LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
Data File : BF112807.D

Aca On : 1 Mar 2019 18:38

Operator : JU/SJ

Sample : K1675-01

Misc :

ALS Vial : 18 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 3.751 275 283 288 rBV 34894 50196 1.33% 0.143%
2 5.351 550 555 559 rBY 3014436 3207488 84.75% 9.114%
3 6.375 724 729 732 rBVY 3368463 3387448 89.50% 9.625%
4 6.510 748 752 755 rBVY 3655245 3399309 89.82% 9.659%
5 6.745 788 792 795 rBVY 1297867 1124536 29.71% 3.195%
6 6.898 814 818 822 rBVY 2989575 2624273 69.34% 7.457%
7 7.298 881 886 899 rBVY 2102187 2161322 57.11% 6.141%
8 8.022 1005 1009 1032 rBvV 1501172 1446737 38.23% 4.111%
9 9.098 1188 1192 1204 rBV 4123309 3784747 100.00% 10.754%
10 9.486 1255 1258 1265 rBV 206685 204021 5.39% 0.580%

11 9.775 1302 1307 1317 rVB 1407881 1476417 39.01% 4._.195%
12 10.557 1435 1440 1455 rBV 2211480 2226069 58.82% 6.325%
13 11.251 1554 1558 1560 rBV 1533309 1363214 36.02% 3.873%
14 11.269 1560 1561 1566 rVvVv 266306 221107 5.84% 0.628%
15 11.321 1566 1570 1573 rVB2 44586 51287 1.36% 0.146%

16 11.786 1645 1649 1653 rBvV2 388886 387442 10.24% 1.101%
17 11.857 1659 1661 1664 rBV 39271 40831 1.08% 0.116%
18 12.457 1759 1763 1767 rBV 352693 347605 9.18% 0.988%
19 12.568 1779 1782 1787 rBV 137985 144917 3.83% 0.412%
20 12.680 1795 1801 1805 rBV 311556 323630 8.55% 0.920%

21 12.727 1806 1809 1816 rVB4 23234 45406 1.20% 0.129%
22 12.833 1823 1827 1830 rVV 3578657 3283279 86.75% 9.329%
23 12.904 1834 1839 1842 rBV2 26016 40074 1.06% 0.114%
24 13.415 1924 1926 1931 rVB 44600 42634 1.13% 0.121%
25 13.515 1940 1943 1947 rBV2 37301 44659 1.18% 0.127%
26 13.621 1957 1961 1964 rBV2 42239 60426 1.60% 0.172%

27 13.733 1975 1980 1986 rBV3 220900 295894 7.82% 0.841%
28 13.874 1999 2004 2007 rBV 1534511 1559933 41.22% 4._.432%
29 13.898 2007 2008 2011 rVB 148888 88106 2.33% 0.250%
30 14.057 2033 2035 2039 rBvV 72161 68072 1.80% 0.193%

31 14.362 2084 2087 2093 rBV2 99356 105086 2.78% 0.299%
32 14.662 2135 2138 2142 rVB 83310 88979 2.35% 0.253%
33 14.880 2172 2175 2178 rBV 111541 156388 4._.13% 0.444%
34 14.980 2189 2192 2199 rVB2 99843 125554 3.32% 0.357%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
Data File : BF112807.D

Aca On : 1 Mar 2019 18:38

Operator : JU/SJ

Sample : K1675-01

Misc :

ALS Vial : 18 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:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.162 2221 2223 2229 rVB 63488 70804 1.87% 0.201%
36 15.221 2230 2233 2238 rVB 83445 96772 2.56% 0.275%

37 15.286 2239 2244 2247 rBV 918192 1049156 27.72% 2.981%

Sum of corrected areas: 35193818
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
Data File : BF112807.D

Aca On : 1 Mar 2019 18:38

Operator : JU/SJ

Sample : K1675-01

Misc :

ALS Vial : 18 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 TIC: BF112807.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
Data File : BF112807.D

Aca On : 1 Mar 2019 18:38

Operator : JU/SJ

Sample : K1675-01

Misc :

ALS Vial : 18 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 60.46 ng 3399310 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 752 (6.510 min): BF112807.D (-748) (-) m/z 131.95 100.00%
5000 68
40 % J 620 640 6.60 6.80
54 . . . .
o |7 er [ysms 4 h/7 68.00 43.3%%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

A
LA L L I L L LB |

6.20 6.40 6.60 6.80
m/z 134.00 32.96%

5000

o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 e R maa
104 6.20 6.40 6.60 6.80
5000 m/z 65.95 28.36%
31 5l 8
0 ‘ L1 H (1 . |
e T B e B L w
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R e e A RERRE
57 132 6.20 6.40 6.60 6.80
24 m/z 69.00 17.03%
116
5000 98
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
Data File : BF112807.D

