LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072120\
Data File : BP002809.D

Aca On 21 Jul 2020 11:41

Operator : CG/JU

Sample : L3329-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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\HPCHEMI\BNA P\METHODS\8270-BP071020.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 heiaht area % max. total
1 5.175 383 389 402 rBV 938206 1449200 12.36% 1.495%
2 6.757 651 658 675 rBV 602934 1030186 8.79% 1.063%
3 7.546 785 792 799 rBV 501164 782198 6.67% 0.807%
4 7.910 848 854 862 rBV 217485 346932 2.96% 0.358%
5 8.646 970 979 982 rBV 171885 289461 2.47% 0.299%
6 8.693 982 987 1004 rVB2 1218305 2412499 20.58% 2.489%
7 9.169 1062 1068 1075 rVB 217959 340225 2.90% 0.351%
8 9.528 1123 1129 1133 rBV3 65996 128426 1.10% 0.133%
9 9.575 1133 1137 1142 rVB 122499 197192 1.68% 0.203%
10 9.728 1155 1163 1172 rBvV2 374662 710145 6.06% 0.733%

11 10.316 1254 1263 1269 rVvV2 740485 1346334 11.49% 1.389%
12 10.375 1269 1273 1279 rVV2 156814 254929 2.18% 0.263%
13 10.440 1279 1284 1288 rVV 170289 278618 2.38% 0.287%
14 10.481 1288 1291 1298 rVV 102436 189408 1.62% 0.195%
15 10.787 1339 1343 1354 rVB2 59999 128290 1.09% 0.132%

16 10.898 1356 1362 1367 rBV 62309 120633 1.03% 0.124%
17 10.981 1373 1376 1384 rVB 76421 117622 1.00% 0.121%
18 11.240 1412 1420 1425 rVB 132348 301777 2.57% 0.311%
19 11.422 1445 1451 1462 rVB2 347460 702117 5.99% 0.724%
20 11.663 1483 1492 1496 rBV2 90959 169892 1.45% 0.175%

21 11.716 1496 1501 1512 rVB4 145775 263531 2.25% 0.272%
22 11.881 1523 1529 1536 rVB 248720 396106 3.38% 0.409%
23 12.210 1581 1585 1589 rVB2 111454 178336 1.52% 0.184%
24 12.528 1634 1639 1647 rVB2 116426 221646 1.89% 0.229%
25 12.622 1650 1655 1660 rBV5 115397 207032 1.77% 0.214%

26 12.810 1681 1687 1692 rBV 2528937 3728345 31.81% 3.847%
27 13.245 1757 1761 1768 rVB2 149599 253054 2.16% 0.261%
28 13.363 1777 1781 1788 rBvV4 75690 134870 1.15% 0.139%
29 13.516 1801 1807 1813 rBV 514527 1028245 8.77% 1.061%
30 13.663 1827 1832 1837 rBV 248541 362802 3.10% 0.374%

31 13.757 1843 1848 1851 rBV 238167 381886 3.26% 0.394%
32 13.787 1851 1853 1861 rVB2 146757 248133 2.12% 0.256%
33 13.922 1871 1876 1884 rBV 292756 450801 3.85% 0.465%
34 14.022 1890 1893 1897 rBV 103715 140305 1.20% 0.145%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072120\
Data File : BP002809.D

Aca On 21 Jul 2020 11:41

Operator : CG/JU

Sample : L3329-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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

Z :\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.198 1918 1923 1929 rVB2 939565 1454375 12.41% 1.501%

36 14.263 1930 1934 1939 rBV2 195308 271690 2.32% 0.280%
37 15.381 2121 2124 2128 rVB 251592 303480 2.59% 0.313%
38 15.704 2174 2179 2184 rVB 1789102 2570681 21.93% 2.653%
39 16.957 2388 2392 2399 rBV 826601 1176831 10.04% 1.214%
40 17.898 2548 2552 2558 rBVY 790328 1127857 9.62% 1.164%

41 18.510 2646 2656 2672 rVB 1963605 8780747 74.92% 9.060%
42 18.910 2713 2724 2735 rVB 1308952 4727210 40.33% 4_.878%
43 19.139 2760 2763 2770 rVB 321500 437660 3.73% 0.452%
44 19.551 2828 2833 2839 rVB 3618494 4484607 38.26% 4.627%
45 19.839 2872 2882 2892 rVB 3877155 9691269 82.69% 10.000%

