LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090174.D

Aca On : 21 Sep 2016 22:12

Operator : UM/SJ

Sample - H4856-11

Misc :

ALS Vial : 19 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 1.667 5 7 49 rVB 1503772 3597444 100.00% 11.560%
2 4.604 261 264 274 rVB 397425 631295 17.55% 2.029%
3 5.073 302 305 316 rBVY 2448116 2726830 75.80% 8.762%
4 6.159 397 400 403 rBVY 1976483 2147455 59.69% 6.901%
5 6.273 407 410 412 rBV 2559831 2492684 69.29% 8.010%
6 6.502 428 430 433 rBV 639134 652396 18.13% 2.096%
7 6.662 442 444 446 rBV 2115012 1902816 52.89% 6.115%
8 7.073 477 480 483 rBVY 1329674 1403100 39.00% 4 _.509%
9 7.793 540 543 545 rBV 935296 898382 24.97% 2.887%
10 8.879 635 638 640 rBY 1641387 2176089 60.49% 6.993%

11 9.279 670 673 675 rvV 709681 792915 22.04% 2.548%
12 9.531 693 695 697 rvv 814607 894542 24_.87% 2.875%

13 9.565 697 698 703 rvVB 57329 50532 1.40% 0.162%
14 9.736 711 713 715 rBV 32141 41195 1.15% 0.132%
15 9.942 728 731 734 rBV2 24265 39143 1.09% 0.126%
16 9.999 734 736 737 rVV 52017 47226 1.31% 0.152%
17 10.079 741 743 744 rBV 40847 46292 1.29% 0.149%
18 10.216 752 755 761 rBV2 28961 66765 1.86% 0.215%

19 10.319 761 764 766 rBV 1362879 1380572 38.38% 4._.436%
20 10.468 774 777 780 rVB 78095 133107 3.70% 0.428%

21 10.914 814 816 817 rvv2 54200 59730 1.66% 0.192%
22 11.005 821 824 828 rBv2 789280 1097116 30.50% 3.525%
23 11.074 828 830 833 rVvB 68146 75573 2.10% 0.243%
24 11.336 851 853 854 rBvV 56444 54271 1.51% 0.174%
25 11.496 865 867 869 rBvV 39156 69529 1.93% 0.223%
26 11.531 869 870 872 rvV 80696 69819 1.94% 0.224%

27 11.565 872 873 875 rvv2 86267 106310 2.96% 0.342%
28 11.611 875 877 881 rVvB2 84585 142191 3.95% 0.457%

29 11.736 886 888 890 rvv 48400 45598 1.27% 0.147%
30 11.794 892 893 897 rvB2 26496 54674 1.52% 0.176%
31 12.045 913 915 917 rBV 42620 53708 1.49% 0.173%
32 12.102 917 920 921 rvv2 30973 47876 1.33% 0.154%
33 12.125 921 922 926 rVB2 51353 54662 1.52% 0.176%

34 12.194 926 928 931 rBV 314740 434562 12.08% 1.396%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090174.D

Aca On : 21 Sep 2016 22:12

Operator : UM/SJ

Sample - H4856-11

Misc :

ALS Vial : 19 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 12.342 938 941 945 rBV2 33875 52581 1.46% 0.169%
36 12.422 945 948 950 rvv 456057 476884 13.26% 1.532%
37 12.491 952 954 957 rvB2 36065 52139 1.45% 0.168%
38 12.582 960 962 965 rVvV 1542864 1484731 41.27% 4.771%
39 12.651 965 968 972 rvv3 32356 78859 2.19% 0.253%
40 12.754 972 977 979 rVB2 58708 111526 3.10% 0.358%
41 12.822 979 983 984 rBV 43633 58649 1.63% 0.188%
42 12.857 984 986 988 rvv2 55187 84051 2.34% 0.270%
43 12.971 992 996 1002 rVB3 28422 77276 2.15% 0.248%
44 13.154 1009 1012 1013 rBV2 17867 40768 1.13% 0.131%
45 13.257 1017 1021 1023 rBV2 24079 47866 1.33% 0.154%
46 13.359 1028 1030 1031 rBVZ2 28258 37104 1.03% 0.119%

47 13.394 1031 1033 1038 rVV3 41212 105272 2.93% 0.338%
48 13.497 1041 1042 1048 rVB3 128235 158154 4._.40% 0.508%
49 13.611 1049 1052 1059 rvv2 813025 1195230 33.22% 3.841%

