LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061918\
Data File : BG035254.D

Aca On 19 Jun 2018 19:00

Operator : SJ/JU

Sample = J3546-03

Misc :

ALS Vial : 6 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-BG060718 .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 5.629 392 398 410 rBV 161667 293266 4 _.99% 1.856%
2 7.215 661 668 678 rBV 121600 224575 3.82% 1.422%
3 7.591 724 732 742 rVB 303224 530180 9.02% 3.356%
4 8.061 806 812 820 rBV 92039 151419 2.58% 0.958%
5 8.384 858 867 876 rVB 402403 710986 12.10% 4 _.500%
6 9.219 1002 1009 1022 rBV 350190 639094 10.88% 4 .045%
7 10.863 1282 1289 1301 rBV 112895 207216 3.53% 1.312%
8 13.307 1697 1705 1715 rBV 1046797 1616324 27.51% 10.231%
9 14.130 1839 1845 1851 rBV 45548 68638 1.17% 0.434%
10 14.682 1931 1939 1948 rBV3 216322 356706 6.07% 2.258%
11 16.033 2163 2169 2175 rVB 43398 67215 1.14% 0.425%

12 16.162 2184 2191 2201 rBV 798915 1192931 20.30% 7.551%
13 17.425 2400 2406 2413 rBV 427653 626788 10.67% 3.967%
14 18.306 2551 2556 2572 rBV2 133663 208602 3.55% 1.320%
15 19.575 2767 2772 2781 rBV2 115736 160247 2.73% 1.014%

16 20.033 2843 2850 2863 rBV 4413278 5875643 100.00% 37.192%
17 21.690 3125 3132 3140 rBV2 710755 1199684 20.42% 7.594%
18 22.501 3262 3270 3274 rBV2 41046 72057 1.23% 0.456%
19 23.194 3383 3388 3397 rvB2 69323 122679 2.09% 0.777%
20 24.004 3518 3526 3534 rVB2 83088 171980 2.93% 1.089%

21 24.921 3670 3682 3696 rBV3 341001 1152611 19.62% 7.296%
22 26.090 3874 3881 3892 rVB4 53930 149270 2.54% 0.945%

Sum of corrected areas: 15798111
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG061918\
Data File : BG035254.D
Aca On 19 Jun 2018 19:00
Operator : SJ/JU
Sample : J3546-03
Misc :
ALS Vial : 6 Sample Multiplier: 1
Quant Method : Z:\SVOASRV\HPCHEMI1I\BNA G\METHODS\8270-BG060718.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG035254.D
4000000
3000000
2000000
1000000
8.38 9.22
7.59
5.63 7/.\22 8.06 10.86
4 L
Time--> 3%0 460 4%0 560 5%0 abo aéo 160 7.50 &bo 8.50 gbo 9%0 1doo 10.50 1foo 1f50 1£oo 1250 !
Abundance TIC: BG035254.D
20.03
4000000
3000000
2000000
13.31
1000000 16.16 21,69
17.43
o 113 5% 16. 1831 19.58 2250
Time--> 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 TIC: BG035254.D
4000000
3000000
2000000
1000000
24.92
o 23.19 24.00 /\ 26.09
Time-—> 23.00 23.50 24.00 2450 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 3150 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061918\
Data File : BG035254.D

Aca On : 19 Jun 2018 19:00

Operator : SJ/JU

Sample = J3546-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown7.59 Concentration Rank 2

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

7.59 70.03 ng 530180 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1H-Indazole, 3-methyl- 132 C8H8N2 1000316-00-2 10

Abundance Scan 732 (7.591 min): BG035254.D (-724) (-) m/z 132.15 100.00%
13p.2
5000 68.2
7.20 7.40 7.60 7.80 8.00
0 e 288 Tz 68.15  49.86%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
5000 UL R LS R
7.20 7.40 7.60 7.80 8.00
m/z 134.15 30.59%
31.0
0 '”Mﬁ"k'ﬂ'”'|""|"”|""|"'w""|""w'
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance
132.0
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.15 30.53%
08,0 630
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #14144: 5-Fluoro-2-chloropyrimidine P e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.15 18.76%
5000
33.0 Qlf
0 ”'Mbblhwl'”'|""|"”|""|"'w""|""w' UL L LS L
m/z-> 0 50 100 150 200 250 300 350 400 450 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061918\
Data File : BG035254.D

