LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092226.D

Aca On : 13 Jan 2017 00:00

Operator : UM/SJ

Sample : 11031-01

Misc :

ALS Vial : 23 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-BF122116.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 4.721 245 248 261 rBV 1454499 2446325 43.76% 5.397%
2 5.190 287 289 292 rBVY 3915199 5006289 89.56% 11.044%
3 6.264 380 383 390 rBVY 4923880 5590085 100.00% 12.332%
4 6.367 390 392 395 rVV 5198097 4846411 86.70% 10.692%
5 6.596 410 412 414 rBV 1135949 1126872 20.16% 2.486%
6 6.744 423 425 428 rBY 2625824 3696774 66.13% 8.155%
7 7.167 459 462 464 rBV 2468423 2528697 45.24% 5.579%
8 7.876 522 524 527 rBV 999035 1190078 21.29% 2.625%
9 8.962 616 619 621 rBY 4723736 4498581 80.47% 9.924%
10 9.362 651 654 656 rBV 664214 569079 10.18% 1.255%

11 9.625 675 677 680 rBV 1378744 1424129 25.48% 3.142%
12 10.082 715 717 718 rVB 67354 73929 1.32% 0.163%
13 10.413 744 746 749 rBV2 2089575 2634975 47.14% 5.813%
14 10.550 756 758 762 rVB 134606 160596 2.87% 0.354%
15 10.996 795 797 798 rBv2 126025 120152 2.15% 0.265%

16 11.111 804 807 809 rBvV 982928 1373614 24.57% 3.030%
17 11.419 832 834 837 rBV 117561 103021 1.84% 0.227%
18 11.659 853 855 859 rvB2 315453 291292 5.21% 0.643%
19 12.311 910 912 914 rVB 115149 98003 1.75% 0.216%
20 12.539 928 932 934 rBV 92985 148331 2.65% 0.327%

21 12.688 943 945 948 rVB 2833447 3288206 58.82% 7.254%
22 13.602 1022 1025 1034 rBV2 160888 259268 4.64% 0.572%
23 13.728 1034 1036 1039 rBV 903462 1016232 18.18% 2.242%
24 14.231 1076 1080 1089 rBV3 39893 135484 2.42% 0.299%

25 14.642 1114 1116 1119 rVB 70654 74844 1.34% 0.165%
26 14.734 1121 1124 1129 rBV 41156 94592 1.69% 0.209%
27 14.814 1129 1131 1132 rVV 66726 76852 1.37% 0.170%
28 14.837 1132 1133 1138 rVB3 34800 70764 1.27% 0.156%

29 15.088 1153 1155 1158 rBV 747671 918785 16.44% 2.027%
30 15.500 1188 1191 1193 rBV 78639 105125 1.88% 0.232%

31 15.557 1193 1196 1199 rBV3 21573 60682 1.09% 0.134%
32 15.911 1225 1227 1233 rBV2 23278 60895 1.09% 0.134%
33 16.162 1245 1249 1252 rBV2 49334 104549 1.87% 0.231%
34 16.345 1261 1265 1268 rBV2 47299 129445 2.32% 0.286%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092226.D

Aca On : 13 Jan 2017 00:00

Operator : UM/SJ

Sample : 11031-01

Misc :

ALS Vial : 23 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 16.448 1272 1274 1280 rVVv4 112166 286832 5.13% 0.633%
36 16.551 1280 1283 1284 rVV 94435 196643 3.52% 0.434%
37 16.585 1284 1286 1291 rVB 146716 300897 5.38% 0.664%

38 16.814 1303 1306 1312 rVB3 60926 152944 2.74% 0.337%
39 17.648 1376 1379 1384 rVB2 27988 68560 1.23% 0.151%

Sum of corrected areas: 45328832
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092226.D

Aca On : 13 Jan 2017 00:00

Operator : UM/SJ

Sample : 11031-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF092226.D
5000000 6. 2437

4000000 5.19

3000000 6.74
) 7.17

2000000
4.72
6.60
1000000

e T L
Time-->  2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF092226.D
5000000 8.96

4000000

3000000 12.69

10.41
2000000
9.62

1000000 7A88 L1l

A 10.55 11 oﬂ 11.42 11.66 13.6(
10.08 . . - IL 12.3112.54 /L

0-|----|----|----------------A‘---- L s e s B o i S e e e e

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF092226.D

5000000

4000000

3000000

2000000

1000000873 15.09

1423  l46apen 15%566  15.91 16.166 585916 81 17.65

O e e

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:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092226.D

Aca On : 13 Jan 2017 00:00

Operator : UM/SJ

Sample : 11031-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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.

