LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098349.D

Aca On : 8 Sep 2017 14:38

Operator : SJ/JU

Sample : 15110-01

Misc :

ALS Vial : 4 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-BF081517.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 4.216 358 362 370 rBV 46870 66349 2.40% 0.277%
2 4.881 471 475 487 rVB 152828 235011 8.49% 0.979%
3 5.298 540 546 549 rBVY 2280548 2473063 89.39% 10.306%
4 6.334 716 722 738 rBVY 2177099 2706887 97.84% 11.281%
5 6.457 738 743 746 rBVY 2386088 2494372 90.16% 10.395%
6 6.681 777 781 784 rBV 720864 565863 20.45% 2.358%
7 6.840 803 808 811 rBVY 2004833 1937176 70.02% 8.073%
8 7.251 872 878 881 rBVY 1576340 1607005 58.08% 6.697%
9 7.963 994 999 1002 rBV 892113 761160 27 .51% 3.172%
10 9.039 1177 1182 1186 rBV 2642396 2766702 100.00% 11.530%

11 9.439 1246 1250 1253 rBV 293803 254846 9.21% 1.062%
12 9.716 1292 1297 1301 rBV 986965 853210 30.84% 3.556%
13 10.510 1426 1432 1435 rBV 1624300 1675392 60.56% 6.982%
14 10.622 1448 1451 1460 rVB 51606 55758 2.02% 0.232%
15 11.198 1545 1549 1551 rBV 1020963 852200 30.80% 3.552%

16 11.222 1551 1553 1556 rvVv 120585 92355 3.34% 0.385%
17 11.269 1557 1561 1566 rVB 28280 31397 1.13% 0.131%
18 12.404 1751 1754 1758 rVB 175014 155540 5.62% 0.648%
19 12.633 1786 1793 1796 rBV 154296 157816 5.70% 0.658%
20 12.786 1814 1819 1822 rBV 2203106 2155464 77.91% 8.983%

21 13.474 1933 1936 1940 rVB2 28401 29730 1.07% 0.124%
22 13.680 1967 1971 1979 rVB 203120 218459 7.90% 0.910%
23 13.833 1991 1997 1999 rBV 607515 668171 24.15% 2.785%

24 13.857 1999 2001 2007 rVB 66374 61490 2.22% 0.256%
25 14.310 2075 2078 2082 rBV2 28692 36380 1.31% 0.152%
26 14.839 2164 2168 2171 rBV 61253 79733 2.88% 0.332%
27 14.916 2178 2181 2183 rBV2 27092 28090 1.02% 0.117%
28 14.939 2183 2185 2189 rVB3 27467 28392 1.03% 0.118%
29 15.121 2212 2216 2221 rBV 35917 47755 1.73% 0.199%
30 15.174 2222 2225 2230 rBV 46433 55646 2.01% 0.232%
31 15.239 2231 2236 2239 rBV 473963 557185 20.14% 2.322%
32 15.663 2304 2308 2312 rBV 38210 54058 1.95% 0.225%
33 15.710 2313 2316 2322 rVB5 28584 42207 1.53% 0.176%
34 16.121 2382 2386 2390 rBV3 21773 32388 1.17% 0.135%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098349.D

Aca On : 8 Sep 2017 14:38

Operator : SJ/JU

Sample : 15110-01

Misc :

ALS Vial : 4 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-BF081517 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.586 2462 2465 2472 rVB2 24967 38725 1.40% 0.161%
36 16.662 2474 2478 2485 rVB3 29715 51832 1.87% 0.216%
37 16.992 2529 2534 2539 rVB 17314 30708 1.11% 0.128%
38 17.104 2548 2553 2559 rBV9 15860 36912 1.33% 0.154%

Sum of corrected areas: 23995427
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
BF098349.D
8 Sep 2017 14:38
SJ/Ju
15110-01
4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098349.D

Aca On : 8 Sep 2017 14:38

Operator : SJ/JU

Sample : 15110-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 3-Penten-2-one, 4-methyl- Concentration Rank 5

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

4.22 2.35 ng 66349 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
3 3-Hexen-2-one 98 C6H100 000763-93-9 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 80

