LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112753.D

Aca On : 28 Feb 2019 11:05

Operator : JU/SJ

Sample : K1613-03

Misc :

ALS Vial : 3 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 5.357 550 556 559 rBY 3907750 4032999 50.48% 4.089%
2 6.375 724 729 734 rBV 3964946 4389778 54.94% 4.451%
3 6.510 748 752 756 rBVY 4273197 4290936 53.71% 4_.351%
4 6.745 788 792 795 rBVY 1483292 1286364 16.10% 1.304%
5 6.898 814 818 822 rBVY 3643635 3249678 40.67% 3.295%
6 7.298 881 886 889 rBY 2728383 2708190 33.90% 2.746%
7 8.022 1005 1009 1013 rBV 1937973 1590469 19.91% 1.613%
8 9.098 1188 1192 1195 rBV 4753462 4012332 50.22% 4.068%
9 9.486 1255 1258 1261 rBV 268389 215976 2.70% 0.219%
10 9.769 1302 1306 1310 rBvV 1637698 1587234 19.87% 1.609%

11 9.986 1338 1343 1350 rBV 138661 160132 2.00% 0.162%
12 10.551 1435 1439 1443 rBV 2348984 2298355 28.77% 2.330%
13 11.245 1554 1557 1560 rBV 1451166 1345177 16.84% 1.364%
14 11.545 1597 1608 1624 rVB 714334 2511316 31.43% 2.546%
15 11.804 1643 1652 1669 rVB 3241975 5959502 74.59% 6.043%

16 11.922 1669 1672 1675 rBvV4 68901 84027 1.05% 0.085%
17 12.451 1757 1762 1764 rBV2 299040 410011 5.13% 0.416%
18 12.586 1776 1785 1796 rVV 4513201 7989415 100.00% 8.101%
19 12.680 1798 1801 1807 rVB 301182 326855 4._.09% 0.331%
20 12.798 1810 1821 1824 rBV 1713760 4203230 52.61% 4.262%

21 12.833 1824 1827 1830 rVB 3101585 2813944 35.22% 2.853%
22 12.933 1841 1844 1847 rVB 453067 374253 4.68% 0.379%
23 13.304 1901 1907 1911 rBV 467840 506498 6.34% 0.514%
24 13.551 1941 1949 1957 rBV 2508052 5213979 65.26% 5.287%
25 13.733 1977 1980 1985 rVB2 348919 417353 5.22% 0.423%

26 13.874 1999 2004 2007 rBV 3525506 3365536 42.12% 3.412%
27 14.057 2031 2035 2039 rVB 503441 588887 7.37% 0.597%
28 14.151 2044 2051 2061 rBV 2986393 5324499 66.64% 5.399%
29 14.363 2083 2087 2092 rVB 1362843 1476288 18.48% 1.497%
30 14.463 2102 2104 2110 rVB 132389 183948 2.30% 0.187%

31 14.657 2129 2137 2142 rBV 3658110 6465401 80.92% 6.555%
32 14.880 2172 2175 2182 rVB 237754 426970 5.34% 0.433%
33 14.980 2186 2192 2198 rVV 2772452 3681753 46.08% 3.733%
34 15.168 2218 2224 2231 rBV2 1367569 2841036 35.56% 2.881%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112753.D

Aca On : 28 Feb 2019 11:05

Operator : JU/SJ

Sample : K1613-03

Misc :

ALS Vial : 3 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
35 15.221 2231 2233 2239 rVV 234784 269358 3.37% 0.273%
36 15.280 2239 2243 2247 rVV 1135067 1437100 17.99% 1.457%
37 15.339 2247 2253 2266 rVB 2568712 3698650 46.29% 3.750%
38 15.751 2316 2323 2341 rVB 2081687 4123005 51.61% 4.180%
39 16.221 2396 2403 2415 rVB 1005038 1844062 23.08% 1.870%
40 16.457 2438 2443 2453 rVB3 176069 420355 5.26% 0.426%

41 16.768 2491 2496 2504 rBV 255411 501047 6.27% 0.508%

Sum of corrected areas: 98625898
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112753.D

Aca On : 28 Feb 2019 11:05

Operator : JU/SJ

Sample : K1613-03

Misc :

