LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\

Data File : BF086196.D

Aca On 9 Apr 2016 4:21

Operator : UM/SJ

3?22'6 i H2346-06 AMBOY-SB-36(0.5-20.0
ALS Vial : 35 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-BF040216.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 4.898 243 246 261 rBV 256562 519910 18.60% 2.030%
2 5.333 281 284 286 rBVY 2174243 2686619 96.11% 10.489%
3 5.733 316 319 327 rVB 30947 48330 1.73% 0.189%
4 6.384 373 376 378 rBVY 2233546 2760649 98.76% 10.778%
5 6.499 384 386 388 rBVY 2682765 2528425 90.45% 9.872%
6 6.727 404 406 412 rBV 744569 659449 23.59% 2.575%
7 6.887 417 420 422 rBV 1840806 2161721 77 .34% 8.440%
8 7.299 453 456 458 rBVY 1696706 1645618 58.87% 6.425%
9 7.779 492 498 511 rBV3 11331 48007 1.72% 0.187%
10 8.007 516 518 521 rBV 658849 796099 28.48% 3.108%

11 9.093 610 613 615 rBV 2826942 2795260 100.00% 10.914%
12 9.482 646 647 650 rBvV 184899 251168 8.99% 0.981%

13 9.699 664 666 668 rvB 59370 47477 1.70% 0.185%
14 9.767 669 672 674 rVB 641009 777071 27 .80% 3.034%
15 10.202 708 710 711 rVB 74359 78342 2.80% 0.306%
16 10.419 726 729 730 rBV 36001 47952 1.72% 0.187%

17 10.556 738 741 743 rBV 1417432 1388106 49.66% 5.420%
18 10.670 749 751 756 rBV 164925 179268 6.41% 0.700%
19 10.865 766 768 770 rBV 17295 30063 1.08% 0.117%
20 11.116 788 790 791 rBV 166671 134514 4.81% 0.525%

21 11.150 791 793 796 rVB 38141 56467 2.02% 0.220%
22 11.242 799 801 804 rBvV 658297 673781 24.10% 2.631%
23 11.299 804 806 810 rVvB3 18092 39104 1.40% 0.153%
24 11.539 825 827 830 rBV 126180 112209 4._.01% 0.438%
25 11.699 839 841 846 rBv4 10987 33469 1.20% 0.131%
26 11.779 846 848 852 rBV 91274 116437 4_.17% 0.455%
27 11.951 861 863 864 rBvV 93000 88429 3.16% 0.345%
28 12.339 894 897 898 rVvB 63691 71060 2.54% 0.277%
29 12.591 914 919 923 rBV 115409 155320 5.56% 0.606%
30 12.705 927 929 931 rBV 64782 51903 1.86% 0.203%
31 12.831 937 940 942 rBV 2260262 2044814 73.15% 7.984%
32 13.059 958 960 963 rBvV 56339 55980 2.00% 0.219%
33 13.311 980 982 984 rVB 29919 29701 1.06% 0.116%
34 13.402 988 990 992 rvv 58331 52098 1.86% 0.203%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086196.D

Aca On > 9 Apr 2016 4:21

Operator : UM/SJ

Sample : H2346-06

Misc :

ALS Vial : 35 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-BF040216.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.734 1016 1019 1025 rBV 185364 306032 10.95% 1.195%

36 13.882 1029 1032 1034 rBV 681465 642995 23.00% 2.510%
37 14.042 1044 1046 1052 rBV 96537 102801 3.68% 0.401%
38 14.351 1070 1073 1074 rBV 125367 133116 4.76% 0.520%
39 14.534 1085 1089 1091 rBV5 14504 45829 1.64% 0.179%
40 14.637 1095 1098 1100 rBVZ2 94770 158737 5.68% 0.620%

41 14.705 1102 1104 1106 rVv2 44053 63651 2.28% 0.249%
42 14.945 1123 1125 1128 rVB 89424 93754 3.35% 0.366%
43 15.277 1151 1154 1159 rBVY 463602 579887 20.75% 2.264%
44 15.677 1187 1189 1191 rBV 34951 55128 1.97% 0.215%
45 16.111 1225 1227 1230 rBY 24241 45674 1.63% 0.178%
46 16.637 1271 1273 1278 rVB 20805 40051 1.43% 0.156%

47 18.923 1469 1473 1481 rVB5 54760 180236 6.45% 0.704%

Sum of corrected areas: 25612711
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086196.D

Aca On > 9 Apr 2016 4:21

Operator : UM/SJ

Sample : H2346-06

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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: BF086196.D

