LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062618\
Data File : BG035415.D

Aca On : 26 Jun 2018 18:17

Operator : JU/SJ

Sample : J3665-02

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-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 5.164 314 319 327 rBV 74000 113758 3.27% 0.593%
2 5.628 390 398 412 rBV 843684 1360034 39.09% 7.087%
3 7.215 659 668 679 rBV 883213 1588706 45.66% 8.278%
4 7.585 724 731 741 rBV 834959 1430414 41.11% 7.453%
5 8.055 804 811 819 rVB 191812 330773 9.51% 1.724%

6 8.372 858 865 874 rBV 575887 1019410 29.30% 5.312%
7 9.212 998 1008 1019 rBV 513520 924475 26.57% 4.817%
8 10.857 1281 1288 1295 rBV 235340 430794 12.38% 2.245%
9 13.294 1696 1703 1710 rBV 1383398 2178109 62.60% 11.349%
10 14.117 1837 1843 1853 rBV 244977 356689 10.25% 1.859%
11 14.675 1930 1938 1946 rVB2 408948 663625 19.07% 3.458%
12 15.509 2076 2080 2085 rVB2 26325 35037 1.01% 0.183%
13 16.155 2182 2190 2203 rBV 1258140 1967964 56.56% 10.254%
14 16.373 2223 2227 2235 rVB3 25641 43111 1.24% 0.225%

15 17.412 2398 2404 2414 rBV2 552531 871191 25.04% 4 _539%
16 18.299 2548 2555 2563 rBV2 132673 197196 5.67% 1.028%
17 19.563 2764 2770 2778 rBV2 55915 86959 2.50% 0.453%
18 20.021 2842 2848 2855 rBV 2704390 3479292 100.00% 18.129%
19 21.325 3065 3070 3087 rBv4 53066 164139 4.72% 0.855%
20 21.677 3123 3130 3139 rBvV 609423 1013047 29.12% 5.279%

21 24.896 3666 3678 3690 rBV2 310733 936641 26.92% 4_.881%

Sum of corrected areas: 19191364
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062618\
Data File : BG035415.D

Aca On : 26 Jun 2018 18:17

Operator : JU/SJ

Sample : J3665-02

Misc :

ALS Vial : 8 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

Abundance TIC: BG035415.D

2500000
2000000
1500000

1000000 563 7.21 759

500000
A 10.86

5.16
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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: BG035415.D

20.02
2500000

2000000

150000011329 16.16

1000000

17.41 2168

500000 14.68
14.12

18.30
. 21.32
15.51 16.37 19.56

L0 L o o o LA o o o o o o e o L L ey

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: BG035415.D

2500000

2000000

1500000

1000000

500000
24.90

O TR T T e 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\HPCHEMI1\BNA G\DATA\BG062618\
Data File : BG035415.D

Aca On : 26 Jun 2018 18:17

Operator : JU/SJ

Sample : J3665-02

Misc :

ALS Vial : 8 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.16 6.88 ng 113758 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 35
3 Butanamide. 3.3-dimethvl- 115 C6H13NO 000926-04-5 23
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 16
5 Hexane, 1-(1-methoxyethoxy)- 160 C9H2002 054340-90-8 12

Abundance Scan 318 (5.158 min): BG035415.D (-314) (-) m/z 43.15 100.00%
43.1
59.1
5000
101.2
83,2 480 500 520 540
S Y| O T S m/z 59.15 61.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L L I B
59.0 480 500 520 540
0,
150 a0 1010 m/z 101.15 31.44%
‘ \M‘. L Il 83'0 Il
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
31.0 59.0
480 500 520 540
5000 m/z 58.15 16.05%
41.0

730 g7 102.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7828: Butanamide, 3,3-dimethyl-
59.0 4.80 5.00 5.20 5.40
m/z 41.15 10.38%
5000
41.0
29.0
L |, Al 710 840 1000 1350
L B LN B o e o e e e R EBERER RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062618\
Data File : BG035415.D

Aca On : 26 Jun 2018 18:17

Operator : JU/SJ

Sample : J3665-02

Misc :

ALS Vial : 8 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 2 unknown7.58 Concentration Rank 1

