LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120082.D

Aca On : 20 Apr 2020 17:18

Operator : MA/SJ

Sample : L2314-03

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 - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF040820 .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 5.316 544 549 552 rBY 3262404 3319083 75.89% 9.418%
2 6.357 720 726 729 rBVY 3132192 3435614 78.55% 9.749%
3 6.545 754 758 763 rBV2 73229 71568 1.64% 0.203%
4 6.710 783 786 790 rBVY 1086062 937912 21.44% 2.661%
5 6.869 809 813 816 rBY 3270550 2952385 67 .50% 8.378%
6 7.122 849 856 859 rBV 71900 58620 1.34% 0.166%
7 7.281 874 883 886 rBY 2516978 2499150 57.14% 7.092%
8 7.998 1001 1005 1008 rBV 1484397 1296399 29.64% 3.679%
9 8.022 1008 1009 1012 rVB 164761 75737 1.73% 0.215%
10 8.710 1122 1126 1130 rBV 66469 57122 1.31% 0.162%
11 9.081 1183 1189 1192 rBV 4972720 4373786 100.00% 12.411%
12 9.163 1199 1203 1207 rBvV2 38480 53015 1.21% 0.150%
13 9.475 1252 1256 1259 rBV 767705 561733 12.84% 1.594%
14 9.510 1259 1262 1265 rVvVV 88232 69523 1.59% 0.197%

15 9.757 1297 1304 1307 rBV 1664751 1352051 30.91% 3.837%

16 10.545 1433 1438 1441 rBV 2654264 2453612 56.10% 6.962%

17 10.669 1455 1459 1464 rBV2 48496 63464 1.45% 0.180%
18 11.239 1552 1556 1559 rBV 1431867 1293484 29.57% 3.670%
19 11.263 1559 1560 1563 rVB 141433 84275 1.93% 0.239%
20 11.692 1630 1633 1637 rBV 47486 54131 1.24% 0.154%
21 11.739 1637 1641 1644 rBV2 63844 72424 1.66% 0.206%
22 11.780 1644 1648 1653 rBV2 576627 544306 12.44% 1.545%
23 12.039 1687 1692 1694 rBV3 59358 75891 1.74% 0.215%

24 12.451 1759 1762 1766 rBV 150062 136841 3.13% 0.388%
25 12.563 1776 1781 1789 rBV2 247280 294358 6.73% 0.835%

26 12.680 1798 1801 1804 rVB 141851 112336 2.57% 0.319%
27 12.833 1822 1827 1830 rBV 4125244 3844486 87.90% 10.909%
28 13.257 1896 1899 1902 rVB 188469 146319 3.35% 0.415%

29 13.410 1923 1925 1929 rVB 80751 68580 1.57% 0.195%
30 13.504 1938 1941 1943 rBV3 66840 65142 1.49% 0.185%
31 13.621 1958 1961 1966 rBvV4 57369 66394 1.52% 0.188%

32 13.739 1977 1981 1991 rVB2 285648 366040 8.37% 1.039%
33 13.880 2001 2005 2008 rBV 1069715 1072799 24.53% 3.044%
34 14.051 2031 2034 2038 rBV2 152818 149097 3.41% 0.423%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120082.D

Aca On : 20 Apr 2020 17:18

Operator : MA/SJ

Sample : L2314-03

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 - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.092 2039 2041 2043 rBV 66477 54730 1.25% 0.155%
36 14.198 2057 2059 2062 rVB 60028 55399 1.27% 0.157%
37 14.245 2065 2067 2069 rBV 57274 59143 1.35% 0.168%
38 14.274 2069 2072 2074 rBV 171880 206712 4.73% 0.587%
39 14.333 2080 2082 2085 rBV 119555 94305 2.16% 0.268%
40 14.363 2085 2087 2089 rBVY 78369 83389 1.91% 0.237%

41 14.404 2092 2094 2100 rVB2 123259 185744 4._.25% 0.527%
42 14.521 2111 2114 2118 rVB 109064 101644 2.32% 0.288%
43 14.645 2132 2135 2141 rBV2 143196 209696 4._.79% 0.595%
44 14.710 2143 2146 2154 rVB 175494 200205 4._.58% 0.568%
45 14.898 2175 2178 2187 rVB 117156 227600 5.20% 0.646%