ALS Vial : 3 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: BF112753.D

6.51

4000000 5.36 6.37
6.90

3000000 7.30

2000000
6.75

1000000

I T Rl e i A A A L

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 TIC: BF112753.D

4000000
11.80 12.83

3000000
10.55
12,80

2000000 8.02
9.77 11.25

1000000 11.55
124510 65 293 13.3

9.49 9.99 1.92

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF112753.D

14.66
4000000 13.87

14.15 14.98

15.34
3000000 13.55

15.75

2000000 14.36 15.17

15.28 16.22

1000000
14.08
1373\,Mﬂj 446 L_i?ﬁa : L 16.46 16.77

o7

T I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112753.D

Aca On : 28 Feb 2019 11:05

Operator : JU/SJ

Sample : K1613-03

Misc :

ALS Vial : 3 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 3

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

6.51 66.71 ng 4290940 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 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 752 (6.510 min): BF112753.D (-748) (-) m/z 131.95 100.00%
5000 68
96 ISR SRR R A
40 g J 6.20 6.40 6.60 6.80
|7 e | sus o w77 68.00  42.91%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 IR AR R L SRR
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 33.33%
'J'%I!J!'I'!'JI""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
ISR SRS RS SRR
6.20 6.40 6.60 6.80
5000 67 m/z 66.00 28.34%
41 97
53
Y P
||||“i“||“|‘||‘|“l‘|‘|“|‘ |8|8|‘i |1|O|6||“|||H||||||||||||||||
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! I AREEREEESs sl
57 132 6.20 6.40 6.60 6.80
24 m/z 69.05 16.71%
5000 og M°
N ...,....,.?% .,m97.hq. A 158 ..,.1§?. SN £ S | G
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\BF022819\
Data File : BF112753.D

Aca On : 28 Feb 2019 11:05

Operator : JU/SJ

Sample : K1613-03

Misc :

ALS Vial : 3 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 Dodecanoic acid Concentration Rank 20

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

9.99 2.02 ng 160132 Acenaphthene-d10 9.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 72
3 Undecanoic acid 186 C11H2202 000112-37-8 59
4 Nonanoic acid 158 C9H1802 000112-05-0 53
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 45

Abundance Scan 1344 (9.992 min): BF112753.D (-1338) (-) m/z 73.00 100.00%
60 7B
41
5000
85 129 157
115 B e e e s
101 143 | ™ 185 200 213 9.60 9.80 10.00 10.20 10.40
m/z 60.00 94 _.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #61120: Dodecanoic acid
60 73
43
5000 RARE SRS RABSUNABRR BN
129 157 9.60 9.80 10.00 1020 10.40
29 u5 m/z 41.00 67.02%
|J ‘ 101 143 ‘ 171 200
15 .,.,,| ..||| Al ! O N M
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance #72643. Tridecanoic acid
i3 60 B
9.60 9.80 10.00 10.20 10.40
5000 129 m/z 55.00 62.01%
29 115 171
157 185 214
A5 ALl L W Al ,‘” 1|“13 T N S
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance #50051. Undecanoic acid e e o e,
60 73 9.60 9.80 10.00 10.20 10.40
m/z 43.00 57.93%
5000 43
29 85 129
97 115 186
,,,155,\,\ L, ,H,;‘u IW,,,ulwmwllm‘” \,”1;‘37,153,9, TN o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.60 9.80 10.00 1020 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112753.D

Aca On : 28 Feb 2019 11:05

Operator : JU/SJ

Sample : K1613-03

Misc :

ALS Vial : 3 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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.80 88.61 ng 5959500 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 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 93
5 Tetradecanoic acid 228 C14H2802 000544-63-8 87

Abundance Scan 1651 (11.798 min): BF112753.D (-1643) (-) m/z 73.00 100.00%

4 3

%

5000 129
97 213 B B i o o B
115
143197171185, oo 227041256 g4 11.40 11.60 11.80 12.00 12.20
m/z 43.00 95.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 0
5000 129 LR B LR B T

