LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032119\
Data File : BF113202.D

Acq On : 21 Mar 2019 12:15

Operator : JU/SJ

Sample : K1688-29 10X

Misc :

ALS Vial : 5 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 - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.334 548 552 562 rBY 237667 277640 17.56% 1.629%
2 6.363 724 727 741 rBV 298479 345247 21.83% 2.025%
3 6.492 745 749 756 rvvV 398155 360167 22.78% 2.113%
4 6.569 756 762 768 rvB2 44317 44720 2.83% 0.262%
5 6.722 784 788 791 rBV 1012513 855507 54.10% 5.019%
6 6.875 811 814 823 rVB 347888 317597 20.08% 1.863%
7 7.010 833 837 840 rvB3 18806 22766 1.44% 0.134%
8 7.122 853 856 859 rBvV2 40023 34811 2.20% 0.204%
9 7.281 875 883 889 rBv 186381 252788 15.99% 1.483%
10 7.333 889 892 895 rvv 116588 104588 6.61% 0.614%
11 7.375 895 899 902 rVvB5 26487 36361 2.30% 0.213%
12 7.533 922 926 929 rVB3 35981 48248 3.05% 0.283%
13 7.633 937 943 950 rBV6 22049 57965 3.67% 0.340%
14 7.733 957 960 964 rBV3 28202 41341 2.61% 0.243%
15 7.769 964 966 970 rvB2 34266 33654 2.13% 0.197%
16 7.845 975 979 981 rVvB3 29415 34466 2.18% 0.202%
17 8.004 1002 1006 1013 rBV 1166486 1054113 66.66% 6.184%
18 8.081 1017 1019 1021 rVB 45923 34453 2.18% 0.202%
19 8.180 1031 1036 1038 rBV5 16378 21479 1.36% 0.126%
20 8.204 1038 1040 1044 rVB3 19641 25201 1.59% 0.148%
21 8.304 1052 1057 1060 rBV5 37038 54473 3.44% 0.320%
22 8.357 1064 1066 1069 rBV3 35811 33497 2.12% 0.197%
23 8.392 1069 1072 1075 rBV2 47281 41492 2.62% 0.243%
24 8.439 1076 1080 1082 rBvV 53940 54251 3.43% 0.318%
25 8.510 1088 1092 1095 rBV2 50508 46904 2.97% 0.275%
26 8.604 1105 1108 1112 rBV 174987 145226 9.18% 0.852%
27 8.704 1122 1125 1127 rVB2 28186 27954 1.77% 0.164%
28 8.828 1142 1146 1151 rVB3 37850 45364 2.87% 0.266%
29 8.886 1153 1156 1158 rBVv4 24438 24111 1.52% 0.141%
30 8.969 1168 1170 1173 rVB 37864 26933 1.70% 0.158%
31 9.033 1178 1181 1185 rVB2 53790 55468 3.51% 0.325%

32 9.075 1185 1188 1193 rBV 421947 368455 23.30% 2.162%
33 9.169 1200 1204 1208 rBV 154839 136481 8.63% 0.801%
34 9.333 1227 1232 1234 rBV6 12689 21688 1.37% 0.127%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032119\
Data File : BF113202.D

Acq On : 21 Mar 2019 12:15

Operator : JU/SJ

Sample : K1688-29 10X

Misc :

ALS Vial : 5 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 - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.422 1244 1247 1249 rBV3 21827 25772 1.63% 0.151%
36 9.475 1253 1256 1257 rBV 41990 42812 2.71% 0.251%
37 9.510 1260 1262 1265 rVB2 30733 23431 1.48% 0.137%
38 9.698 1291 1294 1297 rBV 110575 93122 5.89% 0.546%
39 9.751 1298 1303 1313 rVV 1135978 1140481 72.12% 6.691%
40 9.927 1329 1333 1336 rBV6 16085 27006 1.71% 0.158%
41 9.957 1336 1338 1342 rVV3 32227 44718 2.83% 0.262%
42 10.022 1344 1349 1353 rVB7 24335 34677 2.19% 0.203%
43 10.192 1375 1378 1381 rVB 92861 73185 4.63% 0.429%
44 10.416 1413 1416 1421 rVB 37275 38977 2.46% 0.229%

