LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082640.D

Aca On : 2 Nov 2015 19:36

Operator : UM/I1Z

Sample : 6G4234-05

Misc :

ALS Vial : 8 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 5.082 258 262 269 rVB 2273735 3405138 48.07% 5.290%
2 5.493 295 298 301 rBVY 4535352 6850804 96.72% 10.642%
3 6.522 385 388 390 rBVY 6299826 6882382 97.16% 10.691%
4 6.659 397 400 402 rBVY 7229549 7083309 100.00% 11.003%
5 6.887 418 420 422 rBV 1619825 1303079 18.40% 2.024%
6 7.047 432 434 436 rVB 6010847 5160712 72.86% 8.017%
7 7.447 466 469 472 rBV 3511277 4188474 59.13% 6.506%
8 7.539 475 477 481 rVB 81673 86735 1.22% 0.135%
9 8.179 530 533 535 rBVY 1304533 1520016 21.46% 2.361%
10 9.253 625 627 630 rVB 5686501 6184815 87.32% 9.608%

11 9.653 659 662 664 rBV 1142434 1473469 20.80% 2.289%
12 9.928 684 686 688 rBvV2 1452738 1517540 21.42% 2.357%
13 10.373 724 725 727 rVB 100248 82987 1.17% 0.129%
14 10.716 752 755 757 rBV 4091419 4065467 57.40% 6.315%
15 10.854 765 767 772 rVB2 90688 163956 2.31% 0.255%

16 11.299 804 806 808 rBv2 126097 116093 1.64% 0.180%
17 11.414 814 816 817 rBV 1719173 1424180 20.11% 2.212%
18 11.482 820 822 824 rvVB2 92714 122581 1.73% 0.190%
19 11.654 834 837 841 rBv2 133227 207778 2.93% 0.323%
20 11.722 841 843 846 rVB 113578 112549 1.59% 0.175%

21 11.951 861 863 865 rBv2 376205 371000 5.24% 0.576%
22 11.985 865 866 868 rvv2 111832 106764 1.51% 0.166%
23 12.031 868 870 874 rVB3 92791 166129 2.35% 0.258%
24 12.214 884 886 889 rvB2 275767 328537 4.64% 0.510%
25 12.294 889 893 895 rBV5 35760 74795 1.06% 0.116%

26 12.374 897 900 901 rBV 116924 150022 2.12% 0.233%
27 12.465 905 908 909 rBV 47911 76028 1.07% 0.118%
28 12.625 920 922 924 rBV 711247 596176 8.42% 0.926%
29 12.682 924 927 929 rBV 135881 206942 2.92% 0.321%
30 12.739 929 932 934 rBV3 172348 197110 2.78% 0.306%

31 12.854 939 942 944 rvV 658859 681718 9.62% 1.059%
32 12.899 944 946 951 rVB3 43622 104048 1.47% 0.162%
33 13.002 953 955 958 rvv 4009941 4666108 65.87% 7.248%
34 13.082 958 962 963 rvv2 42771 82679 1.17% 0.128%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082640.D

Aca On : 2 Nov 2015 19:36

Operator : UM/I1Z

Sample : 6G4234-05

Misc :

ALS Vial : 8 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-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.139 965 967 970 rvVv 292957 380337 5.37% 0.591%

36 13.254 974 977 978 rVvV 75695 96637 1.36% 0.150%
37 13.288 978 980 984 rVB 124252 166744 2.35% 0.259%
38 13.517 998 1000 1001 rVvB 127838 103359 1.46% 0.161%
39 13.848 1027 1029 1032 rVB4 50381 89300 1.26% 0.139%
40 13.917 1034 1035 1039 rVB 173948 191963 2.71% 0.298%

