LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121117\
Data File : BF101310.D

Aca On : 12 Dec 2017 3:22

Operator : SJ/JU

Sample : 16744-10

Misc :

ALS Vial : 32 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 F\METHODS\8270-BF113017.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 5.063 502 506 515 rBV 46858 79988 5.58% 0.650%
2 5.457 568 573 576 rBY 1369284 1308295 91.32% 10.634%
3 6.475 741 746 759 rBVY 1167560 1407852 98.27% 11.443%
4 6.604 764 768 771 rBV 1429843 1395637 97.42% 11.343%
5 6.828 803 806 812 rBV 314904 263389 18.38% 2.141%
6 6.987 829 833 836 rBY 1267669 1095995 76.50% 8.908%
7 7.398 898 903 906 rBV 823081 808210 56.41% 6.569%
8 7.498 917 920 926 rBV 12736 15176 1.06% 0.123%
9 8.110 1021 1024 1031 rBV 367110 310407 21.67% 2.523%
10 9.186 1203 1207 1210 rBv 1573701 1432635 100.00% 11.644%
11 9.257 1217 1219 1222 rBV 22191 15928 1.11% 0.129%
12 9.580 1268 1274 1281 rVB 123080 110515 7.71% 0.898%
13 9.786 1305 1309 1312 rBV 48509 37938 2.65% 0.308%
14 9.869 1319 1323 1327 rVB2 370471 307168 21.44% 2.497%
15 10.286 1391 1394 1397 rVB 49989 38206 2.67% 0.311%
16 10.504 1426 1431 1434 rBvV3 17594 19885 1.39% 0.162%
17 10.663 1454 1458 1462 rBvV 713369 675759 47.17% 5.492%
18 10.763 1472 1475 1480 rBvV 35069 42353 2.96% 0.344%
19 11.210 1548 1551 1553 rBvV 24578 17540 1.22% 0.143%
20 11.363 1573 1577 1579 rBV 322337 282271 19.70% 2.294%
21 11.386 1579 1581 1584 rVB 43403 35578 2.48% 0.289%
22 11.874 1660 1664 1670 rBV2 56366 71127 4 .96% 0.578%
23 12.298 1732 1736 1739 rBV 28851 27612 1.93% 0.224%
24 12.580 1780 1784 1786 rBV 85053 77666 5.42% 0.631%
25 12.610 1786 1789 1793 rVB 134393 119015 8.31% 0.967%
26 12.810 1820 1823 1825 rVB 59433 46232 3.23% 0.376%
27 12.945 1842 1846 1850 rBV 1122249 1084413 75.69% 8.814%
28 13.198 1885 1889 1892 rBV6 16892 29584 2.07% 0.240%
29 13.321 1908 1910 1913 rBV3 15566 17068 1.19% 0.139%
30 13.474 1932 1936 1939 rBV 493485 426878 29.80% 3.470%
31 13.833 1994 1997 2001 rBV3 80460 81334 5.68% 0.661%
32 13.968 2018 2020 2022 rBV 49650 38499 2.69% 0.313%
33 14.010 2023 2027 2030 rBV 306156 300549 20.98% 2.443%
34 14.127 2044 2047 2050 rBV3 30536 45081 3.15% 0.366%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121117\
Data File : BF101310.D

Aca On : 12 Dec 2017 3:22

Operator : SJ/JU

Sample : 16744-10

Misc :

ALS Vial : 32 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF113017 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.168 2052 2054 2056 rVvVv 43146 34951 2.44% 0.284%
36 14.192 2056 2058 2061 rVvVv 30974 27718 1.93% 0.225%

37 15.492 2275 2279 2282 rVB 148620 175047 12.22% 1.423%

Sum of corrected areas: 12303499
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF121117\

