LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG100119\
Data File : BG042975.D
Aca On : 1 Oct 2019 20:17 Instrument :
Operator : JU (B.‘,'I\!A_(tSS el

- _ lentosampleld :
3?22'6 : K5094-01 MC-17-COMPOSITE
ALS Vial : 9 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-BG092519 .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 3.179 9 15 24 rBvV 120532 247915 6.16% 1.116%
2 3.256 24 28 45 rVB 104207 179409 4_.46% 0.808%
3 5.183 351 356 365 rBV 50925 86899 2.16% 0.391%
4 5.653 429 436 450 rBV 865000 1423055 35.34% 6.408%
5 7.239 698 706 721 rBV 963649 1698415 42.18% 7.648%

7.609 760 769 783 rBV 901689 1579926 39.24% 7.114%
8.068 840 847 858 rBV 241606 418721 10.40% 1.886%
8.397 894 903 911 rBV 667058 1201185 29.83% 5.409%
9.231 1036 1045 1056 rBV 535388 1018015 25.28% 4._.584%
10.876 1318 1325 1335 rBV 293265 547011 13.59% 2.463%

=
QO ~NO®

11 13.314 1733 1740 1750 rBV 1422113 2213205 54.97% 9.966%
12 14.137 1875 1880 1890 rBV2 104365 160609 3.99% 0.723%
13 14.689 1967 1974 1985 rBV 533843 840560 20.88% 3.785%
14 16.170 2220 2226 2236 rBV 1374602 2153406 53.48% 9.697%
15 17.433 2434 2441 2449 rBvV2 731737 1152359 28.62% 5.189%

16 18.314 2587 2591 2599 rBv4 46430 69008 1.71% 0.311%
17 20.036 2878 2884 2894 rBV 2908292 4026544 100.00% 18.132%
18 21.346 3103 3107 3116 rBV6 88746 218868 5.44% 0.986%
19 21.699 3161 3167 3177 rVB2 847167 1417501 35.20% 6.383%
20 23.179 3415 3419 3422 rBV6 35282 64367 1.60% 0.290%

21 24.924 3706 3716 3730 rBV2 484773 1490337 37.01% 6.711%

Sum of corrected areas: 22207315
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG100119\

Data File : BG042975.D

Aca On : 1 Oct 2019 20:17

Operator : JU

ﬁ?ggle i K5094-01 MC-17-COMPOSITE
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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: BG042975.D

2500000
2000000
1500000

1000000 5.65 724 761

8.40
500000
8.07 10.88
33186

i 5.18

e e o L | e | S

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 1050 1100 1150 1200 1250
Abundance TIC: BG042975.D

2004

2500000

2000000

1500000{ 13.31 16.17

1000000 21.70
17.43
14.69
500000

14.14 18.31 21.35

O e LA i o o L B B B B B L e o o B R R R e o o

Time--> 13.00 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: BG042975.D

2500000
2000000
1500000

1000000

24.92

500000
23.18

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\HPCHEM1\BNA G\DATA\BG100119\

Data File : BG042975.D

Aca On : 1 Oct 2019 20:17

Operator : JU

ﬁ?ggle i K5094-01 MC-17-COMPOSITE
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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-Acetylpiperidine Concentration Rank 3

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

3.18 11.84 ng 247915 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 90
2 2-Acetvilpiperidine 127 C7H13NO 097073-22-8 64
3 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 64
4 1-Hexene 84 C6H12 000592-41-6 50
5 Cyanic acid, 2-methylpropyl ester 99 C5H9NO 001768-25-8 50

Abundance Scan 15 (3.179 min): BG042975.D (-9) (-) m/z 56.10 100.00%
5¢.1 ?
5000
3.20 3.30 3.40 3.50 3.60
o J Ao 080 2072 2808 @ 351 4302 48081 sz 84.05  60.53%
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #1456: Cyclohexane
56.0
5000 R IURRA AR A LR
3.20 3.30 3.40 3.50 3.60
m/z 41.05 51.26%
15.
L L U S L L UL SV B I
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #11810: 2-Acetylpiperidine
84.0
3.20 3.30 3.40 3.50 3.60
5000 m/z 55.10 37.36%
43.
o Ll 125.0
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #1487: 1-Pentene, 2-methyl- R e RARER L
56.0 3.20 3.30 3.40 3.50 3.60
m/z 39.10 24 _40%
5000
15. ‘
O.J..'. B
mz-> 0 50 100 150 200 250 300 350 400 450 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG100119\

Data File : BG042975.D

Aca On : 1 Oct 2019 20:17

Operator : JU

ﬁ?ggle i K5094-01 MC-17-COMPOSITE
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.26 8.57 ng 179409 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
4 1-Propene-1-thiol 74 C3H6S 000925-89-3 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 29 (3.262 min): BG042975.D (-24) (-) m/z 73.05 100.00%

3.20 3.30 3.40 3.50 3.60 3.70
0 e Aesora 3 a7 43.10 0 36.69%

’ T
m/z--> 50 100 150 200 250 300
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

5000 AR VAL NSRS RAN A AR
3.20 3.30 3.40 3.50 3.60 3.70
m/z 55.10 27.87%

0 A .JI | | |
L o e e e e e L o e o LIS e e e e o s e |
m/z--> 50 100 150 200 250 300
Abundance #13739: 2,2,4-Trimethyl-3-pentanol

