LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097395.D

Aca On : 5 Aug 2017 14:17

Operator : SJ/JU

Sample : 14584-01 5X

Misc :

ALS Vial : 6 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:\HPCHEM1I\BNA F\METHODS\8270-BF072517.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

4_.551 466 470 475 rBvV2 11095 18219 2.15% 0.259%
5.045 551 554 569 rBvV 43343 96796 11.40% 1.378%
rBv 46921 102640 12.08% 1.461%
6.216 750 753 760 rVvB 79971 114401 13.47% 1.628%
6.422 785 788 799 rBV 664229 590909 69.57% 8.411%
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6 6.581 812 815 825 rBV 75611 79941 9.41% 1.138%
7 7.004 885 887 897 rBvV 50074 81632 9.61% 1.162%
8 7.704 1003 1006 1017 rBV 862744 838856 98.76% 11.941%
9 8.786 1186 1190 1197 rBV 126476 118037 13.90% 1.680%
10 8.886 1202 1207 1211 rBV 12857 13942 1.64% 0.198%
11 9.192 1256 1259 1263 rBV2 12656 15264 1.80% 0.217%
12 9.410 1292 1296 1299 rBV 20565 18718 2.20% 0.266%
13 9.451 1299 1303 1312 rVB 914229 849359 100.00% 12.090%
14 9.880 1372 1376 1378 rBV 54127 45391 5.34% 0.646%
15 9.904 1378 1380 1383 rVB 24756 18188 2.14% 0.259%
16 10.121 1414 1417 1420 rBV 6909 9235 1.09% 0.131%
17 10.239 1434 1437 1442 rBV 56009 53089 6.25% 0.756%
18 10.374 1456 1460 1467 rVB 29226 35931 4.23% 0.511%
19 10.816 1532 1535 1538 rBV2 31807 29381 3.46% 0.418%
20 10.921 1549 1553 1562 rVB 825275 759514 89.42% 10.811%
21 11.239 1603 1607 1613 rBV 38690 36826 4_.34% 0.524%
22 11.339 1621 1624 1627 rVB2 18722 14747 1.74% 0.210%
23 11.404 1632 1635 1638 rBv4 5165 10251 1.21% 0.146%
24 11.539 1655 1658 1660 rBV2 7382 8856 1.04% 0.126%
25 11.645 1673 1676 1681 rBV 48887 46184 5.44% 0.657%
26 11.810 1697 1704 1707 rBV7 6957 15140 1.78% 0.216%
27 11.892 1715 1718 1721 rBV4 6961 8854 1.04% 0.126%
28 11.921 1721 1723 1728 rVB5 7272 12420 1.46% 0.177%
29 12.033 1736 1742 1745 rBV2 74603 116000 13.66% 1.651%
30 12.133 1754 1759 1761 rBv4 14202 14825 1.75% 0.211%
31 12.357 1793 1797 1802 rBV6 7448 12135 1.43% 0.173%
32 12.398 1802 1804 1807 rVV 74677 65485 7.71% 0.932%
33 12.498 1818 1821 1825 rBV 128225 113907 13.41% 1.621%
34 12.751 1859 1864 1868 rBV 87390 91212 10.74% 1.298%

8270-BF072517.M Mon Aug 07 16:29:10 2017 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097395.D

Aca On : 5 Aug 2017 14:17

Operator : SJ/JU

Sample : 14584-01 5X

Misc :

ALS Vial : 6 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:\HPCHEM1I\BNA F\METHODS\8270-BF072517 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.874 1883 1885 1888 rVB4 13875 12201 1.44% 0.174%
36 13.004 1904 1907 1911 rVB5 10504 10410 1.23% 0.148%
37 13.092 1919 1922 1925 rBV 99287 89338 10.52% 1.272%
38 13.210 1938 1942 1944 rBV2 12677 14893 1.75% 0.212%
39 13.286 1953 1955 1956 rBV2 11173 9012 1.06% 0.128%

