LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110915\
Data File : BF082837.D

Aca On > 9 Nov 2015 18:56

Operator : UM/I1Z

Sample : 6G4306-18

Misc :

ALS Vial : 10 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-BF110715.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 2.133 3 4 7 rvB 120188 126513 1.46% 0.164%
2 5.024 253 257 267 rVB 2633550 4293787 49.61% 5.583%
3 5.447 290 294 296 rBVY 6790520 7918748 91.48% 10.296%
4 6.476 380 384 386 rBVY 6440279 8655946 100.00% 11.255%
5 6.602 392 395 397 rBVY 7225922 7552245 87 .25% 9.820%
6 6.830 412 415 417 rBV 1631660 1511063 17.46% 1.965%
7 6.990 426 429 431 rBVY 5720195 5998169 69.30% 7.799%
8 7.390 461 464 467 rBV 3799902 4799752 55.45% 6.241%
9 8.110 524 527 530 rBVY 1790288 1800379 20.80% 2.341%
10 9.196 618 622 624 rBY 7905259 8203736 94.78% 10.667%

11 9.585 653 656 658 rBV 1650929 1408063 16.27% 1.831%
12 9.813 673 676 678 rVB 111540 93968 1.09% 0.122%
13 9.871 678 681 683 rBVY 1934653 2133433 24.65% 2.774%
14 10.316 716 720 721 rVB 130207 174603 2.02% 0.227%
15 10.533 736 739 742 rBV 59247 92223 1.07% 0.120%

16 10.659 746 750 752 rVV 4833014 5742930 66.35% 7.467%
17 10.785 757 761 766 rvV 227764 284206 3.28% 0.370%
18 11.231 798 800 802 rBV 179353 149364 1.73% 0.194%
19 11.345 808 810 813 rvB 2219080 2007252 23.19% 2.610%
20 11.402 813 815 818 rBV2 63488 87133 1.01% 0.113%

21 11.654 835 837 840 rVvB 85086 96099 1.11% 0.125%
22 11.894 855 858 864 rBv2 239932 293583 3.39% 0.382%
23 12.945 946 950 952 rBV 6190851 8350063 96.47% 10.857%
24 13.848 1026 1029 1038 rBV 392329 867895 10.03% 1.128%
25 13.985 1038 1041 1043 rVB 1720783 2076084 23.98% 2.699%

26 15.414 1162 1166 1168 rBV 1323047 1794346 20.73% 2.333%
27 15.974 1210 1215 1227 rBV5 53372 276478 3.19% 0.359%
28 17.083 1305 1312 1321 rBV9 19549 121405 1.40% 0.158%

Sum of corrected areas: 76909466
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110915\
Data File : BF082837.D

Aca On : 9 Nov 2015 18:56

Operator : UM/I1Z

Sample : 6G4306-18

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF082837.D

6.60
7000000 5.45

6.48
6000000 6.99
5000000
4000000 7.39
3000000 5.02

2000000 6.83 8.11

1000000

e o | m—

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF082837.D

7000000
12.95
6000000
5000000 10.66
4000000
3000000
11.34
2000000 958 287 13.99

1000000

13.8
9.1 10.32055%78 1128 401165189

O e L L T e S L

Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF082837.D

7000000
6000000
5000000
4000000
3000000
2000000

15.41
1000000

15.97 17.08

e i B M R B O L

Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110915\
Data File : BF082837.D

Aca On : 9 Nov 2015 18:56

Operator : UM/I1Z

Sample : 6G4306-18

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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.

5.02 56.83 ng 4293790 1,4-Dichlorobenzene-d4 6.83
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 257 (5.024 min): BF082837.D (-253) (-) m/z 43.10 100.00%
431
59.1
5000
1o 460 480 500 520 5.40
Ob el 891 831 | B9 10 60.90%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 a0 2k 5o Sk Sk
0
150 a0 1010 m/z 101.10 19.68%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 460 480 500 520 5.40
5000 m/z 58.10 15.65%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- e EAa pEaE S
59.0 4.60 4.80 500 5.20 5.40
m/z 41.10 9.08%
5000
41.0
29.0 101.0
o o 1],800 || 730 86.0 | A
miz--> 10 20 30 40 50 60 70 8 90 100 110 | 4.60 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110915\
Data File : BF082837.D

Aca On : 9 Nov 2015 18:56

Operator : UM/I1Z

Sample : 6G4306-18

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 unknown6.60 Concentration Rank 1

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

6.60 99.96 ng 7552250 1,4-Dichlorobenzene-d4 6.83
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 16
3 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 395 (6.602 min): BF082837.D (-392) (-) m/z 132.10 100.00%
13R.1
68.1
5000
96.1 T T T T
401 541 ‘| 85.0 | 21 620 6.40 6.60 6.80 7.00
Obrr e el e 820 7L ML Tm/z 68.10  53.12%
m/z--> 10 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 RS LA U I
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 134.10 34 .48%
0 L1 H 1N 1
LA AR AR SRS UL AR RS NS RN RS LU S SN BARAE SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 33.44%
33.0 44.0 105.0

70.0
56.0 86.0

m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140 /\
Abundance #2744: 2-Cyclohexen-1-one e

68.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 21.39%

5000

40.0

150 210 | 850 | g

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110915\
Data File : BF082837.D

Aca On : 9 Nov 2015 18:56

Operator : UM/I1Z

Sample : 6G4306-18

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

10.78 2.83 ng 284206 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Tetracosane 338 C24H50 000646-31-1 90
3 Tetradecane 198 C14H30 000629-59-4 86
4 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 86
5 Eicosane 282 C20H42 000112-95-8 83

