LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012017\

Data File : BF092392.D

Aca On - 21 Jan 2017 2:41 Instrument :

Operator : UM/SJ E?Afs el
- _ lentosampleld :

3?22'6 : 11326-03 FK-GF-02-001-B

ALS Vial : 27 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-BF122116.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 4.610 244 247 259 rBV 206535 328131 9.74% 1.494%
2 5.101 288 290 309 rBV 635404 872939 25.91% 3.974%
3 6.187 383 385 392 rBVY 1023976 1132677 33.62% 5.157%
4 6.290 392 394 397 rBVY 1012800 1012022 30.04% 4.607%
5 6.519 412 414 417 rBV 983859 922670 27 .39% 4 _.200%
6 6.679 425 428 430 rBV 952836 1052289 31.24% 4_.791%
7 7.090 462 464 477 rVB 765173 879102 26.10% 4.002%
8 7.810 524 527 529 rBVY 1709223 1486511 44.13% 6.767%
9 8.896 619 622 624 rBY 2381070 2897836 86.02% 13.193%
10 9.296 655 657 659 rBV 334036 298875 8.87% 1.361%
11 9.559 677 680 682 rBY 1569819 1396530 41.45% 6.358%
12 9.982 711 717 718 rBV 22094 34952 1.04% 0.159%
13 10.005 718 719 721 rVB 63103 66400 1.97% 0.302%
14 10.222 735 738 742 rBV 21727 39866 1.18% 0.181%

15 10.348 747 749 752 rBV 1989235 1921708 57.04% 8.749%

16 10.485 759 761 765 rVB 73891 118287 3.51% 0.539%

17 10.931 797 800 801 rBV 56909 78280 2.32% 0.356%
18 11.033 807 809 813 rBV 1338672 1178297 34.98% 5.364%
19 11.113 813 816 820 rvB2 23925 34572 1.03% 0.157%
20 11.353 830 837 844 rvB2 81187 179048 5.31% 0.815%
21 11.593 856 858 861 rBvV 32480 42869 1.27% 0.195%
22 12.142 903 906 913 rVB 34958 80063 2.38% 0.364%
23 12.245 913 915 917 rVB 51423 48199 1.43% 0.219%
24 12.462 931 934 936 rBVvV2 55004 69694 2.07% 0.317%

25 12.622 945 948 950 rBV 3560208 3368838 100.00% 15.337%

26 13.571 1025 1031 1036 rBV2 68263 231911 6.88% 1.056%
27 13.662 1037 1039 1044 rVB 1058676 1013236 30.08% 4.613%
28 14.451 1104 1108 1112 rBVZ2 60193 124969 3.71% 0.569%

29 14.668 1124 1127 1130 rBV 25180 46233 1.37% 0.210%
30 14.737 1131 1133 1137 rVB2 33397 42668 1.27% 0.194%
31 15.011 1155 1157 1159 rBV 572872 689453 20.47% 3.139%
32 15.045 1159 1160 1164 rVB 43243 57886 1.72% 0.264%
33 15.400 1189 1191 1195 rVB 40243 68551 2.03% 0.312%
34 15.811 1224 1227 1231 rVB2 23406 49065 1.46% 0.223%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092392.D

Aca On : 21 Jan 2017 2:41

Operator : UM/SJ

Sample : 11326-03

Misc :

ALS Vial : 27 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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF122116.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.280 1265 1268 1271 rVB2 22487 44714 1.33% 0.204%
36 17.468 1370 1372 1377 rVB6 22814 56419 1.67% 0.257%

Sum of corrected areas: 21965760
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF012017\

BF092392.D

21 Jan 2017 2:41

UM/SsJ

11326-03

27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF092392.D

5.10

4.61

o=
Time-->

4.00

4.50

5.50

6.00 6.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF092392.D

8.90

10.35

11.03

9.30

)

19%@91034 @48 10.941.1111.3511 59

J

12.62

12]]2}2412.46

13.

Time--> 8.

10.00 10.50 11.00

11.50

9.50

T
00 8.50

9.00

I
12.00 12.50

13.00 13.50

Abundance
3500000

3000000

2500000

2000000

1500000

.66

1000000

500000

0

TIC: BF092392.D

15.01

14.4514474 13.05 15.40 15.81 16.28 17.47

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\BF012017\
Data File : BF092392.D

Aca On : 21 Jan 2017 2:41

Operator : UM/SJ

Sample : 11326-03

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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.

4.61 7.11 ng 328131 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 9

Abundance Scan 247 (4.610 min): BF092392.D (-244) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 NSRS RS L
| 83.0 420 4.40 4.60 4.80 5.00
o) SR SO | PRSI e MM S m/z 59.10 59.88%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R A LS UL
59.0 420 440 4.60 480 500
0
150 a0 1010 m/z 101.10 20.19%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
310 ISR RS L
420 4.40 4.60 4.80 5.00
5000 41.0 m/z 58.00 14 .03%
73.0
o 15.0 50.0 87.0  102.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime T R e
43.0 420 4.40 4.60 4.80 5.00
m/z 41.10 9.51%
5000
101.0
150 310 | %80 g9 g0
miz--> 10 20 30 40 50 60 70 80 90 100 110 | 420 440 460 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092392.D

Aca On : 21 Jan 2017 2:41

Operator : UM/SJ

Sample : 11326-03

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknown6.29 Concentration Rank 2