BF101310.D

12 Dec 2017  3:22

SJ/Ju

16744-10

32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF101310.D

6.60
5.46

6.99
6.47

7.40

6.83

5.06

lzso

L

0
Time-->

5.00

5.50

6.00

6.50 7.00

7.50

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

8.11

TIC: BF101310.D

12.94

10.66

13.47

9.87 11.36

9.58
9.7 10,29, 50|10.76

11.87

.26 11.211.39

Or——
Time-->

12.00 12.50 13.00

13.50

11.00 11.50

9.00

9.50 10.00 10.50

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BF101310.D

Time-->

14.00

18.00 18.50 19.00

16.50 17.00 17.50

14.50

15.00 15.50 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121117\
Data File : BF101310.D

Aca On : 12 Dec 2017 3:22

Operator : SJ/JU

Sample : 16744-10

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.06 6.07 ng 79988 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hexanol 102 C6H140 000623-37-0 28
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 1,2-Butanediol 90 C4H1002 000584-03-2 9

Abundance Scan 505 (5.057 min): BF101310.D (-502) (-) m/z 43.10 100.00%
43
59
5000
101 AR NS LR AR A
| 83 | 4.80 5.00 5.20 5.40
ottt e e ey m/z 59.10 55.54%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R R AL L A
59 480 500 520 5.40
m/z 101.10 19.99%
o 25 3L 37 83 g3 0%
B N A e e e T
Abundance
59
480 5.00 520 540
5000 31 43 73 m/z 58.00 12.36%
o 25 37 53 67 84 101
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #8344: 3-Hexanol, 4-methyl- R i Eams
50 4.80 5.00 5.20 5.40
m/z 41.00 9.71%
5000 41
69 87
15 “ 53| 98
O'W"'W"'W"'W"'W'"W"'W"'W"'W"'W"'W
m/z--> 10 20 60 70 80 90 100 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121117\
Data File : BF101310.D

Aca On : 12 Dec 2017 3:22

Operator : SJ/JU

Sample : 16744-10

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 unknown6.60 Concentration Rank 1

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

6.60 105.98 ng 1395640 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 767 (6.598 min): BF101310.D (-764) (-) m/z 132.00 100.00%
132
5000 68
0 o ||, %L o5 om0 660 680 700
01 e B m/z 68.10 41.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 AR IR B UL I
6.20 6.40 6.60 6.80 7.00
31 51 m/z 134.00 31.16%
0'"|"Lﬂﬁlw'l'l”j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 26.22%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180 "
Abundance #52379: Tranylcypromine- proplonyl e e e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 17.05%
5000 og 116
| I ”qu .JM Ll |m“-‘f| 198 ..,.1??. SRR A W A —
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121117\
Data File : BF101310.D

Aca On : 12 Dec 2017 3:22

Operator : SJ/JU

Sample : 16744-10

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 Tetradecane Concentration Rank 10

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

9.79 2.47 ng 37938 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 78
2 Hexadecane 226 C16H34 000544-76-3 72
3 Pentadecane 212 C15H32 000629-62-9 64
4 Decane. 2-methvl- 156 Cl11H24 006975-98-0 64
5 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 59

Abundance Scan 1310 (9.792 min): BF101310.D (-1305) (-) m/z 57.10 100.00%
57
43
71
5000 85
| 99 151 9.40 9.60 9.80 10.00 10.20
0..w..”U.” ,”L.J.Jﬂ..”,.”...h...” AR R m/z 43.05 67 .89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57
43
71
5000 85 USRI SR R NN
9.40 9.60 9.80 10.00 10.20
29 m/z 71.10 55.17%
OEJW\HM?MMmmm 198
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance
43 o
9.40 9.60 9.80 10.00 10.20
5000 71 m/z 85.10 38.28%
85
29
o 99 113 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 8b 160 150 150 160 180 200 250
Abundance #71394: Pentadecane
43 5 9.40 9.60 9.80 10.00 10.20
m/z 41.05 25.69%
5000 71 g
29 99
o Lo " 113 127 141155168 182 212
m/z--> ﬁo Jo éo 50 160 150 140 160 180 260 250 940 9%0 980 1000 1020
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121117\
Data File : BF101310.D

