LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030323\
Data File : BF132628.D

Acqg On : 03 Mar 2023 14:51
Operator : CG\JU

Sample : 01759-01

Misc :

ALS vial : 7 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-BF022223.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF132628.D\data.ms

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

# min scan scan scan TY height area % max. total
1 2.669 3 14 15 rBV 42852 146956  3.23% 0.353%
2 2.687 15 17 40 rVB 57951 135715 2.98% 0.326%
3 3.651 173 181 2067 rBV 381022 1293344 28.42% 3.107%
4 5.222 445 448 455 rVB 609737 584014 12.83% 1.403%
5 5.622 512 516 524 rVB 2226768 2017394 44.32% 4.846%
6 6.551 666 674 677 rBV2 119516 137138 3.01% ©.329%
7 6.622 682 686 692 rVV 1331582 1275167 28.02% 3.063%
8 6.951 737 742 745 rBV3 70758 84820 1.86% 0.204%
9 6.998 746 750 754 rVB 1442468 1138513 25.01% 2.735%
10 7.134 770 773 775 rBvV2 65632 66201 1.45% 0.159%
11  7.392 813 817 819 rBvV4 70126 76240 1.68% 0.183%
12 7.422 819 822 826 rvB3 49933 71197 1.56% 0.171%
13 7.528 834 840 842 rBV3 192678 252114 5.54% 0.606%
14 7.563 842 846 849 rVV 3137123 2996062 65.83% 7.196%
15 7.592 849 851 854 rVB2 71126 74426 1.64% 0.179%
16 7.639 854 859 862 rBV5 192128 248856 5.47% ©.598%
17 7.686 862 867 869 rBV2 89282 101614 2.23% 0.244%
18 7.739 873 876 878 rVW4 56074 78038 1.71% ©.187%
19 7.763 878 880 882 rvv 283391 209195 4.60% 0.502%
20 7.792 882 885 886 rVv2 113071 132820 2.92% 0.319%
21 7.804 886 887 892 rVB4 176933 180791 3.97% 0.434%
22 7.875 892 899 904 rBVS5 81600 185613 4.08% 0.446%
23 7.922 904 907 912 rBV3 212644 281799 6.19% 0.677%
24 8.016 921 923 926 rBV4 70010 99158 2.18% 0.238%
25 8.092 932 936 939 rBV3 119543 188230 4.14% 0.452%
26 8.145 943 945 948 rVV2 182798 164233 3.61% 0.394%
27 8.181 948 951 955 rBV3 87861 156022 3.43% 0.375%
28 8.222 955 958 961 rVvV5 147890 180386 3.96% 0.433%
29 8.251 961 963 964 rvVv 109918 87306 1.92% 0.210%
30 8.286 965 969 971 rVV 1690668 1683700 36.99% 4.044%
31 8.328 974 976 979 rVB3 196022 163196 3.59% 0.392%
32 8.363 979 982 985 rVB3 170660 176127 3.87% 0.423%
33 8.410 988 990 991 rBV 92646 77551 1.70% 0.186%
34 8.457 996 998 999 rBV 86667 67615 1.49% 0.162%
35 8.481 999 1002 1004 rVB3 203728 179597 3.95% 0.431%
36 8.528 1007 1010 1013 rBV2 149633 132880 2.92% 0.319%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030323\
Data File : BF132628.D

Acqg On : 03 Mar 2023 14:51
Operator : CG\JU

Sample : 01759-01

Misc :

ALS vial : 7 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-BF022223.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.569 1013 1017 1018 rBv4 172576 164289 3.61% ©.395%
38 8.592 1018 1021 1024 rVB2 138649 165880 3.64% 0.398%
39 8.622 1024 1026 1029 rBV3 66780 55064 1.21% 0.132%
40 8.692 1036 1038 1040 rBV 356638 285901 6.28% 0.687%
41  8.716 1040 1042 1044 rVB2 91282 95179 2.09% 0.229%
42 8.786 1051 1054 1055 rBV3 144876 122044 2.68% 0.293%
43  8.822 1058 1060 1062 rVB2 101626 71852 1.58% 0.173%
44  8.839 1062 1063 1065 rBv2 71017 64080 1.41% 0.154%
45  8.904 1071 1074 1077 rBV3 127690 118284 2.60% 0.284%
46 8.945 1079 1081 1082 rBV 84997 71162 1.56% 0.171%
47  9.028 1093 1095 1097 rVB3 146685 124245 2.73% 0.298%
48 9.057 1097 1100 1105 rBV5 271693 320388 7.04% 0.770%
49 9.098 1105 1107 1110 rVV2 391368 330473 7.26% 0.794%
50 9.128 1110 1112 1116 rVV4 226322 288055 6.33% 0.692%
51 9.169 1116 1119 1121 rVV3 135555 191429 4.21% 0.460%
52 9.222 1125 1128 1131 rBV5 147107 179912 3.95% 0.432%
53 9.292 1138 1140 1142 rW 515804 354442 7.79% 0.851%
54 9.316 1142 1144 1147 rVB2 186996 187526 4.12% 0.450%
55 9.363 1147 1152 1155 rVB 4883115 4551513 100.00% 10.933%
56 9.439 1161 1165 1166 rBV2 207166 268622 5.90% 0.645%
57 9.469 1168 1170 1172 rVV 195011 144556  3.18% 0.347%
58 9.510 1175 1177 1179 rVB 155034 117042 2.57% 0.281%
59 9.704 1207 1210 1211 rBV 140378 143282 3.15% 0.344%
60 9.751 1215 1218 1221 rVB2 605437 596374 13.10% 1.432%
61 9.786 1221 1224 1226 rBV3 90149 92644 2.04%  0.223%
62 9.833 1231 1232 1234 rVV2 137531 102030 2.24% 0.245%
63 9.857 1234 1236 1239 rVB2 219045 161818 3.56% ©0.389%
64 9.904 1242 1244 1247 rVB 242066 175742 3.86% 0.422%
65 10.045 1265 1268 1271 rVB 1632303 1338160 29.40%  3.214%
66 10.245 1299 1302 1306 rVB2 230607 308262 6.77% ©.740%
67 10.286 1306 1309 1318 rVB4 234372 506643 11.13% 1.217%
68 10.357 1319 1321 1325 rBV2 177082 247018 5.43% 0.593%
69 10.598 1358 1362 1366 rBvV2 404472 419717 9.22% 1.008%
70 10.763 1387 1390 1392 rVB 433480 392373 8.62% 0.942%
71 10.839 1399 1403 1411 rVB 2798361 2597961 57.08% 6.240%
72 10.945 1417 1421 1425 rBv4 142969 200965 4.42% 0.483%
73 11.539 1519 1522 1526 rBV 1311672 1180307 25.93% 2.835%
74 12.063 1605 1611 1620 rBV 1396442 1490089 32.74% 3.579%
75 12.757 1725 1729 1735 rBV3 169390 360994 7.93% 0.867%

