LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092261.D

Aca On : 14 Jan 2017 00:17

Operator : UM/SJ

Sample : 11031-07

Misc :

ALS Vial : 22 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 4.701 252 255 270 rBVY 1405473 2430881 44.53% 5.188%
2 5.170 294 296 313 rVB 4248937 4783681 87.63% 10.209%
3 6.130 377 380 387 rBV 67541 119334 2.19% 0.255%
4 6.244 387 390 392 rBVY 4577641 5458814 100.00% 11.650%
5 6.347 396 399 401 rBVY 5104340 4848978 88.83% 10.348%
6 6.576 417 419 421 rBV 938507 1012648 18.55% 2.161%
7 6.724 430 432 435 rBVY 2836203 3268797 59.88% 6.976%
8 7.147 466 469 471 rBV 2796938 2891955 52.98% 6.172%
9 7.856 529 531 534 rBVY 1265947 1364937 25.00% 2.913%
10 8.942 623 626 628 rBY 4591713 4593368 84.15% 9.803%

11 9.342 659 661 663 rBvV 732115 626630 11.48% 1.337%
12 9.605 682 684 687 rBVY 1405826 1479420 27.10% 3.157%
13 10.028 715 721 722 rBV 53843 62115 1.14% 0.133%
14 10.062 722 724 725 rVB 93182 100618 1.84% 0.215%
15 10.393 751 753 756 rBV2 2145469 2788429 51.08% 5.951%

16 10.530 763 765 769 rVB 151976 186303 3.41% 0.398%
17 10.976 802 804 805 rBvV 158814 151870 2.78% 0.324%
18 11.079 811 813 816 rBV 1080918 1472365 26.97% 3.142%
19 11.399 839 841 843 rBV 147873 126153 2.31% 0.269%
20 11.639 860 862 866 rvB2 197927 196169 3.59% 0.419%

21 12.291 917 919 921 rBV 112534 100788 1.85% 0.215%
22 12.508 935 938 941 rVvB2 162627 229256 4._.20% 0.489%
23 12.668 949 0952 955 rBV 3406062 3890151 71.26% 8.302%
24 13.582 1029 1032 1041 rBV2 275548 437503 8.01% 0.934%
25 13.708 1041 1043 1048 rVV 1345032 1379358 25.27% 2.944%

26 14.211 1085 1087 1093 rVB2 71579 125252 2.29% 0.267%

27 14.622 1121 1123 1125 rBV 73389 69442 1.27% 0.148%
28 14.702 1128 1130 1135 rVB 49135 89253 1.64% 0.190%
29 14.782 1135 1137 1138 rBV 69982 83964 1.54% 0.179%
30 15.068 1159 1162 1164 rBV 724686 964724 17.67% 2.059%
31 15.102 1164 1165 1169 rVB 53525 61955 1.13% 0.132%
32 15.468 1194 1197 1199 rBV 89762 132029 2.42% 0.282%
33 15.514 1199 1201 1204 rVVv2 34422 61871 1.13% 0.132%
34 15.880 1230 1233 1237 rVB 40427 67408 1.23% 0.144%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092261.D

Aca On : 14 Jan 2017 00:17

Operator : UM/SJ

Sample : 11031-07

Misc :

ALS Vial : 22 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
35 16.108 1251 1253 1260 rVB6 27402 54934 1.01% 0.117%
36 16.302 1265 1270 1272 rBV2 37309 86763 1.59% 0.185%
37 16.360 1272 1275 1276 rVV 52298 99264 1.82% 0.212%

38 16.405 1276 1279 1284 rVVv4 83645 221289 4._05% 0.472%
39 16.497 1284 1287 1288 rVV 69754 133208 2.44% 0.284%
40 16.542 1288 1291 1297 rVB 106066 232811 4._.26% 0.497%

41 16.760 1306 1310 1315 rBV5 56939 140643 2.58% 0.300%

42 16.920 1321 1324 1330 rvB2 22878 60192 1.10% 0.128%

43 17.263 1352 1354 1357 rBV3 33963 84730 1.55% 0.181%

44 17.583 1380 1382 1388 rVB4 26837 88258 1.62% 0.188%
Sum of corrected areas: 46858511
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092261.D

Aca On : 14 Jan 2017 00:17

Operator : UM/SJ

Sample : 11031-07

Misc :

