LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022724\
Data File : BF137419.D

Acqg On : 27 Feb 2024 22:09
Operator : CG\JU

Sample : P1584-01

Misc :

ALS Vvial : 22 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_ F\Methods\8270-BF022324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137419.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.010 494 497 504 rBV 143181 168834 1.31% 0.243%
2 5.416 562 566 584 rBV 3601952 3648928 28.26% 5.256%
3  6.422 733 737 751 rBV 3593647 3504603 27.14% 5.048%
4 6.781 795 798 806 rBV 1229546 1092356 8.46% 1.573%
5 7.345 890 894 898 rBV 2338335 2038057 15.78% 2.935%
6 7.375 898 899 903 rVW 162831 132310 1.02% 0.191%
7 7.581 932 934 937 rVB2 158734 149468 1.16% 0.215%
8 7.698 946 954 959 rBvV8 111652 173632 1.34% 0.250%
9 8.063 1010 1016 1019 rBV 1478958 1646566 12.75% 2.372%
106 8.351 1061 1065 1068 rBv4 148716 216171 1.67% 0.311%
11  8.445 1078 1081 1084 rBV3 157422 156875 1.21% 0.226%
12 8.486 1084 1088 1090 rBV 197094 198252 1.54% 0.286%
13 8.563 1098 1101 1104 rBV2 184337 174920 1.35% 0.252%
14 8.657 1113 1117 1119 rBV 620066 510033 3.95% 0.735%
15 8.886 1149 1156 1158 rBvV2 231558 277706  2.15% 0.400%
16 9.086 1187 1190 1195 rVB3 230087 202130 1.57% 0.291%
17 9.139 1195 1199 1202 rBV 4055457 3331412 25.80% 4.798%
18 9.222 1210 1213 1218 rBV 844409 669672 5.19% ©.965%
19 9.475 1254 1256 1258 rVV3 159095 166018 1.29% 0.239%
20 9.498 1258 1260 1263 rVV2 170691 159338 1.23% 0.229%
21  9.545 1263 1268 1270 rVV3 369463 482827 3.74%  0.695%
22 9.569 1270 1272 1274 rVV3 231668 219083 1.70% 0.316%
23 9.604 1274 1278 1280 rVB2 180757 183791 1.42% 0.265%
24  9.757 1301 1304 1308 rVB 887100 747078 5.79% 1.076%
25 9.816 1311 1314 1317 rVB 1606327 1225947 9.49% 1.766%
26 9.927 1330 1333 1338 rVB5 125565 160111 1.24% 0.231%
27 9.986 1339 1343 1346 rBV3 120534 208423 1.61% 0.300%
28 10.080 1355 1359 1362 rBV3 211403 230188 1.78% 0.332%
29 10.257 1385 1389 1392 rBV 1044167 802609 6.22% 1.156%
30 10.474 1420 1426 1429 rBV 360461 469567 3.64% 0.676%
31 10.610 1444 1449 1453 rBV 1611187 1643876 12.73% 2.368%
32 10.733 1467 1470 1478 rBV 977652 1173627 9.09% 1.690%
33 11.180 1543 1546 1549 rBV 798753 688952 5.34%  0.992%
34 11.210 1549 1551 1558 rVB 358680 375489 2.91% 0.541%
35 11.310 1564 1568 1570 rBV 1189873 1082645 8.38% 1.559%
36 11.333 1570 1572 1575 rVV 485290 437764  3.39% 0.631%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022724\
Data File : BF137419.D

Acqg On : 27 Feb 2024 22:09
Operator : CG\JU

Sample : P1584-01

Misc :

ALS Vvial : 22 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_ F\Methods\8270-BF022324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 11.386 1579 1581 1585 rVB 123900 140616 1.09% 0.203%
38 11.610 1616 1619 1622 rBV 669949 568777 4.40% 0.819%
39 11.716 1633 1637 1641 rVB 4061268 3337779 25.85% 4.808%
40 11.851 1656 1660 1668 rBV2 562990 657013 5.09%  0.946%
41 11.927 1668 1673 1675 rBvV2 114272 156857 1.21% 0.226%

42 12.021 1686 1689 1694 rBV 612278 470040 3.64% 0.677%
43 12.416 1751 1756 1758 rBV 9434376 12912714 100.00% 18.599%
44 12.433 1758 1759 1766 rVVv2 8052809 7145246 55.33% 10.292%