46 20.768 3033 3040 3057 rVB 4141386 11720391 100.00% 12.094%
47 21.068 3083 3091 3096 rBV2 1021941 1591284 13.58% 1.642%
48 21.245 3118 3121 3127 rVB 310892 449346 3.83% 0.464%
49 21.545 3163 3172 3178 rBV 3996961 9519146 81.22% 9.822%
50 21.604 3178 3182 3189 rVB2 341003 618420 5.28% 0.638%

51 21.798 3211 3215 3223 rVB 546550 1060368 9.05% 1.094%
52 22.074 3257 3262 3267 rBV3 474198 781480 6.67% 0.806%
53 22.345 3300 3308 3320 rVB 2910996 7214046 61.55% 7.444%
54 22.621 3350 3355 3356 rBV3 354489 542366 4.63% 0.560%
55 23.168 3445 3448 3454 rVB 244665 373862 3.19% 0.386%

56 23.257 3455 3463 3477 rVB2 1826014 5053469 43.12% 5.214%
57 24.033 3589 3595 3611 rVB 699926 2209938 18.86% 2.280%
58 24.327 3638 3645 3657 rVB 479481 1461836 12.47% 1.508%

Sum of corrected areas: 96913535
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072120\
Data File : BP002809.D

Aca On 21 Jul 2020 11:41

Operator : CG/JU

Sample : L3329-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BP002809.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072120\
Data File : BP002809.D

Aca On 21 Jul 2020 11:41

Operator : CG/JU

Sample : L3329-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 1 Indane Concentration Rank 13

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

7.91 8.87 ng 346932 1,4-Dichlorobenzene-d4 7.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 80
3 Deltacvclene 118 C9H10 007785-10-6 72
4 Benzene. cvclopropvl- 118 C9H10 000873-49-4 64
5 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 60

Abundance Scan 854 (7.910 min): BP002809.D (-848) (-) m/z 117.05 100.00%
117
5000
e
63 7.60 7.80 8.00 8.20
o,...l.,“.h.A.J.l,‘. 02,209 246 289 826353 395426 464 503 549 m/z 118.05 53.31%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8951: Indane
117
5000 R UL R L
7.60 7.80 8.00 8.20
m/z 115.10 33.04%
o
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
117
7.60 7.80 8.00 8.20
5000 m/z 91.05 16.19%
39 18
o—r - e
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8953: Deltacyclene
117 7.60 7.80 8.00 8.20
m/z 63.00 7.92%
5000
39
Ol“'lry'lw"w"“ L S L S LI B B
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072120\
Data File : BP002809.D

Aca On 21 Jul 2020 11:41

Operator : CG/JU

Sample : L3329-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 2 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 10

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

9.73 10.55 ng 710145 Naphthalene-d8 10.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 95
2 1-Phenvl-1-butene 132 C10H12 000824-90-8 91
3 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 87
4 Benzene. 2-butenvl- 132 C10H12 001560-06-1 87
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 87

Abundance Scan 1163 (9.728 min): BP002809.D (-1155) (-) m/z 117.05 100.00%
117 ﬁ
5000
39 77 l‘ 9.40 9.60 9.80 10.00
Ol 1, 2> 182209238266 299 336 372 415445475504 543 | 777132 05  37.13%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117
5000
9.40 9.60 9.80 10.00
51 # m/z 115.05 30.51%
0 15J‘\H“ ‘HM I\HI\II”” L i R
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
117
9.40 9.60 9.80 10.00
5000 m/z 119.05 23.99%
39 77
O e T e e e e e e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14033: 3-Phenylbut-1-ene
117 9.40 9.60 9.80 10.00
m/z 131.05 18.40%
5000
39 7q
0|""|""|”""|"" NI UL SN BRI LI S I
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072120\
Data File : BP002809.D

Aca On 21 Jul 2020 11:41

Operator : CG/JU

Sample : L3329-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 3 Benzo[b]thiophene, 2,3-dihy... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

11.42 10.43 ng 702117 Naphthalene-d8 10.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblthiophene. 2.3-dihvdro- 136 C8HS8S 004565-32-6 92
2 Benzolclthiophene. 1.3-dihvdro- 136 C8HS8S 002471-92-3 70
3 Benzene. (ethenvlthio)- 136 C8HS8S 001822-73-7 53
4 Benzaldehvde. 4-methoxv- 136 C8H802 000123-11-5 52
5 3,4-(Methylenedioxy)toluene 136 C8H802 007145-99-5 50

