LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO71618\
Data File : BG035675.D

Aca On : 16 Jul 2018 18:35

Operator : JU/SJ

Sample : J3991-04

Misc :

ALS Vial : 15 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-BG071218 .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 5.171 314 320 329 rVB 93065 148895 4.08% 0.866%
2 5.641 393 400 410 rBV 740311 1172440 32.09% 6.819%
3 7.227 662 670 684 rBV 781865 1381470 37.81% 8.035%
4 7.597 724 733 740 rBV 709387 1247264 34.14% 7.254%
5 8.055 804 811 819 rBV 123203 216064 5.91% 1.257%

8.378 858 866 875 rBV 497607 868223 23.76% 5.050%
9.218 1001 1009 1018 rBV 452450 807412 22.10% 4.696%
10.857 1282 1288 1298 rVB 159449 301011 8.24% 1.751%
13.301 1697 1704 1713 rBV 1252714 1971771 53.97% 11.468%
14.123 1834 1844 1852 rBV 205398 291686 7.98% 1.696%

=
QO ~NO®

11 14.676 1932 1938 1946 rBV2 305824 509536 13.95% 2.963%
12 16.162 2185 2191 2204 rBV 1099370 1751374 47.93% 10.186%
13 17.419 2398 2405 2413 rBV2 501186 766895 20.99% 4._.460%
14 18.300 2550 2555 2564 rBV2 49674 78734 2.15% 0.458%
15 20.021 2842 2848 2855 rBV 2755954 3653678 100.00% 21.250%

16 21.325 3064 3070 3081 rBV2 97084 206593 5.65% 1.202%
17 21.684 3124 3131 3142 rBV2 524702 868225 23.76% 5.050%

18 21.866 3157 3162 3168 rBV 36433 58851 1.61% 0.342%
19 22.477 3262 3266 3270 rBv4 25548 37456 1.03% 0.218%
20 23.170 3380 3384 3391 rVB6 22777 38538 1.05% 0.224%

21 24.903 3668 3679 3690 rBV 291021 817909 22.39% 4._.757%

Sum of corrected areas: 17194025
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO071618\
BGO35675.D

16 Jul 2018 18:35

Ju/sJ

J3991-04

15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG035675.D

5.64 7.23 7.60
8.38 9.22

5.17 8.06

10.86

Time--> 3.50
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Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG035675.D

13.30

16.16

17.42

14.68
14.12

18.30

20,02

21.68
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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

2500000

2000000

1500000

1000000

500000

TIC: BG035675.D

24.90

23.17

O

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\BGO71618\
Data File : BG035675.D

Aca On : 16 Jul 2018 18:35

Operator : JU/SJ

Sample = J3991-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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-Acetoxyisobutyryl chloride Concentration Rank 3

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

5.17 13.78 ng 148895 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Acetoxvisobutvrvl chloride 164 C6HOCIO3 040635-66-3 64
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
3 Guanidine 59 CH5N3 000113-00-8 43
4 Dimethadione 129 C5H7NO3 000695-53-4 33
5 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 28

Abundance Scan 320 (5.171 min): BG035675.D (-314) (-) m/z 43.15 100.00%
43.1
5000
101.2
480 5.00 520 5.40 5.60
O btk 1448 2202 4046 Thyz 59.15  71.10%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #33998: 2-Acetoxyisobutyryl chloride
43.0
5000 R SR UL IR
101.0 480 5.00 520 5.40 5.60
m/z 101.15 23.45%
0 ”"wl' LELEL AL UL UL LN AL SRR B
mz-> 0 50 100 150 200 250 300 350 400
Abundance
43.0
480 500 520 540 560
5000 m/z 58.15 17 .55%
101.0
L e B A L L WL A UL B
mz-> 0 50 100 150 200 250 300 350 400
Abundance #256: Guanidine
59.0 480 5.00 520 5.40 5.60
m/z 41.10 8.67%
5000{ 18.0
0 "LJI UELE AL UL UL LN UL SRR B
mz-> 0 50 100 150 200 250 300 350 400 480 5.00 520 5.40 5.60

8270-BG071218_.M Tue Jul 17 15:42:54 2018 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71618\
Data File : BG035675.D

