LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092023\
Data File : BP©17248.D

Acqg On : 20 Sep 2023 20:17
Operator : MA/JU

Sample : 04330-05

Misc :

ALS Vvial : 17 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-BP092023.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@17248.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.311 35 38 43 rVB 21993 24790 0.98% 0.087%
2 3.852 127 130 134 rVB 44742 53700 2.13% 0.188%
3 3.934 139 144 151 rVB2 68282 103008 4.08% 0.360%
4 4.052 161 164 169 rvB2 17366 25086 ©0.99% 0.088%
5 4.275 199 202 207 rVB2 25035 33904 1.34% 0.119%
6 4.440 227 230 235 rVB5 12059 18548 0.73% 0.065%
7 4.634 260 263 269 rVB8 13623 18822 0.75% 0.066%
8 4.693 269 273 279 rBV3 16362 25954 1.03% 0.091%
9 4,987 319 323 328 rVB 38471 55258 2.19% 0.193%
10 5.111 340 344 347 rBV5 9435 11944 0.47% 0.042%
11 5.240 361 366 370 rBvV8 5679 10882 0.43% 0.038%
12 5.752 448 453 459 rBv4 8088 11602 0.46% 0.041%
13 5.893 469 477 484 rVB5 17144 33170 1.31% 0.116%
14 6.781 624 628 636 rVB5 13225 18134 0.72% 0.063%
15 6.893 643 647 652 rBV7 8966 15432 0.61% 0.054%
16 7.093 675 681 695 rBV 435578 775954 30.74%  2.715%
17 7.281 705 713 721 rBV 368634 571747 22.65% 2.000%
18 7.463 733 744 753 rBV 406925 680748 26.97% 2.382%
19 7.616 766 770 778 rVB1o 9637 20008 0.79% 0.070%
20 7.940 817 825 834 rBV 828375 1295596 51.33% 4.533%
21 8.652 939 946 955 rBvV2 236392 405719 16.07% 1.420%
22 8.793 962 970 977 rBV 170551 275249 10.90% 0.963%
23 8.934 985 994 1001 rBv2 18094 44421 1.76% 0.155%
24 9.010 1004 1007 1011 rVB5 7938 12536 0.50% 0.044%
25 9.140 1015 1029 1039 rBV 407930 693418 27.47%  2.426%
26 9.222 1039 1043 1045 rvv3 13418 19215 0.76% 0.067%
27 9.257 1045 1049 1052 rVB5 10850 17361 0.69% 0.061%
28 9.340 1059 1063 1069 rVBS8 5457 12296 0.49% 0.043%
29 9.616 1104 1110 1116 rBVS8 7208 18899 0.75% 0.066%
30 9.852 1136 1150 1160 rBV 291341 518857 20.56%  1.815%
31 9.999 1168 1175 1180 rBV2 96801 189232 7.50% 0.662%
32 10.222 1206 1213 1219 rVB2 40265 72479 2.87% 0.254%
33 10.381 1232 1240 1250 rVB 400915 698144 27.66% 2.443%
34 10.587 1271 1275 1280 rVB8 8916 14534 ©.58% 0.051%
35 10.657 1281 1287 1290 rVvB3 17575 26373 1.04% 0.092%

36 10.763 1298 1305 1312 rBV 1061197 1738217 68.86% 6.082%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092023\
Data File : BP©17248.D

Acqg On : 20 Sep 2023 20:17
Operator : MA/JU

Sample : 04330-05

Misc :