Abundance Scan 1451 (11.422 min): BP002809.D (-1445) (-) m/z 135.05 100.00%

135
5000 91

63 11. 20 11. 40 11. 60 11. 80
o .Jl??.l?l 221250278307 341 388 434462489 837 | “;/z 136.00  83.85%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #16364: Benzo[b]thiophene, 2,3-dihydro-
135
5000 91 LI INL  LL L L LLBLL L

11.20 11.40 11.60 11.80
m/z 131.05  44.23%

39
o O
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
135

11.20 11.40 11.60 11.80

5000 m/z 91.05 39.48%
91
: MLLA
e LA S A B S I WL I S L B I
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #16363: Benzene, (ethenylthio)- e e =
135 11. 20 11. 40 11. 60 11. 80

m/z 146.10 16.53%

5000 o1
51
ouhbhhh.ﬁs..“...............“...“...“...“...“

m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072120\
Data File : BP002809.D

Aca On 21 Jul 2020 11:41

Operator : CG/JU

Sample : L3329-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 4 Benzo[b]thiophene, 2-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.88 5.88 ng 396106 Naphthalene-d8 10.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblthiophene. 2-methvl- 148 C9HS8S 001195-14-8 64
2 Benzolblthiophene. 4-methvl- 148 C9HS8S 014315-11-8 62
3 Benzaldehvde. 2.4.6-trimethvl- 148 C10H120 000487-68-3 62
4 Benzolblthiophene. 5-methvl- 148 C9HS8S 014315-14-1 62
5 3-Methylbenzothiophene 148 C9H8S 001455-18-1 58
Abundance Scan 1529 (11.881 min): BP002809.D (-1523) (-) m/z 147.00 100.00%
147
5000
111
39 77 11.60 11.80 12.00 12.20
o! 4} 180208236 267296 327356 A04 435 475501528 m/z 148.00 79.30%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #23296: Benzo[b]thiophene, 2-methyl-
147
5000
11.60 11.80 12.00 12.20
m/z 131.10 31.37%
45 7‘4 115
0 |‘|“|“|H|‘||||||||||||||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
147
11.60 11.80 12.00 12.20
5000 m/z 118.05 21.86%
4574 115
Oy 1 )T T T e T e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #22679: Benzaldehyde, 2,4,6-trimethyl-
147 11.60 11.80 12.00 12.20
m/z 146.10 19.60%
5000 119
51 91
0..1#&&1#&..,”.. .
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072120\
Data File : BP002809.D

Aca On 21 Jul 2020 11:41

Operator : CG/JU

Sample : L3329-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 5 Naphthalene, 1,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.52 14.14 ng 1028250 Acenaphthene-d10 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 97
2 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 97
3 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 96
4 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 96
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
Abundance Scan 1808 (13.522 min): BP002809.D (-1801) (-) m/z 156.10 100.00%
186
5000
115
30, 13.20 13.40 13.60 13.80
Ol 1. ¢ Ll bl 190218 251280310 360 393 430 475503530 m/z 141.10 85.55%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28477: Naphthalene, 1,6-dimethyl-
156
5000
13.20 13.40 13.60 13.80
m/z 155.10 27 .03%
77 115
Y S I .
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
156
13.20 13.40 13.60 13.80
5000 m/z 115.05 22 _.67%
115
O B At B e B e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28474: Naphthalene, 1,7- dlmethyl LA L L L N N BN |
156 13.20 13.40 13.60 13.80
m/z 128.10 15.71%
5000
-, 115
0I"l"'ll'h']l''I'\"'I"" rrrryrrTTyTTTTIT T T T T T T T T T T T T T AR AL AL A
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 13.20 1340 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072120\
Data File : BP002809.D

Aca On 21 Jul 2020 11:41

Operator : CG/JU

Sample : L3329-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 6 Naphthalene, 1,3-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.92 6.20 ng 450801 Acenaphthene-d10 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 96
2 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 96
3 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 95
4 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 95
5 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 95
Abundance Scan 1876 (13.922 min): BP002809.D (-1871) (-) m/z 141.10 100.00%
141
5000
77 13.60 13.80 14.00 14.20
39 10 174
Ot ket LA 211241 281 S27 367895429460488518547 m/z 156.10 79.43%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #28479: Naphthalene, 1,3-dimethyl-
141
5000
13.60 13.80 14.00 14.20
m/z 115.05 25.25%
0...;LW;ﬂiﬁ ”M.” e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
156
13.60 13.80 14.00 14.20
5000 m/z 155.10 17.59%
5 77 115
O A B B B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #28484: Naphthalene, 2,3-dimethyl-
156 13.60 13.80 14.00 14.20
m/z 128.10 15.73%
5000
76 115
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072120\
Data File : BP002809.D