45 12.516 1770 1773 1777 rVV2 2354453 2626153 20.34% 3.783%
46 12.551 1777 1779 1781 rVWV 794779 857569 6.64% 1.235%
47 12.568 1781 1782 1790 rVV2 822010 921433 7.14% 1.327%
48 12.645 1793 1795 1800 rVB3 130598 178876 1.39% 0.258%
49 12.757 1809 1814 1817 rBV 812720 816262 6.32% 1.176%
50 12.792 1817 1820 1822 rVB 363563 329671 2.55% 0.475%
51 12.910 1836 1840 1848 rVB 3609251 3265685 25.29% 4.704%
52 13.151 1878 1881 1886 rBV2 330056 421275 3.26% 0.607%
53 13.245 1894 1897 1900 rVB 196397 161124 1.25% 0.232%
54 13.392 1919 1922 1926 rVB 318528 267739 2.07% 0.386%
55 13.492 1936 1939 1942 rBV 254289 246079 1.91% 0.354%
56 13.821 1992 1995 2002 rVB2 397919 552356 4.28% 0.796%
57 13.921 2009 2012 2015 rBV 213581 201339 1.56% 0.290%
58 13.962 2015 2019 2022 rVV2 1389886 1738004 13.46% 2.503%
59 13.992 2022 2024 2027 rVB 435311 349998 2.71% 0.504%
60 14.145 2048 2050 2053 rVB 181452 149175 1.16% 0.215%
61 14.451 2100 2102 2105 rBvV2 234716 281454 2.18% 0.405%
62 15.015 2195 2198 2202 rBV 300165 453229 3.51% 0.653%
63 15.321 2248 2250 2257 rVB 243700 281860 2.18% 0.406%
64 15.386 2258 2261 2268 rBV 235924 352360 2.73% 0.508%
65 15.451 2268 2272 2276 rBV 656904 838442 6.49% 1.208%
Sum of corrected areas: 69428383
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022724\
Data File : BF137419.D

Acqg On : 27 Feb 2024 22:09
Operator : CG\JU

Sample : P1584-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF137419.D\data.ms
8000000
6000000
4000000 5.416 6.422
7.345
2000000
6.781
5.010 7\8757.585B
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF137419.D\data.ms
12.416
12}433
8000000
6000000
9.139 11.716
4000000 12.910
2000000 8.063 9.816 10.610
9.757 10.257 0733 14 15510
: ' 10.47 11)33tp33 1161 1.882.
8. 351888 : 0 93680 : . 927
S —— e —
Time--> 8.00 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF137419.D\data.ms
8000000
6000000
4000000
2000000 13.962
15.015 15.451
29292 138287PF 145 14.451 ' 1%@@\%’%
0 T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022724\
Data File : BF137419.D

Acqg On : 27 Feb 2024 22:09
Operator : CG\JU

Sample : P1584-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Tridecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.657 6.20 ng 510033 Naphthalene-d8 8.063

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Tetradecane 198 C14H30 000629-59-4 80
3 Hexadecane 226 C1l6H34 000544-76-3 72
4 Nonane, 5-butyl- 184 C13H28 017312-63-9 59
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 59
Abundance Scan 1117 (8.657 min): BF137419.D\data.ms (-1113) (-) m/z 57.10 100.00%
57.1
5000
85.1
R AR e A RRRR
145.1 8.40 8.60 8.80 9.00
112.1
0 m‘mJ“;H‘Huu”wuJ_m_m_MHgml‘?f“?wwm m/z 43.10  79.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59025: Tridecane
57.0
5000 L L I L LI L B
8.40 8.60 8.80 9.00
29.0 85.0 m/z 71.18 55.92%
0 “ H\ \‘\ \\‘ 1 11?’0 . 141.0 184.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0
R ARaSSET LR
8.40 8.60 8.80 9.00
5000 85.0 m/z 41.10 35.88%
29.0
0 |l 1301410 1690 1980
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane T RRARERES T
57.0 8.40 8.60 8.80 9.00
m/z 85.10 33.55%
5000
85.0
29.0
0 ‘\ “ | M‘ ,113.0 141.0 169.0 197.0 226.0
e e e e e e e R RN A RAL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022724\
Data File : BF137419.D