ALS Vvial : 17 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-BP092023.MA.M
Title : SVOA CALIBRATION
37 10.828 1312 1316 1324 rVB3 21465 38529 1.53% 0.135%
38 10.928 1326 1333 1342 rBV 275159 508991 20.16% 1.781%
39 11.175 1370 1375 1381 rVB5 16199 29394 1.16% 0.103%
40 11.328 1393 1401 1405 rBV1e 15489 39052 1.55% 0.137%
41 11.522 1430 1434 1440 rBV7 12094 26315 1.04% 0.092%
42 11.593 1441 1446 1451 rVWv2 19733 41258 1.63% 0.144%
43 11.698 1458 1464 1468 rBV2 39309 59004 2.34% 0.206%
44 11.751 1470 1473 1478 rVV6 13186 23846 0.94% 0.083%
45 11.804 1478 1482 1487 rVB8 8478 14860 ©.59% 0.052%
46 11.898 1495 1498 1504 rBV6 13976 22064 0.87% 0.077%
47 11.969 1504 1510 1516 rBv4 24481 45953 1.82% 0.161%
48 12.110 1529 1534 1538 rVB 41304 56844  2.25% 0.199%
49 12.169 1539 1544 1547 rBv4 11359 20388 0.81% 0.071%
50 12.234 1552 1555 1559 rBV6 7271 12130 0.48% 0.042%
51 12.422 1583 1587 1591 rBV6 15297 26840 1.06% 0.094%
52 12.516 1599 1603 1604 rBv4 14612 18075 0.72% 0.063%
53 12.640 1622 1624 1630 rBV6 7720 12867 ©.51% 0.045%
54 12.745 1637 1642 1649 rBV1@ 20066 43754 1.73% ©0.153%
55 12.916 1669 1671 1677 rVB6 11113 14846 ©0.59% 0.052%
56 13.057 1690 1695 1700 rVB2 93789 133990 5.31% 0.469%
57 13.351 1736 1745 1751 rBV2 105482 222629 8.82% 0.779%
58 13.440 1756 1760 1765 rVB4 35966 71419 2.83% 0.250%
59 13.745 1808 1812 1815 rBV5 30007 51158 2.03% 0.179%
60 13.969 1847 1850 1851 rBV2 40174 43776 1.73% 0.153%
61 14.016 1852 1858 1863 rVB 915521 1397368 55.36% 4.889%
62 14.298 1900 1906 1913 rBV 1050994 1646106 65.21% 5.760%
63 14.428 1925 1928 1937 rVB 154132 217278 8.61% 0.760%
64 14.598 1952 1957 1969 rVB 1393165 2144158 84.94% 7.502%
65 14.834 1994 1997 2001 rBV3 60411 90280 3.58% 0.316%
66 14.928 2010 2013 2018 rVB 57736 61800 2.45% 0.216%
67 15.045 2029 2033 2040 rBv4 87698 153349 6.08% 0.537%
68 15.387 2088 2091 2096 rVB 236953 265817 10.53% 0.930%
69 15.598 2122 2127 2134 rVB 1288200 1834867 72.69% 6.420%
70 15.787 2154 2159 2164 rBV 320107 510123 20.21% 1.785%
71 16.269 2235 2241 2246 rBV 884094 1478528 58.57% 5.173%
72 17.057 2372 2375 2378 rBV 295810 343227 13.60% 1.201%
73 17.098 2378 2382 2387 rVB 742060 1076802 42.66% 3.768%
74 17.375 2424 2429 2441 rVB 1652324 2524211 100.00%  8.832%
75 17.475 2441 2446 2451 rBV 1220196 1781734 70.59% 6.234%

76 17.804 2499 2502 2508 rVB 320972 394005 15.61% 1.379%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092023\
Data File : BP©17248.D

Acqg On : 20 Sep 2023 20:17
Operator : MA/JU

Sample : 04330-05

Misc

ALS Vvial : 17 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-BP092023.MA.M
Title : SVOA CALIBRATION
77 19.716 2823 2827 2832 rBV 1840952 2521778 99.90%  8.823%

Sum of corrected areas: 28580650
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

© 20 Sep 2023 20:17
: MA/JU
. 04330-05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092023\
BP017248.D

: 17  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.MA.M

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1le+07

8000000

6000000

4000000

2000000

0
Time-->

9.140 1
13311  3BABERABAMIIN GIFIAA0  5.75293 66803, /L /\7 216 f\ 8.652080mamo 615 B 809 25 A 0t cssi%%?myaz EER

TIC: BP017248.D\data.ms

10.763

350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance
1le+07

8000000

6000000

4000000

2000000

TIC: BP017248.D\data.ms

98 15.598 16.269

Time-->

o HE98

12.00 12,50 13.00 13,50 14.00 14.50 15.00 15,50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance
1e+07

8000000

6000000

4000000

2000000

Time-->

TIC: BP017248.D\data.ms

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\BP092023\
Data File : BP@17248.D