Aca On 21 Jul 2020 11:41

Operator : CG/JU

Sample : L3329-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 7 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

17.90 19.17 ng 1127860 Phenanthrene-d10 16.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Dodecanoic acid 200 C12H2402 000143-07-7 49

Abundance Scan 2552 (17.898 min): BP002809.D (-2548) (-) m/z 73.00 100.00%

73
43
5000
213

157185 17.60 17.80 18.00 18.20

m/z 60.00 82.41%

o 285315343370401 433461 504 536

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid

%

5000 LIS L L L L L L L L LB
17. 60 17. 80 18 00 18. 20
)
157185213 256 m/z 43.10 78.48%
0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
43 R R o A
17.60 17.80 18.00 18.20
5000 129 m/z 57.10 65.11%
171
214
101
ol Ly L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84452: Tetradecanoic acid R R B

17.60 17.80 18.00 18.20
m/z 55.10 61.53%

5000

%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17. 60 17. 80 18 00 18. 20

8270-BP071020-M Wed Jul 22 07:35:03 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072120\
Data File : BP002809.D

Aca On 21 Jul 2020 11:41

Operator : CG/JU

Sample : L3329-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 8 Eicosane, 9-octyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.51 149.23 ng 8780750 Phenanthrene-d10 16.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 9-octvl- 394 C28H58 013475-77-9 94
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
3 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 94
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
5 Nonadecane 268 C19H40 000629-92-5 91

Abundance Scan 2656 (18.510 min): BP002809.D (-2646) (-) m/z 57.10 100.00%

85 / \
5000

13 mmmmmmmm
141169197
Ot .'I[,l.".‘. T .2.2.5.25?.2??399:?%73.6?.3.94. 431 462490 525 - m/z 71.10 73.60%

T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209567: Eicosane, 9-octyl-
43
71

5000 ST e T
18.20 18.40 18.60 18.80

m/z 43.10 56.70%

281
ob 1 H\l??1§5183211238 | 309336365302
e e e e e T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43

1 18.20 18.40 18.60 18.80
5000 m/z 85.10 53.65%
99 196
o 127155 | 225252280
L I L e L e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164584: Heptadecane, 9—hexy|— N B L L R B
43 18.20 18.40 18.60 18.80

m/z 55.10 21.18%

71
5000
J JQQ 210

| 127155182 239767 206323

e B e

m/z--> 50 100 150 200 250 300 350 400 450 500 550 18 20 18. 40 18 60 18 80

8270-BP071020-M Wed Jul 22 07:35:05 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072120\
Data File : BP002809.D

Aca On 21 Jul 2020 11:41

Operator : CG/JU

Sample : L3329-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 Phthalic acid, di(6-methylh... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.91 80.34 ng 4727210 Phenanthrene-d10 16.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. di(6-methvlhept-2... 390 C24H3804 1000377-97-3 72
2 4-Methoxvanthranilic acid 167 C8HINO3 004294-95-5 64
3 Phthalic acid. monocvclohexvl ester 248 C14H1604 007517-36-4 64
4 1.2-Benzenedicarboxvlic acid. bi... 446 C28H4604 000089-16-7 62
5 Phthalic acid, di(2-propylpentyl... 390 C24H3804 1000377-93-5 59
Abundance Scan 2724 (18.910 min): BP002809.D (-2713) (-) m/z 149.10 100.00%
149
5000 A
43 Y/ W —
85 L 18.60 18.80 19.00 19.20
307 - - - -
o — ,“. 1412, | 180 21724727707 355385417445476503 537 | 17,7167 10 44.54%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #207739: Phthalic acid, di(6-methylhept-2-yl) ester
149
5000 UM UNLREE
18.60 18.80 19.00 19.20
57 113 m/z 43.10 22 .48%
c,..Z?ﬂJ.d§§,. P U S .?T? N —
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
149
18:60 18.80 19.00 19,20
5000 199 m/z 57.10 21.62%
15 51 79
Ol g f i T e e e e e e e
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #100548: Phthalic acid, monocyclohexyl ester I BEEEE S
149 18.60 18.80 19.00 19.20
m/z 85.10 14 .53%
5000
55
ob 1Bz || 205 2 A N/ N ——
mz-> 0 50 160 150 200 250 300 350 400 450 500 550 18.60 18.80 19.00 19.20