Aca On : 16 Jul 2018 18:35

Operator : JU/SJ

Sample = J3991-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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.
7.60 115.45 ng 1247260 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 N-(-3.4-Methvlenedioxvohenvlisop... 267 C17H17NO2 1000378-96-6 10
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10
Abundance Scan 734 (7.603 min): BG035675.D (-724) (-) m/z 132.15 100.00%
13p.2
5000 68.2

7.20 7.40 7.60 7.80 8.00

0 b .l,l.. e 283818 88 Tn/z 68,15 49.94%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
5000 | BN LN L L L L LB L LB
7.20 7.40 7.60 7.80 8.00
70.0 m/z 134.15 34.87%
31.0
0 ‘ Ly by |
B e LA L e e I e A A ot
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
132.0
e
69.0 7.20 7.40 7.60 7.80 8.00
5000 m/z 66.15 34.66%
31.0
o b ey
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile e e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.15 23.02%
5000
92.0
39.0 | \
0 ..J.|"H.“..J|.. L L o L e e o B i o e e
m/z--> 50 100 150 200 250 300 350 400 450 720 7.40 7.60 7.80 8.00

8270-BG071218_.M Tue Jul 17 15:42:55 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71618\
Data File : BG035675.D

Aca On : 16 Jul 2018 18:35

Operator : JU/SJ

Sample = J3991-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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.
18.30 2.05 ng 78734 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 2555 (18.300 min): BG035675.D (-2550) (-) m/z 73.15 100.00%
4.2
43.1
5000 129.2
213.3
157.3 186.2 256.3 3954 18.00 18.20 18.40 18.60
0! m/z 60.15 75.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
5000 256.0
18.00 18.20 18.40 18.60
213.0 m/z 57.25 67.29%
‘ 157.0 185.0
0 "'|'}'"‘i“"“"‘|'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
430 30
18.00 18.20 18.40 18.60
5000 m/z 43.10 61.61%
129.0
214.0
98.0 171.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95851: Pentadecanoic acid
43.0 73.0 18.00 18.20 18.40 18.60
m/z 41.15 60.85%
5000 129.0

15.0\\ il

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18.00 18.20 18.40 18.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71618\
Data File : BG035675.D

Aca On : 16 Jul 2018 18:35

Operator : JU/SJ

Sample = J3991-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 Tetracosyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.33 4.76 ng 206593 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 87
2 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 83
3 Hexacosvl heptafluorobutvrate 578 C30H53F702 1000351-83-3 81
4 Hexatriacontvl pentafluoropropio... 669 C39H73F502 1000351-89-0 81
5 Octacosyl heptafluorobutyrate 606 C32H57F702 1000351-83-6 81
Abundance Scan 3071 (21.331 min): BG035675.D (-3064) (-) m/z 57.20 100.00%
57.2
5000 11.2
207.1 21.00 21.20 21.40 21.60
: 250.9  326.9 .
ok d 243 a024 m/z 71.10 67.17%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #239098: Tetracosy! heptafluorobutyrate
57.0
5000
11.0 21.00 21.20 21.40 21.60
m/z 83.15 66.73%
ol \\‘ ‘h ||| 1690 23502640 336.03810 532.0
m/z--> 50 100 150 200 250 300 3%0 400 450 500 550
Abundance
57.0
21.00 21.20 21.40 21.60
5000 m/z 69.15 63.63%
111.0
o 15401960
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #240356: Hexacosy! heptafluorobutyrate
57.0 21.00 21.20 21.40 21.60
m/z 43.15 60.80%
5000 11.0
ol 1. l 153.0195.0237.0280.0322.0364- 0409 0 560.0
m/z--> 55 100 150 200 250 300 350 400 450 500 550 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\BGO71618\
Data File : BG035675.D

Acq On : 16 Jul 2018 18:35

Operator : JU/SJ

Sample : J3991-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_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-Acetoxyisobutyr. .. 5.17 13.8 ng 148895 1 8.06 216064 20.0
unknown? .60 7.60 115.5 ng 1247260 1 8.06 216064 20.0
n-Hexadecanoic acid 18.30 2.0 ng 78734 4 17.42 766895 20.0
Tetracosyl heptaf... 21.33 4.8 ng 206593 5 21.68 868225 20.0
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