LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120717\
Data File : BF101201.D

Aca On : 7 Dec 2017 13:27

Operator : SJ/JU

Sample : 16615-01 2X

Misc :

ALS Vial : 5 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-BF113017.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 5.057 501 505 513 rBV 31704 37586 4.71% 0.433%
2 5.457 570 573 591 rBV 521462 605816 75.92% 6.974%
3 6.475 743 746 763 rBV 631438 643029 80.58% 7.402%
4 6.610 765 769 773 rBV 798559 662965 83.08% 7.632%
5 6.839 804 808 811 rBV 369553 305312 38.26% 3.515%
6 6.992 830 834 838 rBV 611156 513191 64.31% 5.908%
7 7.251 875 878 882 rBB 16745 15547 1.95% 0.179%
8 7.404 900 904 907 rVB 461796 368001 46.12% 4.236%
9 8.122 1022 1026 1030 rBV 493302 399710 50.09% 4.601%
10 9.198 1204 1209 1212 rBvY 1010688 797960 100.00% 9.186%
11 9.592 1272 1276 1278 rBV 38363 29377 3.68% 0.338%
12 9.798 1305 1311 1315 rBV 14110 12117 1.52% 0.139%
13 9.880 1321 1325 1329 rBV 541506 442375 55.44% 5.092%
14 10.298 1393 1396 1399 rVB 18041 13457 1.69% 0.155%
15 10.522 1428 1434 1436 rBvV2 6529 9741 1.22% 0.112%
16 10.669 1456 1459 1463 rBvV 487434 433745 54.36% 4 .993%
17 10.774 1474 1477 1482 rBV 19801 19965 2.50% 0.230%
18 11.221 1550 1553 1555 rBvV2 24284 18315 2.30% 0.211%
19 11.369 1575 1578 1581 rBvV 503397 443306 55.55% 5.103%
20 11.392 1581 1582 1586 rVvVv 97090 58792 7.37% 0.677%
21 11.445 1589 1591 1594 rVB 14855 10401 1.30% 0.120%
22 11.886 1661 1666 1674 rBV4 74337 96777 12.13% 1.114%
23 11.986 1680 1683 1685 rBV2 13267 12692 1.59% 0.146%
24 12.057 1691 1695 1699 rBvV4 12586 11338 1.42% 0.131%
25 12.586 1782 1785 1788 rBV 126064 105276 13.19% 1.212%
26 12.674 1794 1800 1803 rBV3 31338 34520 4.33% 0.397%
27 12.768 1813 1816 1819 rBV 14904 12466 1.56% 0.144%

28 12.815 1819 1824 1828 rBV 121596 110984 13.91% 1.278%
29 12.957 1840 1848 1851 rBV 712923 630920 79.07% 7.263%

30 13.033 1856 1861 1866 rVV6 7793 14856 1.86% 0.171%
31 13.145 1873 1880 1883 rBV3 14049 20241 2.54% 0.233%
32 13.251 1894 1898 1900 rBV2 15197 14401 1.80% 0.166%
33 13.380 1916 1920 1921 rBV4 8532 10386 1.30% 0.120%

34 13.433 1923 1929 1933 rBV 222797 242563 30.40% 2.792%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120717\
Data File : BF101201.D

Aca On : 7 Dec 2017 13:27

Operator : SJ/JU

Sample : 16615-01 2X

Misc :