2500000
533 6.38

2000000 6.89

7.30
1500000

1000000
6.73

500000
4.90

573 | 7.78

L e e e A A

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF086196.D

2500000
12.83

2000000

1500000 10.56

1000000

8.01 9.77 11.24
500000

N 1 31-95 -
ﬂ 9. 10.20] 0.4J LA\]_OBG 1. .30 /\ 11, Q 12/\.34 /\§§'; 13’\.06 ]31:%_!_40 j\

o+l A e e A e A A A A

T
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: BF086196.D

2500000
2000000
1500000

1000000

13.88

15.28
500000

14.04 1433 1448411495 jk 1568  16.11 16.64 18,92

e B e e —————ME—————— b 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:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086196.D

Aca On > 9 Apr 2016 4:21

Operator : UM/SJ

Sample : H2346-06

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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.

4.90 15.77 ng 519910 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 246 (4.898 min): BF086196.D (-243) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 SRS N
| 83.1 4.60 4.80 5.00 5.20
Obrrr el e e m/z 59.10 62.34%
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 AR RAREE RN
59.0 4.60 4.80 5.00 5.20
0,
150 4, 1010 m/z 101.10 25.34%
0'”IJ”P'“ﬂ'”ﬂ“'P”h'”W”'Eiql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520
5000 41.0 m/z 58.10 16.52%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3098: 5-Hexen-2-one R Amasmae s
43.0 4.60 4.80 5.00 5.20
m/z 41.10 9.29%
5000
55.0
27.0
Bo= 710 830 980
U AR R RS AN NRARS R RARLS RSN LARANARSS SRS SARAN SARRS IR L “"w"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20

8270-BF040216.M Mon Apr 11 18:37:33 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086196.D

Aca On > 9 Apr 2016 4:21

Operator : UM/SJ

Sample : H2346-06

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 unknown6.50 Concentration Rank 1

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

6.50 76.68 ng 2528430 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 386 (6.499 min): BF086196.D (-384) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 ISR RS S LR
400 541 | 850 | 20 6.20 6.40 6.60 6.80
Obrrprrrrprrer e i ot b o Ot || M7Z 68,10 38.38%
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 DR LR SR R
6.20 6.40 6.60 6.80
2.0 510 ‘ m/z 134.10 33.40%
0 L1 H 1 L 1
LA L LR L IR IR IR NN INRARE LA AR BRSNS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 6.80
5000 67.0 m/z 66.10 24.39%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14006: 5-Aminoindole A e e

132.0 6.20 6.40 6.60 6.80
m/z 96.10 16.05%

5000

104.0
66.0
140 27.0 390 510 70 g90 || 1150 ||

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086196.D

Aca On > 9 Apr 2016 4:21

Operator : UM/SJ

Sample : H2346-06

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 17
R.T. EstConc Area Relative to ISTD R.T.
10.20 2.02 ng 78342 Acenaphthene-d10 9.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Heneicosane 296 C21H44 000629-94-7 86
5 Nonadecane 268 C19H40 000629-92-5 83

Abundance Scan 710 (10.202 min): BF086196.D (-708) (-) m/z 57.10 100.00%

57.1

5000

9.80 10.00 10.20 10.40 10.60

0! m/z 71.10 68.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55008: Tetradecane
57.0
5000 85.0
9.80 10.00 10.20 10.40 10.60
29.0 m/z 43.10 65.83%
0 \‘ ‘ il A 1130 i 141.0 169.0 1980
”.“.”,”.w.”.“.”,”.w.”.“.”,”...”...”,”.w.
m/z--> 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
_rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l'
85.0 9.80 10.00 10.20 10.40 10.60
5000 m/z 85.10 51.83%
29.0
. 130 1410 1600 1970 240.0
T T T T T T T T T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73963: Hexadecane
57.0 9.80 10.00 10.20 10.40 10.60
m/z 41.10 28.27%
5000 85.0
29.0
0 | ‘ W o, 1180 1410 1600 197.0 226.0
LI o o e o B R BB REEEEES s e B T B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 980 10. OO 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086196.D

Aca On > 9 Apr 2016 4:21

Operator : UM/SJ

Sample : H2346-06

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.67 5.32 ng 179268 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexadecane 226 C16H34 000544-76-3 90
5 Nonadecane 268 C19H40 000629-92-5 87

