LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086185.D

Aca On : 8 Apr 2016 23:13

Operator : UM/SJ

Sample : H2366-02

Misc :

ALS Vial : 24 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 4.898 244 246 258 rBV 294184 629807 18.73% 2.073%
2 5.321 281 283 286 rBVY 2097295 2880599 85.68% 9.480%
3 5.733 314 319 328 rBV 38671 61638 1.83% 0.203%
4 6.373 373 375 378 rBVY 2024789 3083078 91.70% 10.147%
5 6.498 383 386 388 rBY 3066854 3062668 91.09% 10.080%
6 6.727 404 406 409 rBV 810680 749043 22.28% 2.465%
7 6.887 417 420 422 rBV 1840412 2507464 74.58% 8.252%
8 7.299 454 456 458 rBY 2032888 1998849 59.45% 6.578%
9 7.413 463 466 471 rVB3 19388 48508 1.44% 0.160%
10 8.007 516 518 521 rBV 891634 995998 29.62% 3.278%

11 9.093 610 613 615 rBV 3162273 3362230 100.00% 11.065%
12 9.173 617 620 621 rBvV 58367 51767 1.54% 0.170%
13 9.482 646 647 650 rBvV 315550 403702 12.01% 1.329%
14 9.699 664 666 668 rvB 133777 105297 3.13% 0.347%
15 9.756 669 671 674 rVvV 701121 954347 28.38% 3.141%

16 9.927 683 686 688 rBv2 20244 39951 1.19% 0.131%
17 10.019 692 694 696 rvv2 35489 36611 1.09% 0.120%
18 10.202 708 710 711 rVB 99499 132567 3.94% 0.436%
19 10.419 725 729 732 rBV 51989 86533 2.57% 0.285%

20 10.556 738 741 743 rBV 1710731 1868831 55.58% 6.150%

21 10.670 749 751 755 rVB 143071 194070 5.77% 0.639%

22 10.865 765 768 769 rBV3 23735 35291 1.05% 0.116%
23 11.116 788 790 791 rBV 96864 89034 2.65% 0.293%
24 11.139 791 792 796 rVB2 40489 52658 1.57% 0.173%
25 11.242 799 801 805 rBV 1019014 1013224 30.14% 3.335%
26 11.539 825 827 829 rVB 59299 46137 1.37% 0.152%
27 11.779 846 848 853 rBvV2 284276 309254 9.20% 1.018%
28 11.950 861 863 864 rBvV 30881 40250 1.20% 0.132%
29 12.293 891 893 895 rBvV 35223 45500 1.35% 0.150%
30 12.328 895 896 900 rvB 41530 53518 1.59% 0.176%

31 12.453 906 907 909 rBV 123313 159036 4.73% 0.523%
32 12.556 914 916 919 rBV 82369 144329 4._.29% 0.475%
33 12.682 925 927 931 rVB2 134025 195021 5.80% 0.642%
34 12.831 937 940 942 rBV 2303059 2355845 70.07% 7.753%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086185.D

Aca On : 8 Apr 2016 23:13

Operator : UM/SJ

Sample : H2366-02

Misc :

ALS Vial : 24 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

35 13.059 958 960 961 rBvV 74768 63514 1.89% 0.209%
36 13.311 980 982 985 rBv4 29460 35790 1.06% 0.118%
37 13.402 988 990 991 rBvV 65838 62760 1.87% 0.207%
38 13.882 1029 1032 1034 rBV 602204 745582 22.18% 2.454%
39 14.042 1044 1046 1050 rBV 68310 95947 2.85% 0.316%
40 14.351 1071 1073 1074 rBV 50325 60039 1.79% 0.198%

41 14.625 1095 1097 1101 rBV2 332212 439181 13.06% 1.445%
42 15.277 1152 1154 1157 rBV 507337 629992 18.74% 2.073%
43 15.871 1204 1206 1213 rVB 89018 202276 6.02% 0.666%
44 16.259 1238 1240 1245 rVB 66404 138640 4.12% 0.456%
45 16.637 1270 1273 1277 rVV2 51214 118674 3.53% 0.391%

Sum of corrected areas: 30385050
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086185.D

Aca On : 8 Apr 2016 23:13

Operator : UM/SJ

Sample : H2366-02

Misc :

