LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092316\
Data File : BF090211.D
Aca On : 23 Sep 2016 21:28 Instrument :
Operator : UM/SJ E?Afs el
- _ lentosampleld :
3?22'6 : H4896-01 RICHMOND-REC-SELECTFILL-1
ALS Vial : 18 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:\HPCHEM1I\BNA F\METHODS\8270-BF092016.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 1.655 4 6 33 rVB 2945173 7184281 100.00% 13.911%
2 4_.593 259 263 275 rBV 884573 1359045 18.92% 2.632%
3 5.062 301 304 307 rBVY 1974714 2136125 29.73% 4.136%
4 6.159 396 400 402 rBVY 2855885 3563338 49.60% 6.900%
5 6.262 406 409 411 rvv 2988919 3060398 42.60% 5.926%
6 6.490 427 429 432 rBV 923751 810696 11.28% 1.570%
7 6.650 440 443 445 rBV 3072226 3022238 42.07% 5.852%
8 7.062 476 479 482 rBV 1682523 2386922 33.22% 4.622%
9 7.210 486 492 494 rVB 66344 115801 1.61% 0.224%
10 7.782 540 542 544 rBVY 1047992 1100019 15.31% 2.130%
11 8.856 629 636 639 rBY 3002195 4136868 57.58% 8.011%
12 9.188 660 665 666 rBV2 78141 82925 1.15% 0.161%
13 9.256 669 671 674 rvVv 933665 989912 13.78% 1.917%
14 9.451 685 688 691 rBV3 33316 88570 1.23% 0.172%

15 9.519 691 694 696 rvV 1420246 1279874 17.81% 2.478%

16 9.553 696 697 699 rvv 210314 176979 2.46% 0.343%
17 9.656 702 706 707 rBV3 59879 83400 1.16% 0.161%
18 9.725 710 712 714 rBV 107089 100759 1.40% 0.195%
19 10.056 740 741 743 rVB 109481 146040 2.03% 0.283%
20 10.216 750 755 760 rBV5 35975 114590 1.60% 0.222%

21 10.296 760 762 765 rvv2 702758 1045588 14.55% 2.025%
22 10.456 773 776 778 rVvVv3 89150 160308 2.23% 0.310%
23 10.502 778 780 782 rVvV 95406 106059 1.48% 0.205%
24 10.536 782 783 785 rvv2 118748 122382 1.70% 0.237%
25 10.605 787 789 791 rvv2 160294 251220 3.50% 0.486%

26 10.639 791 792 794 rvv2 55197 78827 1.10% 0.153%
27 10.674 794 795 797 rvv2 78426 105388 1.47% 0.204%
28 10.719 797 799 800 rvv 94764 102610 1.43% 0.199%
29 10.754 800 802 805 rvv3 62774 101181 1.41% 0.196%
30 10.891 812 814 820 rvB2 105872 181133 2.52% 0.351%

31 10.994 820 823 824 rBV 848002 1282359 17.85% 2.483%
32 11.016 824 825 827 rVvV 1302485 946695 13.18% 1.833%
33 11.062 827 829 832 rVvV 317756 337345 4._.70% 0.653%
34 11.222 842 843 847 rBV2 76400 134885 1.88% 0.261%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092316\
Data File : BF090211.D
Aca On : 23 Sep 2016 21:28 Instrument :
Operator : UM/SJ E?Afs el
- _ lentosampleld :
3?22'6 : H4896-01 RICHMOND-REC-SELECTFILL-1
ALS Vial : 18 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF092016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.485 864 866 867 rBvV 112600 112436 1.57% 0.218%

36 11.519 867 869 871 rvVv 127043 149001 2.07% 0.289%
37 11.565 871 873 874 rVvV 59204 93770 1.31% 0.182%
38 11.599 874 876 880 rvB2 150207 265445 3.69% 0.514%
39 11.782 890 892 896 rvB2 84389 138523 1.93% 0.268%
40 11.931 902 905 906 rBvV2 48524 80530 1.12% 0.156%

41 11.965 906 908 909 rvv 199881 256932 3.58% 0.498%
42 12.194 925 928 930 rBV 895039 1068266 14.87% 2.069%
43 12.331 938 940 944 rBV 47194 73968 1.03% 0.143%
44 12.411 944 947 949 rVvV 1006485 1029904 14.34% 1.994%
45 12.479 949 953 955 rvB2 108899 154319 2.15% 0.299%