45 10.539 1433 1437 1442 rBVY 241699 241171 15.25% 1.415%

46 10.663 1456 1458 1467 rVB 86165 108981 6.89% 0.639%

47 11.110 1532 1534 1537 rBV 71260 60495 3.83% 0.355%
48 11.145 1537 1540 1543 rVB 33469 33059 2.09% 0.194%
49 11.233 1551 1555 1562 rBV 1303749 1136024 71.84% 6.664%
50 11.286 1562 1564 1573 rVB7 12394 22370 1.41% 0.131%
51 11.539 1604 1607 1609 rBV 58848 54268 3.43% 0.318%

52 11.633 1620 1623 1627 rBV 838426 673269 42.58% 3.950%
53 11.768 1642 1646 1655 rBV 433069 522574 33.05% 3.066%
54 11.945 1668 1676 1679 rBV 56048 82809 5.24% 0.486%
55 12.316 1736 1739 1741 rBV 1699504 1581370 100.00% 9.277%

56 12.339 1741 1743 1746 rVB 1980083 1510118 95.49% 8.859%
57 12.421 1754 1757 1760 rBV 314431 295135 18.66% 1.731%
58 12.474 1763 1766 1774 rVB2 78119 129462 8.19% 0.759%
59 12.551 1775 1779 1786 rBV 257545 301746 19.08% 1.770%

60 12.657 1794 1797 1802 rVV2 43178 63106 3.99% 0.370%
61 12.698 1802 1804 1807 rVB2 46954 38739 2.45% 0.227%
62 12.810 1820 1823 1834 rVB 367074 351163 22.21% 2.060%
63 12.980 1849 1852 1854 rBV5 43236 48545 3.07% 0.285%
64 13.057 1862 1865 1870 rVB2 63386 82125 5.19% 0.482%
65 13.145 1878 1880 1883 rBV 38669 32362 2.05% 0.190%
66 13.392 1920 1922 1925 rBV 44717 39850 2.52% 0.234%
67 13.568 1949 1952 1956 rVB5 29935 39863 2.52% 0.234%
68 13.721 1975 1978 1981 rBV 57259 50844 3.22% 0.298%
69 13.815 1991 1994 1997 rBV3 24109 22745 1.44% 0.133%

70 13.862 1998 2002 2009 rBV 890489 882826 55.83% 5.179%
71 14.039 2029 2032 2036 rVB 93395 87907 5.56% 0.516%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032119\
Data File : BF113202.D

Acq On : 21 Mar 2019 12:15

Operator : JU/SJ

Sample : K1688-29 10X

Misc :

ALS Vial : 5 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 - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

= Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 14.339 2080 2083 2087 rBV 141142 148628 9.40% 0.872%
73 14.639 2130 2134 2137 rBV 166210 173333 10.96% 1.017%
74 14.951 2184 2187 2192 rVB 178971 202112 12.78% 1.186%
75 15.274 2237 2242 2245 rBV 700170 858749 54 _30% 5.038%

76 15.304 2245 2247 2253 rVB 180427 224474 14_.19%% 1.317%
77 15.709 2313 2316 2323 rVB 135655 184510 11.67% 1.082%
78 16.174 2392 2395 2400 rVB 85172 131810 8.34% 0.773%

Sum of corrected areas: 17046132
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032119\
Data File : BF113202.D

Acq On : 21 Mar 2019 12:15

Operator : JU/SJ

Sample : K1688-29 10X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF113202.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032119\
Data File : BF113202.D

Acq On : 21 Mar 2019 12:15

Operator : JU/SJ

Sample : K1688-29 10X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown6.49 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

6.49 8.42 ng 360167 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 16
4 1-Aminoindan 133 C9H11N 034698-41-4 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 749 (6.492 min): BF113202.D (-745) (-) m/z 132.00 100.00%
5000
68
40 % J 620 'éhb'%éb' 680
54 : : : :
o | e | s N~ m/z 68.00 37.86%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80
31 51 78 m/z 133.90 31.50%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 24.17%
41 97
53
29 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80
24 m/z 96.00 14 .15%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, R NS
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032119\
Data File : BF113202.D

Acq On : 21 Mar 2019 12:15

Operator : JU/SJ

Sample : K1688-29 10X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Undecane Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.

