LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086497.D

Aca On : 29 Apr 2016 17:35

Operator : UM/SJ

Sample : H2784-02

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-BF042716.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 4.978 251 253 259 rBV 172490 318538 5.35% 0.683%
2 5.378 285 288 291 rBV 4408148 5124591 86.14% 10.983%
3 6.419 376 379 382 rBVY 3581963 5949066 100.00% 12.750%
4 6.544 388 390 393 rBVY 4169565 5236987 88.03% 11.224%
5 6.773 408 410 413 rBVY 1074675 1123273 18.88% 2.407%
6 6.933 421 424 427 rBV 4018431 3911686 65.75% 8.383%
7 7.344 457 460 463 rBV 2923493 3457455 58.12% 7.410%
8 7.813 498 501 505 rBvV2 46117 64987 1.09% 0.139%
9 8.064 520 523 525 rBVY 1538256 1459031 24.53% 3.127%
10 9.139 615 617 620 rBVY 3483348 4913193 82.59% 10.530%
11 9.230 623 625 627 rVB 70990 74267 1.25% 0.159%

12 9.539 650 652 654 rBvY 417075 437088 7.35% 0.937%
13 9.756 669 671 673 rVB 224271 174268 2.93% 0.373%
14 9.813 674 676 679 rvvV 1590232 1412829 23.75% 3.028%
15 9.985 688 691 693 rBvY 33645 62664 1.05% 0.134%

16 10.259 713 715 716 rBV 160884 178834 3.01% 0.383%
17 10.476 731 734 735 rBV 70031 98478 1.66% 0.211%
18 10.602 742 745 748 rBV 2710889 2899153 48.73% 6.213%
19 10.728 754 756 762 rVB 198225 239939 4._.03% 0.514%
20 11.299 803 806 810 rBv2 805497 1290102 21.69% 2.765%

21 11.528 823 826 830 rBvV2 25516 61109 1.03% 0.131%
22 11.905 857 859 864 rVvB 56282 91039 1.53% 0.195%
23 12.111 873 877 879 rBV3 35190 74353 1.25% 0.159%

24 12.499 909 911 914 rBV 376714 401010 6.74% 0.859%
25 12.728 928 931 933 rBV 374633 418245 7.03% 0.896%

26 12.888 942 945 947 rBV 2295479 3333803 56.04% 7.145%
27 13.162 967 969 972 rBV2 54783 80968 1.36% 0.174%
28 13.779 1021 1023 1027 rBV3 182293 255353 4._.29% 0.547%
29 13.928 1033 1036 1042 rBV2 876565 1457028 24.49% 3.123%
30 14.934 1122 1124 1128 rBV 227446 491864 8.27% 1.054%

31 15.334 1157 1159 1169 rVB 554665 1063689 17.88% 2.280%
32 17.094 1310 1313 1320 rVB 205350 505160 8.49% 1.083%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086497.D

Aca On : 29 Apr 2016 17:35

Operator : UM/SJ

Sample : H2784-02

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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF042716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 46660050
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086497.D

Aca On : 29 Apr 2016 17:35

Operator : UM/SJ

Sample : H2784-02

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF086497.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086497.D

Aca On : 29 Apr 2016 17:35

Operator : UM/SJ

Sample : H2784-02

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_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.

4.98 5.67 ng 318538 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 2-Propanone. 1-(1l-methvlethoxv)- 116 C6H1202 042781-12-4 9
5 Acetic acid, 2-propenyl ester 100 C5H802 000591-87-7 9

Abundance Scan 253 (4.978 min): BF086497.D (-251) (-) m/z 43.05 100.00%
43
5000 59
101 IENARERRRAE SRR SRR
4.60 4.80 5.00 5.20 5.40
o 0l S8l 69 8 | hjz 59.10  49.13%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ARSI
59 460 4.80 5.00 520 5.40
m/z 101.10 15.16%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 480 500 520 5.40
5000 m/z 58.10 14.13%
58
L7 g 72 100
e S I UL SULIULS SUSIILS IS IULIULS SULILS UL I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime L L e e e e
43 4.60 4.80 5.00 5.20 5.40
m/z 41.05 9.26%
5000
101
o 15 253137 | 5 %8 g9 86
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086497.D

Aca On : 29 Apr 2016 17:35

Operator : UM/SJ

Sample : H2784-02

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_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 unknown6.54 Concentration Rank 1

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

6.54 93.25 ng 5236990 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 390 (6.544 min): BF086497.D (-388) (-) m/z 132.05 100.00%
132
5000 68
40 75 ¥ ‘ 620 6.40 6.60 6.80
104 : . . .
o I 0 i 61"|,. b ST e Sl Tm/z 68.10  50.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 USSR SRR SR A
6.20 6.40 6.60 6.80
3 78 m/z 66.05 34 .40%
138
0"P'“I”'Wt“wPl”JL'W'”lP'”P'”I“'W'”'P'”I””I“'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 680
5000 97 m/z 134.05 32.52%
70
31
. 4451 60 1 77 g5 105 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- e

