LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136926.D

Acqg On : 04 Jan 2024 01:03
Operator : CG\JU

Sample : 05897-18

Misc :

ALS Vvial : 17 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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136926.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.028 490 500 508 rBv2 21992 29568 2.51% 0.303%
2 5.434 565 569 586 rBv 1341832 1177260 100.00% 12.080%
3 5.639 600 604 608 rBV 18284 17656 1.50% 0.181%
4 6.439 736 740 757 rBV 1173322 1100045 93.44% 11.288%
5 6.610 766 769 772 rBV2 16039 16551 1.41% 0.170%

6 6.781 795 798 804 rBV 373181 300798 25.55%
7 7.345 890 894 897 rBV 833965 675567 57.38%
8 8.057 1012 1015 1018 rBV 403532 326206 27.71%
9 8.775 1133 1137 1140 rBV 19603 17614 1.50%

8.869 1150 1153 1156 rVB 15229 13190 1.12%
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11 9.133 1195 1198 1202 rBV 1211304 1072731 91.12% 11.
12 9.816 1310 1314 1320 rBV 403762 315909 26.83%
13 10.610 1445 1449 1459 rVB 731987 610896 51.89%
14 10.733 1465 1470 1474 rBV 19270 22627 1.92%
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15 11.310 1564 1568 1570 rBV 392774 326299 27.72% 348%
16 11.333 1570 1572 1575 rVWV 51853 39561 3.36% ©0.406%
17 11.386 1578 1581 1583 rVB 17303 13989 1.19% ©.144%
18 11.551 1605 1609 1614 rBV5 13586 18001 1.53% ©.185%
19 11.845 1654 1659 1670 rVB 328479 416745 35.40% 4.276%
20 12.245 1723 1727 1733 rVBS8 14557 29210 2.48%  ©.300%
21 12.374 1746 1749 1751 rBV3 16555 18613 1.58% 191%

22 12.527 1772 1775 1777 rBV 130434 115775 9.83%
23 12.633 1788 1793 1804 rVB 237250 335189 28.47%
24 12.757 1809 1814 1820 rVB2 94582 107324  9.12%
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25 12.904 1835 1839 1842 rBV 1298513 1085358 92.19% 11.137%
26 13.092 1869 1871 1873 rVB 22819 17175 1.46% 176%
27 13.133 1875 1878 1880 rBv4 20464 26997  2.29% 277%

28 13.757 1980 1984 1991 rVv2 182502 312954 26.58%
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29 13.821 1991 1995 2004 rVB2 144422 222114 18.87% 279%
30 13.968 2013 2020 2023 rBV2 389084 458035 38.91% 700%
31 13.992 2023 2024 2029 rVB 66720 48402 4.11% 0.497%
32 14.433 2097 2099 2101 rBV 39326 36502 3.10% 0.375%
33 14.462 2101 2104 2108 rVV6 43036 51850 4.40% 0.532%
34 15.133 2215 2218 2224 rBV6 46128 90961 7.73%  ©.933%
35 15.451 2268 2272 2281 rVB 208367 277875 23.60%  2.851%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136926.D

Acqg On : 04 Jan 2024 01:03
Operator : CG\JU

Sample : 05897-18

Misc

ALS Vvial : 17 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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 9745547
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 04 Jan 2024 01:03
¢ CG\JU
. 05897-18

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
BF136926.D

: 17  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136926.D

Acqg On : 04 Jan 2024 01:03
Operator : CG\JU

Sample : 05897-18

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.845 25.54 ng 416745  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Octanoic acid 144 C8H1602 000124-07-2 45
Abundance Scan 1659 (11.845 min): BF136926.D\data.ms (-1654) (- m/z 43.05 100.00%
43.0 73.0
5000
129.1
213.2 == s
‘ ‘ H‘ ‘ 1711 ‘ 256.3 11.50 12.00
_ ‘; | ’\M W “H‘ L \\h‘\\ HM“N A r L‘ ‘L ‘ ‘H‘m \‘ B : L‘ : m/z 73.00 98.97%
miz-> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
11.50 12.00
97.0 1o 2130 2560 m/z 60.00 91.77%
— “\‘ ’H‘\ W “H“‘\‘ \\h“‘\ ;\u‘\‘ ul ‘\ | “ “ “‘ \‘ “‘ T “\‘ N
miz--> 50 100 150 200 250
Abundance #109279: Tetradecanoic acid
73.0
43.0 T [
11.50 12.00
5000 129.0 m/z 57.05 81.81%
185.0
H 228.0
. “‘ W ’HH h“ “H‘\“‘ M‘H‘L M\‘ wl “ | L, \“ - \‘ — ‘\‘ C
miz--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid = T
2
430 73.0 11.50 12.00
m/z 41.05 72.77%
5000 129.0
‘ 1850 o410 284l
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\BF010324\
Data File : BF136926.D

