LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG051119\
Data File : BG040896.D
Aca On : 12 May 2019 6:36 Instrument :
Operator : HP/JU ?.‘,'I\!A_(t;S el

- _ lentosampleld :
3?22'6 3 K2763-16 P021-SS007-1218-01
ALS Vial : 23 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 G\METHODS\8270-BG042319.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 3.141 4 9 18 rBV 95137 183917 3.63% 0.642%
2 3.217 18 22 37 rvB 226320 323499 6.38% 1.130%
3 5.667 431 439 451 rBV 1146121 1828792 36.08% 6.386%
4 7.277 703 713 730 rBVY 1291045 2234489 44.08% 7.803%
5 7.659 768 778 787 rBVY 1190258 2029054 40.03% 7.085%
6 8.129 851 858 871 rBV 195309 354838 7 .00% 1.239%
7 8.458 906 914 923 rBV 808856 1386383 27.35% 4.841%
8 9.310 1049 1059 1067 rBV 777625 1351489 26.66% 4_.719%
9 10.955 1330 1339 1348 rBV 286424 500068 9.86% 1.746%
10 13.388 1745 1753 1761 rBVY 2051991 3153563 62.21% 11.012%

11 14.204 1884 1892 1903 rBV 376030 535386 10.56% 1.870%
12 14.763 1980 1987 1997 rVB2 505785 782539 15.44% 2.733%
13 16.249 2232 2240 2250 rBV 2106398 3092911 61.01% 10.800%
14 17.506 2448 2454 2465 rVB2 692676 1050935 20.73% 3.670%
15 18.358 2594 2599 2606 rBV 429415 615530 12.14% 2.149%

16 19.622 2809 2814 2823 rBV 182031 259615 5.12% 0.907%
17 20.103 2889 2896 2904 rBV 3754886 5069338 100.00% 17.702%
18 21.384 3109 3114 3126 rBV2 323547 680044 13.41% 2.375%
19 21.790 3175 3183 3190 rBV 704781 1217742 24.02% 4._.252%

20 22.565 3310 3315 3319 rBV3 46012 81427 1.61% 0.284%
21 22.624 3319 3325 3326 rBV6 32203 55767 1.10% 0.195%
22 23.276 3429 3436 3443 rBV2 91949 186820 3.69% 0.652%
23 23.476 3465 3470 3477 rVB2 41245 79778 1.57% 0.279%

24 24.110 3572 3578 3585 rVB4 58697 126377 2.49% 0.441%
25 25.133 3737 3752 3766 rBV2 407473 1332504 26.29% 4 _.653%
26 26.273 3939 3946 3957 rVB4 37156 124457 2.46% 0.435%

Sum of corrected areas: 28637262
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG051119\

BG040896 .D

12 May 2019 6:36

HP/JU

K2763-16 P021-SS007-1218-01
23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

%@2

TIC: BG040896.D

7.66
8.46

8.13

10.96

0
Time-->

350 4.00 450 5.00 550 6.00 6.50

700 750 800 850 9.00 950 10.00 10.50 11.00 1150 1200 1250

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

13.39 16.25

14.20 14.76

TIC: BG040896.D

17.51
18.36

19.62

20.10

21.79

21.38
222532

Time-->

05

13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

25.13

TIC: BG040896.D

2338 48

24.11

26.27

Time-->

23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

8270-BG042319.M Tue May 14 17:18:11 2019

Page: 2




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO051119\

Data File : BG040896.D

Aca On : 12 May 2019 6:36

Operator : HP/JU

ﬁ?ggle i K2763-16 P021-55007-1218-01
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.22 18.23 ng 323499 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 35
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 22 (3.217 min): BG040896.D (-18) (-) m/z 73.10 100.00%

5000{ 43

-

3.20 3.30 3.40 3.50 3.60
N S m/z 43.00 41.26%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4486: Butane, 2-methoxy-2-methyl-

F

5000 III||||||IIIIIIIIIIIIIIIIIIII
43 3.20 3.30 3.40 3.50 3.60

m/z 87.00 30.20%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13739: 2,2,4-Trimethyl-3-pentanol

B

3.20 3.30 3.40 3.50 3.60

5000 41 m/z 55.00 27.16%
. 112
R o o N LA I e e e o N IR
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1877: Acetamide, N-ethyl-
3 3.20 3.30 3.40 3.50 3.60
m/z 41.00 13.81%
5000 87
59‘
R B o LN o o o B LA L i o e e R R AN LSRN DaEEn e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO051119\

Data File : BG040896.D

Aca On : 12 May 2019 6:36

Operator : HP/JU

ﬁ?ggle i K2763-16 P021-55007-1218-01
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 unknown7.66 Concentration Rank 1

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

7.66 114.37 ng 2029050 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 22

Abundance Scan 778 (7.659 min): BG040896.D (-768) (-) m/z 132.00 100.00%
132
5000 68
96 HARA LA I L
40 | 165 245 543 7.40 7.60 7.80 8.00
NS TV VO O .- NN . m/z 68.00 49.61%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 v A
7.40 7.60 7.80 8.00
y 70 m/z 66.00 34.06%
'JJ“JH'I"'I'"W'"'I”"I'”'I"'W""I”"I"”I
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
% o 740 7.60 7.80 8.00
5000 m/z 134.00 32.80%
31
'JHJ”"I"”I'"'P"'I'”'I"”I""P"'I”"I"”I
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- A By
132 7.40 7.60 7.80 8.00
m/z 69.00 22.91%
5000
69
39
103
"mJlL'""'I'"W'"'I”"I'”'I"'W""I”"I"”I AR L I R
m/z--> 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO051119\