ALS Vial : 5 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-BF113017.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.510 1939 1942 1946 rVB3 15439 20395 2.56% 0.235%
36 13.662 1965 1968 1971 rVB 9155 9954 1.25% 0.115%
37 13.768 1981 1986 1988 rBV2 8448 13653 1.71% 0.157%
38 13.839 1992 1998 2001 rVV3 96263 108091 13.55% 1.244%
39 13.868 2001 2003 2008 rVB3 15776 17941 2.25% 0.207%
40 13.980 2016 2022 2024 rBV 14974 20593 2.58% 0.237%
41 14.015 2024 2028 2031 rvv2 338733 362289 45.40% 4_.170%
42 14.045 2031 2033 2036 rvB 42568 36453 4_.57% 0.420%
43 14.115 2042 2045 2047 rBV3 12189 15122 1.90% 0.174%
44 14.139 2047 2049 2051 rVB3 15375 12123 1.52% 0.140%
45 14.180 2051 2056 2059 rBvV2 26086 34310 4 _.30% 0.395%
46 14.227 2062 2064 2069 rvVB6 12161 15347 1.92% 0.177%
47 14.268 2069 2071 2075 rVB3 17177 18451 2.31% 0.212%
48 14.310 2075 2078 2079 rBV3 19691 20382 2.55% 0.235%
49 14.404 2091 2094 2097 rVB3 20176 22570 2.83% 0.260%
50 14.462 2100 2104 2109 rVB3 28506 49909 6.25% 0.575%
51 14.621 2128 2131 2137 rVB2 33644 50529 6.33% 0.582%
52 14.845 2168 2169 2172 rVB3 15263 10972 1.38% 0.126%
53 15.068 2201 2207 2209 rBV 37186 58925 7.38% 0.678%
54 15.368 2254 2258 2265 rVB 28262 35302 4._.42% 0.406%
55 15.433 2265 2269 2273 rBV 37689 44957 5.63% 0.518%
56 15.498 2275 2280 2292 rVB 244403 324957 40.72% 3.741%
57 15.921 2349 2352 2356 rVB5 10684 12524 1.57% 0.144%
58 15.980 2357 2362 2373 rVB9 17315 39023 4 .89% 0.449%
59 16.180 2391 2396 2405 rVB9 15552 41457 5.20% 0.477%
60 16.427 2433 2438 2442 rBVS 7837 15529 1.95% 0.179%
61 16.609 2464 2469 2474 rVBS8 11617 24945 3.13% 0.287%
62 16.986 2527 2533 2537 rBV3 18421 43670 5.47% 0.503%
63 17.433 2602 2609 2615 rBV 14335 28719 3.60% 0.331%
64 17.698 2650 2654 2659 rBVS 9671 19805 2.48% 0.228%
Sum of corrected areas: 8687025

8270-BF113017.M Fri Dec 08 11:04:19 2017 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120717\
Data File : BF101201.D

Aca On : 7 Dec 2017 13:27

Operator : SJ/JU

Sample : 16615-01 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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: BF101201.D
1000000

800000 6.61

600000
5.46
7.40

400000 6.84

200000

5.06 7.25

R e T et . S

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: BF101201.D
1000000 9l20

800000
12.96

600000 0.88

8.12 10.67 11.37

400000

13.43

200000

1Jﬂ1j9 1180 12.5912.82
9.59 11.22 ' 07
oL %Pem  woosfiorr e puswe  NAE dawemas

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance TIC: BF101201.D
1000000

800000

600000

400000 14.02

15.50
200000

1399816.18 16.436.61 16,99 17.43 17.70
O T T e T e e e e e e T e e

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:\HPCHEMI\BNA F\DATA\BF120717\
Data File : BF101201.D

Aca On : 7 Dec 2017 13:27

Operator : SJ/JU

Sample : 16615-01 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

5.06 2.46 ng 37586 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 9
4 2-Heptanone. 7.7-dichloro- 182 C7H12CI20 066241-43-8 9
5 Acetone 58 C3H60 000067-64-1 7

Abundance Scan 505 (5.057 min): BF101201.D (-501) (-) m/z 43.00 100.00%
43
59
5000
101 480 5.00 520 540
O 8l e w7z s9.10 - 57.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A I LN I I
59 480 500 520 540
m/z 58.10 17.63%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 5.00 520 540
5000 m/z 101.10 16.95%
58
15 27 37 72 100
e S I UL SULIULS SUSIILS IS IULIULS SULILS UL I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- R L Eams o
59 4.80 5.00 5.20 5.40
m/z 41.10 10.35%
5000
41
Oy "|"'H‘N""“*k"'|??¢*i ""I??"I"QG'I""IM T U L R R I
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120717\
Data File : BF101201.D