ALS Vial : 24 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

Abundance TIC: BF086185.D
3000000 6,50

2500000

5.32 6.37 7.30
2000000 6.89

1500000

1000000 6.73

500000
4.90

5.73 | \7.41

e T T s LB i Lui

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: BF086185.D

3000000

2500000 12.83

2000000
10.56

1500000

11.24
1000000718.01

500000

9. 0.20 . , . Hh56. 13.06 131840
ol e | O omodioa{ihom i 1 e e iR SR
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: BF086185.D
3000000

2500000
2000000
1500000

1000000
13.88 15.28

14.63

500000
14.04 14.35 1587 1626  16.64

ot

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 : BF086185.D

Aca On : 8 Apr 2016 23:13

Operator : UM/SJ

Sample : H2366-02

Misc :

ALS Vial : 24 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.90 16.82 ng 629807 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 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 246 (4.898 min): BF086185.D (-244) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 SN S S ——
| 831 4.60 4.80 5.00 5.20
0'”I””P'“P'JM“'PAW'”W”'W“”I”JP'”P”'P”W'”W”'W m/z 59.10 60.33%
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
59.0 460 4.80 5.00 5.20
0
150 4, 1010 m/z 101.10 24 .40%
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 17.15%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4-methy!l- R Rama s . ™
43.0 460 480 500 520

m/z 41.10 8.59%

5000
15.0 10 101.0
‘ 27.0 56.0 : ‘
AT | | , 86.0 |

o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086185.D

Aca On : 8 Apr 2016 23:13

Operator : UM/SJ

Sample : H2366-02

Misc :

ALS Vial : 24 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 2 unknown6.50 Concentration Rank 1

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

6.50 81.78 ng 3062670 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 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 386 (6.498 min): BF086185.D (-383) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 ISR LR LR
40.0 540 | 85.0 | 21 6.20 6.40 6.60 6.80
Obrrprrrrprrer e i ot b et || M/Z 68.10 36 69%
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 LR
6.20 6.40 6.60 6.80
2.0 510 m/z 134.10 33.53%
0 L1 H N !
LA AR AR SRS UL AR RS NS RN RS LU S SN BARAE SR
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 23.48%
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
Abundance #14013: 1H-Benzimidazole, 2-methyl- ...,..../\,....,....,....,
132.0 6.20 6.40 6.60 6.80

m/z 96.10 16.23%

5000

63.0
15.0 280 390 520 m 77‘0 90\9 10401160 ‘

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086185.D

Aca On : 8 Apr 2016 23:13

Operator : UM/SJ

Sample : H2366-02

Misc :

ALS Vial : 24 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 4 Heptadecane Concentration Rank 13

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

9.70 2.21 ng 105297 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 83
3 Eicosane 282 C20H42 000112-95-8 83
4 Hexadecane 226 C16H34 000544-76-3 80
5 Tridecane 184 C13H28 000629-50-5 72

Abundance Scan 666 (9.699 min): BF086185.D (-664) (-) m/z 57.10 100.00%
51.1
o ! &,AM
—v—v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|
1131 1411 9.40 9.60 9.80 10.00
o : m/z 43.10 70.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82608: Heptadecane
57.0
85.0
5000 TTTpTTTTIT T T T T T T T T

9.40 9.60 9.80 10.00
29.0 m/z 71.10 63.79%

0 \‘ | ‘\ ‘1130 14;0 169.0 197.0 2400
“w'“w'“w'“w“'w“'w“'w“"“"“"“"“"“'w“'w“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
9.40 9.60 9.80 10.00
5000 m/z 85.10 43.83%
85.0
29.0 141.0
0 113.0 169.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane R S e R B S R
57.0 9.40 9.60 9.80 10.00
m/z 41.10 31.95%
5000
85.0
29.0
o L Ly 1130 1410 169.0 282.0
e e e e e e e e e e R AAa !
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086185.D

Aca On : 8 Apr 2016 23:13

Operator : UM/SJ

Sample : H2366-02

Misc :

ALS Vial : 24 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 6 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.67 3.83 ng 194070 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 90
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 90

Abundance Scan 751 (10.670 min): BF086185.D (-749) (-) m/z 57.10 100.00%

57.1

5000

10.40 10.60 10.80 11.00

141.1 169.1101.8

0! m/z 71.10 75.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107652: Eicosane
57.0
5000 LA L L L L L L L
85.0 10.40 10.60 10.80 11.00
29.0 m/z 43.10 66 .49%
0 ‘ h\ " Jll?o 141.0 169.0 282.0
.”,””P.”P”.P”q.”wnulnup.upn..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
I e B e R R
10.40 10.60 10.80 11.00
0
5000 a0 m/z 85.10 49.39%
29.0

