Friedelan-3-one 426 C30H500 000559-74-0 99
2 Friedelan-3-one 426 C30H500 000559-74-0 95
3 5-Bromo-4-o0xo0-4,5,6,7-tetrahydro... 216 C6H5BrN202 300574-36-1 60
4 Costunolide 232 C15H2002 000553-21-9 50
5 3-Cyclopentylpropionic acid, but... 194 C12H1802 1000292-46-4 47

Abundance Scan 3212 (22.080 min): BP015548.D\data.ms (-3201) (- m/z 69.00 100.00%
69.0
5000 /’J\b
163.1
} 273. T ‘
22.00
ol «‘ ,M\ “ i ‘ M Hd Jﬂ\ M \M‘ ! “L (L39S 4893549 o 95 s 03.15%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #316501: Friedelan-3-one
69.0
5000 —— :
22.00
H 187.0 545.0 273.0 1260 m/z 109.10  74.83%
O TT ‘\ ‘\‘ "’\ \ \H‘H‘}\ J‘\‘”I \nl\‘“‘\ ld J‘\"\ \LJL “\‘ \‘\\ \\ ‘\\:\3%\]- \()\ TT ‘ \l \\\ T ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
69.0
T 7 \
22.00
5000 m/z 55.00 72.55%
135.0
205.0 273.0
426.0
341.0
I 8 e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #94635: 5-Bromo-4-0x0-4,5,6,7-tetrahydrobenzofurazan e |
109.0 22.00
45.0 m/z 81.05 70.94%
218.0
5000
0 e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP@15548.D

Acqg On : 15 Jun 2023 08:53
Operator : MA/JU

Sample : 03088-07

Misc

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.286 15.14 ng/ul 1242370  Perylene-di12 24.115
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 96
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Hexacosane, 1l-iodo- 492 C26H53I 1000406-32-1 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3417 (23.286 min): BP015548.D\data.ms (-3412) (|  m/z 57.85 100.00%
57.0
== —
ob AU LEL 1972 265.08234 43114901548 1/, 7116 go.88Y%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 e —
23.00 23.50
m/z 43.05 65.00%
239.0
O‘\\\ ’\I\‘\‘\\J“]-\EZ.\‘O‘J\‘\\\‘\\\“\‘\\\3\0‘\8\.\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
— —
23.00 23.50
5000 m/z 85.10 50.56%
0 127.0 197.0 296.0
e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane = ==
57.0 23.00 23.50
m/z 55.00 24.78%
o L1270 1570 20 3en0
R e R e e S R REaRsEEE e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP@15548.D

Acqg On : 15 Jun 2023 08:53
Operator : MA/JU

Sample : 03088-07

Misc

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 7 wunknown-01 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24.627 11.29 ng/ul 926597  Perylene-di2 24.115
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 1-pyreneethanoate 274 C19H1402 073654-19-0 35
2 Cholesta-6,22,24-triene, 4,4-dim... 394 C29H46 1000128-66-9 35
3 5-Chloro-2-methoxyphenylamine, N... 215 C9H10C1NO3 1000343-98-2 25
4 1-Pyrenebutanoic acid 288 C20H1602 003443-45-6 25
5 Stigmasta-5,22-diene, 3-methoxy-... 426 C30H500 010453-25-5 20

Abundance Scan 3645 (24.627 min): BP015548.D\data.ms (-3639) (- m/z 215.15 100.00%

69.1 215.2
5000 145.0 274.1 393.4

e
| . 2450 2500
il 3.3 153861 /7 69.10  87.43%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #166311: Methyl 1-pyreneethanoate
215.0

5000 LN
274.0 24.50 25.00
m/z 55.05 74.15%

Ozgo 107.0 L
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance

55.0

T
24.50 25.00

o

5000 m/z 255.15 70.02%
145.0 255.0 394.0
(IR TL S Y T O U A S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #93531: 5-Chloro-2-methoxyphenylamine, N-methoxycar e e
215.0 24.50 25.00

m/z 105.00  65.35%

5000
93.0 15610
290 | [ooh

7 T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP@15548.D

Acqg On : 15 Jun 2023 08:53
Operator : MA/JU

Sample : 03088-07

Misc

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24.739  44.75 ng/ul 3672750  Perylene-di12 24.115
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Docosane, 1l-iodo- 436 C22HA45I 1000406-31-9 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 3664 (24.739 min): BP015548.D\data.ms (-3657) (- m/z 57.05 100.00%
57.0
- /\/«\
‘ ’ \F 1972 24.50 25.00
o_mw w‘mw‘“?‘67‘1‘_‘351‘4‘4‘1‘5“1““‘?9&?4‘7‘ m/z 71. 70.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
5000
24 50 25 00
m/z 61.85%
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
24 50 25 00
5000 m/z 85.05 50.80%
. 127.0 197.0 309.0
T T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #307033: Octacosane, 2-methyl- —— =
57.0 24. 50 25.00
m/z 24.78%
5000
oL LLLLEZT0 1970 2670 3650
‘H‘W‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24 50 25 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP@15548.D