Aca On : 12 Dec 2017 3:22

Operator : SJ/JU

Sample : 16744-10

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 5 Octane, 2,4,6-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.29 2.49 ng 38206 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 80
2 Tetradecane 198 C14H30 000629-59-4 80
3 Pentadecane 212 C15H32 000629-62-9 80
4 Heptadecane 240 C17H36 000629-78-7 72
5 Eicosane 282 C20H42 000112-95-8 53
Abundance Scan 1395 (10.292 min): BF101310.D (-1391) (-) m/z 57.10 100.00%
57
43
71
5000 g5
99 11017 151 10,00 10.20 10.40 10.60
0 e S — m/z 43.05 69.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28445: Octane, 2,4,6-trimethyl-
57
43 LMMNNMALMJ
5000 LI S SUILN MRS B
10.00 10.20 10,40 10.60
[ m/z 71.05 47.05%
L e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
43
71 10.00 10.20 10.40 10.60
5000 85 m/z 85.05 36.04%
29
oL 15 9 113 127 141 155 160 198
miz--> 20 40 60 80 100 120 140 160 180 200 |
Abundance #71393: Pentadecane
57 10.00 10.20 10.40 10.60
43 m/z 55.00 27 .30%
71
5000 85
29 9
0 18 \‘ \‘\ H\ \‘ b 113 127 141 155 169 183 212
m/z--> 20 40 60 80 1(')0 150 14'10 160 180 200 10.00 10.20 10,40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121117\
Data File : BF101310.D

Aca On : 12 Dec 2017 3:22

Operator : SJ/JU

Sample : 16744-10

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 Heptadecane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.76 3.00 ng 42353 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 86
2 Eicosane 282 C20H42 000112-95-8 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Pentadecane 212 C15H32 000629-62-9 78
5 Tridecane 184 C13H28 000629-50-5 78

Abundance Scan 1475 (10.763 min): BF101310.D (-1472) (-) m/z 57.05 100.00%
57
43
71
5000 85
99113, 1040 10,60 1080 1100
o} m/z 43.10 68.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94345: Heptadecane
57
43
71
5000 R DA AR SN BN B
85 10,40 10.60 10.80 11.00
29 m/z 71.10 57 .32%
9113
. YR 127141155169133197211 240
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43
71 10.40 10.60 10.80 11.00
5000 m/z 85.10 41_.47%
85
29 %
o 113127141155160183197211225239253 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59880: Tetradecane
57 10.40 10.60 10.80 11.00
43 m/z 41.05 25.26%
71
5000 85
29
oL15 ‘\ Al ﬂ9113127141155169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1040 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121117\
Data File : BF101310.D

Aca On : 12 Dec 2017 3:22

Operator : SJ/JU

Sample : 16744-10

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.87 5.04 ng 71127 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 Dodecanoic acid 200 C12H2402 000143-07-7 53
Abundance Scan 1663 (11.869 min): BF101310.D (-1660) (-) m/z 73.00 100.00%
73 192
41
5000
| | ‘ 11,60 11.80 12,00 12.20
0 ' m/z 192.10 85.32%

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

43

5000 129

11.60 11.80 12.00 12.20
m/z 60.00 74.09%

213
143 157171 185 199

Oy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
T LR EA B
29 11.60 11.80 12.00 12.20
5000 m/z 41.10 67.89%
o 129 242
199
. 101 115 143 157171 185 213226
T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid AR EEEEEEEEE
60 73 11.60 11.80 12.00 12.20
43 m/z 43.10 65.61%
5000 129
29
‘ 143 157 214
0,.LNN.NJAUW e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121117\
Data File : BF101310.D