Abundance Scan 751 (10.670 min): BF086196.D (-749) (-) m/z 57.10 100.00%

57.1

5000

10.40 10.60 10.80 11.00

1131 1410 169.2

0! m/z 71.10 70.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107652: Eicosane
57.0
85.0 10.40 10.60 10.80 11.00
29.0 m/z 43.10 64 .39%
0 ‘ h\ " 11:\3 0 141.0 169.0 282.0
,,,,,,,,, R N R ARARERE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
T T T
85.0 10.40 10.60 10.80 11.00
5000 m/z 85.10 48_.23%
29.0 113.0

141.0 169.0 197.0 240.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane
57.0 10.40 10.60 10.80 11.00
m/z 41.10 29.84%
85.0
5000
29.0 113.0
0 “ 1410 1600 197.0 2250 2530 2960
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 40 10. 60 10. 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086196.D

Aca On > 9 Apr 2016 4:21

Operator : UM/SJ

Sample : H2346-06

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 n-Hexadecanoic acid Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.78 3.46 ng 116437 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 Tritetracontane 605 C43H88 007098-21-7 11
4 Tetratriacontane 479 C34H70 014167-59-0 11
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 11

Abundance Scan 848 (11.779 min): BF086196.D (-846) (-) m/z 73.10 100.00%
73.1
5000 1291 k
e B N )
213.2 11.40 11.60 11.80 12.00
Oy m/z 43.10 81.78%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #92227: n-Hexadecanoic acid
43.0
5000 LI L L L L L L L LB}
11.40 11.60 11.80 12.00
0.0 56,0 m/z 60.10 76.58%
o | 129. 185.0 56.
T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
73.0
R R o R Ga s )
11.40 11.60 11.80 12.00
m/z 57.10 65.71%
5000 1290
228.0
27.0
0 181.0
R o e o o AR R R R s a s s S R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172667: Tritetracontane B L e BT e
57.0 11.40 11.60 11.80 12.00
m/z 55.10 60.71%
- M/M/\JL/V\JMJwJ\/
0 1? 169.0 225.0 281.0 337.0 393.0 463.0 519.0 575.0
L i s o A RN B o e S AR RN R R e R s )
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086196.D

Aca On > 9 Apr 2016 4:21

Operator : UM/SJ

Sample : H2346-06

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Heneicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.95 2.62 ng 88429 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91

Abundance Scan 863 (11.951 min): BF086196.D (-861) (-) m/z 57.10 100.00%

57.1

5000

11.60 11.80 12.00 12.20

113.1 141.1 1691

0! m/z 71.10 76.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane
57.0
85.0
5000 LA L L L L L LB L L B
11.60 11.80 12.00 12.20
m/z 43.10 61.81%
29 0 113.0
. L1410 1690 197.0 2250 2530 2960
.”,””P.”P”.P”q.”wnuluup.npn..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
T T
85.0 11.60 11.80 12.00 12.20
5000 m/z 85.10 51.34%
29.0 113.0

141.0 169.0 197.0 240.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #91036: Octadecane LN e S e
57.0 11.60 11.80 12.00 12.20
m/z 41.10 25.22%
5000 85.0
290 113.0
ol L4 | [ 1410 1600 197.0 2250 2540
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086196.D

Aca On > 9 Apr 2016 4:21

Operator : UM/SJ

Sample : H2346-06

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 17-Pentatriacontene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.73 9.52 ng 306032 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 74
2 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 70
3 1-Octadecene 252 C18H36 000112-88-9 58
4 11-Tricosene 322 C23H46 052078-56-5 58
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 58
Abundance Scan 1019 (13.734 min): BF086196.D (-1016) (-) m/z 57.10 100.00%
57.1
%2 100, 1540 1360 1380 1400
Oy . m/z 43.10 69.86%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43.0
5000 83.0 RSN SRR SURRRE
13.40 13.60 13.80 14.00
m/z 71.10 68.20%
. ‘ 5% 1670 2100 26703070 490.0
m/z--> 55 160 1éo 260 2éo 300 3%0 460 4%0 '
Abundance
57.0
97.0 RN SRR SURRRE
13.40 13.60 13.80 14.00
5000 m/z 55.10 58.28%
o 139.0 210.0 250.0
m/z--> 55 160 1éo 260 2éo 360 3%0 460 4%0 '
Abundance #89783: 1-Octadecene A e
7.0 13.40 13.60 13.80 14.00
97.0 m/z 83.10 53.73%
- AJ\_J\\AM
O |"|J'| "%??.?'{8212 ' "%SF:q LD DA DA UL L RN BN SUR
m/z--> 50 100 150 200 250 300 350 400 450 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086196.D

