LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041217\
Data File : BG026642.D

Aca On : 12 Apr 2017 19:13

Operator : SJ/MA

Sample : 12635-03

Misc :

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:\HPCHEM1I\BNA G\METHODS\8270-BG032017.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

5.133 341 348 355 rBV 71844 110623 1.03% 0.234%
5.603 422 428 441 rBV 904793 1536253 14.24% 3.244%
rBv 556275 1015637 9.41% 2.144%
7.565 753 762 776 rBV 1865618 3237812 30.00% 6.836%
8.035 834 842 850 rBV 446934 776219 7.19% 1.639%
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8.358 889 897 907 rBV 1856330 3224857 29.88% 6.809%
9.187 1031 1038 1049 rBV 1310680 2387672 22.13% 5.041%
10.832 1311 1318 1327 rBV 628086 1159222 10.74% 2.448%
13.270 1725 1733 1740 rBV 4427915 7132458 66.09% 15.060%
14.639 1959 1966 1975 rBV2 1041054 1735284 16.08% 3.664%

=
QO ~NO®

11 16.120 2211 2218 2229 rBV 3601320 5563115 51.55% 11.746%
12 16.355 2255 2258 2269 rVB2 59254 109833 1.02% 0.232%
13 17.371 2425 2431 2438 rVB2 1443668 2166915 20.08% 4_575%
14 18.247 2576 2580 2588 rBV2 134693 228914 2.12% 0.483%
15 19.516 2791 2796 2807 rBV2 164850 306198 2.84% 0.647%

16 19.968 2867 2873 2885 rBV 7667791 10791672 100.00% 22.786%
17 21.613 3146 3153 3161 rBV 1796307 2985513 27.66% 6.304%
18 24.786 3683 3693 3706 rBV 1053758 2892934 26.81% 6.108%

Sum of corrected areas: 47361131
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041217\
Data File : BG026642.D

Aca On 12 Apr 2017 19:13

Operator : SJ/MA

Sample : 12635-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG032017.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: BG026642.D
7000000
6000000
5000000
4000000
3000000
2000000 7.57 8.36

5.60
1000000 720 604 10.83
513
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Time--> 3.50 4.00 450 500 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG026642.D

1997
7000000

6000000
5000000
13.27

4000000 16.12
3000000
2000000 21.61

17.37
14.64
1000000

0 1116.35 18,;_25 19/L52

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: BG026642.D
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24.79
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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:\HPCHEM1\BNA G\DATA\BG041217\
Data File : BG026642.D

Aca On : 12 Apr 2017 19:13

Operator : SJ/MA

Sample : 12635-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.13 2.85 ng 110623 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetone 58 C3H60 000067-64-1 9
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Guanidine 59 CH5N3 000113-00-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 348 (5.133 min): BG026642.D (-341) (-) m/z 43.10 100.00%
5000
101
i e
83 4.80 5.00 520 5.40
...,....,....,.3.?.-,'.'...?.1.~.".|,....,....,.-...,9.2..:,....,....,....,....,..1.‘.‘?... m/z 59.10 82.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR LR
480 5.00 520 5.40
59 101 m/z 101.10 29.45%
2‘\7\\35\\\‘ 51‘ ‘ 67 83 91 “
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
43
480 500 520 540
5000 m/z 58.10 17.86%
58
15 o7
mmwwmwwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4076: Morpholine, 4-methyl-
43 480 5.00 520 5.40
m/z 41.10 7.39%
5000
101
15
27 & ‘
'”P*”P'mm'”ﬁl”P'hP'”ﬂ'”v?ﬁv”'b”'P“'P”'P”'P”'P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041217\
Data File : BG026642.D

Aca On : 12 Apr 2017 19:13

Operator : SJ/MA

Sample : 12635-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .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 unknown7.57 Concentration Rank 1

