LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121315\
Data File : BF083745.D

Aca On : 13 Dec 2015 22:40

Operator : UM/I1Z

Sample : 64743-02

Misc :

ALS Vial : 37 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-BF121315.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 2.224 10 12 28 rvVB3 55576 147505 3.87% 0.442%
2 5.116 261 265 272 rBV 796819 1092983 28.68% 3.279%
3 5.527 298 301 304 rBVY 2877919 3142390 82.44% 9.426%
4 5.927 334 336 338 rVB 55261 47804 1.25% 0.143%
5 6.544 387 390 393 rBY 2706121 3023551 79.33% 9.070%
6 6.682 399 402 405 rBVY 2554485 3495804 91.72% 10.486%
7 6.922 420 423 425 rBV 598916 754912 19.81% 2.264%
8 7.070 434 436 439 rVB 2092895 2741483 71.93% 8.223%
9 7.482 468 472 474 rBY 1766669 2386677 62.62% 7.159%
10 7.562 476 479 484 rVB 47804 71127 1.87% 0.213%

11 8.202 532 535 537 rBV 1112923 1046174 27.45% 3.138%
12 9.276 626 629 632 rBVY 3783754 3811524 100.00% 11.433%
13 9.665 661 663 666 rBvV 929946 829803 21.77% 2.489%
14 9.893 681 683 685 rvB 84564 67073 1.76% 0.201%
15 9.950 685 688 691 rBV 1248693 1145344 30.05% 3.436%

16 10.396 722 727 728 rVB 77072 103507 2.72% 0.310%
17 10.613 743 746 749 rBV 36223 61273 1.61% 0.184%
18 10.739 754 757 759 rBV 2430944 2493943 65.43% 7.481%
19 10.865 765 768 775 rBV 111938 147099 3.86% 0.441%

20 11.311 805 807 808 rBvV 94620 75131 1.97% 0.225%
21 11.436 815 818 820 rvv 833589 1098532 28.82% 3.295%
22 11.482 820 822 827 rvVB2 18429 39555 1.04% 0.119%
23 12.842 939 941 944 rVB 171129 148534 3.90% 0.446%
24 12.922 944 948 950 rBV 44477 55673 1.46% 0.167%

25 13.014 953 956 959 rBV 3048195 3566573 93.57% 10.698%
26 13.551 1000 1003 1005 rBV 83575 91330 2.40% 0.274%
27 13.905 1032 1034 1045 rBV 112073 172546 4_.53% 0.518%

28 14.054 1045 1047 1050 rBV 815960 798888 20.96% 2.396%
29 15.494 1170 1173 1176 rBV 581435 680692 17.86% 2.042%

Sum of corrected areas: 33337430
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083745.D

Aca On : 13 Dec 2015 22:40

Operator : UM/I1Z

Sample : 6G4743-02

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF083745.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083745.D

Aca On : 13 Dec 2015 22:40

Operator : UM/I1Z

Sample : 6G4743-02

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 Propane, 1,1-dimethoxy- Concentration Rank 5

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

2.22 3.91 ng 147505 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 78
2 3.3-Dichloropropvne 108 C3H2CI2 025523-14-2 9
3 Glvcine 75 C2H5N02 000056-40-6 7
4 Formamide. N-methvlthio 75 C2H5NS 018952-41-5 7
5 Mercaptamine 77 C2H7NS 000060-23-1 5

Abundance Scan 12 (2.224 min): BF083745.D (-10) (-) m/z 75.10 100.00%
75
5000 5 /\
o || s | 2.20 2.30 2.40 2.50 2.60
1t m/z 73.10 72 .93%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4671: Propane, 1,1-dimethoxy-
75
5000 29 45
2.20 2.30 2.40 2.50 2.60
m/z 45.10 38.86%
T A T
mz-> 20 30 40 50 60 70 80 90 100 110
Abundance
73
37 2.20 2.30 2.40 2.50 2.60
5000 m/z 41.10 23.41%
47
26 53 60 82 107
mz-> 20 30 40 50 60 70 80 90 100 110
Abundance #854: Glycine AR R RRRRY
30 2.20 2.30 2.40 2.50 2.60
m/z 77.10 15.89%
5000
75
It RO :
m/z--> 20 30 40 50 6 70 8 9 100 110 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083745.D