Acqg On : 27 Feb 2024 22:09
Operator : CG\JU

Sample : P1584-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.222 10.93 ng 669672  Acenaphthene-di10 9.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetradecane 198 C14H30 000629-59-4 87
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 74
4 Nonane, 5-butyl- 184 C13H28 017312-63-9 72
5 Tridecane, 7-methyl- 198 C14H30 026730-14-3 64
Abundance Scan 1213 (9.222 min): BF137419.D\data.ms (-1210) (-) m/z 57.10 100.00%
57.1
5000
sad WLL/\/\/
e AR R EEEC e
H 1132 1451 08.2 8.80 9.00 9.20 9.40 9.60
Oberrrer il 1132 1450 1982 2520 .. 43.10  76.03%
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #107218: Hexadecane
57.0
5000 I L L B
8.80 9.00 9.20 9.40 9.60
290 85.0 m/z 71.10  57.67%
0 “ ‘ L | H‘ 113.0141.0169.0 197.0 226.0
\H‘HH‘\H\’\\H‘\\\\‘\\\\‘\\H‘\\\\‘\\H‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74005: Tetradecane
57.0
T R RE AR aa R
8.80 9.00 9.20 9.40 9.60
5000 85.0 m/z 85.10 36.17%
29.0
H‘_‘H‘H‘W‘H‘_“W‘H‘_‘H‘H‘w“u‘u‘w‘u‘_‘u‘u“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74019: Tridecane, 6-methyl- AN EE S S S
57.0 8.80 9.00 9.20 9.40 9.60
m/z 41.10 35.87%
5000
85.0
29.0 126.0
0 L T sa01ss
"w‘H‘_‘H,H‘w“H‘H‘w‘H‘_‘H‘H“_‘H‘H‘W‘H‘_‘H‘ R AR RRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022724\
Data File : BF137419.D

Acqg On : 27 Feb 2024 22:09
Operator : CG\JU

Sample : P1584-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Carbonic acid, eicosyl viny... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.545 7.88 ng 482827  Acenaphthene-d10 9.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 80
2 Tritetracontane 605 C43H88 007098-21-7 80
3 Carbonic acid, tridecyl vinyl ester 270 C16H3003 1000382-54-7 64
4 Heptacosane 380 C27H56 000593-49-7 64
5 Hexadecane 226 C16H34 000544-76-3 59

Abundance Scan 1268 (9.545 min): BF137419.D\data.ms (-1263) (-) m/z 57.10 100.00%

57.1
‘QEO‘ |
132.1 .
ol AMMTEA982 g m/z 71.18 83.61%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
5000 e ‘
9.50
} m/z 43.10 72.69%
5.0
O\\I‘H“\I\‘\‘\‘ﬁh\.\“\%96‘79\\‘2\8\9\.9\\\‘HH‘HH‘\H\‘HH’HH‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane
57.0
T \
9.50
5000 m/z 85.10 39.49%
ohd ”j 127.0197.0 267.0337.0  463.0 533.0 604
A e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #160987: Carbonic acid, tridecyl vinyl ester e :
57.0 9.50
m/z 55.10 36.28%
- M
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022724\
Data File : BF137419.D

Acqg On : 27 Feb 2024 22:09

Operator : CG\JU

Sample : P1584-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.M
: ASP BNA STANDARDS FOR 5 POINT 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 Benzene, 2-(2-butenyl)-1,3,... Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
9.569 3.57 ng 219083  Acenaphthene-di10 9.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzene, 2-(2-butenyl)-1,3,5-tri... 174 C13H18
2 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18
3 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18
4 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18
5 1H-Inden-1-one, 2,3-dihydro-3,4,... 174 C12H140

063435-25-6 64
022824-32-4 50
000475-03-6 46
021693-51-6 46
035322-84-0 45

43.1

5000

0,
m/z-->

71.1 105.1

Abundance Scan 1272 (9.569 min): BF137419.D\data.ms (-1270) (-)
1

15

20 40 60 80 100120140160180200220240260

9.

265.€

Abundance

5000

39.0
O,
m/z-->

91.0 129.0
I
I

#49151: Benzene, 2-(2-butenyl)-1,3,5-trimethyl-

15

9.0

20 40 60 80 100120140160180200220240260

Abundance #49167: Naphthalene, 1,2,3,4-tetrahydro-1,4,6-trimethyl-

m/z 159.10 100.00%

3

T
9.50

m/z 43.10

=

T
9.50

m/z 57.10

=

159.0
T \
9.50
5000 ITI/Z 174.15 54.97%
390 910 280
o ‘Nm¢wmww‘uw‘uw‘uw‘uw‘u
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #49176: Naphthalene, 1,2,3,4-tetrahydro-1,1,6-trimethyl- —— ‘
159.0 9.50
m/z 105.10 47.82%
- JU\MMM
410 710 1531310 ‘
vl L2 N S S
m/z--> 20 40 60 80 100120140160180200220240260 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022724\
Data File : BF137419.D

Acqg On : 27 Feb 2024 22:09
Operator : CG\JU

Sample : P1584-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.757 12.19 ng 747078  Acenaphthene-di10 9.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Pentadecane 212 C15H32 000629-62-9 86
3 Tridecane 184 C13H28 000629-50-5 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83

Abundance Scan 1304 (9.757 min): BF137419.D\data.ms (-1301) (-) m/z 57.10 100.00%

