LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG100319\

Data File : BG043021.D

Aca On : 4 Oct 2019 2:27 Instrument :
Operator : JU BNA_G

Sample - K5181-01 ClientSampleld :
Misc - SOUTH-AVENUE-1-ABCD
ALS Vial : 11 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-BG092519 .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 3.176 9 15 24 rBvV3 81034 220812 4 _.45% 0.720%
2 3.259 24 29 37 rvB 134905 233611 4.71% 0.762%
3 5.650 427 436 448 rBV 1422761 2409328 48.60% 7 .854%
4 7.242 697 707 718 rBVY 1579511 2833187 57.15% 9.236%
5 7.607 760 769 782 rBVY 1542183 2675453 53.97% 8.722%

8.071 839 848 855 rBvV 271015 490224 9.89% 1.598%
8.394 893 903 912 rBV 1091282 1923620 38.80% 6.271%
9.228 1037 1045 1059 rBvV 910291 1697239 34.24% 5.533%
10.873 1315 1325 1333 rBVY 338915 631340 12.74% 2.058%
13.312 1733 1740 1749 rBV 2117544 3384149 68.27% 11.032%

=
QO ~NO®

11 14.134 1874 1880 1890 rBV 274798 412604 8.32% 1.345%
12 14.686 1967 1974 1981 rBV 583742 928482 18.73% 3.027%
13 16.173 2219 2227 2246 rBV 2097127 3236866 65.30% 10.552%
14 17.430 2435 2441 2451 rBV 733427 1141965 23.04% 3.723%
15 17.548 2451 2461 2466 rVB3 49147 75244 1.52% 0.245%

16 18.317 2586 2592 2601 rBV 143414 225938 4_56% 0.737%
17 20.039 2879 2885 2895 rVB 3699266 4957180 100.00% 16.160%
18 21.349 3103 3108 3124 rBV5 134569 494139 9.97% 1.611%
19 21.696 3161 3167 3178 rVB2 751076 1307734 26.38% 4.263%
20 24.922 3706 3716 3730 rVB 469950 1397117 28.18% 4 _.554%

Sum of corrected areas: 30676232
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Data Path :

Data File : BG043021.D
Aca On : 4 Oct 2019
Operator : JU

Sample : K5181-01
Misc :

ALS Vial : 11

Quant Method
Quant Title

TIC Library :

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100319\

2:27

Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

SOUTH-AVENUE-1-ABCD

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

33,86

TIC: BG043021.D

7.24 761

8.39

8.07

9.

23

10.87

0
Time-->

350 4.00 450 5.00 550 6.00 6.50

7.00 7.50 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 1250

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

13.31

14.13

14.69

TIC: BG043021.D

16.17

17.43

755 18.32

20.04

21.70

21.35

T
LN B N N R B B [ B O D e B |

05
Time--> 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

0

TIC: BG043021.D

24.92

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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG100319\

Data File : BG043021.D

Aca On : 4 Oct 2019 2:27

Operator : JU

a?ggle : K5181-01 SOUTH-AVENUE-1-ABCD
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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.

3.26 9.53 ng 233611 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 50
3 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 29 (3.259 min): BG043021.D (-24) (-) m/z 73.10 100.00%
7B
5000 43
55 87
921 3.20 3.30 3.40 3.50 3.60 3.70
1 e e — m/z 43.10 40.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
43 3.20 3.30 3.40 3.50 3.60 3.70
‘ 55 87 m/z 55.10 28.62%
0"'Pd'WL'”I"“I”"P"W"”I'”' [Trrrrrrrprrr T
m/z--> 20 80 100 120 140 160 180 200 220
Abundance #13743. 2,2,4-Trimethyl-3-pentanol
73
41 o 87 3.20 3.30 3.40 3.50 3.60 3.70
5000 m/z 87.10 26.44%
29
15 ‘\ ‘\‘ U
S R R UL S B L B S BN B S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #734: N-Ethylformamide
30 3.20 3.30 3.40 3.50 3.60 3.70
73 m/z 71.05 10.83%
5000
44 58
s )
o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 3.20 3.30 3.40 3.50 3.60 3.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG100319\

