LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\

Data File : BF111642.D

Aca On - 20 Dec 2018 16:51 Instrument :
Operator : JU/SJ BNA_F

Sample  : J6445-07 St )
Misc i EBO5 12-14

ALS Vial : 3 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF121918.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 2.234 22 25 38 rvB2 70372 115818 2.46% 0.289%
2 3.440 226 230 241 rBV 25821 54215 1.15% 0.135%
3 5.122 511 516 522 rBV 198455 237905 5.06% 0.594%
4 5.522 579 584 587 rBVY 4081679 3820454 81.21% 9.543%
5 6.522 748 754 758 rBVY 4212833 4293167 91.26% 10.724%
6 6.669 774 779 782 rBV 4161617 4057413 86.25% 10.135%
7 6.898 814 818 821 rVB 1319590 1149762 24.44% 2.872%
8 7.051 840 844 848 rBVY 3445962 3166181 67.31% 7.909%
9 7.451 907 912 915 rBVY 2778822 2560020 54.42% 6.395%
10 8.175 1031 1035 1039 rBvY 1707656 1438860 30.59% 3.594%

11 9.251 1213 1218 1221 rBV 5477169 4704158 100.00% 11.750%
12 9.639 1280 1284 1287 rBV 306335 233424 4._.96% 0.583%
13 9.933 1326 1334 1337 rBV 1721118 1659340 35.27% 4.145%
14 10.333 1399 1402 1406 rBV 93914 110194 2.34% 0.275%
15 10.716 1462 1467 1470 rBV 3036683 2593288 55.13% 6.478%

16 11.416 1582 1586 1589 rBV 1853518 1605616 34.13% 4.011%
17 11.939 1669 1675 1683 rBvV2 290471 431198 9.17% 1.077%
18 12.721 1803 1808 1814 rBV 234491 288333 6.13% 0.720%
19 12.998 1850 1855 1858 rBV 5014973 4344362 92.35% 10.852%
20 13.886 2003 2006 2015 rVB 222138 273252 5.81% 0.683%

21 14.045 2029 2033 2037 rBV 1331009 1226634 26.08% 3.064%

22 14.221 2060 2063 2066 rVB 68871 61218 1.30% 0.153%
23 14.527 2112 2115 2121 rVB 91669 83605 1.78% 0.209%
24 14.839 2165 2168 2177 rVB 77544 90257 1.92% 0.225%

25 15.186 2223 2227 2233 rBV2 74353 100123 2.13% 0.250%

26 15.527 2280 2285 2289 rBV 946661 1146879 24.38% 2.865%

27 15.574 2289 2293 2297 rVB 57869 75800 1.61% 0.189%

28 16.021 2365 2369 2372 rBV 48642 59716 1.27% 0.149%

29 16.062 2373 2376 2381 rVB7 37762 52603 1.12% 0.131%
Sum of corrected areas: 40033795
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111642.D

Aca On : 20 Dec 2018 16:51

Operator : JU/SJ

Sample : J6445-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF111642.D
5000000

5.52 6.5%.67
4000000
7.05

3000000 7.45

2000000
6.90

1000000

2.23 3.44 5/'\12 {

S T e o e LISSIDUSNMENSIMESENESEUISMESPSEMENES | UNSMEMES | ESSNE-———

T T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF111642.D

5000000
4000000
10.72
3000000

2000000 8.17 9.93 11.42

1000000

b 103 | i |

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF111642.D

5000000
4000000
3000000

2000000

14.04

15.53
1000000

13.89)| 1455 1453 14.84 15.19 57 166026

T I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111642.D

Aca On : 20 Dec 2018 16:51

Operator : JU/SJ

Sample : J6445-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Butane, 2-methoxy-2-methyl- Concentration Rank 7

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

2.23 2.01 ng 115818 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 25
5 Butanoic acid, 2-hydroxy-2-methy... 132 C6H1203 032793-34-3 16

Abundance Scan 24 (2.228 min): BF111642.D (-22) (-) m/z 73.05 100.00%
74.0
5000 430 %\
55.0
87.0
| | 98.0 2.20 2.30 2.40 2.50 2.60
Obrrrprrrr et A el e e e || M/ 43.000 50 76%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000 LR A UL AN IARAN RS B
430 920 2.20 2.30 2.40 2.50 2.60
‘ 87.0 m/z 55.00 32.51%
0'”I””I”'W”Jmh'LLL'P”'P'”LI”I”“I”}ﬂ%gﬂ'”'v'”v'”
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0
2.20 2.30 2.40 2.50 2.60
5000 41.0 55.0 m/z 87.05 22 .30%
29.0
o 1, | “ Al “‘ 99.0 112.0 129.0
m/z--> 0 10 20 §0 40 §0 60 70 80 90 100 110 120 130
Abundance #1995: Silane, tetramethyl-
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.05 19.19%
o AJ\mJJ\\AVVLMAVVMunﬂA«\AAﬂw
43.0
oL 20 150 280 I 500 | 880
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111642.D

Aca On : 20 Dec 2018 16:51

Operator : JU/SJ

Sample : J6445-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 5

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

5.12 4.14 ng 237905 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 516 (5.122 min): BF111642.D (-511) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1 AR RS L U
| 83.0 | 4.80 5.00 5.20 5.40
Y SNSRI U m/z 59.10 55.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRR SRS LR LR
4.80 5.00 520 5.40
59.0 m/z 101.10 17.47%
27|P| L1 70.0 83.0 o0
s L A LA SRR AL RN KRR RAALA REAAS SRR LAAS) SARAS LRI ARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
480 500 520 540
5000 1.0 m/z 58.00 14 .29%
0 I 730 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime o maam e e
43.0 4.80 5.00 520 5.40
m/z 41.10 8.73%
5000
101.0
150 310 | 80490 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111642.D