73.0

3.20 3.30 3.40 3.50 3.60 3.70

73.0
5000 431
.
ity

5000 41.0 m/z 87.10 27 .41%
m/z--> 50 100 150 200 250 300
Abundance #734: N-Ethylformamide
30.0 3.20 3.30 3.40 3.50 3.60 3.70
730 m/z 41.10 9.56%
5000
o L e —
m/z--> 50 100 150 200 250 300 3.20 3.30 3.40 3.50 3.60 3.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100119\
Data File : BG042975.D

Aca On : 1 Oct 2019 20:17

Operator :© JU

Sample : K5094-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 3 unknown5.18 Concentration Rank 5

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

5.18 4_.15 ng 86899 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 38
3 Propane. 1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 35
4 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 28
52,2,3,3,5,8,11-Heptamethyl-4,7,1... 348 C18H4004Si 1000367-07-2 28

Abundance Scan 356 (5.183 min): BG042975.D (-351) (-) m/z 43.05 100.00%
43.0
5000
101.1 TTrrTT TrrrryrrrrroTrTT ™1
480 5.00 520 5.40 5.60
Oberr bt 222 o8 Tm/z 59.10  63.65%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B R S RS LR
480 5.00 520 5.40 5.60
m/z 101.10 20.02%
101.0
O e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
59.0
480 500 520 540 560
0
5000 101.0 m/z 58.10 18.98%
0'le""l""'l""l"" A U D UL L W
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #4488: Propane, 1-ethoxy-2-methyl-
59.0 480 5.00 520 5.40 5.60
m/z 41.10 8.49%
5000
mz-> 50 100 150 200 250 300 350 400 450 500 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG100119\

Data File : BG042975.D

Aca On : 1 Oct 2019 20:17

Operator : JU

ﬁ?ggle i K5094-01 MC-17-COMPOSITE
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 unknown7.61 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

7.61 75.46 ng 1579930 1,4-Dichlorobenzene-d4 8.07

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 22
5 5-Aminoindole 132 C8H8N2 005192-03-0 22
Abundance Scan 769 (7.609 min): BG042975.D (-760) (-) m/z 132.00 100.00%

132.0
5000 68.1
wo | . 7T 70 TRy 550
0 MMM LS m/z 68.10 45.15%
m/z--> 50 100 150 200 250 300 350
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 ARAARARRARALSS A

7.20 7.40 7.60 7.80 8.00
m/z 66.10 34.04%

31.0
0 | I L 1
—— e e T
m/z--> 50 100 150 200 250 300 350
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
e
7.20 7.40 7.60 7.80 8.00
5000 m/z 134.00 33.06%
105.0
70.0 “ ‘
0 Lb \ {J
..., L e e e e LA e e
m/z--> 50 100 150 200 250 300 350
Abundance #14503: 1H-Benzimidazole, 2-methyl- T RRae e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 20.88%
5000
28.0 6%0 104.0
Ol ,‘. — T T T T T T T
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG100119\

Data File : BG042975.D

Aca On : 1 Oct 2019 20:17

Operator : JU

ﬁ?ggle i K5094-01 MC-17-COMPOSITE
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 n-Nonadecanol-1 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.35 3.09 ng 218868 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 90
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 86
3 Acetic acid. chloro-. hexadecvl ... 318 C18H35CI02 052132-58-8 81
4 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 81
5 Heptadecafluorononanoic acid, tr... 646 C22H27F1702 1000356-02-9 81
Abundance Scan 3108 (21.352 min): BG042975.D (-3103) (-) m/z 57.10 100.00%
57.1
97.1
5000
VNIV AU BRI U
163.0 21.00 21.20 21.40 21.60
222.0 2810 ) )
W .-,'l'.'. b 00 AT 3L A0 4748 0T 85,10 90.26%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #131391: n-Nonadecanol-1
83.0
43.0
5000 LU BRI U I
21.00 21.20 21.40 21.60
fao m/z 43.10 80.20%
ol UL om0 20
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #127771: 3-Eicosene, (E)-
57.0
07.0 21.00 21.20 21.40 21.60
5000 m/z 97.10 60.07%
o J J l 139.0 182.0 2240 280.0
miz--> 0 éo 160 1%0 260 250 360 3%0 460 4éo
Abundance #159657: Acetic acid, chloro-, hexadecyl ester
43.0 83.0 21.00 21.20 21.40 21.60
m/z 83.10 57.02%
5000
{250
o b Ly 80002000
miz--> 0 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\HPCHEMI1\BNA_G\DATA\BG100119\

Data File : BG042975.D

Acq On : 1 Oct 2019 20:17

Operator : JU

3?22'6 i K5094-01 MC-17-COMPOSITE
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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-Acetylpiperidine 3.18 11.8 ng 247915 1 8.07 418721 20.0
Butane, 2-methoxy... 3.26 8.6 ng 179409 1 8.07 418721 20.0
unknown5.18 5.18 4.2 ng 86899 1 8.07 418721 20.0
unknown7 .61 7.61 75.5 ng 1579930 1 8.07 418721 20.0
n-Nonadecanol-1 21.35 3.1 ng 218868 5 21.70 1417500 20.0
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