LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072817\
Data File : BF097156.D
Aca On : 28 Jul 2017 16:01 Instrument :
Operator : SJ/JU E?Afs el

- _ lentosampleld :
3?22'6 : 14420-06 2A-1-2-3-4-5-COMP-
ALS Vial : 16 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 4.634 463 467 482 rVB 166014 280239 9.81% 1.253%
2 5.087 540 544 562 rBVY 2500518 2831567 99.08% 12.660%
3 6.157 721 726 740 rBY 2442044 2857744 100.00% 12.778%
4 6.263 740 744 747 rBV 2762943 2635522 92.22% 11.784%
5 6.486 778 782 791 rBV 769265 651557 22.80% 2.913%
6 6.645 804 809 812 rBVY 2096045 1990001 69.64% 8.898%
7 7.057 874 879 882 rBVY 1756463 1609053 56.31% 7.194%
8 7.769 996 1000 1004 rBY 1036150 857407 30.00% 3.834%
9 8.851 1179 1184 1187 rBV 2417314 2277669 79.70% 10.184%
10 9.245 1247 1251 1257 rBV 270932 211445 7.40% 0.945%
11 9.516 1293 1297 1301 rBV 844082 755766 26.45% 3.379%
12 9.969 1371 1374 1377 rVB 47435 37078 1.30% 0.166%
13 10.298 1427 1430 1437 rBVY 1145515 1113498 38.96% 4_.979%
14 10.439 1452 1454 1460 rVB 60773 59801 2.09% 0.267%
15 10.886 1527 1530 1532 rVB 38890 31123 1.09% 0.139%
16 10.986 1543 1547 1550 rBvV 708415 595173 20.83% 2.661%
17 11.010 1550 1551 1556 rVB 52521 35575 1.24% 0.159%
18 11.545 1639 1642 1649 rBvV2 91925 87940 3.08% 0.393%
19 12.192 1749 1752 1756 rVB 86415 72732 2.55% 0.325%
20 12.327 1769 1775 1782 rBV3 37749 60786 2.13% 0.272%
21 12.416 1786 1790 1794 rVB 77398 80571 2.82% 0.360%

22 12.574 1812 1817 1820 rVB 1515035 1465314 51.28% 6.552%
23 13.486 1965 1972 1978 rBV2 106026 151444 5.30% 0.677%
24 13.610 1989 1993 1996 rBV 654238 646252 22.61% 2.890%

25 13.639 1996 1998 2003 rVB 40715 38761 1.36% 0.173%
26 14.115 2075 2079 2086 rVB6 22027 46101 1.61% 0.206%
27 14.604 2159 2162 2169 rBV 56165 112466 3.94% 0.503%
28 14.692 2175 2177 2185 rVB7 24951 32591 1.14% 0.146%
29 14.857 2203 2205 2209 rVB2 27024 30492 1.07% 0.136%
30 14.909 2211 2214 2218 rVB 27220 33876 1.19% 0.151%
31 14.962 2218 2223 2228 rBV 450027 543320 19.01% 2.429%
32 15.009 2228 2231 2236 rVB6 23910 35745 1.25% 0.160%
33 15.368 2288 2292 2295 rVB4 22237 32867 1.15% 0.147%
34 17.862 2711 2716 2717 rBV5 18502 31100 1.09% 0.139%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097156.D

Aca On 28 Jul 2017 16:01

Operator : SJ/JU

Sample = 14420-06

Misc :

ALS Vial : 16 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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF072517 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 19.127 2926 2931 2933 rBv4 18454 32792 1.15% 0.147%

Sum of corrected areas: 22365368
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097156.D

Aca On 28 Jul 2017 16:01

Operator : SJ/JU

Sample = 14420-06

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097156.D

Aca On 28 Jul 2017 16:01

Operator : SJ/JU

Sample = 14420-06

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 8.60 ng 280239 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 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 9
4 5-Oxohexanenitrile 111 C6HONO 010412-98-3 9
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 7

Abundance Scan 466 (4.628 min): BF097156.D (-463) (-) m/z 43.00 100.00%
43.0
5000 59.0
| mo 450 4o 40 450 500
RS ¥ NSRRI ) SRSt M m/z 59.00 49.91%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 a2 o 4by 4B SED
0
150 a0 1010 m/z 101.10 14 .79%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 420 440 460 480 500
5000 m/z 58.00 13.65%
20.0 101.0
15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3686: l—Propen—Z—oI, acetate | BSLLES NLALLELE HL ILL B L
43.0 420 4.40 4.60 4.80 5.00
m/z 41.00 8.94%
5000
58.0
1§.0 270 N 7%.0 100.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097156.D

