LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091355.D

Aca On : 30 Nov 2016 15:37

Operator : UM/SJ

Sample : H5749-01

Misc :

ALS Vial : 40 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-BF112916.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 5.064 240 243 252 rVB 1690513 2610505 35.66% 3.534%
2 5.476 275 279 281 rBVY 5856681 6649383 90.82% 9.003%
3 6.493 365 368 371 rBVY 4504650 7321451 100.00% 9.912%
4 6.630 377 380 383 rBVY 5232209 6557461 89.57% 8.878%
5 6.859 398 400 403 rBVY 1328295 1339565 18.30% 1.814%
6 7.019 411 414 417 rVB 4830174 4708137 64.31% 6.374%
7 7.430 446 450 452 rBV 3744425 4850167 66.25% 6.567%
8 8.150 510 513 515 rBVY 1654500 1903857 26.00% 2.578%
9 9.225 604 607 610 rBY 5715628 6866094 93.78% 9.296%
10 9.613 639 641 644 rVB 432519 458199 6.26% 0.620%

11 9.899 663 666 668 rBV 2235610 2090312 28.55% 2.830%
12 10.105 677 684 685 rBvV 72418 109154 1.49% 0.148%
13 10.345 698 705 706 rBvV2 126255 192252 2.63% 0.260%
14 10.688 732 735 738 rBV 4240065 4770203 65.15% 6.458%
15 10.813 744 746 751 rVB 208347 248695 3.40% 0.337%

16 11.053 764 767 770 rVB 74952 119763 1.64% 0.162%
17 11.259 783 785 786 rBV 159546 125339 1.71% 0.170%
18 11.385 793 796 797 rBV 2154082 2254455 30.79% 3.052%
19 11.408 797 798 799 rVB 314745 216512 2.96% 0.293%
20 11.453 799 802 804 rBV 108132 99826 1.36% 0.135%

21 11.682 820 822 826 rVB 86334 101727 1.39% 0.138%
22 11.842 833 836 837 rBV 54907 86075 1.18% 0.117%
23 11.922 837 843 845 rvv2 828529 1457707 19.91% 1.974%
24 11.991 847 849 854 rvv2 141225 257626 3.52% 0.349%
25 12.093 854 858 861 rvv3 62762 119355 1.63% 0.162%

26 12.196 863 867 869 rvB2 76747 147396 2.01% 0.200%

27 12.425 884 887 889 rBV 64550 92154 1.26% 0.125%
28 12.505 893 894 897 rvB2 50962 74339 1.02% 0.101%
29 12.585 899 901 903 rBvV 650227 725074 9.90% 0.982%
30 12.619 903 904 908 rvv4 44859 85232 1.16% 0.115%

31 12.699 908 911 918 rvv2 505742 759214 10.37% 1.028%
32 12.813 918 921 923 rVvV 800528 1076810 14.71% 1.458%
33 12.871 923 926 928 rVB3 78126 131845 1.80% 0.179%
34 12.974 932 935 937 rVB 6168348 6446744 88.05% 8.728%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091355.D

Aca On : 30 Nov 2016 15:37

Operator : UM/SJ

Sample : H5749-01

Misc :

ALS Vial : 40 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:\HPCHEM1I\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.145 946 950 952 rvB2 94513 184161 2.52% 0.249%

36 13.214 952 956 957 rBV2 79470 109526 1.50% 0.148%
37 13.248 957 959 960 rBV 114855 112461 1.54% 0.152%
38 13.499 979 981 984 rBV 161937 189968 2.59% 0.257%
39 13.545 984 985 991 rvB2 59574 94528 1.29% 0.128%
40 13.648 991 994 998 rVB 73521 99352 1.36% 0.135%

41 13.762 1001 1004 1005 rBVZ2 73863 109428 1.49% 0.148%
42 13.876 1010 1014 1022 rVB4 255233 458639 6.26% 0.621%
43 14.014 1022 1026 1031 rBV2 1847930 2525405 34.49% 3.419%
44 14.402 1055 1060 1061 rBV 63796 152328 2.08% 0.206%
45 14.425 1061 1062 1064 rVv2 54548 73733 1.01% 0.100%