Acqg On : 20 Sep 2023 20:17
Operator : MA/JU

Sample : 04330-05

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 Benzoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.999 2.18 ng/ul 189232  Naphthalene-d8 10.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid 122 C7H602 000065-85-0 97
2 Benzoic acid 122 C7H602 000065-85-0 96
3 Benzoic acid 122 C7H602 000065-85-0 95
4 Benzoic acid 122 C7H602 000065-85-0 95
5 .beta.-1,5-0-Dibenzoyl-ribofuranose 358 C19H1807 1000129-71-8 91

Abundance Scan 1175 (9.999 min): BP017248.D\data.ms (-1168) () | m/z 105.00 100.00%

105.0
5000
=
39. 10.00
bbbl oL 2088 28093405 4252 5087 m/z 122.00  86.23%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11264: Benzoic acid
105.0
5000 RN
10.00
% m/z 77.00  79.14%
O‘\‘\‘!‘lf“!H“\\J‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11265: Benzoic acid
105.0
=
10.00
5000 ITI/Z 50.95 29.31%
45p“
ot -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 ﬁMw
Abundance #11261: Benzoic acid 7 ‘
105.0 10.00
m/z 50.00 17.88%
5000
39#1
0 il e e e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP092023\

Data File : BP@17248.D

Acqg On : 20 Sep 2023 20:17
Operator : MA/JU

Sample : 04330-05

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.351 2.08 ng/ul 222629  Acenaphthene-di10 14.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 86
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 83
4 10-Methylnonadecane 282 C20H42 056862-62-5 72
5 1-Iodo-2-methylnonane 268 Cl1oH21I 1000101-47-9 72

Abundance Scan 1745 (13.351 min): BP017248.D\data.ms (-1736) (- m/z 57.10 100.00%
57.1

s

5000
— ——
| 26.1 1931 13.00 13.50
O bl 07 1931 2820 3693 4602 549 ., 43,05  73.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74004: Tetradecane
57.0
5000 — ——
13.00 13.50
m/z 71.05 60.81%
‘ } ||| 227:0 198.0
O‘\\J\l\‘\\\“"‘\A\‘\\l’l\\\\H\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33101: Octane, 2,4,6-trimethyl-
57.0
— ——
13.00 13.50
5000 ITI/Z 41.05 43.62%
OJJH‘PZ?'? \/\/‘I\MJ\I\/\,M\NV\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #211086: Tridecane, 1-iodo- — —
57.0 13.00 13.50
m/z 85.05 39.99%
5000
’ 183.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP092023\

Data File : BP@17248.D

Acqg On : 20 Sep 2023 20:17
Operator : MA/JU

Sample : 04330-05

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.428 2.03 ng/ul 217278  Acenaphthene-di10 14.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 5-propyl- 184 C13H28 017312-62-8 86
2 Tridecane, 7-propyl- 226 C1l6H34 055045-09-5 81
3 Hexadecane 226 C16H34 000544-76-3 81
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 80
5 Hexadecane 226 C16H34 000544-76-3 76

Abundance Scan 1928 (14.428 min): BP017248.D\data.ms (-1925) (| | m/z 57.10 100.00%

57.1
5000

6.1
ALLLAZSL 2122 2951 3693 45645152 . 4310  81.80%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59032: Decane, 5-propyl-
57.0

5000 T

o

m/z 71.10 72.83%

‘ 40.0
O‘\\‘\’\J\‘\‘I\“‘\\‘l\\i‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107221: Tridecane, 7-propyl-

43.0

5000 m/z 85.10  45.92%

140.0
o i 20
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #107219: Hexadecane —
57.0 14.50

m/z 41.10 43.56%

o JAhMJAJkAﬂWNWWﬂwJXJ

oL Lifpre 20

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092023\
Data File : BP@17248.D

Acqg On : 20 Sep 2023 20:17
Operator : MA/JU

Sample : 04330-05

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 6
R.T. EstConc Area Relative to ISTD R.T.
15.387 2.48 ng/ul 265817  Acenaphthene-di10 14.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Tetracosane 338 C24H50 000646-31-1 90
3 Pentadecane 212 C15H32 000629-62-9 86
4 Hexadecane 226 C16H34 000544-76-3 80
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 80

Abundance Scan 2091 (15.387 min): BP017248.D\data.ms (-2088) (- m/z 57.10 100.00%
57.1