4.72 43.42 ng 2446330 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 248 (4.721 min): BF092226.D (-245) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.0

440 460 480 500

83.0
o..,....,....',':...,..:!,..‘??,4...,.'...,...:,|....,....,....,....,...., m/z 59.10 58.10%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L L L L L L LB BB L |
59.0 4.40 4.60 4.80 5.00
m/z 101.00 19.74%
31.0 101.0
83.0
O e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
e Ea e
440 4.60 4.80 5.00
5000 m/z 58.00 14 .87%
41.0
29.0 101.0
0 73.0 86.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R M e T ,
59.0 440 460 480 500

m/z 41.10 9.21%

5000 41.0
o I, 1730 1260 1420
S| | £ N —— <2

(N |
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092226.D

Aca On : 13 Jan 2017 00:00

Operator : UM/SJ

Sample : 11031-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknown6.37 Concentration Rank 1

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

6.37 86.02 ng 4846410 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 392 (6.367 min): BF092226.D (-390) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 so || %0 Lo 250 650 60 Sho om0
o SO TSSO 1] G o S TINS5 A | N m/z 68.10 45.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 SRR LR R
6.00 6.20 6.40 6.60 6.80
2.0 510 m/z 134.00 33.59%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.00 6.20 640 6.60 6.80
5000 m/z 66.00 28.24%
104.0
ol 140 270 300 510 06.0 770 g9 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13916: Benzene, 1,3,5-trifluoro- R R
132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.05 18.18%
5000
63.0 81.0
31.0 50.0 ‘ 101.0112.0
0|||||||||||||||||||||‘|l|||||‘|||||||||||||||‘||||||| T . —T ~rir —T —T .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092226.D

Aca On : 13 Jan 2017 00:00

Operator : UM/SJ

Sample : 11031-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Tetradecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.55 2.34 ng 160596 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 90
5 Pentadecane 212 C15H32 000629-62-9 86

Abundance Scan 758 (10.550 min): BF092226.D (-756) (-) m/z 57.10 100.00%

5%.1
5000 85.1

113.1140.0 169, 1 10.20 10.40 10.60 10.80
Ol el et B epeiene || m/z 71.10  69.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #55008: Tetradecane
57.0
5000 85.0 L L B B
10.20 10.40 10.60 10.80
29.0 m/z 43.10 67.94%
o || || 13014101600 1980
T e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
T T T
85.0 10.20 10.40 10.60 10.80
5000 m/z 85.10 45.01%
29.0 113.0

141.0 169.0 197.0 225.0 253.0  296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #73963: Hexadecane P T T T
57.0 10.20 10.40 10.60 10.80
m/z 41.10 29.43%
5000 85.0
29.0
ol “ 111301410169019702260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10. 20 10 40 10 60 10. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092226.D

Aca On : 13 Jan 2017 00:00

Operator : UM/SJ

Sample : 11031-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Tridecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.66 4.24 ng 291292 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 N-Acetylisoxazolidine 115 C5H9NO2 115615-36-6 18
Abundance Scan 855 (11.659 min): BF092226.D (-853) (-) m/z 73.00 100.00%
431 730 A\
5000
129.1
97.0 P
157.1 1851 2132 2563 11,40 11.60 11.80 12.00
0 m/z 43.10 87.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid
73.0
43.0
5000 129.0 R e e AR ]
11.40 11.60 11.80 12.00
m/z 60.00 84.39%
0 I .‘l - ‘i"‘ ; 'Hw ; ‘l‘.‘. :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
11.40 11.60 11.80 12.00
5000 m/z 57.05 67.13%
129.0
256.0
O o Lo o
m/z--> ﬁo Jo éo éo 160 150 150 1éo 180 200 220 250 2éo
Abundance #83686: Pentadecanoic acid o B B B
43.0 730 11.40 11.60 11.80 12.00
m/z 55.10 61.70%
5000 129.0 ﬁwﬂﬂNNA*/yﬂﬂAu\§hv_~_-ﬂ-
0 S REAsmREE R ma e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11. 80 12. 00