113.0 141.0 169.0 197.0 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane Ll B e I
57.0 10.40 10.60 10.80 11.00
m/z 41.10 29.40%
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 40 10. 60 10. 80 11.00

8270-BF040216.M Mon Apr 11 18:32:48 2016 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086185.D

Aca On : 8 Apr 2016 23:13

Operator : UM/SJ

Sample : H2366-02

Misc :

ALS Vial : 24 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 7 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.78 6.10 ng 309254 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 n-Decanoic acid 172 C10H2002 000334-48-5 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Undecane 156 C11H24 001120-21-4 11
Abundance Scan 848 (11.779 min): BF086185.D (-846) (-) m/z 73.10 100.00%
431 3t
5000
129.1 192.1
97.1 e e
157.1 213.2 56,2 11,40 1160 11.80 12.00
0! m/z 60.10 82.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 L DA UL SO UM
11.40 11.60 11.80 12.00
1200 2560 m/z 43.10 79.77%
. I L0 1490 1710 194,02130 237,07
m/z--> 25 45 ' 80 100 120 150 160 180 200 220 240 260
Abundance
43.0 | 73.0
1140 11.60 1180 12.00
0
5000 1290 m/z 57.10 67.09%
185.0
97.0
) 180 1570 228.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #37192: n-Decanoic acid e e
60.0 11.40 11.60 11.80 12.00
410 m/z 55.10 62.36%
5000 129.0
172.0
A O (PP b i
m/z--> 20 40 60 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:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086185.D

Aca On : 8 Apr 2016 23:13

Operator : UM/SJ

Sample : H2366-02

Misc :

ALS Vial : 24 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 Dodecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.56 2.85 ng 144329 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 53
2 Amvl Nitrite 117 C5H11NO2 000110-46-3 35
3 Decane 142 C10H22 000124-18-5 25
4 2.3.4.5-Tetrahvdroxvpentanal 150 C5H1005 053106-52-8 22
5 Pentafluoropropionic acid, penta... 374 C18H31F502 1000280-07-5 11
Abundance Scan 916 (12.556 min): BF086185.D (-914) (-) m/z 43.10 100.00%

1 73.0

5000
150 1741 2021 2261 12.20 12.40 12.60 12.80
o m/z 73.05 93.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56047: Dodecanoic acid
73.0
43.0
5000
129.0 200.0 12.20 12.40 12.60 12.80
‘ 157.0 : m/z 57.10 82.80%
0 \ \H

‘ ‘ 101.0
ELCHI It M TR ---‘.--‘-1?.1-9--.‘----.----.--
m/z--> 20 40 60 100 120 140 160 180 200 220 240
Abundance

29.0

57.0 T
12.20 12.40 12.60 12.80
5000 m/z 60.10 81.06%
86.0 116.0
o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #18421: Decane SMBBEY A Mt V2V SN
57.0 12.20 12.40 12.60 12.80

m/z 55.10 79.01%

5000
85.0
29.0

H\ ‘ | Il 113.0 14\2 0

0.”,ﬂkw.”.“n”,”.w.”.“.”,”.w.”...”,”.w.”.“. .

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12 20 12. 40 12. 60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086185.D

Aca On : 8 Apr 2016 23:13

Operator : UM/SJ

Sample : H2366-02

Misc :

ALS Vial : 24 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 12
R.T. EstConc Area Relative to ISTD R.T.
14 .04 2.57 ng 95947 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 87
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 86
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 80
5 Tetracosane 338 C24H50 000646-31-1 80
Abundance Scan 1046 (14.042 min): BF086185.D (-1044) (-) m/z 57.10 100.00%
57.1
85.1
5000
131 1651 202 toe 2481 2772 1580 14100 14120 1440
0...,....i|'.'..|,....,....|..%Hwﬁh%&w%%g&vﬁ+ww m/z 71.10 82.27%
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 LI B B BRI UL
13. 80 14. oo 14. 20 14. 40
0.0 1130 m/z 43.10 65.62%
e stoterabe o 4101690 1070 2250 2530 2960
m/z--> 25 Jo eb 80 160 150 140 160 180 200 220 240 260 280 360
Abundance
57.0
"' 13:80 14.00 14.20 14.40
5000 85.0 m/z 85.10 62.28%
29.0