46 14.980 2189 2192 2199 rVB2 113118 145483 3.33% 0.413%
47 15.245 2234 2237 2242 rVB 98209 120145 2.75% 0.341%
48 15.310 2243 2248 2252 rBVY 736422 993352 22.71% 2.819%
49 16.339 2420 2423 2428 rVB 71590 106884 2.44% 0.303%
50 16.680 2478 2481 2487 rVB3 48325 78068 1.78% 0.222%

51 17.098 2549 2552 2559 rVB3 46834 90512 2.07% 0.257%
52 18.527 2788 2795 2796 rBV3 71113 150378 3.44% 0.427%

Sum of corrected areas: 35241066
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\

BF120082.D

20 Apr 2020 17:18

MA/SJ

L2314-03

11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120082.D

Aca On : 20 Apr 2020 17:18

Operator : MA/SJ

Sample : L2314-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.78 8.42 ng 544306 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 1648 (11.780 min): BF120082.D (-1644) (-) m/z 73.00 100.00%
73
5000 129 |
97 213 A AR B LR B
115 | 1,3157171185, 0 700 o5g 1140 11,60 11.80 12.00
m/z 59.95 99 .59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 R R DU SULRALE B

11.40 11.60 11.80 12.00

m/z 43.00 93.08%
213
‘J‘“ 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
e e e AR EEEE
11.40 11.60 11.80 12.00
5000 129 m/z 57.00 84 .04%
29 g7
199
100115 143457,7,185 213 242
15 226
A B o L e A EEaas EESEE s o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid R Rl e et
60 73 11.40 11.60 11.80 12.00
43 m/z 55.00 72.34%
5000 129
29
15
T L B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120082.D

Aca On : 20 Apr 2020 17:18

Operator : MA/SJ

Sample : L2314-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.56 5.49 ng 294358 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Undecanoic acid 186 C11H2202 000112-37-8 72
Abundance Scan 1781 (12.563 min): BF120082.D (-1776) (-) m/z 43.00 100.00%
B 13
129
97 185 241 N SN AU B
157 l 213 l 284 12.20 12.40 12.60 12.80
e e S s e e e m/z 60.00 86.96%
miz--> 0 50 100 150 200 250 300 350
Abundance #131259: Octadecanoic acid
48
73
5000
129 12.20 12.40 12.60 12.80
97 185 a1 284 m/z 57.00 85.40%
18 W 157 I 2183 | 265
miz--> 0 50 100 1%0 260 250 300 3%0
Abundance
43 73
12:20 12,40 12.60 12.80
5000 256 m/z 73.00 83.30%
129
97 157 213
185 238
miz--> 0 55 160 1%0 260 250 360 3%0
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43 12.20 12.40 12.60 12.80
m/z 55.00 74 .86%
73
5000 o84
129
97
185
213 241 MW
IIIIIIH\IJ,HLI]I J"‘:‘L |‘1§|7|{|{|‘| |{|\|||‘2|6|5|‘||3:!-1|||||3|72| R e S
miz--> 0 50 100 150 200 250 300 350 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120082.D

Aca On : 20 Apr 2020 17:18

Operator : MA/SJ

Sample : L2314-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 2,27,5,5"-Tetramethyldiphen... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.26 2.73 ng 146319 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.27.5.5"-Tetramethvldiphenvlsul ... 274 C16H1802S 006632-44-6 58
2 2-Propen-1-one. 1.3-diphenvl-. (E)- 208 C15H120 000614-47-1 42
3 Indole. 6-methvl-2-(3-pvridvl)- 208 C14H12N2 293762-69-3 27
4 2.2".4.47-Tetramethvldiphenvilsul... 274 C16H1802S 005184-75-8 25
5 Thiazolo[3,2-a]pyrimidin-7(7H)-0... 208 C10H12N20S 1000270-11-6 22
Abundance Scan 1900 (13.263 min): BFlZOO%Z.D (-1896) (-) m/z 208.10 100.00%
208
77
5000 256
239 |, 274
300318 13.00 13.20 13.40 13.60
m/z 195.10 73.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #122716: 2,2',5,5'-Tetramethyldiphenylsulfone
208 56 274
5000
13.00 13.20 13.40 13.60
m/z 193.05 72.00%
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
208
77 UL AR BN BUNRN BUUR
13.00 13.20 13.40 13.60
5000 131 m/z 77.00 65.13%
105
51 179
27 152
mﬁmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #67818: Indole, 6-methyl-2-(3-pyridyl)- LI B LSt e et
208 13.00 13.20 13.40 13.60
m/z 256.10 49_17%
5000
5 104 130 15, 180
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.00 13.20 13.40 13.60