8270-BP071020-M Wed Jul 22 07:35:07 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072120\
Data File : BP002809.D

Aca On 21 Jul 2020 11:41

Operator : CG/JU

Sample : L3329-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 10 Octadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
19.14 5.50 ng 437660 Chrysene-di12 21.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 74
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
4 Pentadecanoic acid 242 C15H3002 001002-84-2 70
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62
Abundance Scan 2763 (19.139 min): BP002809.D (-2760) (-) m/z 73.00 100.00%
43 B w-$wwﬂJAMVMMMWVM
5000 129
185 241 e
1 57 | o2 | 2 18.80 19.00 19.20 19.40
ol A, 315 356 402430461 504 538 m/z 43.10 83 .60%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid
43,73
5000 129 ARSI BN BARRE
mmmmmwmm
2a1 284 m/z 60.00 78.06%
0 — ‘IM
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
43 18.80 19.00 19.20 19.40
5000 m/z 57.10 72 .28%
129
185 228
101 157
O T L L L B B B
m/z--> Sb 160 1éo 200 250 300 3éo 460 4éo 560 séo
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester T T T T T
43 18.80 19.00 19.20 19.40
m/z 55.10 63.63%
5000 th“H//\\f~uj\\hw“*~\~uvy~
O B A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 1880 1900 1920 1940

8270-BP071020-M Wed Jul 22 07:35:08 2020

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072120\
Data File : BP002809.D

Aca On 21 Jul 2020 11:41

Operator : CG/JU

Sample : L3329-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 11 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.84 121.80 ng 9691270 Chrysene-di12 21.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Eicosane. 10-methvyl- 296 C21H44 054833-23-7 93
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2882 (19.839 min): BP002809.D (-2872) (-) m/z 57.10 100.00%

5000

i

141169 19.60 19.80 20.00 20.20
o 197225253 295323351379408436 484513541 77 71.10 74870

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane

>'

5000 85 I s e
1960 19/80 20.00 20.20

m/z 43.10 58.82%

29
o) h‘ i H M ‘1f11‘169197225253 295323 367
RN T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
R AER RS
19.60 19.80 20.00 20.20
5000 85 m/z 85.10 55.29%
113 154
0 183211239 281
I o o e A B B o o e e S e R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane s e AN EEE N
19.60 19.80 20.00 20.20
m/z 55.10 23.03%
5000 85

>

| 113141160197225253281309337365 394
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.60 19.80 20.00 20.20

8270-BP071020-M Wed Jul 22 07:35:09 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072120\
Data File : BP002809.D

Aca On 21 Jul 2020 11:41

Operator : CG/JU

Sample : L3329-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 12 Heptadecane, 9-octyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

20.77 147.31 ng 11720400 Chrysene-di12 21.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
2 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 94
3 Docosane 310 C22H46 000629-97-0 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetratetracontane 619 C44H90 007098-22-8 91

Abundance Scan 3040 (20.768 min): BP002809.D (-3033) (-) m/z 57.10 100.00%

5000

|

20. 40 20. 60 20 80 21. 00

141169197225 267295323351379 422

475 515542

0 m/z 71.10 74_.31%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85 T TT T[T LELELLN BN B

20. 40 20. 60 20 80 21.00
m/z 43.10 57.67%

b ‘ﬂ‘ }%1}69197 239267294323352
...“. e e R e e
mz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance

43

7 2040 20.60 20.80 21.00
5000 m/z 85.10 55.39%

99 210
127155182 239267206323

O e L e o e B B B e e
m/z--> 5I0 lCI)O 15IO 200 250 300 35IO 4(I)O 45IO 5(I)0 55I0
Abundance #153222: Docosane R EEREEEER Sy ey o
20.40 20.60 20.80 21.00

m/z 55.10 23.09%

5000
13141
169197225253281 310

m/z--> 50 100 150 200 250 300 350 400 450 500 550 20. 40 20. 60 20 80 21. 00

8270-BP071020-M Wed Jul 22 07:35:11 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072120\
Data File : BP002809.D

Aca On 21 Jul 2020 11:41

Operator : CG/JU

Sample : L3329-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 13 Octacosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
21.24 5.65 ng 449346 Chrysene-di12 21.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 98
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Nonacosane 408 C29H60 000630-03-5 90
5 Docosane 310 C22H46 000629-97-0 87
Abundance Scan 3120 (21.239 min): BP002809.D (-3118) (-) m/z 57.10 100.00%

