LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090291.D

Aca On 29 Sep 2016 14:20

Operator : UM/SJ

Sample : H4982-06

Misc :

ALS Vial : 9 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-BF092016.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 1.644 3 5 30 rvB 722685 1875486 51.37% 5.243%
2 4.547 256 259 273 rVB 391964 793399 21.73% 2.218%
3 5.027 298 301 303 rBY 2952144 3650963 100.00% 10.206%
4 6.125 394 397 400 rBY 2668084 3409628 93.39% 9.531%
5 6.227 403 406 409 rVB 3013569 3399384 93.11% 9.503%
6 6.456 424 426 429 rBV 727757 757395 20.75% 2.117%
7 6.616 437 440 443 rBVY 2810042 2768502 75.83% 7.739%
8 7.039 473 477 479 rBVY 2235109 2542021 69.63% 7.106%
9 7.748 537 539 542 rBVY 1133116 1022125 28.00% 2.857%
10 8.833 631 634 637 rBY 3373181 3601475 98.64% 10.068%
11 9.233 667 669 672 rVB 857951 762562 20.89% 2.132%
12 9.462 687 689 690 rBV 48035 46033 1.26% 0.129%
13 9.496 690 692 694 rVV 1298343 1128248 30.90% 3.154%
14 9.919 726 729 731 rBV3 13434 38283 1.05% 0.107%
15 9.953 731 732 734 rVB 63905 84849 2.32% 0.237%
16 10.182 748 752 755 rBV 40765 92421 2.53% 0.258%

17 10.285 758 761 763 rBV 2027521 2199452 60.24% 6.148%
18 10.434 771 774 777 rBY 101357 162835 4._46% 0.455%

19 10.479 777 778 780 rvVv 48731 43577 1.19% 0.122%
20 10.514 780 781 783 rvv2 58303 59610 1.63% 0.167%
21 10.548 783 784 788 rvv3 37624 59168 1.62% 0.165%
22 10.616 788 790 792 rvv2 30469 56770 1.55% 0.159%
23 10.651 792 793 795 rvv2 46960 55435 1.52% 0.155%
24 10.696 795 797 799 rvVv 41529 67659 1.85% 0.189%
25 10.731 799 800 803 rvB2 30541 38748 1.06% 0.108%
26 10.879 810 813 814 rBV2 42060 58116 1.59% 0.162%
27 10.959 818 820 824 rBV 671233 1039066 28.46% 2.905%
28 11.039 824 827 830 rvB2 40291 52254 1.43% 0.146%
29 11.531 868 870 872 rvv2 110619 136917 3.75% 0.383%
30 11.565 872 873 878 rVvB2 40875 91944 2.52% 0.257%

31 12.159 923 925 928 rBV 176982 232984 6.38% 0.651%
32 12.308 936 938 942 rBv4 45106 98781 2.71% 0.276%
33 12.388 942 945 947 rBV 258633 262864 7.20% 0.735%
34 12.559 957 960 962 rBV 1979986 2724567 74.63% 7.616%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090291.D

Aca On 29 Sep 2016 14:20

Operator : UM/SJ

Sample : H4982-06

Misc :

ALS Vial : 9 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-BF092016.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.617 962 965 966 rvB2 21215 49405 1.35% 0.138%
36 12.822 981 983 984 rBV2 36124 49094 1.34% 0.137%

37 13.474 1037 1040 1044 rBV2 186121 276635 7.58% 0.773%
38 13.577 1047 1049 1055 rBV 665763 976272 26.74% 2.729%
39 14.102 1093 1095 1098 rBV3 68123 94149 2.58% 0.263%
40 14.571 1134 1136 1140 rBV 106126 238328 6.53% 0.666%

41 14.857 1159 1161 1163 rBVY 88035 126472 3.46% 0.354%
42 14.903 1163 1165 1168 rVV 417873 548591 15.03% 1.534%

Sum of corrected areas: 35772467
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF092916\

BF090291.D

29 Sep 2016 14:20

UM/SsJ

H4982-06

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

1.64
500000

TIC: BF090291.D

503 6.23

6.62
6.13

7.04

6.46
4.55

0
Time-->

4.00

T
4.50 5.00

5.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

04
Time-->

TIC: BF090291.D

10.28 12.56

9.50

11.00 12.50 13.00

10.50

8.00 8.50 11.50 12.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF090291.D