40 13.421 1974 1978 1983 rVB 105851 111788 13.16% 1.591%

41 13.539 1994 1998 2007 rBV 565546 600814 70.74% 8.552%

42 13.651 2015 2017 2022 rVB6 12703 14459 1.70% 0.206%
43 13.733 2025 2031 2040 rVvVv 110083 144303 16.99% 2.054%
44 13.886 2055 2057 2060 rBV4 10682 9519 1.12% 0.135%
45 13.915 2060 2062 2067 rVB6 15630 19833 2.34% 0.282%
46 14.039 2079 2083 2088 rVB 110962 132064 15.55% 1.880%
47 14.133 2096 2099 2100 rBV3 23427 25141 2.96% 0.358%
48 14.327 2129 2132 2135 rBVY 111417 98024 11.54% 1.395%
49 14.609 2177 2180 2184 rBV 97857 98486 11.60% 1.402%

50 14.880 2222 2226 2230 rBV 442305 524804 61.79% 7.470%

51 14.915 2230 2232 2237 rVB 120419 132487 15.60% 1.886%
52 15.262 2287 2291 2295 rBV2 99558 152919 18.00% 2.177%
53 15.421 2315 2318 2325 rVBS8 38337 67764 7.98% 0.965%
54 15.545 2337 2339 2341 rBV2 17208 13775 1.62% 0.196%
55 15.656 2354 2358 2364 rVB 78623 113512 13.36% 1.616%

56 16.121 2431 2437 2440 rBvV4 54479 104063 12.25% 1.481%

57 16.615 2519 2521 2523 rBV3 14081 11352 1.34% 0.162%

58 18.039 2760 2763 2770 rBV7 22865 42930 5.05% 0.611%

59 18.686 2871 2873 2875 rBV3 13889 14975 1.76% 0.213%
Sum of corrected areas: 7025151
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097395.D

Aca On : 5 Aug 2017 14:17

Operator : SJ/JU

Sample : 14584-01 5X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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: BF097395.D

800000
6.42
600000

400000

200000

5.05 6.13

4.55

e S AU
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF097395.D
70 9(45

10.92
800000
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600000

400000
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0 L ﬂg@ 9.19 9AL 9%.‘09%10.110'%.37 10.82L

A P
LI N R B B N B B Bt S S O R R Y N B D B I BN B B B B B B T T T T ] T T T T [ T T T T [ T T T T [ T T 17T

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: BF097395.D

800000

600000 14.88

400000

1492
200000{ 15 73 14.04 14.33 14.61 1826

413 15.f§.5 16.12

1 16,82 18,04 18,69

3.

O

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097395.D

Aca On : 5 Aug 2017 14:17

Operator : SJ/JU

Sample : 14584-01 5X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknown6.22 Concentration Rank 6

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

6.22 3.87 ng 114401 1,4-Dichlorobenzene-d4 6.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 30
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10

Abundance Scan 754 (6.222 min): BF097395.D (-750) (-) m/z 132.10 100.00%
13%.1
5000 68.0
w0 540 | 9‘1-1 580 6.00 6.20 6.40 6.60
S O AN 1 O (NN TN | NN m/z 68.00 36.80%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R L UL R
5.80 6.00 6.20 6.40 6.60
210 510 m/z 134.00 31.15%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
580 6.00 6.20 6.40 6.60
5000 m/z 66.00 21.71%
33.0 44.0 0.0 105.0
0'"'P"'I"'W"'é??"'{'”g?P'”I""I'”'I%%qpl"”l""I'
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal 3 L
132.0 5.80 6.00 6.20 6.40 6.60
m/z 96.10 15.14%
5000 67.0
41.0 97.0
‘ 79.0 117.0
m/z--> 30 50 60 70 80 90 100 110 120 130 140 580 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097395.D

