LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083488.D

Aca On : 4 Dec 2015 5:29

Operator : UM/I1Z

Sample : 64588-04

Misc :

ALS Vial : 30 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-BF113015.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 4.624 255 257 271 rVB 320178 524670 10.04% 1.490%
2 5.116 298 300 319 rBY 2033784 2532160 48.43% 7.192%
3 6.202 392 395 401 rBY 1466894 1649446 31.55% 4 .685%
4 6.304 401 404 406 rBV 4223849 4352555 83.25% 12.363%
5 6.522 421 423 426 rBV 840213 1006743 19.26% 2.860%
6 6.682 435 437 440 rBVY 3388464 3633100 69.49% 10.319%
7 7.070 469 471 472 rBV 58178 63365 1.21% 0.180%
8 7.104 472 474 476 rBV 3194415 3174445 60.72% 9.017%
9 7.619 516 519 528 rVB4 23973 58985 1.13% 0.168%
10 7.813 534 536 539 rBY 1228609 1242441 23.76% 3.529%

11 8.270 575 576 582 rVB5 23378 55475 1.06% 0.158%
12 8.899 628 631 633 rBVY 5575379 5228253 100.00% 14.850%
13 9.299 664 666 668 rvB 119385 112782 2.16% 0.320%
14 9.562 686 689 691 rBV 1384185 1327992 25.40% 3.772%
15 10.019 722 729 730 rBv4 25954 81958 1.57% 0.233%

16 10.351 755 758 760 rBV 2755368 2799842 53.55% 7.953%
17 10.979 811 813 820 rvB2 39315 71079 1.36% 0.202%
18 11.093 820 823 826 rBV 1087070 1101410 21.07% 3.128%
19 11.791 882 884 889 rBv2 206794 308712 5.90% 0.877%
20 12.865 975 978 987 rVB 224800 360837 6.90% 1.025%

21 13.185 1002 1006 1009 rBV 2865107 3762235 71.96% 10.686%
22 14.625 1128 1132 1136 rBV 53183 108632 2.08% 0.309%

23 14.705 1136 1139 1142 rBV 696885 922287 17.64% 2.620%
24 16.774 1317 1320 1325 rBV 511406 726761 13.90% 2.064%

Sum of corrected areas: 35206165
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120315\
Data File : BF083488.D

Aca On - 4 Dec 2015 5:29

Operator : UM/IZ

Sample : G4588-04

Misc :

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF083488.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083488.D

Aca On : 4 Dec 2015 5:29

Operator : UM/I1Z

Sample : 64588-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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.

4.62 10.42 ng 524670 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 257 (4.624 min): BF083488.D (-255) (-) m/z 43.10 100.00%
a3
59 \\
5000
101 P"W"'J"“ T T
37 53, | 83 | 420 440 460 4.80 5.00
ot el e m/z 59.10 52.60%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 DERRRRERAREE]
420 4.40 4.60 4.80 5.00
m/z 101.10 15.41%
15 31 101
o . 25.° 37, 53 83 \
miz--> e A e A A AR A
Abundance
59
420 440 4.60 4.80 5.00
5000 m/z 58.10 13.51%
41
53 73 86
e S I S SULIULS SURILIL IS IULILS SULI LS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- e EEAE R R
50 420 440 460 4.80 5.00
m/z 41.10 8.75%
5000
a1 101
0 15 ! \3\1 ! ‘ N 53\\ 69 8\3 J
m/z--> 10 20 30 40 50 6|O 7'0 80 90 100 110 420 440 460 4.80 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083488.D

Aca On : 4 Dec 2015 5:29

Operator : UM/I1Z

Sample : 64588-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 unknown6.30 Concentration Rank 1

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

6.30 86.47 ng 4352560 1,4-Dichlorobenzene-d4 6.52
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 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 404 (6.304 min): BF083488.D (-401) (-) m/z 132.10 100.00%
5000 68
96 BB NARBENAEBERARSE AN
40 g 28 | 06 6.00 6.20 6.40 6.60
0 AN N A | N m/z 68.10 47.91%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS U R IR I
6.00 6.20 6.40 6.60
31 51 m/z 134.10 33.66%
0'"|'J”Ml'Hw'l”j?”"|“'”l""""l”"l'”'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
600 620 640 6.60
5000 m/z 66.10 29.62%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl L B s
57 132 6.00 6.20 6.40 6.60
24 m/z 69.10 18.47%
5000 og 116
) AN | VIR A N HW..LL,..“u N 189 SN | |
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083488.D

