LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101118\
Data File : BG037278.D

Aca On : 12 Oct 2018 5:49

Operator : JU/SJ

Sample = J5302-08

Misc :

ALS Vial : 20 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-BG101118.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 5.657 396 403 412 rVB 475670 793237 17.23% 3.599%
2 7.255 668 675 688 rBV 337386 595146 12.93% 2.700%
3 7.643 733 741 751 rBV 805057 1446554 31.43% 6.562%
4 8.119 816 822 830 rBV 228296 402915 8.75% 1.828%
5 8.448 869 878 888 rBV 688109 1247492 27.10% 5.659%

9.299 1014 1023 1030 rBV 618704 1126700 24.48% 5.111%
10.945 1294 1303 1311 rBV 339748 620957 13.49% 2.817%
13.377 1708 1717 1726 rBV 1737637 2818273 61.23% 12.785%
14.200 1850 1857 1863 rBVY 144546 214733 4.67% 0.974%
14.758 1944 1952 1960 rBV2 567996 957964 20.81% 4._.346%

=
QO ~NO®

11 15.557 2078 2088 2096 rVB 247068 339174 7.37% 1.539%
12 16.238 2197 2204 2217 rBV 1417406 2212807 48.08% 10.039%
13 17.502 2412 2419 2427 rBV 787094 1259322 27.36% 5.713%
14 18.365 2561 2566 2577 rBv4 76008 141642 3.08% 0.643%
15 20.104 2855 2862 2868 rBV 3315621 4602620 100.00% 20.880%

16 21.403 3078 3083 3095 rBv2 150782 238320 5.18% 1.081%
17 21.791 3141 3149 3159 rVB 771769 1382295 30.03% 6.271%

18 23.324 3403 3410 3418 rBVvV4 30083 63353 1.38% 0.287%

19 24.176 3548 3555 3563 rBvV3 35595 73075 1.59% 0.332%

20 25.140 3707 3719 3733 rBv2 457186 1427818 31.02% 6.477%

21 26.368 3922 3928 3941 rVB7 26085 78557 1.71% 0.356%
Sum of corrected areas: 22042954
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

= Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101118\
: BG037278.D

: 12 Oct 2018 5:49

: Ju/sd

: J5302-08

1 20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG101118.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\Database\NIST11.L
LSCINT.P

ration Parameters:

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG037278.D

7.64 8.45

5.66
7.25 10.94

8.12

0
Time-->

7.00

350 4.00 450 500 550 600 6.50

750 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 1250

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG037278.D
20110

13.38
16.24

17.50 21.79

14.76

1556 21.40

0
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

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG037278.D

25.14

23.32 24.18 26.37

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\HPCHEMI\BNA G\DATA\BG101118\
Data File : BG037278.D

Aca On : 12 Oct 2018 5:49

Operator : JU/SJ

Sample = J5302-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118._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 1 unknown7.64 Concentration Rank 1

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

7.64 71.80 ng 1446550 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 741 (7.643 min): BG037278.D (-733) (-) m/z 131.90 100.00%
131.9
5000 68.0
96.0 U UL L L
40.0 540 ‘ 7.40 7.60 7.80 8.00
0 ..,....,....,...:l'!..:,:!..,::.-.|,..':~.,5?f‘-.?,..!.,.':..,1.1.4.-.9,...., N m/z 68.00 42.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 HRR UL L L
7.40 7.60 7.80 8.00
2.0 510 m/z 133.90 32.73%
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
740 760 7.80 8.00
5000 67.0 m/z 66.00 28.32%
41.0 97.0
53.0
‘ 79.0 117.0
0 |||||||||||||||||‘||‘||||‘||‘||||‘|‘=l‘|||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘...luu
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole S R B am S
132.0 7.40 7.60 7.80 8.00
m/z 69.00 16.16%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101118\
Data File : BG037278.D

Aca On : 12 Oct 2018 5:49

Operator : JU/SJ

Sample = J5302-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118._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 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.37 2.25 ng 141642 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 49

Abundance Scan 2567 (18.371 min): BG037278.D (-2561) (-) m/z 43.00 100.00%

.0 72.9

5000 129.0

213.0

157.1 185.0

18.00 18.20 18.40 18.60

0 m/z 60.00 93.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 LI L I

T
18.00 18.20 18.40 18.60

83.0 0
1570 1g50 2130 256.0 m/z 72.90 87.99%
[0} 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
430 | 730
18.00 18.20 18.40 18.60
5000 129.0 m/z 55.00 73.04%
ol15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid AR mE R L
73.0 18.00 18.20 18.40 18.60
43.0 m/z 56.95 68.49%
5000 129.0
0 15.0
- IIIIIIIIIIIIIIIIIIII
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\BG101118\
Data File : BG037278.D

Aca On : 12 Oct 2018 5:49

Operator : JU/SJ

Sample = J5302-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118._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 4 Heptafluorobutyric acid, pe... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.40 3.45 ng 238320 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 17-Pentatriacontene 491 C35H70 006971-40-0 91
Abundance Scan 3083 (21.403 min): BG037278.D (-3078) (-) m/z 57.00 100.00%
57.0
97.0
5000
39.1 21.00 21.20 21.40 21.60 21.80
olrrd ,H, LIS 1BL0 2220 2669 L S Seet60 8. 48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57.0
97.0
5000 NIV BRI BRI BURIUR B
21.00 21.20 21.40 21.60 21.80
m/z 83.00 81.80%
169.0 5100
oL2610] | I )| dsgo | 2100 2550 406.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
57.0
97.0 AU BRI B BURIN B
21.00 21.20 21.40 21.60 21.80
5000 m/z 43.00 80.20%
o268l | || ‘ | 11390 17702100 2550 356.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #164113: Trifluoroacetic acid, pentadecy! ester e R
57.0 21.00 21.20 21.40 21.60 21.80
97.0 m/z 69.00 63.84%
5000
oL.28l0] | || "\ J} 1400 1820 2550 3060
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG101118\
Data File : BG037278.D

Acq On : 12 Oct 2018 5:49

Operator : JU/SJ

Sample - J5302-08

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101118_M
Quant Title : 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]
unknown? .64 7.64 71.8 ng 1446550 1 8.12 402915 20.0
n-Hexadecanoic acid 18.37 2.3 ng 141642 4 17.50 1259320 20.0
Heptafluorobutyri... 21.40 3.5 ng 238320 5 21.79 1382300 20.0
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