Aca On : 5 Aug 2017 14:17

Operator : SJ/JU

Sample : 14584-01 5X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Pentadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.03 3.05 ng 116000 Phenanthrene-d10 10.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 80
2 Dodecane 170 C12H26 000112-40-3 80
3 Octadecane 254 C18H38 000593-45-3 80
4 Sulfurous acid. butyl tridecvl e... 320 C17H3603S 1000309-18-0 80
5 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1000309-18-1 80
Abundance Scan 1741 (12.027 min): BF097395.D (-1736) (-) m/z 57.05 100.00%
5%.0
5000
1131 1411 11180 12.00 12.20 12.40
0! m/z 43.05 63.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71394: Pentadecane
57.0
5000 RN UL SULBLS BB B
85.0 1180 12100 1220 12.40
20.0 m/z 71.10 48 .11%
0 L L | ﬁ@@mmlmo 2no
m/z--> ﬁo 45 eb éo 160 150 140 160 180 200 220 250 2éo
Abundance
57.0 s
"' 11180 12.00 12.20 12.40
5000 m/z 85.05 35.83%
85.0
29.0
112.0 141 1700
e R S AR R S LA RARS SRR SRS LRSS RAAR BN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 LWJ
Abundance #105884: Octadecane A e e B S
57.0 11.80 12.00 12.20 12.40
m/z 55.05 29.99Y%
5000 85.0
29.0
oo etk o D 1410 1690 1970 2250 2540
m/z--> ﬁo 45 eb éo 160 150 150 160 180 200 220 250 2éo 11. 80 12. oo 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097395.D

Aca On : 5 Aug 2017 14:17

Operator : SJ/JU

Sample : 14584-01 5X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Heneicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.40 2.18 ng 65485 Chrysene-di12 13.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 90
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 1804 (12.398 min): BF097395.D (-1802) (-) m/z 57.05 100.00%
57.0
5000
85.0
113.1 12.00 12.20 12.40 12.60 12.80
155.0
0 |,' A Wl 20 2o m/z 43.05 71.14%
m/z--> 50 100 150 200 250 300
Abundance #141425: Heneicosane
57.0
5000 AR SRR R
85.0 12100 1220 12,40 12.60 12.80
29.0 m/z 71.05 54 _24%
. | h | [130141.0160.0107.0225.0253.0  296.0
m/z--> éo 160 1%0 260 2éo 360
Abundance
57.0
12.00 12.20 12.40 12.60 12.80
5000 85.0 m/z 85.05 34_47%
29.0
o 113.0 141.0169.0 197.0 225.0 253.0 281.0 309.0 338.0
m/z--> éo 160 1%0 260 2éo 360
Abundance #94345: Heptadecane LSS I L LN N
57.0 12.00 12.20 12.40 12.60 12.80
m/z 41.00 26.04%
5000 85.0
29.0
m/z--> 5'0 1(')0 1&1,0 2(')0 250 3(')0 12.'00 12.'20 12.'40 12.|60 12.I80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097395.D

Aca On : 5 Aug 2017 14:17

Operator : SJ/JU

Sample : 14584-01 5X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.75 3.04 ng 91212 Chrysene-di12 13.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Docosane 310 C22H46 000629-97-0 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 1864 (12.751 min): BF097395.D (-1859) (-) m/z 57.05 100.00%
57.0
5000 85.0 va»
I o
113.1 12.40 12.60 12.80 13.00
141.1
o...\,-.l W) 177020802391 “m/z 43.00 63.07%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0 kﬂh
5000 SRR AR SRS
85.0 12:40 12,60 12.80 13.00
m/z 71.10 59.80%
0 Z%O‘ | | | 113.0141.0169.0197.0225.0253.0281.0 323.0351.0380.0
m/z--> 50 160 150 200 250 300 350
Abundance
57.0
12.40 1260 12.80 13.00
0
5000 85.0 m/z 85.05 35.92%
29.0
o 113.0141.0169.0197.0 240.0
m/z--> 50 100 150 200 250 300 350
Abundance #153222: Docosane R B EEe E e T
57.0 12.40 12.60 12.80 13.00
m/z 41.05 31.79%
5000 85.0
. 290/ | | 1130141.0160.0197.0225.0253.0281,0310.0
m/z--> 50 100 @ 200 250 300 350 12.40 12,60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097395.D

