LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082907.D

Aca On : 13 Nov 2015 19:58

Operator : UM/I1Z

Sample : 6G4370-04

Misc :

ALS Vial : 17 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-BF110715.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 4.967 249 252 255 rVB 1557293 1822186 46.53% 4.411%
2 5.413 288 291 293 rBVY 3976049 3694347 94.34% 8.943%
3 6.453 379 382 384 rBVY 3960123 3915889 100.00% 9.479%
4 6.579 390 393 395 rBVY 3072219 3707086 94.67% 8.974%
5 6.796 410 412 415 rBV 1202855 1482830 37.87% 3.589%
6 6.956 424 426 428 rBV 2694107 2374885 60.65% 5.749%
7 7.367 459 462 464 rBV 2425525 2541388 64.90% 6.152%
8 7.836 500 503 506 rBV2 47790 76954 1.97% 0.186%
9 7.996 515 517 519 rBV 37344 39185 1.00% 0.095%
10 8.087 523 525 527 rBVY 2222212 1927725 49.23% 4 .666%
11 9.047 608 609 611 rBV 49296 40172 1.03% 0.097%

12 9.173 617 620 622 rVB 3058058 3322923 84.86% 8.044%
13 9.562 652 654 657 rBv 893680 766403 19.57% 1.855%
14 9.790 670 674 676 rBV 58358 50798 1.30% 0.123%
15 9.847 676 679 681 rBV 2323318 2203205 56.26% 5.333%

16 10.293 716 718 719 rVB 72984 75348 1.92% 0.182%
17 10.510 734 737 740 rBV 44419 69087 1.76% 0.167%
18 10.636 745 748 750 rBV 1825844 2160265 55.17% 5.229%
19 10.762 757 759 763 rBvV2 115556 135440 3.46% 0.328%
20 11.082 785 787 789 rvVB2 81265 97995 2.50% 0.237%

21 11.208 794 798 800 rBV 68615 79858 2.04% 0.193%
22 11.322 806 808 811 rvB 1898958 1925222 49.16% 4 _.660%
23 11.871 853 856 858 rBvV 232957 269950 6.89% 0.653%

24 12.213 883 886 887 rBv2 30269 39370 1.01% 0.095%
25 12.316 893 895 898 rBvV 29068 52581 1.34% 0.127%
26 12.373 898 900 902 rvv 61218 62789 1.60% 0.152%
27 12.408 902 903 908 rvv2 81606 94594 2.42% 0.229%

28 12.556 913 916 922 rBV2 746694 1754295 44 .80% 4.247%
29 12.659 922 925 929 rvVv 157479 380830 9.73% 0.922%

30 12.716 929 930 932 rvv 75686 89789 2.29% 0.217%
31 12.762 932 934 938 rVB4 35333 85043 2.17% 0.206%
32 12.911 945 947 949 rVB 2394727 2154775 55.03% 5.216%
33 12.968 949 952 955 rBv4 50820 83251 2.13% 0.202%
34 13.071 959 961 962 rBV 48735 52054 1.33% 0.126%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082907.D

Aca On : 13 Nov 2015 19:58

Operator : UM/I1Z

Sample : 6G4370-04

Misc :

ALS Vial : 17 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-BF110715.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.402 987 990 992 rBV 60830 88869 2.27% 0.215%
36 13.574 1004 1005 1007 rVB 72586 56722 1.45% 0.137%
37 13.676 1012 1014 1018 rBV3 33676 85509 2.18% 0.207%
38 13.756 1019 1021 1024 rBVZ2 45252 52297 1.34% 0.127%

39 13.825 1024 1027 1029 rBV 128373 182179 4._.65% 0.441%
40 13.962 1036 1039 1041 rBV 1668696 1560333 39.85% 3.777%

41 14.351 1071 1073 1076 rBV4 32623 53417 1.36% 0.129%
42 14.819 1113 1114 1116 rVB 61720 60031 1.53% 0.145%
43 15.379 1160 1163 1166 rBV 1268252 1543121 39.41% 3.735%