46 14.494 1064 1068 1069 rVVv3 60026 113835 1.55% 0.154%
47 14.517 1069 1070 1075 rVB3 62297 114072 1.56% 0.154%
48 14.802 1091 1095 1098 rVB4 31350 77863 1.06% 0.105%
49 14.871 1098 1101 1105 rVB 291249 336317 4_59% 0.455%
50 15.031 1112 1115 1120 rBV 421046 806229 11.01% 1.092%

51 15.134 1121 1124 1126 rVB2 96744 119130 1.63% 0.161%
52 15.317 1138 1140 1143 rBV 238667 313880 4.29% 0.425%
53 15.374 1143 1145 1148 rVB 208631 304344 4.16% 0.412%
54 15.442 1148 1151 1154 rBV 1001730 1316313 17.98% 1.782%
55 15.911 1190 1192 1196 rBV2 34924 81086 1.11% 0.110%

56 16.414 1231 1236 1239 rBV2 39805 117793 1.61% 0.159%
57 16.677 1253 1259 1265 rBV4 43535 142564 1.95% 0.193%
58 16.837 1269 1273 1277 rVV2 131130 262271 3.58% 0.355%
59 17.008 1282 1288 1290 rVV2 24597 82616 1.13% 0.112%
60 17.065 1290 1293 1300 rVB3 36471 112823 1.54% 0.153%

61 17.248 1306 1309 1319 rVB 116760 269632 3.68% 0.365%
62 19.397 1490 1497 1505 rVB4 28728 127876 1.75% 0.173%

Sum of corrected areas: 73860801
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091355.D

Aca On : 30 Nov 2016 15:37

Operator : UM/SJ

Sample : H5749-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF091355.D
6000000 5.48

6.63
5000000 7.02

6.49
4000000 7.43

3000000

2000000 5.06

1000000 }

A

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF091355.D
6000000 9.22 12,97

5000000

10.69
4000000

3000000

9.90 11.38

2000000; g 15

11.92 12.81

a 12387
10201034 ||1081 11 05112841 4511 681 ghl H90R201219080.67 1p.87 13825 135S 7

e e = I e S e A = e

Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF091355.D
6000000

1000000

9.61

5000000
4000000
3000000
2000000| 14.01

1000000

15.91 16.41 16.680:8420027.25 19.40

0 B e e e e e e T e e e

T
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091355.D

Aca On : 30 Nov 2016 15:37

Operator : UM/SJ

Sample : H5749-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.06 38.98 ng 2610510 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 243 (5.064 min): BF091355.D (-240) (-) m/z 43.00 100.00%
a3
59
5000
101 PSSR SRR SRR BEL
4.80 5.00 5.20 5.40
O Sl B3, 80 7783 | 11 75759 00 53.86%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 UL L I I I
59 480 500 520 5.40
m/z 58.00 16.63%
o 25 3L 37 | 83 g3 01
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 5.40
5000 m/z 101.00 14 .05%
41
53 73 86
e S S S UL IS SULL UL UL LA S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- e
50 4.80 5.00 5.20 5.40
m/z 41.10 8.77%
5000 41
31
| 1.1
0"I'}é'l"Jll”"“lh"Iéaﬂ'i""h""l""l"??P"'I""I ""I""I"”I""IfA'
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091355.D

Aca On : 30 Nov 2016 15:37

Operator : UM/SJ

Sample : H5749-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown6.63 Concentration Rank 1

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

6.63 97.90 ng 6557460 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 380 (6.630 min): BF091355.D (-377) (-) m/z 132.00 100.00%
5000 68
6 Trrr|rrrr|yprrrr|rrrr|rrr
75 104 6.20 6.40 6.60 6.80 7.00
0 ..,....,....,...!,“.'.‘.‘? " Sh. '| PN -7 A W . S [ N m/z 68.10 49.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A L R I R
6.20 6.40 6.60 6.80 7.00
3 78 m/z 66.00 33.82%
138 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 97 m/z 134.00 32.86%

