LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
Data File : BF112808.D

Aca On : 1 Mar 2019 19:05

Operator : JU/SJ

Sample : K1675-09

Misc :

ALS Vial : 19 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-BF022719.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 5.357 551 556 559 rBY 3687419 3584622 94.31% 10.120%
2 6.381 724 730 733 rBV 3445497 3796974 99.90% 10.719%
3 6.510 748 752 756 rBVY 3690032 3800926 100.00% 10.731%
4 6.745 788 792 795 rBVY 1304258 1096240 28.84% 3.095%
5 6.898 814 818 822 rBVY 3022240 2907800 76.50% 8.209%
6 7.304 881 887 890 rBY 2303424 2302630 60.58% 6.501%
7 8.022 1005 1009 1026 rBvV 1338709 1343373 35.34% 3.793%
8 9.098 1188 1192 1207 rBV 4012640 3662031 96.35% 10.338%
9 9.492 1255 1259 1265 rBVY 192648 190142 5.00% 0.537%
10 9.774 1303 1307 1317 rVB 1296585 1235699 32.51% 3.489%

11 10.557 1435 1440 1455 rBV 1981605 2003151 52.70% 5.655%
12 11.251 1554 1558 1560 rBV 1136957 1044701 27.49% 2.949%
13 11.268 1560 1561 1565 rVV 201674 162540 4.28% 0.459%
14 11.321 1565 1570 1573 rVB2 39154 44659 1.17% 0.126%
15 11.786 1645 1649 1654 rBvV2 333328 336539 8.85% 0.950%

16 11.863 1658 1662 1664 rBV 40195 44021 1.16% 0.124%
17 12.457 1759 1763 1767 rBV 318111 310444 8.17% 0.876%
18 12.568 1778 1782 1787 rBV3 119464 142365 3.75% 0.402%
19 12.680 1796 1801 1804 rBV 362335 339149 8.92% 0.957%
20 12.833 1823 1827 1830 rVV 2965320 2772423 72.94% 7.827%

21 12.904 1834 1839 1842 rBv4 32634 49270 1.30% 0.139%
22 13.010 1855 1857 1860 rVB2 44553 38270 1.01% 0.108%
23 13.110 1871 1874 1878 rBV 47811 56791 1.49% 0.160%
24 13.415 1923 1926 1931 rVB2 38405 41594 1.09% 0.117%
25 13.515 1939 1943 1948 rBV 45197 56061 1.47% 0.158%
26 13.621 1957 1961 1964 rBV2 44582 63042 1.66% 0.178%

27 13.733 1975 1980 1987 rVB2 225285 288414 7.59% 0.814%
28 13.874 1999 2004 2007 rBV 1407379 1453953 38.25% 4._.105%
29 13.898 2007 2008 2011 rVB 181149 103975 2.74% 0.294%
30 14.057 2033 2035 2038 rVB 78503 70100 1.84% 0.198%

31 14.262 2067 2070 2072 rVB 47229 48493 1.28% 0.137%
32 14.362 2084 2087 2092 rBV2 98465 102933 2.71% 0.291%
33 14.662 2135 2138 2143 rVB 111235 126282 3.32% 0.357%
34 14.880 2172 2175 2179 rBV 141415 228836 6.02% 0.646%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
Data File : BF112808.D

Aca On : 1 Mar 2019 19:05

Operator : JU/SJ

Sample : K1675-09

Misc :

ALS Vial : 19 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 F\METHODS\8270-BF022719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.980 2189 2192 2196 rVB2 131576 138722 3.65% 0.392%

36 15.168 2221 2224 2229 rVB 88137 98437 2.59% 0.278%
37 15.221 2230 2233 2238 rVV 116358 127116 3.34% 0.359%
38 15.286 2239 2244 2248 rVV 759704 976208 25.68% 2.756%
39 15.333 2250 2252 2257 rVB 102792 123988 3.26% 0.350%
40 15.745 2318 2322 2326 rBVY 74451 108532 2.86% 0.306%

Sum of corrected areas: 35421446
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
Data File : BF112808.D

Aca On : 1 Mar 2019 19:05

Operator : JU/SJ

Sample : K1675-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance -

4000000 TIC: BF112808.D
5.36 6.51
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3000000 6.90
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2000000
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1000000
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T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance : .
4000000 TIC: BF112808.D