Aca On 28 Jul 2017 16:01

Operator : SJ/JU

Sample = 14420-06

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 80.90 ng 2635520 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-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 743 (6.257 min): BF097156.D (-740) (-) m/z 132.00 100.00%
132.0
5000 68.0
400 g0 | 9.1 600 6.0 640 6.60
..,....,....,...'.,“.'...,!!..,.:.-.|,..'..,??;9,..!.,.110.7.-,1....,...., I m/z 68.05 41.98%
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 N
5000 U U LR I
6.00 6.20 6.40 6.60
310 510 ‘ m/z 134.00 32.15%
b1 H | !
miz-> 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 .09%
33.0 44.0 105.0
56.0 700 86.0
wwwmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole LA LA L L L B L
132.0 6.00 6.20 6.40 6.60
m/z 69.10 17.00%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 15 25 §0 Jo 55 éo fo 85 95 160 110 150 150 140 abo a%o aho a%o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097156.D

Aca On 28 Jul 2017 16:01

Operator : SJ/JU

Sample = 14420-06

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 8

R.T. EstConc Area Relative to ISTD R.T.
10.44 2.01 ng 59801 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Eicosane 282 C20H42 000112-95-8 78
3 Pentadecane 212 C15H32 000629-62-9 78
4 Tridecane 184 C13H28 000629-50-5 72
5 Nonadecane 268 C19H40 000629-92-5 72
Abundance Scan 1454 (10.439 min): BF097156.D (-1452) (-) m/z 57.05 100.00%

57.0

10.20 10.40 10.60 10.80

m/z 43.05 68.16%

10.20 10. 40 10. 60 10 80

5000
85.0
113.1
A B B T e  a & A ARamsEazes o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83027: Hexadecane
57.0
5000 85.0
29.0
Ll \ |, 1180 1410 169.0 1970 2260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
5000

85.0
29.0
113.0 1410 169.0 197.0 2250 253.0 282.0

wmmmwwwwmwm
20 40 60 80 100 120 140 160 180 200 220 240 260 280

m/z 71.05 46.37%

10.20 10.40 10.60 10.80

m/z 85.05 33.83%

10.20 10.40 10.60 10.80

m/z 41.05 32 .84%

b

m/z-->
Abundance #71394: Pentadecane
57.0
5000 85.0
29.0
|| |113.0 1410 1680 2120
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

10 20 10. 40 10. 60 10 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097156.D

Aca On 28 Jul 2017 16:01

Operator : SJ/JU

Sample = 14420-06

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 6
R.T. EstConc Area Relative to ISTD R.T.

11.55 2.96 ng 87940 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 58
Abundance Scan 1643 (11.551 min): BF097156.D (-1639) (-) m/z 43.00 100.00%

430 | 73.0
or.1 213.1 LN BURIURE UL B
1711 .

11.20 11.40 11.60 11.80

”I :!” |.|‘| ""'l'l"'."'.,..l..l.l...l...l.l....,.?.5?.,2. m/z 60.00 96.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #107549: n-Hexadecanoic acid

(o]
Q
o

5000 129.0
11.20 11.40 11.60 11.80

0
1570 1gso 2130 2560 | M/Z 73.00  91.14%
4
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 55.00 88.64%
97.0 199.0
157.0 242.0
15.0 177.0
L L i B R e R R R S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid B B .
73.0 11.20 11.40 11.60 11.80
43.0 m/z 57.05 88 .36%
- Il M\)\‘M
15.0
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\BF072817\
Data File : BF097156.D

Aca On 28 Jul 2017 16:01

Operator : SJ/JU

Sample = 14420-06

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Trichloroacetic acid, tetra... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.49 4.69 ng 151444 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 94
2 1-Docosene 308 C22H44 001599-67-3 94
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
4 Pentafluoropropionic acid. tride... 346 C16H27F502 959261-22-4 91
5 n-Heptadecanol-1 256 C17H360 001454-85-9 91

Abundance Scan 1973 (13.492 min): BF097156.D (-1965) (-) m/z 57.05 100.00%

57.0

83.0
5000

-

139.2163.1 207.0 13.20 13.40 13.60 13.80
m/z 43.00 87.02%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #189051: Trichloroacetic acid, tetradecyl ester

83.0

-

111.0 13.20 13.40 13.60 13.80
m/z 55.00 74.70%

5000

139.0 168.0 196.0

241.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
R B e A
97.0 13.20 13.40 13.60 13.80
5000 m/z 83.05 62.98%
29.0
125.0
153.0 181.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #197885: Trichloroacetic acid, pentadecy! ester A m s S
43. 13.20 13.40 13.60 13.80

83.0 m/z 41.00 50.99%

5000
111.0

3

139.0

182.0 210.0
R REREEmEm s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072817\
Data File : BF097156.D

Acq On 28 Jul 2017 16:01

Operator : SJ/JU

Sample - 14420-06

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .M
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 8.6 ng 280239 1 6.49 651557 20.0
unknown6 .26 6.26 80.9 ng 2635520 1 6.49 651557 20.0
Hexadecane 10.44 2.0 ng 59801 4 10.99 595173 20.0
n-Hexadecanoic acid 11.55 3.0 ng 87940 4 10.99 595173 20.0
Trichloroacetic a... 13.49 4.7 ng 151444 5 13.61 646252 20.0
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