76 12.851 1739 1745 1756 rVB 1472666 1793837 39.41% 4.309%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030323\
Data File : BF132628.D

Acqg On : 03 Mar 2023 14:51
Operator : CG\JU

Sample : 01759-01

Misc

ALS vial : 7 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-BF022223.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 13.133 1789 1793 1796 rBV 3638435 3208055 70.48% 7.706%
78 13.504 1853 1856 1862 rVB 65068 66652 1.46% 0.160%
79 13.998 1937 1940 1943 rBV2 47251 63455 1.39% 0.152%
80 14.033 1943 1946 1959 rVB 200001 355695 7.81% ©0.854%
81 14.204 1971 1975 1978 rVB 1035216 903410 19.85% 2.170%
82 14.345 1996 1999 2009 rVB3 89425 115219 2.53% 0.277%
83 14.704 2057 2060 2066 rVB 106877 127830 2.81% ©0.307%
84 14.968 2102 2105 2113 rVB5 51480 70263 1.54% 0.169%
85 15.757 2234 2239 2247 rVB 941078 1217657 26.75%  2.925%

Sum of corrected areas: 41632418
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030323\
Data File : BF132628.D

Acq On : @3 Mar 2023 14:51
Operator : CG\JU

Sample : 01759-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF132628.D\data.ms
5000000

4000000

7.563
3000000

5.622
2000000

6.998

6.622
1000000

5.222
3.651

2 65y 6.5

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T TrTT \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘f\\‘\\\\T\\/\\\\’\\\\’\\\\’\
2

\ 1
Time--> .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 7.80
Abundance TIC: BF132628.D\data.ms

5000000 9.363

4000000 13.133

10.839
3000000

10.045

2000000
11.539 12.063 12.851

12.7 \A“J 135

— —— —— —r— —— — ——
Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF132628.D\data.ms

5000000

1000000

4000000
3000000

2000000
14.204 15.757

1000000
_Aw&lﬁigf§§3 14.345 14704149§§—--~;H~—MJ\_‘ﬁ_‘.vvﬂ‘A_,ﬁﬁﬁ_‘*_,\“fﬁ,,_,v_,\*ﬁ,,H\_ﬂgmﬁ_‘kv-,“A~v
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Time--> 14 OO 14 50 15 00 15. 50 16 00 16 50 17 00 17 50 18 OO 18 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030323\
Data File : BF132628.D

Acq On : @3 Mar 2023 14:51
Operator : CG\JU

Sample : 01759-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 wunknown3.651 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.651 22.72 ng 1293340  1,4-Dichlorobenzene-d4 6.998

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 43
2 Propylene Glycol 76 C3H802 000057-55-6 43
3 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
4 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 37
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9
Abundance Scan 181 (3.651 min): BF132628.D\data.ms (-173) (-) m/z 45.00 100.00%
45.0
5000 /t
A REEEE SR
61.0 3.40 3.60 3.80 4.00
Obrrrrr et et 22 m/z 42,95  16.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
5000 T [ T[T T[T i [rrd
3.40 3.60 3.80 4.00
m/z 61.00 6.46%
ol 190 310 || 610 759
\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1083: Propylene Glyco
45.0
S ARARNRENEE T
3.40 3.60 3.80 4.00
5000 m/z 44.00 5.24%
29.0
oL 180 L 0 mo
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5320: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)- R RaREEe ot e
45.0 3.40 3.60 3.80 4.00
m/z 42.00 2.69%
5000
29.0
0 T 810 760 89.0 1020
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030323\
Data File : BF132628.D