ALS Vial : 22 Sample Multiplier: 1

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

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

Abundance TIC: BF092261.D
5000000 6|35

5.17
4000000

3000000 6.72 7.15
2000000

4.70

1000000 6.58

6.13

U e e e o SRS NEMEEMEMINSEEMENIS SMEMU W S SENMEN | SO 0 Y SN LS

T
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: BF092261.D
5000000

8.94

4000000
12.67

3000000

10.39
2000000

11.08

1000000 9.34

moes  ||1053 1098 11401164 12'2912.54 135

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: BF092261.D
5000000

4000000
3000000
2000000

371
1000000 15.07

14.21  141epAr8 15.10 138181  15.8816.116586860416.766927 17.26 17.58

O A e 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\BF011317\
Data File : BF092261.D

Aca On : 14 Jan 2017 00:17

Operator : UM/SJ

Sample : 11031-07

Misc :

ALS Vial : 22 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.

470 48.01ng 2430880  1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 C6H1202 000123-42-2 72

000540-88-5 39
001116-98-9 17

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2

4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 255 (4.701 min): BF092261.D (-252) (-) m/z 43.05 100.00%

43.0
59.1
5000
101.1 R e e e EmEmE R
" | 711 83.1 | 440 460 4.80 5.00
ot e e e e e e e e m/z 59.10 57.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LU L L L L LB L LN |
59.0 4.40 4.60 4.80 5.00
0
15.0 101.0 m/z 101.10 19.18%
31.0 ‘ 83.0
0 ‘ Tl Ly . ‘
T T e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
e e I R
57.0 440 4.60 4.80 5.00
5000 m/z 58.10 14.79%
20.0 101.0
ol 20 73.0 85.0
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
59.0 440 4.60 4.80 5.00
m/z 41.10 9.04%
5000 41.0
o U |70 1260 1420
LR o RN N N e RN R RAREE SRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00

8270-BF122116.M Mon Jan 16 15:04:29 2017

Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092261.D

Aca On : 14 Jan 2017 00:17

Operator : UM/SJ

Sample : 11031-07

Misc :

ALS Vial : 22 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 unknown6.35 Concentration Rank 1

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

6.35 95.77 ng 4848980 1,4-Dichlorobenzene-d4 6.58
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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 399 (6.347 min): BF092261.D (-396) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 sa0 || g0 %0 oho 650 6w ok
o T IS 11| N 1. L . £ S | N m/z 68.10 45_56%
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
5000 SNAESE SRR RS SR
6.00 6.20 6.40 6.60
2.0 510 m/z 134.00 33.29%
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 6.0 640 6.60
5000 m/z 66.10 28.05%
104.0
ol 140 270 300 510 06.0 77.0 490 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R T A RERAR
132.0 6.00 6.20 6.40 6.60
m/z 69.05 18.20%
117.0
5000
39.0 910
o | S0 @omo | wso || |
0|||||||||‘|||||||||‘|‘||||l|||||||||||||| |‘|‘|||||l|||l‘ AR e L N N —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 620 640 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092261.D

Aca On : 14 Jan 2017 00:17

Operator : UM/SJ

Sample : 11031-07

Misc :

ALS Vial : 22 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 Heptadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.53 2.53 ng 186303 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Tetradecane 198 C14H30 000629-59-4 87

Abundance Scan 765 (10.530 min): BF092261.D (-763) (-) m/z 57.10 100.00%

571.1

5000

10.20 10.40 10.60 10.80

113.1 1410 1681

0! m/z 43.10 69.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82608: Heptadecane
57.0
85.0
5000 TT [T T I T [T T T T[T T T T[T TTT]
10.20 10.40 10.60 10.80
29.0 m/z 71.10 69.01%
0 L Ly “11?0\1410 169.0 197.0 _ 240.0
T T e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
e BRRRNEE SR
10.20 10.40 10.60 10.80
5000 m/z 85.05 46.16%
85.0
29.0
0 113.0 141.0 169.0 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane P T T T T T T
57.0 10.20 10.40 10.60 10.80
m/z 41.10 28.75%
85.0
5000
29.0 113.0
o ||| M 1410 1690 1970 2250 2500 2960
e e e e e e R S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 20 10. 40 10 60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092261.D

Aca On : 14 Jan 2017 00:17

Operator : UM/SJ

Sample : 11031-07

Misc :

ALS Vial : 22 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 Tetradecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.98 2.06 ng 151870 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Nonadecane 268 C19H40 000629-92-5 87
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 87

