LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG102318\

Data File : BG037504.D

Aca On : 24 Oct 2018 10:16 Instrument :
Operator : JU/SJ BNA_G

Sample - J5621-06 ClientSampleld :
Misc - SA-SB-01B

ALS Vial : 29 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-BG101818.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 5.189 317 323 331 rBV 47144 79771 3.40% 0.436%
2 5.647 394 401 411 rBV 760612 1251934 53.39% 6.845%
3 7.251 665 674 687 rBVY2 838186 1660817 70.82% 9.081%
4 7.633 730 739 749 rBV 759191 1368484 58.36% 7.483%
5 8.103 812 819 831 rBV 211524 377963 16.12% 2.067%
6 8.426 865 874 885 rBV 487189 876093 37.36% 4 _.790%
7 9.284 1010 1020 1030 rBV 481301 911633 38.88% 4 .985%
8 10.929 1291 1300 1311 rBV 315207 587922 25.07% 3.215%
9 13.361 1705 1714 1724 rBV 946122 1471641 62.76% 8.047%
10 14.184 1846 1854 1860 rBvV 167845 249304 10.63% 1.363%

11 14.736 1941 1948 1958 rBV2 542405 917611 39.13% 5.017%
12 16.223 2194 2201 2209 rBV 931657 1440091 61.41% 7.874%
13 17.486 2407 2416 2422 rBV2 712724 1170681 49.92% 6.401%
14 17.592 2428 2434 2446 rVB7 14132 32288 1.38% 0.177%
15 18.338 2556 2561 2569 rBV 103694 167542 7.14% 0.916%

16 19.531 2759 2764 2771 rVB 42060 58939 2.51% 0.322%
17 19.607 2773 2777 2784 rBV4 42193 64551 2.75% 0.353%
18 19.889 2821 2825 2832 rVB 44082 70387 3.00% 0.385%

19 20.083 2851 2858 2865 rBV 1738072 2345033 100.00% 12.822%
20 21.370 3072 3077 3086 rBvV 135214 212370 9.06% 1.161%

21 21.769 3137 3145 3152 rBV 682577 1226922 52.32% 6.709%
22 21.928 3169 3172 3177 rVB2 26550 39679 1.69% 0.217%
23 22.551 3274 3278 3287 rBV3 35438 65584 2.80% 0.359%
24 23.261 3393 3399 3407 rVB3 55659 108851 4.64% 0.595%
25 24.090 3536 3540 3548 rVB2 63432 139339 5.94% 0.762%

26 25.101 3701 3712 3732 rVB2 377214 1271880 54.24% 6.954%
27 26.246 3901 3907 3916 rVB3 42995 121725 5.19% 0.666%

Sum of corrected areas: 18289035
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102318\
BGO37504.D
24 Oct 2018 10:16

J5621-06

29

TIC Library

- JU/SJ

Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG037504.D
1500000
1000000
7.25
5.65 7.63
500000 8.43 9.28
10.93
8.10
5.19
OFF e T T P r T T T T e T T T T T T T T T
Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG037504.D
20.08
1500000
10000001 13.36 16.22
17.49 2117
14.74
500000
14.18 21.37
\ . 18.34 19%619.84 1.93 22.55
O e S e e T e e e e e
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: BG037504.D
1500000
1000000
500000 25.10
23.26 24.09 26.25
o N~
T T T T T T T T e e T T e e
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\BG102318\
Data File : BG037504.D

Aca On : 24 Oct 2018 10:16

Operator : JU/SJ

Sample : J5621-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.19 4.22 ng 79771 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 37
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 17
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10

Abundance Scan 323 (5.189 min): BG037504.D (-317) (-) m/z 43.00 100.00%
43.0
59.0
5000
10 480 500 520 540 5.60
82.9 : : : : :
...,....,....,....',:...,..-:-.,....,....,.-...,...:,|....,.1.1.6.',9... m/z 59.00 65.75%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LN UL L
59.0 480 500 520 540 5.60
0,
150 a0 1010 m/z 58.00 19.64%
...I. i , 83.0 ,
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8346: 2-Hexanol, 2-methyl-
59.0
480 500 520 540 5.60
5000 m/z 101.00 18.78%
410 101.0
150 340 | | 690 830
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester R o L
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 9.25%
5000 57.0
29.0
101.0
"'P"W'”'I”'W"”I”"P'”I'Z%?”'W"”I”"P'”I'”
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102318\
Data File : BG037504.D

Aca On : 24 Oct 2018 10:16

Operator : JU/SJ

Sample : J5621-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 2 unknown7.63 Concentration Rank 1

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

7.63 72.41 ng 1368480 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 739 (7.633 min): BG037504.D (-730) (-) m/z 131.90 100.00%
131.9
5000 68.0
00 510 || g0 %0 e 150 Th0 Tko 7ho 8by
S SO N | PO . R - || N m/z 68.00 41.76%
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 R L L R R
7.20 7.40 7.60 7.80 8.00
310 510 m/z 133.90 32.18%
'w'“'w'“J“Jh'L'w'“l“'h'“'w“'w'“l“'w'“'w'“|"'w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.00 27 .29%
104.0
140 270 300 510 %070 g0 | 150 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethyl- P e
132.0 7.20 7.40 7.60 7.80 8.00
117.0 m/z 69.00 16.70%
5000
510 650 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102318\
Data File : BG037504.D