41 14.054 1044 1047 1048 rBV2 1353307 1508516 21.30% 2.343%
42 15.083 1135 1137 1142 rBVY 227141 460576 6.50% 0.715%
43 15.185 1145 1146 1148 rVB 70913 78416 1.11% 0.122%
44 15.380 1161 1163 1166 rVB 145346 180985 2.56% 0.281%
45 15.437 1166 1168 1171 rVB 189718 210458 2.97% 0.327%

46 15.505 1171 1174 1176 rBV 714061 972800 13.73% 1.511%
47 16.911 1295 1297 1302 rVB2 77456 173988 2.46% 0.270%

Sum of corrected areas: 64374199
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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\
BF082640.D
2 Nov 2015 19:36
umziz
G4234-05

8 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 : BF082640.D

Aca On : 2 Nov 2015 19:36

Operator : UM/I1Z

Sample : 6G4234-05

Misc :

ALS Vial : 8 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 52.26 ng 3405140 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 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 262 (5.082 min): BF082640.D (-258) (-) m/z 43.10 100.00%
a3
59
5000
1o 480 5.00 520 540
o..,....,....,..??','.u..,??.'!,...‘?9,...7?,??..,....~,|....,. m/z 59.10 59.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L I UL I
59 480 500 520 540
m/z 101.10 18.35%
o 25 3 37 | 83 g3 01
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 5.00 520 540
5000 41 m/z 58.10 14.40%
31
69 87
15 53 98
S S UL UL UL UL UL S SULILEL WL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- T
50 4.80 500 5.20 5.40
m/z 41.10 9.53%
5000
41
0% '|""|"'H““""lﬁ”"l§?¢*i' "'l??"l"8§ |""|M"'|' R A R U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082640.D

Aca On : 2 Nov 2015 19:36

Operator : UM/I1Z

Sample : 6G4234-05

Misc :

ALS Vial : 8 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.

6.66 108.72 ng 7083310 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 Amphetaminil 250 C17H18N2 017590-01-1 10

Abundance Scan 400 (6.659 min): BF082640.D (-397) (-) m/z 132.10 100.00%
132
68
5000
40 5 g | 7 % 104 " 6.40 660 6.80 7.00
0..,....,....,...!,“.'.‘.1?,!.'..?Jr!-.'.,..':-:,..5.3.7,...|-.,.'!'..,.1.1.5.,....,-'...,... m/z 68.10 53.57%
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
5000 U SR UL UL SR
6.40 6.60 6.80 7.00
78 m/z 66.10 34.79%
31 38 Sﬁ
O T P T e
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 134.10 34.56%

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 L T R L
132 6.40 6.60 6.80 7.00
m/z 69.05 22.20%
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 : BF082640.D

Aca On : 2 Nov 2015 19:36

Operator : UM/I1Z

Sample : 6G4234-05

Misc :

ALS Vial : 8 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 Octadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.85 2.30 ng 163956 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 90
2 Tridecane. l1-iodo- 310 C13H271 035599-77-0 86
3 Octacosane 394 C28H58 000630-02-4 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Heptadecane 240 C17H36 000629-78-7 83
Abundance Scan 767 (10.854 min): BF082640.D (-765) (-) m/z 57.10 100.00%
57
5000 85
113 184 10.60 10.80 11.00 11.20
ol ,JH A e | m/Z 43.10  67.38%
m/z--> 50 100 150 200 250 300 350
Abundance #91035: Octadecane
57
5000 85 A SRR SR UL S
10.60 10.80 11.00 11.20
m/z 71.10 63.93%
29 ‘ 113 141
0:“: ‘:l‘u‘l‘ Iﬂwlﬂ‘l f“:“:|‘|‘|16:9|:|L9|7|2|2|5|2|54|.||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.60 10.80 11.00 11.20
5000 85 m/z 85.10 48.76%
28
183
o 113 155 310
m/z--> 55 160 1%0 260 250 360 3éo
Abundance #155178: Octacosane N e
57 10.60 10.80 11.00 11.20
m/z 41.10 32.95%
5000 85
29
oL ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo ' 10%0 10%0 1150 1150
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082640.D