46 12.571 959 961 964 rBV 1985895 2366104 32.93% 4.582%
47 12.742 972 976 978 rVB 130471 176617 2.46% 0.342%
48 12.811 980 982 983 rBV 104211 126971 1.77% 0.246%
49 12.834 983 984 986 rvv2 89144 107829 1.50% 0.209%
50 13.177 1011 1014 1016 rVB2 100926 127054 1.77% 0.246%

51 13.348 1027 1029 1030 rBV 58301 72841 1.01% 0.141%
52 13.485 1039 1041 1044 rBV2 237083 384332 5.35% 0.744%
53 13.600 1048 1051 1053 rBV2 824023 1313553 18.28% 2.544%
54 13.645 1053 1055 1057 rVV 1692435 1642902 22.87% 3.181%
55 13.817 1067 1070 1073 rBV 680104 716562 9.97% 1.388%

56 13.977 1082 1084 1087 rBV2 155998 188777 2.63% 0.366%
57 14.114 1094 1096 1103 rBV 269282 482371 6.71% 0.934%
58 14.411 1119 1122 1125 rBV2 215561 355258 4.94% 0.688%
59 14.582 1135 1137 1142 rBV 275663 580949 8.09% 1.125%
60 14.697 1144 1147 1151 rVB2 276096 406166 5.65% 0.786%

61 14.823 1156 1158 1161 rVvV 154567 210154 2.93% 0.407%
62 14.880 1161 1163 1165 rVV 217727 303174 4.22% 0.587%
63 14.925 1165 1167 1171 rVV 501529 699884 9.74% 1.355%
64 14.994 1171 1173 1176 rVB 162552 218853 3.05% 0.424%
65 15.154 1185 1187 1189 rBV 65038 79795 1.11% 0.155%

66 15.337 1201 1203 1205 rBV 171334 277029 3.86% 0.536%

67 15.737 1236 1238 1244 rVB 109188 192564 2.68% 0.373%

68 16.080 1266 1268 1271 rVB2 84589 140284 1.95% 0.272%

69 16.194 1276 1278 1282 rVV2 68202 155166 2.16% 0.300%
Sum of corrected areas: 51643043
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF092316\

BF090211.D

23 Sep 2016 21:28

UM/SsJ

H4896-01

18 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
= C:\DATABASE\NIST11.L
LSCINT.P

RICHMOND-REC-SELECTFILL-1

Abundance
30000001166

2500000

2000000

1500000

1000000

500000

TIC: BF090211.D

5.06

4.59

6.1526

6.49

7.06

7.21

Ot——
Time-->

T
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4.00

4.50 5.00

5.50

6.00
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7.00
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3000000

2500000

2000000

1500000

1000000

500000

Time-->

7.78

04 A A

TIC: BF090211.D
8,86

9.52 11.02

9.26 10J09

10.30

‘! .06

055
0 L oBg2 10. L 10bAr20.88 | 11.22 11
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12.00
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12 41

i

12.50

13.44

48 1202488 131%33]

A A

13.00

Abundance
3000000

2500000

20000003.65

1500000

1000000 || 13

500000

Or——

TIC: BF090211.D

82 14.93

3$73 %99

14.11 14. 41
13.98, 15.1

5.34
% 15.74 161819

Time-->

16.50 17.00

14.00 14.50 15.00 15.50 16.00 17.50

18.00
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19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092316\
Data File : BF090211.D

Aca On : 23 Sep 2016 21:28

Operator : UM/SJ

Sample : H4896-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4._.59 33.53 ng 1359050 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Acetone 58 C3H60 000067-64-1 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 263 (4.593 min): BF090211.D (-259) (-) m/z 43.10 100.00%
43
59
5000
101 SRR RN L LR
83 420 4.40 4.60 4.80 5.00
o...,....,....,....-,.:..‘??..I,...‘??....,.-...,...:,....,....,....,....,...., m/z 59.10 66.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SRR RN LR LR
420 4.40 4.60 4.80 5.00
m/z 101.10 25.65%
31 83 g3 101
Ot T T P R P e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance
59

|

420 4.40 4.60 4.80 5.00
5000 41 m/z 58.05 17.17%
68
126

10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #217: Acetone

50 142
m/z-->
43 420 4.40 4.60 4.80 5.00

m/z 41.10 8.70%
5000
58
15 27
N,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.20 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092316\