132 620 640 6.60 6.80
m/z 69.10 20.95%

5000
63 90 104
15 28 39 % 7 7 " 116

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 640 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086497.D

Aca On : 29 Apr 2016 17:35

Operator : UM/SJ

Sample : H2784-02

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_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 7

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

9.76 2.47 ng 174268 Acenaphthene-d10 9.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 86
3 Tetradecane 198 C14H30 000629-59-4 83
4 Eicosane 282 C20H42 000112-95-8 83
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 64

Abundance Scan 671 (9.756 min): BF086497.D (-669) (-) m/z 57.10 100.00%
43 ¥
5000 71
85
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr
99 113 9.40 9.60 9.80 10.00
0...,....',':..| bl 2127140 190160 Tm/z 43.10  82.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
43 Y
5000 n RVARSE SRR SRR RS B
g5 9.40 9.60 9.80 10.00
29 m/z 71.10 47 .72%
0 ‘ L L4 ‘ 99 113 127 141 155 169 183 107 226
m/z--> 20 Jo éo 85 100 150 140 160 180 200 220
Abundance
43 o7
71 9.40 9.60 9.80 10.00
5000 m/z 41.10 37.46%
85
29
oL 15 99 113 127 141 155 184
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55008: Tetradecane B e T &
57 9.40 9.60 9.80 10.00
43 m/z 85.05 29._47%
71
5000 85
29
oL 15 J | %9 113 127 141 155 169 198
m/z--> 20 &)(% 80 ﬁ01h 140 160 180 200 220 940 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086497.D

Aca On : 29 Apr 2016 17:35

Operator : UM/SJ

Sample : H2784-02

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_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 Tridecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.73 3.72 ng 239939 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 96
2 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Eicosane 282 C20H42 000112-95-8 87
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 87
Abundance Scan 756 (10.728 min): BF086497.D (-754) (-) m/z 57.10 100.00%
57
5000
3 113 140 10.40 10.60 10.80 11.00
o 108184 m/z 43.10  75.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #45544: Tridecane
57
5000 IR R UL SRR
85 10 40 10. 60 10. 80 11.00
4 m/z 71.10 54.94%
0 20\‘ ‘\ {, \‘ l 113 141 184
m/z--> %%&%mmmmmmmmmmmﬁ
Abundance
57
10,40 10,60 10.80 11.00
5000 g5 m/z 85.10 35.13%
41
141
oL.22 113 169
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #82607: Heptadecane L Bl
57 10.40 10.60 10.80 11.00
m/z 41.10 33.92%
5000

0"'I'l"'l""l""l"" ""I"£II LA AR LRSS LALAN LARAS RARRS LARAN AR AR ADARUABUVESL AR

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10 40 10. 60 10. 80 11. 00

| 18 am 169 196 240
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086497.D

Aca On : 29 Apr 2016 17:35

Operator : UM/SJ

Sample : H2784-02

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_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 7 5-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.78 3.51 ng 255353 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 95
2 Cvclotetracosane 336 C24H48 000297-03-0 93
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
4 1-Tricosene 322 C23H46 018835-32-0 90
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 87
Abundance Scan 1023 (13.779 min): BF086497.D (-1021) (-) m/z 57.10 100.00%
g7
v /A_J\_‘L\“/M
5000
I
3 139 200 13.40 13.60 13.80 14.00
o! i R e m/z 43.10  98.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #106398: 5-Eicosene, (E)-
55
83
5000 AR SUGLEE R
13140 13.60 13.80 14.00
29 m/z 55.10 83.33%
0 J A 139 167 196 223 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43 a3
1340 13.60 13.80 14.00
5000 m/z 83.10 67.15%
111
6y 139
ol. 26 167 196 224 250 279 308 336
mmmmmﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #152927: Trichloroacetic acid, hexadecy! ester e A REame nma e
4 13.40 13.60 13.80 14.00

69 m/z 69.10 57.68%

5000

\T

125

153 196 224
B e e e R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 40 13 60 13. 80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042916\
Data File : BF086497.D

Acq On 29 Apr 2016 17:35

Operator : UM/SJ

Sample : H2784-02

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716_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... 4.98 5.7 ng 318538 1 6.77 1123270 20.0
unknown6 .54 6.54 93.3 ng 5236990 1 6.77 1123270 20.0
Hexadecane 9.76 2.5 ng 174268 3 9.81 1412830 20.0
Tridecane 10.73 3.7 ng 239939 4 11.30 1290100 20.0
5-Eicosene, (E)- 13.78 3.5 ng 255353 5 13.93 1457030 20.0
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