5000

141169197 721100 21120 2140 21,60
ol 225253281 320 356 393421 475505 537 77 71.10 64 79%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
57

5000 85
2100 21120 21140 21560
m/z 43.10 63.61%

29
o J“‘\“ ﬂ13141169197225253281309337365394
e L e
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57

21.00 21 20 21. 40 21.60
5000 85 m/z 85.10 53.00%

113
0 141169197 239 367204323352
T T T T T T T T e T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane

2100 21120 2140 21560
m/z 55.10 20.12%

- u
141169197225 267205 365393

m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21 20 21. 40 21 60

8270-BP071020-M Wed Jul 22 07:35:12 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072120\
Data File : BP002809.D

Aca On 21 Jul 2020 11:41

Operator : CG/JU

Sample : L3329-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 14 Triacontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

21.54 119.64 ng 9519150 Chrysene-di12 21.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 98
2 Hexacosane 366 C26H54 000630-01-3 94
3 Eicosane. 10-methvyl- 296 C21H44 054833-23-7 93
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
5 Docosane 310 C22H46 000629-97-0 91

Abundance Scan 3171 (21.539 min): BP002809.D (-3163) (-) m/z 57.10 100.00%

5000

21120 21140 2160 2180
m/z 71.10 74.65%

141169197225253 295323351379407436 476 506535

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #219831: Triacontane
57

0!

5000
21.20 21.40 21.60 21.80

m/z 43.10 56.82%

ol mh“J s }69;97225253281309337365393422
e B R e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance

57

21 20 21. 40 21 60 21.80

5000 85 m/z 85.10 56.35%
29
. 113141169197205253 295323 367
L I i i o e L L o o o o e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141431: Eicosane, 10-methyl-
57 21.20 21.40 21.60 21.80

m/z 55.10 22 .68%

- | \——/\/j\/m/\/
113 154
J i | 183211239 281

L - N S e e e

m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.20 21.40 21.60 21.80

8270-BP071020-M Wed Jul 22 07:35:13 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072120\
Data File : BP002809.D

Aca On 21 Jul 2020 11:41

Operator : CG/JU

Sample : L3329-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 n-Tetracosanol- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
21.60 7.77 ng 618420 Chrysene-di12 21.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Tetracosanol-

2 Behenic alcohol

3 Heptacosvl acetate
4 Octacosanol

5 1-Hexadecanol

354 C24H500
326 C22H460
438 C29H5802
410 C28H580
242 C16H340

000506-51-4 91
000661-19-8 90
1000351-78-2 76
000557-61-9 76
036653-82-4 58

Abundance Scan 3181 (21.598 min): BP002809.D (-3178) (-) m/z 83.10 100.00%

55 83

11
5000

g8

139 21.20 21.40 21.60 21.80 22.00
167 207 238267
O i LA} 200 T 230207 308 354 401 440471503 849 | hsz 0 97.10  97.32%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #186968: n-Tetracosanol-1
57 |97
5000 TT T T[T T T T [T T T T[T T TT[TT
- 21/20 21.40 21.60 21.80 22.00
- m/z 55.10 87.70%
J 1l ‘\m‘ ﬂ 181210238266 308336
T B s o o
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55 83
L
21.20 21.40 21.60 21.80 22.00
5000 11 m/z 69.10 87.41%
139
o 27 167196224252280308
T T T T T T e T e [T T
mz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #224391: Heptacosy! acetate B BB R e R
43 21.20 21.40 21.60 21.80 22.00
97 m/z 57.10 77.60%
5000
25
ol15, Ll | 158181200 250 202320350378 423
||||||||||||||||||||||||||||||||||||||||||||||||||| _rl_l_l_l—l_l_l_l_l—l_l_l_l_l—rl_l_l_l—l_l_l'

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.20 21.40 21.60 21.80 22.00

8270-BP071020-M Wed Jul 22 07:35:15 2020

Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072120\
Data File : BP002809.D