7.33 2.45 ng 104588 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 Cl11H24 001120-21-4 94
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tridecane 184 C13H28 000629-50-5 78
4 Undecane, 4,7-dimethyl- 184 C13H28 017301-32-5 72
5 Decane 142 C10H22 000124-18-5 72

Abundance Scan 891 (7.328 min): BF113202.D (-889) (-) m/z 57.00 100.00%
43 57
5000 71
85
99 113 7.00 7.20 7.40 7.60
ob el b oy P M7 ass /7 43.00  91.08%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #28422: Undecane
43 57
5000 R A U L LR
71 7.00 7.20 7.40 7.60
29 85 m/z 70.95 43 .85%
m/z--> 26 Jo éo 85 160 150 150 160 180 260 250
Abundance
43 57
7.00 7.20 7.40 7.60
5000 71 m/z 40.95 37.83%
85
29
o 99 113 127 141 155 169 183 197 226
m/z--> 26 Jo éo 85 160 150 150 160 180 200 250
Abundance #48831: Tridecane R
43 57 7.00 7.20 7.40 7.60
m/z 84.95 25.12%
5000 &
29 85
o \“ A i ‘ % 13127141 155 184
m/z--> 26 Jo éo 85 160 150 150 160 180 260 250 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032119\
Data File : BF113202.D

Acq On : 21 Mar 2019 12:15

Operator : JU/SJ

Sample : K1688-29 10X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Hexadecane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.

8.60 2.76 ng 145226 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Dodecane 170 C12H26 000112-40-3 78
5 Tridecane 184 C13H28 000629-50-5 76

Abundance Scan 1107 (8.598 min): BF113202.D (-1105) (-) m/z 57.00 100.00%
43 97
5000
820 840 8.60 8.80 9.00
o} m/z 43.00 88.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43
5000 n SR N AR N
g5 8.20 8.40 860 880 9.00
29 m/z 71.00 50.30%
0 ‘ L L w 99 113 127 141 155 169 183 197 226
m/z--> 20 Jo éo 80 100 150 140 160 180 200 220
Abundance
57
8 820 840 8.60 8.80 9.00
5000 g5 m/z 41.00 45_.92%
29 141
. % 113 169
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane RN REmEs R
57 8.20 8.40 860 8.80 9.00
43 m/z 85.00 26.92%
71
5000 85
29
oL 15 J | %9 113 127 141 155 169 198
m/z--> 20 40 éo 80 100 150 140 160 180 200 220 8.20 840 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032119\
Data File : BF113202.D

Acq On : 21 Mar 2019 12:15

Operator : JU/SJ

Sample : K1688-29 10X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Tetradecane Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.

9.17 2.39 ng 136481 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Undecane 156 C11H24 001120-21-4 86

Abundance Scan 1204 (9.169 min): BF113202.D (-1200) (-) m/z 57.00 100.00%
57
43
SRS NRRRE R AR
99 113 8.80 9.00 9.20 9.40 9.60
o 127141 154 m/z 43.00  75.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59882: Tetradecane
43 3
i MMMW
5000 85 LSRN R BE AR
- 8.80 %ogm 9.40 9.60
99 m/z 71.00 53.60%
198
S T s e 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
71 880 9.00 920 9.40 9.60
5000 o m/z 41.00 35.88%
29
o 99 113 127 141 155 169 183 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 JLMw\JAJﬂAMmJL“wwWAr/\Axw/
Abundance #48835: Tridecane L B o
43 97 8.80 9.00 9.20 9.40 9.60
m/z 85.00 34.72%
71
5000
85
29
das [ L] e
m/z--> ﬁo Jo éo 50 160 150 140 160 180 260 250 850 960 920 940 9%0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032119\
Data File : BF113202.D