3000000 12.83

2000000 10.56

8.02 9.77
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1000000
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9.49 k

11.27
32 hvss 1259 b sgra 11

I
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
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4000000 TIC: BF112808.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
Data File : BF112808.D

Aca On : 1 Mar 2019 19:05

Operator : JU/SJ

Sample : K1675-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 unknown6.51 Concentration Rank 1

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

6.51 69.34 ng 3800930 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 752 (6.510 min): BF112808.D (-748) (-) m/z 131.95 100.00%
5000 68
40 ‘ 75 6 '6.20 640 6.60 6.80
54 104 : : :
o — T .6?:.'.|....,..5??,....,.':..,.1.1.5.,....,-'...,.. m/z 68.00 43.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 M
5000 IRSENRARE SRR RSN SRR
6.20 6.40 6.60 6.80
3 78 m/z 134.00 32.54Y%
13g
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132

6.20 6.40 6.60 6.80

5000 67 m/z 65.95 28.30%
41 97
53 117
S Y O V.- | A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 /\
Abundance #14491: 5-Aminoindole R e REAmE
132 6.20 6.40 6.60 6.80

m/z 69.00 16.78%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
Data File : BF112808.D

Aca On : 1 Mar 2019 19:05

Operator : JU/SJ

Sample : K1675-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.79 6.44 ng 336539 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 25
Abundance Scan 1650 (11.792 min): BF112808.D (-1645) (-) m/z 73.00 100.00%
43 60 7B
5000 129
213
143127171185 1140 11,60 11.80 12.00 12.20
o} m/z 43.00 88.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 7B
5000 129 DR AR SRR DR BN
11.40 11.60 11.80 12.00 12.20
m/z 60.00 87.91%
wJJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
60 78
43 LN UL AN SR I
11.40 11.60 11.80 12.00 12.20
5000 129 m/z 55.00 72.91%
29
0! 15 M‘I\HI‘II
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid B AT L

60 78 11.40 11.60 11.80 12.00 12.20
m/z 57.00 70.08%

5000
129
171 214

‘ T T 185
HLJM\ ﬁ\ ) 192 k | 198

T T T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00 12.20

=
1
e — N

[{e]
= IN
= w

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
Data File : BF112808.D

Aca On : 1 Mar 2019 19:05

Operator : JU/SJ

Sample : K1675-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Behenic alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.73 3.97 ng 288414 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 l1-Heneicosanol 312 C21H440 015594-90-8 95
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 95
5 n-Tetracosanol-1 354 C24H500 000506-51-4 93
Abundance Scan 1979 (13.727 min): BF112808.D (-1975) (-) m/z 43.00 100.00%
43 83
6 ISR N BN BRI UGS
139155 181 200 13.40 13.60 13.80 14.00
Ot m/z 57.00 99 .99Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166292: Behenic alcohol
55 83
5000 ISR N SN BN UGS
13.40 13.60 13.80 14.00
29 m/z 55.00 97 .63%
0 Lol 167 196 224 252 280 308
m/z--> %b&mmmmmmmmmmmmm
Abundance #155046: 1-Heneicosanol
55 83
1340 13.60 13.80 14.00
5000 m/z 83.00 92 .29%
29
o Ik 167 196 222238 266 294
m/z--> %bmmmmmmmmmmmmmm
Abundance #175127: Trifluoroacetoxy hexadecane L e
57 13.40 13.60 13.80 14.00
A 97 m/z 69.00 79.07%
5000
125
oL15 Il 154 180196 224 257 269
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13)40 13)60 13!80 14J00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
Data File : BF112808.D