Data File : BF090211.D

Aca On : 23 Sep 2016 21:28

Operator : UM/SJ

ﬁ?ggle : H4896-01 RICHMOND-REC-SELECTFILL-1
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 unknown6.26 Concentration Rank 2

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

6.26 75.50 ng 3060400 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 409 (6.262 min): BF090211.D (-406) (-) m/z 132.10 100.00%
5000 68
96 IR RREE LR R R
40 54 || 78 | 106 ‘ 6.00 6.20 6.40 6.60
O o B o S A I IS S m/z 68.10 42.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony!
57 132
74
5000 98 116 S RS LA AR AR
6.00 6.20 6.40 6.60
m/z 134.10 33.33%
) IR VIR A N fMM.‘ﬁ,. 198 ..,.1§?.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
600 620 640 6.60
5000 m/z 66.10 25.60%
ol 15 28 39 52 3 77 %0 104,
mz-> 20 40 60 80 100 120 140 160 180 A
Abundance #14144: 5-Fluoro-2-chloropyrimidine T i Eama e
132 6.00 6.20 6.40 6.60
m/z 69.10 16.47%
5000
33 m o 105
0...|....|....6|0....$|0....|..].-1.5|...|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092316\

Data File : BF090211.D

Aca On : 23 Sep 2016 21:28

Operator : UM/SJ

ﬁ?ggle : H4896-01 RICHMOND-REC-SELECTFILL-1
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 1H-1,2,3-Triazole, 4,5-diph... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.61 3.92 ng 251220 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-1.2.3-Triazole. 4.5-diphenvl- 221 C14H11N3 005533-73-3 50
2 1H-Indene. 2.3-dihvdro-1.1.3-tri... 236 C18H20 003910-35-8 47
3 4-Hvdroxv-beta-phenvlcinnamonitrile 221 C15H11NO 016281-90-6 46
4 2-Pentene. 4-methvl-2.4-diphenvl- 236 C18H20 006258-73-7 43
5 4(1H)-Quinolinone, 2-phenyl- 221 C15H11NO 014802-18-7 38
Abundance Scan 789 (10.605 min): BF090211.D (-787) (-) m/z 221.20 100.00%
143
5000
vis || 1020 1040 10,60 10,80 1100
o e m/z 143.10 66.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #78284: 1H-1,2,3-Triazole, 4,5-diphenyl-
221
5000 AR AR AR AR R
165 10.20 10.40 10.60 10.80 11.00
17 118 m/z 91.10 50.93%
o273 63 77 91103 % 139 | 178 1?3206 I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
221
10.20 10.40 10.60 10.80 11.00
5000 m/z 165.10 38.70%
a1 128 143
27 3951 g3 77 | 103115 165178191 595 = 236
O e T o o o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #78354: 4-Hydroxy-beta-phenylcinnamonitrile T f’.\. A E e
221 10.20 10.40 10.60 10.80 11.00
m/z 128.10 33.05%
5000
181
165
18 39 51 63 ‘82 I 97 110 127139 152 ‘ ! ‘\ lij 2?‘2‘ ‘
m/z--> 20 Jo eb 80 160 120 140 1éo 180 200 250 240 10.20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092316\
Data File : BF090211.D

Aca On : 23 Sep 2016 21:28

Operator : UM/SJ

Sample : H4896-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 Dibenzothiophene Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
10.89 2.83 ng 181133 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 91
2 Naphthol1l.2-blthiophene 184 C12H8S 000234-41-3 78
3 Naphthol2.l1-blthiophene 184 C12H8S 000233-02-3 78
4 Naphthol2.3-blthiophene 184 C12H8S 000268-77-9 60
5 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 60

Abundance Scan 814 (10.891 min): BF090211.D (-812) (-) m/z 184.05 100.00%
184
57
5000 43 71
85
139
9 113 196 152 10.60 10.80 11.00 11.20
o L. "m/z 57.10 65.70%
m/z--> 40 60 80 100 120 140 160 180
Abundance #48781: Dibenzothiophene
184
5000 SR PN SN SUNURE B
10.60 10.80 11.00 11.20
139 m/z 71.10 44 .73%
39 50 6? L 7\ o 1:!'3 “‘ ‘ \‘\
miz--> 40 60 80 100 120 140 160 180
Abundance
184
10.60 10.80 11.00 11.20
5000 m/z 43.10 39.45%
139 152
0 40 50 69 79 92901 113 126 169
miz--> 4 60 80 100 120 140 160 180
Abundance #48784: Naphtho[Z,l—b]thiophene LI L L I
184 10.60 10.80 11.00 11.20
m/z 85.10 29.38%
5000
139
152
o 20 56 690 70 %ig 113 126 | | 160 ||
m/z--> 40 60 80 100 120 140 160 180 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092316\
Data File : BF090211.D