57.1
5000 85.1

113.1
et AT, 195218332123 G 43,10 74.50%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123961: Heptadecane
57.0

5000 S S
85.0 9.50 10.00
29.0

\‘ L h\ Iy ‘\\11?'0‘\14\1'0 169.0 240.(
H\‘H\\‘\\\‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘\\H‘\\H’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90192: Pentadecane
57.0

o

o

850 9.50 10.00 ;
5000 m/z 85.10 41.407%
290
“““““‘,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59029: Tridecane T T
57.0 9.50 10.00

5000
85.0
29.0
| “‘ L 11301410  184.0

Y SN A S e M S

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022724\
Data File : BF137419.D

Acqg On : 27 Feb 2024 22:09
Operator : CG\JU

Sample : P1584-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Tetratetracontane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.080 3.76 ng 230188 Acenaphthene-di10 9.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 64
2 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 59
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 58
4 Heneicosane 296 C21H44 000629-94-7 52
5 Hexacosane 366 C26H54 000630-01-3 52
Abundance Scan 1359 (10.080 min): BF137419.D\data.ms (-1355) (- m/z 57.10 100.00%
57.1
T \
J‘ | 145.1 10.00
o bbbl 22 e m/z 43.10  85.77%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane
57.0
5000 — ‘
10.00
m/z 71.10 76.68%
0 ‘ Hlﬁ 0197.0267.0337.0  463.0 561.0
H\\‘HH’HH‘HH‘W\H‘HW\‘\\H}\\Y!‘WT\\[\HT‘\YH}F\H‘\T\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #310570: Heptacosane, 1-chloro-
57.0
T \
10.00
5000 m/z 55.10 60.12%
0 L #2701560 230340 4140 W
B S A S R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #228592: Tetradecane, 1-iodo- T ‘
57.0 10.00
m/z 41.10 50.31%
5000
‘ | 155.0
0 bty e e P e e e —r— ‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022724\
Data File : BF137419.D

Acqg On : 27 Feb 2024 22:09
Operator : CG\JU

Sample : P1584-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.257 13.09 ng 802609  Acenaphthene-di10 9.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Hexadecane 226 C1l6H34 000544-76-3 89
4 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 81
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80

Abundance Scan 1389 (10.257 min): BF137419.D\data.ms (-1385) (- m/z 57.10 100.00%

57.1

| 1000 1050

113.2 144.1172.1 22 .
et A LTS A2 L 2263 hyg 43.10 71.64%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane
57.0

5000 et .
85.0 10.00 10.50

29.0 m/z 71.10 60.94%

“ I h | M130141.0169.0197.0 268.(
HH‘HH‘\H‘HH‘HH‘H\\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘\H\
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #123960: Heptadecane
57.0

o

o

85.0 10.00 10.50
5000 m/z 85.10 40.42%
290
0 L T ha0160.0197.0 2400
H‘W‘Hw‘H‘_‘H_‘H‘H‘WH‘W‘H‘_H‘_‘H‘HH‘H‘W‘HW‘H‘

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107219: Hexadecane T e
57.0 10.00 10.50

m/z 41.10 31.00%

B 1 W
29 0 3.0
h H\ ‘ \\‘ \\141 0169.0197. 0226 0

0‘HWH‘WHH‘HHJ‘JM‘HMH‘LHW‘HWH‘WH‘WMH‘HHM‘H —

‘ T
m/z--> 20 40 60 80 100120140160180200220240260 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022724\
Data File : BF137419.D

Acqg On : 27 Feb 2024 22:09

Operator : CG\JU

Sample : P1584-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method

Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.M
: ASP BNA STANDARDS FOR 5 POINT 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 8 Undecane, 2,5-dimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
10.475 7.66 ng 469567  Acenaphthene-d10 9.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 76
2 Heptacosane 380 C27H56 000593-49-7 64
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64
4 Tridecane 184 C13H28 000629-50-5 64
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 58

Abundance Scan 1426 (10.474 min): BF137419.D\data.ms (-1420) (- m/z 57.10 100.00%
57.1

5000

=

10.50
71.10

9.1
‘ % 169.2 5182
0 “‘N““uhﬂ R N 7/

m/z--> 0 50 100 150 200 250 300 350
Abundance #59066: Undecane, 2,5-dimethyl-
57.0
5000 L
10.50
m/z 43.10 45.90%
‘ 112.0
Ol\S}qW‘\“‘\‘!“‘“\“\\\‘1\6?\()\‘\\\\‘\\\\‘\\\\‘\\\\

miz—> 0 50 100 150 200 250 300 350

i

Abundance #287977: Heptacosane
57.0
10.50
5000 m/z 85.10 25.83%
ol L \ | F ‘1‘410183022502670 323.0 380.
et e S S
m/z--> 0 50 100 150 200 250 300 350
Abundance #90204: Dodecane, 2,7,10-trimethyl- “
57.0 10.50
m/z 41.05 23.59%
B MR
113.0
0 1830 S
m/z--> 0 50 100 150 200 250 300 350 10.50

