LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG120318\
Data File : BG038311.D

Aca On : 3 Dec 2018 22:19

Operator : JU/SJ

Sample : J6179-02

Misc :

ALS Vial : 8 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-BG111318.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 5.155 313 318 323 rBV 14083 22848 1.21% 0.266%
2 5.619 391 397 410 rVB 271092 486693 25.67% 5.665%
3 7.223 663 670 681 rBV 306550 614059 32.39% 7.147%
4 7.599 727 734 747 rBV 282339 540054 28.49% 6.286%
5 8.075 808 815 828 rBV 64013 120761 6.37% 1.406%

8.398 863 870 880 rBvV 244052 431908 22.78% 5.027%
9.250 1008 1015 1026 rBV 193827 389937 20.57% 4 ._.538%
10.895 1288 1295 1306 rBV 86496 164692 8.69% 1.917%
13.334 1703 1710 1721 rBV 520339 837457 44_.17% 9.747%
14.156 1844 1850 1858 rBV 69118 108293 5.71% 1.260%

=
QO ~NO®

11 14.714 1937 1945 1953 rvB2 157097 272282 14.36% 3.169%
12 16.201 2191 2198 2214 rBV 535890 854705 45.08% 9.948%
13 17.458 2405 2412 2424 rVB2 291689 461333 24.33% 5.369%
14 18.316 2553 2558 2567 rBV2 59670 100184 5.28% 1.166%
15 19.585 2769 2774 2780 rBv4 28752 48364 2.55% 0.563%

16 20.061 2849 2855 2861 rBV 1443912 1895784 100.00% 22.065%
17 21.342 3067 3073 3086 rBV2 44297 106802 5.63% 1.243%
18 21.741 3133 3141 3151 rBV 320449 574131 30.28% 6.682%
19 23.204 3385 3390 3396 rBV6 10651 22008 1.16% 0.256%
20 25.061 3688 3706 3718 rBV 171912 539490 28.46% 6.279%

Sum of corrected areas: 8591785
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG120318\
Data File : BG038311.D

Aca On : 3 Dec 2018 22:19

Operator : JU/SJ

Sample : J6179-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters:

LSCINT.P

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

TIC: BG038311.D

5.62 7.22 760

8.40
9.25

5.16 8.08

10.90

0
Time-->

350 400 450 500 550 6.00 650 7.00 7.50 8.00 850

9.00 950 1000 1050 1100 1150 1200 12.50

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

TIC: BG038311.D

20.

13.33 16.20

17.46

14.71

14.16 18.32

19.59
A

06

21.34

21.74

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
1400000

1200000

1000000

800000

600000

400000

200000

TIC: BG038311.D

25.06

23.20

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\BG120318\
Data File : BG038311.D

Aca On : 3 Dec 2018 22:19

Operator : JU/SJ

Sample : J6179-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 4

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

5.16 3.78 ng 22848 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
3 Propane. 2-methvl-2-(1l-methvleth._.. 116 C7H160 017348-59-3 9
4 1.3.4-Oxadiazole. 2-(acetvloxv)-... 172 C7H12N203 066398-57-0 9
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 9

Abundance Scan 319 (5.161 min): BG038311.D (-313) (-) m/z 43.00 100.00%
43.0
59.0
5000
| wo 0 250 oby 50 sa
N L e L m/z 59.00 54.61%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R I I B
480 5.00 5.20 5.40
59.0 1010 m/z 58.00 16.27%
et 690 830 920 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3684: 1-Propen-2-ol, acetate
43.0
480 500 520 540
5000 m/z 101.00 14.92%
1?.0 21.0 Ul 58"0 7%-0 100.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- s e e R
54.0 480 5.00 5.20 5.40
m/z 41.00 9.71%
5000
41.0
b L 500 L 730 86.0 ..,M —
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40

8270-BG111318.M Tue Dec 04 10:19:30 2018 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG120318\
Data File : BG038311.D

Aca On : 3 Dec 2018 22:19

Operator : JU/SJ

Sample : J6179-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 unknown7.60 Concentration Rank 1

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

7.60 89.44 ng 540054 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 10

Abundance Scan 734 (7.599 min): BG038311.D (-727) (-) m/z 131.90 100.00%
131.9
5000 68.0 /\»
400 540 ‘ | ss0 %l'o 720 7.40 7.60 7.80 8.00
O v 11 LB N P m/z 68.00 43.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 SRR AR AR NSRS S
7.20 7.40 7.60 7.80 8.00
33.0 44.0 00 105.0 m/z 133.90 32.24%
'W“'W”'W“'W““Wﬁqﬂh'l”'hﬁqﬂ”'ﬂ”'ﬁ”'ﬁ“'ﬁ"'W”
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
9.0 o 750 740 760 780 500
5000 m/z 66.00 28.87%
310 510 ‘
“I“'W'”'P'MIJ'WH”'P'JI”'W'”'P'”I”'W'”'P'”I“'W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LI B BN L N B
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 17.41%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
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\BG120318\
Data File : BG038311.D

