LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\DATA\BF072617\
Data File : BF097093.D

Aca On : 26 Jul 2017 23:33

Operator : SJ/JU

Sample = 14407-01

Misc :

ALS Vial : 14 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-BF072517.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 2.657 128 131 137 rBvV 20108 48337 1.98% 0.241%
2 4.628 463 466 478 rBV 116198 173169 7.08% 0.862%
3 5.087 540 544 563 rBY 1764360 1857115 75.97% 9.248%
4 6.157 721 726 740 rBVY 2247374 2444450 100.00% 12.173%
5 6.263 740 744 748 rBVY 2032525 1897989 77.64% 9.451%

6.492 780 783 790 rBV 782833 659520 26.98% 3.284%
6.651 806 810 817 rBV 1312563 1305462 53.41% 6.501%
7.063 875 880 893 rBV 1276147 1228590 50.26% 6.118%
7.775 997 1001 1005 rBV 1032987 935970 38.29% 4.661%
8.857 1180 1185 1188 rBV 2385991 2088147 85.42% 10.398%

=
QO ~NO®

11 9.257 1249 1253 1258 rBV 336916 293677 12.01% 1.462%
12 9.522 1294 1298 1302 rBV2 1106904 957976 39.19% 4._770%

13 9.980 1373 1376 1379 rVB 53335 43115 1.76% 0.215%
14 10.310 1428 1432 1438 rBV 1611338 1521213 62.23% 7.575%
15 10.451 1452 1456 1462 rBV 70204 89861 3.68% 0.447%
16 10.892 1527 1531 1534 rBV 34361 30608 1.25% 0.152%

17 10.998 1545 1549 1553 rVB 955594 829118 33.92% 4.129%
18 11.557 1640 1644 1651 rBvV2 108398 118938 4.87% 0.592%
19 12.333 1773 1776 1787 rBV2 66222 72717 2.97% 0.362%
20 12.586 1814 1819 1822 rBV 2174867 2146242 87.80% 10.688%

21 13.492 1969 1973 1981 rBV 118047 142840 5.84% 0.711%
22 13.621 1991 1995 2003 rVB 789009 689742 28.22% 3.435%
23 14.974 2220 2225 2230 rBV 417975 506823 20.73% 2.524%

Sum of corrected areas: 20081619
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Titl

TIC Library :

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF072617\

- BF097093.D

: 26 Jul 2017 23:33

: SJ/JU

: 14407-01

- 14 Sample Multiplier: 1

e

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF072517 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097093.D

Aca On 26 Jul 2017 23:33

Operator : SJ/JU

Sample = 14407-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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.

4.63 5.25 ng 173169 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetamide. N-(aminocarbonvI)- 102 C3H6N202 000591-07-1 9
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Aminovaleric acid 117 C5H11NO2 000660-88-8 9

Abundance Scan 466 (4.628 min): BF097093.D (-463) (-) m/z 43.00 100.00%
43.0
5000 59.0
| I R
NSRS RSESHERTH | OSSR MRS M m/z 59.00 52.05%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN R L L AR
59.0 420 440 460 480 500
m/z 58.10 14.81%
e 830 eap7
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
420 440 4.60 4.80 500
m/z 101.10 14 .69%
5000 500 (
150 28.0 70.0
' ' 85.0 102.0
miz--> 0 20 30 40 50 60 70 8 90 100
Abundance #4425: Butane, 1-ethoxy- e e
59.0 420 4.40 4.60 4.80 5.00
31.0 m/z 41.10 9.20%
5000 41.0
73.0
15.0 L 51.0“ | | 87.0 1020
m/z--> 0 20 30 40 50 60 70 8 9 100 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097093.D

Aca On 26 Jul 2017 23:33

Operator : SJ/JU

Sample = 14407-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 unknown6.26 Concentration Rank 1

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

6.26 57.56 ng 1897990 1,4-Dichlorobenzene-d4 6.49
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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 743 (6.257 min): BF097093.D (-740) (-) m/z 132.00 100.00%
13R.0
5000 68.1
©1 o || %80 | "k 6k o ok
[ NSNS 1| .- .5 N RSO N m/z 68.10 41.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 U A LR I
6.00 6.20 6.40 6.60
310 510 ‘ m/z 134.00 30.96%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
600 620 640 6.60
5000 m/z 66.00 27 .76%
104.0
140 270 300 510 600 77.0 g9 115.0
wwmmmmmﬁmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R L R mma
132.0 6.00 6.20 6.40 6.60
m/z 69.10 16.50%
5000
33.0 44.0 00 105.0
"|“"w"w'k“|'y'|ﬁqﬂ"“l:“llﬁgﬂ"il'”hl“"w"w"“ T IS SRR SRR RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097093.D