11,40 11,60 11.80 12.00 12.20
m/z 60.00 89.56%

213
143157171185199

I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #72647: Tridecanoic acid
73
| BB BEERNEEEE R
43 5 11.40 11.60 11.80 12.00 12.20
5000] o 129 m/z 57.00 74.61%
115 171
214
L) [ [ e
| H\ Hlm |‘l‘|| 1l ‘ \\ | ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

F

Abundance #131261: Octadecanoic acid e S
43 57 78 11.40 11.60 11.80 12.00 12.20
m/z 41.00 70.27%
5000 129
185 241 284
1 M' 143157171

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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\BF022819\
Data File : BF112753.D

Aca On : 28 Feb 2019 11:05

Operator : JU/SJ

Sample : K1613-03

Misc :

ALS Vial : 3 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 6 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.59 47.48 ng 7989420 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1786 (12.592 min): BF112753.D (-1776) (-) m/z 73.00 100.00%
48 73 1
57
5000
—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—r
12.20 12.40 12.60 12.80 13.00
RAREmsa Lo m/z 43.00 96.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
4 57 713
5000 129 LANLINLILI LI LB L L LI LB
12 20 12. 40 12 60 12. 80 13. 00
m/z 60.00 83.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 73
5]
12.20 12.40 12.60 12.80 13.00
5000 129 m/z 57.00 80.87%
29
el L.U,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid e
73 12.20 12.40 12.60 12.80 13.00
43 m/z 55.00 72 .34%
5
5000 129
9 ‘ ; 185 228
115 | 143 171
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1220 1240 1260 1280 1300
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112753.D

Aca On : 28 Feb 2019 11:05

Operator : JU/SJ

Sample : K1613-03

Misc :

ALS Vial : 3 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 Phthalic acid, butyl 2-ethy... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

12,03 2.22ng 374253  Chrysene-di2 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Phthalic acid. butvl 2-ethylbuty... 306 C18H2604 1000356-89-0 90
2 1.2-Benzenedicarboxvlic acid. bu... 334 C20H3004 000085-69-8 87

3 Phthalic acid. butvl dodecvl ester 390 C24H3804 1000308-93-9 86
4 Phthalic acid. butvyl hexvl ester 306 C18H2604 1000308-99-5 86
5 Phthalic acid, butyl 8-chlorooct... 368 C20H29CI104 1000356-85-9 83

Abundance Scan 1843 (12.927 min): BF112753.D (-1841) (-) m/z 149.00 100.00%
149
5000
41 57 12,60 12.80 13.00 13.20
83 104121 167185 205223 . . .
Obprrer el bt i8S A 24 e M/Z 41.00  11.54%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #149588: Phthalic acid, butyl 2-ethylbutyl ester
149
12.60 12.80 13.00 13.20
m/z 57.00 10.97%
2 43 65 84 104121 167 20522|3 251

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

F

Abundance #172657: 1,2-Benzenedicarboxylic acid, butyl 2-ethylhexyl ...
149
AR s S
12.60 12.80 13.00 13.20
5000 m/z 70.05 10.78%
223
AL 70 10495 167 205 1 279
AT R e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #207674: Phthalic acid, butyl dodecy! ester R R e AR
149 12.60 12.80 13.00 13.20
m/z 149.95 9.53%
5000

41 57 76 104121

167 2052%3 251 335

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

E

12.60 12.80 13.00 13.20

8270-BF022719.M Fri Mar
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112753.D

Aca On : 28 Feb 2019 11:05

Operator : JU/SJ

Sample : K1613-03

Misc :

ALS Vial : 3 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 9 Cyclohexadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.73 2.48 ng 417353 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 99
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 5-Octadecene. (E)- 252 C18H36 007206-21-5 93
4 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 91
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
Abundance Scan 1979 (13.727 min): BF112753.D (-1977) (-) m/z 57.00 100.00%
57 83
5000
111

