LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022119\
Data File : BM018901.D

Aca On : 21 Feb 2019 18:20

Operator : JU/SJ

Sample : K1546-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM021119.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 4.852 295 300 314 rVB 233966 367560 2.15% 0.295%
2 5.293 368 375 390 rBVY 6561165 9338299 54.50% 7.504%
3 6.875 636 644 665 rBVY 6424799 10241579 59.77% 8.230%
4 7.234 697 705 718 rBVY 6620528 10430475 60.87% 8.382%
5 7.699 777 784 791 rBVY 1108285 1747608 10.20% 1.404%
6 8.010 829 837 851 rBVY 4410795 7159683 41.78% 5.754%
7 8.863 974 982 1003 rBVY 3564332 6075292 35.45% 4.882%
8 10.481 1248 1257 1271 rBV 1402884 2450454 14.30% 1.969%
9 12.963 1672 1679 1693 rBV 8246769 12193882 71.16% 9.799%
0O 13.810 1817 1823 1834 rBV 356832 550459 3.21% 0.442%
11 14.345 1908 1914 1920 rBV2 2053225 3158875 18.43% 2.538%
12 14.410 1920 1925 1933 rVB 473610 673145 3.93% 0.541%
13 14.751 1978 1983 1991 rVB 194169 322047 1.88% 0.259%
14 15.398 2087 2093 2105 rBvV 456972 738525 4_.31% 0.593%
15 15.845 2163 2169 2181 rBV 7409293 10832696 63.22% 8.705%
16 16.080 2203 2209 2219 rVB3 272198 659602 3.85% 0.530%
17 17.098 2376 2382 2386 rBY 2794982 3932510 22.95% 3.160%
18 17.139 2386 2389 2396 rVB 1258374 1790771 10.45% 1.439%
19 17.233 2402 2405 2409 rVB 162200 198347 1.16% 0.159%
20 17.992 2528 2534 2537 rBV2 1119146 1591508 9.29% 1.279%
21 18.168 2560 2564 2568 rBV2 383450 547145 3.19% 0.440%
22 19.162 2728 2733 2739 rVB 2445578 3133085 18.28% 2.518%
23 19.274 2748 2752 2763 rVB2 367296 507013 2.96% 0.407%
24 19.498 2786 2790 2792 rBV2 340968 507256 2.96% 0.408%
25 19.527 2792 2795 2804 rVB 1592026 2116772 12.35% 1.701%
26 19.733 2825 2830 2840 rVB 13769125 17135611 100.00% 13.770%
27 20.027 2877 2880 2885 rVB2 269544 370917 2.16% 0.298%
28 20.127 2893 2897 2899 rBV2 228463 292425 1.71% 0.235%
29 20.998 3040 3045 3054 rBV2 1807637 2531676 14.77% 2.034%
30 21.204 3076 3080 3084 rVB 295047 345197 2.01% 0.277%
31 21.298 3089 3096 3100 rVvVv 3295429 4913897 28.68% 3.949%
32 21.333 3100 3102 3109 rVB 331265 372901 2.18% 0.300%
33 21.433 3116 3119 3129 rVB3 326388 424423 2.48% 0.341%
34 21.868 3189 3193 3196 rBV 346571 407988 2.38% 0.328%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022119\
Data File : BM018901.D

Aca On : 21 Feb 2019 18:20

Operator : JU/SJ

Sample : K1546-04

Misc :

ALS Vial : 11 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

Z:\SVOASRV\HPCHEM1I\BNA M\METHODS\8270-BM021119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 22.327 3267 3271 3278 rVB 410749 552478 3.22% 0.444%

36 22.833 3353 3357 3361 rBV 429304 647509 3.78% 0.520%
37 23.403 3450 3454 3458 rBV 287474 422321 2.46% 0.339%
38 23.545 3472 3478 3491 rVB 1819458 3689542 21.53% 2.965%
39 24.050 3561 3564 3570 rVB 270798 430858 2.51% 0.346%
40 24.150 3577 3581 3594 rvB2 279998 638003 3.72% 0.513%

Sum of corrected areas: 124440334
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022119\
Data File : BM018901.D

Aca On : 21 Feb 2019 18:20

Operator : JU/SJ

Sample : K1546-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM018901.D
1.4e+07