Aca On : 1 Mar 2019 19:05

Operator : JU/SJ

Sample : K1675-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.66 2.59 ng 126282 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 86
3 Tridecane. 3-methvl- 198 C14H30 006418-41-3 86
4 Triacontane 422 C30H62 000638-68-6 83
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 80
Abundance Scan 2138 (14.662 min): BF112808.D (-2135) (-) m/z 57.00 100.00%
57
5000 85
141 169 210 266 14.40 14.60 14.80 15.00
ob—— 2t A4 'I L A89.210 239 200 290309328 36 | sz 71.10  63.61%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 L I B SULR U
14.40 14.60 14.80 15.00
m/z 43.05 56.06%
29 13 44
ol LU T 160 o7 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #117648: Octadecane, 2-methyl-
43
71 | 14.40 14.60 14.80 15.00
5000 m/z 85.10 46.61%
o Llgdd (127 155 183 225 253
m/z--> §o 100 1%0 260 2%0 360 3éo
Abundance #59890: Tridecane, 3-methyl- R B e e
57 14.40 14.60 14.80 15.00
m/z 55.00 21.01%
5000
29
85
oL b [ 118 120 199 108
m/z--> §o 160 150 200 250 300 3éo 1420 1460 1480 1550
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
Data File : BF112808.D

Aca On : 1 Mar 2019 19:05

Operator : JU/SJ

Sample : K1675-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Benzo[e]pyrene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.17 2.02 ng 98437 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 97
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
3 Pervlene 252 C20H12 000198-55-0 89
4 Benzolalovrene 252 C20H12 000050-32-8 89
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 83
Abundance Scan 2224 (15.168 min): BF112808.D (-2221) (-) m/z 252.10 100.00%
252
5000
55 83 10ﬁ1?5 160181200 226 277 301 344365 390 1480 1500 1520 1540
O e e e e m/z 250.00 28.34%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252
5000

14.80 15.00 15.20 15.40
m/z 253.05  22.98%

125
50 74 99 , | 146 174 200 224

o-—r——rt"trT—
m/z--> 50 100 150 200 250 300 350
Abundance #104229: Benz[e]acephenanthrylene
252
R RN REE R RS
14.80 15.00 15.20 15.40
5000 m/z 125.00 12.46%
126
ol 51 74 100 150 174 200 224
L e B e e A A B o e e e o e o e B
m/z--> 50 100 150 200 250 300 350
Abundance #104213: Perylene B e
252 14.80 15.00 15.20 15.40
m/z 126.05 9.05%
5000
126
oL30 63 84108 | 150 174 200 224
— e T T
m/z--> 50 100 150 200 250 300 350 14. 80 15. 00 15 20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
Data File : BF112808.D

Aca On : 1 Mar 2019 19:05

Operator : JU/SJ

Sample : K1675-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.74 2.22 ng 108532 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 2-methvloctacosane 408 C29H60 1000376-72-8 86
3 Tetracosane. 1ll-decvl- 479 C34H70 055429-84-0 86
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 86
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 86
Abundance Scan 2321 (15.739 min): BF112808.D (-2318) (-) m/z 57.00 100.00%

5000

113 208231 266 304 330 356 15.40 15.60 15.80 16.00

140 168

0 m/z 71.00 65.45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57
5000 85 LA I L L L L L |
15.40 15.60 15.80 16.00
- m/z 43.00 56.82%
o] 1| u113 141 169 197 225 253 281 309 337 365 394
...,.... A A T e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
s
15.40 15.60 15.80 16.00
5000 85 m/z 85.05 51.40%
113
o2, ] I 1|77 141 169 107 225 267 295 365 393
et
m/z--> 50 100 150 200 250 300 350 400
Abundance #232379: Tetracosane, 11-decyl- R e EEAER R
57 15.40 15.60 15.80 16.00
m/z 55.00 21.66%
5000 85
113 141 33
o34, J | 77,141 169 197 225 253 295 337 34 393 420
T T T T e e s
m/z--> 50 100 150 200 250 300 350 400 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF030119\
Data File : BF112808.D

Acq On : 1 Mar 2019 19:05

Operator : JU/SJ

Sample : K1675-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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]
unknown6.51 6.51 69.3 ng 3800930 1 6.75 1096240 20.0
n-Hexadecanoic acid 11.79 6.4 ng 336539 4 11.25 1044700 20.0
Behenic alcohol 13.73 4.0 ng 288414 5 13.87 1453950 20.0
Heneicosane 14.66 2.6 ng 126282 6 15.29 976208 20.0
Benzo[e]pyrene 15.17 2.0 ng 98437 6 15.29 976208 20.0
Octacosane 15.74 2.2 ng 108532 6 15.29 976208 20.0
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