13.40 13.60 13.80 14.00
1 1 138 167189212 246267
A B B8 AeTse212 2a6207 | Tm/z 43.00  86.74%

m/z--> 50 100 150 200 250 300 350 400
Abundance #81246: Cyclohexadecane
55 g3
5000 L B O N
29 11 13. 40 13. 60 13. 80 14.00

m/z 55.00 85.93%

224
| | [239 167 196 22

m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
T
83 13.40 13.60 13.80 14.00
5000 m/z 83.00 78.60%
111
29 6
L1 J || 130 1 210238 o83 434
i i L e e I B e e o e e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #104186: 5-Octadecene, (E)- B REME e R
55 13.40 13.60 13.80 14.00
m/z 69.00 70.63%
83
5000
29 111
J L J139 168 195 224 252
m/z--> 50 100 150 200 250 300 350 400 13. 40 13. 60 13. 80 14. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112753.D

Aca On : 28 Feb 2019 11:05

Operator : JU/SJ

Sample : K1613-03

Misc :

ALS Vial : 3 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 10 Hexacosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14 .06 3.50 ng 588887 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Eicosane 282 C20H42 000112-95-8 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 2036 (14.063 min): BF112753.D (-2031) (-) m/z 57.00 100.00%

57
5000 85

11 13 80 14.00 14.20 14.40
141 169 217
...3.,. Iﬂl D) o L B3 S S— m/z 71.05 65.57%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
85

5000
~ "13180 1400 14.20 1440
m/z 43.00 57.80%

29
Pl 11}3‘1§1 169 197 225 253 205 323 367
el e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57

13.80 14. 00 14. 20 14.40

85

5000 m/z 85.10 50.44%
29 113
UL LT 141 160 197 205 253 206
e I e B e e e IR A e e e o e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57 13 80 14.00 14.20 14.40

m/z 55.00 21.05%

113
29 | 7724 169 197 225 267 295 365 393

m/z--> 50 100 150 200 250 300 350 13. 80 14. 00 14. 20 14. 40

8270-BF022719.M Fri Mar 01 16:54:44 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112753.D

Aca On : 28 Feb 2019 11:05

Operator : JU/SJ

Sample : K1613-03

Misc :

ALS Vial : 3 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 11 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

14.15 31.64 ng 5324500 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 87
Abundance Scan 2051 (14.151 min): BF112753.D (-2044) (-) m/z 57.00 100.00%

g7
5000 85
113 mmmmmmmm
141

ol 31 ll .| Ay 109 107 225 253 295 323 365 | sz 71.05  67.74%

T T
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rr

5000
13.80 14.00 14.20 14.40
m/z 43.00 60.47%

29 113
| I ] L 141 (169 197 225 253 2%
L T A e e e e e B BRI
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57

13 80 14. 00 14 20 14.40

5000 85 m/z 85.10 50.81%
29
|| (11 141 169 197 225 253 281 309 337 365 394
et e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57 13.80 14.00 14.20 14.40

m/z 55.00 22 .58%

h | M,\/MJ
113
37 ) ) 0,141 169 197 239 267 204 323 352

IIII‘I‘I‘IIIII\‘I‘IIIIIIIIIIIIIIIIIIIIIIIIIIII IIIII IIIIIIIIIIIIIII

m/z--> 50 100 150 200 250 300 350 13 80 14.00 14.20 14.40

8270-BF022719.M Fri Mar 01 16:54:45 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112753.D

Aca On : 28 Feb 2019 11:05

Operator : JU/SJ

Sample : K1613-03

Misc :

ALS Vial : 3 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 12 Heptadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.36 8.77 ng 1476290 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Pentadecane 212 C15H32 000629-62-9 87
5 Octacosane 394 C28H58 000630-02-4 83
Abundance Scan 2087 (14.363 min): BF112753.D (-2083) (-) m/z 57.00 100.00%
g7
5000 85
113 14.00 14.20 14.40 14.60
141
- 1] {169 197 225 253 280 310 341 368 | sz 71 10  65.65%
m/z--> 50 150 200 250 300 350
Abundance #94344: Heptadecane
57
5000 85

14.00 14.20 14.40 14.60
m/z 43.00 61.81%

29
| | (113 141 169 197 240
et e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
R R N EEREaa e
14.00 14.20 14.40 14.60
5000 85 m/z 85.10 49.63%
29 113
;. i | ‘Ji 1,141 169 197 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 14.00 14.20 14.40 14.60
m/z 55.00 23.10%
85
5000
29 113
LU 77 M1 169 107 225 253 296
et T T T T
m/z--> 50 100 150 200 250 300 350 14. 00 14. 20 14. 40 14.60