Aca On : 2 Nov 2015 19:36

Operator : UM/I1Z

Sample : 6G4234-05

Misc :

ALS Vial : 8 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 5 Cyclotetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

11.65 2.92 ng 207778 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 95
2 1-Hexadecanol 242 C16H340 036653-82-4 91
3 1-Heptadecanol 256 C17H360 001454-85-9 91
4 5-Octadecene. (E)- 252 C18H36 007206-21-5 91
5 1-Pentadecanol 228 C15H320 000629-76-5 90

Abundance Scan 837 (11.654 min): BF082640.D (-834) (-) m/z 55.10 100.00%

55
43 69 83

97

5000
140 154166 181 196 11.40 11.60 11.80 12.00
(o m/z 83.10 79.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53623: Cyclotetradecane
55 83
41 69
97
5000 LA L L L L L L L
111 196 11.40 11.60 11.80 12.00

m/z 43.10 77.97%

125
|| 1 T
| | I A |

0 w..”wiud,”..,..w..”,.”.,”..“..w..”,.”.,”..“

1 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 55
69 83 st saciasssaslianst
9 11.40 11.60 11.80 12.00
5000 ’ m/z 69.10 74.29%
29 111
125
o 140 154 168 182 196 224
R e R B
m/z--> 200 40 60 80 100 120 140 160 180 200 220 240
Abundance #92320: 1-Heptadecanol o T B
4355 o g3 11.40 11.60 11.80 12.00
m/z 97.05 67 .09%
97
5000
111
125
0 \M LI 139154168182 210 238
m/z--> 20 60 80 100 120 140 160 180 200 220 240 11.40 11. 60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082640.D

Aca On : 2 Nov 2015 19:36

Operator : UM/I1Z

Sample : 6G4234-05

Misc :

ALS Vial : 8 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 6 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.95 5.21 ng 371000 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 81
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Undecanoic acid 186 C11H2202 000112-37-8 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 863 (11.951 min): BF082640.D (-861) (-) m/z 43.10 100.00%
4/ 60 73
>0 ’JU\/J\N\
129
97 192 SN I I
115 1 143157171 213, o5 11.60 11.80 12.00 12.20
o — m/z 73.10 99.43%
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 L SN DR DU A B
129 11.60 11.80 12.00 12.20
213 m/z 60.10 92.61%
0 T I‘l - i“" ||||| | HH‘ MH . H ‘\ I\ b |14‘|.3|:|L|5|7|1|7|1| 1?|5|]:99| . I‘I 2|2|7|?49| — —
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11.60 11.80 12.00 12.20
5000 29 m/z 55.10 83.97%
129
87 115 171 214
o 101 143157 | 185,99
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid R m maa R
43 60 73 11.60 11.80 12.00 12.20
m/z 41.10 76.03%
29
5000
T 1 ,\AAJAJ\JAJ\ﬁW\~JNJ\j\JL\
b AL e | g agge | M Sl
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 : BF082640.D

Aca On : 2 Nov 2015 19:36

Operator : UM/I1Z

Sample : 6G4234-05

Misc :

ALS Vial : 8 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 Thiophene-3-carboxaldehyde,... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.03 2.33 ng 166129 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI03S 036155-87-0 72
2 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 64
3 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4Cl1202 000090-60-8 52
4 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 50
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 25

