LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020416\
Data File : BF084851.D

Aca On : 5 Feb 2016 1:47

Operator =: SJ/1Z

Sample : H1320-10

Misc :

ALS Vial : 23 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 4.121 176 178 183 rBvV 49056 77478 1.54% 0.184%
2 4.830 237 240 250 rVB 1161075 1869713 37.06% 4.438%
3 5.276 276 279 281 rBVY 3636821 5044828 100.00% 11.975%
4 5.676 312 314 317 rBV 57715 57377 1.14% 0.136%
5 6.327 368 371 373 rBVY 4197486 4492503 89.05% 10.664%
6 6.441 378 381 384 rVV 4428220 4493362 89.07% 10.666%
7 6.670 399 401 404 rVB 1222722 1020721 20.23% 2.423%
8 6.830 412 415 417 rBV 4111073 3680549 72.96% 8.737%
9 7.241 448 451 454 rBV 2564145 2888424 57 .26% 6.856%
10 7.367 458 462 469 rvVv 54178 82255 1.63% 0.195%

11 7.962 511 514 516 rBV 1478265 1345848 26.68% 3.195%
12 9.036 605 608 611 rBY 3353301 4844487 96.03% 11.500%
13 9.436 641 643 646 rBvV 744581 654045 12.96% 1.553%
14 9.653 660 662 664 rvVB 74692 71686 1.42% 0.170%
15 9.710 664 667 669 rBYV 1601089 1381704 27.39%% 3.280%

16 10.156 704 706 708 rvB 154430 120604 2.39% 0.286%
17 10.373 722 725 728 rBV 42624 69424 1.38% 0.165%
18 10.499 733 736 738 rBV 3142622 3006613 59.60% 7.137%
19 10.625 745 747 751 rBV 148331 164330 3.26% 0.390%
20 11.070 784 786 788 rBV 82114 83181 1.65% 0.197%

21 11.185 794 796 799 rvVB 1230388 1138946 22.58% 2.704%
22 12.773 933 935 938 rBV 3101410 3334669 66.10% 7.916%
23 13.688 1012 1015 1024 rBV 191505 331301 6.57% 0.786%
24 13.813 1024 1026 1029 rBV 916078 910566 18.05% 2.161%
25 15.197 1144 1147 1149 rBV 649729 905020 17.94% 2.148%

26 15.677 1185 1189 1192 rBV5 20160 57520 1.14% 0.137%

Sum of corrected areas: 42127154
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020416\
Data File : BF084851.D

Aca On : 5 Feb 2016 1:47

Operator : SJ/1Z

Sample : H1320-10

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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: BF084851.D
6.3344 6.83
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020416\
Data File : BF084851.D

Aca On : 5 Feb 2016 1:47

Operator : SJ/1Z

Sample : H1320-10

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 unknown4.83 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
4.83 36.64 ng 1869710 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39

2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 38
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 17
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9
Abundance Scan 240 (4.830 min): BF084851.D (-237) (-) m/z 43.05 100.00%

43
59
5000
101

440 460 480 500 520

| 51 67 83
0...,....,....,....','....,..-!.l,....,....,.-...,...:,|....,....,....,....,...., m/z 59.10 61.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester
43
57
5000 LN AL BN L L L L L L LB
440 4.60 4.80 5.00 5.20
29 101 m/z 101.10 20.14%
N P ‘ 7383
o} NN SN ¥ M 1 NN N S N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
R R RAREE RS S
440 4.60 4.80 5.00 5.20
5000 5o m/z 58.10 14 .96%
15 101
o 31 51 83
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 e R RBEE . -

59 440 460 480 500 520

m/z 41.10 9.02%

5000 41
68

o

10 20 30 40 50 60 70 80 90 100 110 120 130 140

4.40 4.60 4.80 5.00 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020416\
Data File : BF084851.D

Aca On : 5 Feb 2016 1:47

Operator : SJ/1Z

Sample : H1320-10

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 unknown6.44 Concentration Rank 1

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

6.44 88.04 ng 4493360 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 381 (6.441 min): BF084851.D (-378) (-) m/z 132.00 100.00%
5000 68
40 54 % J " 620 6.40 6.60 6.80
ol Qe [ eus W w/z 68.10  45.33%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RSN SRS SR
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 33.30%
‘ b H oy . L
L B S L W WL S W
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
" 620 6.40 6.60 6.80
5000 m/z 66.10 29.78%
33 aa o 105
o 60 80 115
miz--> 4 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e e
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 19.26%
5000 98 116
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | |
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020416\
Data File : BF084851.D

Aca On : 5 Feb 2016 1:47

Operator : SJ/1Z

Sample : H1320-10

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 5
R.T. EstConc Area Relative to ISTD R.T.
10.62 2.89 ng 164330 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 747 (10.625 min): BF084851.D (-745) (-) m/z 57.10 100.00%
57
5000 a5
; — 1040 10/60 1080 1100
(o} m/z 43.10 72 .44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107652: Eicosane
57 J
5000 UL BRI BUMREN SUBLE B
4 85 mmmmmmnm
m/z 71.05 55.59%
0 \‘ il ‘\ | 1:!'3 A 141 169 282
m/z--> ﬁo Jo 60 85 100 150 140 160 180 200 220 240 260 280 300 320 350
Abundance
57
"' 10.40 1060 10.80 11.00
5000 85 m/z 85.10 36.26%
41

113 141 169 107 225 253 281 300 338

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #73965: Hexadecane T TR T

57 10.40 10.60 10.80 11.00

m/z 41.05 31.30%
5000
4 85
oh2 \ ‘ I | w (113 141 169 197 226
T e e e e e e e N REAE ma s

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10 40 10. 60 10. 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020416\
Data File : BF084851.D

Aca On : 5 Feb 2016 1:47

Operator : SJ/1Z

Sample : H1320-10

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

1369 7.28ng 331301  Chrysene-di2 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

‘1 1-Docosene 308 C22H44 001599-67-3 91

2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
3 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 91

4 1-Eicosanol 298 C20H420 000629-96-9 90
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 90
Abundance Scan 1015 (13.688 min): BF084851.D (-1012) (-) m/z 57.05 100.00%

97 g3

5000 11

5

139 13.40 13.60 13.80 14.00
167

Obrrrrrreibes 207 m/z 55.10 87.91%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #121981: 1-Docosene

55

:

97
5000 LA L L L L LN
29 13.40 13.60 13.80 14.00
125 m/z 43.10 86.37%
0l.14 |l 153168
RN RRREE Ay
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
83 s e
13.40 13.60 13.80 14.00
5000 m/z 83.05 83.45%
111
o7 68

o 139154 182 210

mmﬁmwwwwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #143984: Trichloroacetic acid, tetradecy! ester R e A RERa
13.40 13.60 13.80 14.00

m/z 97.05 71.25%

-

5000

ﬁ

I 1 I I
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\BF020416\
Data File : BF084851.D

Acq On : 5 Feb 2016 1:47

Operator : SJ/1Z

Sample : H1320-10

Misc :

ALS Vial : 23 Sample Multiplier: 1

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

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown4 .83 4.83 36.6 ng 1869710 1 6.67 1020720 20.0
unknown6 .44 6.44 88.0 ng 4493360 1 6.67 1020720 20.0
Eicosane 10.62 2.9 ng 164330 4 11.18 1138950 20.0
1-Docosene 13.69 7.3 ng 331301 5 13.81 910566 20.0
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