Aca On : 13 Dec 2015 22:40

Operator : UM/I1Z

Sample : 6G4743-02

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.12 28.96 ng 1092980 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 265 (5.116 min): BF083745.D (-261) (-) m/z 43.10 100.00%
43
59
5000
101 SN SN
83 480 5.00 5.20 5.40
...,....,....,....',....?.1.~..|,...‘??....,.-...,....-,....,....,....,....,...., m/z 59.10 60.85%
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 59 480 500 520 540
m/z 101.10 23.37%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.10 18.08%
68
50 126 142
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4—methy|— LI L L L B LN
43 480 5.00 5.20 5.40
m/z 41.10 8.63%
5000
101
15
27 & ‘
'”P“'P”M'”WM'W””I””P'”Pgﬁv'”b”'v”'P“W'“W“'W NN NARNS RN RARAY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083745.D

Aca On : 13 Dec 2015 22:40

Operator : UM/I1Z

Sample : 6G4743-02

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 3 unknown6.68 Concentration Rank 1

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

6.68 92.61 ng 3495800 1,4-Dichlorobenzene-d4 6.92
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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 402 (6.682 min): BF083745.D (-399) (-) m/z 132.10 100.00%
5000 68
40 ‘ % 640 6.60 6.80 7.00
54 . . . :
...,....-}u...“.,~:-.|.':7ﬁ‘....|,]n.°?..,.. || m/Z 68.10  43.77%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR SR U
6.40 6.60 6.80 7.00
m/z 134.00 32.60%
31 51
"'I"tmllw'l'l'j?"”l""l"‘W""I""P"'
m/z--> 20 40 6 80 100 120 140 160 180
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.10 28.35%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! R REREEmE e
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 18.22%
5000 og 116
e el rmhl‘ﬁll 158 ..,.1??. SRS A VAN i AR
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083745.D

Aca On : 13 Dec 2015 22:40

Operator : UM/I1Z

Sample : 6G4743-02

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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.
10.86 2.68 ng 147099 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Tetradecane 198 C14H30 000629-59-4 91
3 Pentadecane 212 C15H32 000629-62-9 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 768 (10.865 min): BF083745.D (-765) (-) m/z 57.10 100.00%
57
5000
4
10.60 10.80 11.00 11.20
131268 30 "m/z 71.10 70.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #82608: Heptadecane
57
85
5000 AR B UL UL U
4 10.60 10.80 11.00 11.20
m/z 43.10 65.67%
15 | L I u‘lﬁ3‘\141 169 197 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
10,60 10.80 11.00 11.20
5000 41 85 m/z 85.10 49.24%

113 141 169 198

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

Abundance #64574: Pentadecane N B A ma
57 10.60 10.80 11.00 11.20
m/z 41.10 28.88%
85
5000 4
113
T I S g LTS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10 60 10 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083745.D

Aca On : 13 Dec 2015 22:40

Operator : UM/I1Z

Sample : 6G4743-02

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 Hexadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.84 3.72 ng 148534 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 90
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 90
3 Pentadecane. 8-methvlene- 224 C16H32 055668-09-2 32
4 1-Hexene. 2.5-dimethyl- 112 C8H16 006975-92-4 27
5 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 27

Abundance Scan 941 (12.842 min): BF083745.D (-939) (-) m/z 56.10 100.00%
56
5000
41 7
S | 239 257 0 10 1300 1350
185 213 : : :
el | ,‘.'I..'J','.l..l'?..|..,..?‘.5,7....,....,.... bty | M7z 57.10  58.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000
41 12.60 12.80 13.00 13.20
129 ya 257 m/z 41.10 39.26%
2% | h H\ il 17 s A .28 312
m/z--> 25 45 60 éo 160 150 150 160 180 200 220 240 260 280 360 '
Abundance
56
12.60 12.80 13.00 13.20
5000 41 m/z 43.10 38.64%
73
26 971121 157 185 3 289257 5 gpp

mﬁmﬁmmﬁwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #72506: Pentadecane, 8-methylene-

