LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033397.D

Aca On : 28 Mar 2018 22:06

Operator : SJ/JU

Sample : J2097-03

Misc :

ALS Vial : 12 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-BG031918.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 3.481 26 33 44 rBV 168091 355399 8.47% 1.911%
2 3.575 44 49 56 rvB 104350 157977 3.76% 0.850%
3 5.779 417 424 430 rBvV2 26722 46458 1.11% 0.250%
4 6.301 506 513 531 rBV 303183 590349 14.06% 3.175%
5 7.988 792 800 811 rBV 170385 389432 9.28% 2.094%

8.381 859 867 882 rBV 634108 1259831 30.01% 6.775%
8.863 941 949 959 rBvV 137650 275593 6.56% 1.482%
9.198 998 1006 1020 rBV 658938 1261314 30.04% 6.783%
500824 1115415 26.57% 5.998%
11.748 1432 1440 1451 rBV 207986 405647 9.66% 2.181%
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11 14.110 1833 1842 1856 rBV 1716400 2844124 67.74% 15.294%
12 14.903 1972 1977 1983 rBV2 41906 60812 1.45% 0.327%
13 15.485 2067 2076 2088 rBv2 390931 647703 15.43% 3.483%
14 16.960 2319 2327 2339 rBV 1253654 2073913 49.40% 11.153%
15 18.211 2533 2540 2553 rBV 457593 805024 19.17% 4_.329%

16 19.016 2672 2677 2688 rBV2 59252 123835 2.95% 0.666%
17 20.250 2882 2887 2894 rBV7 30207 63365 1.51% 0.341%
18 20.737 2963 2970 2979 rBV 3086460 4198429 100.00% 22.577%
19 22.071 3193 3197 3206 rBV3 77455 129183 3.08% 0.695%
20 22.559 3273 3280 3292 rBV2 455904 896059 21.34% 4_.819%

21 26.331 3911 3922 3934 rBV3 259502 895882 21.34% 4.818%

Sum of corrected areas: 18595744
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA G\DATA\BG032818\
Data File : BG033397.D

Aca On - 28 Mar 2018 22:06

Operator : SJ/JU

Sample : J2097-03

Misc :

ALS Vial :© 12 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG033397.D
3000000

2500000
2000000
1500000

1000000

8.38 9.20

10.07
500000 6.30

%8 5.78

R e T SSBSMELE USRS L SNSRI S L R S SR £ U0 L —————
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Abundance TIC: BG033397.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033397.D

Aca On : 28 Mar 2018 22:06

Operator : SJ/JU

Sample : J2097-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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.

3.58 11.46 ng 157977 1,4-Dichlorobenzene-d4 8.86
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 40
3 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 23
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 50 (3.581 min): BG033397.D (-44) (-) m/z 73.00 100.00%
7B
5000
43 - g7

3.40 3.60 3.80 4.00
o X O m/z 43.00 32.34%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000 LI L L L L L N B
43 3.40 3.60 3.80 4.00
55 87 m/z 87.00 25.40%
29
35 ‘M‘\ ‘ 67 ||, 80
s e L R | o A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 o o S
3.40 3.60 3.80 4.00
5000 41 55 m/z 55.00 23.17%
29
0 A7 67 79 97 112 129
N IR e o o e o e e e MRS e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8705: 2-Hydroxy-2-methylbutyric acid e A e e )
3 3.40 3.60 3.80 4.00

m/z 71.00 10.68%

5000 43 55
29
sl 6t | 82 8 103 )

4
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 340 360 380 4.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033397.D

Aca On : 28 Mar 2018 22:06

Operator : SJ/JU

Sample : J2097-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.78 3.37 ng 46458 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 17
3 4-Methoxv-1-pentene 100 C6H120 098386-09-5 12
4 Oxirane. tetramethvl- 100 C6H120 005076-20-0 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 424 (5.779 min): BG033397.D (-417) (-) m/z 43.00 100.00%
a3
59
5000
101
e || 83 540 5.60 5.80 6.00 6.20
S ) R R SRR RN ARAR ARARA RAREA RARAN AARAN LA SALRS SRS RARRY m/z 59.00 59.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methy!-
43
5000 LR LIS L R
59 5.40 5.60 5.80 6.00 6.20
m/z 101.00 22 .94%
15 31 101
0 ‘ 1 . 51 \‘ 83 ‘
LR RS AR RS SRS RERLA RS NN RARLS RS SARSS LS LSS SARS SARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
540 5.60 580 6.00 6.20
5000 M m/z 58.00 17.81%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3834: 4-Methoxy-1-pentene
59 540 5.60 5.80 6.00 6.20
m/z 56.00 10.21%
5000
41 o
0 IIII'"'I'"'I""‘I"'"I""'I'"(?Ig'"'I""'I"'g'?""l"''I""I""I""I rprerTyTTrTTTT T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033397.D