Aca On > 9 Apr 2016 4:21

Operator : UM/SJ

Sample : H2346-06

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Octacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.04 3.20 ng 102801 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Eicosane 282 C20H42 000112-95-8 90
Abundance Scan 1046 (14.042 min): BF086196.D (-1044) (-) m/z 57.10 100.00%
57.1
5000
9t "' 13.80 14.00 14.20 14.40
141.1 . : : :
N .J'.‘|, L 82 3%2 m/z 71.10 70.53%
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57.0
5000 LR SUNILE SO SN S
13.80 14.00 14.20 14.40
99.0 m/z 43.10 58.16%
o 27,0, ‘ | ||, 1410 183.0 2250 281.0 337.0 394.0
m/z--> 55 160 1%0 260 250 360 350 '
Abundance
57.0
"' 13.80 14.00 14.20 14.40
5000 m/z 85.10 51.41%
99.0
27.0 141.0 183.0 225.0 266.0296.0
m/z--> 55 160 1%0 260 250 360 3%0 '
Abundance #123100: Pentadecane, 8-heptyl- R mateat e
57.0 13.80 14.00 14.20 14.40
m/z 55.10 22.60%
5000
| 0 210.0
o 270) | ||| 1410 1760 “ ) Y240.0 309.0
m/z--> 5'0 1(')0 1&1,0 2(')0 251;0 3(')0 351;0 13.|80 14.'00 14.'20 14.'40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086196.D

Aca On > 9 Apr 2016 4:21

Operator : UM/SJ

Sample : H2346-06

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.35 4.14 ng 133116 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 1073 (14.351 min): BF086196.D (-1070) (-) m/z 57.10 100.00%
57.1
5000
o 14150 1426 10 s |
141.2 1832 . . . .
ol .|,I.J.- ‘|, Lt 18822201 2811 8271 8914l o791 10 75.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #82608: Heptadecane
57.0
5000 A SRR B I B

14.00 14.20 14.40 14.60
99.0 m/z 85.10 55.91%

oL 270 ‘ | A u‘ | 1410 183 o 240.0
—_——r s
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
= =
14.00 14.20 14.40 14.60
5000 m/z 43.10 54.19%
99.0
27,0 141.0 183, 0 225.0 266.0296.0
e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #155177: Octacosane R e EEaE L
57.0 14.00 14.20 14.40 14.60
m/z 99.10 22.04%
5000
99.0
oL 210 ‘ I i %41 0 1830 2250 2810 337.0 394.0
....,....,.... Tt A T T T e ]
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086196.D

Aca On > 9 Apr 2016 4:21

Operator : UM/SJ

Sample : H2346-06

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 2-Thiopheneacetic acid, 4-t... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

1464 5.47ng 158737  Perylene-di2 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Thiopheneacetic acid. 4-tetrad... 338 C20H3402S

1000280-67-0 86

2 Dodecane. l-iodo- 296 C12H251 004292-19-7 86
3 Nonadecane 268 C19H40 000629-92-5 86
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
5 Pentadecane 212 C15H32 000629-62-9 80
Abundance Scan 1098 (14.637 min): BF086196.D (-1095) (-) m/z 57.10 100.00%
571.1
85.1
5000
113.1 " 14.40 14.60 14.80 15.00
141.2  183.1211.2 .
o B A R S - Ay i O R T3 71
m/z--> 50 100 150 200 250 300 350
Abundance #136331: 2-Thiopheneacetic acid, 4-tetradecy! ester
510 970
5000 LA L L L L L L L L L
14.40 14.60 14.80 15.00
20.0 m/z 43.10 63.61%
" ‘ ‘ 142.0 196.0 338.0
oLl gd ), M0 aee0 O
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
" 14.40 14.60 14.80 15.00
5000 85.0 m/z 85.10 54.88%
29.0
. 113.0 155-0183.0
m/z--> 5IO l(I)O 15I0 200 ZéO 300 350
Abundance #99477: Nonadecane L e A A
57.0 14.40 14.60 14.80 15.00
m/z 55.10 24 .48%
5000 85.0
29.0
Ll | 1301101690197.02050 2680
m/z--> 5IO l(I)O 150 200 ZéO 300 350 14.I40 14!60 14!80 15.I00

8270-BF040216.M Mon Apr 11 18:37:42 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086196.D