Data File : BG043021.D

Aca On : 4 Oct 2019 2:27

Operator : JU

a?ggle : K5181-01 SOUTH-AVENUE-1-ABCD
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 unknown7.61 Concentration Rank 1

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

7.61 109.15 ng 2675450 1,4-Dichlorobenzene-d4 8.07
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 27
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Aminoindole 132 C8H8N2 005192-03-0 22

Abundance Scan 770 (7.612 min): BG043021.D (-760) (-) m/z 132.00 100.00%
132
5000 68
40 J\ % 720 7.40 7.60 7.80 8.00
ob b be A2 sl S0 Tm/z 68.10 43.41%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ARARRARSS RS RARRE N

7.20 7.40 7.60 7.80 8.00
m/z 134.00 33.93%

31 | 1
0.“,L...“...,.”.,..”,....“...,”..,..”,...w..
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
R e e e S
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 32.14%
33 105
‘ ’n. \7& ’ L
O+ P T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine AR L R
132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 18.65%
97
5000
31 70
o.Jﬂﬁw..,..”,....,”..,....“...,..”,....,”..,.. frr e
m/z--> 50 100 150 200 250 300 350 400 450 500 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG100319\

Data File : BG043021.D

Aca On : 4 Oct 2019 2:27

Operator : JU

a?ggle : K5181-01 SOUTH-AVENUE-1-ABCD
ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.
18.32 3.96 ng 225938 Phenanthrene-d10 17.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Octadecanoic acid 284 C18H3602 000057-11-4 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 2592 (18.317 min): BG043021.D (-2586) (-) m/z 73.05 100.00%

5000

256 18.00 18.20 18.40 18.60

281 306

0! m/z 60.10 89.35%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
43
5000 129 L L e B B
83 18.00 18.20 18.40 18.60
0
o1 157 1g5 213 256 m/z 57.10 84.19%
o! N VA W u..,L. S —
m/z--> 50 100 150 200 250 300 350
Abundance #95855: Pentadecanoic acid
43 78
18.00 18.20 18.40 18.60
5000 129 m/z 43.10 74 .56%
97 199 242
b [ ash | aos |
olzb Wl gl o1 pe0 | o]
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43 | 78 18.00 18.20 18.40 18.60
m/z 55.10 73.27%
5000 129
241 284
207
A TR s
m/z--> 50 100 150 200 250 300 350 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG100319\

Data File : BG043021.D

Aca On : 4 Oct 2019 2:27

Operator : JU

a?ggle : K5181-01 SOUTH-AVENUE-1-ABCD
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 1-Heptacosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.35 7.56 ng 494139 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 91
2 1-Heneicosanol 312 C21H440 015594-90-8 91
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 90
Abundance Scan 3108 (21.349 min): BG043021.D (-3103) (-) m/z 57.05 100.00%

g7
83 %
5000
111
} 140 207 281 21.00 21.20 21.40 21.60
167 252

ol b R L30T, L 22T 325 35 389 7755 10 89.35%

m/z--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol
57 9
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rf

5000
195 21.00 21.20 21.40 21.60
m/z 43.05 87.56%

o 291 ‘. | L 1153 181 209 236 264 292 320 350 378
et e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol

55 83

21. OO 21 20 21. 40 21.60

5000 111 m/z 83.05 73.89%
29
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57 21.00 21.20 21.40 21.60
83 m/z 97.10 73.88%
5000 11
29 ‘ 169
210
ol LI by e 7, 20 a5 ae
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG100319\

Data File : BG043021.D

Acq On : 4 Oct 2019 2:27

Operator : JU

a?ggle - K5181-01 SOUTH-AVENUE-1-ABCD
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 3.26 9.5 ng 233611 1 8.07 490224 20.0
unknown7 .61 7.61 109.2 ng 2675450 1 8.07 490224 20.0
n-Hexadecanoic acid 18.32 4.0 ng 225938 4 17.43 1141970 20.0
1-Heptacosanol 21.35 7.6 ng 494139 5 21.70 1307730 20.0

8270-BG092519.M Fri Oct 04 15:20:19 2019 Page: 7



