LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084969.D

Aca On : 9 Feb 2016 23:12

Operator =: SJ/1Z

Sample : H1377-03

Misc :

ALS Vial : 24 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-BF020116.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 4.784 233 236 245 rVB 965868 1621847 28.00% 3.272%
2 5.230 272 275 277 rBV 4505648 4937529 85.25% 9.960%
3 6.293 365 368 370 rBVY 4510055 5211196 89.98% 10.512%
4 6.407 375 378 380 rVV 5184133 5656568 97.67% 11.411%
5 6.636 395 398 400 rBV 845829 999989 17.27% 2.017%
6 6.785 409 411 414 rBV 3316752 4003812 69.13% 8.077%
7 7.207 444 448 450 rBVY 3262753 3626994 62.62% 7.316%
8 7.916 508 510 513 rBVY 1391797 1372974 23.71% 2.770%
9 9.002 602 605 607 rBY 5543252 5791679 100.00% 11.683%
10 9.402 637 640 642 rBV 700573 733859 12.67% 1.480%

11 9.619 655 659 660 rBv 133252 143188 2.47% 0.289%
12 9.665 660 663 666 rvv 1577967 1584339 27.36% 3.196%
13 10.111 700 702 704 rVB 168065 169539 2.93% 0.342%
14 10.328 718 721 725 rBV 58532 113335 1.96% 0.229%
15 10.453 729 732 735 rVB2 3092850 3707937 64.02% 7.480%

16 10.591 741 744 748 rBV 130648 233193 4._.03% 0.470%
17 11.036 781 783 784 rBV 53568 76320 1.32% 0.154%
18 11.139 790 792 795 rBV2 1313993 1482141 25.59% 2.990%
19 12.739 929 932 934 rVB 3534781 5084315 87.79% 10.256%
20 13.642 1007 1011 1013 rBV 305363 506154 8.74% 1.021%

21 13.700 1013 1016 1020 rVvVv 39975 102496 1.77% 0.207%
22 13.768 1020 1022 1025 rVV 1241232 1152248 19.89%% 2.324%

23 14.271 1063 1066 1071 rBV 50762 84914 1.47% 0.171%

24 15.128 1139 1141 1144 rBV 699267 878225 15.16% 1.772%

25 15.974 1212 1215 1220 rVB3 24820 67029 1.16% 0.135%

26 16.465 1255 1258 1261 rBvV4 37155 78853 1.36% 0.159%

27 16.866 1290 1293 1299 rBV6 32579 78126 1.35% 0.158%

28 17.723 1365 1368 1374 rVB7 24517 74419 1.28% 0.150%
Sum of corrected areas: 49573218
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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\BF020916\
: BF084969.D

: 9 Feb 2016 23:12

2 SJ/1Z

: H1377-03

24 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L
ration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF084969.D

5.23

4.78

6.41

6.29

6.78

7.21

0
Time-->

4.50

5.00

—
5.50

Abundance

5000000

4000000

3000000

2000000

1000000

0

TIC: BF084969.D

10.45

9.66
11.14

9.40

. 10.11 410.59
9 011105910

12.74

L
T T T

13.64

Time--> 8

8.50

9.00 9.50

10.00

I
.00 10.50 11.00 11.50

12.00

12.50

13.00 13.50

Abundance

5000000

4000000

3000000

2000000

1000000

0

TIC: BF084969.D

77

15.13

14.27

15.97

16.47

16.87

17.72

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\BF020916\
Data File : BF084969.D

Aca On : 9 Feb 2016 23:12

Operator : SJ/1Z

Sample : H1377-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

4.78 32.44 ng 1621850 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 32
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 236 (4.784 min): BF084969.D (-233) (-) m/z 43.10 100.00%
a3
59
5000
1 440 4.60 480 5.00 5.20
o.”“”.“”w.”qm.ﬁ%ﬂ,nﬁﬁ”.fﬁw.“wL.w”.w””“.”““., m/z 59.10  60.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR I R I
59 440 4.60 4.80 5.00 5.20
m/z 101.10 18.79%
15 31 101
0 ‘ 1 N 51 . 83 ‘
LR RS AR RS SRS RERLA RS NN RARLS RS SARSS LS LSS SARS SARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 460 480 5.00 5.20
5000 41 m/z 58.10 14.88%
31
69 87
o 15 51 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester S REE R R BERE .
59 440 460 4.80 500 5.20

m/z 41.10 9.48%

5000 41
68
1| 50 | 126 142
...,....,....,....,....,....,....,....,....,....,....,....,....,....,....,

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.40 460 4.80 5.00 5.20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084969.D

Aca On : 9 Feb 2016 23:12

Operator : SJ/1Z

Sample : H1377-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.41 Concentration Rank 1