50 13.714 1059 1061 1062 rVV2 38034 42520 1.18% 0.137%
51 13.748 1062 1064 1067 rVvv4 14431 38438 1.07% 0.124%
52 13.828 1068 1071 1078 rVB3 24269 84593 2.35% 0.272%
53 14.000 1084 1086 1087 rBV 38285 37032 1.03% 0.119%
54 14.125 1095 1097 1102 rVB3 34365 70874 1.97% 0.228%
55 14.297 1110 1112 1114 rBV3 19743 36126 1.00% 0.116%

56 14.594 1135 1138 1142 rBV 230415 403956 11.23% 1.298%
57 14.674 1143 1145 1147 rBV2 29817 42896 1.19% 0.138%
58 14.834 1157 1159 1161 rBV 135509 140913 3.92% 0.453%
59 14.880 1161 1163 1166 rVV 168746 197534 5.49% 0.635%
60 14.937 1166 1168 1173 rVB 731739 855942 23.79% 2.750%

61 15.394 1206 1208 1211 rVB3 31496 55050 1.53% 0.177%
62 16.091 1266 1269 1273 rVB2 98553 169263 4.71% 0.544%
63 16.228 1278 1281 1283 rBV3 22353 50160 1.39% 0.161%
64 16.274 1283 1285 1290 rVB4 22917 47432 1.32% 0.152%
65 16.434 1296 1299 1305 rVB 88125 205395 5.71% 0.660%
66 16.617 1313 1315 1322 rVB2 19583 50723 1.41% 0.163%
67 17.428 1384 1386 1390 rVvv4 19530 43279 1.20% 0.139%
Sum of corrected areas: 31119615

8270-BF092016.M Thu Sep 22 16:36:31 2016 Page: 2



Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\HPCHEM1\BNA F\DATA\BF092116\
: BF090174.D

: 21 Sep 2016 22:12

: UM/SJ

: H4856-11

19 Sample Multiplier: 1

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

C:\Database\NIST11.L
ration Parameters: LSCINT.P

Abundance
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Time-->

TIC: BF090174.D

8.88
12.58

10.32

7.79

8.50

8.00

Abundance
2500000
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1500000

1000000

500000

TIC: BF090174.D

.61

14.94

16 Bedb 436 60 17.43

Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090174.D

Aca On : 21 Sep 2016 22:12

Operator : UM/SJ

Sample - H4856-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

4.60 19.35 ng 631295 1,4-Dichlorobenzene-d4 6.50
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 17
3 Guanidine 59 CH5N3 000113-00-8 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 264 (4.604 min): BF090174.D (-261) (-) m/z 43.05 100.00%

43
59
5000
101

420 440 460 480 500

83
o...,....,....,....',':...?.1.:],....,....,.-...,....-,....,....,....,....,...., m/z 59.10 64.01%
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 SN LI L L L LB B
59 420 4.40 4.60 4.80 5.00
m/z 101.10 25.06%
15 31 101
0 ‘ 1 N 51 . 83 ‘
T T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
IR e e e S
4.20 4.40 4.60 4.80 5.00
5000 41 m/z 58.10 18.26%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #258: Guanidine
43 59 4.20 4.40 4.60 4.80 5.00

m/z 41.10 8.18%

5000
28
0 L 1

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 420 4.40 4.60 4.80 5.00

8270-BF092016.-M Thu Sep 22 16:36:32 2016

Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090174.D

Aca On : 21 Sep 2016 22:12

Operator : UM/SJ

Sample - H4856-11

Misc :

ALS Vial : 19 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 unknown6.27 Concentration Rank 2

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

6.27 76.42 ng 2492680 1,4-Dichlorobenzene-d4 6.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 410 (6.273 min): BF090174.D (-407) (-) m/z 132.10 100.00%
132
5000 68
6 e
40 - 54 75 104 6.00 6.20 6.40 6.60
o Sy 05l 1 (1A M & S | m/z 68.10 39.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 IR RS B U
a1 o7 6.00 6.20 6.40 6.60
53 117 m/z 134.10 33.57%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
89 o 600 620 640 6.60
5000 m/z 66.10 23.97%
78
31 49 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14502: 1H-Benzimidazole, 2-methyl- T ./.\, A e
132 6.00 6.20 6.40 6.60

m/z 96.10 15.38%

5000

63
39 52 92 104
15 27 ! 1 [l 77 L, 117 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090174.D

Aca On : 21 Sep 2016 22:12

Operator : UM/SJ

Sample - H4856-11

Misc :