Aca On : 23 Sep 2016 21:28

Operator : UM/SJ

Sample : H4896-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 4H-Cyclopenta[def]phenanthrene Concentration Rank 15

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

11.60 4.14 ng 265445 Phenanthrene-d10 10.99

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 81
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 59
3 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI03S 036155-87-0 52
4 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 47
5 2,2"-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 42

Abundance Scan 876 (11.599 min): BF090211.D (-874) (- m/z 190.10 100.00%
190
5000
94
163 11.20 11.40 11.60 11.80 12.00
179 209
o 111122 139 152 224 m/z 189.10 97.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000
94 11.20 11.40 11.60 11.80 12.00
m/z 192.10 40.97%
oL 27 3950 63 8 | 110122 137150 163 178 |
R e L o o e o LI E i i i i
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
189
R e N EAm A i
11.20 11.40 11.60 11.80 12.00
5000 m/z 191.10 34.71%
94
81 163
O T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53266: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydroxyboryl
a5 190 11.20 11.40 11.60 11.80 12.00
146 m/z 187.10 20.68%
5000 82
117
57
b el ) ||
0 ,..?4,....,....,....ﬁO?...,.{3P.,.... Nlumu R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092316\

Data File : BF090211.D

Aca On : 23 Sep 2016 21:28

Operator : UM/SJ

ﬁ?ggle : H4896-01 RICHMOND-REC-SELECTFILL-1
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 Oxybenzone Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.97 4.01 ng 256932 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxvbenzone 228 C14H1203 000131-57-7 95
2 1.4 Benzodioxan-6-amine 151 C8HIONO2 022013-33-8 22
3 .alpha.-Amino-3"-hvdroxv-4-meth... 181 C9H11NO3 090765-44-9 22
4 N°-(2.4.6(1H.3H.5H)-Trioxopvrimi... 319 C12H9N506 1000225-72-5 22
5 2,4"-Dihydroxy-3*"-methoxyacetoph... 182 C9H1004 018256-48-9 22
Abundance Scan 908 (11.965 min): BF090211.D (-906) (-) m/z 227.10 100.00%
2%7
151
5000
7 206
51 105 128 189 11.60 11.80 12.00 12.20
O 2 e S L 92y 228 aearred® | W m/z 151.10  75.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84309: Oxybenzone
151 227
5000
77 11.60 11.80 12.00 12.20
105 m/z 228.10 60.17%
15 27 39 \M 3 |9 128 | 168 184197 211
m/z--> 20 45 60 85 160 150 140 160 1éo 200 220
Abundance
151
% 1160 11.80 12.00 12.20
5000 m/z 77.10 14.77%
67
41
15 28 53 80 107 124136
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #46727: .alpha.-Amino-3'-hydroxy-4'-methoxyacetophenone B R E e S
151 11.60 11.80 12.00 12.20
m/z 206.20 10.96%
5000
123 181
0 526577 93 108 | 137 | 147 |
m/z--> 20 45 60 85 160 120 150 160 180 200 220 1160 11.80 12,00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092316\

Data File : BF090211.D

Aca On : 23 Sep 2016 21:28

Operator : UM/SJ

ﬁ?ggle : H4896-01 RICHMOND-REC-SELECTFILL-1
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 11H-Benzo[b]fluorene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.74 2.69 ng 176617 Chrysene-di12 13.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 95
2 Pvrene. l-methvl- 216 C17H12 002381-21-7 93
3 11H-Benzolalfluorene 216 C17H12 000238-84-6 91
4 Pvrene. 2-methvl- 216 C17H12 003442-78-2 91
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 87
Abundance Scan 976 (12.742 min): BF090211.D (-972) (-) m/z 216.20 100.00%
216
5000
108 12.40 12.60 12.80 13.00
94 189 : . . .
o 39 57 75 3 | 123139 163 231245 281 n/z 215.10  80.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74418: 11H-Benzo[b]fluorene
216
5000
12.40 12.60 12.80 13.00
m/z 213.10 21.20%
ol 0 6377 93 122130 163 189
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
216
12.40 12.60 12.80 13.00
5000 m/z 217.20 17.06%
95 189
14 39 63 110 134149163