Acq On : @3 Mar 2023 14:51
Operator : CG\JU

Sample : 01759-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.222 10.26 ng 584014 1,4-Dichlorobenzene-d4 6.998

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 50
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 448 (5.222 min): BF132628.D\data.ms (-445) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
4.80 5.00 5.20 5.40 5.60
‘ ‘ 83.0 .
- m/z 59.00 64.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [T T T T T T T
59.0 4.80 5.00 5.20 5.40 5.60
m/z 101.00  24.79%
101.0
O \\\‘\\\\‘\\\?“]I\.(\)\\“ui\\‘\\‘}\‘\\\\‘\\\\8‘:\’"\.(\)\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
R
4.80 5.00 5.20 5.40 5.60
5000 m/z 57.95 16.46%
41.0
29.0 101.0
o prrreprebere bl 730 880 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4529: 2,3-Butanedione, monooxime R AREERAREE S
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 8.37%
5000
101.0
15.0 58.0
O b o 100, 840
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030323\
Data File : BF132628.D

Acq On : @3 Mar 2023 14:51
Operator : CG\JU

Sample : 01759-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 unknown7.639 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.639 4.37 ng 248856  1,4-Dichlorobenzene-d4 6.998

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 45
2 Benzene, 1-methyl-2-(1-methyl-2-... 146 C11H14 097664-19-2 25
3 Benzene, (1-methyl-1-butenyl)- 146 C1l1Hi4 053172-84-2 25
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 25
5 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 25
Abundance Scan 859 (7.639 min): BF132628.D\data.ms (-854) (-) m/z 69.00 100.00%
69.0 105.0
210 88.0 *>Y 1311
5000
148.1 T
168.3 7.40 7.60 7.80 8.00
0! : m/z 104.95 84.06%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0

At

5000 A A T
7.40 7.60 7.80 8.00

91.0 m/z 55.00 82.60%

51.0 ‘
O T ‘ T T 17T ‘ T ‘\‘ T ‘ T T \‘h‘ T \‘ } T ‘ ‘U T H‘ ‘ T “‘! T ‘1\ \8‘\0\ ‘ LI
miz--> 20 40 60 80 100 120 140 160

Abundance #25059: Benzene, 1-methyl-2-(1-methyl-2-propenyl)-
131.0

7.40 7.60 7.80 8.00
5000 m/z 73.00 79.74%

91.0
39.0 65.0 l
oo S0 130 || uso
m/z--> 20 40 60 80 100 120 140 160
Abundance #25012: Benzene, (1-methyl-1-butenyl)-
131.0

7.40 7.60 7.80 8.00
m/z 88.00 79.73%

5000 91.0 }L
39.0 65.0
“ dﬂ sy ‘MJL‘ | 11M 148.0 /K/\ /Jk

m/z--> 20 60 80 100 120 140 160 7.40 7.60 7.80 8.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©30323\
Data File : BF132628.D

Acq On : @3 Mar 2023 14:51

Operator : CG\JU

Sample : 01759-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 4 unknown7.922 Concentration Rank 18

R.T EstConc Area Relative to ISTD R.T.
7.922 3.35 ng 281799 Naphthalene-d8 8.286
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11lH16 004706-90-5 35

2 Benzene, pentamethyl- 148 C11H1e 000700-12-9 35
3 Ethanone, 1-(4-ethylphenyl)- 148 C10H120 000937-30-4 25
4 3,4-Dimethylcumene 148 C11H16 1000370-34-1 18
51,5,6,7-Tetramethylbicyclo[3.2.0... 148 Cl1lH16 134329-46-7 18
Abundance Scan 907 (7.922 min): BF132628.D\data.ms (-904) (-) m/z 133.05 100.00%
133.1
67.0
5000 98.0 152.0
41.0
H ‘ 7.60 7.80 8.00 8.20
I m/z 131.00  55.62%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance  #26414: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133.0
5000
7.60 7.80 8.00 8.20
m/z 67.00 52.73%
39.0 91.0
15.0
0 \’\\\‘\ T \‘i‘\ \‘[‘H‘\‘\G‘?'\O\ \‘”‘ T \‘\‘\ “;I'\l\ai"?\ \‘\‘\’H‘\ T
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #26355: Benzene, pentamethyl-
133.0
R RmARE R
7.60 7.80 8.00 8.20
5000 m/z 95.00 48.33%
91.0
39.0 65.0
P . O T N
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #26242: Ethanone, 1-(4-ethylphenyl)- T REmasEEEE
133.0 7.60 7.80 8.00 8.20
m/z 82.05 43.347%
5000
105.0
430 190 ‘ ‘
ol 280, o A ) —
m/z--> 0 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030323\
Data File : BF132628.D

Acq On : @3 Mar 2023 14:51
Operator : CG\JU

Sample : 01759-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Sulfurous acid, 2-ethylhexy... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.692 3.40 ng 285901 Naphthalene-d8 8.286

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 80
2 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 80
3 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 78
4 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 72
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 72

Abundance Scan 1038 (8.692 min): BF132628.D\data.ms (-1036) (-) m/z 57.10 100.00%