8270-BF122116.M Fri Jan 13 14:12:35 2017

Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092226.D

Aca On : 13 Jan 2017 00:00

Operator : UM/SJ

Sample : 11031-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Pentafluoropropionic acid, ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.60 5.10 ng 259268 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 91
2 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 91
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
Abundance Scan 1025 (13.602 min): BF092226.D (-1022) (-) m/z 57.05 100.00%

.0

83.0
5000
T T T
1392 1671 13.20 13.40 13.60 13.80 14.00
Ol : m/z 43.05 84 .98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #159526: Pentafluoropropionic acid, octadecyl ester
43.0
5000 690 | AL LI L L L L L L L L
' 13.20 13.40 13.60 13.80 14.00
97.0 m/z 55.05 75.66%
ot il i 1250 1540 181.0 2240 252.0
b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
L m
83.0 13.20 13.40 13.60 13.80 14.00
5000 m/z 83.05 70.99%
111.0
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester T A BREE D et
43.0 13.20 13.40 13.60 13.80 14.00
m/z 97.05 63.01%
69.0
5000
. 125.0 169.0 1950 224.0 252.0
IIIIIIIII‘I‘II
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092226.D

Aca On : 13 Jan 2017 00:00

Operator : UM/SJ

Sample : 11031-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Octadecane, l1-chloro- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.23 2.67 ng 135484 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 90
2 Tritetracontane 605 C43H88 007098-21-7 86
3 10-MethvlInonadecane 282 C20H42 056862-62-5 83
4 Heptacosane 380 C27H56 000593-49-7 80
5 Pentadecane 212 C15H32 000629-62-9 64
Abundance Scan 1080 (14.231 min): BF092226.D (-1076) (-) m/z 57.10 100.00%
57.1
5000
81 e 1400 1420 1440 1460
O ; m/z 71.10 64 .48%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #110992: Octadecane, 1-chloro-
57.0
5000 L BN B L B
14.00 14.20 14. 40 14. 60
m/z 85.10 57 .56%
0 \‘ A ] \ \H‘H\\]-\Glo 217.0 288.0
m/z--> 50 100 150 260 250 300 3éo 460 4éo 560 séo 660
Abundance
57.0
14.00 14.20 14.40 14.60
5000 m/z 43.05 56.27%
o 111.0 169.0 2250 2810 337.0 393.0 463.0 519.0 575.0
m/z--> 50 160 1%0 200 250 300 350 400 4éo 500 séo 660
Abundance #107656: 10-Methylnonadecane R AR RRRES T
57.0 14.00 14.20 14.40 14.60
m/z 55.05 35.95%
5000
154.0
0 [ 267.0
m/z--> 50 160 150 260 250 300 3éo 460 4éo 560 séo 660 1450 1420 1440 1460
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092226.D

Aca On : 13 Jan 2017 00:00

Operator : UM/SJ

Sample : 11031-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Benzo[e]pyrene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.73 2.06 ng 94592 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 94
2 Benzolklfluoranthene 252 C20H12 000207-08-9 93
3 Benzolalpvrene 252 C20H12 000050-32-8 91
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 90
5 Perylene 252 C20H12 000198-55-0 83
Abundance Scan 1124 (14.734 min): BF092226.D (-1121) (-) m/z 252.10 100.00%
259.1
5000
391 740 100.0 125.1 W71 1770 224.0 283.0 14.40 14.60 14.80 15.00
Ol r : : . : m/z 250.10 24 .82%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89816: Benzo[e]pyrene
252.0
5000 LN "[\"' |"A'|
14.40 14.60 14.80 15.00
m/z 253.10 21.86%
ol 500 74.0 %O”‘Hl%01M02m02M0 ‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252.0
14.40 14.60 14.80 15.00
5000 m/z 125.10 12 .49%
126.0
o 74.0 99.0 2000 224.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89821: Benzo[a]pyrene
252.0 14.40 14.60 14.80 15.00
m/z 126.00 11.46%
5000
126.0
57.0 83.0 104. ' ‘ \
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092226.D