Aca On 26 Jul 2017 23:33

Operator : SJ/JU

Sample = 14407-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 6
R.T. EstConc Area Relative to ISTD R.T.
10.45 2.17 ng 89861 Phenanthrene-d10 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Heptacosane 380 C27H56 000593-49-7 78
3 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 64
4 Pentadecane 212 C15H32 000629-62-9 64
5 Tridecane 184 C13H28 000629-50-5 59
Abundance Scan 1456 (10.451 min): BF097093.D (-1452) (-) m/z 57.05 100.00%
57.0
5000
85.0
3130 1020 1040 10169 1080
bt o S S B S m/z 43.05 70.06%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57.0
5000 L UL UL U B
85.0 10.20 10.40 10. 60 10 80
29.0 : m/z 71.05 53.09%
Ny ‘ 1130 155.0183.0 226.0
m/z--> §0 160 1%0 260 250 360 3éo
Abundance
57.0
10.20 10.40 10.60 10.80
5000 m/z 85.05 34.31%
85.0
29.0 1130 155.0183.0 225.0253.0 295.0323.0 380.0
m/z--> §0 160 1%0 260 2%0 300 3éo
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester
57.0 10.20 10.40 10.60 10.80
m/z 41.00 30.84Y%
5000 85.0
29.0 113.0
\‘ ! I | -
m/z--> 5'0 1c')o 1&1,0 2(')0 250 3(')0 3&'30 10'20 10 40 10. 60 10 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097093.D

Aca On 26 Jul 2017 23:33

Operator : SJ/JU

Sample = 14407-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 5
R.T. EstConc Area Relative to ISTD R.T.
11.56 2.87 ng 118938 Phenanthrene-d10 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 50
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 1645 (11.563 min): BF097093.D (-1640) (-) m/z 43.05 100.00%
430 730
97.1 213.2 et e Mt s
|| um 149.0 1711 11.20 11.40 11.60 11.80
— m/z 73.00 88.67%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0

SN
ay
o

5000 129.0

11.20 11.40 11.60 11.80
83.0
‘ il

60 | M/z 60.00 88.54%

157.0 1850 213.0

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

%

Abundance
43.0 73.0
11.20 11.40 11.60 11.80
5000 129.0 m/z 41.05 79.69%
970 199.0 242.0
157.0
1800
IR B e B A RARRS RanE s s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid LS R ot
43.0 73.0 11.20 11.40 11.60 11.80
' m/z 55.05 68.97%
5000
‘ o0 129.0 1710 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11. 40 11. 60 11. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097093.D

Aca On 26 Jul 2017 23:33

Operator : SJ/JU

Sample = 14407-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Tetradecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.33 2.11 ng 72717 Chrysene-di12 13.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 53
2 Tridecanoic acid 214 C13H2602 000638-53-9 53
3 Decanoic acid. silver(l+) salt 278 C10H19Aa02 013126-67-5 52
4 n-Decanoic acid 172 C10H2002 000334-48-5 43
5 d-Glucohexodialdose 178 C6H1006 1000149-19-1 35
Abundance Scan 1775 (12.327 min): BF097093.D (-1773) (-) m/z 43.05 100.00%
43.0
73.0
5000
129.0 T T
||d | | 12.00 12.20 12.40 12.60
Al m/z 60.00 83.12%
m/z--> 50 100 150 200 250 300 350
Abundance #84452: Tetradecanoic acid
73.0
43.0
5000 129.0
185.0 12.00 12.20 12.40 12.60 :
228.0 m/z 73.00 82.20%
.“. ‘.“l”“‘.‘hl MIMM\I\ a““‘.‘l .‘l‘.‘.‘ At .“. —
m/z--> 50 100 150 200 250 300 350
Abundance
73.0
43.0 12.00 12.20 12.40 12.60
5000 m/z 55.05 66.44Y%
129.0
1710 2140
miz-> 50 100 150 200 250 300 350 |
Abundance #125286: Decanoic acid, silver(1+) salt R BEEEE B S
73.0 12.00 12.20 12.40 12.60
m/z 57.05 60.47%
43.0 155.0
5000
‘ na#
. .'t‘ﬂ,'u‘. M.”blA. bl 270 2790 3300 .3?7;9 e ey
m/z--> 50 100 150 200 250 300 350 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097093.D

Aca On 26 Jul 2017 23:33

Operator : SJ/JU

Sample = 14407-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.49 4.14 ng 142840 Chrysene-di12 13.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
4 2- Bromopropionic acid. pentadec... 362 C18H35Br02 1000292-44-2 91
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 91
Abundance Scan 1973 (13.492 min): BF097093.D (-1969) (-) m/z 57.10 100.00%
57.1
83.0
5000
111.1
1 1330 13140 1560 1360
A ; m/z 43.05 94 _.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #151538: 1-Docosene
55.0
5000 LRI UL LI BRI UL
29.0 13. 20 13. 40 13. 60 13. 80
‘ m/z 55.00 88.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0
83.0 SRR B U B
13.20 13.40 13.60 13.80
5000 m/z 83.05 72.31%
111.0
139.0  182.0210.0
R B A R B LA RN LR B A LA ARAN LARAS LRSS RARAS LA ARRN ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #185169: Heptadecy! trifluoroacetate
57.0 13.20 13.40 13.60 13.80
m/z 97.05 67.96%
5000
29.0 125.0
1l | | | 1540182021002380 2830 3340
m/z--> %&eommmmmmmmmnmmmwmﬁﬁ' 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072617\
Data File : BF097093.D

Acq On : 26 Jul 2017 23:33

Operator : SJ/JU

Sample - 14407-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.63 5.3 ng 173169 1 6.49 659520 20.0
unknown6 .26 6.26 57.6 ng 1897990 1 6.49 659520 20.0
Hexadecane 10.45 2.2 ng 89861 4 11.00 829118 20.0
n-Hexadecanoic acid 11.56 2.9 ng 118938 4 11.00 829118 20.0
Tetradecanoic acid 12.33 2.1 ng 72717 5 13.62 689742 20.0
1-Docosene 13.49 4.1 ng 142840 5 13.62 689742 20.0
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