57.1
o W
R R
H 85‘-1 113.1 1561 8.40 8.60 8.80 9.00
o388 el 1551 1831 o 7110 83.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #224373: Sulfurous acid, 2-ethylhexyl nonyl ester
57.0
5000 UL L B LI L LA BN
8.40 8.60 8.80 9.00
m/z 43.00 50.18%
29.0 ‘ 850 1130 /
O\‘\‘\‘\\“‘\\\M“}\“}\“‘1‘\\\“‘\\‘1‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33093: Nonane, 2,6-dimethyl-
43.0
71.0 B m e
8.40 8.60 8.80 9.00
5000 m/z 41.00 25.58%
113.0
obpebbetlh i A P10 1410 MWMW
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22108: Octane, 3,6-dimethyl- R AR RRS
57.0 8.40 8.60 8.80 9.00
m/z 56.05 20.90%
5000
29.0 113.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030323\
Data File : BF132628.D

Acq On : @3 Mar 2023 14:51
Operator : CG\JU

Sample : 01759-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 1H-Pyrazole-4-carboxaldehyd... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.169 2.86 ng 191429  Acenaphthene-di0 10.045

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Pyrazole-4-carboxaldehyde, 1-... 124 C6H8N20 1000319-71-9 59
2 3,5-Octadien-2-one 124 C8H120 038284-27-4 33
3 Succinic acid, di(hept-1,6-dien-... 306 C18H2604 1000391-33-6 32
4 3-Pyridinol 95 C5H5NO 000109-00-2 32
5 2-Furoic acid, but-3-yn-2-yl ester 164 C9H803 1000299-23-2 32

Abundance Scan 1119 (9.169 min): BF132628.D\data.ms (-1116) (-) m/z 95.10 100.00%
95.1

5000

3

124.1 .
a0 690 ‘
L

159.11g0 1 8.80 9.00 9.20 9.40

‘H‘““mM}‘w”‘m“““m‘H‘u““““““‘1“mu‘}uu‘mu‘mw m/z 169.16  26.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11844: 1H-Pyrazole-4-carboxaldehyde, 1-ethyl-

o

%

95.0
124.0
5000 L L BN B L I
8.80 9.00 9.20 9.40
39.0 m/z 124.10  21.72%
‘68.0 ‘
O‘\\\\ \‘\H‘\‘\“1‘\\“\\\\‘\\‘\\‘!‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11994: 3,5-Octadien-2-one
95.0
E
8.80 9.00 9.20 9.40
5000 43.0 m/z 69.00  14.95%
124.0
67.0“ ‘
) SN 1 N —

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #206969: Succinic acid, di(hept-1,6-dien-4-yl) ester R RRRREREREEEEE SR
95.0 8.80 9.00 9.20 9.40

m/z 41.00 10.62%

5000

E

41.0 67.0
0 T 1190 1670 1950
SRSUURE WIS N

m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40

8270-BF022223.M Mon Mar 06 11:14:06 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030323\
Data File : BF132628.D

Acq On : @3 Mar 2023 14:51
Operator : CG\JU

Sample : 01759-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Dodecane, 2,6,10-trimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.292 5.30 ng 354442  Acenaphthene-di0 10.045

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 90
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 83
3 Decane, 5-propyl- 184 C13H28 017312-62-8 72
4 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 64
5 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 53
Abundance Scan 1140 (9.292 min): BF132628.D\data.ms (-1138) (-) m/z 57.10 100.00%
57.1
5000
ARARaREEESSEE
1271 9.00 9.20 9.40 9.60
160 1
— H . “‘J“‘J bbbk 28322121 sy 71,05 88.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0
5000 UL L B LI L LA BN
9.00 9.20 9.40 9.60
20.0 85.0 m/z 43.10 51.77%
o NN ‘ 130 4550 183.0 206.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
R AR RRS
9.00 9.20 9.40 9.60
5000 m/z 85.10 36.30%
85.0
29.0
A |89 a0 1690 1970
R L e B Eae B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59032: Decane, 5-propyl-  ERAReASE
57.0 9.00 9.20 9.40 9.60
m/z 41.00 29.07%
5000
85.0
29.0
112.0 140.0
S .Y YA B S
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60

8270-BF022223.M Mon Mar 06 11:14:11 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030323\
Data File : BF132628.D

Acq On : @3 Mar 2023 14:51
Operator : CG\JU

Sample : 01759-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M

Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 unknown9.439

Concentration Rank 14

R.T EstConc Area Relative to ISTD R.T.
9.439 4.01 ng 268622  Acenaphthene-di0 10.045
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Ethyl-1-dodecanol 214 C14H3e0 019780-33-7 47
2 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 43
3 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 38
4 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 38
5 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 38

Abundance Scan 1165 (9.439 min): BF132628.D\data.ms (-1161) (-)
57.0

5000
85.0 193.2

‘ 119.0
\ ‘\ L u N‘H HHMH“ ‘HH H.S‘l‘ l\ | Ll L

m/z--> 20 40 60 80 100120140 160 180 200 220 240 260

o

Abundance #92366: 2-Ethyl-1-dodecano
57.0
5000
29.0 97.0
| J %0 16801960
O \‘HH‘HH‘\H\‘\H\‘\\H‘HH‘HH‘HH‘HH‘HH

m/z--> 20 40 60 80 100120140 160 180 200 220 240 260

Abundance #161355: 1-Decanol, 2-octyl-
57.0
5000 85.0
29.0 ‘ 125,
o L 0st010 2pa0zsz0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester
57.0