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74423: 11H-Benzo[a]fluorene M
2 12.40 12.60 12.80 13.00

m/z 107.80 16.51%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092316\
Data File : BF090211.D

Aca On : 23 Sep 2016 21:28

Operator : UM/SJ

Sample : H4896-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 5-Octadecene, (E)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.49 5.85 ng 384332 Chrysene-di12 13.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 96
2 n-Nonadecanol- 284 C19H400 001454-84-8 94
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 93
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
Abundance Scan 1041 (13.485 min): BF090211.D (-1039) (-) m/z 83.10 100.00%
57 83
5000 111 ‘——_/\\_/\\/\‘
SRR BN BN B
139 213 250271 13.20 13.40 13.60 13.80
ol 12 eI S e 1| | M/z 57.10 96.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104186: 5-Octadecene, (E)-
55
83
5000 LI SN UL LN S
13.20 13.40 13.60 13.80
29 111 m/z 97.10 85.32%
0 \\ L, h‘ H\ \ L 139 168 195 224 252
m/z--> 50 150 200 250 300 350 400
Abundance
55 83
13.20 13.40 13.60 13.80
5000 11 m/z 55.10 84.31%
29
o 139 168 196 238 266
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester BEEETE ST
57 13.20 13.40 13.60 13.80
83 m/z 69.10 81.78%
5000 111 \P“/J\N/_/d\J\¥~w~wﬂvj\~wxd
29 169
0..Juul.‘..‘.kliuuhfl?.gl‘....|2].-0...25.5... ....|....40.6. R R s ma e R
m/z--> 50 100 150 200 250 300 350 400 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092316\

Data File : BF090211.D

Aca On : 23 Sep 2016 21:28

Operator : UM/SJ

ﬁ?ggle : H4896-01 RICHMOND-REC-SELECTFILL-1
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.82 10.91 ng 716562 Chrysene-di12 13.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.1.3-tri... 236 C18H20 003910-35-8 50
2 2-Pentene. 4-methvl-2.4-diphenvl- 236 C18H20 006258-73-7 35
3 1.3-Cvclohexanedione. 2-12-T4-(4... 401 C22H28FN303 339310-26-8 27
4 Boron. diethvl(5-ethvl-4.6-nonan... 250 C15H31BN2 136705-03-8 27
5 4,6-Dimethyl-2-thioxo-1,2-dihydr... 236 C1l1H16N2SSi 1000332-43-1 27

Abundance Scan 1070 (13.817 min): BF090211.D (-1067) (-) m/z 221.20 100.00%
91 T
119
5000 143
57 J
65 191 42 13.60 13.80 14.00 14.20
ol .“,J. .,|u,,l,...|1 Al A0 i L FPea 205 354 1 7579110 78.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #90965: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-3-phenyl-
221
143 13.60 13.80 14.00 14.20
o1 m/z 119.10 66.78%
0 27 51 70‘ ! ‘Hl:lw-s“\ | 1(\35\\1%1“‘ ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance
221
13.60 13.80 14.00 14.20
5000 o1 m/z 105.10 49.86%
51 70 119 143 165 101
mz-> 50 100 150 200 250 300 350 400
Abundance #212576: 1,3-Cyclohexanedione, 2-[2-[4-(4-fluorobenzoyl)-1... e ARREE LRSS
221 13.60 13.80 14.00 14.20
m/z 143.10 39.87%
5000 123
95
42 75 166 197 359 401
LI I N RN B B N B BN B B B B RN B B B B RN B B B B RN N B N B E NN B B B E N B B R R _l_l_l_l—rl_l_l_l—l_l_l_l_l—rl_l_l_l—rl_l_
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20

8270-BF092016.M Mon Sep 26 17:22:58 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092316\