70

31 445 60 7 g 105 116

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- N e e AR
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 20.08%
5000

63 o0 104
15 28 39 % 7 7 " |, 116 \

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 660 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091355.D

Aca On : 30 Nov 2016 15:37

Operator : UM/SJ

Sample : H5749-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 5-Ethyldecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.81 2.21 ng 248695 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Ethvldecane 170 C12H26 017302-36-2 80
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 80
3 Dodecane 170 C12H26 000112-40-3 80
4 Tridecane 184 C13H28 000629-50-5 80
5 Hexadecane 226 Cl16H34 000544-76-3 74
Abundance Scan 746 (10.813 min): BF091355.D (-744) (-) m/z 57.10 100.00%
g7
5000
85
, [ s 10 160 ., 1040 1060 1050 11,60 1170
ol e ey s m/z 43.10 68.07%
m/z--> 0 50 100 150 200 250 300
Abundance #36160: 5-Ethyldecane
57
5000 LRI U SN B B
10.40 10.60 10.80 11.00 11.20
40 m/z 71.10 44 .95%
112
0,....‘,“.‘l.“.“,.“..l,.17.0..,....,....,....
m/z--> 0 50 100 150 200 250 300
Abundance
43
10.40 10,60 10.80 11.00 11.20
5000 1 m/z 85.05 31.71%
99 141
ol2 26 124 | 169gp
m/z--> 0 50 100 150 200 250 300
Abundance #36156: Dodecane BB RE e
57 10.40 10.60 10.80 11.00 11.20
m/z 41.10 27.86%
5000
85
29
i ‘ 8 1 O
0 |||‘|‘ —— T |‘|‘|| — — T — T — T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 10,40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091355.D

Aca On : 30 Nov 2016 15:37

Operator : UM/SJ

Sample : H5749-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.92 12.93 ng 1457710 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 843 (11.922 min): BF091355.D (-837) (-) m/z 43.10 100.00%
43 73
o i “JL,/L\
97 115 213 rrrTTT rrrryrrrrTTT
143197171185 o0 | 7 256 11.60 11.80 12.00 12.20
| SR m/z 60.00 95.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000 29 256
11.60 11.80 12.00 12.20
21 m/z 72.95 90.06%
m/z--> 25 45 65 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 UL RN AN A
11.60 11.80 12.00 12.20
5000 129 m/z 57.10 86.95%
29 87 185
115 143 __171 228
T L <= I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid R R e e e e o
43 6 11.60 11.80 12.00 12.20
m/z 55.10 78.68%
29
5000
ol 143157171 185" wﬁ/Lv
m/z--> "éb” 'ﬁb"'éo 80 100 120 140 160 180 200 220 240 260 ii'éd 11 éd ié dd ié'éd !
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091355.D

Aca On : 30 Nov 2016 15:37

Operator : UM/SJ

Sample : H5749-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Phenanthrene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.99 2.29 ng 257626 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 55
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 49
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 46
4 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 43
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 42

Abundance Scan 849 (11.991 min): BF091355.D (-847) (-) m/z 189.10 100.00%

1

5000
165
11.60 11.80 12.00 12.20 12.40
110 127 139150
0 m/z 192.10 96.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50629: Phenanthrene, 1-methyl-
192
5000 | LANLINLENL LI L L L L LB L LB

11.60 11.80 12.00 12.20 12.40

95 165 m/z 190.10 94 _.13%
28 39 51 63 ﬁ?‘ 115106 139 152 | 176 ||
T T L B o o o o o I LALALES I i o o |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
189
11.60 11.80 12.00 12.20 12.40
5000 m/z 191.10 72 .46%
94
8l 163
O e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50627: Phenanthrene, 2-methyl-
192 11.60 11.80 12.00 12.20 12.40
m/z 94.50 25.54%
5000
94 165
oL 27 30 51 63 8 ° 115126 139 152 | 176
T e e AL I o o o o o e B I BB i i o o o | S B T
m/z--> 20 40 60 80 100 120 140 160 180 200 11. 60 11. 80 12. OO 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091355.D