Aca On : 7 Dec 2017 13:27

Operator : SJ/JU

Sample : 16615-01 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 unknown6.61 Concentration Rank 1

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

6.61 43.43 ng 662965 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 769 (6.610 min): BF101201.D (-765) (-) m/z 132.00 100.00%
132
5000 68
40 | % 620 640 6.60 6.80 7.00
4854 62 ||| 7> g7 | 104 : 40 6. 80 7
0....,....I'!..:,:!..,.:.-.,..':.,....,....,.'!..,....,....,'...,... m/z 68.10 37.96%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 R A UL R
a1 o7 6.20 6.40 6.60 6.80 7.00
53 117 m/z 134.00 32.97%
79
0----.-3-4--.----.----?%---.----.---§?----.}9?-.----.1-?‘?-.---.---
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
97 620 640 6.60 6.80 7.00
5000 o m/z 66.00 23.79%
52
0 st 44 60 78 gg 105 116
miz--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine T ./k A S
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.93%
5000
104
o P SO ® e gy
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 = | 6.0 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120717\
Data File : BF101201.D

Aca On : 7 Dec 2017 13:27

Operator : SJ/JU

Sample : 16615-01 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.89 4_.37 ng 96777 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 43
5 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 30
Abundance Scan 1667 (11.892 min): BF101201.D (-1661) (-) m/z 73.00 100.00%
43 s
60
5000 129

192 213

I A
LI I L B

227 256 11.60 11.80 12.00 12.20
m/z 43.05 84 .04%

157171

143

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73

o

5000 129 L L e B
11. 60 11. 80 12. 00 12 20
H‘

m/z 60.00 74 .51%

213
143 157171 185 199

Oy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
LA R
11.60 11.80 12.00 12.20
5000 g 129 m/z 41.10 70.60%
87 242
143 199
115 185
101 157171 213
Oyt gl e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid L e e o
60 73 11.60 11.80 12.00 12.20
43 m/z 55.00 67.77%
5000 129
185 228
‘ T7 01115 143157171 ‘ 199
ol ol L 3 EI T L e | e e
m/z--> 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120717\
Data File : BF101201.D

Aca On : 7 Dec 2017 13:27

Operator : SJ/JU

Sample : 16615-01 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.43 13.39 ng 242563 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 98
2 Octanamide 143 C8H17NO 000629-01-6 59
3 Dodecanamide 199 C12H25NO 001120-16-7 59
4 Nonanamide 157 C9H19NO 001120-07-6 59
5 Pentanamide 101 C5H11NO 000626-97-1 53
Abundance Scan 1928 (13.427 min): BF101201.D (-1923) (-) m/z 59.00 100.00%
5o
5000
41
—
112126149 13.20 13.40 13.60 13.80
o 154 170184198 221 238 264 n/z 72.10 61 04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41 LI BUULIN UL B SR
13120 13.40 13.60 13.80
81 m/z 55.05 38.93%
) 2 8112126140154 170184108 221 238 264 281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
1320 13.40 13.60 13.80
5000 m/z 41.05 32.19%
44 86
o 15 29 100114128143
WWWWWTWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60439: Dodecanamide S e LR,
509 13.20 13.40 13.60 13.80
m/z 43.10 27 .55%
- JJ\
o \\ Lol %6100114128142156170184199
m/z--> 25 45 eb 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120717\
Data File : BF101201.D

Aca On : 7 Dec 2017 13:27

Operator : SJ/JU

Sample : 16615-01 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.84 5.97 ng 108091 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Octacosanol 410 C28H580 000557-61-9 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 95
4 Behenic alcohol 326 C22H460 000661-19-8 95
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95