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

6.41 113.13 ng 5656570 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 378 (6.407 min): BF084969.D (-375) (-) m/z 132.00 100.00%
5000 68
40 % J 6.00 6.20 640 6.60 6.80
54 . . . : .
ol Jrer lasus | n/z 68.10  41.28%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR LS R UL I
6.00 6.0 640 6.60 6.80
31 78 m/z 134.00 34.46%
0 ‘ L1 H 1L 1
L L N S U SN BN S SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.00 6.20 640 6.60 6.80
5000 og 116 m/z 66.10 26.93%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180 A
Abundance #13917: Benzene, 1,2,4-trifluoro- e e
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 17.18%
5000 63 g
31 101 112
0.,..‘..‘,..58.‘“‘.‘?2‘ ‘19.2.,‘.‘.1‘.,..« T T —
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084969.D

Aca On : 9 Feb 2016 23:12

Operator : SJ/1Z

Sample : H1377-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.11 2.14 ng 169539 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 86
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 702 (10.111 min): BF084969.D (-700) (-) m/z 57.10 100.00%
57
5000
85
9.80 10.00 10.20 10.40
113
o...J,J.!.u e | m/z 43.10 70.61%
m/z--> 50 100 150 200 250 300 350
Abundance #73965: Hexadecane
57
5000 RSB S A BARRE
g5 9. 80 10. oo 10 20 10.40
29 m/z 71.10 44 .60%
oL w || J 113 141 169 197 226
IIIII""I""""""I""I""I""I
m/z--> 50 100 150 200 250 300 350
Abundance
57
'9.80 10.00 10.20 1040
5000 m/z 41.10 34.41%
85
29
o 113135155175 203 231 250 303 331 357 386
m/z--> §0 160 1%0 260 2%0 360 3%0 '
Abundance #55008: Tetradecane LR EEmna e
57 9.80 10.00 10.20 10.40

m/z 85.10 32.32%

5000 85
29
0 \‘ | ‘ i ‘113 141 169 198

|
m/z--> 50 100 150 200 250 300 350 9. 80 10. OO 10 20 10 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084969.D

Aca On : 9 Feb 2016 23:12

Operator : SJ/1Z

Sample : H1377-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

10.59 3.15 ng 233193 Phenanthrene-d10 11.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Octacosane 394 C28H58 000630-02-4 87

Abundance Scan 744 (10.591 min): BF084969.D (-741) (-) m/z 57.10 100.00%

57
5000 a5

99
113197141155 10.20 10.40 10.60 10.80 11.00
..,....,l...l,.."..,a...-n',...'.,....,.... B e M/Z 43.10  59.48%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000 LA L B L B L B L L L L
85 10 20 10 40 10. 60 10 80 11. 00
29 m/z 71.10 55.82%
L P g
T T T e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 R REEERRE S
71 10.20 10.40 10.60 10.80 11.00
5000 o m/z 85.10 35.61%

29 99
113127141155169183197211 240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73963: Hexadecane i s S ST
57 10.20 10.40 10.60 10.80 11.00
43 m/z 41.10 26.11%

71
5000 85
o | L L4 4 113127141155169183197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 20 10 40 10. 60 10 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084969.D

Aca On : 9 Feb 2016 23:12

Operator : SJ/1Z

Sample : H1377-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 10-Heneicosene (c,t) Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.64 8.79 ng 506154 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Heneicosene (c.t) 294 C21H42 095008-11-0 60
2 1-Octadecanol 270 C18H380 000112-92-5 60
3 1-Eicosanol 298 C20H420 000629-96-9 60
4 1-Docosene 308 C22H44 001599-67-3 55
5 1-Nonadecene 266 C19H38 018435-45-5 53

Abundance Scan 1011 (13.642 min): BF084969.D (-1007) (-) m/z 55.10 100.00%

3

5000

13.40 13.60 13.80 14.00
m/z 57.10 98.61%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #114448: 10-Heneicosene (c,t)

:

13.I40 13!60 13.I80 14.IOO
m/z 83.10 87.68%

5000

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 83
e AR e e
13.40 13.60 13.80 14.00
5000 11 m/z 43.10 86.87%
68
0 A 126 153168 195 224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #116747: 1-Eicosanol T T e
43 13.40 13.60 13.80 14.00
m/z 97.10 75.98%
5000
2
ol \‘ 139154 181106
i R BRRRE e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020916\
Data File : BF084969.D

Acq On : 9 Feb 2016 23:12

Operator : SJ/1Z

Sample : H1377-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116.M
Quant Title : 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... 4.78 32.4 ng 1621850 1 6.64 999989 20.0
unknown6 .41 6.41 113.1 ng 5656570 1 6.64 999989 20.0
Hexadecane 10.11 2.1 ng 169539 3 9.66 1584340 20.0
Eicosane 10.59 3.1 ng 233193 4 11.14 1482140 20.0
10-Heneicosene (c,t) 13.64 8.8 ng 506154 5 13.77 1152250 20.0
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