1.2e+07
1e+07

8000000

5.29 6.88 7.23
6000000

8.01
4000000 8.86

2000000 270 10.48
4.85

R L e S Y

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BM018901.D
1.4e+07 19,73

1.2e+07

1e+07

12.96
8000000 15.85

6000000

4000000
17.10 19.16
14.35 19.53

2000000 1y.14 17.99
]& 18.17 9.239'%0
41 15.40 . 7.23 22033
13.81 14.75 16.08

ot e e e T T T T T T T T T T

Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BM018901.D
1.4e+07

1.2e+07

1le+07
8000000
6000000

4000000
23.54

3 21.87 22.33 22.83 23\4& 22035
A A

O T T T T T T T T T[T T T[T [T T

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

2000000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022119\
Data File : BM018901.D

Aca On : 21 Feb 2019 18:20

Operator : JU/SJ

Sample : K1546-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 5

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

4.85 4.21 ng 367560 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Guanidine 59 CH5N3 000113-00-8 50
3 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 28
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 300 (4.852 min): BM018901.D (-295) (-) m/z 43.00 100.00%
43
59
5000
101
B I L L
83 4.60 4.80 5.00 5.20
o....,....',"...~!~|i.‘?9..,-....',....,....,....,....,.1.9.1., m/z 59.10 78.00%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
4.60 4.80 5.00 5.20
59 101 m/z 101.10 30.87%
27 83
69
0*?”7*“*”%"“|”"|“'”4"'w""|”"|'”'|"'w
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #248: Guanidine
43 59
460 480 500 520
5000 18 m/z 58.00 18.23%
28
0"”“'N”ﬂ*"ﬁ""w"'w"'l”"l'”'l'”'|"”|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7867: 4-Hydroxy-3-hexanone S AR Re R
59 4.60 4.80 5.00 5.20
m/z 41.05 9.61%
31
5000
41
o If /3 8797 116
m/z--> 20 40 60 8 100 120 140 160 180 ' 460 4.80 5.00 5.20

8270-BM021119.M Fri Feb 22 14:56:32 2019 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022119\
Data File : BM018901.D

Aca On : 21 Feb 2019 18:20

Operator : JU/SJ

Sample : K1546-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.23 Concentration Rank 1

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

7.23 119.37 ng 10430500 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 9

Abundance Scan 704 (7.228 min): BM018901.D (-697) (-) m/z 132.00 100.00%
68
5000
40 % 6.80 7.00 7.20 7.40 7.60
54 : : . : :
0...,....'I“..:'.,'!'..':'E,;?..I,'!.1.1.5,.. S 2 21 R 1 m/z 68.10 51.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SARARBRARS RS RARAS BAR
6.80 7.00 7.20 7.40 7.60
31 51 m/z 66.10 32.45%
o...,..|.."-,!.|!.,.!.-.|,....,....,.. e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14006: 5-Aminoindole
132
6.80 7.00 7.20 7.40 7.60
5000 m/z 134.00 32.33%
104
o275 Peo |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13679: 5-Fluoro-2-chloropyrimidine e
132 6.80 7.00 7.20 7.40 7.60
m/z 69.05 21.09%
5000
33 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.80 7.00 7.0 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022119\
Data File : BM018901.D

Aca On : 21 Feb 2019 18:20

Operator : JU/SJ

Sample : K1546-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 1(2H)-Acenaphthylenone Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
16.08 3.35 ng 650602  Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 1(2H)-Acenaphthvlenone 168 Cl12H80 002235-15-6 95

2 1-Acenaphthenol.

3 7(4H)-Benzothiazolone.