Acqg On : 04 Jan 2024 01:03
Operator : CG\JU

Sample : 05897-18

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.633 20.54 ng 335189  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 Tridecanoic acid 214 C13H2602 000638-53-9 62

Abundance Scan 1793 (12.633 min): BF136926.D\data.ms (-1788) (- m/z 43.10 100.00%

431
5000 129.0
31 1852 2412
1

et
‘ ‘ 284.3 12,50 13.00
W IS W N v 1 . m/z 73.00 87.38%

Iy
m/z--> 50 00 150 200 250 300
Abundance #179091: Octadecanoic acid
43.0
129.0

5000 s e
3.0 12.50 13.00
' 185.0 284.0 m/z 57.10 80.14%
' 241.0 ° ° 9
— “ ‘i \‘ ‘ I M " h‘\ \“‘ ‘ L, ‘L , ‘\‘ “ - \‘ “\ ‘ TE— T
miz--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
—— —
12.50 13.00
5000 129.0 ITI/Z 59.95 76.24%
7.0 1710 2130 256.0
— “\‘ ‘H‘H » Hh"‘\ ;‘H‘\‘ i ‘\ | “ “ . ‘ . \‘ “‘ S | ‘\‘ Co
miz-> 50 100 150 200 250 300
Abundance #109281: Tetradecanoic acid = T
73.0 12.50 13.00

m/z 55.05 71.65%

5000 41.0
129.0
185.0 228.0
H‘\h Il ‘
T

T T
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136926.D

Acqg On : 04 Jan 2024 01:03
Operator : CG\JU

Sample : 05897-18

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Dehydroabietic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.757 13.67 ng 312954  Chrysene-d12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dehydroabietic acid 300 C20H2802 001740-19-8 99
2 1-Phenanthrenecarboxylic acid, 1... 300 C20H2802 005155-70-4 94
3 trans-1,2-Bis(methyldichlorosily... 252 C4H8C14Si2 065899-10-7 83
4 3-Quinolinecarboxylic acid, 4-hy... 285 C13H10F3NO3 023851-84-5 47
5 2-Ethylidene-hydrazono-3-methyl-... 239 C10H10CIN3S 1000148-08-4 43

Abundance Scan 1984 (13.757 min): BF136926.D\data.ms (-1980) (- m/z 239.20 100.00%

230.2
285.1
5000 197.1
1.1
431 O

141.0 e -
13.50 14.00
1 H‘h‘h ‘u‘\“ b \‘ “ 330.

gl by o m/z 285.15 65.09%

m/z--> 50 100 150 200 250 300
Abundance #199993: Dehydroabietic acid
239.0 285.0

5000 1400
120 1410  197.0 1350 14.00
’ ‘ m/z 197.10  39.41%

|

81.0 ‘
‘\\H\‘\“M‘\‘\‘\ m‘h \H L I T S
miz--> 50 100 150 200 250 300
Abundance #200035: 1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,9,1C
285.0

239.0 R T
13.50 14.00

5000 m/z 91.10  28.69%

43.0 197.0
141.0 ‘
‘ 1.0
T “ “\‘ ] ‘ \‘\“ ‘U‘ “\MM gl \H‘ - e “ e
miz--> 50 100 150 200 250 300

Abundance  #138578: trans-1,2-Bis(methyldichlorosilyl)ethylene —— :
104.0 239.0 13.50 14.00
m/z 43.10 21.71%

h M\jb\v‘/w
63.0 1390

T \‘; “‘ M I ‘\““‘W\m“‘ T ]