Sum of corrected areas: 41310990
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082907.D

Aca On : 13 Nov 2015 19:58

Operator : UM/I1Z

Sample : 6G4370-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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: BF082907.D
5|41 6|45
3500000

6.58

3000000
6.96

2500000 7.37
8.09

2000000

4.97
1500000
6.80

1000000

500000

U o T e s T £ T LR i

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF082907.D

3500000

9.17
3000000

2500000 9.85 1291
2000000 10.64 1132 13.96
1500000
1000000 9.56

500000

10.76
Ob—r—r— ?'qc. R A ?E%zﬁlo's}trﬁfﬁﬁ—gibgyifﬁﬂﬁ o ——

Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF082907.D

3500000
3000000
2500000
2000000
1500000, 1538
1000000

500000

e

Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082907.D

Aca On : 13 Nov 2015 19:58

Operator : UM/I1Z

Sample : 6G4370-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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.

4.97 24 .58 ng 1822190 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 252 (4.967 min): BF082907.D (-249) (-) m/z 43.10 100.00%
43
59
5000
ot 460 480 500 5.20 5.40
0 ...,....,....,..??',':...,??.'.,..‘?7.,....,??..,....~,|....,. m/z 59.10 59.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IS R R I
59 460 4.80 5.00 5.20 5.40
m/z 101.10 19.16%
15 31 101
o 257 37, 53 83 N
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 460 480 500 5.20 5.40
5000 m/z 58.10 15.51%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- R e N mamma L
59 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.16%
5000
41
0 "'l""l"JHN"'Jlm”"l?%l*i""|??"|'?§'|""J""|' S R R I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082907.D

Aca On : 13 Nov 2015 19:58

Operator : UM/I1Z

Sample : 6G4370-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 unknown6.58 Concentration Rank 1

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

6.58 50.00 ng 3707090 1,4-Dichlorobenzene-d4 6.81
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 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 393 (6.579 min): BF082907.D (-390) (-) m/z 132.10 100.00%
32
5000 68
0 w5t l| B e T4 s i ou0 60 0B 7h0
O bbb e e e e R e e m/z 68.10 38.00%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 LI N L R
6.20 6.40 6.60 6.80 7.00
31 78 m/z 134.10 34 .04%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.10 23.02%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine A ma e )
132 6.20 6.40 6.60 6.80 7.00
m/z 96.10 15.37%
97
5000
70
31
R . A ST T
m/z--> 30 40 5'0 60 7'0 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082907.D

Aca On : 13 Nov 2015 19:58

Operator : UM/I1Z

Sample : 6G4370-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 Tridecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.87 2.80 ng 269950 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 n-Decanoic acid 172 C10H2002 000334-48-5 60
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 59
5 Pentadecanoic acid 242 C15H3002 001002-84-2 43
Abundance Scan 856 (11.871 min): BF082907.D (-853) (-) m/z 73.05 100.00%

73
43 60
5000 129

115
14307171185 o0 | 097 256 11.60 11.80 12.00 12.20
0f m/z 60.10 78 .65%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid
60 73
43
5000 129 lllllllllllllllllll
29 171 1160 11.80 12.00 12.20
7 115 214 m/z 43.10 76.19%
‘ “ 99 ‘ 143157 | 185
I 0 ) W A0 W
miz--> 20 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 B e
11.60 11.80 12.00 12.20
5000 12 m/z 57.10 64.82%
29 185 228
8799 115 143 171
o 157 199513
e e o AR
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
I I I I

Abundance #37192: n-Decanoic acid L B L
60 73 11.60 11.80 12.00 12.20
a m/z 55.10 61.87%
ST i WL\/\/
115 172
1 143
b A T L e 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:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082907.D

Aca On : 13 Nov 2015 19:58

Operator : UM/I1Z

Sample : 6G4370-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 9,12-Octadecadienoic acid (... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.56 18.22 ng 1754300 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 99
2 Cvclooctane. ethenvl- 138 C10H18 061142-41-4 90
3 Cvclodecene 138 C10H18 003618-12-0 87
4 2-Chloroethvl linoleate 342 C20H35CI02 025525-76-2 86
5 1-Tridecyne 180 C13H24 026186-02-7 86

