LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121218\
Data File : BG038527.D

Aca On : 13 Dec 2018 11:29

Operator : JU/SJ

Sample : J6275-01

Misc :

ALS Vial : 23 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-BG121218 .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 3.178 11 15 29 rvB 151581 244343 11.96% 2.734%
2 5.141 343 349 357 rVB2 23639 41278 2.02% 0.462%
3 5.605 421 428 443 rVB 385155 639693 31.30% 7.158%
4 7.209 694 701 713 rBV 404456 752976 36.84% 8.425%
5 7.585 757 765 778 rVB 381143 667481 32.66% 7.469%

8.055 839 845 853 rBV 63098 113890 5.57% 1.274%
8.378 892 900 909 rBV 281632 510410 24.97% 5.711%
1038 1046 1058 rBV 237984 450442 22.04% 5.040%
10.875 1318 1325 1335 rBVY 77800 149589 7.32% 1.674%
13.313 1733 1740 1752 rBV 648411 1015296 49.68% 11.361%
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11 14.142 1876 1881 1887 rBV 31793 50688 2.48% 0.567%
12 14.694 1968 1975 1986 rVB2 136419 219413 10.74% 2.455%
13 16.181 2222 2228 2243 rBv4 511327 833469 40.78% 9.326%
14 17.444 2436 2443 2453 rBV2 194007 305696 14.96% 3.421%
15 18.302 2584 2589 2602 rBV2 33825 58086 2.84% 0.650%

16 19.571 2801 2805 2816 rBV3 22306 34370 1.68% 0.385%
17 20.047 2879 2886 2893 rBV 1484504 2043708 100.00% 22.868%

18 21.721 3163 3171 3178 rBV 242236 406854 19.91% 4 _.552%
19 25.012 3721 3731 3748 rVB2 134895 399257 19.54% 4._467%

Sum of corrected areas: 8936939
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121218\
Data File : BG038527.D

Aca On : 13 Dec 2018 11:29

Operator : JU/SJ

Sample : J6275-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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: BG038527.D
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400000 5.60 721 758

8.38 9.24

2000008.18

5 14 8.05 10.88

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG038527.D

1400000

20.05

1200000
1000000

800000
13.31
600000 16.18
400000
21.72

200000 14.69 1r.44
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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: BG038527.D

1400000

1200000
1000000
800000
600000
400000

200000 25.01

T e Ll i il i

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\BG121218\
Data File : BG038527.D

Aca On : 13 Dec 2018 11:29

Operator : JU/SJ

Sample : J6275-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.18 42_.91 ng 244343 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 23
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 15 (3.178 min): BG038527.D (-11) (-) m/z 73.00 100.00%
73.0
43.0
5000 550
87.0
| | 3.20 3.30 3.40 3.50 3.60
Obrrprrrrrrrrr et bt el el e e || M7z 43.00 0 48.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 R AR U UL AR A
43.0 3.20 3.30 3.40 3.50 3.60
580 87.0 m/z 55.00 36.47%
29.0
G R R A RS RS R AN AR RRASS SARSS BARAS SRS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0
3.20 3.30 3.40 3.50 3.60
5000 41.0 550 m/z 87.00 22 .43%
29.0 ‘
o U, ‘ Ay w ‘ 97.0 112 0  129.0
mz> 10 20 3 40 8 €0 70 8 % 1060 110 130 130
Abundance #7506: 2-Methyl-5-hexen-3-ol R R Emans s
73.0 3.20 3.30 3.40 3.50 3.60
550 m/z 40.95 16.65%
43.0
5000
270
15.0 \M H
0'W'”W'”'P'”I”'W'”'P'”IJ'W'”'P'“I“'W'”'P'“I“'
m/z--> 10 30 40 50 70 80 90 100 110 120 130 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121218\
Data File : BG038527.D

Aca On : 13 Dec 2018 11:29

Operator : JU/SJ

Sample : J6275-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.14 7.25 ng 41278 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 37
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 9
5 3-0Octanol 130 C8H180 000589-98-0 9

