LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122823\
Data File : BF136814.D

Acqg On : 29 Dec 2023 01:56
Operator : CG\JU

Sample : 06034-01 5X

Misc :

ALS Vvial : 20 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: BF136814.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.840 293 298 306 rVB 10407 15251 4.53% 0.371%
2 5.005 492 496 501 rBvV 11550 13226 3.93% 0.322%
3 5.422 563 567 580 rBV 249927 264371 78.58% 6.439%
4 6.422 734 737 750 rBV 226012 232458 69.09% 5.662%
5 6.781 795 798 802 rBV 394982 295524 87.84%  7.198%
6 7.046 838 843 847 rVB3 4438 5347 1.59% 0.130%
7 7.169 859 864 867 rBv4 4577 5573 1.66% 0.136%
8 7.340 890 893 897 rBV 172342 139511 41.47%  3.398%
9 7.375 897 899 902 rvv2 9801 8636 2.57% 0.210%
10 7.422 902 907 910 rvVB6 5636 7792 2.32% 0.190%
11  7.581 931 934 937 rVB3 7122 6724 2.00% 0.164%
12 7.675 944 950 951 rBV4 3389 4953 1.47% 0.121%
13 7.799 969 971 974 rBvV3 3913 5340 1.59% 0.130%
14 7.928 989 993 997 rBvV4 3881 5793 1.72% 0.141%
15 8.057 1009 1015 1018 rBV 416920 318753 94.74% 7.763%
16 8.116 1021 1025 1028 rVB4 12317 15510 4.61% 0.378%
17 8.146 1028 1030 1035 rBV5S 5366 5577 1.66% 0.136%
18 8.257 1047 1049 1052 rVB4 10148 8965 2.66% 0.218%
19 8.346 1060 1064 1068 rBV6 8179 14029 4.17% 0.342%
20 8.404 1071 1074 1077 rBV3 5820 6448 1.92% 0.157%
21 8.440 1077 1080 1083 rVB4 5781 6320 1.88% 0.154%
22 8.481 1083 1087 1088 rBV 12959 11319 3.36% 0.276%
23 8.563 1096 1101 1103 rBvV2 12094 12161 3.61% 0.296%
24  8.599 1103 1107 1110 rBV5S 5949 6922 2.06% 0.169%
25 8.652 1113 1116 1120 rBV3 12897 14133 4.20% 0.344%
26 8.746 1129 1132 1135 rVB5 4905 4916 1.46% 0.120%
27 8.881 1151 1155 1157 rVB4 10041 9752  2.90% 0.238%
28 9.004 1173 1176 1178 rBV4 4937 5328 1.58% ©0.130%
29 9.081 1186 1189 1195 rBV4 15613 15550 4.62% 0.379%
30 9.134 1195 1198 1203 rBV 289877 221319 65.78% 5.390%
31 9.216 1208 1212 1216 rVB 19974 19176 5.70% 0.467%
32 9.287 1221 1224 1227 rVB4 7318 6329 1.88% 0.154%
33 9.522 1261 1264 1265 rBvV3 7414 6866 2.04% 0.167%
34 9.534 1265 1266 1269 rVB2 14963 9670 2.87% 0.236%
35 9.593 1274 1276 1280 rVB4 6569 5830 1.73% 0.142%
36 9.681 1287 1291 1295 rBV6 6411 9195 2.73% 0.224%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122823\
Data File : BF136814.D

Acqg On : 29 Dec 2023 01:56
Operator : CG\JU

Sample : 06034-01 5X

Misc :