Aca On : 28 Mar 2018 22:06

Operator : SJ/JU

Sample : J2097-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknown8.38 Concentration Rank 2

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

8.38 91.43 ng 1259830 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16

Abundance Scan 867 (8.381 min): BG033397.D (-859) (-) m/z 132.00 100.00%
132
5000 68 /\
96 A L UL LN R
40 54 28 800 820 8.40 8.60 8.80
0 11 1 m/z 68.00 50.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 SRR RS AN SRR N
8.00 8.20 8.40 860 8.80
70 m/z 134.00 34 .05%
0

31 ‘
51
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132

8.00 8.20 8.40 8.60 8.80

5000 m/z 66.00 32.94%
69
55
39 89103
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132 8.00 8.20 8.40 8.60 8.80

m/z 69.00 22 .69%

5000
63 90 104
15 39 ) b | N

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.00 8.20 840 8.60 8.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033397.D

Aca On : 28 Mar 2018 22:06

Operator : SJ/JU

Sample : J2097-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.02 3.08 ng 123835 Phenanthrene-d10 18.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
2 Tridecanoic acid 214 C13H2602 000638-53-9 64
3 Dodecanoic acid 200 C12H2402 000143-07-7 62
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 I-(+)-Ascorbic acid 2,6-dihexade... 652 C38H6808 028474-90-0 52

Abundance Scan 2678 (19.022 min): BG033397.D (-2672) (-) m/z 72.95 100.00%

5000

18.80 19.00 19.20 19.40

0 m/z 60.00 85.82%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #107548: n-Hexadecanoic acid
43 73
5000 256
129 18.80 19.00 19.20 19.40

m/z 55.00 65.71%
157 185

8 213
0 ||“|“”‘“:WMthl“:‘““:w |‘|‘||‘|‘|“||‘|‘|||‘||||||||||||||||||||||||

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance
73
43 18:80 19.00 19.20 19.40
5000 m/z 43.00 64 .50%
129
o8 171 214
18
S L S e e B S L N L L N S
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #61121: Dodecanoic acid A LR RS R s S
73 18.80 19.00 19.20 19.40
m/z 41.00 57 .57%
43
5000
e L
m/z--> 0 50 100 150 200 250 300 350 400 450 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033397.D

Aca On : 28 Mar 2018 22:06

Operator : SJ/JU

Sample : J2097-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 7 Pentafluoropropionic acid, ... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
22.07 2.88 ng 129183 Chrysene-di12 22.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94

4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 94
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
Abundance Scan 3197 (22.071 min): BG033397.D (-3193) (-) m/z 55.00 100.00%
55 g3
5000
e sl
139 209 281 21.80 22.00 22.20 22.40
161181 254 356
0 m/z 57.05 93.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57
83
5000 LA L L L L L L L LB
n 21.80 22.00 22.20 22.40
2 m/z 83.00 83.19%
139
ol L e e ass s
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83
21.80 22.00 22.20 22.40
5000 11 m/z 69.00 82.73%
29 169
o 139 210 955 406
e R e A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #164113: Trifluoroacetic acid, pentadecy! ester RS R an St
21.80 22.00 22.20 22.40
83 m/z 43.00 77.75%
5000 111
29 ’ 140
oL AL MO 1220 25 se | ekt et
m/z--> 50 100 150 200 250 300 350 400 21.80 22.00 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032818\
Data File : BG033397.D

Acq On : 28 Mar 2018 22:06

Operator : SJ/JU

Sample - J2097-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_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]
Butane, 2-methoxy... 3.58 11.5 ng 157977 1 8.86 275593 20.0
2-Pentanone, 4-hy... 5.78 3.4 ng 46458 1 8.86 275593 20.0
unknown8 .38 8.38 91.4 ng 1259830 1 8.86 275593 20.0
n-Hexadecanoic acid 19.02 3.1 ng 123835 4 18.21 805024 20.0
Pentafluoropropio... 22.07 2.9 ng 129183 5 22.56 896059 20.0
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