14.90

14.57 14.86
14.10

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\BF092916\
Data File : BF090291.D

Aca On : 29 Sep 2016 14:20

Operator : UM/SJ

Sample : H4982-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4_.55 20.95 ng 793399 1,4-Dichlorobenzene-d4 6.46
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 17
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 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 259 (4.547 min): BF090291.D (-256) (-) m/z 43.10 100.00%
a3
59
5000
101 NS S
83 420 440 4.60 4.80
o...,....,....,....I,'::..?.l.~!.|,...‘??....,.-...,....-,....,....,....,....,...., m/z 59.10 66.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L BRI LA B
59 420 440 460 480
m/z 101.10 25.72%
15 31 101
0 Tl Ly 51 \‘ 83
LR RS AR RS SRS RERLA RS NN RARLS RS SARSS LS LSS SARS SARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
420 440 460 480
5000 M m/z 58.10 17.16%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4-methyl-
43 420 4.40 4.60 4.80

m/z 41.10 9.27%

5000
15 - 101
27 56 ‘
AT Ll | 86 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.20 4.40 4.60 4.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090291.D

Aca On : 29 Sep 2016 14:20

Operator : UM/SJ

Sample : H4982-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 3 unknown6.23 Concentration Rank 1

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

6.23 89.77 ng 3399380 1,4-Dichlorobenzene-d4 6.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 406 (6.227 min): BF090291.D (-403) (-) m/z 132.10 100.00%
5000 68
96 [rr T
40 54 || - | 06 5.80 6.00 6.20 6.40 6.60
Y SN IO MROPY | - . - R | NN m/z 68.10 43.14%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
5000 RS AR I
5.80 6.00 6.20 6.40 6.60
104 m/z 134.10 32.72%
ol 14 27 39 1 %7 g | us ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 580 6.0 6.0 6.40 6.60
5000 og 116 m/z 66.05 26.63%
158 189
R S B S S UL W BRI
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #14503: 1H-Benzimidazole, 2-methyl- T R B
132 5.80 6.00 6.20 6.40 6.60
m/z 69.05 17.08%
5000
15 28 39 52 83 77 90 104 .
s et e 3o me e e | |sh ek ek om ok
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090291.D

Aca On : 29 Sep 2016 14:20

Operator : UM/SJ

Sample : H4982-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Tridecane, l-iodo- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.43 3.13 ng 162835 Phenanthrene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-i1odo- 310 C13H271 035599-77-0 72
2 Octacosane 394 C28H58 000630-02-4 72
3 Heptadecane 240 C17H36 000629-78-7 72
4 Hexadecane 226 C16H34 000544-76-3 72
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 72
Abundance Scan 774 (10.434 min): BF090291.D (-771) (-) m/z 57.10 100.00%
g7
5000 85
121
163 "' 1020 10.40 10.60 10.80
190
ol J-,J.! .'.'ll.‘.L}‘.‘l, L m/z 71.10 77.72%
m/z--> 50 100 150 200 250 300 350
Abundance #152416: Tridecane, 1-iodo-
57
5000 85 HERRAUUNILR BN BN B
10.20 10.40 10.60 10.80
28 183 m/z 43.10 59.40%
oL e - E
m/z--> 50 100 150 200 250 300 350
Abundance
57
1020 10.40 10.60 10.80
5000 g5 m/z 85.10 48.74%
29
ol L7141 169 197 225 253 281 300 37 365 304
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane LI L L L LA
57 10.20 10.40 10.60 10.80
m/z 121.05 31.07%
5000 85
29
m/z--> 55 160 1%0 260 250 360 3éo ' 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090291.D