Aca On : 30 Nov 2016 15:37

Operator : UM/SJ

Sample : H5749-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.70 6.01 ng 759214 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Undecanoic acid 186 C11H2202 000112-37-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 59
Abundance Scan 911 (12.699 min): BF091355.D (-908) (-) m/z 43.10 100.00%
43 57
73
5000
12140 12.60 12.80 13.00
Obr v m/z 57.10 84 .48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108842: Octadecanoic acid
43
73 284
5000 IR BN UGN SUGRN B
nmnmnmmm
m/z 60.00 80.84%
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 12.40 12.60 12.80 13.00
5000 129 m/z 72.95 75.40%
29 185 228
87 115
o 59 149 166 199713
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid
73 12.40 12.60 12.80 13.00
m/z 55.05 74 .93%
43
5000
129
29 ‘ . 1s 171 214
0 HIISII\,‘HI\,,,,H ‘ i Tlllmllﬁ I A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091355.D

Aca On : 30 Nov 2016 15:37

Operator : UM/SJ

Sample : H5749-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Pentafluoropropionic acid, ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.88 3.63 ng 458639 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 91
2 l17-Pentatriacontene 491 C35H70 006971-40-0 91
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 87
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 81
5 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 74
Abundance Scan 1014 (13.876 min): BF091355.D (-1010) (-) m/z 57.10 100.00%
57
o 1 m
SRR BRI B U
125 13.60 13.80 14.00 14.20
153
0 ....,.“.Jl,-.l.l.'e,n..1.9??1.8..,2‘?9..,....,....,....,...., m/z 43.10 81.68%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
57
5000 L S UL L S
111 13.60 13.80 14.00 14.20
29 m/z 55.05 68.99%
0 ..“.‘.‘ “ ‘ ‘\ \M‘\ Hg‘:lu-§8..2:!-0.?3.8..2.8.3|....|....|....|....|
m/z-> 0 50 200 250 300 350 400 450
Abundance
43
13,60 13.80 14.00 14.20
5000 83 m/z 97.05 48.16%
111
0 139167196224 267292 321 462 490
m/z-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #93396: Ethanol, 2-(tetradecyloxy)- o LA e
57 13.60 13.80 14.00 14.20
m/z 83.10 47 .76%
83
5000
29 111
UL g | 0108398 227 o,
(o} I APEL I8 NN R NI SN B
m/z-> 0 50 100 150 260 250 300 350 400 450 ' 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091355.D

Aca On : 30 Nov 2016 15:37

Operator : UM/SJ

Sample : H5749-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Squalene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
‘1487 5.11ng 336317  Perylene-di2 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 saualene 410 C30HS0 007683-64-9 76

2.6.10.14.18.22-Tetracosahexaene. ..

410 C30H50
384 C27H440

000111-02-4 74
1000163-04-7 64

Farnesol isomer a 222 C15H260

1
2
3 Docosa-2.6.10.14.18-pentaen-22-a. ..
4
5 _psi.,.psi.-Carotene, 7,77,8,8",... 547 C40H66

000502-62-5 59

Abundance Scan 1101 (14.871 min): BF091355.D (-1098) (-) m/z 69.10 100.00%
69
5000
41
% 13 253 14,60 14.80 15.00 15.20
161 191 : : : :
obba Ly drgo 200 224 74 285 | h7; 81.10  54.11%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69
5000 41 LA L L LB L LN
14.60 14.80 15.00 15.20
m/z 41.10 33.02%
0 L \“‘J“‘J‘|‘161 191 217 273299 341367 410
7 . L o e e A L I e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
69
e
14.60 14.80 15.00 15.20
5000 a1 m/z 95.05 15.04%
9% 137
ol 15 161 191 231 273299 341367 410
e e e e T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #152606: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... B A RRREE R
69 14.60 14.80 15.00 15.20
m/z 68.10 12.51%
5000 41
93
L Ll Taes 102 s e
m/z--> 0 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091355.D