8270-BF040820.M Tue Apr 21 06:27:50 2020 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120082.D

Aca On : 20 Apr 2020 17:18

Operator : MA/SJ

Sample : L2314-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Heptadecyl acetate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.74 6.82 ng 366040 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl acetate 298 C19H3802 000822-20-8 94
2 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 91
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 91
5 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 91
Abundance Scan 1981 (13.739 min): BF120082.D (-1977) (-) m/z 57.00 100.00%
57
i N/L/JM
5000
a0 155 1380 1460
140 - - - -
Lk hA-y 168 196 222247 277301322 | m/z 43.00 84.03%
m/z--> 50 100 150 200 250 300 350
Abundance #143136: Heptadecy! acetate

238

111

13.I40 13.I60 13.I8O 14.I00
m/z 55.00 75.61%

5000

m/z--> 50 100 150 200 250 300 350
Abundance
57
83 IIIIIIIIIIIIIIIIIIIIII
13.40 13.60 13.80 14.00
5000 11 m/z 83.05 53.73%
29 169
140 196 o4 392 AHAAJMAMN%A’¢J\NAAVMJVJNWJHV
e e
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol R A REER R
55 83 13.40 13.60 13.80 14.00
m/z 69.00 53.08%
5000 111 ij”w
29
¥ { ‘ | | 113° 167 106 238 266 204
N B T i s B e e B ,

T T T I
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120082.D

Aca On : 20 Apr 2020 17:18

Operator : MA/SJ

Sample : L2314-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 unknownl14.05 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.05 2.78 ng 149097 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 3-methvl-. 2-oxo0-2... 254 C16H1403 055153-20-3 28
2 Benzoic acid. 4-methvl-. 2-oxo0-2... 254 C16H1403 054797-44-3 23
3 Butvrophenone. 2-phenvl- 224 C16H160 016282-16-9 14
4 Benzoic acid. N"-T(ethvlamino)ca... 223 C10H13N30S 1000327-65-8 12
5 Acetohydrazide, 2-cyano-N2-[4-(4... 307 C18H17N302 1000259-83-5 10
Abundance Scan 2034 (14.051 min): BF120082.D (-2031) (-) m/z 105.00 100.00%
105

|

57 223 S e
79 JZ 13.80 14.00 14.20 14. 40

3 141 168 244

—— ?,-J. Ll 3RS 168 201 | 294261 285 313 352 | 77 119.00  43.18%

| |
m/z--> 50 100 150 200 250 300 350

Abundance #105614: Benzoic acid, 3-methyl-, 2-oxo-2-phenylethy! ester LAAL
105

R R m o
5000 13.80 14.00 14.20 14.40

m/z 91.00 23.12%

0,6, || 254
m/z--> 50 100 150 200 250 300 350
Abundance
105
R R EREE RS S
13.80 14.00 14.20 14.40
5000 m/z 223.15 19.96%
i
51
34 139 165 101 224 254
m/z--> 50 100 150 200 250 300 350
Abundance #81213: Butyrophenone, 2-phenyl-
105 13.80 14.00 14.20 14.40
m/z 57.10 19.12%
5000
I 224
27 51 | | | 128 165 195 “
m/z--> 50 100 150 200 250 300 350 13.80 14. 00 14. 20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120082.D