Aca On : 4 Dec 2015 5:29

Operator : UM/I1Z

Sample : 64588-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.79 5.61 ng 308712 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Dodecanoic acid 200 C12H2402 000143-07-7 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Tridecanoic acid 214 C13H2602 000638-53-9 72
Abundance Scan 884 (11.791 min): BF083488.D (-882) (-) m/z 43.10 100.00%
43 g0 73
5000
85 129 N
157171 185 213 11.40 11.60 11.80 12.00 12.20
143 199 256
I 2 m/z 73.05 91.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 .4
5000
11.40 11.60 11.80 12.00 12.20
m/z 60.10 84 .46%
. Il ‘ H bt }01}151291431571711851992132272422?6
m/z--> 25 Jo 80 100 120 150 1éo 180 200 220 240 260
Abundance
43 60 73
- 11:40 11,60 11.80 12.00 12.20
5000 m/z 41.10 74.01%
o 129 242
199
. 101115 143157171185 213226
m/z--> 25 Jo éo 85 160 150 1&0 1éo 180 200 220 240 2éo
Abundance #56043: Dodecanoic acid I RREEEEEES T
60 73 11.40 11.60 11.80 12.00 12.20
43 m/z 55.10 70.81%
5000
T T i JM
7 101 115
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083488.D

Aca On : 4 Dec 2015 5:29

Operator : UM/I1Z

Sample : 64588-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Pentadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.87 6.55 ng 360837 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 90
2 12-Bromododecanoic acid 278 C12H23Bro2 073367-80-3 53
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 53
4 Tetradecanoic acid 228 C14H2802 000544-63-8 52
5 Tridecanoic acid 214 C13H2602 000638-53-9 50
Abundance Scan 978 (12.865 min): BF083488.D (-975) (-) m/z 43.10 100.00%
43 - 73
5000
129
T s 195 21 "5d0 1280 1960 1530
143157171 | 199913227 284 : : : :
o — = 213 m/z 73.10 86.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 73
57
29 12.60 12.80 13.00 13.20
m/z 57.10 78.48%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60
| 12.60 12,80 13.00 13.20
5000 m/z 60.10 72.58%
a1 8 47 129 199
o 115 150164 181 218 237 278
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid
43 12.60 12.80 13.00 13.20
5 m/z 55.10 70.90%
50001 29 N\/\—j\\M/‘
129
256
A 1l 143157171185199%13507
m/z--> 25 45 eb 80 100 120 140 160 180 200 220 240 260 280 1260 1280 1500 1350
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083488.D

Aca On : 4 Dec 2015 5:29

Operator : UM/I1Z

Sample : 64588-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Trichloroacetic acid, penta... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

1463 2.36ng 108632  Chrysene-d12 14.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
2 5-Eicosene. (E)- 280 C20H40 074685-30-6 91
3 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 90
4 Dichloroacetic acid. tridecvl ester 310 C15H28CI1202 1000280-48-3 81
5 Trichloroacetic acid, tridecyl e... 344 C15H27CI1302 074339-51-8 81

Abundance Scan 1132 (14.625 min): BF083488.D (-1128) (-) m/z 43.10 100.00%
43
5000 vN*vf««N«vAJJ\Vﬂvxf\ﬂﬂvv»Av
139 157 181195 14.40 14.60 14.80 15.00
Obrprrrpr-d m/z 83.10 99.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #148859: Trichloroacetic acid, pentadecyl ester
43 57
83
5000 LA I L L L L L L L
14.40 14.60 14.80 15.00
195 m/z 55.10 87.77%
0 139153167182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
o
4l 69 83 14.40 14.60 14.80 15.00
5000 97 m/z 57.05 82.15%
111
27 125

o 139153167 182196210224 252 280

Wﬁﬁwﬁwﬁmﬁwﬁwﬁm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #143984: Trichloroacetic acid, tetradecyl ester T
7 83 14.40 14.60 14.80 15.00
m/z 69.10 66.33%

i

5000

125

i§

139153168 196 241
R o AR EEE s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120315\
Data File : BF083488.D

Acq On : 4 Dec 2015 5:29

Operator : UM/1Z

Sample - G4588-04

Misc :

ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF113015.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... 4.62 10.4 ng 524670 1 6.52 1006740 20.0
unknown6 .30 6.30 86.5 ng 4352560 1 6.52 1006740 20.0
n-Hexadecanoic acid 11.79 5.6 ng 308712 4 11.09 1101410 20.0
Pentadecanoic acid 12.87 6.5 ng 360837 4 11.09 1101410 20.0
Trichloroacetic a... 14.63 2.4 ng 108632 5 14.71 922287 20.0
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