Abundance Scan 870 (12.031 min): BF082640.D (-868) (-) m/z 190.10 100.00%

160

5000
i 300 % in e 13015 167 o | T 1700 B0 120
o m/z 189.10 98.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49395: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydroxyboryl
45 190
146
5000 82 LR S e
117 11.80 12.00 12.20 12.40
‘ ‘ ‘ ‘ m/z 192.10 51.83%
[o) 34” H\ \uh \ ‘M ‘ ‘ M —t Ilozm h\ ﬁ30 “ HH o S RRmE!
m/z--> 20 0 O 80 100 120 140 160 180 200
Abundance
190
11.80 12.00 12.20 12.40
5000 m/z 191.10 43.05%
95
o 27 43 6374 111122 137 150 193174
T o T I i e ERLRL I B o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49485: Benzaldehyde, 3,5-dichloro-2-hydroxy- PP A
190 11.80 12.00 12.20 12.40
m/z 187.10 25.93%
5000
63
133144 172
dgfo o d Mo s
m/z--> 20 40 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082640.D

Aca On : 2 Nov 2015 19:36

Operator : UM/I1Z

Sample : 6G4234-05

Misc :

ALS Vial : 8 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 9 4b,8-Dimethyl-2-isopropylph... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.37 2.11 ng 150022 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4b.8-Dimethvl-2-i1sopropvilphenant... 256 C19H28 1000197-14-1 95
2 Naphthalene. 6-ethvl-1.2.3.4-tet... 256 C19H28 301643-35-6 43
3 Naphthalene. 1.2.3.4-tetrahvdro-... 174 C13H18 030316-36-0 38
4 As-Indacene. 1.2.3.6.7.8-hexahvd... 256 C19H28 017465-47-3 38
5 3,4-Dihydro-3,3-dimethyl-1,9(2H, ... 241 C15H15NO2 1000212-95-2 38
Abundance Scan 900 (12.374 min): BF082640.D (-897) (-) m/z 159.10 100.00%
139 241
5000 185
115129143 213 256 LI INLINLIL LI LI LB LI B L LN )
43 159 172 199 l 12.00 12.20 12.40 12.60
0’ i gl bl m/z 241.20 78.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92361: 4b,8-Dimethyl-2-isopropylphenanthrene, 4b,5,6,7.8, ...
241
159
5000 U B AR B f*T-
256 12.00 1220 12.40 12.60
o3 185 o3 m/z 185.20 42.90%
o 20 P g0 o1 115770°F NETC 7L | |
m/z--> 20 40 60 éo 160 120 140 160 180 200 220 240 260
Abundance
241
12.00 12.20 12.40 12.60
5000 m/z 213.20 20.20%
143
4l 57 o1 115129 256
o " 212905
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #38739: Naphthalene, 1,2,3,4-tetrahydro-1,6,8-trimethy!-
159 12.00 12.20 12.40 12.60
m/z 129.10 19.88%
5000
174
152 sieq7r ol USERLA | |
0|||||||‘||||||||||||||||||‘||H|||||||||||||||||||||||||
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 : BF082640.D

Aca On : 2 Nov 2015 19:36

Operator : UM/I1Z

Sample : 6G4234-05

Misc :

ALS Vial : 8 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 10 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.68 2.91 ng 206942 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10.18-Bisnorabieta-5.7.9(10).11.... 238 C18H22 006566-19-4 99
2 Tricvclol3.3.3.0(1.5)lundec-6-en... 223 C14H13N3 118894-71-6 93
3 12-Azabicvclol9.2.21pentadecan-1... 223 C14H25NO 1000191-26-7 86
4 3.4°-Diisopropvibiphenvl 238 C18H22 061434-46-6 70
5 4,4"-Diisopropylbiphenyl 238 C18H22 018970-30-4 52
Abundance Scan 927 (12.682 min): BF082640.D (-924) (-) m/z 223.15 100.00%
223
238
5000 181

153 210 12.40 12.60 12.80 13.00

41 157

75 89101 115128139

0 m/z 238.20 54_.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #81281: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
223
181 238
5000 165 e N BEELEE m
195 12.40 12.60 12.80 13.00