Acq On : 21 Mar 2019 12:15

Operator : JU/SJ

Sample : K1688-29 10X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.63 11.85 ng 673269 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 99
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 95
3 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1622 (11.627 min): BF113202.D (-1620) (-) m/z 73.95 100.00%
7
87
5000 43
7 143 LI B SUMLALE RN S
101115129 171185199 227 11.40 11.60 11.80 12.00
0 ,....','...T!h,.'.l'.. b S | ASTILRIN0A T 2L 270 | 757 86,95 70.03%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74
87
5000 LR IULLRE SRR RN R
43 11.40 11.60 11.80 12.00
7 143 m/z 43.00 37.74%
. TM ||| 101115129 | 157171185199213227 541 270
o> B a6 8 i o 1% T 2% o o
Abundance
74
87 1140 11,60 11.80 12.00
5000 43 m/z 54.95 28.25%
29 | 57 143
o 101115129 157171135199213227241 270
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50099: Decanoic acid, methyl ester B S ARREEESESEEL s
74 11.40 11.60 11.80 12.00
87 m/z 41.00 27.58%
43
5000
9
. e 186
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11,60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032119\
Data File : BF113202.D

Acq On : 21 Mar 2019 12:15

Operator : JU/SJ

Sample : K1688-29 10X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.77 9.20 ng 522574 Phenanthrene-d10 11.23
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 98
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 89
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 1646 (11.768 min): BF113202.D (-1642) (-) m/z 72.95 100.00%
60 73
5000 129 AJL\
7 213 RN R
01115 | 143157171185 50717, 256 11:40 11.60 11.80 12.00
0 m/z 43.00 96.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 N DO P DR DU
umnmnmnm
m/ 60.00 90.66%
7Ji 143157171185, 213 ‘ 0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 U UUNL SRR BRI SULRE
11.40 11.60 11.80 12.00
5000 129 m/z 57.00 77.71%
29 87 185
115 143 __171 228
011 v - R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R B B I
43 60 73 11.40 11.60 11.80 12.00
m/z 41.00 70.20%
5000 129
29
199
143157171185 242
oL L =S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032119\
Data File : BF113202.D

Acq On : 21 Mar 2019 12:15

Operator : JU/SJ

Sample : K1688-29 10X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.32 27.84 ng 1581370 Phenanthrene-d10 11.23
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 (Z,2)-... 294 C19H3402 000112-63-0 99
3 10,13-0ctadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
4 Methyl 9-cis,ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
5 9,15-0Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
Abundance Scan 1740 (12.321 min): BF113202.D (-1736) (-) m/z 67.00 100.00%
67
41
5000
135150 12.00 12.20 1240 12.60
178 263 9gs 12.00 12.20 12.40 12.60
Obrrrprrerlld 205220 245 m/z 81.00 88.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 67
5000 RNV ISR B
12.00 12.20 12.40 12.60
m/z 55.00 66.79%
0 I 135150 478 262 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
67
a1 95 12.00 12.20 12.40 12.60
5000 m/z 95.00 60.48%
1o 294
. 15 135150 178 106 220037 208
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester e REREE RS e
12.00 12.20 12.40 12.60
m/z 41.00 53.69%
5000
0‘

12.00 12.20 12.40 12.60

8270-BF022719.M Mon Mar 25 11:02:09 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032119\
Data File : BF113202.D

Acq On : 21 Mar 2019 12:15

Operator : JU/SJ

Sample : K1688-29 10X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 16-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.34 26.59 ng 1510120 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
2 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 99
3 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 99
4 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99

Abundance Scan 1743 (12.339 min): BF113202.D (-1741) (-) m/z 55.00 100.00%

5000

137157 180,9, 222,50 00 12.00 12.20 12.40 12.60
o} m/z 41.00 66.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester

74

5000
12.00 12.20 12.40 12.60
264 m/z 69.00 63.33%
o 2 123138152 180 07222 545 | 979 296
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
41
4 12.00 12.20 12.40 12.60
5000 m/z 74.00 57.09%
97 264
27 123 222
138152 180 57 246 | 979 2%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #141285: 10-Octadecenoic acid, methyl ester T
12.00 12.20 12.40 12.60

m/z 43.00 49.80%

5000

“—rrer—w—r_rrmuh%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60

8270-BF022719.M Mon Mar 25 11:02:10 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032119\
Data File : BF113202.D

Acq On : 21 Mar 2019 12:15

Operator : JU/SJ

Sample : K1688-29 10X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Methyl stearate Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.

