LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121418\
Data File : BG038598.D

Aca On : 15 Dec 2018 10:54

Operator : JU/SJ

Sample : J6340-04

Misc :

ALS Vial : 27 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 3.184 12 16 25 rvB 58462 89802 4 .85% 1.001%
2 5.141 345 349 357 rVB 23315 35945 1.94% 0.401%
3 5.605 422 428 441 rVB 394714 670034 36.21% 7.466%
4 7.209 694 701 713 rBV 402227 779448 42 _.12% 8.686%
5 7.585 758 765 776 rVB 393757 693262 37.46% 7.725%
6 8.061 839 846 853 rBV 76051 134091 7.25% 1.494%
7 8.384 893 901 909 rVB 292755 530721 28.68% 5.914%
8 9.236 1038 1046 1055 rBV 250520 472493 25.53% 5.265%
9 10.875 1318 1325 1337 rBV 97377 186716 10.09% 2.081%
10 13.313 1732 1740 1751 rBvV 690895 1074827 58.08% 11.977%
11 14.142 1874 1881 1891 rBvV 37439 60966 3.29% 0.679%

12 14.694 1967 1975 1985 rBV2 167845 272965 14.75% 3.042%
13 16.186 2222 2229 2243 rBV2 507269 831093 44.91% 9.261%
14 17.444 2436 2443 2453 rBV 227632 359706 19.44% 4.008%

15 18.302 2584 2589 2598 rBV2 27558 42602 2.30% 0.475%
16 20.047 2879 2886 2894 rBV 1322258 1850638 100.00% 20.622%
17 21.316 3099 3102 3112 rBV3 10908 22106 1.19% 0.246%
18 21.721 3163 3171 3179 rBV 257146 433435 23.42% 4 _830%
19 23.366 3445 3451 3460 rVB3 11627 23753 1.28% 0.265%

20 25.017 3721 3732 3743 rVB2 137527 409457 22.13% 4_.563%

Sum of corrected areas: 8974060
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121418\
Data File : BG038598.D

Aca On : 15 Dec 2018 10:54

Operator : JU/SJ

Sample = J6340-04

Misc :

ALS Vial : 27 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: BG038598.D

1200000
1000000
800000

600000

400000 5.60 .21 7.58

8.8 9.24

200000
18 10.87
? 5 14 8.06 A

Time--> 350 400 450 500 550 6.00 6.50 7.00 750 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG038598.D

20.05
1200000

1000000

800000
13.31

600000
16.19

400000

17.44 2172

200000 14.69
14.14 18.30 21.32

O e e T e L D e

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: BG038598.D

1200000

1000000

800000

600000

400000

200000 25.02

23.37

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\BG121418\
Data File : BG038598.D

Aca On : 15 Dec 2018 10:54

Operator : JU/SJ

Sample = J6340-04

Misc :

ALS Vial : 27 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.18 13.39 ng 89802 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 90
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 50
3 3-Hexanol. 2.4-dimethvl- 130 C8H180 013432-25-2 50
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 25
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 15 (3.178 min): BG038598.D (-12) (-) m/z 73.00 100.00%
74.0
43.0
5000
55.0 87.0
1l 3.20 3.30 3.40 3.50 3.60
Obr et e e b e e || M7z 43.00  52.81%
m/z--> 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 RS IR LA
43.0 3.20 3.30 3.40 3.50 3.60
550 87.0 m/z 55.00 31.94%
29.0
0'I””H'””#J”I”'W'”'PI”I”'W'”'P'”I”'W'”'P'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 R U U RS IR LA
3.20 3.30 3.40 3.50 3.60
5000 41.0 55.0 m/z 87.00 25.25%
29.0
o T “ Ir “ ‘ . 970 1120  129.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13730: 3-Hexanol, 2,4—dimethy|— L L L B B LI LN I
73.0 3.20 3.30 3.40 3.50 3.60
45.0 550 m/z 41.00 14_.17%
5000 87.0
29.0
U I”'W”P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”
m/z--> 20 40 50 60 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\BG121418\
Data File : BG038598.D