113.0 210.0
141.0 189.0 239.0 266.0  309.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99487: Octadecane, 2-methyl- e RARREEE RS
57.0 13.80 14.00 14.20 14.40
m/z 55.10 19.48%
5000 85.0
29.0
oL Tl M30,1410 1690 107.0 2270 2530
A e e e e R B R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 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 : BF086185.D

Aca On : 8 Apr 2016 23:13

Operator : UM/SJ

Sample : H2366-02

Misc :

ALS Vial : 24 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 10 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.63 13.94 ng 439181 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 90
2 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 78
3 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 50
4 Octadecanamide 283 C18H37NO 000124-26-5 47
5 1,1,2-Trimethyl-1-silacyclobutane 114 C6H14Si 030681-90-4 38
Abundance Scan 1097 (14.625 min): BF086185.D (-1095) (-) m/z 59.10 100.00%
549.1
5000 A\»
|\ 831 114.1 " 1440 14'60 14.80 15.00
11401 14.40 14.60 14.80 15.00
o ..-,'...'.| . 170.1 198.2221.2  263.1 294.3320.3 77 7210 75 830
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #106877: 9-Octadecenamide, (2)-
59.0
5000
14.40 14.60 14.80 15.00
980 126.0 m/z 55.10 48.51%
. “\ I ' 154.0 1840910, 2380 2010
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59.0
14,40 14.60 14.80 15.00
5000 m/z 69.10 31.43%
137.0
830 1150

165.0 193.0 240.0 267.0 2940  337.0

r

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #75549: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-... AR Baa T e
14.40 14.60 14.80 15.00
m/z 43.10 28.49%
5000

:

83.0 111.0 141.0 170.0196.0 229.0

’ I I I
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.40 14.60 14.80 15.00

8270-BF040216.M Mon Apr 11 18:32:50 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086185.D

Aca On : 8 Apr 2016 23:13

Operator : UM/SJ

Sample : H2366-02

Misc :

ALS Vial : 24 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 11 unknownl15.87 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.87 6.42 ng 202276 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-dodecvltetradecahv... 360 C26H48 055401-75-7 32
2 Anthracene. 9-cvclohexvltetradec... 274 C20H34 055255-70-4 30
3 5-(p-Aminophenvl)-2-thiazolamine 191 C9HON3S 090349-87-4 25
4 4H-1.3-Benzodioxin-4-one. 2-(1.1... 266 C16H2603 124899-18-9 14
5 Divinylbis(cyclopropyl)silane 164 C10OH16Si 1000109-95-2 14
Abundance Scan 1206 (15.871 min): BF086185.D (-1204) (-) m/z 191.15 100.00%
19.2
95.1
5000
55.1 37.2 e —
245.2 278.2 316.2 383.4 15.60 15.80 16.00 16.20
0 J+LrL‘v—v‘—r“‘|-‘1—“v'|‘Ir"1L‘|—v—|1—v—v—|—v—v—rl—v— m/Z 95-10 58-94%
m/z--> 50 100 150 200 250 300 350
Abundance #145074: Anthracene, 9-dodecyltetradecahydro-
191.0
95.0
5000 LR B B SR B
43.0 15.60 15.80 16.00 16.20
135.0 m/z 69.10 44 _55Y%
ob—— \I\ Im" \L\ “l“‘.‘““l A .H .‘. ‘I : .“. ) 2.2.09. |2(.3‘4.0. |30|3'IO| : |3|6l0.?| :
m/z--> 50 100 150 200 250 300 350
Abundance
95.0
41.0 191.0 L U BN BN B
15.60 15.80 16.00 16.20
5000 m/z 177.20 44 _43%
135.0 274.0
0""|""|""|""|'2'25';'q U U PR
m/z--> 50 100 150 200 250 300 350
Abundance #50017: 5-(p-Aminophenyl)-2-thiazolamine B A RRREE R
191.0 15.60 15.80 16.00 16.20
m/z 81.10 42 .34%
5000
136.0
18.0 65.0 ]'\OLL‘P'OJ \L‘ | J L

T T T I T
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086185.D

Aca On : 8 Apr 2016 23:13

Operator : UM/SJ

Sample : H2366-02

Misc :