Abundance Scan 804 (10.976 min): BF092261.D (-802) (-) m/z 57.10 100.00%

57.1

5000

10.60 10.80 11.00 11.20

1131 1412 1841

0! m/z 43.10 68.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #55008: Tetradecane
57.0
5000 85.0 LA L B
10.60 10.80 11.00 11.20
29.0 m/z 71.05 65.86%
0 \‘ \‘ L 11\3 0 141.0 169.0 198 0
”w.”q”.qunlunp.”P”.P”q.”q”..””..HP”.PHW.”..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R S EEEEREREE S
10.60 10.80 11.00 11.20
5000 m/z 85.05  46.14%

85.0

29.0
113.0 141.0 169.0 212.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane A s e
57.0 10.60 10.80 11.00 11.20
m/z 41.05 29.36%
85.0
5000
29.0 113.0
o ||| M 1410 1690 1970 2250 2530 2960
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 60 10 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092261.D

Aca On : 14 Jan 2017 00:17

Operator : UM/SJ

Sample : 11031-07

Misc :

ALS Vial : 22 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 6 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.64 2.66 ng 196169 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 81
Abundance Scan 862 (11.639 min): BF092261.D (-860) (-) m/z 73.00 100.00%
43.0 730
5000 129.1
97.1 R N IR h L
1571 1g571 2132 0563 1140 1160 11.80 12.00
O el m/z 43.05 85.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid
43.0 73.0
5000 L B UL S B
nmnmnmnm
129.0 m/z 60.00 82.04%
256.0
m/z--> ﬁolllﬁb """ éo 100 120 140 160 180 200 220 240 260
Abundance
43.0 730
"' 11140 11:60 11.80 12.00
5000 129.0 m/z 57.10 71.70%
970 199.0 242.0
157.0
o 1800
m/z--> ﬁo Jo éo éo 160 150 150 1éo 180 200 220 250 2éo
Abundance #75071: Tetradecanoic acid
73.0 nmnmnmnm
43.0 m/z 55.05 63.86%
5000 1290
185.0 228.0
e |
ob L \\ 0 YOI ... 2 AU N
m/z--> 20 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092261.D

Aca On : 14 Jan 2017 00:17

Operator : UM/SJ

Sample : 11031-07

Misc :

ALS Vial : 22 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 Dichloroacetic acid, heptad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.58 6.34 ng 437503 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 95
2 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 94
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
4 1-Docosene 308 C22H44 001599-67-3 91
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
Abundance Scan 1032 (13.582 min): BF092261.D (-1029) (-) m/z 57.10 100.00%

83.1

5000

-

13.20 13.40 13.60 13.80 14.00
m/z 43.10 81.22%

139.1 1681

208.1230.1
o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146886: Dichloroacetic acid, heptadecy! ester
57.0 83.0

:

5000 A R e
1110 13.20 13.40 13.60 13.80 14.00

m/z 83.10 78 .58%

29.0

139.0

168.0 210.0 238.0 2660 295.0

04
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
83.0 13.20 13.40 13.60 13.80 14.00
5000 m/z 55.10 74.63%
111.0
29.0

wﬁmm’mﬁmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #152927: Trichloroacetic acid, hexadecy! ester R e e S e
13.20 13.40 13.60 13.80 14.00

m/z 97.05 68.31%

-

69.0

5000

125.0

—

153.0 196.0 224.0
B I e e
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\BF011317\
Data File : BF092261.D

Aca On : 14 Jan 2017 00:17

Operator : UM/SJ

Sample : 11031-07

Misc :

ALS Vial : 22 Sample Multiplier: 1

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

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

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Heneicosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.47 2.74 ng 132029 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 87
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 86
4 Pentacosane 352 C25H52 000629-99-2 86
5 Octacosane 394 C28H58 000630-02-4 86