4 Dibenzofuran
5 Cyclobuta[de]naphthalene

3-methvlamino

2-amino-

- 199 C13H13NO

5... 168 C7H8N20S
168 C12H80
140 C11H8

1000129-22-6 78
017583-10-7 50
000132-64-9 49
024973-91-9 47

Abundance Scan 2209 (16.080 min): BM018901.D (-2203) (-) m/z 140.00 100.00%
140 168
5000
152 184196 215 15.80 16.00 16.20 16.40
o b e o 225 281 246 1 Thzz 139.00  90.97%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #34859: 1(2H)-Acenaphthylenone
140 168
5000 |||||||||||||||||||
15. 80 16. OO 16. 20 16. 40
69 m/z 168.00 86.68%
50 87 99 113
o SRR
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #55558: 1-Acenaphthenol, 3-methylamino-
140 168
15.80 16.00 16.20 16.40
5000 70 152 m/z 169.00 19.33%
182
199
50 87 _ 113
0 N O N N G
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #35070: 7(4H)-Benzothiazolone, 2-amino-5,6-dihydro-
70 140 168 15.80 16.00 16.20 16.40
m/z 70.00 17.79%
5000
112
53 g1 97 151
SRR | NSNS RSN PHVRRES TS TN M A “.. RS BER R Rmma ST e T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 15. 80 16. OO 16. 20 16. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022119\
Data File : BM018901.D

Aca On : 21 Feb 2019 18:20

Operator : JU/SJ

Sample : K1546-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 4
R.T. EstConc Area Relative to ISTD R.T.

17.99 8.09 ng 1591510 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 52
4 Hexadecane 226 C16H34 000544-76-3 18
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 18

Abundance Scan 2534 (17.992 min): BM018901.D (-2528) (-) m/z 73.00 100.00%

5000

_%

213 e R R
199 256 17.60 17.80 18.00 18.20 18.40

ol 283 m/z 60.00 71.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid

1 43157171185

D
W
&)
~l
[¢¥]

5000 29 256 L
17. 60 17. 80 18 00 18 20 18. 40
21 m/z 43.10 57.41%
143157171]_85199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 57 73
BERE R e
17.60 17.80 18.00 18.20 18.40
5000 - m/z 57.10 50.89%

%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid B B B e
73 17.60 17.80 18.00 18.20 18.40
m/z 55.10 50.53%
43 57
5000
129

29 ‘ 115 11 214 \u«Wﬂ\vaJ»-ﬂ\~ﬂ»_www¢wwk_
sl [ | e |y | e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 60 17. 80 18 00 18 20 18. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022119\
Data File : BM018901.D

Aca On : 21 Feb 2019 18:20

Operator : JU/SJ

Sample : K1546-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
18.17 2.78 ng 547145 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 93
2 Phenol. 4-(2-thienvimethv)- 190 C11H100S 091680-55-6 59
3 Pvrazole-4-carboxaldehvde. 3-(4-... 190 C10H7FN20 306936-57-2 53
4 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 50
5 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 50
Abundance Scan 2564 (18.168 min): BM018901.D (-2560) (-) m/z 190.00 100.00%
0

5000

17.80 18.00 18.20 18.40
o 108122 139 204218 243 269283 | /7 189.10  95.02%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
1

163

%

5000
17.80 18.00 18.20 18.40

m/z 94.80 27 .51%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 MM
Abundance #49040: Phenol, 4-(2-thienylmethyl)-
190
L BT o e
17.80 18.00 18.20 18.40
5000 m/z 187.00 20.26%
97
157 173
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48999: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)- S T TR TR
190 17.80 18.00 18.20 18.40
m/z 191.05 19.82%
5000
95 134 162
40 57 75 108 148
o A A =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022119\
Data File : BM018901.D

Aca On : 21 Feb 2019 18:20

Operator : JU/SJ

Sample : K1546-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.27 2.06 ng 507013 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 _beta.-d-Lyxofuranoside, thio-de... 306 C15H3004S 1000154-40-2 35
Abundance Scan 2751 (19.268 min): BM018901.D (-2748) (-) m/z 73.00 100.00%
7B
5000
129
97 1w e P o 19100 10120 1940 10160
1 155 218 . . . )
o 20 32 n7z 59.95  71.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #108843: Octadecanoic acid
Qa3 73
5000 129 USRS RN B
19.00 19.20 19.40 19.60
m/z 43.10 64 .26%
2
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83686: Pentadecanoic acid
43
119.00 19.20 19.40 19.60
5000 m/z 57.10 60.24%
2
0...,....‘,‘;‘..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92226: n-Hexadecanoic acid R EEEEE RS
43 19.00 19.20 19.40 19.60
m/z 55.10 55.22%
e ML‘/JX
2
O'HV“AHJH' SRS UM BN B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022119\
Data File : BM018901.D