Abundance Scan 363 (4.222 min): BF098349.D (-358) (-) m/z 83.00 100.00%
83.0
55.1
5000 98.0
43.0
3.80 4.00 4.20 4.40 4.60
S N RSV S RSB S m/z 55.10 75.28%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 RS RN UL UL LA
20,0 430 98.0 350 400 420 440 460
m/z 98.00 36.82%
‘ ‘ ‘ Ly il ‘ ! 67.0 75.0 !
miz--> A S SR
Abundance
55.0 83.0
410 380 4.00 4.20 4.40 460
5000 m/z 43.00 28.18%
27.0 98.0
15.0 69.0
LI FUELEL SN FULELEL UL SR SUREME UL SURLLI IUL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3168: 3-Hexen-2-one
83.0 3.80 4.00 4.20 4.40 4.60
m/z 39.10 22 .45%
43.0 55.0
5000
29.0 98.0
'"|}iql"Ak"'L""w“"|“"|'“'|'l“|"'w"" S SRS AR LR
m/z--> 10 20 40 50 60 70 80 90 100 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098349.D

Aca On : 8 Sep 2017 14:38

Operator : SJ/JU

Sample : 15110-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.88 8.31 ng 235011 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 37
3 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 475 (4.881 min): BF098349.D (-471) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1
460 4.80 5.00 5.20
83.0
e e e e e || M/Z 59.10  63.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R L L UL
59.0 460 480 500 5.20
0
150 a0 1010 m/z 101.10 25.50%
\M‘. L1y Il 83'0 Il
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43.0
460 4.80 5.00 520
5000 1010 m/z 58.00 17.60%
28.0 59.0
70.0 84.0
15.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8367: n-Propy! t-butyl ether R e R
59.0 460 4.80 5.00 5.20
m/z 41.10 10.14%
5000 41.0 101.0
29.0
15\'0 H ‘ ‘\ \‘ \‘ [1] 73.0 8?'0 | 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098349.D

Aca On : 8 Sep 2017 14:38

Operator : SJ/JU

Sample : 15110-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 3 unknown6.46 Concentration Rank 1

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

6.46 88.16 ng 2494370 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 4-Chloro-2-Ffluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9

Abundance Scan 743 (6.457 min): BF098349.D (-738) (-) m/z 132.10 100.00%
132.1
5000 68.1
201 | %1 \ "o lo 640 6k 6%
54.0 : : : :
el gee | ss0 W wz 68.10  42.17%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 " MLV
a0 7O o m/z 134.10  33.60%
‘ 79.0 '
|||||||||‘||‘||||‘||‘||||‘|‘|||||‘|‘|‘|‘|||||||‘||||1|0|7|0||||‘||||||"|||||||
m/z--> 30 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80
5000 97.0 m/z 66.10 24.62%
70.0
31.0
44.0 60.0 86.0 116.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine R B EEEEEEE s S
13p.0 6.20 6.40 6.60 6.80
m/z 96.10 16.50%
5000 104.0
390 520 g0 780
""I"'l“""it' "|J'l'|'"hl""%z'g"l"t' '%%7'?""|""|"' IS SRR RN RN
m/z--> 30 40 50 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

8270-BF081517.M Mon Sep 11 13:34:42 2017 Page: 6



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098349.D

Aca On : 8 Sep 2017 14:38

Operator : SJ/JU

Sample : 15110-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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-Nonadecanol- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.68 6.54 ng 218459 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 93
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 1971 (13.680 min): BF098349.D (-1967) (-) m/z 83.05 100.00%

57.1 83.0

5000

8

13.40 13.60 13.80 14.00
m/z 57.10 88.56%

139.1 167.0 200.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131391: n-Nonadecanol-1
55.0 83.0
5000 LA L L L L L L LB
13. 40 13. 60 13. 80 14. 00
20.0 m/z 97.10  88.25%
L 168.0 196.0  238.0 266.0
,, &
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
A EAEREREEEEEES e
97.0 13.40 13.60 13.80 14.00
5000 m/z 69.05 86.58%
29.0 125.0

154.0 196.0 224.0 269.0 320.0

Wmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #205392: Trichloroacetic acid, hexadecy! ester

%

13.40 13.60 13.80 14.00
m/z 55.10 80.81%

5000

m/z-->

196.0 224.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

[y
N
a1
o

13. 40 13. 60 13. 80 14. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF090817\
Data File : BF098349.D

Acq On : 8 Sep 2017 14:38

Operator : SJ/JU

Sample - 15110-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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]
3-Penten-2-one, 4... 4.22 2.4 ng 66349 1 6.68 565863 20.0
2-Pentanone, 4-hy... 4.88 8.3 ng 235011 1 6.68 565863 20.0
unknown6 .46 6.46 88.2 ng 2494370 1 6.68 565863 20.0
n-Nonadecanol-1 13.68 6.5 ng 218459 5 13.83 668171 20.0
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