ALS Vial : 19 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 Tritetracontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.47 2.43 ng 133107 Phenanthrene-d10 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Pentadecane 212 C15H32 000629-62-9 86
5 Octacosane 394 C28H58 000630-02-4 86
Abundance Scan 777 (10.468 min): BF090174.D (-774) (-) m/z 57.10 100.00%
5000
99 UV BA BN A
155 10.20 10.40 10.60 10.80
(o} m/z 71.10 75.43%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57
5000 RSN DU SR

10.20 10.40 10.60 10.80
m/z 43.10 57.48%

97
L\H‘? 169 211 253 295 337 379 421 463 505 547 604

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
T T T
10.20 10.40 10.60 10.80
5000 m/z 85.10 47 .52%
o 27 99 141 183 226
e o e e o N B e N R A s s s e  BARRR
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane e B
57 10. 20 10 40 10 60 10. 80
m/z 41.10 22.83%
5000
99
ol 1, |, 141 183 225 267 309 367
L A o B e RAARERRREE EEEE S S R A REE RS R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 10.20 1040 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090174.D

Aca On : 21 Sep 2016 22:12

Operator : UM/SJ

Sample - H4856-11

Misc :

ALS Vial : 19 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 Benzaldehyde, 3,5-dichloro-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.61 2.59 ng 142191 Phenanthrene-d10 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4Cl1202 000090-60-8 72
2 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 70
3 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 53
4 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 38
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 38
Abundance Scan 877 (11.611 min): BF090174.D (-875) (-) m/z 190.10 100.00%
1
5000
A R0 2 =
63 11.20 11.40 11.60 11.80 12.00
ol 3 ol m/z 189.05  94.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53364: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190
5000 NI AL UL ---”f?${\
11,20 11.40 11.60 11.80 12.00
63 133144 172 m/z 192.10 57.80%
28
A O I H 1120, .“.,.‘...1?.1. | —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
190
11.20 11.40 11.60 11.80 12.00
5000 m/z 191.10 45 .98%
94
0 27 39 50 63 81 110 122 137 150 163 178
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189 11.20 11.40 11.60 11.80 12.00
m/z 94.50 25.51%
5000
94
81 163
0 IIII""I""I"''I"""I'"'I""I""I""I"""IIIII L AR A AL
m/z--> 20 40 60 80 100 120 140 160 180 200 11,20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092116\
Data File : BF090174.D

Aca On : 21 Sep 2016 22:12

Operator : UM/SJ

Sample - H4856-11

Misc :

ALS Vial : 19 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 n-Tetracosanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.50 2.65 ng 158154 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
5 1-Heneicosanol 312 C21H440 015594-90-8 94
Abundance Scan 1042 (13.497 min): BF090174.D (-1041) (-) m/z 83.10 100.00%
57 83
5000 111 -"dA/_&ﬁA_J\A—¢~v_/\~MM
199 167100 o3 261 13130 1340 1360 1380
0! m/z 57.10 97 .30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1
57 83
5000 111 LA L L L L L L L
13. 20 13. 40 13 60 13 80
m/z 97.10 88.79%
29
ol \“ I ‘\ 07 195 222 250 280 308 336
m/z--> §o 160 150 260 2éo 360 3%0 460
Abundance
57
83 AU BN BN B
13.20 13.40 13.60 13.80
5000 111 m/z 55.10 87 .98%
29
0 140 182 210 255 306
miz-> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester L B e e N Rmmn
57 13.20 13.40 13.60 13.80
83 m/z 69.10 86.78%
5000 11 ‘Awwﬁk-_¢~uJ\v_ﬂg\ﬁﬁfkvﬁdb
29 169
0 J ) “ ‘ | (11 h13‘9‘ ‘ | 2]\-0 255 406
m/z--> §o 160 150 200 250 300 3%0 460 1320 1340 1360 1380
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092116\
Data File : BF090174.D

Acq On : 21 Sep 2016 22:12

Operator : UM/SJ

Sample - H4856-11

Misc :

ALS Vial : 19 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... 4.60 19.4 ng 631295 1 6.50 652396 20.0
unknown6 .27 6.27 76.4 ng 2492680 1 6.50 652396 20.0
Tritetracontane 10.47 2.4 ng 133107 4 11.00 1097120 20.0
Benzaldehyde, 3,5... 11.61 2.6 ng 142191 4 11.00 1097120 20.0
n-Tetracosanol-1 13.50 2.6 ng 158154 5 13.61 1195230 20.0
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