Data File : BF090211.D

Aca On : 23 Sep 2016 21:28

Operator : UM/SJ

ﬁ?ggle : H4896-01 RICHMOND-REC-SELECTFILL-1
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.11 7.34 ng 482371 Chrysene-di12 13.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 87
3 Hexadecane 226 C16H34 000544-76-3 83
4 1-Heptadecene 238 C17H34 006765-39-5 74
5 Nonadecane 268 C19H40 000629-92-5 62
Abundance Scan 1096 (14.114 min): BF090211.D (-1094) (-) m/z 57.10 100.00%
57
5000 85
3 I Illl1 141 169 197215 212 272 308328 356 13.80 14.00 14.20 14,40 _
(oL T Pt A A I s m/z 71.10 72.56%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000 USRI BN SURUR BN
13.80 14.00 14.20 14.40
m/z 43.10 61.80%
29 113
0 \‘ d ‘\ “\ bl 1“]\.1‘169 197 240
m/z--> 50 100 150 200 250 300 350
Abundance
57
13:80 14.00 14.20 14.40
5000 o5 m/z 85.10 49_22%
29
0 105 433 161 189 217 245 288
m/z--> 50 100 150 200 250 300 350
Abundance #83027: Hexadecane R R R B
57 13.80 14.00 14.20 14.40
m/z 55.10 35.91%
5000 85
29
0 \J [l .l Il \J 1}31141 169 197 2?6
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092316\

Data File : BF090211.D

Aca On : 23 Sep 2016 21:28

Operator : UM/SJ

ﬁ?ggle : H4896-01 RICHMOND-REC-SELECTFILL-1
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 14 Heneicosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14 .41 10.15 ng 355258 Perylene-d12 14 .93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heptadecane 240 C17H36 000629-78-7 86
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 86
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 1122 (14.411 min): BF090211.D (-1119) (-) m/z 57.10 100.00%
57
85
5000
LSRR B BASRRLS BSUA B
141 213 253271 329 14.00 14.20 14.40 14.60 14.80
ol L1 " 'l--l-' 109 19377235 27T 806 717 357 m/z 71.10 82.30%
m/z--> 50 o 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 AR DGR BURRLIL B B
14. oo 14. 20 14. 40 14 60 14.80
m/z 85.10 58.85%
29 13 44
oL Iw‘l ‘:‘ Ihl ‘l\ |‘h‘| h‘l Iu‘ Iw\l ;\ |‘|16‘|9| :|I-9|7| ZIZIS |2|53| — 2|9|6| —
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.00 14.20 14.40 14.60 14.80
5000 85 m/z 43.10 55.26%
. 29 13 141 169 197 225 253 205 323 367 4J~_J\-N_,~JA,JL~\A\M¥,~
m/z--> §o 160 150 260 250 360 3%0
Abundance #94344: Heptadecane LI B B
57 14.00 14.20 14.40 14.60 14.80
m/z 55.10 20.18%
5000 85 \vayj\V/‘&Nvﬂ\kafAﬂﬂ\xlex
29
m/z--> % @ @ ﬁ @ ﬁ ﬁ mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092316\

Data File : BF090211.D

Aca On : 23 Sep 2016 21:28

Operator : UM/SJ

ﬁ?ggle : H4896-01 RICHMOND-REC-SELECTFILL-1
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 15 Eicosane, 10-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.70 11.61 ng 406166 Perylene-di12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 10-MethvInonadecane 282 C20H42 056862-62-5 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 1147 (14.697 min): BF090211.D (-1144) (-) m/z 57.10 100.00%
g7
85
5000
| l113 141 169 197 225 257276 310331350371 14.40 14.60 1480 1500
(NN " (220 257276 STOSSISNSIL m/z 71.10 78.64%
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57
5000 85 LR IR UL B SRR
14.40 14.60 14.80 15.00
m/z 85.10 60.16%
ol L TP ™ 1es a1 239 2
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
o 14.40 14.60 14.80 15.00
5000 m/z 43.10 49.57%
29 113
0 141 169 197 225 253 296 \~A\J\,JVV~A\“v,\_J\N,J»
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane R EEEER RS S
57 14.40 14.60 14.80 15.00
m/z 55.10 21.09%
5000 i W’A
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 50 100 1%0 200 250 300 350 ' 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092316\

Data File : BF090211.D

Aca On : 23 Sep 2016 21:28

Operator : UM/SJ

ﬁ?ggle : H4896-01 RICHMOND-REC-SELECTFILL-1
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 Hexacosane, 9-octyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.34 7.92 ng 277029 Perylene-di12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane. 9-octvl- 479 C34H70 055429-83-9 90
2 Docosane. 1l1-butvl- 366 C26H54 013475-76-8 90
3 Octadecane. 1-iodo- 380 C18H371 000629-93-6 86
4 Nonadecane 268 C19H40 000629-92-5 86
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 83