5000 85.0

‘ i} \‘ ‘\“‘ \‘H 12501540 196.0224.0  269.(

m/z 57.05 100.00%

=

9.20 9.40 9.60 9.80

m/z 71.05 52.23%

i

9.20 9.40 9.60 9.80

m/z 43.00  49.54%

%

9.20 9.40 9.60 9.80

m/z 55.00 43.97%

9.20 9.40 9.60 9.80

m/z 69.10 42.15%

o

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260

9.20 9.40 9.60 9.80

8270-BF022223.M Mon Mar 06 11:14:15 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030323\
Data File : BF132628.D

Acq On : @3 Mar 2023 14:51
Operator : CG\JU

Sample : 01759-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Tetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.751 8.91 ng 596374  Acenaphthene-d10 10.045

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 87
2 Pentacosane 352 C25H52 000629-99-2 80
3 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 64
4 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 58
5 Decane, 5-propyl- 184 C13H28 017312-62-8 58

Abundance Scan 1218 (9.751 min): BF132628.D\data.ms (-1215) (-)| | m/z 57.10 100.00%

57.1
5000

7 193.2 — —
\‘\ \h Hl 1371 9.50 10.00
il Il Ll

T ey

i b e m/z 71,10 96.78%

m/z--> 50 100 150 200 250 300 350
Abundance #74006: Tetradecane
57.0

5000

99.0
\“‘\ ‘M\ h!‘ “" \“ \%4}.‘0\ T \1\9?‘\0\ T ‘ L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane

57.0

o

o

9.50 10.00
5000 m/z 85.05 47 .01%
99.0

oL 1Ll 14101830 2250 2950 352

T B S B S S

m/z--> 50 100 150 200 250 300 350
Abundance #117906: Sulfurous acid, hexyl pentyl ester — —
430 g50 9.50 10.00

Ly ‘MHH‘ | 1870

T
m/z--> 50 100 150 200 250 300 350 9.50 10.00

8270-BF022223.M Mon Mar 06 11:14:31 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030323\
Data File : BF132628.D

Acq On : @3 Mar 2023 14:51
Operator : CG\JU

Sample : 01759-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 10 Naphthalene, 1,6,7-trimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
10.245 4.61 ng 308262  Acenaphthene-di0 10.045
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 94
2 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 94
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 90
4 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 87
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 81

Abundance Scan 1302 (10.245 min): BF132628.D\data.ms (-1299) (-) | m/z 170.10 100.00%

170.1
5000
43.0
e

‘ 109.1 139.0 10.00 10.50
H . m\uu“”\me hh HH mh \MH\M . 200.1222.2 m/z 155.10 95.60%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45536: Naphthalene, 1,6,7-trimethyl-
170.0

5000 e i
10.00 10.50

m/z 43.00  31.28%

510 760 10, o 140 M M
O‘\\\\‘\\‘\\“}\H\U’HU\\\‘\\\‘\‘\‘\‘\\““\\ ‘\“\\\’\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0

T
10.00 10.50

o

5000 m/z 153.00 25.18%
128.0
63.0 ‘
o000 | L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45539: Naphthalene, 2,3,6-trimethyl- — ——
170.0 10.00 10.50

m/z 55.00 21.83%

- \W%NN%WKM”AAMwNMJLﬂJ
[

128.0
o 40630850 180 | |
210630 800

T ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50

8270-BF022223.M Mon Mar 06 11:14:39 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030323\
Data File : BF132628.D

Acq On : @3 Mar 2023 14:51
Operator : CG\JU

Sample : 01759-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 11 Naphthalene, 2,3,6-trimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.286 7.57 ng 506643  Acenaphthene-d10 10.045
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 96
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 96
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 94
4 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 87
5 1-(2,2-Dimethylcyclopropyl)-2-ph... 170 C13H14 1000294-91-1 87

Abundance Scan 1309 (10.286 min): BF132628.D\data.ms (-1306) (- m/z 170.05 100.00%
170.1
5000 |
10.00 10.50
o 1991 m/z 155.05 81.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45538: Naphthalene, 2,3,6-trimethyl-
170.0
5000 e L
10.00 10.50
128.0 m/z 71.05 30.86%
O \\\‘2\7‘\.9\“\5\]1.\()“{\‘7‘\6‘1‘.‘(“)}‘\\1-22\-\0\‘\‘\‘!‘\.\“‘\\ ‘\“\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45536: Naphthalene, 1,6,7-trimethyl-
170.0
e e
10.00 10.50
5000 ITI/Z 57.05 28.70%
128.0
51.0 76.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45532: Naphthalene, 1,4,6-trimethyl- —— ——
155.0 10.00 10.50
m/z 153.00 20.41%
5000
128.0
63.0 ‘
0 40-089-°M, R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50

8270-BF022223.M Mon Mar 06 11:14:41 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030323\
Data File : BF132628.D

Acq On : @3 Mar 2023 14:51
Operator : CG\JU

Sample : 01759-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 12 Naphthalene, 1,4,6-trimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
10.357 3.69 ng 247018  Acenaphthene-di0 10.045
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 95
2 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 93
3 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 93
4 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 91
5 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 91