ALS Vial : 24 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 12 _beta.-iso-Methyl ionone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.26 4.40 ng 138640 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso- Methvl ionone 206 C14H220 1000285-40-2 50
2 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 42
3 1-Cvclohexene., 1.3.3—trimethvl—2... 206 C14H220 1000197-08-4 38
4 4.5-Dihvdrothiazol-4-one. 2-(2-m... 222 C10H10N202S 022476-61-5 35
5 4-(3H-Imidazo[4,5-b]pyridin-2-yl. .. 342 C15H18N8S 1000276-08-2 32
Abundance Scan 1240 (16.259 min): BF086185.D (-1238) (-) m/z 191.15 100.00%
194.2
5000 i MN\_\//
55.1 372
op51 2801 3162 397.4 16.00 16.20 16.40 16.60
0 . m/z 95.10 47 .65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60190: .beta.-iso-Methyl ionone
191.0
5000280 LA L L L L L L LB
16.00 16.20 16.40 16.60
950 1350 m/z 81.10 39.79%
0...|....|....|...|....|.... ———T ]
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
" 16.00 16.20 16.40 16.60
5000 57.0 m/z 69.10 37.32%
107.0 149.0
-~ 77—
m/z--> 50 100 150 200 250 300 350 400
Abundance #60261: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en... B A B

19.0 16.00 16.20 16.40 16.60
m/z 123.10 35.74%

5000 430
123.0

Lol e |

ol el b e L AR oo

m/z--> 50 100 150 200 250 300 350 400 16. OO 16 20 16. 40 16. 60

8270-BF040216.M Mon Apr 11 18:32:52 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086185.D

Aca On : 8 Apr 2016 23:13

Operator : UM/SJ

Sample : H2366-02

Misc :

ALS Vial : 24 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 13 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.64 3.77 ng 118674 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 87
2 Pentadecane 212 C15H32 000629-62-9 52
3 Heneicosane 296 C21H44 000629-94-7 43
4 Tetracosane 338 C24H50 000646-31-1 43
5 Octacosane 394 C28H58 000630-02-4 43
Abundance Scan 1273 (16.637 min): BF086185.D (-1270) (-) m/z 57.10 100.00%
57.1
276.1
85.1
5000
) 245.2 LR BN AN B B
Ly | i ﬁ38 L1681 2121 355.2 16.40 16.60 16.80 17.00
0l Ll m/z 71.10 76.41%
m/z--> 50 100 150 200 250 300 350
Abundance #99477: Nonadecane
57.0
5000 85.0 RN UL BN SR SUM
16.40 16.60 16.80 17.00
29.0 m/z 276.10 74 .36%
: 113.0
0 \‘ A| ‘\ H\ Il u‘ l ‘\14:}'0\16‘9'0197'0225'0 26\80
m/z--> 55 160 1%0 260 250 300 3%0
Abundance
57.0
' 16.40 16.60 16.80 17.00
5000, 220 850 m/z 85.10 58.11%
113014101690 227 w
o—Ah e b
m/z--> 55 160 1%0 260 250 300 3%0
Abundance #115569: Heneicosane R AN EEEa T S S
57.0 16.40 16.60 16.80 17.00
m/z 43.10 55.96%
5000 85.0
oL 0L | [P 01e101600197.0025.00530  296.0
m/z--> 55 160 1%0 260 250 300 3%0 1&40 1&60 1&80 Ifoo
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040816\
Data File : BF086185.D

Acq On : 8 Apr 2016 23:13

Operator : UM/SJ

Sample - H2366-02

Misc :

ALS Vial : 24 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4 .90 16.8 ng 629807 1 6.73 749043 20.0
unknown6 .50 6.50 81.8 ng 3062670 1 6.73 749043 20.0
Heptadecane 9.70 2.2 ng 105297 3 9.76 954347 20.0
Eicosane 10.67 3.8 ng 194070 4 11.24 1013220 20.0
n-Hexadecanoic acid 11.78 6.1 ng 309254 4 11.24 1013220 20.0
Dodecanoic acid 12.56 2.9 ng 144329 4 11.24 1013220 20.0
Heneicosane 14.04 2.6 ng 95947 5 13.88 745582 20.0
9-Octadecenamide, ... 14.63 13.9 ng 439181 6 15.28 629992 20.0
unknownl15.87 15.87 6.4 ng 202276 6 15.28 629992 20.0
-beta.-iso-Methyl... 16.26 4.4 ng 138640 6 15.28 629992 20.0
Nonadecane 16.64 3.8 ng 118674 6 15.28 629992 20.0
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