Aca On : 1 Mar 2019 18:38

Operator : JU/SJ

Sample : K1675-01

Misc :

ALS Vial : 18 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 5.68 ng 387442 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 76
5 Estra-1,3,5(10)-trien-17_.beta.-ol 256 C18H240 002529-64-8 30

Abundance Scan 1650 (11.792 min): BF112807.D (-1645) (-) m/z 72.95 100.00%

43 60 73

5000 129

i

213
185 LINL I N N O B O N
““ 1437171 oo 11.40 11.60 11.80 12.00 12.20
o m/z 60.00 90.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60783

5000 129 TTTT TT T T 11 LI

T T T T f
11.40 11.60 11.80 12.00 12.20

m/z 43.00 88.78%
213
‘J‘“ 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 AR R REE SR eeee e
11.40 11.60 11.80 12.00 12.20
5000 - 129 m/z 55.00 67.94%
‘ 143157 214
oLl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid T
43 60 73 11.40 11.60 11.80 12.00 12.20
m/z 57.00 65.57%
5000 129
29
143 199 242
‘ | 157171185
0..1.5,.‘a..‘i:‘.. R e s e
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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
Data File : BF112807.D

Aca On : 1 Mar 2019 18:38

Operator : JU/SJ

Sample : K1675-01

Misc :

ALS Vial : 18 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 Dichloroacetic acid, heptad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.73 3.79 ng 295894 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 95
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
3 n-Nonadecanol-1 284 C19H400 001454-84-8 94
4 2- Chloropropionic acid. octadec... 360 C21H41Cl102 088104-31-8 94
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
Abundance Scan 1979 (13.727 min): BF112807.D (-1975) (-) m/z 57.00 100.00%

7 83

5000

=

230 LI e
13.40 13.60 13.80 14.00

m/z 55.00 98.63%

139154 181 200

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #194133: Dichloroacetic acid, heptadecy! ester

%

5000

13.40 13.60 13.80 14.00
m/z 43.00  97.50%

o 154169 191 210 238 266 295

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #164113: Trifluoroacetic acid, pentadecy! ester

97
83

:

13.40 13.60 13.80 14.00
m/z 83.00 83.64%

5000
o 2 154 182 210 937 255 306
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131391: n-Nonadecanol-1 R R e
55 83 13.40 13.60 13.80 14.00
m/z 69.00 73.10%
5000
29
0 Il L 182 210 238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 40 13. 60 13. 80 14. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
Data File : BF112807.D

Aca On : 1 Mar 2019 18:38

Operator : JU/SJ

Sample : K1675-01

Misc :

ALS Vial : 18 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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.98 2.39 ng 125554 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Heneicosane 296 C21H44 000629-94-7 64
3 Hexacosane 366 C26H54 000630-01-3 60
4 1-Chloroeicosane 316 C20H41cCl 042217-02-7 58
5 Eicosane 282 C20H42 000112-95-8 58
Abundance Scan 2192 (14.980 min): BF112807.D (-2189) (-) m/z 57.00 100.00%
57
5000 8 252
13 14,60 14.80 15.00 15.20
141 169 198 224 - : - :
Y 'I L oo | 2 en R m/z 71.00 74.55%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57
5000 AR AR UL UG R
g5 14 60 14. 80 15. 00 15. 20
29 m/z 43.00 55.62%
o .|.| , J (113 141 169 197 226
m/z--> §o 160 1%0 260 2%0 360 3%0
Abundance #141426: Heneicosane
57
o 14,60 14.80 15.00 15.20
5000 m/z 85.10 51.62%
29 113
oL L LT M 169 107 225 253 296
m/z--> §o 100 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane BRI BLELELEL BLELEL L B ]
57 14.60 14.80 15.00 15.20
m/z 252 .05 41 .63%
5000 85
. i j I i J11}3J 141160 197 225 253 205 323 367
m/z--> 5'0 1(')0 150 2(')0 250 3(')0 350 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF030119\
Data File : BF112807.D

Acq On : 1 Mar 2019 18:38

Operator : JU/SJ

Sample : K1675-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .51 6.51 60.5 ng 3399310 1 6.75 1124540 20.0
n-Hexadecanoic acid 11.79 5.7 ng 387442 4 11.25 1363210 20.0
Dichloroacetic ac... 13.73 3.8 ng 295894 5 13.87 1559930 20.0
Hexadecane 14.98 2.4 ng 125554 6 15.29 1049160 20.0

8270-BF022719.M Mon Mar 04 17:17:02 2019 Page: 8