Aca On : 21 Feb 2019 18:20

Operator : JU/SJ

Sample : K1546-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 3-Octadecene, (E)-

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.00 10.30 ng 2531680  Chrysene-d12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 3-octadecere. (E>- 252 C18H36 007206-19-1 94

2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91

3 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 91

4 Bromoacetic acid. octadecvl ester 390 C20H39Bro2 018992-03-5 91

5 3-Eicosene, (E)- 280 C20H40 074685-33-9 90
Abundance Scan 3045 (20.998 min): BM018901.D (-3040) (-) m/z 57.10 100.00%
57183
5000 111
e SRR
139 16g 20.60 20.80 21.00 21.20 21.40
oLl “ bpra 208 203280308 341 401429 489 | "n/z 83.05  98.24%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #89787: 3-Octadecene, (E)-
a9
97
A
5000 LI B L L L L LB L LB

20. 60 20 80 21. OO 21. 20 21. 40
m/z 69.10 96 .94%

125
o J | 1 | 154182 224 252
i L L e B s
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #148859: Trichloroacetic acid, pentadecy! ester
43
83 o AREEEES BeSe s e
20.60 20.80 21.00 21.20 21.40
5000 m/z 55.10 81.34%
111
L)L E3e 182210
o ALy
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #146886: Dichloroacetic acid, heptadecyl ester T T
57 83 20.60 20.80 21.00 21.20 21.40
m/z 97.10 79.13%
5000 11
29
139
AR TS TTY ) DU | G
m/z--> 50 100 150 200 250 300 350 400 450 20. 60 20 80 21. OO 21. 20 21. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022119\
Data File : BM018901.D

Aca On : 21 Feb 2019 18:20

Operator : JU/SJ

Sample : K1546-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Pentadecane, 8-hexyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.33 2.25 ng 552478 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 90
4 Tetradecane 198 C14H30 000629-59-4 87
5 Docosane, 5-butyl- 366 C26H54 055282-16-1 86
Abundance Scan 3272 (22.333 min): BM018901.D (-3267) (-) m/z 57.10 100.00%
57
85
5000
1 22.00 22,20 22.40 22.60
41169 208
oh b .J|,1.'.1.1f,1.= LS5 230 809 856 A7 461491 849 | nzu7 71 10 92.01%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115577: Pentadecane, 8-hexyl-
48
71
5000 USSR AN
22. 00 22 20 22. 40 22.60
m/z 85.10 63.28%
99 27 196
0 {27155 | po553081
m/z--> 6 55 160 1%0 200 250 300 3%0 400 4éo 560 séo
Abundance #115570: Heneicosane
5
o 22.00 22.20 22.40 22.60
5000 m/z 43.10 54_71%
29 13
oL fJ 141169197225253 296
m/z--> 6 55 160 1%0 200 250 300 3%0 460 4%0 560 séo
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)- UL L L L B
48 22.00 22.20 22.40 22.60
71 m/z 55.10 24 .48%
5000
99
o ALl 27155183 225053 295 337
m/z--> 6 55 160 1%0 200 250 300 350 460 4éo 560 séo 2200 2220 2240 2260 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022119\
Data File : BM018901.D

Aca On : 21 Feb 2019 18:20

Operator : JU/SJ

Sample : K1546-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

22.83 3.51 ng 647509 Perylene-d12 23.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
3 Tridecane 184 C13H28 000629-50-5 87
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 87
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 3357 (22.833 min): BM018901.D (-3353) (-) m/z 57.10 100.00%

5000

22.60 22.80 23.00 23.20

141169197225 281 323356

535

431 476

0 m/z 71.05 92 .54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115570: Heneicosane
5000 TT T T [T T T T [T T T T [T T T T[T TT

22.I60 22.I80 23.IOO 23.I20
m/z 85.10 62.56%

141169197225053 296

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123100: Pentadecane, 8-heptyl-
R AR REEE e
22.60 22.80 23.00 23.20
5000 m/z 43.10 56.42%

13 210
o 141169 239266 309

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45543: Tridecane R B o
22.60 22.80 23.00 23.20

m/z 69.05 22 .88%

-

5000

:

T I T I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022119\
Data File : BM018901.D

Aca On : 21 Feb 2019 18:20

Operator : JU/SJ

Sample : K1546-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 12 Docosane, 5-butyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

23.40 2.29 ng 422321 Perylene-d12 23.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 5-butvl- 366 C26H54 055282-16-1 90
2 Heneicosane. 11-(1l-ethvlpropvl)- 366 C26H54 055282-11-6 90
3 Heptadecane 240 C17H36 000629-78-7 86
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 83
5 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 81

Abundance Scan 3453 (23.398 min): BM018901.D (-3450) (-) m/z 57.10 100.00%

23.00 23.20 23.40 23.60 23.80
m/z 71.10 86 .55%

141 177505233 281 323356387 430 475503 549

o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #147094: Docosane, 5-butyl-
43
71
5000 | NI LI L L L LB LB L
23.00 23.20 23.40 23.60 23.80
126 m/z 85.10 58.98%
99 309
0 155183211239 280 | 337364
A A e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43
I BT L
71 23.00 23.20 23.40 23.60 23.80
5000 m/z 43.10 51.85%
9 127
of o Al L1 717195183 225253 295 337
R B e e AR RE R R B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82606: Heptadecane L B A B
23.00 23.20 23.40 23.60 23.80
m/z 55.10 22 .39%
5000

%

13141169197 240

’ I I T I T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.20 23.40 23.60 23.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022119\
Data File : BM018901.D

Aca On : 21 Feb 2019 18:20

Operator : JU/SJ

Sample : K1546-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 14 Trichloroacetic acid, penta... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

24 .15 3.46 ng 638003 Perylene-d12 23.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 86
2 Acetic acid. chloro-. hexadecvl ... 318 C18H35CI02 052132-58-8 86
3 17-Pentatriacontene 491 C35H70 006971-40-0 68
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 64
5 1-Hexacosanol 382 C26H540 000506-52-5 64
Abundance Scan 3581 (24.150 min): BM018901.D (-3577) (-) m/z 83.10 100.00%

5, 8B
5000
LN SUNU SN B

139 209 355 23.80 24.00 24.20 24.40

o 166 251281 325 399 431 477503 /7 69 .05 85 50%

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #148859: Trichloroacetic acid, pentadecy! ester
43
83
5000 e
111 23 80 24. 00 24. 20 24.40
m/z 97.10 82.80%
139162210
0 A

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #127051: Acetic acid, chloro-, hexadecy! ester

E

97
e
43 23.80 24.00 24.20 24.40
5000 m/z 57.10 79.97%
Oy v v vrprr
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #168065: 17-Pentatriacontene R REE Ba s e
57 23.80 24.00 24.20 24.40
97 m/z 55.10 72.93%
5000
153
o ‘ i xh‘181299236267292320348376406434462490
T T T P T T T e T T T e [ T e e T e e
mz-> 0 50 100 150 200 250 300 350 400 450 500 23.80 24.00 24.20 24.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM022119\
Data File : BM018901.D

Acq On : 21 Feb 2019 18:20

Operator : JU/SJ

Sample . K1546-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.85 4.2 ng 367560 1 7.70 1747610 20.0
unknown7 .23 7.23 119.4 ng 10430500 1 7.70 1747610 20.0
1(2H)-Acenaphthyl ... 16.08 3.4 ng 659602 4 17.10 3932510 20.0
n-Hexadecanoic acid 17.99 8.1 ng 1591510 4 17.10 3932510 20.0
4H-Cyclopenta[def... 18.17 2.8 ng 547145 4 17.10 3932510 20.0
Octadecanoic acid 19.27 2.1 ng 507013 5 21.30 4913900 20.0
3-Octadecene, (E)- 21.00 10.3 ng 2531680 5 21.30 4913900 20.0
Pentadecane, 8-he... 22.33 2.3 ng 552478 5 21.30 4913900 20.0
Heneicosane 22.83 3.5 ng 647509 6 23.54 3689540 20.0
Docosane, 5-butyl- 23.40 2.3 ng 422321 6 23.54 3689540 20.0
Trichloroacetic a... 24.15 3.5 ng 638003 6 23.54 3689540 20.0
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