Aca On : 29 Sep 2016 14:20

Operator : UM/SJ

Sample : H4982-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Pentadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.53 2.64 ng 136917 Phenanthrene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 90
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 870 (11.531 min): BF090291.D (-868) (-) m/z 73.00 100.00%
43 60 L&
5000 129
97 115 UL DU BN RN
143157171185 ,99213 oo 11.20 11.40 11.60 11.80
0 m/z 43.10 79.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
5000 UL SRR DL B B
11.20 11.40 11.60 11.80
29 m/z 60.00 77.38%
0.}ﬁ.”w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11)20 11)40 11!60 11fso '
5000 129 m/z 57.10 68.93%
9 115 1571711g5 213 256
o 143 199 | 227941
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid R R mEEE
60 73 11.20 11.40 11.60 11.80
43 m/z 55.10 61.67%
5000 129
. 185 228
01115 | 143,171
ol ‘ u‘w W\ B TN Ll | 159215
m/z--> 80 100 120 140 160 180 200 220 240 260 11.20 11. 40 11. 60 11.80

8270-BF092016.-M Fri Sep 30 16:48:23 2016 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090291.D

Aca On : 29 Sep 2016 14:20

Operator : UM/SJ

Sample : H4982-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknownl2.31 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.31 2.02 ng 98781 Chrysene-di12 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 1.2.3.6.7.8-hexahydro- 208 C16H16 001732-13-4 47
2 5.6.7.8-Tetrahvdro-1-phenvlnapht... 208 C16H16 067064-63-5 38
3 Phenalenoll.9-bclthiophene 208 C14H8S 079965-99-4 38
4 2-Adamantvlamine. N-trimethvisilvl- 223 C13H25NSi 1000333-95-7 38
5 _beta.-Asarone 208 C12H1603 005273-86-9 35

Abundance Scan 938 (12.308 min): BF090291.D (-936) (- ) m/z 208.10 100.00%

73 208

5000

12.00 12.20 12.40 12.60
m/z 73.05  87.34%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67989: Pyrene, 1,2,3,6,7,8-hexahydro-

5000

12:00 12.20 12.40 12.60
m/z 43.10 75.29%

89
o 305163 76 | 1011151571391%2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
208
R R IREEE SRS SRS R R
180 12.00 12.20 12.40 12.60
5000 165 m/z 60.00 64 .70%
89 152 193
27 39 51 63 76 " 101 115 131
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67901: Phenaleno[1,9-bc]thiophene
208 12.00 12.20 12.40 12.60
m/z 57.10 61.68%
5000
104 163
o 45 62 74 91 | 122 137150 | 174
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12. 00 12 20 12. 40 12 60

8270-BF092016.-M Fri Sep 30 16:48:24 2016 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090291.D

Aca On : 29 Sep 2016 14:20

Operator : UM/SJ

Sample : H4982-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 1-Nonadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.47 5.67 ng 276635 Chrysene-di12 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 99
2 n-Nonadecanol-1 284 C19H400 001454-84-8 93
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 5-Octadecene. (E)- 252 C18H36 007206-21-5 93
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 93
Abundance Scan 1040 (13.474 min): BF090291.D (-1037) (-) m/z 57.10 100.00%
5000 il V,Aﬂ/v\j\vauA\\fk‘”"A\”\f
196 234 260 13.20 13.40 13.60 13.80
N 28 3 m/z 83.10 97.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #115906: 1-Nonadecene
43 97
69
5000 HUR IR SUNIL SUNILN I
13.20 13.40 13.60 13.80
m/z 97.10 88.83%
o 154 182 210 238 266
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55 83
1320 13.40 13.60 13.80
5000 111 m/z 69.10 74 .70%

29
139 168 196 238 266

:

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

Abundance #166292: Behenic alcohol B R

55 13.20 13.40 13.60 13.80
m/z 55.10 72.92%
- VJ\AJLW

29
ok Ll 167 196 224 252 280 308

e R RAREE R S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092916\
Data File : BF090291.D

Acq On 29 Sep 2016 14:20

Operator : UM/SJ

Sample - H4982-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.55 20.9 ng 793399 1 6.46 757395 20.0
unknown6 .23 6.23 89.8 ng 3399380 1 6.46 757395 20.0
Tridecane, l-iodo- 10.43 3.1 ng 162835 4 10.97 1039070 20.0
Pentadecanoic acid 11.53 2.6 ng 136917 4 10.97 1039070 20.0
unknownl12 .31 12.31 2.0 ng 98781 5 13.58 976272 20.0
1-Nonadecene 13.47 5.7 ng 276635 5 13.58 976272 20.0
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