LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG010418\
Data File : BG031926.D

Aca On : 4 Jan 2018 21:51

Operator : SJ/JU

Sample = J1025-08

Misc :

ALS Vial : 14 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-BG122117.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 3.418 17 22 33 rBv 110253 219117 5.34% 1.165%
2 3.506 33 37 45 rVB 25913 42307 1.03% 0.225%
3 5.703 405 411 417 rBV 56099 93853 2.29% 0.499%
4 6.209 489 497 511 rBV 638725 1093184 26.66% 5.810%
5 7.889 774 783 798 rBV 651515 1229040 29.97% 6.532%

8.295 844 852 863 rBvV 657139 1226018 29.90% 6.516%
8.782 929 935 944 rVB 127575 231980 5.66% 1.233%
9.123 983 993 1006 rBB 498798 948348 23.13% 5.040%
359413 692514 16.89% 3.680%
11.667 1418 1426 1436 rBV 172809 331274 8.08% 1.761%
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11 14.047 1823 1831 1840 rBV 1306602 2140061 52.19% 11.374%
12 14.840 1960 1966 1972 rBvV2 125089 197683 4.82% 1.051%
13 15.416 2057 2064 2071 rBV2 338245 560694 13.67% 2.980%
14 16.197 2185 2197 2202 rBV2 27441 43882 1.07% 0.233%
15 16.890 2308 2315 2325 rBV 1389828 2289277 55.83% 12.167%

16 17.055 2338 2343 2354 rVB3 24750 44213 1.08% 0.235%
17 18.148 2522 2529 2540 rBV 553080 868049 21.17% 4.613%
18 18.964 2663 2668 2673 rBV2 79988 115729 2.82% 0.615%
19 20.198 2873 2878 2885 rBV2 52156 81977 2.00% 0.436%
20 20.680 2954 2960 2968 rBV 2902067 4100622 100.00% 21.794%

21 22.031 3185 3190 3197 rBV2 72132 111385 2.72% 0.592%
22 22.490 3261 3268 3278 rVB2 570340 1108921 27.04% 5.894%
23 26.232 3893 3905 3920 rVvB2 321311 1045652 25.50% 5.557%

Sum of corrected areas: 18815780

8270-BG122117.M Fri Jan 05 10:49:15 2018 Page: 1



LSC Report - Integrated Chromatogram

Data Path : U:\HPCHEM1\BNA G\DATA\BG010418\
Data File : BG031926.D

Aca On 4 Jan 2018 21:51

Operator : SJ/JU

Sample : J1025-08

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEMI\BNA G\METHODS\8270-BG122117.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG031926.D
2500000
2000000
1500000

1000000
6.21 7.89 8.29
500000 9.12 0.98

11,67
343, 570 8.78

e L R | b

T 1 T T T T
Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG031926.D

20.68

2500000
2000000

1500000
14.05 16.89

1000000

18.15 22.49

500000 15.42

o 1484 16.20 7.05 18.96 20.20 22.03

Time--> 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: BG031926.D

2500000

2000000

1500000

1000000

500000 26.23

- 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 : U:\HPCHEM1\BNA G\DATA\BG010418\
Data File : BG031926.D

Aca On : 4 Jan 2018 21:51

Operator : SJ/JU

Sample = J1025-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA G\METHODS\8270-BG122117_.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 5

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

3.51 3.65 ng 42307 1,4-Dichlorobenzene-d4 8.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
3 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
4 2.2.4-TrimethvIl-3-pentanol 130 C8H180 005162-48-1 9
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 9

Abundance Scan 38 (3.512 min): BG031926.D (-33) (-) m/z 73.10 100.00%
731
5000 43.0
55.1 87.1 A
‘ 340 360 3.80
O e I Bt e et L B I B O m/z 43.05 37 .50%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 LN L LA
43.0 340 360 3.80
55.0 87.0 m/z 87.10 26.38%
29.0 ‘
0 L AN L1,
LSRN S SRR SURLELELSS UL SEELLELN SR SURLELELA UARLLE B
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance
30.0
340 360 380
m/z 55.10 23.80%
5000 43.0 87.0 0
510 59.0 72.0
L S L S SO LU BRI SR WL
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #8705: 2—Hydr0xy—2—methy|butyric acid T T T 1 T T
73.0 340 360 3.80
m/z 71.00 9.74%
5000 43.0 55.0
290 89.0
0"|”'Mb"”H”J“w"J'F”"|'“'|"'”""qu'l' LN L L
m/z--> 20 30 40 50 60 70 90 100 110 340 360 3.80
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG010418\
Data File : BG031926.D