Aca On : 13 Jan 2017 00:00

Operator : UM/SJ

Sample : 11031-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Eicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.50 2.29 ng 105125 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
4 Nonacosane 408 C29H60 000630-03-5 87
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 1191 (15.500 min): BF092226.D (-1188) (-) m/z 57.05 100.00%
57.0
85.1
5000
1131 15.20 15.40 15.60 15.80
141.1 169.1
o...,....,|-...-|,..|..,l....1,..e|.,.'...i'....,....,....2.1.?.1....,....,..2.5.‘,1..1..,.... m/z 71.10 74.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107655: Eicosane
57.0
85.0
5000 LRI SR UL B UL
15.20 15.40 15. 60 15.80
113.0 m/z 85.10 56.02%
0 ZQOL ‘ I H e 169.0 1970 225.0 253.0 282.0
m/z--> 25 Jo eb éo 100 150 140 160 180 200 220 240 260 280 360
Abundance
57.0
o 15120 15140 15,60 1580
5000 m/z 43.10 53.44%
29.0 113.0

141.0 169.0 197.0 225.0 253.0  296.0

%

mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #123100: Pentadecane, 8-heptyl- T B e
57.0 15.20 15.40 15.60 15.80
m/z 55.05 23.14%
- 7 W
290 113.0 2100
o L ‘ Iyl T 1420 189.0 239.0 266.0  309.0
e A L e SN
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.20 15.40 15.60 15.80

8270-BF122116.M Fri Jan 13 14:12:37 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092226.D

Aca On : 13 Jan 2017 00:00

Operator : UM/SJ

Sample : 11031-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Octadecanal Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.16 2.28 ng 104549 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 90
2 Bicvclol10.8.0leicosane. cis- 278 C20H38 1000155-82-2 89
3 Hexadecanal 240 C16H320 000629-80-1 87
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 87
5 Z-2-Octadecen-1-ol 268 C18H360 1000131-11-0 86

Abundance Scan 1249 (16.162 min): BF092226.D (-1245) (-) m/z 57.10 100.00%

5000

8

15.80 16.00 16.20 16.40
m/z 82.05 95.32%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #99446: Octadecanal
43.0 .0

:

5000

15.I80 16.IOO 16.I20 16.I4O
m/z 43.10 79.03%

0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

55.0
R R REamE e
82.0 15.80 16.00 16.20 16.40
5000 278.0 m/z 96.05 67.27%
29.0
109.0
137.0

o 166.0 194.0 222.0 250-0

mmmmm‘mmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #82579: Hexadecanal R R RREEEEa
15.80 16.00 16.20 16.40

m/z 83.05 58.68%

5000

;

I T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.80 16.00 16.20 16.40

8270-BF122116.M Fri Jan 13 14:12:38 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092226.D

Aca On : 13 Jan 2017 00:00

Operator : UM/SJ

Sample : 11031-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Indeno[1,2,3-cd]fluoranthene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.35 2.82 ng 129445 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indenoll1l.2.3-cdlfluoranthene 276 C22H12 000193-43-1 60
2 Dibenzoldef.mnolchrvsene 276 C22H12 000191-26-4 49
3 Indenoll.2.3-cdlpvrene 276 C22H12 000193-39-5 49
4 Benzolahilpervlene 276 C22H12 000191-24-2 47
5 Methanone, (2-chlorophenyl)(2,5-... 276 C15H13CI03 037883-94-6 47

Abundance Scan 1265 (16.345 min): BF092226.D (-1261) (-) m/z 276.10 100.00%

276.1

5000

107.1 138.0
83.0

730 2132 3153 16.00 16.20 16.40 16.60

m/z 278.10 28.23%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104310: Indeno[1,2,3-cd]fluoranthene

5000
16.00 16.20 16.40 16.60

m/z 138.00 26.10%

174.0198.0 224.0248.0

04
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
276.0
16.00 16.20 16.40 16.60
5000 m/z 43.10 25.77%
138.0
ol 210 550 930 169.0 198.0222.0 248.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104306: Indeno[1,2,3-cd]pyrene R EEEma T L
276.0 16.00 16.20 16.40 16.60
m/z 277.10 25.60%
5000
138.0
0l 260 50.0 740 1110 |  170.0 198.02240248.0 I
B N k| A SRRMBESL /48 DA M
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.00 16.20 16.40 16.60

8270-BF122116.M Fri Jan 13 14:12:39 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092226.D