Abundance Scan 349 (5.141 min): BG038527.D (-343) (-) m/z 43.00 100.00%
43.0
59.0
5000
] a0 Wbo 5ho 550 a0
Obrrrprrrrprrrrprre b e e e m/z 59.00 53.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L UL R L B
59.0 480 500 520 540
0
150 1010 m/z 101.00 14 .49%
28, | 830 |
A LA R Nt A A AR A LA MR VAL VAR A LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #40911: 1,8-Nonanediol, 8-methyl-
54.0
480 500 520 540
5000 m/z 58.00 11.60%
43.0
0 ., 80 980 1230 1410 159.0
m/z--> 10 20 30 45 50 60 70 80 90 100 110 150 130 140 150 160
Abundance #4023: Diacetamide
43.0 480 5.00 520 5.40
m/z 41.00 10.62%
5000 59.0
73.0
101.0
0 280 || | 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121218\
Data File : BG038527.D

Aca On : 13 Dec 2018 11:29

Operator : JU/SJ

Sample : J6275-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 unknown7.58 Concentration Rank 1

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

7.58 117.22 ng 667481 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI102 014203-19-1 38
2 5-Aminoindole 132 C8H8N2 005192-03-0 27
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
4 4-Chloro-6-Ffluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22

Abundance Scan 764 (7.579 min): BG038527.D (-757) (-) m/z 131.90 100.00%
1319
5000 68.0
00 sao [ w0 7o 7k ko 7k 8%
Obrrrrrre e Hbe et e i S e i el | m/Z 68.00  42.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 USRS AR R AR
720 7.40 7.60 7.80 8.00
39.0 57.0 m/z 133.90 32.57%
: 89.0 103.0
ol 115.0
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 31.46%
104.0
ol 140 270 300 510 000 770 g90 | 1150
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine e e
132.0 7.20 7.40 7.60 7.80 8.00
69.0 m/z 69.00 17.83%
104.0
5000
31.0 51.0
0"P'”I“'Wt“wPl”JL'W'”lP'”I“'W'”'P'”I”'W'”'I“” N UL R L
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121218\
Data File : BG038527.D

Aca On : 13 Dec 2018 11:29

Operator : JU/SJ

Sample : J6275-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.30 3.80 ng 58086 Phenanthrene-d10 17.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
2 Pentadecanoic acid 242 C15H3002 001002-84-2 68
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 47
Abundance Scan 2589 (18.302 min): BG038527.D (-2584) (-) m/z 43.00 100.00%
430 . 730
5000 129.0
' 18.00 18.20 18.40 18.60
0 m/z 73.00 98.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0
83.0 18.00 18.20 18.40 18.60
‘J‘“ 1570 1gso 2130 2560 | | M/Z 57.00  90.77%
4 A
0‘
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
5000 129.0 m/z 60.00 87 .69%
0l15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid R R e e RERA
73.0 18.00 18.20 18.40 18.60
43.0 m/z 41.00 77.52%
5000 129.0
0l15.0
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\BG121218\
Data File : BG038527.D

Aca On : 13 Dec 2018 11:29

Operator : JU/SJ

Sample : J6275-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.57 2.25 ng 34370 Phenanthrene-d10 17.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 53
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 52
4 Tetradecanoic acid 228 C14H2802 000544-63-8 52
5 Tridecanoic acid 214 C13H2602 000638-53-9 52
Abundance Scan 2805 (19.571 min): BG038527.D (-2801) (-) m/z 43.00 100.00%
43.0 730
5000 129.0 185.0
J‘ 19.20 19.40 19.60 19.80
o .l m/z 73.00 92.35Y%
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
241.0 284.0 m/z 57.10 85.10%
207.0 ‘
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
19.20 19.40 19.60 19.80
5000 129.0 m/z 60.00 82.53%
0 .1?.'?.‘; T .W..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid e e
60.0 19.20 19.40 19.60 19.80
m/z 55.00 72.76%
5000 129.0
83.0
JM 157.0 1850 213.0 256.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.20 19.40 19.60 19.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG121218\
Data File : BG038527.D

Acq On : 13 Dec 2018 11:29

Operator : JU/SJ

Sample - J6275-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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]
Butane, 2-methoxy... 3.18 42.9 ng 244343 1 8.06 113890 20.0
2-Pentanone, 4-hy... 5.14 7.3 ng 41278 1 8.06 113890 20.0
unknown7 .58 7.58 117.2 ng 667481 1 8.06 113890 20.0
n-Hexadecanoic acid 18.30 3.8 ng 58086 4 17.44 305696 20.0
Octadecanoic acid 19.57 2.3 ng 34370 4 17.44 305696 20.0
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