Aca On : 5 Aug 2017 14:17

Operator : SJ/JU

Sample : 14584-01 5X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Octacosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.42 3.72 ng 111788 Chrysene-di12 13.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Eilcosane 282 C20H42 000112-95-8 87
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 1978 (13.421 min): BF097395.D (-1974) (-) m/z 57.10 100.00%
57.1
5000
99.1 "'1320 13.40 13.60 13.80
149.1
ol | Al b a S, B 28500 m/z 43.05  63.40%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 USRI B SN I
13.20 13.40 13.60 13.80
99.0 m/z 71.10 55.88%
o 27,0 h | ||, 1410 1830 2250 281.0 337.0 394.0
m/z--> 55 160 1%0 260 250 360 3éo
Abundance
57.0
"'1320 13.40 13.60 13.80
5000 m/z 85.05 34 .85%
0 27.0 990 1410 1830 2050 2820
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #185535: Heptadecane, 9-octyl- A L M e
57.0 13.20 13.40 13.60 13.80
m/z 41.00 20.80%
5000
.0
oL l ] .Li | ) 1410 1830  *%680 3080 3520
m/z--> 5'0 1(')0 1&1;0 2(')0 250 300 3&'30 ' 13.'20 13.'40 13.I60 13.|80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097395.D

Aca On : 5 Aug 2017 14:17

Operator : SJ/JU

Sample : 14584-01 5X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Tetradecane, 3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.73 4.80 ng 144303 Chrysene-di12 13.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. 3-methvl- 212 C15H32 018435-22-8 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Heptacosane 380 C27H56 000593-49-7 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2030 (13.727 min): BF097395.D (-2025) (-) m/z 57.00 100.00%
5%.0
5000 l
13.40 13.60 13.80 14.00
155.1 1951 2312
o...-,J.-' ll g et a0 56.06%
m/z--> 50 100 150 200 250 300 350
Abundance #71401: Tetradecane, 3-methyl-
57.0
5000 RS LR IR
13. 40 13. 60 13. 80 14.00
270‘ Pgo 183.0 m/z 71.10 50.19%
oo Lm0 a0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
13.40 13.60 13.80 14.00
5000 m/z 85.10 35.08%
99.0
o 27,0 1410 183.0 225.0 267.0 309.0338.0
m/z--> 55 160 150 260 250 360 3éo
Abundance #209566: Octacosane e e
57.0 13.40 13.60 13.80 14.00
m/z 55.00 23.00%
5000
99.0
o 27,0 M I} H , 1410 183.0 2250 281.0 337.0 394.0
m/z--> % m J& 2& 250 3& 350 ' anmnmmm'
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097395.D

Aca On : 5 Aug 2017 14:17

Operator : SJ/JU

Sample : 14584-01 5X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.61 3.75 ng 98486 Perylene-di12 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Tridecane 184 C13H28 000629-50-5 86
3 Heneicosane 296 C21H44 000629-94-7 83
4 Heptacosane 380 C27H56 000593-49-7 83
5 Hexadecane 226 C16H34 000544-76-3 80
Abundance Scan 2180 (14.609 min): BF097395.D (-2177) (-) m/z 57.05 100.00%
5%.0
5000 85.0
1131 1551 14.20 14.40 14.60 14.80 15.00
) — | g 75 JSprasra 2431 2822 8653 7 4370 58.63%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 AR AR BRI DU B
85.0 mmmmmmmmmm
29.0 m/z 71.10 56.04%
o | 2130141.0160.0197.0225.0253,0282.0
m/z--> 55 160 1%0 260 2%0 360 3%0
Abundance
57.0
14:20 14.40 14.60 14.80 15.00
5000 m/z 85.05 40.53%
85.0
29.0
o 113.0141.0 184.0
m/z--> 55 160 1%0 260 250 300 3%0
Abundance #141425: Heneicosane A B o
57.0 14.20 14.40 14.60 14.80 15.00
m/z 41.00 21.90%
5000 85.0
29.0
L1 M |y [309141.0160.0107.0225.0253.0  296.0
m/z--> % ﬁo 1% 2& ﬁ) ﬁo 350 mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097395.D

