LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082650.D

Aca On : 3 Nov 2015 00:28

Operator : UM/I1Z

Sample : 64223-01

Misc :

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-BF103015.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 5.082 258 262 268 rBVY 2113827 3331834 46.00% 5.507%
2 5.504 295 299 301 rBVY 5015050 7243220 100.00% 11.973%
3 6.522 384 388 390 rBY 6287816 7219545 99.67% 11.934%
4 6.659 397 400 402 rBY 6885704 7112515 98.20% 11.757%
5 6.887 418 420 422 rVB 1639932 1323135 18.27% 2.187%
6 7.047 431 434 436 rBVY 5684180 5170963 71.39% 8.547%
7 7.447 466 469 472 rBV 3481049 3846882 53.11% 6.359%
8 8.179 530 533 535 rBY 1167951 1516451 20.94% 2.507%
9 9.253 624 627 630 rVB 5730820 6064923 83.73% 10.025%
10 9.653 659 662 664 rBY 1071100 1427747 19.71% 2.360%

11 9.928 684 686 689 rvB2 1465782 1570999 21.69% 2.597%
12 10.374 724 725 727 rVB 151401 119953 1.66% 0.198%
13 10.602 741 745 746 rBV 43040 75856 1.05% 0.125%
14 10.716 752 755 758 rVvVB 3898215 3812218 52.63% 6.302%
15 10.854 765 767 770 rBV 103024 167450 2.31% 0.277%

16 11.299 802 806 807 rBV 76648 82420 1.14% 0.136%
17 11.414 814 816 818 rBV 1710873 1429234 19.73% 2.362%
18 11.951 860 863 865 rBvV 156850 166036 2.29% 0.274%
19 12.122 876 878 881 rvB2 53476 76609 1.06% 0.127%
20 12.282 889 892 894 rBvV 805978 724941 10.01% 1.198%

21 12.499 910 911 917 rVB2 64976 84010 1.16% 0.139%
22 12.671 924 926 929 rVB 51511 73086 1.01% 0.121%
23 12.739 929 932 934 rBV 83731 112138 1.55% 0.185%
24 13.002 953 955 958 rVB 4472208 4745095 65.51% 7.844%
25 13.139 965 967 972 rBV2 324094 341480 4.71% 0.564%

26 13.494 994 998 1000 rBV 92412 109208 1.51% 0.181%

27 13.665 1012 1013 1016 rVB 84906 73219 1.01% 0.121%
28 13.917 1032 1035 1038 rBV2 87110 149802 2.07% 0.248%
29 13.985 1038 1041 1043 rVB 61183 88917 1.23% 0.147%

30 14.054 1044 1047 1049 rVV 1324439 1228994 16.97% 2.032%

31 15.494 1170 1173 1176 rBV 789982 1007986 13.92% 1.666%

Sum of corrected areas: 60496866
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF110215\

BF082650.D
3 Nov 2015 00:28
umsiz
G4223-01
18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082650.D

Aca On : 3 Nov 2015 00:28

Operator : UM/I1Z

Sample : 64223-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.

5.08 50.36 ng 3331830 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 262 (5.082 min): BF082650.D (-258) (-) m/z 43.10 100.00%
a3
59
5000
1 480 500 520 540
o..,....,....,....','::..?.1.':],...‘??....,55.3..,...=,|....,....,....,....,...., m/z 59.10 59.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 I AR R U
480 500 5.20 5.40
59 101 m/z 101.10 18.71%
0 27 36, 51, ‘ 67 76 83 o1
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 41 m/z 58.10 15.02%
31
69 87
ol 15 51 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R mE T R REm R
50 4.80 500 5.20 5.40
m/z 41.10 9.79%
5000 41
68
0 wH \‘ 50 \‘ i 1?6 142 Al
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082650.D

Aca On : 3 Nov 2015 00:28

Operator : UM/I1Z

Sample : 64223-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.66 Concentration Rank 1

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

6.66 107.51 ng 7112520 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 400 (6.659 min): BF082650.D (-397) (-) m/z 132.10 100.00%
132
5000 e8
40 54 75 % oa " 640 6.60 6.80 7.00
Obrrprrrrrrrer e Al SR 87 Sl IS L Tm/z 68.10 51.57%
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 R
5000 U SR UL UL SRR
6.40 6.60 6.80 7.00
78 m/z 134.10 34.88%
31 49 Sﬁ
0"P'”I”'W'”M'h'P'”I”'H“”'P'”I”'W'“'P'”I””I“'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 6.60 6.80 7.00
5000 m/z 66.10 33.71%