Abundance Scan 1321 (10.357 min): BF132628.D\data.ms (-1319) (-] | m/z 155.05 100.00%
156.1
119.1 = e
390 7.0 188.1 10.00 10.50
o 2202 /7 170.05  98.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45539: Naphthalene, 2,3,6-trimethyl-
170.0
5000 e SRR
10.00 10.50
m/z 153.00 24.08%
128.0
O ‘\\\4\.]‘-\(?\\‘\\\\8’5\\9\‘\\\‘\‘\‘L‘\\“\\m‘\”{“\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0
P e
10.00 10.50
5000 m/z 119.05 21.78%
128.0
63.0 ‘
ol %001 k. SQOM
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45536: Naphthalene, 1,6,7-trimethyl- — —
170.0 10.00 10.50
m/z 169.05 20.77%
128.0
510 760
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50

8270-BF022223.M Mon Mar 06 11:14:42 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030323\
Data File : BF132628.D

Acq On : @3 Mar 2023 14:51
Operator : CG\JU

Sample : 01759-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 unknownl®@.598 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.598 6.27 ng 419717  Acenaphthene-d10 10.045
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrrolidine, 1-(1-cyclopenten-1-... 137 C9H15N 007148-07-4 46
2 2-Naphthalenol, decahydro- 154 C10H180 000825-51-4 42
3 Benzenemethanamine, 4-methoxy- 137 C8H11NO 002393-23-9 38
4 (2,3-Dihydroxybenzoylamino)aceti... 225 C10H11NO5 1000185-82-7 38
5 1H-Inden-1-one, 2,3,4,5,6,7-hexa... 136 C9H120 022118-00-9 38
Abundance Scan 1362 (10.598 min): BF132628.D\data.ms (-1358) (- m/z 136.00 100.00%
136.0
5000 67.0 951 MM
41.0 T —
182.0 10.50 11.00
0 e 2ot m/z 137.05  39.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19352: Pyrrolidine, 1-(1-cyclopenten-1-yl)-
136.0
5000 —— a
10.50 11.00
41.0 m/z 67.00 38.68%
‘ 67.0 108.0
0 H\‘\‘\‘H‘ihu”\‘h\‘\““\‘H“l“\H‘H\‘\‘Hi‘\\”\H“\H\‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31064: 2-Naphthalenol, decahydro-
136.0
94.0 — —
10.50 11.00
5000 67.0 m/z 81.05 38.18%
41.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19287: Benzenemethanamine, 4-methoxy- —— ‘
136.0 10.50 11.00
m/z 95.10 35.71%
5000 106.0
77.0
51.0
0! S — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00

8270-BF022223.M Mon Mar 06 11:14:53 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030323\
Data File : BF132628.D

Acq On : @3 Mar 2023 14:51
Operator : CG\JU

Sample : 01759-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 Benzophenone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.763 5.86 ng 392373  Acenaphthene-di0 10.045
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 49
3 2-Chloro-1-phenyl-1-propanone 168 C9HIC10 006084-17-9 43
4 N-Benzoylimidazole 172 C10H8N20 010364-94-0 43
5 Ethanone, 2,2,2-trifluoro-1-phenyl- 174 C8H5F30 000434-45-7 43

Abundance Scan 1390 (10.763 min): BF132628.D\data.ms (-1387) (- m/z 105.00 100.00%

105.0
o 182.1
5000

51.0

152.0
b et A 2280 2280 nyz 77.00  59.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
7o 182.0
5000 —T —
10.50 11.00
51.0 m/z 182.05 52.82%
o2 | | 1520 |
‘\\\\“\\\\‘\\\H\‘\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30107: Benzenecarbothioic acid, S-methyl ester
105.0
ey —
77.0 10.50 11.00
5000 ITI/Z 51.00 18.42%

51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #44318: 2-Chl

oro-1-phenyl-1-propanone T
105.0 10.50 11.00
m/z 106.00 7.90%

5000 77.0
51.0
27.0 | 131.0 168.0

e — —
miz--> 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\BF030323\
Data File : BF132628.D

Acq On : @3 Mar 2023 14:51
Operator : CG\JU

Sample : 01759-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 Decane, 2-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.945 3.41 ng 200965 Phenanthrene-d10 11.545
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 87
2 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 80
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 74
4 Hexadecane 226 CleH34 000544-76-3 74
5 Tridecane, 4-methyl- 198 C14H3e 026730-12-1 72
Abundance Scan 1421 (10.945 min): BF132628.D\data.ms (-1417) (- m/z 57.05 100.00%
57.0
5000
85.1
——
‘ ‘ 1130 1501 183.1 11.00
0brrrrreeetbrtbok bl it “u\“‘””‘ e 2291 nyz 71,05 86.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33083: Decane, 2-methyl-
57.0
5000 ifod
85.0 -
29.0 %
112.0 m/z 43.00 51.61
O H\‘\‘H\ }Hh‘ ‘\\‘M\‘WH\‘\\!‘\‘\\]\-\4.‘]-\\()\1‘\\\\‘H\\‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #141064: Heptadecane, 7-methyl-
57.0
——
11.00
5000 m/z 85.10 34.59%
85.0
112.0
29.0
oot L MO0 an0 s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90203: Dodecane, 2,6,11-trimethyl- ——
57.0 11.00
m/z 41.05 24.06%
5000 85.0
29.0 113.0
bl L L 10 19000070 .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030323\
Data File : BF132628.D