Acqg On : 15 Jun 2023 08:53
Operator : MA/JU

Sample : 03088-07

Misc

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 9 (DEL) Alkane: Cyclic24.862 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
24.862 6.86 ng/ul 562755  Perylene-di2 24.115
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 96
2 Cyclodocosane, ethyl- 336 C24H48 1000151-22-6 94
3 1-Tetracosene 336 C24H48 010192-32-2 91
4 1-Tricosene 322 C23H46 018835-32-0 90
5 Octacosanol 410 C28H580 000557-61-9 87
Abundance Scan 3685 (24.862 min): BP015548.D\data.ms (-3679) (- m/z 83.05 100.00%
83.0
- JL
= —
281.1 24.50 25.00
157.0 355.1 : : :
0 "‘\'illm 2RAL | 35014151 4909549 . 57 00  o5.39%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244233: Cyclotetracosane
83.0
5000 336.0 LN LA
24.50 25.00
m/z 97.05 85.76%
153.0
Ozd\.\‘uu“\\\“\\M"\‘I\ \IZ\":‘L?\:‘(\)'\ ‘|2\“7\l\9\.(‘)l\\\l\‘\\\\‘\\\\‘H\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
— —
24.50 25.00
5000 m/z 55.00 78.69%
195.0 307.0
0 195.0
AR L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244231: 1-Tetracosene T —
43.0 24.50 25.00
m/z 69.05 76.15%
111.0
5000
bl PR Y e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP@15548.D

Acqg On : 15 Jun 2023 08:53
Operator : MA/JU

Sample : 03088-07

Misc

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
26.727 31.02 ng/ul 2545650  Perylene-d12 24.115
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonacosane 408 C29H60 000630-03-5 97
2 Heptadecane 240 C17H36 000629-78-7 94
3 Heneicosane, 1l-pentyl- 366 C26H54 014739-72-1 94
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 93
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93

Abundance Scan 4002 (26.727 min): BP015548.D\data.ms (-3994) (- m/z 57.00 100.00%

57.0
5000

T
26.50 27.00

1
0 ‘Huﬂ [A972 2891 385344445065 n/; 71,10 69.38%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #307031: Nonacosane
57.0
5000 s —-
26.50 27.00

m/z 43.10  58.22%

1
710 1970 2670 3370 4080
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0

T
26.50 27.00

o

5000 m/z 85.10 50.86%
0 127.0 240.0
e T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275552: Heneicosane, 11-pentyl- = 7
43.0 26.50 27.00

m/z 55.00  25.51%

5000
224.0 205.0
5.
|30 “ 364.0

0 H"H‘NMVHﬁu\H"H“H“_“W“H“H‘,H“W“W‘

T T
m/z--> 50 100 150 200 250 300 350 400 450 500 26.50 27.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP015548.D

Acqg On : 15 Jun 2023 08:53
Operator : MA/JU

Sample : 03088-07

Misc

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@60723.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|
Aceto phenone 8.928 8.6 ng/ul 223400 1 8.087 520381 20.0
n-Hexadecanoic ... 18.345 8.1 ng/ul 656348 4 17.486 1615740 20.0
Octadecanoic acid 19.568 2.8 ng/ul 253783 5 21.568 1831080 20.0
(DEL) Alkane: S... 21.245 4.7 ng/ul 433323 5 21.568 1831080 20.0
5-Bromo-4-oxo-4... 22.080 24.6 ng/ul 22524406 5 21.568 1831080 20.0
(DEL) Alkane: S... 23.286 15.1 ng/ul 1242370 6 24.115 1641560 20.0
unknown-01 24.627 11.3 ng/ul 926597 6 24.115 1641560 20.0
(DEL) Alkane: S... 24.739 44.8 ng/ul 3672750 6 24.115 1641560 20.0
(DEL) Alkane: C... 24.862 6.9 ng/ul 562755 6 24.115 1641560 20.0
(DEL) Alkane: S... 26.727 31.0 ng/ul 2545650 6 24.115 1641560 20.0
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