12.42 5.20 ng 295135 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 94
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 93
4 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 92

5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 90

Abundance Scan 1757 (12.421 min): BF113202.D (-1754) (-) m/z 73.95 100.00%
)
5000 43
ws 255 12.20 12.40 12.60 12.80
97 199 . . . .
115 171 298
0...,....,....',..l'..,":-!..",'....,..'..,|.... b 2 et A e || M7z 86.95  74_49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74
5000
143 255 298 12.20 12.40 12.60 12.80
‘ 109 ‘ m/z 43.00 38.23%
b Bl W Tus, | o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74
12.20 12.40 12.60 12.80
5000 . 208 m/z 55.00 27.10%
41 o 143
18 9 255
0 125 171 219 237 77270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74 12.20 12.40 12.60 12.80
m/z 41.00 25.57%
5000 43
143
ol A ‘ P9 s 158 185200 227p47 270
T T P e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80

8270-BF022719.M Mon Mar 25 11:02:10 2019

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032119\
Data File : BF113202.D

Acq On : 21 Mar 2019 12:15

Operator : JU/SJ

Sample : K1688-29 10X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Cyclododecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.47  2.28ng 129462  Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 cyclododecane 168 C12H24 000294-62-2 93
2 Pentafluoropropionic acid, dodec... 332 C15H25F502 006222-04-4 87

3 Carbonic acid, dodecyl 2,2,2-tri... 360 C15H27CI1303 1000314-55-8 87
4 Carbonic acid, tridecyl 2,2,2-tr... 374 C16H29CI1303 1000314-55-9 87
5 Chloroacetic acid, tetradecyl ester 290 C16H31CI02 018277-86-6 83

Abundance Scan 1765 (12.468 min): BF113202.D (-1763) (-) m/z 55.00 100.00%
g5

83

5000

-

12.20 12.40 12.60 12.80
m/z 57.00 67.91%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #36736: Cyclododecane
55

83

:

12!20 12.I40 12!60 12.I80
m/z 43.00 67.70%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
83 AR AU A
12.20 12.40 12.60 12.80
5000 m/z 83.00 60.96%
111
29 140 168
195213 243 314

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #190250: Carbonic acid, dodecyl 2,2, 2-trichloroethyl ester

12.20 12.40 12.60 12.80
m/z 69.00 52.14%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80

8270-BF022719.M Mon Mar 25 11:02:11 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032119\
Data File : BF113202.D

Acq On : 21 Mar 2019 12:15

Operator : JU/SJ

Sample : K1688-29 10X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.55 6.84 ng 301746 Chrysene-di12 13.86
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 89
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1779 (12.551 min): BF113202.D (-1775) (-) m/z 43.00 100.00%
43 57 78
5000 129
97 185 241 = r[rrrrprrrrprororrprooor
US| 143157171 | 199915007 | 5 284 12.20 12.40 12.60 12.80
o} m/z 73.00 95.44Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
48 57 78
5000 129 NSRS BN BN
12.20 12.40 12.60 12.80
o84 m/z 57.00 85.57%
143157171
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 o, 783
12!20 12)40 12!60 12!80 '
5000 g 129 m/z 59.95 84 .34%
87 242
143 199
115 185
101 157171 213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid T T T TR
43 60 12.20 12.40 12.60 12.80
m/z 55.00 78.06%
5000
157 213 256
. 14372 185100 s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80

8270-BF022719.M Mon Mar 25 11:02:12 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032119\
Data File : BF113202.D

Acq On : 21 Mar 2019 12:15

Operator : JU/SJ

Sample : K1688-29 10X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Octadecane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14.34 3.37 ng 148628 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Heptadecane 240 C17H36 000629-78-7 83

Abundance Scan 2083 (14.339 min): BF113202.D (-2080) (-) m/z 57.00 100.00%
57
5000 85
113 14.00 14.20 14.40 14.60
141 193
ol 3 L0 |29 169198 224 260280 368 2T 77 00 59.88%
m/z--> 50 100 150 200 250 300 350
Abundance #105886: Octadecane
57
5000 85 U DR S BN AR
14. oo 14. 20 14.40 14.60
- m/z 43.00 59.48%
0 w‘ I H H\ Il H‘ 1:\I‘-3 i 1‘\11 | 169 197 225 254
m/z--> sb 160 1éo 260 2%0 360 3%0
Abundance
57
14.00 14.20 14.40 1460
5000 85 m/z 85.00 45 .02%
. 29 13 141 169 197 225 253 295 323 367
m/z--> sb 160 150 200 2%0 360 3%0
Abundance #175559:; Tetracosane e
57 14.00 14.20 14.40 14.60
m/z 41.00 23.32%
85
5000
29
ol L J LIS 169 197 225 253 338
m/z--> 5'0 1(')0 150 200 250 300 3&1,0 14. 00 14. 20 14. 40 14|60 '