1 m/z 181.10 41.96%

55 g 81 104 1,5 137 H |
Oluuuuluuu“.lu“ \\\ M\\‘H\ "";‘I M \Hh ‘H"I"""‘I"
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
143 196 223
117 12.40 12.60 12.80 13.00
5000 41 130 m/z 195.10 27.18%
7 103
168
53 65 91 157 181
208
O el O, U e i bl e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71625: 12-Azabicyclo[9.2.2]pentadecan-13-one
97 223 12.40 12.60 12.80 13.00
m/z 165.10 25.55%
43 56
5000 69 g 112
H ‘ ‘ ®138 152 166 180 4 4 ‘
A 0 o= VL YA oot
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082640.D

Aca On : 2 Nov 2015 19:36

Operator : UM/I1Z

Sample : 6G4234-05

Misc :

ALS Vial : 8 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 11 Pentadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.74 2.61 ng 197110 Chrysene-di12 14 .05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 81
2 n-Decanoic acid 172 C10H2002 000334-48-5 64
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 4-Oxazolidinone. 2-hydroxy-3-met... 201 C10H19NO3 056440-43-8 35
5 Nonanoic acid 158 C9H1802 000112-05-0 30
Abundance Scan 932 (12.739 min): BF082640.D (-929) (-) m/z 43.10 100.00%
57
5000 J\N/L/\Lw
1 AR N SN B
143157171 12.40 12.60 12.80 13.00
01 m/z 73.05 99.70%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 o, 73
5000
29 12.40 12.60 12.80 13.00
m/z 57.10 85.32%
0‘
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60
4 1240 12,60 12.80 13.00
5000 m/z 60.10 81.96%
o 129

87
101115 143 172

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid
73 12.40 12.60 12.80 13.00
m/z 55.10 78.15%
43 5
5000 129
185 228
T 01115 | 143,57171 ‘ 199,13
0ty .‘.‘..“.”.“‘ ”‘ ‘,, R R REE S
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\BF110215\
Data File : BF082640.D

Aca On : 2 Nov 2015 19:36

Operator : UM/I1Z

Sample : 6G4234-05

Misc :

ALS Vial : 8 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 12 Phenanthrene, 1-methyl-7-(1... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.14 5.04 ng 380337 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 99
2 2-1sopropvl-10-methvlphenanthrene 234 C18H18 066552-97-4 95
3 Phenanthrene. 2.4.5.7-tetramethvl- 234 C18H18 007396-38-5 76
4 Phenanthrene. 3.4.5.6-tetramethvl- 234 C18H18 007343-06-8 59
5 1-(10-Methylanthracen-9-yl)ethanone 234 C17H140 036778-18-4 52

Abundance Scan 967 (13.139 min): BF082640.D (-965) (-) m/z 219.15 100.00%

2

5000
189

12.80 13.00 13.20 13.40
m/z 234.20 51.89%

102
o 39 51 63 75 89,717 115127139152 165177

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  37.15%

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
12.80 13.00 13.20 13.40
5000 m/z 203.10 30.90%
204
89 102 189
0 27 39 51 63 76 117 139152165177
N B o L L o o o e B R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #78730: Phenanthrene, 2,4,5,7-tetramethyl-
234 12.80 13.00 13.20 13.40
219 m/z 202.10 23.40%
5000
204
101 189
0 63 76 % | M7 152165077 | || | \
LA B o o o o A o B B R S R R e R S REamaw
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 : BF082640.D

Aca On : 2 Nov 2015 19:36

Operator : UM/I1Z

Sample : 6G4234-05

Misc :

ALS Vial : 8 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 13 Fluoranthene, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.29 2.21 ng 166744 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fluoranthene., 2-methvl- 216 C17H12 033543-31-6 55
2 Pvrene. l-methvl- 216 C17H12 002381-21-7 55
3 11H-Benzolblfluorene 216 C17H12 000243-17-4 55
4 1.3.5-Triazine-2.4.6-triamine. N... 216 C10H12N6 046731-79-7 55
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 55