Aca On : 20 Dec 2018 16:51

Operator : JU/SJ

Sample : J6445-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 unknown6.67 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.67 70.58 ng 4057410 1,4-Dichlorobenzene-d4 6.90
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 779 (6.669 min): BF111642.D (-774) (-) m/z 132.00 100.00%
13%2.0
5000 68.1
0150 [} o J oo 5o 680 760
(o} A e e m/z 68.10 41.03%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 n
5000 IREBEAREE SRS L S

6.40 6.60 6.80 7.00
m/z 134.00 33.09%

31.0 510
o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
i L  Ea maa
6.40 6.60 6.80 7.00
5000 m/z 66.10 26.94%
70.
1m0, w0 | ||
Ot e e e e e
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R e o e am R
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.78%
74.0
116.0
5000 98.0
SIS VI Y Y ST o pU | |
m/z--> 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:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111642.D

Aca On : 20 Dec 2018 16:51

Operator : JU/SJ

Sample : J6445-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 3
R.T. EstConc Area Relative to ISTD R.T.

11.94 5.37 ng 431198 Phenanthrene-d10 11.42

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99

2 Tridecanoic acid 214 C13H2602 000638-53-9 95

3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83

5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1675 (11.939 min): BF111642.D (-1669) (-) m/z 43.05 100.00%

430 73.0
5000
129.1
213. Tt
| 9r.1 157.2 185.2 256.3 11.60 11.80 12.00 12.20
Ol m/z 73.05 95.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0

11.60 11.80 12.00 12.20

83.0 0
1570 1g50 2130 256.0 m/z 60.00 90.09%
0! 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
43.0 11.60 11.80 12.00 12.20

5000 129.0 m/z 57.05 76.42%

I J
0 T T i T IHI“
m/z--> 2I0 4I0 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid L B
43.0 73.0 11.60 11.80 12.00 12.20

m/z 41.10 75.29%

- Il ML\/
15.0 \“ I .

0...,....“‘.. B R EEE E e e e

T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111642.D

Aca On : 20 Dec 2018 16:51

Operator : JU/SJ

Sample : J6445-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 6 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.72 3.59 ng 288333 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 80
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 1808 (12.721 min): BF111642.D (-1803) (-) m/z 43.10 100.00%
43.1 73.0
2000 129.1 \AMAA,Nxﬁh.Nu~JA“MWJWWMWWW‘N¢»
97.1 185.1 241.2 R e i
JJ 157.1 213.2 284.3 12.40 12.60 12.80 13.00
0 m/z 73.00 84.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 |, 73.0
5000 129.0 AR AR SRR
12.40 12.60 12.80 13.00
241.0 284.0 m/z 57.10 84 .42%
207.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
430 73.0
I I I

12.40 12.60 12.80 13.00
5000 256.0 m/z 60.00 78 .54%

213.0

157.0 185.0

:

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid I e e e
43.0 73.0 12.40 12.60 12.80 13.00
m/z 55.05 72 .94%
5000 129.0

-

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

T T I T
12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111642.D

Aca On : 20 Dec 2018 16:51

Operator : JU/SJ

Sample : J6445-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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, penta... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.89 4.46 ng 273252 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 95
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 95
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 95
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 94
5 1-Docosene 308 C22H44 001599-67-3 94
Abundance Scan 2007 (13.892 min): BF111642.D (-2003) (-) m/z 57.05 100.00%

5000

:

13.60 13.80 14.00 14.20
m/z 43.10 97.03%

o 181.1202.2 230.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #197885: Trichloroacetic acid, pentadecy! ester
43.0

83.0

%

5000 LA L L L L LB
13.60 13.80 14.00 14.20
m/z 55.10 96.25%
0 139.0 182.0 210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #205392: Trichloroacetic acid, hexadecy! ester
0
T T

69.0

13.60 13.80 14.00 14.20
m/z 83.05 81.29%

5000
125.0
o 153.0 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127771: 3-Eicosene, (E)- A e B
57.0 13.60 13.80 14.00 14.20

m/z 97.05 76 .63%

5000
29.0 111.0

:

139.0 167.0 196.0 224.0 252.0 280.0
el eSS M stiacalitelatane
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20

8270-BF121918_.M Fri Dec 21 13:49:56 2018 Page: 8



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF122018\
Data File : BF111642.D

Acq On : 20 Dec 2018 16:51

Operator : JU/SJ

Sample - J6445-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918_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]
Butane, 2-methoxy... 2.23 2.0 ng 115818 1 6.90 1149760 20.0
2-Pentanone, 4-hy... 5.12 4.1 ng 237905 1 6.90 1149760 20.0
unknown6 .67 6.67 70.6 ng 4057410 1 6.90 1149760 20.0
n-Hexadecanoic acid 11.94 5.4 ng 431198 4 11.42 1605620 20.0
Octadecanoic acid 12.72 3.6 ng 288333 4 11.42 1605620 20.0
Trichloroacetic a... 13.89 4.5 ng 273252 5 14.04 1226630 20.0
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