8270-BF022719.M Fri Mar 01 16:54:45 2019

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112753.D

Aca On : 28 Feb 2019 11:05

Operator : JU/SJ

Sample : K1613-03

Misc :

ALS Vial : 3 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 15 Tetracosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.17 39.54 ng 2841040 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heneicosane 296 C21H44 000629-94-7 87
3 Octacosane 394 C28H58 000630-02-4 87
4 1-lodo-2-methvlundecane 296 C12H25l1 073105-67-6 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2224 (15.168 min): BF112753.D (-2218) (-) m/z 57.00 100.00%
57
5000 85
3 i |113 141 169 197 224 i 280 309 337360379 14.80 1500 1520 15.40
ol 3 b b W a7 109 197 224 [ 280 309 337360379 | n/7 71.05  67.83%
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane
57
85
5000
14.80 15.00 15.20 15.40
113 m/z 43.00 57.23%
| ) 241,169 107 225 253 281 309 338
m/z--> 55 160 150 260 250 360 3%0 '
Abundance #141426: Heneicosane
57
o 14,80 15.00 15.20 15.40
5000 m/z 85.10 51.85%
29 113
UL )y i) 241 169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #209566: Octacosane
57 14.80 15.00 15.20 15.40
m/z 55.00 20.88%
5000 85
29
T || (11 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 14%0 1sbo 1520 1520 '

8270-BF022719.M Fri Mar 01 16:54:46 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112753.D

Aca On : 28 Feb 2019 11:05

Operator : JU/SJ

Sample : K1613-03

Misc :

ALS Vial : 3 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 16 Heptadecane, 9-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.34 51.47 ng 3698650 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 92
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 90
Abundance Scan 2253 (15.339 min): BF112753.D (-2247) (-) m/z 57.00 100.00%
57
5000 85
113 15.00 15.20 15.40 15.60
141
ol 3t LA LTI 1,109 197 205 266288300 337 365 | s 7110 65.66%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85

15.00 15.20 15.40 15.60
m/z 43.00 60.71%

113 239
s | § {77,169 107 5P 267 04 323 352
ﬂ—rﬁ,... ey L B
mz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
R e
15.00 15.20 15.40 15.60
5000 85 m/z 85.10 49.09%
29 113
g i |l |77, 141 169 197 225 253 295 323 367
T e
mz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57 15.00 15.20 15.40 15.60
m/z 55.00 21.99%
5000 85
29
‘ ] | (M3 141 169 197 225 253 281 309 337 365 394

T
m/z--> 50 100 150 200 250 300 350 15. 00 15. 20 15. 40 15.60

8270-BF022719.M Fri Mar 01 16:54:46 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112753.D

Aca On : 28 Feb 2019 11:05

Operator : JU/SJ

Sample : K1613-03

Misc :

ALS Vial : 3 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 17 Docosane, 11-butyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.75 57.38 ng 4123010 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 11-butvl- 366 C26H54 013475-76-8 95
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 94
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
4 Docosane. 9-butvl- 366 C26H54 055282-14-9 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2323 (15.751 min): BF112753.D (-2316) (-) m/z 57.00 100.00%

5000

L)L

141 169 1540 15,60 1580 1600
o 197 225 253 280 309 337356 379 7y 71 0B 67 510

m/z--> 50 100 150 200 250 300 350
Abundance #194500: Docosane, 11-butyl-
57
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rr

5000
8 15.40 15.60 15.80 16.00
m/z 43.00 58.05%

113
391 d (141,169 210 239 267 399 336 366
L T . ™ e e
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57

15. 40 15. 60 15. 80 16.00

5000 85 m/z 85.05 51.63%
113 154
3L “{Jl 133 [ 1183 211 239 281
L L e B e e e e e e B A
m/z--> 50 100 150 200 250 300 350
Abundance #141433: Pentadecane, 8-hexyl-
a3 15.40 15.60 15.80 16.00

m/z 55.00 20.89%

71
5000
99 196
a J | 127 155 | 225 252_280

i

I
m/z--> 50 100 150 200 250 300 350 15. 40 15. 60 15. 80 16. 00

8270-BF022719.M Fri Mar 01 16:54:46 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112753.D