Abundance Scan 1197 (15.468 min): BF092261.D (-1194) (-) m/z 57.10 100.00%
57.1
T w
5000
A SRR B AL B
141.1 15.20 15.40 15.60 15.80
ol L i LA ‘h' e A w/z 71.10 68.98%
m/z--> 50 150 200 250 300 350
Abundance #115570: Heneicosane
57.0
85.0
5000 L B B B B
15.20 15.40 15 60 15. 80
m/z 43.10 56.82%
29.0 113.0
m/z--> 55 160 150 260 250 360 350
Abundance
57.0
g5.0 15,20 15.40 15,60 15.80
5000 m/z 85.10 53.74%
29.0
. 1130141 0160.01970  240.0
m/z--> o '55' ' "160" ' ﬁéo" "200" "250" "360" "350
Abundance #142113: Heptadecane, g-OCtyl- L L L L L L L
57.0 15.20 15.40 15.60 15.80
m/z 55.10 22 .19%
- T W
0 J}Jlﬁﬂywm%mm B%%mmmmw%m
m/z--> 55 160 1éo 260 2éo 300 350 1550 1540 1560 1580
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092261.D

Aca On : 14 Jan 2017 00:17

Operator : UM/SJ

Sample : 11031-07

Misc :

ALS Vial : 22 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 unknownl6.41 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.41 4.59 ng 221289 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 Cl15H24 004630-07-3 47
2 Guaia-3.9-diene 204 C15H24 000489-83-8 46
3 1.4-Dimethvl-8-isopropvlidenetri... 204 C15H24 1000140-07-7 45
4 1.2.4.8-Tetramethvlbicvclol6.3.0... 204 C15H24 137235-51-9 43
5 1H-Cycloprop[e]azulene, 1a,2,3,4... 204 C15H24 000489-40-7 43

Abundance Scan 1279 (16.405 min): BF092261.D (-1276) (-) m/z 204.20 100.00%

204.2

5000

3551 16.00 16.20 16.40 16.60 16.80
— m/z 135.05 65.39%

0!
m/z--> 50 100 150 200 250 300 350
Abundance #58892: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet...
161.0 204.0
41.0
5000 790 107.0135.0 S ——
16.00 16.20 16.40 16.60 16.80
' m/z 81.05 51.55%
m/z--> 50 100 150 200 250 300 350
Abundance

105.0 135.0161.0 544 o

16.00 16.20 16.40 16.60 16.80

so00l L0 m/z 133.05 49.26%
79.0
IR R
m/z--> 50 100 150 200 250 300 350
Abundance #58755: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10... A B
204.0 16.00 16.20 16.40 16.60 16.80

m/z 107.00 48.62%

5000

o A b
m/z--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092261.D

Aca On : 14 Jan 2017 00:17

Operator : UM/SJ

Sample : 11031-07

Misc :

ALS Vial : 22 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 5-(1-Naphthyl)tricyclo[4.1.... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.50 2.76 ng 133208 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
5-(1-NaphthvDtricvclol4.1.0.0(2... 218 C17H14 107729-05-5 64
2 Anthracene. 9-(2-propenvl)- 218 C17H14 023707-65-5 52
3 Pvrene. hexadecahvdro- 218 C16H26 002435-85-0 50
4 9.11-Dimethviltetracvclol7.3.1.0(... 218 C16H26 053263-99-3 49
5 Indolizine, l-acetyl-2-methyl-6-... 218 C11H10N203 1000071-33-1 46
Abundance Scan 1287 (16.497 min): BF092261.D (-1284) (-) m/z 218.20 100.00%
218.2
5000 /\\
59.0 95.1 189.2
1351 1611 278.1 1620 16.40 16.60 16.80
o} m/z 203.20 72.47%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #68287: 5-(1-Naphthyl)tricyclo[4.1.0.0(2,7)]hept-3-ene
218.0
5000 e ---- T
16,20 16.40 16.60 16.80
m/z 95.10 28 .55%

39.0 63.0 g7 : '
Ot r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
218.0

16. 20 16. 40 16 60 16.80

5000 m/z 189.20 26.99%
189.0
270 630 1010 a0, 1650
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 /\
Abundance #68256: Pyrene, hexadecahydro- A A A
218.0 16. 20 16. 40 16 60 16. 80

m/z 59.00 25.66%

41.0
5000 67.0 175.0
95.0
135.0

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 Mon Jan 16 15:04:35 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092261.D

Aca On : 14 Jan 2017 00:17

Operator : UM/SJ

Sample : 11031-07

Misc :