Abundance Scan 980 (13.288 min): BF082640.D (-978) (-) m/z 216.10 100.00%

216

232
5000 \

173
187
43 g9 9 115159 147 13.00 13.20 13.40 13.60

210284

01 m/z 215.10 63.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67037: Fluoranthene, 2-methyl-
216
5000 LI L L L L LN

13.00 13.20 13.40 13.60
m/z 232.10 57.22%

ol 3 T 04 %150 130 163 1§9 ‘ |
T T T R R T T P T e T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

216

13.00 1320 13.40 13.60
5000 m/z 231.10 28.23%

108 189
oL 39 6377 9 | 122137 163

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67030: 11H-Benzo[b]fluorene
2

6 13.00 13.20 13.40 13.60

m/z 202.10 20.05%

5000

107

39 63 77 93 122 139 163 189
SRR R EEERARRRERE e M S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. OO 13.20 13.40 13.60

8270-BF103015.M Tue Nov 03 10:47:24 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082640.D

Aca On : 2 Nov 2015 19:36

Operator : UM/I1Z

Sample : 6G4234-05

Misc :

ALS Vial : 8 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 14 1-Pentadecene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.92 2.55 ng 191963 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentadecene 210 C15H30 013360-61-7 87
2 17-Pentatriacontene 491 C35H70 006971-40-0 81
3 1-Heptadecene 238 C17H34 006765-39-5 80
4 1-Tricosene 322 C23H46 018835-32-0 53
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 49
Abundance Scan 1035 (13.917 min): BF082640.D (-1034) (-) m/z 43.10 100.00%
43
5000 111 JyﬂkN\J»ANJ\/\/\V“J‘~“‘“f¥"‘A
139 13.60 13.80 14.00 14.20
182207235 275 338
ol b b L SR B30 et M/Zz 57.10 94.26%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #63049: 1-Pentadecene
43
5000 U AR R SRR SRR
13. 60 13. 80 14. oo 14.20
111 m/z 83.10 92.06%
NECIEE I ‘\ ‘\L “\ “140 -182210---.----.----.----.----.----.
miz--> 0 50 250 300 350 400 450
Abundance
43
13.60 13.80 14.00 14.20
5000 83 m/z 69.10 85.48%
111
o 139167 196 224 267292 321 462 490
miz--> 0 55 160 1éo 260 250 300 350 460 4%0 '
Abundance #81253: 1-Heptadecene B BEmma B B
83 13.60 13.80 14.00 14.20
m/z 55.10 80.69%
5000
23 o AWV\A&\AM
o | | |140168 210238
miz--> 0 55 160 1éo 260 2%0 360 3éo 460 4%0 ' 1360 1380 1400 1420
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF110215\
Data File : BF082640.D

Acq On : 2 Nov 2015 19:36

Operator : UM/1Z

Sample - G4234-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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... 5.08 52.3 ng 3405140 1 6.89 1303080 20.0
unknown6 .66 6.66 108.7 ng 7083310 1 6.89 1303080 20.0
Octadecane 10.85 2.3 ng 163956 4 11.41 1424180 20.0
Cyclotetradecane 11.65 2.9 ng 207778 4 11.41 1424180 20.0
n-Hexadecanoic acid 11.95 5.2 ng 371000 4 11.41 1424180 20.0
Thiophene-3-carbo... 12.03 2.3 ng 166129 4 11.41 1424180 20.0
4b,8-Dimethyl-2-i... 12.37 2.1 ng 150022 4 11.41 1424180 20.0
10,18-Bisnorabiet... 12.68 2.9 ng 206942 4 11.41 1424180 20.0
Pentadecanoic acid 12.74 2.6 ng 197110 5 14.05 1508520 20.0
Phenanthrene, 1-m... 13.14 5.0 ng 380337 5 14.05 1508520 20.0
Fluoranthene, 2-m... 13.29 2.2 ng 166744 5 14.05 1508520 20.0
1-Pentadecene 13.92 2.5 ng 191963 5 14.05 1508520 20.0
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