Aca On : 13 Jan 2017 00:00

Operator : UM/SJ

Sample : 11031-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknownl6.45 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.45 6.24 ng 286832 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.4.8-Tetramethvlbicvclol6.3.0... 204 C15H24 137235-51-9 46
2 ()-Tricvclol6.2.1.0(4.11)lundec... 204 C15H24 1000154-06-7 46
3 Pvrrolidine. 1-I5.5-dimethvl-3-(... 219 C15H25N 028017-82-5 44
4 1H-Cvcloproplelazulene. la.2.3.4... 204 C15H24 000489-40-7 38
5 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1000140-07-7 38
Abundance Scan 1274 (16.448 min): BF092226.D (-1272) (-) m/z 204.20 100.00%
2

5000 269.2 3013
41.0 e
16.20 16.40 16.60 16.80
o} m/z 135.10 66 .55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #58723: 1,2,4,8-Tetramethylbicyclo[6.3.0]undeca-2,4-diene
204.0
5000 LA L B L LB L L B B
133.0 161.0 16.20 16.40 16.60 16.80
41.0 , m/z 133.00 64.13%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
41.0 105.0 133.0
e e A
810 189.0 16.20 16.40 16.60 16.80
5000 ' 161.0 m/z 95.10 56.48%

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

Abundance #68770: Pyrrolidine, 1-[5,5-dimethyl-3-(1-methylethylidene... R AR RRRES T
204.0 16.20 16.40 16.60 16.80

m/z 121.10 54 _.33%
5000 91.0 162.0
134.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.20 16.40 16.60 16.80

8270-BF122116.M Fri Jan 13 14:12:39 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092226.D

Aca On : 13 Jan 2017 00:00

Operator : UM/SJ

Sample : 11031-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 2H-Cyclopropa[a]naphthalen-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.55 4.28 ng 196643 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Cvclopropalalnaphthalen-2-one... 218 C15H220 006831-17-0 83
5-(1-NaphthvDtricvclol4.1.0.0(2... 218 C17H14 107729-05-5 64
3 9-Phenvl-5H-benzocvcloheptene 218 C17H14 138089-71-1 50
4 8-Amino-6.7-dimethoxv-4-methvlau... 218 C12H14N202 1000213-07-2 49
5 2-Chloro-5,6-dimethyl-1-(2-propy... 218 C12H11CIN2 080276-20-6 47
Abundance Scan 1283 (16.551 min): BF092226.D (-1280) (-) m/z 218.20 100.00%
218.2
5000 Jk

2572 2821 1620 16.40 16.60 16.80
o’ m/z 203.15 65.77%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #68242: 2H-Cyclopropala]naphthalen-2-one, 1,1a,4,5,6,7,7a,...
218.0
5000 119.0 147.0 .

41.0 16.20 16.40 16.60 16.80
m/z 189.20  28.15%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
218.0
AR RS EER R RO e
16.20 16.40 16.60 16.80
5000 m/z 59.10 25.18%

108.0

189.0
39.0 63.0 g7 129.0152'0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #68278: 9-Phenyl-5H-benzocycloheptene
218.0 16.20 16.40 16.60 16.80
m/z 95.10 22.91%
5000
108.0
300 630 g7 141.0 1650 1890

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 20 16. 40 16 60 16. 80

8270-BF122116.M Fri Jan 13 14:12:40 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092226.D