Aca On : 20 Apr 2020 17:18

Operator : MA/SJ

Sample : L2314-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Naphthalene, 1-(2-methylpro... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14 .27 3.85 ng 206712 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1-(2-methvlpropvl)- 184 C14H16 016727-91-6 59
2 1-But-3-envlnaphthalene 182 C14H14 002489-88-5 45
3 Benzaldehvde. 4-(1-naphthalenvim... 262 C18H1402 1000338-23-3 38
4 Naphthalene. 1-propvl- 170 C13H14 002765-18-6 38
5 Pyrazol-4-amine, 3,5-dimethyl-1-._. 251 C16H17N3 1000273-77-6 38
Abundance Scan 2071 (14.268 min): BF120082.D (-2069) (-) m/z 141.00 100.00%
141
5000
41 69 167 239 350 14.00 14.20 14.40 14.60
88 M5, | 420 194014 Y7, 207 801 SS1U0T L Tnyz 142.00  15.23%
m/z--> 50 100 150 200 250 300 350
Abundance #48931: Naphthalene, 1-(2-methylpropyl)-
141
5000 LRI B SUUL SR L
184 14.00 14.20 14.40 14.60
m/z 239.10 7.14%
115
41 76 . 165
m/z--> 50 100 150 200 250 300 350
Abundance
141
14.00 14.20 14.40 14.60
5000 m/z 242.10 6.86%
115 182
39 63 89 165
m/z--> 50 100 150 200 250 300 350
Abundance #112599: Benzaldehyde, 4-(1-naphthalenylmethoxy)-
141 14.00 14.20 14.40 14.60
m/z 154.00 6.45%
5000
115
39 65 89 | 159178 202 231 262
m/z--> 50 100 150 200 250 300 350 1400 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120082.D

Aca On : 20 Apr 2020 17:18

Operator : MA/SJ

Sample : L2314-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 2,4-Difluorobenzoic acid, 2... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.40 3.46ng 185744  Chrysene-d12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Naphthalene. 1-(2-methylpropvl)- 184 C14H16 016727-91-6 64

2 2.4-Difluorobenzoic acid. 2.4-di... 352 C17H8CI2F202 1000331-58-5 50
3 Urea. 1-(3-chlorophenvl)-1-methv... 368 C20H17CIN20S 1000296-25-3 46

4 1-But-3-envlnaphthalene 182 Cl1l4H14 002489-88-5 45
5 1-Pyridineacetic acid, 4-(aminoc... 326 C18H34N203 1000319-12-3 42
Abundance Scan 2093 (14.398 min): BF120082.D (-2092) (-) m/z 141.00 100.00%
141
5000
43 g5 9 1T3 165183 511 243264282300 391 352 14.00 14.20 14.40 14.60 14.80
.ﬂfn“...Hn"Pw “HM.A. P P et m/z 142.05 20.04%
m/z--> 50 100 150 200 250 300 350
Abundance #48931: Naphthalene, 1-(2-methylpropyl)-
141
5000 | L DL AL BLELELELE LU
184 14.00 14.20 14.40 14.60 14.80
m/z 123.05 14.04%
115
a 76 7| 165 |
L A e e o e o e B e B A e B o e
m/z--> 50 100 150 200 250 300 350
Abundance
141
T T
14.00 14.20 14.40 14.60 14.80
5000 m/z 183.05 11.78%
113
63 85 183 211 352
L I e e B e e B B o LA S e e e o
m/z--> 50 100 150 200 250 300 350
Abundance #195287: Urea, 1-(3-chlorophenyl)-1-methyl-3-(4-phenylthio... A N Rmas R
141 14.00 14.20 14.40 14.60 14.80
m/z 95.00 8.25%
227
5000f 51 /7 168 201 368
111
3 L Jl | 260 283 334 ﬂ
Al BERE R R e
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60 14.80

8270-BF040820.M Tue Apr 21 06:27:51 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120082.D

Aca On : 20 Apr 2020 17:18

Operator : MA/SJ

Sample : L2314-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Pyridine, 2-phenyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.64 4.22 ng 209696 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridine. 2-phenvl- 155 C11HSN 001008-89-5 59
2 Ethvl 1-(3-hvdroxvbutvIl)-2-oxocv... 270 C15H2604 110288-16-9 58
3 L-Proline. N-(1-naphthovI)-. pen... 339 C21H25NO03 1000346-08-6 53
4 Fumaric acid. butvl 3.5-difluoro... 284 C14H14F204 1000339-37-0 53
5 1,6-Anhydro-2,3-0-isopropylidene... 316 C15H2805Si 1000364-42-4 53
Abundance Scan 2134 (14.639 min): BF120082.D (-2132) (-) m/z 155.10 100.00%
155
5000
43 128 352 14.40 14.60 14.80 15.00
Ol 82 105 77| | 178191211230248266 293 327 *i° | 77 156.10  16.85%
m/z--> 50 100 150 200 250 300 350
Abundance #27866: Pyridine, 2-phenyl-
A
14.40 14.60 14.80 15.00
127 m/z 141.05 11.21%
LA Y e S M
m/z--> 50 100 150 200 250 300 350
Abundance
155
41 14.40 14.60 14.80 15.00
5000 g1 109127 m/z 153.05  7.78%
179 4
U LA UL S L pr rrr 17
m/z--> 50 100 150 200 250 300 350
Abundance #176073: L-Proline, N-(1-naphthoyl)-, pentyl ester b RRRmE EE s
155 14.40 14.60 14.80 15.00
m/z 43.05 7.61%
5000
127 224
41 77 101 | | 184 | 252 3?9
m/z--> 50 100 150 200 250 300 350 14,40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120082.D