12.60 12.80 13.00 13.20

m/z 73.00 31.74%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.60 12. 80 13. 00 13.20

8270-BF121315.M Mon Dec 14 18:30:41 2015

Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083745.D

Aca On : 13 Dec 2015 22:40

Operator : UM/I1Z

Sample : 6G4743-02

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 Octadecanoic acid, butyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.55 2.29 ng 91330 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 74
2 Nipecotic acid 129 C6H11NO2 000498-95-3 47
3 n-Butvl mvristate 284 C18H3602 000110-36-1 40
4 Cvclohexane. (1.1-dimethvlethvl)- 140 C10H20 003178-22-1 27
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 27

Abundance Scan 1003 (13.551 min): BF083745.D (-1000) (-) m/z 56.10 100.00%
56
5000
73 129 285
267 USRS UVSUNEREE
3M || ?]7 ‘ s 185 241 J 1320 13.40 13.60 13.80
SN 0 | [0 2 AV S Y S — m/z 57.10 61.23%
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56
5000
13.20 13.40 13.60 13.80
29 1 13 129 - m/z 43.10 40.13%
97 267
— “: \I T ‘M \‘H‘ I\M\I\‘\I\ I\\hl . ?‘57 - ]I-§I5 |2|13| szll . ‘: I\‘I |3:|I-1| |34i.0|
m/z--> 50 100 150 200 250 300
Abundance
57
13.20 13.40 13.60 13.80
5000 m/z 41.10 35.90%
30 84 129
101
m/z--> " 50 100 150 200 250 300
Abundance #108844: n-Butyl myristate
56 13.20 13.40 13.60 13.80
m/z 73.00 35.83%
5000 229
73 211
129
101 185 284
~ 3Q 0 -2 - NN U IO | NS
m/z--> 50 100 150 200 250 300 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121315\
Data File : BF083745.D

Aca On : 13 Dec 2015 22:40

Operator : UM/I1Z

Sample : 6G4743-02

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 8 1-Nonadecene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.91 4.32 ng 172546 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 9-Eicosene. (E)- 280 C20H40 074685-29-3 91
3 11-Tricosene 322 C23H46 052078-56-5 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI302 074339-54-1 91
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 87

Abundance Scan 1034 (13.905 min): BF083745.D (-1032) (-) m/z 57.10 100.00%
7
41
5000 111

13.60 13.80 14.00 14.20

139 207
m/z 55.10 98.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #98171: 1-Nonadecene

43

5000
13.60 13.80 14.00 14.20

m/z 83.10 92 .98%

27 || 154 182 210 238 266
ERRRARS L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57 83
41 —A—lév—v—v—v-rv—v

13.60 13.80 14.00 14.20

5000 m/z 43.10 90.71%
111
25 139 168 196 223 252 280
WWWWWWWWWW
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129062: 11-Tricosene RS e
43 1360 13.80 14.00 14.20

m/z 69.10 81.15%

5000 8
111
|| 140 168 196 224743 266 204 322
e A U i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121315\
Data File : BF083745.D

Acq On : 13 Dec 2015 22:40

Operator : UM/1Z

Sample : G4743-02

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121315_.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]
Propane, 1,l1-dime... 2.22 3.9 ng 147505 1 6.92 754912 20.0
2-Pentanone, 4-hy... 5.12 29.0 ng 1092980 1 6.92 754912 20.0
unknown6 .68 6.68 92.6 ng 3495800 1 6.92 754912 20.0
Heptadecane 10.86 2.7 ng 147099 4 11.44 1098530 20.0
Hexadecanoic acid... 12.84 3.7 ng 148534 5 14.05 798888 20.0
Octadecanoic acid... 13.55 2.3 ng 91330 5 14.05 798888 20.0
1-Nonadecene 13.91 4.3 ng 172546 5 14.05 798888 20.0
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