ALS Vvial : 20 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
37 9.722 1295 1298 1300 rBV3 5238 5031 1.50% 0.123%
38 9.746 1300 1302 1307 rVB 13859 10026 2.98% 0.244%
39 9.816 1310 1314 1317 rWV 345248 283905 84.38% 6.915%
40 9.922 1328 1332 1337 rVB5 4396 5390 1.60% 0.131%
41 10.016 1344 1348 1354 rVB8 5176 9921 2.95% 0.242%
42 10.069 1354 1357 1360 rBv4 6327 8381 2.49% 0.204%
43 10.222 1379 1383 1385 rBV3 3991 6192 1.84% 0.151%
44 10.246 1385 1387 1390 rVB 14913 12790 3.80% 0.312%
45 10.298 1395 1396 1403 rBV6 3341 4759 1.41% 0.116%
46 10.363 1403 1407 1409 rBV3 3581 5643 1.68% 0.137%
47 10.469 1421 1425 1429 rVB2 13702 14342 4.26% 0.349%
48 10.604 1445 1448 1453 rBV 136631 127555 37.91% 3.107%
49 10.734 1465 1470 1477 rVB2 25166 38466 11.43% 0.937%
50 10.810 1477 1483 1485 rBV6 4310 7182 2.13% 0.175%
51 10.946 1503 1506 1508 rvB3 6549 7359  2.19% 0.179%
52 10.987 1509 1513 1518 rVB7 3686 6502 1.93% 0.158%
53 11.175 1542 1545 1547 rBV 13424 11852 3.52% 0.289%
54 11.204 1547 1550 1556 rVB 22642 24027 7.14% 0.585%
55 11.304 1564 1567 1570 rBV 379346 334434 99.40% 8.145%
56 11.328 1570 1571 1575 rVV 27950 23958 7.12% 0.584%
57 11.381 1578 1580 1583 rVvB3 6336 6121 1.82% 0.149%
58 11.416 1583 1586 1589 rBV5 4491 6336 1.88% 0.154%
59 11.551 1606 1609 1612 rVB3 6697 6701 1.99% 0.163%
60 11.604 1615 1618 1620 rBV 16164 13647 4.06% 0.332%
61 11.704 1632 1635 1638 rBV 37466 28057 8.34% 0.683%
62 11.775 1641 1647 1651 rBV7 6500 14122 4.20% 0.344%
63 11.810 1651 1653 1655 rBV3 6726 5860 1.74% 0.143%
64 11.840 1655 1658 1664 rBV3 33008 35692 10.61% 0.869%
65 11.922 1669 1672 1675 rVV3 8447 8112 2.41% ©.198%
66 12.010 1684 1687 1690 rBV2 17104 15177 4.51% 0.370%
67 12.045 1690 1693 1695 rBV4 5008 4979 1.48% 0.121%
68 12.245 1723 1727 1728 rBV4 8251 10884 3.24% 0.265%
69 12.292 1732 1735 1737 rVV3 6614 7499 2.23% 0.183%
70 12.363 1744 1747 1749 rBV4 10252 11038 3.28% 0.269%
71 12.392 1749 1752 1754 rVV2 174193 146031 43.40% 3.557%
72 12.416 1754 1756 1764 rVB2 100513 94277 28.02% 2.296%
73 12.504 1768 1771 1773 rBV 12978 10141 3.01% 0.247%
74 12.528 1773 1775 1778 rBV 29936 25926 7.71% 0.631%
75 12.757 1810 1814 1816 rBV 36151 38067 11.31% 0.927%
76 12.775 1816 1817 1819 rVB2 15820 8971 2.67% 0.218%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122823\
Data File : BF136814.D

Acqg On : 29 Dec 2023 01:56

Operator : CG\JU

Sample : 06034-01 5X

Misc

ALS Vvial : 20 Sample Multiplier: 1
Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs : ©

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

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

77 12.898 1835 1838 1847 rVB 351034 313762 93.26% 7.642%
78 13.134 1876 1878 1880 rBvV2 21423 20835 6.19% 0.507%
79 13.481 1935 1937 1940 rBV2 22858 15551 4.62% 0.379%
80 13.810 1991 1993 1996 rBV3 20077 15020 4.46% 0.366%
81 13.963 2015 2019 2022 rBV 371105 336445 100.00%  8.194%

82 15.445 2267 2271 2275 rBV 180924 214283 63.69% 5.219%

Sum of corrected areas: 4105816
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122823\
Data File : BF136814.D

Acqg On : 29 Dec 2023 01:56
Operator : CG\JU

Sample : 06034-01 5X

Misc

ALS Vvial : 20 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
Abundance TIC: BF136814.D\data.ms
400000 6.781
300000
5.422
6.422
200000 7340
100000
. 3.840 5.005 7.026169/8422.568;
\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: BF136814.D\data.ms
8.057
400000 11.304 12.898
9.816
300000 9.134
200000 12.392
10.604
12(416
100000
i 2 525&1,57% 13.134
- 0.734, oadh 28 M
| 057988 o @mmmwe wﬁiﬁa 22
Qe sl
Time--> 8.00 8.50 9 OO lO 00 10 50 11 OO 11 50 12 00 12 50 13 OO
Abundance TIC: BF136814.D\data.ms
13.963
400000
15.445
300000
200000
13.810
1000001381
0 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\BF122823\
Data File : BF136814.D

Acqg On : 29 Dec 2023 01:56
Operator : CG\JU

Sample : 06034-01 5X

Misc

ALS Vvial : 20 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 Dodecane, 2,6,11-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.734 2.30 ng 38466 Phenanthrene-die 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72
2 Tridecane, 5-propyl- 226 C1l6H34 055045-11-9 59
3 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 58
4 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 53
5 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 50

Abundance Scan 1470 (10.734 min): BF136814.D\data.ms (-1465) (- m/z 57.00 100.00%

57.0
5000
85.0

131 160.1 1050 1100

" m/z 71.85 67.16%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0

o

5000 — —
10.50 11.00
85.0 . .82%
290 m/z 43.05 58.82
o H I ‘ 1130 1410 169.0 197.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107223: Tridecane, 5-propyl-
57.0
—— —
10.50 11.00
5000 m/z 55.00 25.23%
85.0
oL 30.0] Ly ‘ 01410 1830y
AR e R e ERERRRE LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14542: Heptane, 3,4-dimethyl- — —
43.0 10.50 11.00

m/z 41.05 25.00%

70.0
5000
‘ ‘990
I Il I

150“ | | 128,
o it e A e e e e ;