Aca On : 13 Jan 2017 00:00

Operator : UM/SJ

Sample : 11031-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 15 Germanicol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.59 6.55 ng 300897 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Germanicol 426 C30H500 000465-02-1 53
2 Thiophene. 2-ethvnvl-5-T(trimeth... 204 C11H12SSi 182323-29-1 43
3 Naphthalene. decahvdro-4a-methvl... 204 C15H24 000515-17-3 41
4 2-l1sopropenvl-4a.8-dimethvl-1.2.... 204 C15H24 1000193-57-0 41
5 2-Naphthalenemethanol, 1,2,3,4,4... 222 C15H260 001209-71-8 38
Abundance Scan 1286 (16.585 min): BF092226.D (-1284) (-) m/z 189.15 100.00%
189.2
5000 95.1 /J\
55.0 35.1 231.2 ,,,,,,,,,,,,,,,,,,
267.1 495 4 16. 20 16. 40 16. 60 16. 80 17. oo
0 o i’ i i m/z 177.15  78.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #161258: Germanicol
204.0
131.0
5000 R AR B BN
95.0 16. 20 16. 40 16. 60 16. 80 17. oo
m/z 204.15 63.62%
5.0 393.0
o poag | i | 2570 2070 3390 %ps 0
m/z--> 50 100 150 0 250 360 3éo 460
Abundance
189.0
16,20 16.40 16.60 16.80 17.00
5000 m/z 95.10 42 .69%
43.0 950 135.0
e o e
m/z--> §0 160 1%0 200 250 300 3éo 460
Abundance #58830: Naphthalene, decahydro-4a-methyl-1-methylene-7-(1-... AR e
180.0 16.20 16.40 16.60 16.80 17.00
m/z 175.10 36.68%
133.0
55.0 \
0 'LL"'!I""I"" N SN PN
m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80 17.00

8270-BF122116.M Fri Jan 13 14:12:41 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092226.D

Aca On : 13 Jan 2017 00:00

Operator : UM/SJ

Sample : 11031-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 16 unknownl16.81 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.81 3.33 ng 152944 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Amino-4-cvanomethvl-6-piperidi... 218 C10H14N6 1000241-05-9 47
2 1-Hvdroxvpvrene 218 C16H100 005315-79-7 47
3 Pvrene. hexadecahvdro- 218 C16H26 002435-85-0 38
4 1.4-Naphthalenedione. 5.8-dimeth... 218 C12H1004 015013-16-8 38
5 Benzo[b]naphtho[1,2-d]furan 218 C16H100 000239-30-5 35

Abundance Scan 1306 (16.814 min): BF092226.D (-1303) (-) m/z 218.20 100.00%

218.2

5000

_:::=>

255.2 303.2329.1 16.40 16.60 16.80 17.00 17.20

0 m/z 95.00 50.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #67643: 2-Amino-4-cyanomethyl-6-piperidino-1,3,5-triazine
218.0
189.0
5000 84.0 16.40 16.60 16.80 17.00 17.20
) 163.0
135.0 m/z 189.10 44.06%
43.0
109.0 ‘
0%?%”N”ﬂ.anuph.uJ.M.WJ.”.h”M”.””.”.””.”q“”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
218.0
JAN
1890 [Trrrprrrrprrrrprrore Tt
16.40 16.60 16.80 17.00 17.20
5000 95.0 m/z 81.00 40.72%
i 2 /\/\/\/\,W/\me
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #68257: Pyrene, hexadecahydro- R BRE B e
218.0 16.40 16.60 16.80 17.00 17.20
m/z 43.10 40.16%
175.0

5000

? .

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16. 40 16. 60 16. 80 17. 00 17. 20

8270-BF122116.M Fri Jan 13 14:12:41 2017
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF011217\
Data File : BF092226.D

Acq On : 13 Jan 2017 00:00

Operator : UM/SJ

Sample - 11031-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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... 4.72 43.4 ng 2446330 1 6.60 1126870 20.0
unknown6 .37 6.37 86.0 ng 4846410 1 6.60 1126870 20.0
Tetradecane 10.55 2.3 ng 160596 4 11.11 1373610 20.0
Tridecanoic acid 11.66 4.2 ng 291292 4 11.11 1373610 20.0
Pentafluoropropio... 13.60 5.1 ng 259268 5 13.73 1016230 20.0
Octadecane, 1-chl... 14.23 2.7 ng 135484 5 13.73 1016230 20.0
Benzo[e]pyrene 14.73 2.1 ng 94592 6 15.09 918785 20.0
Eicosane 15.50 2.3 ng 105125 6 15.09 918785 20.0
Octadecanal 16.16 2.3 ng 104549 6 15.09 918785 20.0
Indeno[1,2,3-cd]f... 16.35 2.8 ng 129445 6 15.09 918785 20.0
unknown16 .45 16.45 6.2 ng 286832 6 15.09 918785 20.0
2H-Cyclopropaf[a]n-.. 16.55 4.3 ng 196643 6 15.09 918785 20.0
Germanicol 16.59 6.5 ng 300897 6 15.09 918785 20.0
unknownl16.81 16.81 3.3 ng 152944 6 15.09 918785 20.0
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