8270-BF022719.M Mon Mar 25 11:02:13 2019

Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032119\
Data File : BF113202.D

Acq On : 21 Mar 2019 12:15

Operator : JU/SJ

Sample : K1688-29 10X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 Dodecane, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.64 4.04 ng 173333 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 2-methyl- 184 C13H28 001560-97-0 90
2 Octadecane 254 C18H38 000593-45-3 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Hentriacontane 437 C31H64 000630-04-6 86
5 Pentadecane 212 C15H32 000629-62-9 80
Abundance Scan 2134 (14.639 min): BF113202.D (-2130) (-) m/z 57.00 100.00%
57
5000 85
113 141 169 " 14:40 14.60 14.80 15.00
0 ....|,-.!.J.-||, oy P 197 224 293279 S8 "m/z 71.00 66.39%
m/z--> 50 100 150 200 250 300 350
Abundance #48854: Dodecane, 2-methyl-
57
85
5000 L LI WL R SRR
14.40 14.60 14.80 15.00
29 141 m/z 43.00 65.22%
Ll | e
0||‘|L‘|‘|“l‘|“h|h|f“:‘:ll ‘|||||||| ——r— T
m/z--> 50 100 150 200 250 300 350
Abundance
57
' 14.40 1460 14.80 15.00
5000 85 m/z 85.00 47 .83%
. = 113 141 169 197 995 254
m/z--> 50 100 150 200 250 300 350 '
Abundance #209566: Octacosane S REREE B
57 14.40 14.60 14.80 15.00
m/z 55.00 22_.97%
5000 85
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 50 100 1%0 200 250 300 350 ' 14.40 14.60 14.80 15.00

8270-BF022719.M Mon Mar 25 11:02:14 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032119\
Data File : BF113202.D

Acq On : 21 Mar 2019 12:15

Operator : JU/SJ

Sample : K1688-29 10X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.95 4.71 ng 202112 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 92
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Triacontane 422 C30H62 000638-68-6 86
Abundance Scan 2187 (14.951 min): BF113202.D (-2184) (-) m/z 57.00 100.00%
57
5000 85
113 14,60 14.80 15.00 15.20
141
) - |,I Ly 292060 107 238260 285305325 2T 77 06 60.93%
miz--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57
5000 85 L B UL SRR SRR
mmmmmmmm
29 m/z 43.00 57.57%
RSy |13 141 169 197 225 253 206
miz--> 0 éo 160 1éo 260 2éo 360 3éo '
Abundance
57
14,60 14.80 15.00 15.20
5000 P m/z 85.00 50.09%
29 113 169
Y L s S }?g" Tt ?ﬁ8" UL UL SR
miz--> 0 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane B B
57 14.60 14.80 15.00 15.20
m/z 55.00 19.57%
5000 85
113
o2 ‘ L1 77 141 169 197 225 267 205 365 393
miz--> 0 éo 160 1éo 260 250 360 3éo ' 1460 1480 1500 1520 '

8270-BF022719.M Mon Mar 25 11:02:15 2019 Page: 18



Library Search Compound Report

Data Path Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032119\
Data File BF113202.D
Acqg On 21 Mar 2019 12:15

Operator ; Jus/sJ

Sample K1688-29 10X
Misc
ALS Vial 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integratio

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
n Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.71 4.30 ng 184510 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexacosane 366 C26H54 000630-01-3 87
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
4 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 86
5 Octacosane 394 C28H58 000630-02-4 86