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

7.58 86.49 ng 1430410 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 12
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 1H-Indazole. 3-methvl- 132 C8H8N2 1000316-00-2 10
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 730 (7.579 min): BG035415.D (-724) (-) m/z 132.10 100.00%
130.1
5000 68.2
381 7.20 7.40 7.60 7.80 8.00
14’3.1. L Aeer 2071 A sz 68.15  49.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
5000 AR AR RS RS
720 7.40 7.60 7.80 8.00
m/z 134.15 33.86%
31.0 ‘
.‘“‘.‘ll.‘.‘..l...‘.l....l.... T
m/z--> 50 100 150 200 250 300 350 400
Abundance
132.0
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.15 33.71%
33.0 97.0
66.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #14770: Cyclopropanamine, 1-phenyl- B R R A
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.15 23.01%
5000
77.0
39.0 \
L“JH&JVN.J.,....,.... ———— R
m/z--> 50 100 150 200 250 300 350 400 7.20 7.40 7.60 7.80 8.00

8270-BG060718.M Wed Jun 27 17:16:27 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062618\
Data File : BG035415.D

Aca On : 26 Jun 2018 18:17

Operator : JU/SJ

Sample : J3665-02

Misc :

ALS Vial : 8 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 4
R.T. EstConc Area Relative to ISTD R.T.
18.30 4.53 ng 197196 Phenanthrene-d10 17.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
2 Octadecanoic acid 284 C18H3602 000057-11-4 53
3 Pentadecanoic acid 242 C15H3002 001002-84-2 46
4 Tridecanoic acid 214 C13H2602 000638-53-9 38
5 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 35

Abundance Scan 2555 (18.299 min): BG035415.D (-2548) (-) m/z 73.15 100.00%

L

18,00 18.20 18.40 18.60
m/z 60.15 62.11%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid
60.0
5000 .

18.00 18.20 18.40 18.60
256.0 m/z 43.20 60.65%

43.2
5000

157.0 1850 213.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance
43.0 |, 73.0
18.00 18.20 18.40 18.60
5000 129.0 m/z 57.15 59.66%
97.0
185.0 241.0 284.0
157.0 207.0
TWWTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95855: Pentadecanoic acid
43.0 73.0 18.00 18.20 18.40 18.60
m/z 55.15 58.06%
5000 129.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.00 18.20 18.40 18.60

8270-BG060718.M Wed Jun 27 17:16:28 2018 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062618\
Data File : BG035415.D

Aca On : 26 Jun 2018 18:17

Operator : JU/SJ

Sample : J3665-02

Misc :

ALS Vial : 8 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 Heptadecyl heptafluorobutyrate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.32 3.24 ng 164139 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
2 3-Eicosene. (B)- 280 C20H40 074685-33-9 87
3 2-Methvl-Z-4-tetradecene 210 C15H30 1000130-78-3 83
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 81
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 80

Abundance Scan 3069 (21.319 min): BG035415.D (-3065) (-) m/z 57.15 100.00%
54.1 97.2
5000
il m/z 97.15 92.78%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
97.0
5000
21.00 21.20 21.40 21.60
‘ m/z 69.25 90.34%
169.0 238.0
J‘I ﬁ“l‘.“.‘ A l‘\ll$ll'\loldl I —_— .‘. I |2|8|3'|0| e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
97.0 21.00 21.20 21.40 21.60
5000 m/z 55.15 85.05%
23,0 139.0 1820 224.0 280.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #69590: 2-Methyl-Z-4-tetradecene
43, 21.00 21.20 21.40 21.60
m/z 83.15 84.08%
5000
L I‘l
m/z--> 50 100 150 200 250 300 350 400 450 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\BG062618\
Data File : BG035415.D

Acq On : 26 Jun 2018 18:17

Operator : JU/SJ

Sample - J3665-02

Misc :

ALS Vial : 8 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.16 6.9 ng 113758 1 8.05 330773 20.0
unknown7 .58 7.58 86.5 ng 1430410 1 8.05 330773 20.0
n-Hexadecanoic acid 18.30 4.5 ng 197196 4 17.41 871191 20.0
Heptadecyl heptaf... 21.32 3.2 ng 164139 5 21.68 1013050 20.0
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