5000

=

— —
1 61 2071 15.00 15.50
O hbd i BPOL 2070 2751 342.8 415147815367 1/, 43.10  72.87%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158600: Nonadecane

a1
~l
o

5000 — —
15.00 15.50
m/z 71.10 70.47%
0‘\\“\"\J\‘\l\d‘]-\l‘z\zl\‘(‘)‘\\1\9\7‘.\0\\%6\\8\.9‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #246481: Tetracosane
57.0
— ——
15.00 15.50
5000 m/z 85.10 45.18%

ol LU [P0 197.0 267.0 338.0
LS, 1970 2670 8380

=

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90189: Pentadecane — —
57.0 15.00 15.50
m/z 41.10  38.75%
- M\N\M/\WJ\/
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50

SFAM-EPA-BP092023.MA.M Thu Sep 21 17:08:47 2023 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092023\
Data File : BP@17248.D

Acqg On : 20 Sep 2023 20:17
Operator : MA/JU

Sample : 04330-05

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.787 4.76 ng/ul 510123  Acenaphthene-d10 14.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 94
2 Tridecane, 5-propyl- 226 C1l6H34 055045-11-9 90
3 Heptadecane, 3-methyl- 254 C18H38 006418-44-6 80
4 Heneicosane 296 C21H44 000629-94-7 72
5 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 72
Abundance Scan 2159 (15.787 min): BP017248.D\data.ms (-2154) (- | m/z 57.10 100.00%
57.1
—— —
‘ ‘ 1971 ‘ 15.50 16.00
ol ALLLIPIS 19112543 327.1 4183 489.0547. 12 71 05 61.26%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 T =
15.50 16.00
m/z 43.10 49.63%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107223: Tridecane, 5-propyl-
57.0
—— —
15.50 16.00
5000 m/z 85.10 30.32%
o Llipsiso
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #141072: Heptadecane, 3-methyl- — —
57.0 15.50 16.00
m/z 41.10 26.46%
5000
225.0
1r7.0
0 IHMM,, e
m/z--> 50 100 150 200 250 300 350 400 450 500 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092023\
Data File : BP017248.D

Acqg On : 20 Sep 2023 20:17
Operator : MA/JU

Sample : 04330-05

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 2-Bromo dodecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.269 11.71 ng/ul 1478530  Phenanthrene-d10 17.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
2 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 90
3 Octadecane, 2,6-dimethyl- 282 C20H42 075163-97-2 90
4 Heptacosane 380 C27H56 000593-49-7 86
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 86

Abundance Scan 2241 (16.269 min): BP017248.D\data.ms (-2235) (- m/z 57.10 100.00%

57.1
5000

st
‘ | EF 16.00 16.50
AT 1950 2668 3771 4515 5268 ;0 71,10 87.61%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #132769: 2-Bromo dodecane
57.0

5000 Che —
16.00 16.50

m/z 43.10 60.01%

169.0
\HMW‘M‘LM” ”‘w‘géﬁpH\H‘w‘H‘w‘H\H‘w‘H‘w
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107237: 2,6,10-Trimethyltridecane
57.0

o

o

leOO 16f50
5000 m/z 85.05 34.49%
‘ rl41.0
OM*L\**wJ*JM*H?aée*w*w*H\H*WH*W*H*M*H!
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176399: Octadecane, 2,6-dimethyl- P P
57.0 16.00 16.50

m/z 41.05 29.93%

- /\,\ﬂgj\w

‘ 127.0 196.0 567 ¢
o"H‘“H"H“‘H“_"w“H“‘H“H“H“‘H“M“w‘ — —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP092023\

Data File : BP@17248.D

Acqg On : 20 Sep 2023 20:17
Operator : MA/JU

Sample : 04330-05

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
17.057 2.72 ng/ul 343227  Phenanthrene-d10 17.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Pentadecane 212 C15H32 000629-62-9 83
4 Nonadecane 268 C19H40 000629-92-5 83
5 Nonadecane 268 C19H40 000629-92-5 80

Abundance Scan 2375 (17.057 min): BP017248.D\data.ms (-2372) (-
57.1

m/z 57.10 100.00%

%

5000
{271 2102 17.00
C
o A AL 5101 274.0 3410 422.3485.6544.5 /7 7110 71.67%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74005: Tetradecane
57.0
5000 —
17.00
m/z 43.10 67.74%
J‘ | | £27.0 198.0
O‘\\\\“\\\‘\‘!\\i‘\1\\]\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