Aca On : 15 Dec 2018 10:54

Operator : JU/SJ

Sample = J6340-04

Misc :

ALS Vial : 27 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 5.36 ng 35945 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 Oxirane. [(1-methvlethoxy)methvll- 116 C6H1202 004016-14-2 38
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 349 (5.141 min): BG038598.D (-345) (-) m/z 42.95 100.00%
43.0
59.0
5000
| s we Tho 50 520 540
O e e b e S e m/z 59.00 57.12%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRS SRR R
480 5.00 520 5.40
59.0 m/z 57.95 17.91%
270 || 830 101.0
o} ST 2 8T PR SL0 P M7 £ Sl 0 U R
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8195: Oxirane, [(1-methylethoxy)methyl]-
43.0
59.0
29.0 4.80 5.00 520 5.40
5000 m/z 101.00 15.89%
3.0 101.0
(L1 ‘\ N ‘ 86.0
S S S UL IS UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R e
59.0 480 5.00 520 5.40
m/z 41.00 11.29%
5000 41.0
31.0
“ 69.0 87.0
0%y }?1q U Jll ""‘iﬁ" ?319‘M'i ""‘i"' U j'l "?gl?" N . LA RS SRR R
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121418\
Data File : BG038598.D

Aca On : 15 Dec 2018 10:54

Operator : JU/SJ

Sample = J6340-04

Misc :

ALS Vial : 27 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.
7.58 103.40 ng 693262 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 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 10
Abundance Scan 764 (7.579 min): BG038598.D (-758) (-) m/z 131.85 100.00%
131.8
5000 68.0
00 sao || 980 o0 746 7k 780 806
) VI W1 NP N | m/z 68.00 41.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 L I IR IR IR

7.20 7.40 7.60 7.80 8.00
m/z 66.00 32.28%

04
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
A
69.0 104.0 7.0 7.40 7.60 7.80 8.00
5000 m/z 133.90 31.44%
31.0 51.0
0 ‘ 1 ‘ N |
B L A B L L R S RRaRaaas o Lon
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- R A ma
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 18.74%
5000
150 280 39.0 520 30 770 900 1040 .,
s B o B B ma EACES S oL e s B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 740 7.60 7.80 800
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121418\
Data File : BG038598.D

Aca On : 15 Dec 2018 10:54

Operator : JU/SJ

Sample = J6340-04

Misc :

ALS Vial : 27 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 2.37 ng 42602 Phenanthrene-d10 17.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
2 Tridecanoic acid 214 C13H2602 000638-53-9 53
3 Tetradecanoic acid 228 C14H2802 000544-63-8 50
4 Pentadecanoic acid 242 C15H3002 001002-84-2 47
5 Lactose 342 C12H22011 000063-42-3 43
Abundance Scan 2589 (18.302 min): BG038598.D (-2584) (-) m/z 73.00 100.00%

430 30
5000
129.0 213.0
97.0 171.0 256.1
|| “ "I || | | | | ‘ : 18.00 18.20 18.40 18.60
0 (I LN S R X N m/z 43.00 81.34%
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

18.00 18.20 18.40 18.60

83.0 0
1570 1g50 2130 256.0 m/z 57.00 75.21%
0! 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
430 | 730
18.00 18.20 18.40 18.60
5000 129.0 m/z 60.00 66 .53%
ol15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid gy e e
73.0 18.00 18.20 18.40 18.60
43.0 m/z 55.00 63.38%
5000 129.0
185.0 228.0
97.0
d IR 157.0
0,‘,‘,“,‘,‘”,,‘ A RamE B
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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG121418\
Data File : BG038598.D

Acq On : 15 Dec 2018 10:54

Operator : JU/SJ

Sample - J6340-04

Misc :

ALS Vial : 27 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 13.4 ng 89802 1 8.06 134091 20.0
2-Pentanone, 4-hy... 5.14 5.4 ng 35945 1 8.06 134091 20.0
unknown7 .58 7.58 103.4 ng 693262 1 8.06 134091 20.0
n-Hexadecanoic acid 18.30 2.4 ng 42602 4 17.44 359706 20.0
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