15 28 39 52 6 77 o0 104 .

m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine e e  ma e i)
132 6.40 6.60 6.80 7.00
m/z 69.10 21.88%
5000
33 44 o g7 105
78
o Ve | | us |
O e N | SN NS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082650.D

Aca On : 3 Nov 2015 00:28

Operator : UM/I1Z

Sample : 64223-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Pentadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.85 2.34 ng 167450 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 86
2 Hexadecane 226 C16H34 000544-76-3 86
3 Heptacosane 380 C27H56 000593-49-7 80
4 Tetracosane 338 C24H50 000646-31-1 80
5 Eicosane 282 C20H42 000112-95-8 80
Abundance Scan 767 (10.854 min): BF082650.D (-765) (-) m/z 57.10 100.00%
57
5000 85
i | 2 1o 1060 10580 1100 1120
Ol i b Ly e m/z 71.10 62.44%
m/z--> 50 100 150 200 250 300 350
Abundance #64575: Pentadecane
57
5000 R UL SR UL S
85 10.60 10.80 11.00 11.20
29 m/z 43.10 58.90%
0 \‘ A “ [ ‘\‘ 1:}3 \141 169 212
m/z--> 55 160 1%0 260 250 360 3%0
Abundance
57
"' 10/60 10.80 11.00 11.20
5000 g5 m/z 85.10 42 .19%
29
o 113 141 169 197 226
m/z--> 55 160 1%0 260 250 360 3%0
Abundance #151556: Heptacosane m e e AR,
57 10.60 10.80 11.00 11.20
m/z 41.10 38.48%
5000
85
o %9 | 113 141 169 197 225 253 281 323 351 380
m/z--> 55 160 1%0 260 250 360 3%0 10%0 10%0 1150 1150
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082650.D

Aca On : 3 Nov 2015 00:28

Operator : UM/I1Z

Sample : 64223-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 5 n-Hexadecanoic acid Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.95 2.32 ng 166036 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 Amyl Nitrite 117 C5H11NO2 000110-46-3 35

Abundance Scan 863 (11.951 min): BF082650.D (-860) (-) m/z 73.00 100.00%
43 60 7B A\Nﬂh
5000
129
o7 213 L S DL R AL
I 151 143107171185 169 77 256 11.60 11.80 12.00 12.20
Ok m/z 43.05 83.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid
43 o 73
5000 29 L S DR B U B
11. 60 11. 80 12. 00 12.20
o7 129 256 m/z 60.10 83.17%
0 ‘ ‘ Al ‘ MH Ll s 143 157171185 199 i 227
m/z--> 25 Jo éo 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 1160 11.80 12.00 12.20
5000 m/z 57.10 82.29%
129
29 87 115 171185 214
ol 15 101 152 198
m/z--> 25 Jo éo 85 160 150 150 160 1é0 200 220 250 2éo
Abundance #75071: Tetradecanoic acid R A L
60 73 11.60 11.80 12.00 12.20
43 m/z 41.10 67 .59%
5000 129
185 228
115
L Ll e e Ty T L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082650.D

Aca On : 3 Nov 2015 00:28

Operator : UM/I1Z

Sample : 64223-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 18-Norabietane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.28 10.14 ng 724941 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 18-Norabietane 262 C19H34 1000293-16-6 93
2 Phosphinecarboxvlic acid. dietho... 210 C7H1505P 001474-78-8 27
3 2-Dodecvne 166 C12H22 000629-49-2 27
4 2-n-Octvilfuran 180 C12H200 004179-38-8 22
5 1,2-Benzooxazine,2-cyclohexyl-4-___. 262 C16H26N20 037898-39-8 22
Abundance Scan 892 (12.282 min): BF082650.D (-889) (-) m/z 109.10 100.00%