Abundance Scan 2316 (15.709 min): BF113202.D (-2313) (-) m/z 57.00 100.00%
57
5000 85
11 15.40 15.60 15.80 16.00
141 169 196 218 242 301 330
0|, Ild.‘,-. 218 202 (2833 30 3% m/z 71.00 63.00%
miz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LA L L L L L LB L |
15.40 15.60 15.80 16.00
m/z 43.00 52.43%
29 13 4
0 \‘ Jl h “\ I h‘ u‘ l 4 169 197 225 253 296
e R
miz--> 50 100 150 200 250 300 350
Abundance
57
L L ST
15.40 15.60 15.80 16.00
5000 85 m/z 85.00 50.11%
29
. U3 141 160 107 225 253 205 323 367
I T e =S
miz--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- T
57 15.40 15.60 15.80 16.00
m/z 55.00 19.17%
5000 85
113
oL 3 ‘} L 141,169 197 239 267 204 323 352
e T o e L L ST
miz--> 50 100 150 200 250 300 350 1540 15.60 15.80 16.00

8270-BF022719.M

Mon Mar 25 11:02:16 2019

Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032119\
Data File : BF113202.D

Acq On : 21 Mar 2019 12:15

Operator : JU/SJ

Sample : K1688-29 10X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 Nonadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.17 3.07 ng 131810 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 80
2 Hexacosane 366 C26H54 000630-01-3 72
3 Nonadecane 268 C19H40 000629-92-5 62
4 Hentriacontane 437 C31H64 000630-04-6 58
5 Tetratetracontane 619 C44H90 007098-22-8 58
Abundance Scan 2394 (16.168 min): BF113202.D (-2392) (-) m/z 57.00 100.00%
57
85
A || ) 1 1610 omg2ssins o0 15180 1600 1650 1640
oA -1 m/z 71.00 67.73%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 L N BRI B
15.80 16.00 16.20 16.40
29 113 m/z 43.00 59.88%
o) “: ‘:‘ Ihl ‘l\ |‘h‘| h‘l Iu‘ Iw\ll?llwllglgl :|I-9|7| ZIZIS |2|53| — 2I9|6 T
m/z--> 50 100 150 200 250 300 350
Abundance
57
15.80 16.00 16.20 16140
5000 85 m/z 85.00 54 _.66%
. 29 13 141 169 197 225 253 205 323 367 /\VJA\AWJMAWMJ\DAMM\NMW“MNJW
m/z--> §0 160 1%0 260 250 360 3%0
Abundance #117637: Nonadecane A BT o e
57 15.80 16.00 16.20 16.40
m/z 99.05 20.11%
85
5000
29 J\/NWJ\WVW
0 \‘ 1| || l\ JJ 1}31 1‘.11 169 197 268
m/z--> 5'0 1(')0 1&1,0 2(')0 251,0 3(')0 351,0 15.I80 16.|00 16.|20 16.I40 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032119\
Data File : BF113202.D

Acq On : 21 Mar 2019 12:15

Operator : JU/SJ

Sample : K1688-29 10X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .49 6.49 8.4 ng 360167 1 6.72 855507 20.0
Undecane 7.33 2.5 ng 104588 1 6.72 855507 20.0
Hexadecane 8.60 2.8 ng 145226 2 8.00 1054110 20.0
Tetradecane 9.17 2.4 ng 136481 3 9.75 1140480 20.0
Hexadecanoic acid... 11.63 11.9 ng 673269 4 11.23 1136020 20.0
n-Hexadecanoic acid 11.77 9.2 ng 522574 4 11.23 1136020 20.0
9,12-Octadecadien... 12.32 27.8 ng 1581370 4 11.23 1136020 20.0
16-Octadecenoic a... 12.34 26.6 ng 1510120 4 11.23 1136020 20.0
Methyl stearate 12.42 5.2 ng 295135 4 11.23 1136020 20.0
Cyclododecane 12 .47 2.3 ng 129462 4 11.23 1136020 20.0
Octadecanoic acid 12.55 6.8 ng 301746 5 13.86 882826 20.0
Octadecane 14_.34 3.4 ng 148628 5 13.86 882826 20.0
Dodecane, 2-methyl- 14.64 4.0 ng 173333 6 15.27 858749 20.0
Heneicosane 14 .95 4.7 ng 202112 6 15.27 858749 20.0
Hexacosane 15.71 4.3 ng 184510 6 15.27 858749 20.0
Nonadecane 16.17 3.1 ng 131810 6 15.27 858749 20.0
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