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

6.29 21.94 ng 1012020 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 9

Abundance Scan 394 (6.290 min): BF092392.D (-392) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 ISR SRS A L
401 540 ‘ 6.00 6.20 6.40 6.60
o.,....,....-l'.'..:,:!..,::.'.|,..7.5?,1....,..!.,?1??.?....,....,'...,.. m/z 68.10 46.58%
m/z--> 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
5000 ISR SRS A L
6.00 6.20 6.40 6.60
310 510 m/z 134.00 31.78%
0 W'”'m'M\J'WH”'P'JI“?ﬁq”'P'”I”'W'”'P'”I“"'
m/z--> 20 30 40 60 70 80 90 100 110 120 130 140
Abundance
132.0
117.0 600 6.20 6.40 6.60
5000 m/z 66.00 29.31%
39.0 910
270 - 910 650 770 105.0
O T T e T e e T T e
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine R m s e
132.0 6.00 6.20 6.40 6.60
m/z 69.10 18.63%
97.0
5000 0.0
31.0 52.0
o \ . 86.0 116.0
m/z--> 20 30 40 5'0 6|O 7'0 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092392.D

Aca On : 21 Jan 2017 2:41

Operator : UM/SJ

Sample : 11326-03

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.48 2.01 ng 118287 Phenanthrene-d10 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tritetracontane 605 C43H88 007098-21-7 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Heptadecane 240 C17H36 000629-78-7 91
Abundance Scan 761 (10.485 min): BF092392.D (-759) (-) m/z 57.05 100.00%
5%.0
5000
181 g 1020 10440 1060 1080
Oy e e m/z 71.05 66.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107652: Eicosane
57.0
5000 S AUNRAR B BN UL
10.20 10.40 10.60 10.80
m/z 43.05 57.68%
ol \“h%130 169.0 282.0
miz--> 0 55 100 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance
57.0
110.20 10.40 10.60 10.80
5000 m/z 85.10 40.39%
0 113.0 169.0 2260
miz--> 0 55 160 1éo 200 250 300 350 400 4%0 560 séo 660
Abundance #172667: Tritetracontane B e e
57.0 10.20 10.40 10.60 10.80
m/z 41.10 21.02%
5000
o 10 1169.0 2250 2810 3370 393.0 463.0 519.0 575.0
miz--> 0 5'0 1(')0 150 200 250 300 350 400 4&'30 500 séo GCI)O 10 20 10 40 10 60 10. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092392.D

Aca On : 21 Jan 2017 2:41

Operator : UM/SJ

Sample : 11326-03

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.35 3.04 ng 179048 Phenanthrene-d10 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 10-MethvlInonadecane 282 C20H42 056862-62-5 87
3 Hexadecane 226 C16H34 000544-76-3 86
4 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 86
5 Tetratetracontane 619 C44H90 007098-22-8 86
Abundance Scan 837 (11.353 min): BF092392.D (-830) (-) m/z 57.05 100.00%
57.0
5000 85.1
w2 e, 11160 11720 1140 1260
0 . m/z 43.05 71.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #99476: Nonadecane
57.0
5000 L DL DU BN B
nmumnmum
m/z 71.10 70.40%
1130 1410 169.0 197.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
T T T
85.0 11.00 11.20 11.40 11.60
5000 ' m/z 85.10 48 .55%
154.0
29.0
o 113.0 267.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #73967: Hexadecane T T o T B
57.0 11.00 11.20 11.40 11.60
m/z 41.10 32.63%
5000 85.0
29.0
113 0
ol oot 41580, 1810 1690 1970 00 | et en)
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. OO 11. 20 11. 40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092392.D

Aca On : 21 Jan 2017 2:41

Operator : UM/SJ

Sample : 11326-03

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 1-Octadecanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.57 4.58 ng 231911 Chrysene-di12 13.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 94
2 1-Hexadecanol 242 C16H340 036653-82-4 91
3 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 91
4 1-Nonadecene 266 C19H38 018435-45-5 90
5 Cyclopentadecane 210 C15H30 000295-48-7 90

Abundance Scan 1031 (13.571 min): BF092392.D (-1025) (-) m/z 57.05 100.00%

7.0 83.0

5000

-

139.1 165.1 190.9 234.0 13.20 13.40 13.60 13.80
m/z 83.05 96.13%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #100813: 1-Octadecanol

43.0 83.0

3

5000 LA L L L L L L L LB B
13.20 13.40 13.60 13.80
m/z 55.10 93.82%
. “\ 1, ‘ 1390 4680 1960 2240 2520
ERamEEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
55.0
83.0 N —
13.20 13.40 13.60 13.80
5000 m/z 43.10 91.44%
31.0 111.0

139.0 168.0 196.0 224.0

H-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #145521: Bromoacetic acid, hexadecy! ester T
43.0 13.20 13.40 13.60 13.80
69.0 m/z 97.05 85.70%
- /\»J\/u\/‘/\/
0 “ UL 153.0 196.0 222.0 269.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13. 20 13 40 13. 60 13. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF012017\
Data File : BF092392.D

Acq On : 21 Jan 2017 2:41

Operator : UM/SJ

Sample : 11326-03

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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... 4.61 7.1 ng 328131 1 6.52 922670 20.0
unknown6 .29 6.29 21.9 ng 1012020 1 6.52 922670 20.0
Eicosane 10.48 2.0 ng 118287 4 11.03 1178300 20.0
Nonadecane 11.35 3.0 ng 179048 4 11.03 1178300 20.0
1-Octadecanol 13.57 4.6 ng 231911 5 13.66 1013240 20.0
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