LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF110315\
Data File : BF082672.D

Aca On : 3 Nov 2015 20:46

Operator : UM/I1Z

Sample : G4240-04

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-BF103015.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 5.059 256 260 263 rBVY 1828809 2632332 43.86% 4.723%
2 5.481 294 297 299 rBVY 5312341 5212447 86.84% 9.352%
3 6.510 384 387 389 rBVY 5470438 5900028 98.30% 10.586%
4 6.647 396 399 401 rBVY 6066462 5911283 98.49% 10.606%
5 6.876 417 419 421 rBV 1442350 1157840 19.29% 2.077%
6 7.036 430 433 435 rBVY 4788452 4088591 68.12% 7.336%
7 7.436 465 468 471 rBVY 3126708 3288080 54.78% 5.899%
8 8.167 529 532 534 rBVY 1323143 1447303 24.11% 2.597%
9 9.242 623 626 629 rVB 5703662 5658655 94.28% 10.153%
10 9.642 658 661 663 rBV 777869 1105960 18.43% 1.984%

11 9.916 683 685 688 rvB 1625147 1654006 27.56% 2.968%
12 10.339 720 722 723 rBV 133286 104138 1.74% 0.187%
13 10.362 723 724 726 rVB 86962 67640 1.13% 0.121%
14 10.591 740 744 746 rBV 62009 95911 1.60% 0.172%
15 10.705 751 754 757 rVV 4184924 4114771 68.56% 7.383%

16 10.853 764 767 770 rBV 134785 245126 4.08% 0.440%
17 11.288 803 805 806 rBv2 171154 155210 2.59% 0.278%

18 11.322 806 808 810 rVvB 61254 71490 1.19% 0.128%
19 11.402 813 815 817 rvV 2109651 1752227 29.19% 3.144%
20 11.471 817 821 823 rVB3 40665 62584 1.04% 0.112%

21 11.711 840 842 844 rVB 152284 121815 2.03% 0.219%
22 11.939 860 862 867 rBv2 528310 624780 10.41% 1.121%

23 12.122 876 878 880 rvB 95613 83656 1.39% 0.150%
24 12.511 910 912 914 rVB 81868 64444 1.07% 0.116%
25 12.728 929 931 938 rBV 195196 227891 3.80% 0.409%
26 12.876 943 944 950 rVB 47037 69496 1.16% 0.125%
27 12.991 952 954 957 rBV 4673908 6002109 100.00% 10.769%
28 13.242 972 976 977 rBV 56262 82466 1.37% 0.148%
29 13.471 991 996 1000 rBV5 21699 69404 1.16% 0.125%

30 13.894 1031 1033 1040 rBV 351993 597345 9.95% 1.072%

31 14.042 1043 1046 1048 rBV 1613924 1560236 25.99% 2.799%
32 14.225 1060 1062 1067 rVB 59110 78236 1.30% 0.140%
33 14.534 1087 1089 1096 rBV 57562 112804 1.88% 0.202%
34 14.922 1120 1123 1125 rBV 82357 106309 1.77% 0.191%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF110315\
Data File : BF082672.D

Aca On : 3 Nov 2015 20:46

Operator : UM/I1Z

Sample : G4240-04

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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.482 1169 1172 1175 rBV 808203 1128736 18.81% 2.025%

36 16.020 1217 1219 1224 rBV3 35208 80045 1.33% 0.144%

Sum of corrected areas: 55735394
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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:\HPCHEMI\BNA F\DATA\BF110315\

BF082672.D

3 Nov 2015 20:46

umsiz

G4240-04

19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110315\
Data File : BF082672.D

Aca On : 3 Nov 2015 20:46

Operator : UM/I1Z

Sample : G4240-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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.

5.06 45_.47 ng 2632330 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 260 (5.059 min): BF082672.D (-256) (-) m/z 43.10 100.00%
43.1
59.1
5000
ot 480 500 520 540
I N Y- = SN N B 7 oo o M- ¥
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 Tk Sho sk sk
0,
150 a0 1010 m/z 101.10 17.94%
0'"I”t'l”'wﬁ”'“ﬂh"l”*'l”"I”"?iq'l”'*ﬂ"'v
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
480 500 520 540
5000 m/z 58.10 14 .64%
410 101.0
o 15.0 310 7V 550 69.0  83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R e R )
59.0 480 5.00 5.20 5.40
m/z 41.10 9.19%
5000 41.0
31.0
69.0 87.0
0 15.0 ““ ‘\ \‘ SO'Q H‘ : . 98.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110315\
Data File : BF082672.D

Aca On : 3 Nov 2015 20:46

Operator : UM/I1Z

Sample : G4240-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 unknown6.65 Concentration Rank 1

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

6.65 102.11 ng 5911280 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 399 (6.647 min): BF082672.D (-396) (-) m/z 132.10 100.00%
13p.1
5000 68.1
401 41 ‘ % 640 6.60 6.80 7.00
o..,....,....,...:,“.'...,!!..,:!.'.|,..':.,?‘?.9,..!.,.197.,0....,....,"...,.. m/z 68.10 49_47%
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 N
5000 IR S S L
6.40 6.60 6.80 7.00
310 510 m/z 134.10 34.03%
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
640 6.60 6.80 7.00
5000 m/z 66.10 32.07%

150 280 39.0 520 830 770 o000 1040 .
1
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #13679: 5-Fluoro-2-chloropyrimidine R b M o
132.0 6.40 6.60 6.80 7.00
m/z 69.10 20.41%
5000
33.0 44.0 0.0 105.0
.m0, " 0 | | ‘
o) AN PRME BN 15\ PRSI U NN N NMMHUSSMNB 1| S e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110315\
Data File : BF082672.D