Aca On : 24 Oct 2018 10:16

Operator : JU/SJ

Sample : J5621-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 5
R.T. EstConc Area Relative to ISTD R.T.
18.34 2.86 ng 167542 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 55
Abundance Scan 2561 (18.338 min): BG037504.D (-2556) (-) m/z 60.00 100.00%
6d.0
5000 650 129.0 [L
2131 TrrrrryprrryrrTrrrrTaT
39 08. 157.0 185.0 256.1 18.00 18.20 18.40 18,60
m/z 73.00 98.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43.0 730
5000 256.0 AU BB BRRR
18.00 18.20 18.40 18.60
97.0 m/z 43.00 94 .88%
L 1970 1850
m/z--> "éb“ 'ﬁb II60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
430 | 730
18.|00 18.|20 18.I40 18.|60 '
5000 129.0 m/z 57.00 73.39%
ol Wl .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 | 73.0 18.00 18.20 18.40 18.60
m/z 55.00 65.51%
5000 129.0 AhvxplﬁJmewAjkkwuv&hmww&bw
|1|5|.(|)||||||||| R AR R R AREARE
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\BG102318\
Data File : BG037504.D

Aca On : 24 Oct 2018 10:16

Operator : JU/SJ

Sample : J5621-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 Heptadecyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.37 3.46 ng 212370 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 91
3 1l-Heptacosanol 396 C27H560 002004-39-9 91
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
5 Cyclotetradecane 196 C14H28 000295-17-0 89

Abundance Scan 3077 (21.370 min): BG037504.D (-3072) (-) m/z 57.00 100.00%
57.0
LN PR BN UL
39.0 295.9 21.00 21.20 21.40 21.60
. l } fopurn SO0 5 0T (229 3408 | m/z 55.00 81.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
97.0
5000 LA DRI DAL AR B
21.00 21.20 21.40 21.60
m/z 43.00 79 .45%
169.0
| 1370 238.0 283.0 434.0
m/z--> 5 100 150 200 2%0 300 350 400
Abundance #212865: Pentafluoropropionic acid, heptadecy! ester
57.0
970 21,00 21.20 21.40 21.60
5000 m/z 83.00 62 .45%
|l ‘ ‘ (1890 150 2380 2830 384.0
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #210517: 1-Heptacosanol e B
57.0 |97.0 21.00 21.20 21.40 21.60
m/z 69.00 54 .04%
39.0
}‘\\ 4810 222.0 264.0 306.0 378.0
m/z--> 50 1& 150 200 250 300 350 400 21.00 21.20 21,40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102318\
Data File : BG037504.D

Aca On : 24 Oct 2018 10:16

Operator : JU/SJ

Sample : J5621-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.09 2.19 ng 139339 Perylene-di12 25.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Octadecane 254 C18H38 000593-45-3 81
3 Hexadecane 226 C16H34 000544-76-3 81
4 Eicosane., 2-methvl- 296 C21H44 001560-84-5 80
5 Nonadecane 268 C19H40 000629-92-5 72
Abundance Scan 3540 (24.090 min): BG037504.D (-3536) (-) m/z 57.00 100.00%
57.0
1270 1710 206.9 10280.9 . 23.80 24.00 24.20 24.40
—_— -.|*,--. L. A0 Ao T 25002809 570 S b4 o
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
85.0
5000 L S S BN B
23.80 24.00 24.20 24.40
m/z 43.00 57.91%
23'0.‘ J) 1] | .|14.1 0169.0197.0225.0 2530 282.0
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57.0
|23.80 24.00 24.20 24.40
5000 85.0 m/z 85.00 48.68%
29.0
| | || 130141.0169.0197.0205.0 254.0
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane L L L
57.0 23.80 24.00 24.20 24.40

m/z 55.05 21.90%

5000

N
=—©
=)

0©
a
o

| 113.0141.0169.0197.0 226.0

| T
m/z--> 50 100 150 200 250 300 350 23. 80 24. 00 24 20 24. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG102318\
Data File : BG037504.D

Acq On : 24 Oct 2018 10:16

Operator : JU/SJ

Sample - J5621-06

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_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]
2-Pentanone, 4-hy... 5.19 4.2 ng 79771 1 8.11 377963 20.0
unknown7 .63 7.63 72.4 ng 1368480 1 8.11 377963 20.0
n-Hexadecanoic acid 18.34 2.9 ng 167542 4 17.49 1170680 20.0
Heptadecyl heptaf... 21.37 3.5 ng 212370 5 21.77 1226920 20.0
Eicosane 24.09 2.2 ng 139339 6 25.11 1271880 20.0
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