Aca On : 12 Dec 2017 3:22

Operator : SJ/JU

Sample : 16744-10

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 8 Adipic acid, 2-ethylhexyl o... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.47 28.41 ng 426878 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adipic acid. 2-ethvlhexvl octvl ... 370 C22H4204 1000324-48-6 90
2 Hexanedioic acid. bis(2-ethvlhex... 370 C22H4204 000103-23-1 81
3 Adipic acid. 2-ethvlhexvl isobut... 314 C18H3404 1000324-48-0 64
4 Hexanedioic acid. dioctvl ester 370 C22H4204 000123-79-5 62
5 Diisooctyl adipate 370 C22H4204 001330-86-5 53
Abundance Scan 1935 (13.468 min): BF101310.D (-1932) (-) m/z 129.10 100.00%
129
57
5000
H 8 | w47 | 13.20 13.40 13.60 13.80
3 241 : : : :
ol A L, | I Jogrpionziz U2 m/z 57.10 53.91%
m/z--> 50 100 150 200 250 300 350
Abundance #196930: Adipic acid, 2-ethylhexyl octyl ester
129
5000 AN SRR
241 13.20 13.40 13.60 13.80
57 111 m/z 55.10 38.02%
147
0. ‘\H h\ “.H‘.l.‘l....]-g‘lg.‘...‘lzs‘.g...zglg....l...
m/z--> 50 100 150 200 250 300 350
Abundance
129
57 13.20 13.40 13.60 13.80
5000 m/z 71.10 30.93%
29 83 111 147
o 173 199 241259 313 341 370
m/z--> 50 100 150 200 250 300 350
Abundance #156389: Adipic acid, 2-ethylhexyl isobuty! ester B B o e B e e e
129 13.20 13.40 13.60 13.80
m/z 70.05 30.87%
5000
111 185
0.‘..“ " h JH ‘L.h‘.l%‘}?‘...“.z??f..z?l....299....,... e
m/z--> 100 150 200 250 300 350 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121117\
Data File : BF101310.D

Aca On : 12 Dec 2017 3:22

Operator : SJ/JU

Sample : 16744-10

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 9 Trichloroacetic acid, hexad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.83 5.41 ng 81334 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 90
2 Cvclodocosane. ethvl- 336 C24H48 1000151-22-6 87
3 1-Heptacosanol 396 C27H560 002004-39-9 87
4 2- Chloropropionic acid. octadec... 360 C21H41Cl02 088104-31-8 87
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 87
Abundance Scan 1996 (13.827 min): BF101310.D (-1994) (-) m/z 57.10 100.00%
57
83
5000
229 RN SR SN B
3 146167 199 o57 283 13.60 13.80 14.00 14.20
0 R e m/z 43.10 91.61%
m/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43
69
5000 RN LRI SULELLS S U
Bmmmmmmm
125 m/z 55.05  89.02%
o } ].-9?.2.2‘.1.|....|....|....
m/z--> 50 200 250 300 350
Abundance
57 g3
"' 13.60 13.80 14.00 14.20
5000 m/z 83.10 69.79%
29 111
307
o 139 167 195 223 251 278 336
m/z--> 55 160 1%0 260 250 360 3éo
Abundance #210517: 1-Heptacosanol A A ma B S
57 7 13.60 13.80 14.00 14.20
m/z 69.10 67 .25%
5000
125
o 20 \I | ‘ hlﬁ3 181 209 236 264 292 320 350 378
m/z--> 50 100 150 2(')0 250 3(')0 3éo 13 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121117\
Data File : BF101310.D

Aca On : 12 Dec 2017 3:22

Operator : SJ/JU

Sample : 16744-10

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 10 1H-Indole, 1-methyl-2-phenyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.13 3.00 ng 45081 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indole. 1-methvl-2-phenvl- 207 C15H13N 003558-24-5 53
2 Benzolhlauinoline. 2.4-dimethvl- 207 C15H13N 000605-67-4 50
3 1H-Indole. 2-methvIl-3-phenvl- 207 C15H13N 004757-69-1 49
4 5-Methvl-2-phenvlindolizine 207 C15H13N 036944-99-7 49
5 Indolizine, 2-(4-methylphenyl)- 207 C15H13N 007496-81-3 46
Abundance Scan 2047 (14.127 min): BF101310.D (-2044) (-) m/z 91.10 100.00%
q1
129 207
5000
55 R S SN SRR B
16 10° 1911 230 o0y 272 307 341 13.80 14.00 14.20 14.40
o m/z 207.10 80.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #67013: 1H-Indole, 1-methyl-2-phenyl-