Aca On : 3 Dec 2018 22:19

Operator : JU/SJ

Sample : J6179-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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.
18.32 4.34 ng 100184 Phenanthrene-d10 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 Undecanoic acid 186 C11H2202 000112-37-8 53
5 Tetradecanoic acid 228 C14H2802 000544-63-8 52
Abundance Scan 2559 (18.322 min): BG038311.D (-2553) (-) m/z 73.00 100.00%
430 |, 73.0
5000 129.0
97.0 213.0
| | 171.0 01 256.1 18.00 18.20 18.40 18.60
S| : m/z 43.00 99.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
410
5000 129.0

18.00 18.20 18.40 18.60
60 || M/z 60.00 92.37%

157.0 1850 213.0

‘J‘u 83.0

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

Abundance #72646: Tridecanoic acid
430 | 739
18.00 18.20 18.40 18.60
5000 m/z 57.00 82.95%
‘ o0 129.0 1710 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43.0 73.0 18.00 18.20 18.40 18.60
m/z 55.00 71.60%
5000 129.0

“ — ‘l‘;‘ : Iulul‘ e Eaa
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\BG120318\
Data File : BG038311.D

Aca On : 3 Dec 2018 22:19

Operator : JU/SJ

Sample : J6179-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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.
19.59 2.10 ng 48364 Phenanthrene-d10 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 59
Abundance Scan 2775 (19.591 min): BG038311.D (-2769) (-) m/z 42.95 100.00%
430 43,
5000 1200
97.0 185.1 241.1 NN SRR
09.0 284.1 19.20 19.40 19.60 19.80 20.00
eI - m/z 60.00 85.94Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 || 73.0
5000 129.0

19.20 19.40 19.60 19.80 20.00
m/z 73.00 82.58%

241.0 284.0

207.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0

19.20 19.40 19.60 19.80 20.00
5000 129.0 m/z 56.95 74 .45%

J‘uv83.0

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

157.0 185.0 213.0 256.0

Abundance #84453: Tetradecanoic acid
73.0 19.20 19.40 19.60 19.80 20.00
43.0 m/z 55.00 68.52%
5000 1290
185.0 228.0
AT |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.20 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG120318\
Data File : BG038311.D

Aca On : 3 Dec 2018 22:19

Operator : JU/SJ

Sample : J6179-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 Heptafluorobutyric acid, pe... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.34 3.72 ng 106802 Chrysene-d12 21.74

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptafluorobutvric acid. pentade...
2 Pentafluoropropionic acid. penta...
3 Pentafluoropropionic acid. hexad...
4 Pentafluoropropionic acid. octad...
5 Nonadecyl pentafluoropropionate

424 C19H31F702
374 C18H31F502
388 C19H33F502
416 C21H37F502
430 C22H39F502

959261-23-5 91
959092-08-1 91
006222-07-7 91
959261-25-7 91
1000351-88-8 91

Abundance Scan 3073 (21.342 min): BG038311.D (-3067) (-) m/z 57.00 100.00%
57.0
97.0
5000
l \ 21.00 21,20 2140 21.60
39 1 1910 282.8 : : : :
....qn.: Ay P e m/z 55.00 95.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57.0
97.0
5000 LA L L L L B LB B
21.00 21.20 21.40 21.60
169.0 m/z 43.00 87.12%
26/0f 404k #3§0 , 2190 250 406.0
it ... T
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
57.0
97.0 L L
21.00 21.20 21.40 21.60
5000 m/z 83.00 72.06%
26l0) | || ‘ | |[139:0 17702100 2550 356.0
et e et
m/z--> 50 100 150 200 250 300 350 400
Abundance #206447: Pentafluoropropionic acid, hexadecyl ester
57.0 21.00 21.20 21.40 21.60
97.0 m/z 97.00 67.30%
5000
26/0]| | ‘ i | 3?0 1820 2240 2690 370.0
....,. ..., T T~ T
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\HPCHEM1\BNA_G\DATA\BG120318\
Data File : BG038311.D

Acq On : 3 Dec 2018 22:19

Operator : JU/SJ

Sample : J6179-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG111318_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]
2-Pentanone, 4-hy... 5.16 3.8 ng 22848 1 8.08 120761 20.0
unknown? .60 7.60 89.4 ng 540054 1 8.08 120761 20.0
n-Hexadecanoic acid 18.32 4.3 ng 100184 4 17.46 461333 20.0
Octadecanoic acid 19.59 2.1 ng 48364 4 17.46 461333 20.0
Heptafluorobutyri... 21.34 3.7 ng 106802 5 21.74 574131 20.0
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