»

Abundance #107219: Hexadecane
57.0
17.00
5000 m/z 85.10 50.35%
| P 226.0
0“Hdw‘uﬂﬂ‘uﬁﬂm“w“w“‘W“H“H“H“‘H“_“W‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
T \

Abundance #90189: Pentadecane
57.0 17.00
m/z 41.10 31.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092023\
Data File : BP@17248.D

Acqg On : 20 Sep 2023 20:17
Operator : MA/JU

Sample : 04330-05

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 2
R.T. EstConc Area Relative to ISTD R.T.
17.098 8.53 ng/ul 1076800  Phenanthrene-d10 17.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tridecane, 4-methyl- 198 C14H30 026730-12-1 87
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 86

Abundance Scan 2382 (17.098 min): BP017248.D\data.ms (-2378) (- m/z 57.10 100.00%
1.1

5
5000

— T
U1ﬁ71 17.00 17.50
O O

197.1 281.1 355.2 435.5499.3 P
R il m/z 71.10 91.23%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #275537: Hexacosane
57.0

5000

o

S
17.00 17.50

m/z 43.18  53.51%
+J

|1 170 197.0 2670  367.0
‘\\\\‘\\f\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194588: Heneicosane
57.0

o

— —
17.00 17.50
5000 m/z 85.10 48.38%
0 J‘ || 1#70 1970 296.0
R R S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74008: Tridecane, 4-methyl- 7 ‘
43.0 17.00 17.50
m/z 41.10 31.10%
‘ “ 155.0
S — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092023\
Data File : BP@17248.D

Acqg On : 20 Sep 2023 20:17
Operator : MA/JU

Sample : 04330-05

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.804 3.12 ng/ul 394005 Phenanthrene-d10 17.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 11-decyl- 451 C32H66 055401-55-3 89
2 Decane, 1-iodo- 268 C1loOH21I 002050-77-3 81
3 Pentadecane 212 C15H32 000629-62-9 81
4 Eicosane 282 C20H42 000112-95-8 80
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 74
Abundance Scan 2502 (17.804 min): BP017248.D\data.ms (-2499) (- m/z 57.10 100.00%
57.1
5000
— ——
| 1‘1?7 1 105.1 259.1 . 17.50 18.00
oAb L] 2 19512501 3350 4154 48455474 . 1 16 72,50
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #325757: Docosane, 11-decyl-
43.0
5000 — ——
17.50 18.00
309.0 m/z 43.10 72.29%
O TT ‘\}1WJ\J‘E-\”TA\1“‘1\-%8#3\8\?15‘2\\0f\|‘T\\\:3‘6\6\}0\‘\4\4.\2‘.\0\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #157263: Decane, 1-iodo-
43.0
— ——
17.50 18.00
5000 m/z 85.10 49.77%
141.0
Y L.
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #90190: Pentadecane “ —
57.0 17.50 18.00
m/z 41.10 33.69%
5000
obd] L ‘1270 2120
A — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092023\
Data File : BP017248.D

Acqg On : 20 Sep 2023 20:17
Operator : MA/JU

Sample : 04330-05

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@92023.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|
Benzoic acid 9.999 2.2 ng/ul 189232 2 10.763 1738220 20.0
(DEL) Alkane: S 13.351 2.1 ng/ul 222629 3 14.604 2144160 20.0
(DEL) Alkane: S 14.428 2.0 ng/ul 217278 3 14.604 2144160 20.0
(DEL) Alkane: S... 15.387 2.5 ng/ul 265817 3 14.604 2144160 20.0
(DEL) Alkane: S... 15.787 4.8 ng/ul 510123 3 14.604 2144160 20.0
2-Bromo dodecane 16.269 11.7 ng/ul 1478530 4 17.375 2524210 20.0
(DEL) Alkane: S... 17.057 2.7 ng/ul 343227 4 17.375 2524210 20.0
(DEL) Alkane: S... 17.098 8.5 ng/ul 1076800 4 17.375 2524210 20.0
(DEL) Alkane: S... 17.804 3.1 ng/ul 394005 4 17.375 2524210 20.0
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