Abundance Scan 916 (12.556 min): BF082907.D (-913) (-) m/z 67.10 100.00%

67
81

5000

8

12.20 12.40 12.60 12.80

150 167182

209223 241

o m/z 81.10 80.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106289: 9,12-Octadecadienoic acid (Z,2)-
67 81
95
109 12.20 12.40 12.60 12.80
m/z 55.10 68.00%
2 ‘ 123 280
A T o 7 7. S -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67 81
41 R e SRR
109 12.20 12.40 12.60 12.80
5000 05 m/z 41.10 59.93%
27
o 123138
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
T T T T T

Abundance #16245: Cyclodecene T
12.20 12.40 12.60 12.80

m/z 95.10 51.22%

5000

-

T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082907.D

Aca On : 13 Nov 2015 19:58

Operator : UM/I1Z

Sample : 6G4370-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.66 4.88 ng 380830 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 n-Decanoic acid 172 C10H2002 000334-48-5 70
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 59
Abundance Scan 925 (12.659 min): BF082907.D (-922) (-) m/z 73.05 100.00%
43
1240 1260 12.80 13.00
Ol T m/z 43.10 89.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108841: Octadecanoic acid
43
5000 LR BN BN S SUL
nmnmnmmm
2 m/z 60.05 78.79%
ok .1.2. I .‘l . .‘l‘l‘. .”.‘l‘.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 57 1240 1260 12.80 13.00
5000 m/z 57.10 77 .20%
129
185 228
27 87 15 171
0 149 200
Wmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37191: n-Decanoic acid B Al M
60 12.40 12.60 12.80 13.00
m/z 129.10 48 .38%
41
5000 129
2
T 172
el oM i} h . \H ””1%}‘}” e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 1300
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082907.D

Aca On : 13 Nov 2015 19:58

Operator : UM/I1Z

Sample : 6G4370-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 Bromoacetic acid, hexadecyl... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.83 2.34 ng 182179 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. hexadecvl ester 362 C18H35Bro02 005454-48-8 83
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 76
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 76
4 9-Eicosene. (BE)- 280 C20H40 074685-29-3 74
5 1-Docosene 308 C22H44 001599-67-3 70

Abundance Scan 1027 (13.825 min): BF082907.D (-1024) (-) m/z 57.10 100.00%

43

5000

5
139153167181 207 o208 13.60 13.80 14.00 14.20
m/z 83.10 97 .05%

12

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #145521: Bromoacetic acid, hexadecy! ester

43

69 g3

5000 LA I L L L L L L L
29 13.60 13.80 14.00 14.20
5 m/z 55.10 93.61%
. “ ‘L | 141 166180 196 222 269
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 T
97 13.60 13.80 14.00 14.20
5000 m/z 97.10 85.97%
29 111

125
o 139153167 182196210224 252 280

mwwmwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152927: Trichloroacetic acid, hexadecy! ester AR Baa T e
7 13.60 13.80 14.00 14.20

83 m/z 69.10 83.42%
97

5000

125
139153167181 196

224
e e EEEEs mEme e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111315\
Data File : BF082907.D

Acq On : 13 Nov 2015 19:58

Operator : UM/1Z

Sample : G4370-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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_97 24 .6 ng 1822190 1 6.81 1482830 20.0
unknown6 .58 6.58 50.0 ng 3707090 1 6.81 1482830 20.0
Tridecanoic acid 11.87 2.8 ng 269950 4 11.32 1925220 20.0
9,12-Octadecadien... 12.56 18.2 ng 1754300 4 11.32 1925220 20.0
Octadecanoic acid 12.66 4.9 ng 380830 5 13.96 1560330 20.0
Bromoacetic acid,... 13.83 2.3 ng 182179 5 13.96 1560330 20.0
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