5000

12.00 12.20 12.40 12.60

0 m/z 95.10 64 .55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95827: 18-Norabietane
109
81 95
5000 55 262
123 12.00 12.20 12.40 12.60
137 163 191 247 m/z 81.10 61.74%
. 150 | 178 | 204%%°
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
109
81
12.00 12.20 12.40 12.60
sooo] 29 137 m/z 55.10 44.40%
65
45
oL15 94 122 | ¥ s 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #33263: 2-Dodecyne A B ARmEE e
95 12.00 12.20 12.40 12.60
41 81 m/z 67.10 43.15%

55 68

5000
2 109

123137151 165
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00 12.20 12.40 12.60

-
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082650.D

Aca On : 3 Nov 2015 00:28

Operator : UM/I1Z

Sample : 64223-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Phenanthrene, 1-methyl-7-(1... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.14 5.56 ng 341480 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1-methvl-7-(1-meth... 234 C18H18 000483-65-8 98
2 2-1sopropvl-10-methvlphenanthrene 234 C18H18 066552-97-4 95
3 Ethanone. 1-(4.6-dihvdroxv-2.3.5... 234 C13H1404 021987-07-5 53
4 3.5-di-tert-Butvl-4-hvdroxvbenza... 234 C15H2202 001620-98-0 52
5 Phenol, 2,6-bis(1,1-dimethylethy... 234 C16H260 004130-42-1 49
Abundance Scan 967 (13.139 min): BF082650.D (-965) (-) m/z 219.20 100.00%
219
234
5000
204
101 T 80 550 1950 g
89 152165 : : : :
o 39 51 63 76 117 139 177 /7 93490 53 850
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #78744: Phenanthrene, 1-methyl-7-(1-methylethyl)-

5000

12.80 13.00 13.20 13.40
m/z 204.10 35.02%

102

15 27 39 51 63 76 89 117 139152165177

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
219 234
e
12.80 13.00 13.20 13.40
5000 m/z 203.10 28.16%
204
89 102 189
0 27 39 51 63 76 117 139152165177
R B e e e B Ll LA e e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #78415: Ethanone, 1-(4,6-dihydroxy-2,3,5-trimethyl-7-benzo... — ,.A. P
219 12.80 13.00 13.20 13.40
234 m/z 189.10 22 .38%
43
5000
> 91 191
78
RS S S A £ 8| D G O |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12. 80 13. OO 13 20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082650.D

Aca On : 3 Nov 2015 00:28

Operator : UM/I1Z

Sample : 64223-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Trichloroacetic acid, penta... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.92 2.44 ng 149802 Chrysene-di12 14 .05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 94
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
3 11-Tricosene 322 C23H46 052078-56-5 86
4 17-Pentatriacontene 491 C35H70 006971-40-0 83
5 Isotridecanol- 200 C13H280 027458-92-0 80

Abundance Scan 1035 (13.917 min): BF082650.D (-1032) (-) m/z 55.10 100.00%

56

5000

13.60 13.80 14.00 14.20

0 m/z 57.10 96.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #148859: Trichloroacetic acid, pentadecyl ester
3
83

13.60 13.80 14.00 14.20
m/z 43.10 93.86%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

43
69 AU BN DR
97 13.60 13.80 14.00 14.20
5000 m/z 83.10 91.92%
27 125

153168 196 224

mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129062: 11-Tricosene B BEmma B B
43 13.60 13.80 14.00 14.20
m/z 69.10 81.91%
5000 83
111
o ‘ || | 126 154 183 210 238 266 204 322
S N Y O e - B L L 2 S ——
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13,60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF110215\
Data File : BF082650.D

Acq On : 3 Nov 2015 00:28

Operator : UM/1Z

Sample - G4223-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.M
Quant Title : 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... 5.08 50.4 ng 3331830 1 6.89 1323140 20.0
unknown6 .66 6.66 107.5 ng 7112520 1 6.89 1323140 20.0
Pentadecane 10.85 2.3 ng 167450 4 11.41 1429230 20.0
n-Hexadecanoic acid 11.95 2.3 ng 166036 4 11.41 1429230 20.0
18-Norabietane 12.28 10.1 ng 724941 4 11.41 1429230 20.0
Phenanthrene, 1-m... 13.14 5.6 ng 341480 5 14.05 1228990 20.0
Trichloroacetic a... 13.92 2.4 ng 149802 5 14.05 1228990 20.0
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