Acq On : @3 Mar 2023 14:51
Operator : CG\JU

Sample : 01759-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.063  25.25 ng 1490090  Phenanthrene-d10 11.545
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 68

Abundance Scan 1611 (12.063 min): BF132628.D\data.ms (-1605) (- m/z 73.00 100.00%

73.0
43.0
5000 uh‘um 1201
213.2 — ‘
‘ 171.1 256.1 12.00
0t wh“‘ ‘c““““l e ] “m\ S N E— m/z 60.08 81.01%
0

I
m/z--> 5

—

100 150 200 250
Abundance #143508: n-Hexadecanoic acid
43.0 73.0 256.0
5000 1
129.0 12.00
213.0 m/z 43.05 69.84%
H ‘ 171.0 ‘
o) ‘\\ \H‘\‘\‘\hh“\ \‘\‘H‘\ Ll sl | “‘ “‘ “‘u\‘ A h‘ . “ —
m/z--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid
73.0
—— ‘
43.0 12.00
5000 m/z 57.05 61.87%
129.0
185.0 228.0
0 — “‘ w ‘H‘H‘ L‘“ ‘Hm‘ M‘H‘L “M‘\‘ H} “ \‘ \u“ “\‘ \‘ — \‘ T —
m/z--> 50 100 150 200 250
Abundance #92068: Tridecanoic acid T
430 73.0 12.00
' m/z 55.00 57.77%
5000
129.0
‘ 171.0 2140
ok ‘ H\‘H\H‘ : N\M‘ by L i | | ‘ ‘ S -
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\BF030323\
Data File : BF132628.D

Acq On : @3 Mar 2023 14:51
Operator : CG\JU

Sample : 01759-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 9,12-Octadecadienoic acid (... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.757 6.12 ng 360994  Phenanthrene-di0 11.545
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,12-Octadecadienoic acid (z,z)- 280 C18H3202 000060-33-3 93
2 10E,12Z-Octadecadienoic acid 280 C18H3202 002420-56-6 93
3 Linoelaidic acid 280 C18H3202 000506-21-8 93
4 9,17-Octadecadienal, (Z)- 264 C18H320 056554-35-9 83
5 1-Tetradecyne 194 C14H26 000765-10-6 68

Abundance Scan 1729 (12.757 min): BF132628.D\data.ms (-1725) (- m/z 67.00 100.00%
67.0

5000

T T
12.50 13.00

0’ m/z 81.05 98.71%

miz--> 50 100 150 200 250
Abundance #173583: 9,12-Octadecadienoic acid (Z,2)-
67.0

5000

T T
12.50 13.00

09.0 m/z 55.00 71.97%

29.0 ‘ 280.0
150.0 :
— \“ ‘i“‘ ‘m | Al ‘H‘ “‘ \H‘L “Hhu “Hh; \}\ “%8‘2"0‘ ‘22r3"0‘ —— 1 —
m/z--> 50 100 150 200 250
Abundance #173577: 10E,12Z-Octadecadienoic acid
67.0

T —
12.50 13.00

o

5000 m/z 95.10 64.90%
09.0
29.0 ‘ 280.0
0L— \“ \‘\‘\ ‘Hj “Ln . ‘HH‘ H‘L A ‘\%SE"O‘]‘-S;-‘O : 220.0 ———t
miz--> 50 100 150 200 250
Abundance #173566: Linoelaidic acid — —
67.0 12.50 13.00

m/z 82.00 61.31%

5000
09.0
29.0 ‘ 280.0
150. :
L | | 1500 1950 |

: =
miz--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030323\
Data File : BF132628.D

Acq On : @3 Mar 2023 14:51
Operator : CG\JU

Sample : 01759-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.851 30.40 ng 1793840  Phenanthrene-d10 11.545
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1745 (12.851 min): BF132628.D\data.ms (-1739) (- m/z 73.00 100.00%
3.0
5000 129.0 L
1851 2412 — —
‘ ‘ ‘ 284.1 12.50 13.00
0 Al L 380 o 4305 8e.67%
m/z--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0
5000p8. 284.0 \‘ T
185.0 2410 12.50 13.00
m/z 60.00 80.01%
0 ‘\“‘ \}‘“‘H‘\ \H‘\“““m‘ﬂ“ Hr\‘ ‘ L ‘L AL “ i ‘\L‘ ‘\ ‘\‘ . “‘ e
miz--> 50 100 150 200 250 300 350
Abundance #126203: Pentadecanoic acid
73.0
— =
12.50 13.00
5000 129.0 m/z 57.05 74.89%
29.
199.0 242.0
0 Hd‘u‘\ MM H‘\‘\\‘\“M‘\ \““ “‘ “ ““‘ L -
m/z--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid = T
73.0 12.50 13.00
m/z 55.00 63.96%
5000
129.0
29. 185.0 228.0
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030323\
Data File : BF132628.D