Aca On : 5 Aug 2017 14:17

Operator : SJ/JU

Sample : 14584-01 5X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Heptacosane, l1-chloro- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

15.26 5.83 ng 152919 Perylene-d12 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane. l-chloro- 414 C27H55CI 062016-79-9 87
2 Heptacosane 380 C27H56 000593-49-7 86
3 Hentriacontane 437 C31H64 000630-04-6 86
4 Eicosane 282 C20H42 000112-95-8 83
5 Heneicosane 296 C21H44 000629-94-7 83

Abundance Scan 2291 (15.262 min): BF097395.D (-2287) (-) m/z 57.10 100.00%

57.1
5000

15.00 15.20 15.40 15.60

7.0
F“ (133.0 1821 232.0 285.1

—

ot b 20, 1021 2920 2851 m/z 43.05 60.28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217413: Heptacosane, 1-chloro-
57.0
5000 LN L L L LB L

15.00 15.20 15.40 15.60
‘ m/z 71.10 51.52%

ol L || | ‘H L 1410 183.0217.0  273.0309.0343.0378.0414.0
e e e

miz--> 50 150 200 250 300 350 400
Abundance
57.0
e I S
15.00 15.20 15.40 15.60
5000 m/z 85.10 37.12%
99.0
0150 141.0 183.0 225.0 267.0 3090 3800
2 O
miz--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane e RARE Bam e
57.0 15.00 15.20 15.40 15.60
m/z 55.00 18.38%
5000
9.0
ol | 141.0 183.0 2250 267.0 309.0 3510 3930 436.0
e A N i A RA A s o e
miz--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097395.D

Aca On : 5 Aug 2017 14:17

Operator : SJ/JU

Sample : 14584-01 5X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 13 unknownl5.42 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.42 2.58 ng 67764 Perylene-di12 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indole-2-carboxvlic acid. 6-meth... 191 C10H9NO3 016732-73-3 25
2 Pvridol3.4-dlpvridazin-1(2H)-one... 191 C8H9N50 1000263-69-7 15
3 5-Methoxv-.alpha...alpha...alpha... 191 C8H8F3NO 000349-55-3 11
4 4-Fluoro-3-trifluoromethvlbenzoi... 390 C21H30F402 1000338-67-7 10
5 2-Fluoro-5-trifluoromethylbenzoi... 390 C21H30F402 1000338-62-3 10
Abundance Scan 2318 (15.421 min): BF097395.D (-2315) (-) m/z 191.15 100.00%
191.2
81.0
5000 109.1

21r.2 15.20 15.40 15.60 15.80

253.0275.2

0 m/z 177.15 53.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53642: Indole-2-carboxylic acid, 6-methoxy-
144.0 191.0

15.20 15.40 15.60 15.80
m/z 81.00 53.11%

5000

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
191.0
R B e
420 o 15.20 15.40 15.60 15.80
5000 910 m/z 109.05 50.93%
133.0 162.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53985: 5-Methoxy-.alpha.,.alpha.,.alpha.-trifluoro-m-tolu... N B B !
191.0 15.20 15.40 15.60 15.80
m/z 123.15 46.85%
5000
161.0
63 O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15. 40 15. 60 15. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097395.D