Aca On : 19 Jun 2018 19:00

Operator : SJ/JU

Sample = J3546-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.03 3.77 ng 67215 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 94
2 Benzovl isothiocvanate 163 C8H5NOS 000532-55-8 43
3 N-Methoxv-N-methvlbenzamide 165 C9H11NO2 006919-61-5 43
4 Benzovl bromide 184 C7H5BrO 000618-32-6 43
5 2-Phenyl-4-ethylidene-2-oxazolin... 187 C11H9NO2 037791-41-6 43
Abundance Scan 2169 (16.033 min): BG035254.D (-2163) (-) m/z 105.15 100.00%
770 1052
' 182.2
5000
51.1
152.1 283.3 15.80 16.00 16.20 16.40
bt et e e pree e || M7z 77.15 0 82.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #47246: Benzophenone
105.0
77.0 182.0 ~
5000 IR SUNILN SURLN SN B
15.80 16.00 16.20 16.40
51.0 m/z 182.15 75.96%
0 ‘ 126.0 152 0 H
m/z--> 20 40 60 éo 100 120 140 1éo 180 200 220 240 260 280
Abundance
105.0
77.0 IR SUNILN SURIULN SN B
15.80 16.00 16.20 16.40
5000 m/z 51.15 23.96%
51.0
ol_270 131.0
WWTWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #34635: N-Methoxy-N-methylbenzamide O EEa T .A, R
105.0 15.80 16.00 16.20 16.40
m/z 183.15 10.53%
77.0
5000
51.0
ol 280 | | 134.0 165.0
m/z--> 20 40 60 éo 100 120 140 160 180 200 220 240 260 280 15,80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061918\
Data File : BG035254.D

Aca On : 19 Jun 2018 19:00

Operator : SJ/JU

Sample = J3546-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.31 6.66 ng 208602 Phenanthrene-d10 17.43
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 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 58
5 1-Propyl l1l4-methyl-pentadecanoate 298 C19H3802 1000336-62-4 50
Abundance Scan 2557 (18.312 min): BG035254.D (-2551) (-) m/z 73.15 100.00%
73.2
43.1
5000
129.2
97.3 171.3 213.3 256.4 L I e o e
|| mmmmmmmm
o.n,n.wJJ.. m/z 60.15 76.33%
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T T T T T T T e
83.0 1800 1820 1840 1860
Ji 1570 1geo 2130 2560 | M/Z 55.15  70.11%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 73.0
18.00 18.20 18.40 18.60
5000 129.0 m/z 43.15 69.30%
97.0 199.0
1570 242.0
0 }ﬁ?'“'I"“I"'W""P"'I”"I'”' '}779"""' [T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
430 | 730 18.00 18.20 18.40 18.60
' m/z 57.15 61.48%
5000
129.0
171.0 214.0
97.0
0..w.”.,“...,“..P.”,“.w+?%0.”...” N N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061918\
Data File : BG035254.D

Aca On : 19 Jun 2018 19:00

Operator : SJ/JU

Sample = J3546-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.58 2.67 ng 160247 Chrysene-di12 21.69
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 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Dodecanoic acid 200 C12H2402 000143-07-7 58
5 Tridecanoic acid 214 C13H2602 000638-53-9 53
Abundance Scan 2773 (19.581 min): BG035254.D (-2767) (-) m/z 73.15 100.00%
43.2 73.2
5000 129.2
185.2 241.3
284.4
19.20 19.40 19.60 19.80
0 34095118 W/z 43.20 85.50%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
43.0 73.0
5000 129.0
19.20 19.40 19.60 19.80
H 1850 o4 2840 m/z 60.15  83.64%
oL, lel ...,.i...,...., T N
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 73.0
19.20 19.40 19.60 19.80
5000 129.0 m/z 55.10 65.25%
199.0
1570 242.0
L s [ L L B BN
m/z--> 50 100 150 200 250 300 350
Abundance #84453: Tetradecanoic acid
73.0 19.20 19.40 19.60 19.80
43.0 m/z 57.15 63.14%
5000 129.0
‘ 185.0 228.0
OII{‘I |||‘||‘wu'i|\'|\\|“| |‘|‘|"‘|‘|{|i||l||||||| T
m/z--> 50 100 150 200 250 300 350 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061918\
Data File : BG035254.D