Aca On : 3 Nov 2015 20:46

Operator : UM/I1Z

Sample : G4240-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.85 2.80 ng 245126 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 91
2 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 90
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 86
4 Tridecane. 5-propvl- 226 C16H34 055045-11-9 86
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
Abundance Scan 767 (10.853 min): BF082672.D (-764) (-) m/z 57.10 100.00%
57.1
5000
85.0
113.2 e 10020 11700 11 90
1412 183.2 10.60 10.80 11.00 11.20
0 ,....-,-:..| ..":.,-:‘...-J,...'l.,.'...,.... e M/z 71.10  73.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99492: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 LR B S SULLLE B
mmmmnmnm
113.0 m/z 43.10 53.65%
29.0 183.0
Oh et 2250 2530
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
430 | 710
10.|60 10.|80 11.'00 11.'20
5000 m/z 85.05 29.78%

113.0
92.0 141.0 169.0 197.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107670: Hexadecane, 2,6,10,14-tetramethyl- R A AR,
57.0 10.60 10.80 11.00 11.20
m/z 41.10 23.72%
5000
85.0
29.0 113.0
o b ] M0 1830 2110 2530 2820
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 60 10. 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110315\
Data File : BF082672.D

Aca On : 3 Nov 2015 20:46

Operator : UM/I1Z

Sample : G4240-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.94 7.13 ng 624780 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 Dodecanoic acid 200 C12H2402 000143-07-7 59
Abundance Scan 862 (11.939 min): BF082672.D (-860) (-) m/z 73.10 100.00%
431 731
5000
o7 121 UL SRR BUNRA SRR
| 157.2 1852 213.2 256.3 11.60 11.80 12.00 12.20
i — ' m/z 43.10 97.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43.0 730
5000 256.0 R R AR SRR AR B
129.0 nmnmnmnm
97.0 o , m/z 60.10 85.93%
.0 185.0
0 |||||||||||| IHH‘ MH IH‘\ |“|‘|||‘|||||||‘|| |‘||‘|‘|||“| ||2|3|6.q|||‘|||
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 1160 11.80 12.00 12.20
5000 129.0 m/z 41.10 77 .19%
171.0
97.0 214.0
o 152.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid AR EE EEE T e
43.0 | 73.0 11.60 11.80 12.00 12.20
m/z 55.10 76.48%
5000
129.0 242.0
| o ]
o I,l”\lhlyl\ 0 RN WY S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11. 80 12. oo 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110315\
Data File : BF082672.D

Aca On : 3 Nov 2015 20:46

Operator : UM/I1Z

Sample : G4240-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 Pentadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.73 2.92 ng 227891 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 87
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 n-Decanoic acid 172 C10H2002 000334-48-5 76
4 Undecanoic acid 186 C11H2202 000112-37-8 43
5 d-Glucohexodialdose 178 C6H1006 1000149-19-1 27

Abundance Scan 931 (12.728 min): BF082672.D (-929) (-) m/z 43.10 100.00%

431 730

5000

12.40 12.60 12.80 13.00

0! m/z 73.05 90.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43.0 73.0
5000 129.0

12.40 12.60 12.80 13.00
m/z 57.10 87.71%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
R R Eamasmmsas
43.0 12.40 12.60 12.80 13.00
m/z 60.05 84 .60%
5000 1290
185.0 228.0
97.0
157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37189: n-Decanoic acid
60.0 12.40 12.60 12.80 13.00
m/z 55.10 82.78%
5000
20.0 129.0
L
o S T W s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110315\
Data File : BF082672.D

Aca On : 3 Nov 2015 20:46

Operator : UM/I1Z

Sample : G4240-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 7 Trichloroacetic acid, penta... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.89 7.66 ng 597345 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
2 l1l-Heptadecanol 256 C17H360 001454-85-9 90
3 1-Hexadecanol 242 C16H340 036653-82-4 90
4 Bromoacetic acid. pentadecvl ester 348 C17H33Br02 131143-01-6 90
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 87
Abundance Scan 1033 (13.894 min): BF082672.D (-1031) (-) m/z 57.10 100.00%
SR NS SR SUNILE U
39 1391 13.60 13.80 14.00 14.20
0 108.2 1930 214.9 m/z 55.10 99.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #148859: Trichloroacetic acid, pentadecyl ester
43.0
83.0
5000 L BN U UM SR
111.0 13.60 13.80 14.00 14.20
m/z 43.10 98.01%
oL 250 Jeso | | | 190 i@ awmo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
550 g39
13.60 13.80 14.00 14.20
5000 m/z 83.10 86 .06%
111.0
29.0
0 1390  168.0 210.0 238.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83793: 1-Hexadecanol e EEEEETE e
55.0 13.60 13.80 14.00 14.20
83.0 m/z 69.10 74.61%
5000
31. 0 111.0
m/z--> 20 ' 60 100 150 14'10 1('30 180 200 22'0 240 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110315\
Data File : BF082672.D

Acq On : 3 Nov 2015 20:46

Operator : UM/1Z

Sample - G4240-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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... 5.06 45.5 ng 2632330 1 6.88 1157840 20.0
unknown6 .65 6.65 102.1 ng 5911280 1 6.88 1157840 20.0
Pentadecane, 2,6,... 10.85 2.8 ng 245126 4 11.40 1752230 20.0
n-Hexadecanoic acid 11.94 7.1 ng 624780 4 11.40 1752230 20.0
Pentadecanoic acid 12.73 2.9 ng 227891 5 14.04 1560240 20.0
Trichloroacetic a... 13.89 7.7 ng 597345 5 14.04 1560240 20.0
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