Aca On : 4 Jan 2018 21:51

Operator : SJ/JU

Sample = J1025-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG122117 .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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.70 8.09 ng 93853 1,4-Dichlorobenzene-d4 8.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 37
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 410 (5.698 min): BG031926.D (-405) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1
| 83.0 540 5.60 5.80 6.00
ottt e m/z 59.10 60.93%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LN LN LA L
59.0 540 560 580 600
0
150 a0 1010 m/z 101.05 25.48%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
540 560 580 600
0,
5000 1010 m/z 58.00 14 .64%
28.0 59.0
70.0 84.0
15.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8358: 2-Hexanol, 2-methyl-
54.0 540 5.60 5.80 6.00
m/z 41.00 8.69%
5000
43.0 101.0
150 110 [l | es0 e0
m/z--> 10 20 3I 40 50 6|O 7'0 80 90 100 110 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG010418\
Data File : BG031926.D

Aca On : 4 Jan 2018 21:51

Operator : SJ/JU

Sample = J1025-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG122117 .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 4 unknown8.29 Concentration Rank 1

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

8.29 105.70 ng 1226020 1,4-Dichlorobenzene-d4 8.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 851 (8.289 min): BG031926.D (-844) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.1 PSSR SR AR A
40.1 54.0 8.00 8.20 8.40 8.60
Obrr e bl 880 |y 1149 m/z 68.10 32.00%
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
69.0
104.0
5000 P
8.00 8.20 8.40 8.60
2.0 510 m/z 134.00 31.99%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
800 820 840 8.60
5000 67.0 m/z 66.10 21.64%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LI L L L L L B
132.0 8.00 8.20 8.40 8.60
m/z 69.10 14 .50%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 800 8.20 840 8.60
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG010418\
Data File : BG031926.D

Aca On : 4 Jan 2018 21:51

Operator : SJ/JU

Sample = J1025-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG122117 .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 6 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.96 2.67 ng 115729 Phenanthrene-d10 18.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Undecanoic acid 186 C11H2202 000112-37-8 55
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 46
Abundance Scan 2667 (18.959 min): BG031926.D (-2663) (-) m/z 73.00 100.00%
431  73.0
5000 129.1 213.2
157.1 185.2
| 18.60 18.80 19.00 19.20
0...,....';'.'.' . m/z 43.10 87.23%
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
83.0 18.60 18.80 19.00 19.20
Ji 1570 1geo 2130 2560 | M/Z 60.00  84.33%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
430 130
18.60 18.80 19.00 19.20
5000 129.0 m/z 55.10 74 _.37%
171.0
97.0
150 1500 214.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50052: Undecanoic acid
60.0 18.60 18.80 19.00 19.20
m/z 57.05 67.08%
5000 29.0
157.0 186.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG010418\
Data File : BG031926.D

Aca On : 4 Jan 2018 21:51

Operator : SJ/JU

Sample = J1025-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG122117 .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 7 Trichloroacetic acid, penta... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.03 2.01 ng 111385 Chrysene-di12 22.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 87
2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 87
3 1-Nonadecene 266 C19H38 018435-45-5 81
4 Tetradecvl trifluoroacetate 310 C16H29F302 006222-02-2 76
5 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 76
Abundance Scan 3190 (22.031 min): BG031926.D (-3185) (-) m/z 97.05 100.00%
551 97.0
5000
21.80 22.00 22.20 22.40
ot m/z 55.10 91.82%
m/z--> 50 100 150 200 250 300 350 400
Abundance #197885: Trichloroacetic acid, pentadecyl ester
43.0
83.0
5000
21.80 22.00 22.20 22.40
m/z 57.05 87.14%
“ 25.0
o .H.‘.“.““ll“”.“‘.!‘.].-8.‘2..0.... —
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0 21.80 22.00 22.20 22.40
5000 m/z 83.05 81.57%
0L 26.0 1390  196.0 269.0 3200
mz-> 50 100 150 200 250 300 350 400
Abundance #115906: 1-Nonadecene
43.0 97.0 21.80 22.00 22.20 22.40
m/z 69.00 75.00%
5000
o L] ’ | | B399 1620 510 2660
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 : U:\HPCHEM1\BNA_G\DATA\BG010418\
Data File : BG031926.D

Acq On : 4 Jan 2018 21:51

Operator : SJ/JU

Sample - J1025-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .M
Quant Title : 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... 3.51 3.6 ng 42307 1 8.78 231980 20.0
2-Pentanone, 4-hy... 5.70 8.1 ng 93853 1 8.78 231980 20.0
unknown8.29 8.29 105.7 ng 1226020 1 8.78 231980 20.0
n-Hexadecanoic acid 18.96 2.7 ng 115729 4 18.15 868049 20.0
Trichloroacetic a... 22.03 2.0 ng 111385 5 22.49 1108920 20.0
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