Aca On : 30 Nov 2016 15:37

Operator : UM/SJ

Sample : H5749-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Benzo[e]pyrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.32 4.77 ng 313880 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 97
2 Benzolklfluoranthene 252 C20H12 000207-08-9 97
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 96
4 Benzolil1fluoranthene 252 C20H12 000205-82-3 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 91
Abundance Scan 1140 (15.317 min): BF091355.D (-1138) (-) m/z 252.10 100.00%
52
5000
43 57 7487 1 e 150 174 200 224 267281295 15.00 15.20 15.40 15.60
o} m/z 250.10 30.00%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89816: Benzo[e]pyrene
252
5000

15.00 15.20 15.40 15.60
m/z 253.05  21.73%

125
0 39 63 83 111 | 146 174 200 224 L
R LR R R o e e S R RRERE SR EEEEs R nn s o
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252
15.00 15.20 15.40 15.60
5000 m/z 125.00 14 .66%
113126
o 74 99 200 224
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89826: Benz[e]acephenanthrylene
252 15.00 15.20 15.40 15.60
m/z 126.00 11.99%
5000
126
0L39 63 83 993 | 150 174 200 224238 H
R o LA RN a e e e s R R s e AR RRE RS
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF113016\
Data File : BF091355.D

Aca On : 30 Nov 2016 15:37

Operator : UM/SJ

Sample : H5749-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 10-Bromo-1,2,3,4-tetrahydro... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.68 2.17 ng 142564 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Bromo-1.2.3.4-tetrahvdro-phen... 276 C14H13BrO 1000190-54-9 64
2 Anthraquinone. 2.3-dichloro- 276 C14H6CI1202 000084-45-7 50
3 Estra-1.3.5.7.9.15-hexaen-17-one... 278 C19H1802 056588-53-5 38
4 Indenoll1l.2.3-cdlpvrene 276 C22H12 000193-39-5 38
5 Oxazolo[5",4":4,5]pyrido[2,3-d]p.--. 276 C12H12N404 349496-92-0 38

Abundance Scan 1259 (16.677 min): BF091355.D (-1253) (-) m/z 278.10 100.00%

278

5000

i

39 56 151 177 07224 16.40 16.60 16.80 17.00 :
0 m/z 276.10 78.50%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #103879: 10-Bromo-1,2,3,4-tetrahydro-phenanthren-9-ol
276
5000

250

197 248 16.40 16.60 16.80 17.00
”5 141 169 ‘ m/z 274.10  20.66%
AL I Sl W - )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
276
16.40 16.60 16.80 17.00
5000 150 248 m/z 125.00 20.10%
92 220
20 @7 110 185
o 133 | 169
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #105262: Estra-1,3,5,7,9,15-hexaen-17-one, 3-methoxy-
278 16.40 16.60 16.80 17.00
m/z 279.10 16.91%
5000

55 g 115 139 165 1971209 235 261

0 L o

—rrrv-rrrrv—rrrrrrrr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF113016\
Data File : BF091355.D

Acq On : 30 Nov 2016 15:37

Operator : UM/SJ

Sample : H5749-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.06 39.0 ng 2610510 1 6.86 1339570 20.0
unknown6 .63 6.63 97.9 ng 6557460 1 6.86 1339570 20.0
5-Ethyldecane 10.81 2.2 ng 248695 4 11.38 2254460 20.0
n-Hexadecanoic acid 11.92 12.9 ng 1457710 4 11.38 2254460 20.0
Phenanthrene, 1-m... 11.99 2.3 ng 257626 4 11.38 2254460 20.0
Octadecanoic acid 12.70 6.0 ng 759214 5 14.01 2525410 20.0
Pentafluoropropio... 13.88 3.6 ng 458639 5 14.01 2525410 20.0
Squalene 14.87 5.1 ng 336317 6 15.44 1316310 20.0
Benzo[e]pyrene 15.32 4.8 ng 313880 6 15.44 1316310 20.0
10-Bromo-1,2,3,4-... 16.68 2.2 ng 142564 6 15.44 1316310 20.0
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