8270-BF022324.M Wed Feb 28 13:09:38 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022724\
Data File : BF137419.D

Acqg On : 27 Feb 2024 22:09
Operator : CG\JU

Sample : P1584-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.733  21.68 ng 1173630  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Tridecane 184 C13H28 000629-50-5 94
3 Heptacosane 380 C27H56 000593-49-7 91
4 Hexadecane 226 C16H34 000544-76-3 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 1470 (10.733 min): BF137419.D\data.ms (-1467) (- m/z 57.10 100.00%

57.1
5000

Sail S
9.1 10.50 11.00
169.1
A, 1094 2403 w/z 43.10  67.26%

m/z--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane
57.0

o

5000 T —
10.50 11.00
9.0 m/z 71.10 64.02%
Olwswdr ‘\“ “\ ‘“‘ \‘“‘\ HL \“‘ T “\4%“0\1\8\3\0‘ T \2\4}0‘0\ L B B B B
m/z--> 50 100 150 200 250 300 350
Abundance #59029: Tridecane
57.0
T —
10.50 11.00
5000 m/z 85.10 42.15%
Lad 1L 20 sr0ano
e e e A e
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T —
57.0 10.50 11.00

m/z 41.10 31.59%

B w
| ‘ F | 1 141.0183.0225.0267.0 323.0 380.(

omw““lm‘mw””_m‘mwm,”” — —
miz--> 50 100 150 200 250 300 350 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022724\
Data File : BF137419.D

Acqg On : 27 Feb 2024 22:09
Operator : CG\JU

Sample : P1584-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 2-Bromo dodecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.180 12.73 ng 688952  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 80
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 80

Abundance Scan 1546 (11.180 min): BF137419.D\data.ms (-1543) (- m/z 57.10 100.00%

57.1
5000

‘ 99.1 1ﬂ00 11.50
ol d A |, 1410 2002 2843 38Li . 4316 70.26%
miz--> 50 100 150 200 250 300
Abundance #132769: 2-Bromo dodecane JKN\JWNUMMthﬂwwvaAK
57.0
5000 T T

11.00 11.50
m/z 71.10 64.93%

99.0 169.0
50 | )\l 30 T ass0
miz-> 50 100 150 200 250 300
Abundance #123960: Heptadecane
57.0

7
11.00 11.50

o

5000 m/z 85.10 42.41%
99.0
olsd L i1 de0smo 200
m/z--> 50 100 150 200 250 300
Abundance #194590: Heneicosane T —
57.0 11.00 11.50

m/z 41.10  29.95%

5000
99.0
] }410 1830 2250 2960

T T
m/z--> 50 100 150 200 250 300 11.00 11.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

. 27

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022724\
BF137419.D

Feb 2024 22:09

¢ CG\JU
. P1584-01

. 22

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.M
: ASP BNA STANDARDS FOR 5 POINT 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 11 Tridecane, 1-iodo- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
11.210 6.94 ng 375489  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Heptacosane 380 C27H56 000593-49-7 86
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 78
4 Decane, 3-methyl- 156 C11H24 013151-34-3 74
5 Octane, 5-ethyl-2-methyl- 156 C11H24 062016-18-6 72

Abundance Scan 1551 (11.210 min): BF137419.D\data.ms (-1549) (-} ' m/z 57.10 100.00%
57.1
o ﬁkhvjwﬂuvﬂKAjfkﬂuuAﬂwJ
184.0 Ll .
9. 11.00 11.50
41.1
ol— “‘ Ldd M‘_‘u‘uw?“”‘-?‘H_m_m m/z 71.10  78.64%
miz--> 50 100 150 200 250 300 350
Abundance #59025: Tridecane
57.0
5000 e Sl
11.00 11.50
m/z 43.10 50.70%
0 ‘\‘ | ‘ \‘ \F uq 1‘410 184.0
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
— —
11.00 11.50
5000 m/z 85.10 41.77%
oL L \ | F ‘%410183022502670 323.0 380.
= AT T e
m/z--> 50 100 150 200 250 300 350
Abundance #211086: Tridecane, 1-iodo- T —
57.0 11.00 11.50
m/z 41.10 24.26%
9.0 183.0
oLl e T meg e M)
m/z--> 50 100 150 200 250 300 350 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022724\
Data File : BF137419.D