Aca On : 28 Feb 2019 11:05

Operator : JU/SJ

Sample : K1613-03

Misc :

ALS Vial : 3 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 18 Pentadecane, 8-hexyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.22 25.66 ng 1844060 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
3 Octadecane 254 C18H38 000593-45-3 93
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2403 (16.221 min): BF112753.D (-2396) (-) m/z 57.00 100.00%
g7
5000 85 /k
141 16.00 16.20 16.40 16.60
o34 || “ L7 109 197 225 253 285 314 361 379 | nzu 71,10 67.49%
m/z--> 50 100 150 200 250 300 350
Abundance #141433: Pentadecane, 8-hexyl-
43
71
16.00 16.20 16.40 16.60
l 196 m/z 43.00 57.90%
AT s s
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57
" 16.00 16,20 16.40 16.60
5000 85 m/z 85.10 50.51%
33 I IL | leﬁ3131 1?4 1183 211 239 281
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane I B N B B B B A
57 16.00 16.20 16.40 16.60
m/z 55.00 22 .25%
5000 85
29
PLg g gHs 141 160 197 205 254
m/z--> 50 100 150 200 25'30 300 350 16.00 16.20 16.40 16.60

8270-BF022719.M Fri Mar 01 16:54:47 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112753.D

Aca On : 28 Feb 2019 11:05

Operator : JU/SJ

Sample : K1613-03

Misc :

ALS Vial : 3 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 20 Octadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.77 6.97 ng 501047 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
3 Heneicosane 296 C21H44 000629-94-7 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2496 (16.768 min): BF112753.D (-2491) (-) m/z 57.00 100.00%
57
5000 ¥ J\/L
141 16.40 16.60 16.80 17.00
o3 ,I. - l| Ly 109 197216 238 267287 312 337356 | 7, 7100  65.70%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
5000 85 L DU PR DAL BUARL B
16. 40 16. 60 16 80 17.00
29 m/z 43.00 55.07%
m/z--> 55 160 150 200 250 300 3éo
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
16.40 16.60 16,80 17.00
5000 85 m/z 85.00 48 .96%
A h I, ‘|1}3 (141 183 211 239 267 296
m/z--> 55 160 150 200 250 360 3%0
Abundance #141426: Heneicosane L B o
57 16.40 16.60 16.80 17.00
m/z 55.00 22 .54%
85
2000 \“/\/\“’H/LA#\W«
29 113
| J Ll || 141 169 197 225 253 296
m/z--> 50 100 150 260 250 360 3éo 1640 1660 1680 1700 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF022819\
Data File : BF112753.D

Acq On : 28 Feb 2019 11:05

Operator : JU/SJ

Sample : K1613-03

Misc :

ALS Vial : 3 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 66.7 ng 4290940 1 6.75 1286360 20.0
Dodecanoic acid 9.99 2.0 ng 160132 3 9.77 1587230 20.0
n-Hexadecanoic acid 11.80 88.6 ng 5959500 4 11.25 1345180 20.0
Octadecanoic acid 12.59 47.5 ng 7989420 5 13.87 3365540 20.0
Phthalic acid, bu... 12.93 2.2 ng 374253 5 13.87 3365540 20.0
Cyclohexadecane 13.73 2.5 ng 417353 5 13.87 3365540 20.0
Hexacosane 14.06 3.5 ng 588887 5 13.87 3365540 20.0
Heneicosane 14.15 31.6 ng 5324500 5 13.87 3365540 20.0
Heptadecane 14.36 8.8 ng 1476290 5 13.87 3365540 20.0
Tetracosane 15.17 39.5 ng 2841040 6 15.29 1437100 20.0
Heptadecane, 9-oc... 15.34 51.5 ng 3698650 6 15.29 1437100 20.0
Docosane, 11-butyl- 15.75 57.4 ng 4123010 6 15.29 1437100 20.0
Pentadecane, 8-he... 16.22 25.7 ng 1844060 6 15.29 1437100 20.0
Octadecane 16.77 7.0 ng 501047 6 15.29 1437100 20.0
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