LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096054.D

Aca On : 20 Jun 2017 20:15

Operator : SJ/MA

Sample : 13676-01

Misc :

ALS Vial : 13 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-BF060517.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 1.552 9 11 36 rvB 750296 1323135 73.99% 8.948%
2 4.469 503 507 523 rBV 45539 131209 7.34% 0.887%
3 5.181 624 628 656 rBV 689600 1505053 84.16% 10.179%
4 6.869 911 915 925 rBV 829270 1373702 76.81% 9.290%
5 6.951 925 929 953 rVB 1097984 1788335 100.00% 12.094%
6 7.292 982 987 999 rBV 265040 371110 20.75% 2.510%
7 7.528 1022 1027 1054 rBV 871610 1177156 65.82% 7.961%
8 8.210 1139 1143 1164 rBV 577936 876904 49.03% 5.930%
9 9.322 1328 1332 1346 rBvY 362079 495955 27.73% 3.354%
10 11.104 1629 1635 1645 rBVY 1285559 1556431 87.03% 10.526%

11 11.798 1749 1753 1760 rBV 145544 180952 10.12% 1.224%
12 12.145 1807 1812 1817 rBV2 372483 480358 26.86% 3.249%

13 12.186 1817 1819 1825 rVB2 16959 24011 1.34% 0.162%
14 13.004 1950 1958 1963 rBV 22519 30589 1.71% 0.207%
15 13.439 2028 2032 2048 rBV 512048 712736 39.85% 4._.820%
16 13.768 2085 2088 2091 rBV2 24228 33286 1.86% 0.225%
17 14.539 2215 2219 2230 rVB 316453 439860 24.60% 2.975%
18 15.562 2389 2393 2400 rBv4 42564 54252 3.03% 0.367%
19 16.374 2527 2531 2534 rVB 20964 24804 1.39% 0.168%
20 16.674 2578 2582 2587 rBV2 41774 59664 3.34% 0.404%

21 16.921 2619 2624 2629 rVB 1038875 1183181 66.16% 8.002%
22 17.774 2766 2769 2772 rVB2 25575 24978 1.40% 0.169%
23 18.180 2834 2838 2845 rBV3 78363 147922 8.27% 1.000%
24 18.268 2849 2853 2859 rBV 333293 411516 23.01% 2.783%
25 18.597 2906 2909 2916 rVB 49730 63921 3.57% 0.432%

26 18.980 2971 2974 2978 rVB 33174 33092 1.85% 0.224%
27 19.944 3134 3138 3144 rVB 224587 282382 15.79% 1.910%

Sum of corrected areas: 14786494
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096054.D

Aca On : 20 Jun 2017 20:15

Operator : SJ/MA

Sample : 13676-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF096054.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096054.D

Aca On : 20 Jun 2017 20:15

Operator : SJ/MA

Sample : 13676-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 5

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

4._.47 7.07 ng 131209 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 25
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 9

Abundance Scan 507 (4.469 min): BF096054.D (-503) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1
83.0 420 4.40 4.60 4.80
01 : m/z 59.10 62 .49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R L IR R
59.0 420 440 460 4.80
150 1010 m/z 101.10 24 .20%
0 280 ‘ 83.0
mz> 10 %0 30 4 2 60 70 8 9 100 110 150 130 140 150 160
Abundance
59.0
420 440 460 480
5000 m/z 58.00 15.73%
43.0
0 83.0 9s.0 123.0 141.0 159.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #3152: 5-Hexen-2-one L L L N B l TT T T T TTT
43.0 no4m MO4%
m/z 41.10 10.59%
5000
27.0 58.0
0 14‘0 M Ll ‘ 690 830 980
iz 10 % 3 4> B 80 70 B 86 130 130 130 13 140 150 160 420 440 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096054.D

Aca On : 20 Jun 2017 20:15

Operator : SJ/MA

Sample : 13676-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknown6.95 Concentration Rank 1

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

6.95 96.38 ng 1788340 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 929 (6.951 min): BF096054.D (-925) (-) m/z 132.00 100.00%
132.0
5000 68.0
960 """"""""""'
401 540 6.60 6.80 7.00 7.20
Obrrrerrerrrrr el e 830 1069 m/z 68.05 37.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.60 6.80 7.00 7.20
2.0 510 m/z 134.00 32.08%
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
660 6.80 7.00 7.20
5000 67.0 m/z 66.05 22.09%
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 #14503: 1H-Benzimidazole, 2-methyl- R e B AR
132.0 6.60 6.80 7.00 7.20
m/z 69.10 13.72%
5000

63.0
15.0 280 390 520 m 77‘0 90\9 10‘\101160 ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096054.D