Acqg On : 27 Feb 2024 22:09
Operator : CG\JU

Sample : P1584-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 12 Dodecane, 2-methyl-6-propyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.610 10.51 ng 568777  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 87
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
Abundance Scan 1619 (11.610 min): BF137419.D\data.ms (-1616) (- m/z 57.10 100.00%
57.1
o m
—— —
‘ 99.1 1410 041 11.50 12.00
b L, 2412 2041 2462 m/z 43.10  66.89%
miz-> 50 100 150 200 250
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 et ==
11.50 12.00
m/z 71.10 66.36%
99.0 140.0
182.0
O ‘\““‘\ H‘ \m\h“ \“‘\‘\ !‘ T \“\ T \2\26\0\ T T
miz--> 50 100 150 200 250
Abundance #194590: Heneicosane
57.0
— —
11.50 12.00
5000 m/z 85.10 41.74%
‘ 99.0
41.0
bzl || 11| 1410 1830 220 296
miz--> 50 100 150 200 250
Abundance #107218: Hexadecane T ——
57.0 11.50 12.00
m/z 41.10 30.14%
- ij\qm
o 25\0“ I “‘9?0‘ 141.0 1830 226.0
e e e A = —
m/z--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022724\
Data File : BF137419.D

Acqg On : 27 Feb 2024 22:09
Operator : CG\JU

Sample : P1584-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 13 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.716 61.66 ng 3337780  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 96
2 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
5 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 90
Abundance Scan 1637 (11.716 min): BF137419.D\data.ms (-1633) (- m/z 74.05 100.00%
74.0
5000
43.1
—— —
43.0
0“Hw‘uw‘ﬂwwhh‘uw‘LW‘HW‘HWJHW‘HW‘HW‘HW‘HW m/z 87.10 69.63%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 e —
43.0 1150 12.00
143.0 ITI z 33.20%
‘u \“ ‘\‘ \\\1(\)\10 | ‘ 17\10\199022\70 270.0
O ‘HH‘HH‘H‘H‘\‘H\“HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘H‘H‘
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126208: Methyl tetradecanoate
74.0
1150 1200
5000 m/z 26.18%
43.0
1430 199.0
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109338: Tridecanoic acid, methyl ester
74.0 1150 1200
m/z 23.29%
5000
43.0
| H |, oL 1430 1850 2280
O Fprrbetbr et rter pHb b e e e e
m/z--> 20 40 60 80 100120140160 180 200220 240 260 1150 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022724\
Data File : BF137419.D

Acqg On : 27 Feb 2024 22:09
Operator : CG\JU

Sample : P1584-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 14 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.851 12.14 ng 657013  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Tetradecanoic acid 228 C14H2802 000544-63-8 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 15
Abundance Scan 1660 (11.851 min): BF137419.D\data.ms (-1656) (- m/z 43.10 100.00%
43.1 73.0
5000
129.0
= =
| 99.1 157118522132 o 11.50 12.00
O pree i L m/z 73.05  97.26%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [ T
11.50 12.00
157.0 185 02130 256.0 m/z 59.95 87.40%
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
— ==
43.0 11.50 12.00
5000 129.0 m/z 57.10 79.62%
171.0
‘ 214.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109281: Tetradecanoic acid — —
73.0 11.50 12.00
43.0 m/z 55.10 70.34%
5000
129.0
185.0 228.0
0?‘570‘ = e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022724\
Data File : BF137419.D

Acqg On : 27 Feb 2024 22:09
Operator : CG\JU

Sample : P1584-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 15 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.021 8.68 ng 470040  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Eicosane 282 C20H42 000112-95-8 95
3 Tetradecane 198 C14H30 000629-59-4 93
4 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 93
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 1689 (12.021 min): BF137419.D\data.ms (-1686) (- m/z 57.10 100.00%
57.1
- M
‘ ‘ 9.1 12.00 |
1412 .
ol A bd |y 24 197.1227.1257.1 m/z 71.10  68.33%
miz-> 50 100 150 200 250
Abundance #123960: Heptadecane
57.0
5000 — :
12.00
99.0 m/z 43.10 67.15%
27j0| H | u‘ 1410 1830  240.0
O T T ‘\ ‘\‘ ‘ ‘\ ‘ ‘ \ T “\ H ‘ T \ \ T ‘ T T T } ‘ T T T T
miz--> 50 100 150 200 250
Abundance #176384: Eicosane
57.0
1 \
12.00
5000 m/z 85.10 44 .91%
99.0
210 h H | h‘ 3410 183.0 2250 282.(
ol & 4 b JHMM“HH_H‘
miz--> 50 100 150 200 250
Abundance #74004: Tetradecane T
57.0 12.00
m/z 41.10 27.74%
5000
27’.0‘ H | 990 1410 198.0
ob— bbb b b 4 e —/
m/z--> 50 100 150 200 250 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022724\
Data File : BF137419.D