Aca On 21 Jul 2020 11:41

Operator : CG/JU

Sample : L3329-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 16 Phthalic acid, 6-ethyl-3-oc... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.80 13.33 ng 1060370 Chrysene-di12 21.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. 6-ethvl-3-octvl h... 404 C25H4004 1000315-17-7 86
2 Phthalic acid. 6-ethvl-3-octvl h... 390 C24H3804 1000315-17-6 86
3 Phthalic acid. heptvl octvl ester 376 C23H3604 088216-58-4 83
4 1.2-Benzenedicarboxvlic acid. bi... 250 C14H1804 000605-45-8 80
5 1,2-Benzenedicarboxylic acid, di... 418 C26H4204 000084-76-4 78
Abundance Scan 3215 (21.798 min): BP002809.D (-3211) (-) m/z 149.00 100.00%
149
5000 ?
43 21.40 21.60 21.80 22.00 22.20
71
Ol d i 204 | 176207237268 307330370400431461490517549 | 75150 10 10.03%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #213881: Phthalic acid, 6-ethyl-3-octyl heptyl ester
149
5000 UL AR N
2140 21.60 21.80 22.00 22.20
m/z 43.10 9.14%
oL20.37 104 | 176 265 307 404
m/z--> 55 100 150 200 250 300 350 400 450 500 550
Abundance
149
21.40 21.60 21.80 22.00 22.20
5000 m/z 57.10 7.39%
o 43 76104 251 307
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #200545: Phthalic acid, heptyl octyl ester B B e e e
149 21.40 21.60 21.80 22.00 22.20
m/z 41.10 5.14%
57
ol 22, 104|176 265292 376
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2140 21.60 21.80 22.00 22.20

8270-BP071020-M Wed Jul 22 07:35:16 2020 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072120\
Data File : BP002809.D

Aca On 21 Jul 2020 11:41

Operator : CG/JU

Sample : L3329-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 17 Octadecanoic acid, octadecy... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.07 9.82 ng 781480 Chrysene-di12 21.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. octadecvl ester 537 C36H7202 002778-96-3 72
2 Benzolallllbenzothiopvranol4.3-b... 285 C19H11NS 010023-23-1 53
3 Hexadecanoic acid. tetradecvl ester 452 C30H6002 004536-26-9 43
4 Fumaric acid. pentadecvl pentafl... 492 C25H33F504 1000348-10-7 42
5 1-Octadecanethiol 286 C18H38S 002885-00-9 38
Abundance Scan 3261 (22.068 min): BP002809.D (-3257) (-) m/z 285.30 100.00%
43 285
83
5000
11
140168 287 360 S SRS SUNN U B
213 21.80 22.00 22.20 22.40
452
ok, [ 313 | 395022482 401 534 | o Tu390  79.50%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #238262: Octadecanoic acid, octadecy! ester
43
5000 LI BN UL MU B
285 21'80 22.00 22.20 22.40
m/z 57.10 76 .14%
ol uu‘mJ h‘5153185 22425‘3‘2‘H 313340367396424452480508536
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
285
21,80 22.00 22,20 22.40
5000 m/z 55.10 66.23%
142 256
O R T T B e I e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #227666: Hexadecanoic acid, tetradecyl ester R EamEE B
57 257 21.80 22.00 22.20 22.40
m/z 83.10 59.09%
5000 97
l 196
29 125 168
ol e \ 221 | 284312 409 *?
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072120\
Data File : BP002809.D

Aca On 21 Jul 2020 11:41

Operator : CG/JU

Sample : L3329-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 18 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.34 28.55 ng 7214050 Perylene-d12 23.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 96
2 Tetratriacontane 479 C34H70 014167-59-0 95
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
4 Hexacosane 366 C26H54 000630-01-3 94
5 Heptadecane 240 C17H36 000629-78-7 93
Abundance Scan 3307 (22.339 min): BP002809.D (-3300) (-) m/z 57.10 100.00%
5000
—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—r
141 22.00 22.20 22.40 22.60
o 169197225253 295323351379407 450 489517544 mn/z 71.10 74 31%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175556: Tetracosane
57
85
22.00 22.20 22.40 22.60
29 m/z 85.10 54 _.90%
0 \‘ i | h h\ h’l u\ \\1‘\11\16\9\19\7\22‘5‘25‘3281309 338
m/z--> 55 100 1%0 200 250 300 3éo 460 4éo 560 séo
Abundance
57
—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—r
22.00 22.20 22.40 22.60
5000 85 m/z 43.10 54 _.30%
113141
o 29 169197225253281309337365393421449478
m/z--> 55 160 1%0 200 250 300 3éo 400 4éo 560 séo
Abundance #185535: Heptadecane, 9-octyl- T
57 22.00 22.20 22.40 22.60
m/z 55.10 21.14%
0 fﬁ3}§1169197 239267294323352
m/z--> 55 160 1%0 200 250 300 350 400 4éo 560 séo 2200 2220 2240 2260 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072120\
Data File : BP002809.D