Data File : BG040896.D

Aca On : 12 May 2019 6:36

Operator : HP/JU

ﬁ?ggle i K2763-16 P021-55007-1218-01
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 4
R.T. EstConc Area Relative to ISTD R.T.
18.36 11.71 ng 615530 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 2599 (18.358 min): BG040896.D (-2594) (-) m/z 43.05 100.00%
5000 JL
18,00 18.20 1840 18.60
m/z 73.00 93.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid
43
5000 USSR AR AR
mmmmmmmm
157 g5 213 256 m/z 59.95 85.69%
m/z--> IIéBIIAOIIGO 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131261: Octadecanoic acid
43 | 73
18,00 18.20 1840 18.60
5000 129 m/z 55.00 78.36%
m/z--> 20 40II66 éo 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95851: Pentadecanoic acid
43 | 73 18.00 18.20 18.40 18.60
m/z 41.00 78.07%
5000 129
2% H 1l I‘
R aERaRs e R

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO051119\

Data File : BG040896.D

Aca On : 12 May 2019 6:36

Operator : HP/JU

ﬁ?ggle i K2763-16 P021-55007-1218-01
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 7
R.T. EstConc Area Relative to ISTD R.T.
19.62 4.94 ng 259615 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 45

Abundance Scan 2814 (19.622 min): BG040896.D (-2809) (-) m/z 43.00 100.00%

73

5000

19.40 19.60 19.80 20.00
m/z 73.00 90.22%

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

Abundance #131260: Octadecanoic acid

43 73

57
5000
29 129 284 19.40 19.60 19.80 20.00
97 185 a1 m/z 59.95 82.75%
115 | 1431571717 7199213207 | 255 5

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid

43 57 73

19.40 19.60 19.80 20.00
5000 m/z 55.00 69.82%

29
3 1
LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #107548: n-Hexadecanoic acid e o M AR
43 73 19. 40 19 60 19. 80 20. 00
5 m/z 57.05 69.33%
5000{ 29 256
157171 213
Ll L 143 185199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19. 40 19 60 19. 80 20. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO051119\

Data File : BG040896.D

Aca On : 12 May 2019 6:36

Operator : HP/JU

ﬁ?ggle i K2763-16 P021-55007-1218-01
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 1-Hexadecanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.38 11.17 ng 680044 Chrysene-di12 21.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 90
2 n-Heptadecanol-1 256 C17H360 001454-85-9 90
3 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 89
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 87
5 1-Docosene 308 C22H44 001599-67-3 86
Abundance Scan 3113 (21.378 min): BG040896.D (-3109) (-) m/z 57.00 100.00%
7
83
5000
111
—rv—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—
139 196 21.00 21.20 21.40 21.60
, Jl 1% (166 120,228 202 20 S| “n/z 43.05 96.80%
m/z--> 50 100 150 200 250 300 350
Abundance #95980: 1-Hexadecanol
55
83
5000 AR ARRA AR
21. oo 21 20 21. 40 21.60
31 11 m/z 55.00 93.31%
14 [ || 1139 168 196 224
m/z--> 50 100 1%0 260 250 300 3éo
Abundance #107662: n-Heptadecanol-1
55 83
21/00 21.20 21140 21.60
5000 11 m/z 69.00 80.09%
29
LA ) 1530 a0 210 23
m/z--> 50 100 150 260 2éo 360 3éo
Abundance #194196: Octadecyl trifluoroacetate B B e e e
57 21.00 21.20 21.40 21.60
97 m/z 83.05 74 .45%
5000
- 125
Lfaid f J\ 154 182 224 252 279297 39348
m/z--> 50 @ 150 2& @ 300 3m mmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO051119\

Data File : BG040896.D

Aca On : 12 May 2019 6:36

Operator : HP/JU

ﬁ?ggle i K2763-16 P021-55007-1218-01
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 8 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

23.28 3.07 ng 186820 Chrysene-di12 21.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 64
3 Tridecane 184 C13H28 000629-50-5 50
4 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 49
5 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 46

Abundance Scan 3437 (23.282 min): BG040896.D (-3429) (-) m/z 57.10 100.00%

7

5000

.

e L gz 2 s ey o
0

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #105884: Octadecane
57

5000 85 SN M
23100 23.20 23.40 23.60

m/z 71.00 57 .56%

29
l [ 11}3J1§1‘169 197 225 254

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #94352: Hexadecane, 2-methyl-
57

23.00 23.20 23.40 23.60
5000 85 m/z 55.00 51.91%

197
113

141
2 J Iy 189 225

\
T |||||||||||||||||||||||||||||||||||||||||

m/z--> 0 50 100 150 200 250 300 350 400

Abundance #48833: Tridecane R EREEE S

57 23.00 23.20 23.40 23.60
m/z 41.00 47.50%

50000 .| | |85
l 113 141 184
I L | I

— ettt

m/z--> 0 50 100 150 200 250 300 350 400 23. OO 23. 20 23 40 23. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BGO051119\

Data File : BG040896.D

Acg On : 12 May 2019 6:36

Operator : HP/JU

3?22'6 i K2763-16 P021-SS007-1218-01
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_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... 3.22 18.2 ng 323499 1 8.13 354838 20.0
unknown7 .66 7.66 114.4 ng 2029050 1 8.13 354838 20.0
n-Hexadecanoic acid 18.36 11.7 ng 615530 4 17.51 1050940 20.0
Octadecanoic acid 19.62 4.9 ng 259615 4 17.51 1050940 20.0
1-Hexadecanol 21.38 11.2 ng 680044 5 21.78 1217740 20.0
Octadecane 23.28 3.1 ng 186820 5 21.78 1217740 20.0
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