Acqg On : 27 Feb 2024 22:09
Operator : CG\JU

Sample : P1584-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 16 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.416 238.54 ng 12912700  Phenanthrene-d1e 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 99
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
4 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
5 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
Abundance Scan 1756 (12.416 min): BF137419.D\data.ms (-1751) (|  m/z 67.05 100.00%
67.0
09.1
2633 3 12.50
0 ‘37‘;b“\\‘ I MHH\\“H Hh M\ Hh \h M 3187‘2‘2‘29‘2‘ i ‘291\1‘ m/z 81.10 83.45%
miz--> 50 200 250
Abundance  #191900: 9,12-Octadecad|enoic acid, methyl ester
67.0
5000
1250
290 09.0 m/z 55.10  63.11%
294.0
0 L\“\u‘ bl ‘uh ‘nhwuu‘ m H_ 2230 2630°TF
miz-> 50 100 150 200 250
Abundance  #191892: Methyl 9-cis,11-trans-octadecadienoate
67.0
1250
5000 m/z 95.10 56.31%
09.0 294.0
150.0
2620
oL— “‘H“ ” M H\“‘H ‘hH\ Ak HH‘ wh \‘\17800 2299‘ ‘ ‘ — ‘\‘
m/iz--> 50 100 150 200 250
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E) o
67.0 12.50
41.10 50.10%
5000
09.0
0 “h\ﬁdLMMqM‘$memw N ‘f5%9294f
m/z--> 50 150 200 250 1250
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022724\
Data File : BF137419.D

Acqg On : 27 Feb 2024 22:09

Operator : CG\JU

Sample : P1584-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 17 13-Octadecenoic acid, methy... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.433 132.00 ng 7145250  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
2 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
3 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99
4 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 98
5 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 97

Abundance Scan 1759 (12.433 min): BF137419.D\data.ms (-1758) (- m/z 55.10 100.00%
- k
264.3 U
23.1 180.2 222.2 12.50
o! H\wh\whw il “ P ‘u‘ e ““ ‘2?6"3 m/z 69.10 68.18%
miz--> 150 200 250 300
Abundance #194420 13 Octadecenoic acid, methyl ester
55.0
5000 1
87.0 12.50
264.0 m/z 41.10 62.96%
‘ 230 1800 2220 ‘ 206.0
0! ‘M L ‘M ‘d ‘mu‘ HW TR P “‘ — ‘
miz--> 150 200 250 300
Abundance #194422. 16—Octadecenoic acid, methyl ester
—T
12.50
5000 m/z 74.10 62.52%
264.0
, 230  180.0 222.0 206.0
m/iz--> 50 100 150 200 250 300
Abundance #194421: 14-Octadecenoic acid, methyl ester e
. 12.50
m/z 83.10 57.63%
5000
264.0
. 25.0 180.0 222.0 296.0
N T ‘ T
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022724\
Data File : BF137419.D

Acqg On : 27 Feb 2024 22:09
Operator : CG\JU

Sample : P1584-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 18 Heneicosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.151 4.85 ng 421275  Chrysene-d12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 76
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 70
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 68
4 Tetracosane 338 (C24H50 000646-31-1 68
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 64

Abundance Scan 1881 (13.151 min): BF137419.D\data.ms (-1878) (- m/z 57.10 100.00%
57.1

20 V\MﬂydawAAvﬂ\fﬂwwmwAwfv

216.1

T
13.00 13.50

09.1
0L bl g BATL 1821 L 26312981 n/z 43.10  68.87%
mi/z--> 50 100 150 200 250 300
Abundance #194589: Heneicosane
57.0
5000 T

T
13.00 13.50
m/z 71.10 67.71%

99.0
141.0 296.0
0 184 I n“ h“\ “\h\‘ ‘h“ ‘H‘ ‘d“ }\ ‘\“ %‘-8‘?‘9‘ ‘\22‘\5‘9‘ P L‘ —
miz--> 50 100 150 200 250 300
Abundance #90203: Dodecane, 2,6,11-trimethyl-
57.0

e e
13.00 13.50
5000 m/z 85.10 48.69%
99.0 169.0
ool Ll 0220
miz--> 50 100 150 200 250 300
Abundance #193303: Dodecane, 1-iodo- — —
57.0 13.00 13.50
m/z 41.10 26.03%
o \WJLMUvMMNﬂ\ﬂwNAMAMNM
99.0 1550
o LT a0 a0 S
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022724\
Data File : BF137419.D