Aca On : 20 Jun 2017 20:15

Operator : SJ/MA

Sample : 13676-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.56 2.47 ng 54252 Phenanthrene-d10 14.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 52
Abundance Scan 2393 (15.562 min): BF096054.D (-2389) (-) m/z 73.00 100.00%
73.0
43.0
5000
129.0
97.0 e e e e
U‘m 1570 1g5q 2131 256.1 1520 1540 15.60 15.80
0 m/z 60.00 85.49Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 D A B U
83.0 15.20 15.40 15.60 15.80
Ji 1570 1geo 2130 260 | M/Z 43.05  75.03%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 73.0
15.20 15.40 15.60 15.80
5000 m/z 57.10 66 .85%
129.0 242.0
97.0 199.0
o 152 0171 0
m/z--> 25 Jo eb éo 160 150 140 160 180 200 220 250 2éo
Abundance #72643: Tridecanoic acid R AR EEEEE T
430 | 730 15.20 15.40 15.60 15.80
m/z 55.05 62.35%
5000 129.0
0l15.0 Lﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15'20 15. 40 15. 60 15I80 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096054.D

Aca On : 20 Jun 2017 20:15

Operator : SJ/MA

Sample : 13676-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Heptafluorobutyric acid, pe... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.18 7.19 ng 147922 Chrysene-di12 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 89
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 89
Abundance Scan 2838 (18.180 min): BF096054.D (-2834) (-) m/z 55.10 100.00%
I 971
5000
‘ 39.1 1779  233.9 17.80 18.00 18.20 18.40
I | ol m/z 57.10 99.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57.0
97.0
5000 LIS NS AU B
17.80 18.00 18.20 18.40
m/z 43.10 91.00%
‘ 1690 5100
0 ZG\LOM I “‘ | \H‘\ ‘\‘\ *3§0‘ ‘ | \. 255.0 406.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0 17.80 18.00 18.20 18.40
5000 m/z 83.10 84 .38%
0 26.0 139.0 196.0 269.0 3200
mz-> 50 100 150 200 250 300 350 400
Abundance #197885: Trichloroacetic acid, pentadecy! ester e EARRs RS
43.0 17.80 18.00 18.20 18.40
83.0 m/z 97.10 81.81%
5000
25.0
0 'L"W“WH{F'#?Pl""""l""l""l" LIRS NS UL BN
m/z--> 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096054.D

Aca On : 20 Jun 2017 20:15

Operator : SJ/MA

Sample : 13676-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
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 8 2-methyltetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.60 3.11 ng 63921 Chrysene-di12 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvltetracosane 352 C25H52 1000376-72-6 90
2 Hentriacontane 437 C31H64 000630-04-6 80
3 Pentacosane 352 C25H52 000629-99-2 72
4 Tetratetracontane 619 C44H90 007098-22-8 72
5 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 72
Abundance Scan 2909 (18.597 min): BF096054.D (-2906) (-) m/z 57.10 100.00%
51.1
5000
99.1 LR DR BN BN BN
l " 131.0 183.2 221.0 18.20 18.40 18.60 18.80 19.00
0...| ||| "'"""'""|‘....|....|....|....|....| m/Z 71_10 64_85%
m/z--> 50 150 200 250 300 350 400
Abundance #185534: 2-methyltetracosane
57.0
5000 U BRI SRR A I
1820 18.40 18.60 18.80 19.00
99.0 m/z 43.10 57.76%
oLl I‘\ | \\H | 1410 1830 225.0 267.0 3090
m/z--> 5 100 150 200 250 300 350 400 '
Abundance
57.0
18.20 18.40 18.60 18.80 19.00
5000 m/z 85.10 50.16%
99.0
0 141.0 183 0 225.0 267 0 309.0 351.0 393.0 436.0
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #185533: Pentacosane A B o
57.0 18.20 18.40 18.60 18.80 19.00
m/z 55.10 29.30%
5000
.0
o Ly 141.0 1830 2250 267.0 300.0 352.0
m/z--> 50 100 150 2(')0 250 300 350 400 ' 1820 18.40 18.60 18.80 19.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062017\
Data File : BF096054.D

Acq On : 20 Jun 2017 20:15

Operator : SJ/MA

Sample - 13676-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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... 4.47 7.1 ng 131209 1 7.29 371110 20.0
unknown6 .95 6.95 96.4 ng 1788340 1 7.29 371110 20.0
n-Hexadecanoic acid 15.56 2.5 ng 54252 4 14.54 439860 20.0
Heptafluorobutyri... 18.18 7.2 ng 147922 5 18.27 411516 20.0
2-methyltetracosane 18.60 3.1 ng 63921 5 18.27 411516 20.0
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