207

5000

13.I80 14.I00 14!20 14.40
m/z 129.05  72.90%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
207
R EmEE SRR
13.80 14.00 14.20 14.40
5000 m/z 206.05 31.51%

o 51 76 102 139 165 101

WWWWWWWWTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #67011: 1H-Indole, 2-methyl-3-phenyl-
7 13.80 14.00 14.20 14.40
m/z 105.10 19.98%

5000

130

30 57 77 102

o SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121117\
Data File : BF101310.D

Aca On : 12 Dec 2017 3:22

Operator : SJ/JU

Sample : 16744-10

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .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 11 1-Propene, 3-(2-cyclopenten... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.17 2.33 ng 34951 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propene. 3-(2-cvclopentenvl)-2_... 274 C21H22 1000154-23-3 58
2 5-Methvl-2-phenvlindolizine 207 C15H13N 036944-99-7 47
3 Benzolhlauinoline. 2.4-dimethvl- 207 C15H13N 000605-67-4 43
4 1H-Indole. 1l-methvl-2-phenvl- 207 C15H13N 003558-24-5 43
5 2-Bromo-4-chloroaniline 205 C6H5BrCIN 000873-38-1 38
Abundance Scan 2054 (14.168 min): BF101310.D (-2052) (-) m/z 91.00 100.00%
g1 207
129
5000
178 230 LRI BN BUNLA N
51 69 147 262 289 44 366 13.80 14.00 14.20 14.40
bt L m/z 207.10 92.63%
m/z--> 50 100 150 200 250 300 350
Abundance #122989: 1-Propene, 3-(2-cyclopentenyl)-2-methyl-1,1-dipheny!
207
129
5000 RN BRI U
o1 13.80 14.00 14.20 14.40
s 67 178 m/z 129.05 66.99%
ol I‘ .“‘.‘. .‘,‘.‘.‘l |152|\|h| b .2?1. |2|7\‘:r| T
m/z--> 50 100 150 200 250 300 350
Abundance
207
13.80 14.00 14.20 14.40
5000 m/z 206.05 34 .50%
28 51 77 102 130 152 178
m/z--> " 50 100 150 200 250 300 350
Abundance #67017: Benzo[h]quinoline, 2,4-dimethyl-
207 13.80 14.00 14.20 14.40
m/z 230.05 14 .32%
5000
39
oL | 68 87 115139 1% qgo
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121117\
Data File : BF101310.D

Acq On : 12 Dec 2017 3:22

Operator : SJ/JU

Sample - 16744-10

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017 .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... 5.06 6.1 ng 79988 1 6.83 263389 20.0
unknown6 .60 6.60 106.0 ng 1395640 1 6.83 263389 20.0
Tetradecane 9.79 2.5 ng 37938 3 9.87 307168 20.0
Octane, 2,4,6-tri... 10.29 2.5 ng 38206 3 9.87 307168 20.0
Heptadecane 10.76 3.0 ng 42353 4 11.36 282271 20.0
n-Hexadecanoic acid 11.87 5.0 ng 71127 4 11.36 282271 20.0
Adipic acid, 2-et... 13.47 28.4 ng 426878 5 14.01 300549 20.0
Trichloroacetic a... 13.83 5.4 ng 81334 5 14.01 300549 20.0
1H-Indole, 1-meth... 14.13 3.0 ng 45081 5 14.01 300549 20.0
1-Propene, 3-(2-c... 14.17 2.3 ng 34951 5 14.01 300549 20.0
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