Aca On : 20 Apr 2020 17:18

Operator : MA/SJ

Sample : L2314-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 11 Ethyl 1-(3-hydroxybutyl)-2-_._. Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.71 4.03 ng 200205 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl 1-(3-hvdroxvbutvl)-2-oxocv... 270 C15H2604 110288-16-9 50
2 2-Butenedioic acid (E)-. bis(l-m... 228 C12H2004 002210-32-4 38
3 1.2-Cvclohexanedicarboxvlic acid... 312 C18H3204 1000339-40-9 33
4 1.2-Cvclohexanedicarboxvlic acid... 312 C18H3204 1000339-42-7 33
5 1-Naphthoic acid, 2,4,6-trichlor... 350 C17H9CI302 1000325-54-3 28
Abundance Scan 2146 (14.710 min): BF120082.D (-2143) (-) m/z 155.10 100.00%
1585
5000
43 128 352 14.40 14.60 14.80 15.00
ol L 96 250| |  185207227250271 316 7T 425 ns7156.05  26.47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #119073: Ethyl 1-(3-hydroxybutyl)-2-oxocyclooctane-1-carbo...
185
41
ol
5000 14.40 14.60 14.80 15.00
m/z 141.00 12.71%
| | | 179 224
..M...M,J...J..!.,.J.??%...,....,....,...
m/z--> 50 100 150 200 250 300 350 400
Abundance
99 155
56 14.40 14.60 14.80 15.00
5000 m/z 43.00 6.58%
79 | 7T 185207
m/z--> 50 100 150 200 250 300 350 400
Abundance #154629: 1,2-Cyclohexanedicarboxylic acid, butyl hexyl ester e A RERREEEES
1585 14.40 14.60 14.80 15.00
m/z 352.25 5.51%
5000
81 126
43 { 182 211 -
¢lhmg l.,[u..,%..{.,l..{ —
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120082.D

Aca On : 20 Apr 2020 17:18

Operator : MA/SJ

Sample : L2314-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 12 Tetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.98 2.93 ng 145483 Perylene-d12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 96
2 Heneicosane 296 C21H44 000629-94-7 96
3 Nonadecane 268 C19H40 000629-92-5 96
4 Hexadecane 226 C16H34 000544-76-3 95
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2192 (14.980 min): BF120082.D (-2189) (-) m/z 57.00 100.00%
57
5000
85
113 141 163 281 14.60 14.80 15.00 15.20
bl 100183 228 201 TOL 82538 400 h/z  43.10  49.86%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57
5000 85 AR DAL B UL R
14 60 14. 80 15. oo 15.20
29 m/z 71.00 45 _.23%
113
| ] | d 141 169 197 225 253 281 309 338
miz--> 0 55 100 150 260 250 300 3éo 460
Abundance
57
14,60 14.80 15.00 15.20
5000 85 m/z 85.00 32.87%
29
113 141 169 107 225 253 296
miz--> 0 55 160 1éo 260 2%0 360 3%0 460
Abundance #117638: Nonadecane A B o
57 14.60 14.80 15.00 15.20
m/z 41.00 13.24%
5000 85
29
|y sM8 141 160 197 225 268

T
m/z--> 0 50 100 150 200 250 300 350 400 14. 60 14. 80 15. 00 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120082.D