I h‘ M
T L —
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136926.D

Acqg On : 04 Jan 2024 01:03
Operator : CG\JU

Sample : 05897-18

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 4 1-Octadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.821 9.70 ng 222114  Chrysene-di12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecene 252 C18H36 000112-88-9 99
2 Cycloeicosane 280 C20H40 000296-56-0 99
3 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 93
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 93
Abundance Scan1995(1&821nﬂm:BF136926IﬂdMaJns(4991)0 m/z 57.10 100.00%
230.1 — ——
‘ ‘ 13.50 14.00
o M ‘h m \H \HM uh oy \ > m | \ L ‘3‘0‘1‘1‘ ‘?’55]" m/z 55.00 88.60%
miz--> 50 100 150 200 250 300 350
Abundance #138521: 1-Octadecene
57.0
5000 — ——
13.50 14.00
m/z 43.05 85.56%
Il | H \ m 1[399 1-820 25?'0
T T T ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #173728: Cycloeicosane
55.0
— ——
13.50 14.00
5000 7.0 m/z 83.05 83.23%
Li] “ | “\ 9018202240 2800
el L e
m/z--> 50 100 150 200 250 300 350
Abundance #228955: Trifluoroacetic acid, pentadecyl ester — ——
57.0 13.50 14.00
97.0 m/z 97.18 76.11%
- me
400
10 [ 111 \w (19001820 2550 a060 B
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\BF010324\
Data File : BF136926.D

Acqg On : 04 Jan 2024 01:03
Operator : CG\JU

Sample : 05897-18

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : 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 5 Trifluoroacetic acid, penta... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.462 2.26 ng 51850  Chrysene-d12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Trifluoroacetic acid, pentadecyl...

2 n-Nonadecanol-1

3 Heptafluorobutyric acid, pentade...

4 Cyclopentadecane
5 n-Heptadecanol-1

324 C17H31F302
284 C19H400
424 C19H31F702
210 C15H30
256 C17H360

959010-23-2 87
001454-84-8 87
959261-23-5 87
000295-48-7 86
001454-85-9 83

Abundance Scan 2104 (14.462 min): BF136926.D\data.ms (-2101) (- m/z 55.10 100.00%
5I:
5000 11.1
——
| HM 1629 5411 2991 g5 14.50
L m/z 83.18  88.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #228955: Trifluoroacetic acid, pentadecyl ester
57.0
5000 11.0 LN
14.50
m/z 69.10 82.67%
\\“\‘i“\‘ T “\ “ ‘“ “\1\8\‘2\0’ \\2\5“5\\0\3\(‘)6\9\\‘\\\\‘\\
mi/z--> 50 100 150 200 250 300 350 400
Abundance #179253: n-Nonadecanol-1
83.0
——
14.50
5000 ITI/Z 97.10 82.38%
29.
2F.o
LYY se20 2300
m/z--> 50 100 150 200 250 300 350 400
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester T
7.0 14.50
m/z 57.10 66.81%
5000
169.0
L Taeezsso  ads -
m/z--> 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136926.D

Acqg On : 04 Jan 2024 01:03
Operator : CG\JU

Sample : 05897-18

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Dichloroacetic acid, heptad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.133 6.55 ng 90961  Perylene-di12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 86
2 9-Octadecene, (E)- 252 C18H36 007206-25-9 70
3 17-Pentatriacontene 491 C35H70 006971-40-0 70
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 70
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 70
Abundance Scan 2218 (15.133 min): BF136926.D\data.ms (-2215) (| m/z 43.10 100.00%
43.1
97.1
5000
252.1
—— —
' ‘ 1969 25.1 15.00 15.50
Sy M m/z 57.10 94.57%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275003: Dichloroacetic acid, heptadecyl ester
57.0
5000 —r ——
111.0 15.00 15.50
m/z 55.10 79.06%
T \“\“‘\““J\‘f f“‘l ‘U\‘\\ ‘}]‘16\\8\(\) ‘ \2\:7’?‘0\ \2\9\5‘) \()\ T ‘ TTTT ’ TTTT ‘ TTTT ‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138524: 9-Octadecene, (E)-
55.0
—— —
15.00 15.50
5000 m/z 97.10 78.61%
111.0
it “ e —rr
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene —— —
43.0 15.00 15.50
m/z 69.10 77.21%
5000
'{ \‘ ||} 153.0 2100 267.0321.0 490.(
T LA R —— —
m/z--> 50 100 150 200 250 300 350 400 450 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010324\
Data File : BF136926.D

Acqg On : 04 Jan 2024 01:03
Operator : CG\JU

Sample : 05897-18

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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|
n-Hexadecanoic ... 11.845 25.5 ng 416745 4 11.310 326299 20.0
Octadecanoic acid 12.633 20.5 ng 335189 4 11.310 326299 20.0
Dehydroabietic ... 13.757 13.7 ng 312954 5 13.968 458035 20.0
1-Octadecene 13.821 9.7 ng 222114 5 13.968 458035 20.0
Trifluoroacetic... 14.462 2.3 ng 51850 5 13.968 458035 20.0
Dichloroacetic ... 15.133 6.5 ng 90961 6 15.451 277875 20.0
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