‘ 7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122823\
Data File : BF136814.D

Acqg On : 29 Dec 2023 01:56
Operator : CG\JU

Sample : 06034-01 5X

Misc

ALS Vvial : 20 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 Pentadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.840 2.13 ng 35692  Phenanthrene-die 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 50
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 46
3 Tridecanoic acid 214 C13H2602 000638-53-9 43
4 Tetradecanoic acid 228 C14H2802 000544-63-8 38
5 Dodecanoic acid 200 C12H2402 000143-07-7 35
Abundance Scan1658(11840num BF136814.D\data.ms (-1655) (- m/z 57.05 100.00%
192.1
5000
— ——
‘ 11.50 12.00
Ol il m/z 41.85 97.15%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
5000 129.0 T T
11.50 12.00
199.0 m/z 60.00 94.58%
e ) e TR
OJ\-\\I:_)\.R‘}HM }‘HH\H \HU\‘H\‘}\‘\““H”‘M\H\‘\\‘HH“\\‘H‘\‘H\‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
T T
11.50 12.00
5000 129.0 m/Z 73.00 93.72%
157.0 185.0213'0 256.0
0,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0 11.50 12.00
43.0 m/z 55.00 85.37%
5000 129.0
171.0
‘ 214.0
o? — —
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\BF122823\
Data File : BF136814.D

Acqg On : 29 Dec 2023 01:56
Operator : CG\JU

Sample : 06034-01 5X

Misc

ALS Vvial : 20 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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.393 8.73 ng 146031  Phenanthrene-di10 11.304
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
3 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
4 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 98
5 9,12-Octadecadienoic acid (Z,Z)- 280 C18H3202 000060-33-3 95
Abundance Scan 1752 (12.392 min): BF136814.D\data.ms (-1749) (- m/z 67.05 100.00%
67.0
149.1 00 12
| ) 2061 2631004: | 1200 12.50
0——y m/z 81.05 93.85%
miz--> 50 100 150 200 250
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
5000 \‘ LN
12.00 12.50
09.0 m/z 55.05 76.71%
oL— L“ \H‘h‘ H“\ ‘Hh ‘”u‘ H ‘\‘ — “26‘?‘0‘29“4‘(
miz--> 50 150 200 250
Abundance  #191900: 9, 12 Octadecadlenoic acid, methyl ester
67.0
— ——
12.00 12.50
5000 m/z 95.10 63.42%
29.0 09.0
294.C
oLl mH uh ‘uhwuh‘ m L. 2230 26307F
miz--> 50 200 250
Abundance #191919: 9,12- Octadecadlen0|c acid (Z,2)-, methyl ester — ——
67.0 12.00 12.50
m/z 41.10 59.54%
5000
29.0 o 294.C
263.029%
oL, \“ | ) mH m “\‘1‘&‘1‘0 2200 | | o -
m/z--> 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122823\
Data File : BF136814.D

Acqg On : 29 Dec 2023 01:56
Operator : CG\JU

Sample : 06034-01 5X

Misc

ALS Vvial : 20 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 trans-13-Octadecenoic acid,... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.416 5.64 ng 94277  Phenanthrene-d1e 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 91
2 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 87
3 6-Octadecenoic acid, methyl este... 296 C19H3602 002777-58-4 87
4 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 80
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 72
Abundance Scan 1756 (12.416 min): BF136814.D\data.ms (-1754) (- m/z 55.00 100.00%
5!:
2000 MNWMWMNWﬂMMNMAWMMWM
P
12.50
Y ”‘ I m/z 74.05 66.52%
miz--> 50 100 150 200 250
Abundance  #194454: trans-13-Octadecenoic acid, methyl ester
55.0
Al s
5000 R
m/z 41.00 63.38%
| 1 | Lm0 00 20 210,
0\ ‘\\‘ U I HM uu “‘M‘\ \‘\H\‘Mmh‘w‘ b e T ’
miz--> 100 150 200 250
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
P
12.50
5000 87.0 m/z 83.85 62.39%
23.0
180.0 264.0
b b L 296
m/iz--> 50 100 150 200 250
Abundance #194443: 6-Octadecenoic acid, methyl ester, (2)- ——
55.0 12.50
m/z 69.10 56.49%
96.0
5000
37.0 180.0 222.0 264.0
SELENE k| e o
m/z--> 50 100 150 200 250 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122823\
Data File : BF136814.D

Acqg On : 29 Dec 2023 01:56
Operator : CG\JU

Sample : 06034-01 5X

Misc

ALS Vvial : 20 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|
Dodecane, 2,6,1... 10.734 2.3 ng 38466 4 11.304 334434 20.0
Pentadecanoic acid 11.840 2.1 ng 35692 4 11.304 334434 20.0
9,12-Octadecadi... 12.393 8.7 ng 146031 4 11.304 334434 20.0
trans-13-Octade... 12.416 5.6 ng 94277 4 11.304 334434 20.0
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