ALS Vial : 22 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 unknownl6.54 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.54 4.83 ng 232811 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3a-Ethano-3aH-indene. 1.2.3.6.... 204 C15H24 004545-68-0 45
2 2-l1sopropenvl-4a.8-dimethvl-1.2.... 204 C15H24 1000192-43-5 38
3 1H-Cvclopropalalnaphthalene. la.... 204 C15H24 1000147-32-8 38
4 Labda-7.14-dien-13(RY-ol-_alpha.... 436 C26H4405 1000292-93-1 35
5 1H-Cyclopropa[a]naphthalene, la,... 204 C15H24 000489-29-2 27
Abundance Scan 1291 (16.542 min): BF092261.D (-1288) (-) m/z 189.15 100.00%
180.2
5000 95.0 J\
135.1 231.2 ; .../\...,.... o
41.1 425.3 16.20 16.40 16.60 16.80
0 T m/z 204.20  79.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58880: 1,3a-Ethano-3aH-indene, 1,2,3,6,7,7a-hexahydro-2,2...
189.0 /\
5000 105.0 USSR RS
41.0 16.20 16.40 16.60 16.80
k47 m/z 177.05 77.52%
ol— .“ “M.”‘.‘ Hﬂ\ e ‘.”‘.““l ‘.“ ‘ ‘. —— —
m/z--> 50 100 150 200 250 300 350 400
Abundance
189.0
133.0 16.20 16.40 16.60 16.80
5000 ., 910 m/z 95.05 35.88%
L L L WL L UL WL B ,ﬁVv/k/X/R\fvpL/vww
m/z--> 50 100 150 200 250 300 350 400
Abundance #58823: 1H-Cyclopropala]naphthalene, 1a,2,3,3a,4,5,6,7b-oc... L e BB e
180.0 16.20 16.40 16.60 16.80
m/z 109.00 34.41%
410 105.0
5000
T4l
0"'l""l""}l"' [rrrrprrr T T USSR RS
m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092261.D

Aca On : 14 Jan 2017 00:17

Operator : UM/SJ

Sample : 11031-07

Misc :

ALS Vial : 22 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 _gamma.-Neoclovene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.76 2.92 ng 140643 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .aamma.-Neoclovene 204 C15H24 1000156-11-7 59
2 4.6.6-Trimethvl-2-(3-methvlbuta-... 218 C15H220 1000190-22-2 46
3 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 46
4 2H-Cvclopropalalnaphthalen-2-one... 218 C15H220 006831-17-0 42
5 7-Oxabicyclo[4.1.0]heptane, 2,2,... 218 C15H220 070038-20-9 41
Abundance Scan 1310 (16.760 min): BF092261.D (-1306) (-) m/z 218.20 100.00%

255.2 329.3 .................,.
16.40 16.60 16.80 17.00

(o} m/z 43.10 74 .60%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #58671: .gamma.-Neoclovene

5000

218.2
431 050
119.0
5000 1451 - 189.2
303.3

16.40 16.60 16.80 17.00
m/z 95.05 67.82%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
41.0 107.0

0 16. 40 16. 60 16 80 17.00
5000 & 133.0 180 m/z 107.00  62.54%
161.0

0 189.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #68225: 2(1H)Naphthalenone, 3,5,6,7,8,8a-hexahydro-4,8a-di... L e MBI s e

218.0 16.40 16.60 16.80 17.00
m/z 55.05 59.87%
41.0 91.0  133.0
5000 175.0
67.0
o A RRRRARERRARRRARRAR
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
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF011317\
Data File : BF092261.D

Acq On : 14 Jan 2017 00:17

Operator : UM/SJ

Sample - 11031-07

Misc :

ALS Vial : 22 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... 4.70 48.0 ng 2430880 1 6.58 1012650 20.0
unknown6 .35 6.35 95.8 ng 4848980 1 6.58 1012650 20.0
Heptadecane 10.53 2.5 ng 186303 4 11.09 1472370 20.0
Tetradecane 10.98 2.1 ng 151870 4 11.09 1472370 20.0
n-Hexadecanoic acid 11.64 2.7 ng 196169 4 11.09 1472370 20.0
Dichloroacetic ac... 13.58 6.3 ng 437503 5 13.71 1379360 20.0
Heneicosane 15.47 2.7 ng 132029 6 15.07 964724 20.0
unknownl6.41 16.41 4.6 ng 221289 6 15.07 964724 20.0
5-(1-NaphthyD)tri... 16.50 2.8 ng 133208 6 15.07 964724 20.0
unknownl16 .54 16.54 4.8 ng 232811 6 15.07 964724 20.0
-gamma.-Neoclovene 16.76 2.9 ng 140643 6 15.07 964724 20.0
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