Abundance Scan 1203 (15.337 min): BF090211.D (-1201) (-) m/z 57.10 100.00%

57
85
5000

113
15.00 15.20 15.40 15.60
141 169
S ,J .J.||, LAy 92. 107 232257280 316 346 385 m/z 71.10 79.08%

m/z--> 50 100 150 200 250 300 350 400
Abundance #232377: Hexacosane, 9-octyl-

F

15.00 15.20 15.40 15.60
m/z 85.10 60.20%

5000 85 L e
“\

113 365
o LM 160 197 238 967 505 336 % 303 420
i e B B e R
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R B R
15.00 15.20 15.40 15.60
5000 85 m/z 43.10 53.59%
113
o 141 169 210 239 267 309 336 366 A_—JL\/\j\_\!\/\,\//L
T T T T e e T e e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #202264: Octadecane, 1-iodo- R R RS S
57 15.00 15.20 15.40 15.60
m/z 55.10 21.33%
5000 85
29
113
o \‘w LT 130183011 258
— et e R B R
m/z--> 50 100 150 200 250 300 350 400 15. OO 15. 20 15. 40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092316\
Data File : BF090211.D

Aca On : 23 Sep 2016 21:28

Operator : UM/SJ

Sample : H4896-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 2-methyloctacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.19 4.43 ng 155166 Perylene-di12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Octadecane. 3-ethvl-5-(2-ethvlbu... 366 C26H54 055282-12-7 90
4 Triacontane 422 C30H62 000638-68-6 86
5 Heptadecane 240 C17H36 000629-78-7 80
Abundance Scan 1278 (16.194 min): BF090211.D (-1276) (-) m/z 57.10 100.00%
g7
5000
141 15.80 16.00 16.20 16.40 16.60
169 200 312 347367 390
I 225 247267 291 m/z 71.10 83.02%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 AR ISR BN BN B
15.80 16.00 16.20 16.40 16.60
113 m/z 85.10 60.92%
L2 || MR 41 169 107 225 67 2o 365 303
m/z--> 50 100 150 200 250 300 350
Abundance
57
15.80 16.00 16.20 16.40 16.60
5000 85 m/z 43.10 53.57%
. 29 13 141 169 107 205 253 205 303 367 j\-\bﬁu\,//\ﬁ&ﬂwaw/\w\ﬁ
m/z--> 50 100 150 200 250 300 350
Abundance #194509: Octadecane, 3-ethyl-5-(2-ethylbutyl)- B Ra e
43 15.80 16.00 16.20 16.40 16.60
m/z 55.10 26.29%
71
5000
9 197 18 281
ol L. Lo T8 7YY 211230251 9T 310 337 364
m/z--> 50 100 150 200 250 300 350 ' 15,80 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092316\

Data File : BF090211.D

Acq On : 23 Sep 2016 21:28

Operator : UM/SJ

ﬁ?ggle : H4896-01 RICHMOND-REC-SELECTFILL-1
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092016 .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]
2-Pentanone, 4-hy... 4.59 33.5 ng 1359050 1 6.49 810696 20.0
unknown6 .26 6.26 75.5 ng 3060400 1 6.49 810696 20.0
1H-1,2,3-Triazole... 10.61 3.9 ng 251220 4 10.99 1282360 20.0
Dibenzothiophene 10.89 2.8 ng 181133 4 10.99 1282360 20.0
4H-Cyclopenta[def... 11.60 4.1 ng 265445 4 10.99 1282360 20.0
Oxybenzone 11.97 4.0 ng 256932 4 10.99 1282360 20.0
11H-Benzo[b]fluorene 12.74 2.7 ng 176617 5 13.60 1313550 20.0
5-Octadecene, (E)- 13.49 5.8 ng 384332 5 13.60 1313550 20.0
1H-Indene, 2,3-di... 13.82 10.9 ng 716562 5 13.60 1313550 20.0
Heptadecane 14 .11 7.3 ng 482371 5 13.60 1313550 20.0
Heneicosane 14 .41 10.2 ng 355258 6 14.93 699884 20.0
Eicosane, 10-methyl- 14.70 11.6 ng 406166 6 14.93 699884 20.0
Hexacosane, 9-octyl- 15.34 7.9 ng 277029 6 14.93 699884 20.0
2-methyloctacosane 16.19 4.4 ng 155166 6 14.93 699884 20.0
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