Aca On > 9 Apr 2016 4:21

Operator : UM/SJ

Sample : H2346-06

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 2,6,10-Dodecatrien-1-ol, 3,... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.71 2.20 ng 63651 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 80
2 Saualene 410 C30H50 007683-64-9 74
3 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 72
4 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 72
5 Hexadeca-2,6,10,14-tetraen-1-ol,... 290 C20H340 007614-21-3 64
Abundance Scan 1104 (14.705 min): BF086196.D (-1102) (-) m/z 69.10 100.00%
69.1
5000 Mh
09.1 LA BN BN SRR
47.1 191.1 283.1 14.40 14.60 14.80 15.00
O l e ~'.-.-'|f,'ll b 3922 "m/z 81.10 56.16%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #70980: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-
69.0
5000 L B BB B B
mmmmmmmm
m/z 95.10 23.09%
28. WO 191.0
0..“H““Hl“”““}490 ||22|3|0| —
miz--> 0 50 100 150 200 250 300 350 400
Abundance
69.0
14.40 14.60 14.80 15.00
5000 m/z 41.10 22 .29%
) 105, 0137.0 191.0 231.0 273.0 341.0 410.0 m
miz--> 0 éo 160 150 260 250 300 3%0 460
Abundance #158521: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23... L
69.0 14.40 14.60 14.80 15.00
m/z 109.10 13.23%
o VN\/MJpwavf\j\\/vLAJv”\NV\V
7.0
miz--> 0 5'0 1(')0 150 2(')0 250 300 3&1,0 4(')0 14. 40 14 60 14. 80 15. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086196.D

Aca On > 9 Apr 2016 4:21

Operator : UM/SJ

Sample : H2346-06

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 17 2,4a,8,8-Tetramethyldecahyd... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.92 6.22 ng 180236 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4a.8.8-Tetramethvldecahvdrocvc... 206 C15H26 074022-04-1 86
2 5-Bromo-4-o0x0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 60
3 Cvclohexanone. 2.3.3-trimethvl-2... 206 C14H220 069296-91-9 55
4 1.4-Dihvdrothuiopsene-(11) 206 C15H26 159087-74-8 30
5 (+)-(2)-Longipinane 206 C15H26 1000156-12-3 30
Abundance Scan 1473 (18 923 min): BF086196.D (-1469) (-) m/z 69.10 100.00%
T W/W
5000
41.1 163.1
205.2231.2 273.2
348.2 RN SN SRR U
| || 18.60 18.80 19.00 19.20
0! B e m/z 123.10 97.74%
m/z--> 50 100 150 200 250 300 350
Abundance #60316: 2,4a,8,8-Tetramethyldecahydrocyclopropa[d]naphthalene
81.0 123.0
41.0
5000 191.0 AR ISR IR RN
18. 60 18. 80 19.00 19.20
‘ m/z 95.10 83.06%
0‘ HI — —— —— r
m/z--> 200 250 300 350
Abundance
109.0
450 137.0 J150 15150 1680 19,00 1050
5000 8.0 m/z 109.10 80.15%
180 W‘\/\,\N\/W
0"'I""I""""""I""""'
m/z--> 50 100 150 200 250 300 350
Abundance #60268: Cyclohexanone, 2,3,3-trimethyl-2-(3-methyl-1,3-but... R R mEEE
123.0 18.60 18.80 19.00 19.20
95.0 206.0 m/z 81.10 77.39%
2% T W/»\/\’\/\F\N\A\’“
69.
L] o
0% II""'I "" LN L T T AR N A
m/z--> 50 100 150 200 250 300 350 18.60 18.80 19.00 19.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040816\
Data File : BF086196.D

Acq On > 9 Apr 2016 4:21

Operator : UM/SJ

Sample - H2346-06

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040216_.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 .90 15.8 ng 519910 1 6.73 659449 20.0
unknown6 .50 6.50 76.7 ng 2528430 1 6.73 659449 20.0
Tetradecane 10.20 2.0 ng 78342 3 9.77 777071 20.0
Eicosane 10.67 5.3 ng 179268 4 11.24 673781 20.0
n-Hexadecanoic acid 11.78 3.5 ng 116437 4 11.24 673781 20.0
Heneicosane 11.95 2.6 ng 88429 4 11.24 673781 20.0
17-Pentatriacontene 13.73 9.5 ng 306032 5 13.88 642995 20.0
Octacosane 14 .04 3.2 ng 102801 5 13.88 642995 20.0
Heptadecane 14.35 4.1 ng 133116 5 13.88 642995 20.0
2-Thiopheneacetic... 14.64 5.5 ng 158737 6 15.28 579887 20.0
2,6,10-Dodecatrie... 14.71 2.2 ng 63651 6 15.28 579887 20.0
2,4a,8,8-Tetramet... 18.92 6.2 ng 180236 6 15.28 579887 20.0

8270-BF040216.M Mon Apr 11 18:37:43 2016 Page: 16