Abundance Scan 761 (10.785 min): BF082837.D (-757) (-) m/z 57.10 100.00%

57.1
5000 85.1

10.40 10.60 10.80 11.00

I ) 3114121692

bbb ettt e e || M7z 43.100 72.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #115570: Heneicosane
57.0
85.0
5000 | LI LB LN LB
10.40 10.60 10.80 11.00
m/z 71.10 64 .00%
29.0 11309410
ol L l4101600197.0225.02530 2960
T T e e e [ T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
 EEEEEEEE SRR
10.40 10.60 10.80 11.00
5000 m/z 85.10 44.41%
85.0
29.0

113.0 141.0169.0 197.0 225.0 253.0 281.0 309.0 338.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #55008: Tetradecane e T

57.0 10.40 10.60 10.80 11.00

m/z 41.10 32.15%
5000 85.0
29.0
0 | ‘1130141016901980

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. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110915\
Data File : BF082837.D

Aca On : 9 Nov 2015 18:56

Operator : UM/I1Z

Sample : 6G4306-18

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.89 2.93 ng 293583 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 50
5 Nonanoic acid 158 C9H1802 000112-05-0 38
Abundance Scan 858 (11.894 min): BF082837.D (-855) (-) m/z 73.10 100.00%
73.1
43.1
5000 1291
97.1 213.2 N e
1571 1852 256.2 11,60 1180 12.00 12.20
O el m/z 60.10 84.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid
43.0 73.0
5000
11.60 11.80 12.00 12.20
129.0 m/z 43.10 76.76%
256.0
m/z--> ﬁolllﬁb """ éo 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 11,60 11.80 12,00 12.20
5000 1200 m/z 57.10 64 .54%
' 185.0 228.0
97.0
o 166.0
m/z--> ﬁo Jo éo éo 160 150 150 1éo 180 200 220 250 2éo A«JMJfAuNNJ&A\w\]\ﬂJL~x)b
Abundance #65562: Tridecanoic acid Bl EA R B
430 | 730 11.60 11.80 12.00 12.20
: m/z 55.10 61.42%
5000
129.0
I
bl A LS50 L L 320 | aeso | el
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110915\
Data File : BF082837.D

Aca On : 9 Nov 2015 18:56

Operator : UM/I1Z

Sample : 6G4306-18

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.85 8.36 ng 867895 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 Dichloroacetic acid. tetradecvl ... 324 C16H30CI1202 083005-02-1 91
3 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
5 1-Tetracosanol 354 C24H500 000506-51-4 91

Abundance Scan 1029 (13.848 min): BF082837.D (-1026) (-) 57.10 100.00%

571.1
83.0
5000

139.2 167.1 13.60 13.80 14.00 14.20
Obrrrrrrefbed 208.2 m/z 43.10 83.68%

.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55.0
97.0
_l_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_

5000
13.60 13.80 14.00 14.20
m/z 55.10 80.39%

125.0
L ‘ 153.0 181.0 308.0
ARNRRREE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0

83.0
13 60 13.80 14.00 14.20
5000 m/z 83.05 78.14%

111.0

o

139.0 168.0 196.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143984: Trichloroacetic acid, tetradecy! ester EEEEEE Ty e
43. 13.60 13.80 14.00 14.20

830 m/z 69.10 70.66%

5000
111.0
139.0 168.0 196.0 241.0
0 .

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110915\
Data File : BF082837.D

Aca On : 9 Nov 2015 18:56

Operator : UM/I1Z

Sample : 6G4306-18

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 1-Hentetracontanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.97 3.08 ng 276478 Perylene-d12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hentetracontanol 593 C41H840 040710-42-7 83
2 1-Octadecanol 270 C18H380 000112-92-5 70
3 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 68
4 1-Heptadecanol 256 C17H360 001454-85-9 62
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 62
Abundance Scan 1215 (15.974 min): BF082837.D (-1210) (-) m/z 57.10 100.00%

A
5000
11.1
ST 55 15180 1500 163"
O | ¥ m/z 43.10 91.44%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #172384: 1-Hentetracontanol
57.0
5000 LA L L L L L L L L L
11.0 15.60 15.80 16.00 16.20
m/z 97.10 91.33%
o \“L “ “koml§7Q 2230 278.0_ 3430 404.0 4600 516.0 5720
T ; R EEBESEREEsEmE e w
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55.0
R e e B
15.60 15.80 16.00 16.20
5000 111.0 m/z 55.10 72.98%
167.0 252.0
O o LI Lo o o e e e e EEAEEERmmme
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester B e e e N EEmm
57.0 15.60 15.80 16.00 16.20
m/z 83.10 71.29%
5000
11.0
IR o o o BRREEREEEEEEEEEm R e e B
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110915\
Data File : BF082837.D

Acq On > 9 Nov 2015 18:56

Operator : UM/1Z

Sample - G4306-18

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715.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... 5.02 56.8 ng 4293790 1 6.83 1511060 20.0
unknown6 .60 6.60 100.0 ng 7552250 1 6.83 1511060 20.0
Heneicosane 10.78 2.8 ng 284206 4 11.35 2007250 20.0
n-Hexadecanoic acid 11.89 2.9 ng 293583 4 11.35 2007250 20.0
1-Docosene 13.85 8.4 ng 867895 5 13.99 2076080 20.0
1-Hentetracontanol 15.97 3.1 ng 276478 6 15.41 1794350 20.0
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