Acqg On : 27 Feb 2024 22:09
Operator : CG\JU

Sample : P1584-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 19 Tetradecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.821 6.36 ng 552356 Chrysene-d12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 90
3 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 90
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 90
5 Tetrapentacontane, 1,54-dibromo- 915 C54H108Br2 1000156-09-4 90
Abundance Scan 1995 (13.821 min): BF137419.D\data.ms (-1992) (-} | m/z 57.10 100.00%
57.1
5000 meﬁM)«AmJ&Jkuwvﬂ\ﬂw
T T
1550 230.1 13.50 14.00
[ — “ A, 15801031, | | 2781 3283 4310 69.63%
miz--> 50 100 150 200 250 300 350
Abundance #74005: Tetradecane
57.0
5000 — ——
13.50 14.00
m/z 71.1@ 57.28%
OL\S.\Q‘\ ‘\“H “ “‘ “‘ \“\%4!1‘0\ T \1\9?\()\ T ‘ L ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester
57.0
— ——
13.50 14.00
5000 m/z 55.10 43.80%
0 “ %;49P“1969“‘ 2600 ¢AmAVMWMMﬁMKWW“AWMW
m/z--> 50 100 150 200 250 300 350
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester — ——
57.0 13.50 14.00
m/z 85.10 40.98%
5000
ol ww“ w‘ ‘“ | 1390 18202240 2970 — ——
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022724\
Data File : BF137419.D

Acqg On : 27 Feb 2024 22:09
Operator : CG\JU

Sample : P1584-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 20 Benzo[e]pyrene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.321 6.72 ng 281860 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[j]fluoranthene 252 C20H12 000205-82-3 98
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 98
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 98
5 Perylene 252 C20H12 000198-55-0 96
Abundance Scan 2250 (15.321 min): BF137419.D\data.ms (-2248) (- m/z 252.10 100.00%
252.1
w M
— ==
43.1 12\\5.1 200.0 352.3 15.00 15:50
ol gl 200, | 2971 35233993 n/z 250.10  28.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
5000 — e
15.00 15.50
m/z 253.10 20.13%
125.0
0.39.0 830 | 200.0. |
\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138561: Benzo[j]fluoranthene
252.0
— ——
15.00 15.50
5000 m/z 125.10 16.24%
126.0
0,39.0 840 \“ 2000, |
— e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #138563: Benzo[Kk]fluoranthene — —
252.0 15.00 15.50
m/z 126.00  14.86%
5000
126.0
o Ta0 Ll 200 | ke el
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022724\
Data File : BF137419.D

Acqg On : 27 Feb 2024 22:09
Operator : CG\JU

Sample : P1584-01

Misc :

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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|
Tridecane 8.657 6.2 ng 510033 2  8.063 1646570 20.0
Hexadecane 9.222 10.9 ng 669672 3 9.816 1225950 20.0
Carbonic acid, ... 9.545 7.9 ng 482827 3 9.816 1225950 20.0
Benzene, 2-(2-b... 9.569 3.6 ng 219083 3 9.816 1225950 20.0
Heptadecane 9.757 12.2 ng 747078 3 9.816 1225950 20.0
Tetratetracontane 10.080 3.8 ng 230188 3 9.816 1225950 20.0
Nonadecane 10.257 13.1 ng 802609 3  9.816 1225950 20.0
Undecane, 2,5-d... 10.475 7.7 ng 469567 3 9.816 1225950 20.0
Heptacosane 10.733 21.7 ng 1173630 4 11.310 1082650 20.0
2-Bromo dodecane 11.180 12.7 ng 688952 4 11.310 1082650 20.0
Tridecane, 1-iodo- 11.210 6.9 ng 375489 4 11.310 1082650 20.0
Dodecane, 2-met... 11.610 10.5 ng 568777 4 11.310 1082650 20.0
Hexadecanoic ac... 11.716 61.7 ng 3337780 4 11.310 1082650 20.0
n-Hexadecanoic ... 11.851 12.1 ng 657013 4 11.310 1082650 20.0
Eicosane 12.021 8.7 ng 470040 4 11.310 1082650 20.0
9,12-Octadecadi... 12.416 238.5 ng 12912700 4 11.310 1082650 20.0
13-Octadecenoic... 12.433 132.0 ng 7145250 4 11.310 1082650 20.0
Heneicosane 13.151 4.8 ng 421275 5 13.968 1738000 20.0
Tetradecane 13.821 6.4 ng 552356 5 13.968 1738000 20.0
Benzo[e]pyrene 15.321 6.7 ng 281860 6 15.451 838442 20.0
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