Aca On : 19 Jun 2018 19:00

Operator : SJ/JU

Sample = J3546-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.19 2.05 ng 122679 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Octadecane 254 C18H38 000593-45-3 86
3 5.5-Diethvlheptadecane 296 C21H44 1000360-41-7 86
4 6.6-Diethvlhoctadecane 310 C22H46 1000360-41-8 86
5 10-Methylnonadecane 282 C20H42 056862-62-5 86
Abundance Scan 3387 (23.188 min): BG035254.D (-3383) (-) m/z 57.15 100.00%
57.1
5000 j\
992 207.1 22180 23100 2320 2340 23,60
141.3 15393 . . . . .
I B 11 0 18 v o DR B S L L | ey o £ W T 0
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000
22.80 23.00 23.20 23.40 23.60
99.0 m/z 43.15 60.33%
0 26\l0‘\ 1 “\ ‘hw h‘ u‘ %4%0\ '1830 225.0 296.0
m/z--> §o 160 150 260 250 360 3éo 460
Abundance
57.0
22.80 23.00 23.20 23.40 23.60
5000 m/z 85.20 55.71%
99.0
o 2610 141.0 183.0 254.0
m/z--> §0 160 1%0 260 2%0 360 3éo 460
Abundance #141436: 5,5-Diethylheptadecane
57.0 22.80 23.00 23.20 23.40 23.60
m/z 55.10 32.42%
5000 127.0
267.0
L L) gsio) | 16902030
m/z--> 5'0 1(')0 1&1,0 2(')0 251,0 3(')0 35'30 4(')0 22.80 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061918\
Data File : BG035254.D

Aca On : 19 Jun 2018 19:00

Operator : SJ/JU

Sample = J3546-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

24 .00 2.98 ng 171980 Perylene-d12 24 .92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heneicosane 296 C21H44 000629-94-7 94
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 3525 (23.999 min): BG035254.D (-3518) (-) m/z 57.20 100.00%

57.2
5000
99.3

l | 141.2 1973 2393 2821 340.9 2451 23. 60 23 80 24. OO 24, 20 24 40
o,....,'....l,.'l..,.-. R s B v .- m/z 71.15 84.74%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57.0
5000 LA L L B

23. 60 23 80 24. OO 24. 20 24 40
‘ 99.0 m/z 85.15 72 .40%

41.0
A e e 220
m/z--> 0 50 100 150 200 250 300 350 400
Abundance

57.0

23.60 23.80 24.00 24.20 24.40

o

5000 m/z 43.15 64.94%
99.0
0l15.0 141.0 183.0 225.0 296.0
L e e o
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0 23.60 23.80 24.00 24.20 24.40

m/z 55.15 27 .43%

5000

99
[} 141.0 1830 239.0 296.0

L0 e

e -

T
m/z--> 0 50 100 150 200 250 300 350 400 23.60 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061918\
Data File : BG035254.D

Aca On : 19 Jun 2018 19:00

Operator : SJ/JU

Sample = J3546-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
26.09 2.59 ng 149270 Perylene-d12 24 .92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Tetracosane 338 C24H50 000646-31-1 83
3 2-methvloctacosane 408 C29H60 1000376-72-8 83
4 Hexacosane 366 C26H54 000630-01-3 83
5 Heneicosane 296 C21H44 000629-94-7 80
Abundance Scan 3881 (26.090 min): BG035254.D (-3874) (-) m/z 57.15 100.00%
57.1 N
5000
268.1 3871 25.80 26.00 26.20 26.40
ol .|-, } 328.1 m/z 71.10 86.90%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57.0
5000
25.80 26.00 26.20 26.40
99.0 m/z 85.20 67 .58%
027\"0“\ h H ( u‘. ] ‘\14:\['0\ ;830 225.0 26\80
m/z--> 55 160 1%0 260 250 360 3éo
Abundance
57.0
25.80 26.00 26.20 26.40
5000 m/z 43.20 53.30%
99.0
27.0 141.0 183.0 2050 338.0
m/z--> - '55' - 160" ' iéo" "260" "250" ' 560" ' ééd o
Abundance #215181: 2-methyloctacosane
57.0 25.80 26.00 26.20 26.40
m/z 55.10 29.75%
5000
99.0
0280 ] L] ) 1410 1830 2250 2670 300.0  365.0394.0
m/z--> 55 160 1%0 260 250 300 3éo ' 25.80 26.00 26.20 26.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061918\
Data File : BG035254.D

Acq On 19 Jun 2018 19:00

Operator : SJ/JU

Sample - J3546-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718_-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]
unknown7 .59 7.59 70.0 ng 530180 1 8.06 151419 20.0
Benzophenone 16.03 3.8 ng 67215 3 14.68 356706 20.0
n-Hexadecanoic acid 18.31 6.7 ng 208602 4 17.43 626788 20.0
Octadecanoic acid 19.58 2.7 ng 160247 5 21.69 1199680 20.0
Heneicosane 23.19 2.0 ng 122679 5 21.69 1199680 20.0
Eicosane 24 .00 3.0 ng 171980 6 24.92 1152610 20.0
Nonadecane 26.09 2.6 ng 149270 6 24.92 1152610 20.0
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