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

7.57 83.43 ng 3237810 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 763 (7.571 min): BG026642.D (-753) (-) m/z 132.10 100.00%
5000
68
96 00 70 7R 7RO a ne
40 4o 54 104 7.20 7.40 7.60 7.80 8.00
....,....;-.-.‘.‘.7,:.-..?.1.-.|-.|,..3.7,..5?.7,..!.,.-.-..1,1.1...,....,-'...,....,..1?.7,... m/z 134.10 33.27%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S AR R A
7.20 7.40 7.60 7.80 8.00
78 m/z 68.10 33.05%
'“'?T'ﬂﬁ'l“fﬁ"w"'lv"'|'“'|"“|"lw""v"'|‘“'l"“l""v"
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
132
720 7.40 7.60 7.80 8.00
5000 67 m/z 66.10 20.67%
41 97
53 2 117
34 89 105 125
mmmﬁmﬁmwmm
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine I RREEE L
132 7.20 7.40 7.60 7.80 8.00
o m/z 96.10 12_.57%
5000 0
31 52
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 720 7.0 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041217\
Data File : BG026642.D

Aca On : 12 Apr 2017 19:13

Operator : SJ/MA

Sample : 12635-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .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.
18.25 2.11 ng 228914 Phenanthrene-d10 17.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 90
5 Pentadecanoic acid 242 C15H3002 001002-84-2 87

Abundance Scan 2581 (18.253 min): BG026642.D (-2576) (-) m/z 73.10 100.00%

73

5000

18.00 18.20 18.40 18.60
m/z 60.10 88.33%

281 303

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129 R o R i e ai

18.00 18.20 18.40 18.60
m/z 57.10 70.67%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 73
e L E Ama SRS
18.00 18.20 18.40 18.60
5000 129 m/z 55.10 60.62%
97
185 241 284
58 113 157 207222
mmwwwmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84452: Tetradecanoic acid A e R L
73 18.00 18.20 18.40 18.60
43 m/z 43.10 55.56%
5000 129

T I T
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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041217\
Data File : BG026642.D

Aca On : 12 Apr 2017 19:13

Operator : SJ/MA

Sample : 12635-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.52 2.05 ng 306198 Chrysene-di12 21.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
3 Pentadecanoic acid 242 C15H3002 001002-84-2 62
4 Undecanoic acid 186 C11H2202 000112-37-8 62
5 Tetradecanoic acid 228 C14H2802 000544-63-8 59
Abundance Scan 2797 (19.522 min): BG026642.D (-2791) (-) m/z 73.10 100.00%
19.20 19.40 19.60 19.80
m/z 60.05 88.42%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
43 73
5000 129
19.20 19.40 19.60 19.80
‘ 97 185 o B4 m/z 57.10 83.19%
|15| “. \I “I Hl‘\ JL J M. i ‘.‘ ?'?7 .‘ .“. | 2|13| L .“ |‘2|6|5 .“. I ——r
m/z--> 50 100 150 200 250 300 350
Abundance
60
Al 19.20 19.40 19.60 19.80
5000 129 m/z 43.10 73.72%
83
101 157 185 213 256
m/z--> o 'gol - ﬁdo" "150" "260" "250" "300" "350
Abundance #95851: Pentadecanoic acid o B A REAmE B S
3 73 19.20 19.40 19.60 19.80
m/z 55.10 70.40%
- T AAl\/\JL\/\m/\*
97 199 242
157
.15.1‘. Illlullmlm Mlul -M‘- .ELE.;Q.L.‘Z.Z:’? .{l.... ———— i B R
m/z--> 50 100 150 200 250 300 350 19.20 19.40 19.60 19.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG041217\
Data File : BG026642.D

Acq On : 12 Apr 2017 19:13

Operator : SJ/MA

Sample : 12635-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG032017 .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-Pentanone, 4-hy... 5.13 2.9 ng 110623 1 8.04 776219 20.0
unknown? .57 7.57 83.4 ng 3237810 1 8.04 776219 20.0
n-Hexadecanoic acid 18.25 2.1 ng 228914 4 17.37 2166920 20.0
Octadecanoic acid 19.52 2.0 ng 306198 5 21.62 2985510 20.0
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