Aca On 21 Jul 2020 11:41

Operator : CG/JU

Sample : L3329-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 19 _gamma.-Sitosterol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
24 .03 8.75 ng 2209940 Perylene-d12 23.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 99
2 _beta.-Sitosterol 414 C29H500 000083-46-5 94
3 17-(1.5-Dimethvlhexv1)-10.13-dim... 414 C29H500 1000210-86-9 25
4 Erqost-5-en-3-ol. (3.beta.)- 400 C28H480 004651-51-8 18
5 Campesterol 400 C28H480 000474-62-4 18
Abundance Scan 3594 (24.027 min): BP002809.D (-3589) (-) m/z 43.10 100.00%
a3
107
145
23.80 24.00 24.20 24.40
- 162490 837 m/z 107.10  60.14%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #217434: .gamma.-Sitosterol
43
5000 LRI UL UL UM B
23.80 24.00 24.20 24.40
m/z 55.10 59.40%
o) \‘I |
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
' 23:80 24.00 24.20 24.40
5000 m/z 81.10 56 .50%
107
7 145 Lo 414
. 173 255 303330 381
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #217457: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-4-vinylhexa. .. R mEEEE RS S
43 23.80 24.00 24.20 24.40
m/z 145.10 55.86%
- w__//\/\‘A
0 A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072120\
Data File : BP002809.D

Aca On 21 Jul 2020 11:41

Operator : CG/JU

Sample : L3329-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 20 Heneicosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

24 .33 5.79 ng 1461840 Perylene-d12 23.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
3 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 90

Abundance Scan 3645 (24.327 min): BP002809.D (-3638) (-) m/z 57.10 100.00%

141169 24.00 24.20 24.40 24.60
ol 211239 281309337365 407 447 489 536 7 71.10 54 10%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141425: Heneicosane

3

5000 85 TT TT T T[T T T T[T T T T [TTTT]
2400 24,20 24.40 24.60
29 m/z 85.10 54_.77%
. ] ‘H | [M1314116019720553 206
e e o .
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
e st
71 24.00 24.20 24.40 24.60
5000 m/z 43.10 51.85%
99 196
o 127185 | 225053280
T o S e s s e e s o o o SIS
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140553: 1-lodo-2-methylundecane R AEmEEEE L
57 24.00 24.20 24.40 24.60
m/z 55.10 20.46%
5000
85
29
0 || 1113‘ 169 211 206
e B B o e o S S e
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 2400 24.20 24.40 24.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP072120\
Data File : BP002809.D

Acq On 21 Jul 2020 11:41

Operator : CG/JU

Sample - L3329-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP071020.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]
Indane 7.91 8.9 ng 346932 1 7.55 782198 20.0
Benzene, 2-etheny... 9.73 10.6 ng 710145 2 10.32 1346330 20.0
Benzo[b]thiophene... 11.42 10.4 ng 702117 2 10.32 1346330 20.0
Benzo[b]thiophene... 11.88 5.9 ng 396106 2 10.32 1346330 20.0
Naphthalene, 1,6-... 13.52 14.1 ng 1028250 3 14.20 1454380 20.0
Naphthalene, 1,3-... 13.92 6.2 ng 450801 3 14.20 1454380 20.0
n-Hexadecanoic acid 17.90 19.2 ng 1127860 4 16.96 1176830 20.0
Eicosane, 9-octyl- 18.51 149.2 ng 8780750 4 16.96 1176830 20.0
Phthalic acid, di... 18.91 80.3 ng 4727210 4 16.96 1176830 20.0
Octadecanoic acid 19.14 5.5 ng 437660 5 21.07 1591280 20.0
Hexacosane 19.84 121.8 ng 9691270 5 21.07 1591280 20.0
Heptadecane, 9-oc... 20.77 147.3 ng 11720400 5 21.07 1591280 20.0
Octacosane 21.24 5.7 ng 449346 5 21.07 1591280 20.0
Triacontane 21.54 119.6 ng 9519150 5 21.07 1591280 20.0
n-Tetracosanol-1 21.60 7.8 ng 618420 5 21.07 1591280 20.0
Phthalic acid, 6-... 21.80 13.3 ng 1060370 5 21.07 1591280 20.0
Octadecanoic acid... 22.07 9.8 ng 781480 5 21.07 1591280 20.0
Tetracosane 22 .34 28.6 ng 7214050 6 23.26 5053470 20.0
-gamma.-Sitosterol 24 .03 8.8 ng 2209940 6 23.26 5053470 20.0
Heneicosane 24 .33 5.8 ng 1461840 6 23.26 5053470 20.0
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