Acq On : @3 Mar 2023 14:51
Operator : CG\JU

Sample : 01759-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 Cyclohexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.033 7.87 ng 355695  Chrysene-d12 14.204
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexadecane 224 C1éH32 000295-65-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 1-Octadecanol 270 C18H380 000112-92-5 91
4 n-Tetracosanol-1 354 (C24H500 000506-51-4 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 91
Abundance Scan 1946 (14.033 min): BF132628.D\data.ms (-1943) (- m/z 83.05 100.00%
83.0
43.0
5000
25.1 T 1
14.00
168.0 208.0 259.1
ol LA w“w f PR SO0 L 22209 386 57,05 93.56%
m/z--> 50 100 150 200 250 300 350
Abundance #104594: Cyclohexadecane
58.0
97.0
5000 —— :
14.00
m/z 69.85 92.50%
39.0 224.0
0 \L\ ‘1‘ “\‘\ T \‘H“ 1‘\“\‘“ ‘“\‘\8\1.\0‘ T \‘\ L L e e
miz--> 50 100 150 200 250 300 350
Abundance #232316: Behenic alcoho
83.0
43.0
T \
14.00
5000 m/z 55.00 89.30%
25.0
o LU o000 om0
m/z--> 50 100 150 200 250 300 350
Abundance #161350: 1-Octadecanol T
43.0 83.0 14.00
m/z 97.05 89.26%
5000
25.0
LT aemo z2a
ol A b gy e —
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030323\
Data File : BF132628.D

Acq On : @3 Mar 2023 14:51
Operator : CG\JU

Sample : 01759-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 20 unknownl4.704 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.704 2.83 ng 127830  Chrysene-d12 14.204
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5H-Indeno[1,2-b]pyridine 167 C12HON 000244-99-5 49
2 Carbazole 167 C12HSN 000086-74-8 47
3 9H-Carbazole, 9-nitroso- 196 C12H8N20 002788-23-0 47
4 Benzaldehyde, 2-hydroxy-5-nitro- 167 C7H5NO4 000097-51-8 43
5 5-Fluoro-2-methyl-benzothiazole 167 C8H6FNS 000399-75-7 43

Abundance Scan 2060 (14.704 min): BF132628.D\data.ms (-2057) (- m/z 167.00 100.00%

16y.0
5000
91.0 285.9

=
50 15.00

39.0 ‘ 229.0 ‘ ‘ 145

- ‘UWMM‘MWVW%S%pVM‘h““‘u‘ A A 3281 n7 285,95 23.30%

m/z--> 50 100 150 200 250 300
Abundance #42488: 5H-Indeno[1,2-b]pyridine
167.0
5000

14.50 15.00
m/z 91.00 22.96%

83.0
0 \3\9‘\(‘) ey T \1-\27\{1\‘)‘ \“\ L B B B B B
miz-> 50 100 150 200 250 300
Abundance #42485: Carbazole
167.0

—
14.50 15.00

o

5000 m/z 257.00 20.84%
ol 320 710 1130 |
L S o B B B A A o B
m/z--> 50 100 150 200 250 300
Abundance #71567: 9H-Carbazole, 9-nitroso- TP —
167.0 14.50 15.00

m/z 166.00  20.00%

5000
30.0
69.0 113.0 |
0 |- —

T 1
m/z--> 50 100 150 200 250 300 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030323\
Data File : BF132628.D

Acqg On : 03 Mar 2023 14:51
Operator : CG\JU

Sample : 01759-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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|
unknown3.651 3.651 22.7 ng 1293340 1 6.998 1138510 20.0
2-Pentanone, 4-... 5.222 10.3 ng 584014 1 6.998 1138510 20.0
unknown?7.639 7.639 4.4 ng 248856 1 6.998 1138510 20.0
unknown7.922 7.922 3.4 ng 281799 2 8.286 1683700 20.0
Sulfurous acid,... 8.692 3.4 ng 285901 2 8.286 1683700 20.0
1H-Pyrazole-4-c... 9.169 2.9 ng 191429 3 10.045 1338160 20.0
Dodecane, 2,6,1... 9.292 5.3 ng 354442 3 10.045 1338160 20.0
unknown9.439 9.439 4.0 ng 268622 3 10.045 1338160 20.0
Tetradecane 9.751 8.9 ng 596374 3 10.045 1338160 20.0
Naphthalene, 1,... 10.245 4.6 ng 308262 3 10.045 1338160 20.0
Naphthalene, 2,... 10.286 7.6 ng 506643 3 10.045 1338160 20.0
Naphthalene, 1,... 10.357 3.7 ng 247018 3 10.045 1338160 20.0
unknown1@.598 10.598 6.3 ng 419717 3 10.045 1338160 20.0
Benzophenone 10.763 5.9 ng 392373 3 10.045 1338160 20.0
Decane, 2-methyl- 10.945 3.4 ng 200965 4 11.545 1180310 20.0
n-Hexadecanoic ... 12.063 25.3 ng 1490090 4 11.545 1180310 20.0
9,12-Octadecadi... 12.757 6.1 ng 360994 4 11.545 1180310 20.0
Octadecanoic acid 12.851 30.4 ng 1793840 4 11.545 1180310 20.0
Cyclohexadecane 14.033 7.9 ng 355695 5 14.204 903410 20.0
unknownl4.704 14.704 2.8 ng 127830 5 14.204 903410 20.0
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