LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\

Data File : BF086151.D

Aca On : 8 Apr 2016 1:20

Operator : UM/SJ

3?22'6 i H2282-12 AMBOY-SB-08(0.5-20.0
ALS Vial : 28 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-BF040216.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 4.899 244 246 262 rBV 210125 338407 12.30% 1.416%
2 5.333 281 284 286 rBY 2249384 2352647 85.48% 9.845%
3 5.733 317 319 326 rVB 19432 28768 1.05% 0.120%
4 6.384 373 376 378 rBVY 2297917 2493433 90.59% 10.434%
5 6.499 384 386 389 rBVY 2009427 2416673 87.80% 10.113%
6 6.739 405 407 409 rBV 483796 614219 22.32% 2.570%
7 6.887 418 420 423 rBV 1973672 1788106 64.97% 7.483%
8 7.310 454 457 459 rBV 1151156 1614415 58.66% 6.756%
9 8.019 517 519 522 rBV 971931 864291 31.40% 3.617%
10 9.093 611 613 616 rBY 2059827 2454597 89.18% 10.272%
11 9.493 646 648 651 rBV 319776 297547 10.81% 1.245%
12 9.710 665 667 669 rBV 47085 42794 1.55% 0.179%
13 9.768 670 672 675 rVB 912063 912892 33.17% 3.820%
14 10.202 709 710 712 rVB 67776 71593 2.60% 0.300%
15 10.419 726 729 733 rBV 27693 53737 1.95% 0.225%

16 10.568 739 742 744 rBV2 1314794 1769241 64.28% 7.404%
17 10.682 750 752 759 rVB 95795 143845 5.23% 0.602%

18 11.128 789 791 792 rBV 36330 39298 1.43% 0.164%
19 11.253 800 802 804 rBV 1096550 942853 34.26% 3.946%
20 11.791 847 849 855 rBvV 57315 76055 2.76% 0.318%
21 12.568 915 917 921 rBV2 18844 29102 1.06% 0.122%
22 12.842 938 941 943 rBV 2717176 2752369 100.00% 11.518%
23 13.071 958 961 963 rBvV 41492 39397 1.43% 0.165%
24 13.322 977 983 985 rBV 25299 33914 1.23% 0.142%
25 13.414 988 991 993 rBV 78911 77848 2.83% 0.326%

26 13.745 1017 1020 1027 rBV 137912 243714 8.85% 1.020%
27 13.894 1030 1033 1035 rBV 529747 675092 24_.53% 2.825%

28 14.054 1045 1047 1050 rBV 107331 94688 3.44% 0.396%
29 14.362 1071 1074 1075 rBV 57758 64993 2.36% 0.272%
30 14.648 1095 1099 1102 rBVZ2 31907 50218 1.82% 0.210%

31 15.288 1152 1155 1160 rVB 454454 519830 18.89% 2.175%

Sum of corrected areas: 23896576
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\
Data File : BF086151.D

Aca On : 8 Apr 2016 1:20

Operator : UM/SJ

Sample : H2282-12

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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: BF086151.D

2500000
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2000000 650  6.89
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1000000
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Abundance TIC: BF086151.D
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2000000
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Abundance TIC: BF086151.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\
Data File : BF086151.D

Aca On : 8 Apr 2016 1:20

Operator : UM/SJ

Sample : H2282-12

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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.

4.90 11.02 ng 338407 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 246 (4.899 min): BF086151.D (-244) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 SN ) i -
| 83.1 | 4.60 4.80 5.00 520
Obrrr e el e m/z 59.10 60.34Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 460 4.80 5.00 5.20
0
150 4, 1010 m/z 101.10 23.11%
0'”IJ”P'“ﬂ'”ﬂ“'P”h'”W”'Eiql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520
5000 410 m/z 58.10 16.63%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3092: 5-Hexen-2-one A Emuay
43.0 460 480 500 5.20

m/z 41.10 9.12%

5000
55.0
27.0
Bom 710 830 98,0

o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\
Data File : BF086151.D

Aca On : 8 Apr 2016 1:20

Operator : UM/SJ

Sample : H2282-12

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 unknown6.50 Concentration Rank 1

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

6.50 78.69 ng 2416670 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 386 (6.499 min): BF086151.D (-384) (-) m/z 132.10 100.00%
130.1
5000 68.1
96.1 "w"'w"Lw"'w"'w
40.1 h 115.0 6.20 6.40 6.60 6.80
L m/z 68.10 44 .54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 DR LR S LR
6.20 6.40 6.60 6.80
310 510 m/z 134.10 31.61%
0 ‘ L1 H | L 1
LERELS FURLELELS FURLLAL SLEL LS LR UL DR B UL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
620 6.40 6.60 6.80
5000 m/z 66.10 28.35%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R R A Raamy
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.05 17.72%
74.0
5000 98.0 116.0
Oy ""I“""hl""'lﬁm"‘ml' o T '%§8ﬁ?" '|%8?;q DR LRSS SR R
m/z--> 20 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\BF040716\
Data File : BF086151.D

Aca On : 8 Apr 2016 1:20

Operator : UM/SJ

Sample : H2282-12

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Dodecane, l1l-iodo- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.68 3.05 ng 143845 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 1l-i1odo- 296 C12H25l1 004292-19-7 86
2 Heneicosane 296 C21H44 000629-94-7 83
3 Heptadecane 240 C17H36 000629-78-7 83
4 Tetracosane 338 C24H50 000646-31-1 83
5 Octadecane 254 C18H38 000593-45-3 80