Aca On : 5 Aug 2017 14:17

Operator : SJ/JU

Sample : 14584-01 5X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Sulfurous acid, butyl tride... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.66 4.33 ng 113512 Perylene-di12 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl tridecvl e... 320 C17H3603S 1000309-18-0 86
2 Hentriacontane 437 C31H64 000630-04-6 80
3 Pentacosane 352 C25H52 000629-99-2 80
4 Hexacosane 366 C26H54 000630-01-3 80
5 Tetracosane 338 C24H50 000646-31-1 72
Abundance Scan 2359 (15.662 min): BF097395.D (-2354) (-) m/z 57.10 100.00%
57.1
5000
Pt 15.40 15.60 15.80 16.00
141.9 2111 283.2 : : : :
0...,....“i"'""‘%?5‘:'['|"'.'..,...'.,....,....,...., m/z 43.10 60.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #161090: Sulfurous acid, butyl tridecy! ester
57.0
5000 L UM SRR SURRULN IR
15.40 15.60 15.80 16.00
m/z 71.10 60.25%
m/z--> §o 160 1éo 260 250 300 350 400 '
Abundance
57.0
15.40 15.60 15.80 16.00
5000 m/z 85.05 40.33%
99.0
o 141.0 183.0 225.0 2670 309.0 351.0 437.0
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #185533: Pentacosane L  RRRR Bam s
57.0 15.40 15.60 15.80 16.00
m/z 55.00 22 .55%
5000
99.0
o Ly 141.0 1830 2250 267.0 300.0 352.0
m/z--> 50 100 150 260 250 300 350 400 ' 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097395.D

Aca On : 5 Aug 2017 14:17

Operator : SJ/JU

Sample : 14584-01 5X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Eicosane, 10-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.12 3.97 ng 104063 Perylene-d12 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 86
2 Octacosane 394 C28H58 000630-02-4 80
3 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 72
4 Tetratriacontane 479 C34H70 014167-59-0 72
5 Eicosane, 9-octyl- 394 C28H58 013475-77-9 72
Abundance Scan 2437 (16.121 min): BF097395.D (-2431) (-) m/z 57.05 100.00%
57.0
5000
113.1 1590 1600 16,90 1640
169.0 2951 3551 15.80 16.00 16.20 16.40
oL— I|I :ll Il .| Iu m|||||||||||n||| TN |"|2|8|:L|1| ——— II' ey m/z 43_10 60_70%
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57.0
5000 R SRR UL IR UL
15.80 16.00 16.20 16.40
9.0 m/z 71.10 49.52%
‘ : 154.0
ol hb i iy “Ta830 2390 2810
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
15.80 16.00 16.20 16,40
5000 m/z 85.10 38.20%
99.0
27.0 141. 0 183.0 225.0 281.0  337.0 394.0
m/z--> 50 100 150 200 250 300 350
Abundance #105894: Heptadecane, 2-methyl- R EE mE
43.0 15.80 16.00 16.20 16.40
m/z 55.05 23.19%
5000
85.0
ol ] ‘ \ , 1270 1690 2110 2540
m/z--> 50 100 150 200 250 300 350 ' 15.80 16.00 16,20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080517\
Data File : BF097395.D

Acq On : 5 Aug 2017 14:17

Operator : SJ/JU

Sample - 14584-01 5X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .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 .22 6.22 3.9 ng 114401 1 6.42 590909 20.0
Pentadecane 12.03 3.0 ng 116000 4 10.92 759514 20.0
Heneicosane 12.40 2.2 ng 65485 5 13.54 600814 20.0
Heptacosane 12.75 3.0 ng 91212 5 13.54 600814 20.0
Octacosane 13.42 3.7 ng 111788 5 13.54 600814 20.0
Tetradecane, 3-me... 13.73 4.8 ng 144303 5 13.54 600814 20.0
Eicosane 14.61 3.8 ng 98486 6 14.88 524804 20.0
Heptacosane, 1-ch... 15.26 5.8 ng 152919 6 14.88 524804 20.0
unknownl15.42 15.42 2.6 ng 67764 6 14.88 524804 20.0
Sulfurous acid, b... 15.66 4.3 ng 113512 6 14.88 524804 20.0
Eicosane, 10-methyl- 16.12 4.0 ng 104063 6 14.88 524804 20.0
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