Aca On : 20 Apr 2020 17:18

Operator : MA/SJ

Sample : L2314-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 14 4,6-Dipropyl-nonan-5-one Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.34 2.15 ng 106884 Perylene-d12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.6-Dipropvl-nonan-5-one 226 C15H300 1000190-93-3 50
2 1.3.2-Dioxaphospholane. 2-t-butv... 292 C12H2106P 080043-97-6 40
3 2.2.4.4-Tetramethvloctane 170 C12H26 062183-79-3 25
4 1-Hexanol. 2.2-dimethvl- 130 C8H180 002370-13-0 17
5 Heptane, 3-(chloromethyl)- 148 C8H17CI 000123-04-6 17
Abundance Scan 2423 (16.339 min): BF120082.D (-2420) (-) m/z 57.00 100.00%
57
5000
99 127 N
198 241 371 440 497 16.00 16.20 16.40 16.60
v J, . .L:l,5.7.i. A n2i22052% 838 TS A AL m/z 127.00 24.02%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #82979: 4,6-Dipropyl-nonan-5-one
57
5000 AR U BN RN
99 197 16.00 16.20 16.40 16.60
m/z 99.10 22 .59%
mzs % 1% 1% o 2 %o 3o o 4% 560
Abundance
23 i 12l 207 IUNNUMUVSUAR RS
16.00 16.20 16.40 16.60
5000 m/z 55.00 11.11%
93 179 o
151 292
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #38352: 2,2,4,4—Tetramethy|octane LI L L B LB
57 16.00 16.20 16.40 16.60
m/z 41.00 10.35%
5000
99
29
Jd 4 |
m/z--> 50 100 150 200 250 300 350 400 450 500 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120082.D

Aca On : 20 Apr 2020 17:18

Operator : MA/SJ

Sample : L2314-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 15 unknownl18.53 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.53 3.03 ng 150378 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloheptanol. 6-(3.3-dimethvlbu... 212 C14H280 040565-00-2 11
2 Pivalamide. N-allvl- 141 C8H15NO 1000345-72-4 9
3 2.5.5-Trimethvl-3-oxo-pvrroline.... 141 C7H11NO2 1000305-90-5 9
4 1-Azacvclononan-2-one 141 C8H15NO 000935-30-8 9
5 7-t-Butoxybicyclo[2.2.1]heptane-... 196 C11H1603 1000210-03-3 9
Abundance Scan 2796 (18.533 min): BF120082.D (-2788) (-) m/z 57.00 100.00%
57
5000
L 539 URRUUURIURR BN UL BUR
l | 98 1782| 259 301328355383 l 18.20 18.40 18.60 18.80
S0 1 IV P P P B =T O E— m/z 141.10 23.41%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #71341: Cycloheptanol, 6-(3,3-dimethylbutyl)-2-methyl-
7
127
5000 UV A UV
1820 18,40 18.60 18.80
95 m/z 43.00 18.89Y%
194
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57
18.20 18.40 18.60 18.80
5000 m/z 83.00 18.28%
g M
29
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #18942: 2,5,5-Trimethyl-3-oxo-pyrroline, 1-oxide RS
57 18.20 18.40 18.60 18.80
m/z 71.05 15.83%
5000
141
113
\
m/z--> 50 100 150 200 250 300 350 400 450 500 1820 18.40 18.60 18.80

8270-BF040820.M Tue Apr 21 06:27:54 2020 Page: 15



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF042020\
Data File : BF120082.D

Acq On : 20 Apr 2020 17:18

Operator : MA/SJ

Sample - L2314-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820._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]
n-Hexadecanoic acid 11.78 8.4 ng 544306 4 11.24 1293480 20.0
Octadecanoic acid 12.56 5.5 ng 294358 5 13.88 1072800 20.0
2,2",5,5"-Tetrame... 13.26 2.7 ng 146319 5 13.88 1072800 20.0
Heptadecyl acetate 13.74 6.8 ng 366040 5 13.88 1072800 20.0
unknownl14 .05 14.05 2.8 ng 149097 5 13.88 1072800 20.0
Naphthalene, 1-(2... 14.27 3.9 ng 206712 5 13.88 1072800 20.0
2,4-Difluorobenzo... 14.40 3.5 ng 185744 5 13.88 1072800 20.0
Pyridine, 2-phenyl- 14 .64 4.2 ng 209696 6 15.31 993352 20.0
Ethyl 1-(3-hydrox... 14.71 4.0 ng 200205 6 15.31 993352 20.0
Tetracosane 14.98 2.9 ng 145483 6 15.31 993352 20.0
4,6-Dipropyl-nona... 16.34 2.1 ng 106884 6 15.31 993352 20.0
unknown18.53 18.53 3.0 ng 150378 6 15.31 993352 20.0
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