Abundance Scan 752 (10.682 min): BF086151.D (-750) (-) m/z 57.10 100.00%

57.1

5000

113.1 155.1 185.1 10.40 10.60 10.80 11.00

0! m/z 71.10 77.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #114972: Dodecane, 1-iodo-
57.0
5000 85.0 B e i e
10.40 10.60 10.80 11.00
20.0 m/z 43.10 65.88%
155.0
N 0 e W N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
L e R e
85.0 10.40 10.60 10.80 11.00
5000 m/z 91.10 56.25%
29.0 113.0

141.0 169.0 197.0 225.0 253.0 296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82608: Heptadecane e
57.0 10.40 10.60 10.80 11.00
m/z 85.10 52.67%
85.0
5000
29.0
0 L Ly ”‘11?0‘1410 16901970 2400
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 40 10. 60 10 80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\
Data File : BF086151.D

Aca On : 8 Apr 2016 1:20

Operator : UM/SJ

Sample : H2282-12

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.41 2.31 ng 77848 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Octacosane 394 C28H58 000630-02-4 90
5 Octadecane 254 C18H38 000593-45-3 90

Abundance Scan 991 (13.414 min): BF086151.D (-988) (-) m/z 57.10 100.00%

57.1

5000

13.00 13.20 13.40 13.60 13.80

141.2 169.1

207.1

0! m/z 71.10 75.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82608: Heptadecane
57.0
85.0
5000
13.00 13.20 13.40 13.60 13.80
20.0 m/z 85.10 58.79%
0 L Ly “11?0\1410 169.0 197.0 _ 240.0
T e T e T T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
N L B aawa
85.0 13.00 13.20 13.40 13.60 13.80
5000 ' m/z 43.10 57.92%
29.0 113.0
0 141.0 169.0 197.0 225.0 253.0  296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107652: Eicosane B e e e S
57.0 13. OO 13. 20 13. 40 13 60 13. 80

m/z 55.10 22 .59%

5000
85.0
29.0
0 ‘ | 1180 1410 160.0 282.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. OO 13. 20 13. 40 13 60 13. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\
Data File : BF086151.D

Aca On : 8 Apr 2016 1:20

Operator : UM/SJ

Sample : H2282-12

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Tetrapentacontane, 1,54-dib... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.75 7.22 ng 243714 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 91
2 1-Octadecene 252 C18H36 000112-88-9 62
3 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 62
4 1-Heptadecene 238 C17H34 006765-39-5 58
5 11-Tricosene 322 C23H46 052078-56-5 58
Abundance Scan 1020 (13.745 min): BF086151.D (-1017) (-) m/z 57.10 100.00%
511
5000 !
] 5. 197 2 13.40 13.60 13.80 14.00
0'”W'”'”'””'”W””P”W””P”W””P”W””P”W”“P”W””P“W' m/z 43.10 70.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance #174828: Tetrapentacontane, 1,54-dibromo-
57.0
5000 R AR AR U B
1340 13.60 13.80 14.00
m/z 71.10 69.51%
0F9m%mmmmm4%%woemom0mm
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 |
Abundance
57.0
13.40 13.60 13.80 14.00
5000 m/z 85.10 52 .09%
125.0
0 252.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance #159526: Pentafluoropropionic acid, octadecyl ester
43.0 13.40 13.60 13.80 14.00
m/z 55.10 46 .35%
5000
Lo
ol bbby 2810 2520 T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 13140 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\
Data File : BF086151.D

Aca On : 8 Apr 2016 1:20

Operator : UM/SJ

Sample : H2282-12

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .05 2.81 ng 94688 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 90
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 1047 (14.054 min): BF086151.D (-1045) (-) m/z 57.10 100.00%
57.1
5000
%l 13.80 14.00 14.20 14.40
141.2 : . . .
o...~.~,.J..J-.-‘|,.'l.~'..' e M/Z 71.05  74.37%
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57.0
5000
13.80 14.00 14.20 14.40
99.0 m/z 43.10 60.19%
oL270) | | | | | 1410 1830 2250 266.0296.0
m/z--> 55 160 1%0 260 250 360 3%0 '
Abundance
57.0
"' 13/80 14.00 14.20 1440
5000 m/z 85.10 56.77%
99.0
27.0 141.0 183.0 225.0 281.0  337.0 394.0
m/z--> 55 160 1%0 260 2%0 360 350 '
Abundance #115575: Eicosane, 10-methyl-
57.0 13.80 14.00 14.20 14.40
m/z 41.10 22 .73%
5000
9.0 154.0
ol b by iy 1070 2300 2810 S A
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040716\
Data File : BF086151.D

Acq On : 8 Apr 2016 1:20

Operator : UM/SJ

Sample : H2282-12

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040216_.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 .90 11.0 ng 338407 1 6.74 614219 20.0
unknown6 .50 6.50 78.7 ng 2416670 1 6.74 614219 20.0
Dodecane, 1l-iodo- 10.68 3.0 ng 143845 4 11.25 942853 20.0
Heptadecane 13.41 2.3 ng 77848 5 13.89 675092 20.0
Tetrapentacontane... 13.75 7.2 ng 243714 5 13.89 675092 20.0
Heneicosane 14.05 2.8 ng 94688 5 13.89 675092 20.0
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