Abundance Scan 1998 (13.839 min): BF101201.D (-1992) (-) m/z 57.05 100.00%

57
83

5000

13.60 13.80 14.00 14.20

(o} m/z 43.10 87.20%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55 83
5000 LIRS
13.60 13.80 14.00 14.20
29 m/z 55.05 82.00%
e —r— R B AR
m/z--> 50 250 300 350
Abundance
57
97 IIIIIIIIIIIIIIIIIIIIIII
13.60 13.80 14.00 14.20
5000 m/z 83.05 81.02%
125
29
o 77 153 181 209 236 264 292 322 364 392
T T T T T e T T e T
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 e B RSN Ramas e
8 13.60 13.80 14.00 14.20
m/z 69.05 67.67%
5000 11

o ‘ 4 J ; 41§7 195 222 250 280 308 336

m/z--> 50 100 150 200 250 300 350 13.60 13. 80 14. OO 14 20

o
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120717\
Data File : BF101201.D

Aca On : 7 Dec 2017 13:27

Operator : SJ/JU

Sample : 16615-01 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 10-Methylnonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.46 2.76 ng 49909 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Methvlnonadecane 282 C20H42 056862-62-5 68
2 Hentriacontane 437 C31H64 000630-04-6 64
3 Tetrapentacontane 759 C54H110 005856-66-6 64
4 Octacosane 394 C28H58 000630-02-4 64
5 Octadecane, 3-ethyl-5-(2-ethylbu... 366 C26H54 055282-12-7 64
Abundance Scan 2104 (14.462 min): BF101201.D (-2100) (-) m/z 57.10 100.00%

57
5000

“ 155 202 258 14.20 14.40 14.60 14.80
0---|-|---MWWMWWWWWW m/Z 71.10 55.78%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750

Abundance #129494: 10-Methylnonadecane
57
5000 TT T[T T T T[T T rrrrrrr1
14.20 14.40 14.60 14.80
99 154 m/z 43.05 54_.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance
57
R N REE
14.20 14.40 14.60 14.80
5000 m/z 85.10 38.42%

141183225 267309351 437

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance #243297: Tetrapentacontane B EERR Bam e L
57 14.20 14.40 14.60 14.80
m/z 41.10 25.46%
5000

41
U | 183225267 309351 303435 477519561 603645687 758

o.”w””,””.”..”.””.”..”.””..”.”..”.””.”..”w”. LA R a e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120717\
Data File : BF101201.D

Aca On : 7 Dec 2017 13:27

Operator : SJ/JU

Sample : 16615-01 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 1-Octadecanesulphonyl chloride Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.62 2.79 ng 50529 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 83
2 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 80
3 Heptacosane 380 C27H56 000593-49-7 72
4 Hentriacontane 437 C31H64 000630-04-6 64
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 59

Abundance Scan 2131 (14.621 min): BF101201.D (-2128) (-) m/z 57.05 100.00%
57
5000 85
UL 101 160 103 208 261 "4 1460 1450 1500
ob——4 — e m/z 43.05 73.75%
m/z--> 50 100 150 200 250 300 350
Abundance #185101: 1-Octadecanesulphony! chloride
57
5000 85 LI SR BN SUBU IR
14.40 14.60 14.80 15.00
m/z 71.10 59.73%
29
oL, uku‘\f\n‘ “.ul?% - —
m/z--> 50 100 150 200 250 300 350
Abundance
57
" 14.40 14.60 14.80 15.00
5000 o m/z 85.05 43.15%
29
0 105 133 161 189 217 245 288
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane RS EmmEs o L
57 14.40 14.60 14.80 15.00
m/z 69.10 29.13%
5000 85
29
oL “J I “113 141 169 197 225 253 281 309 337 380
m/z--> 50 100 1&'30 2(')0 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120717\
Data File : BF101201.D

Aca On : 7 Dec 2017 13:27

Operator : SJ/JU

Sample : 16615-01 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 Benzo[e]pyrene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.37 2.17 ng 35302 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 95
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 90
3 Benzolklfluoranthene 252 C20H12 000207-08-9 90
4 Benzolalovrene 252 C20H12 000050-32-8 87
5 (1-Cyclopentenyl)ferrocene 252 C15H16Fe 012260-67-2 80
Abundance Scan 2258 (15.368 min): BF101201.D (-2254) (-) m/z 252.10 100.00%
252
5000
125
70 85 9911274 147 165 189 211224 15.00 15.20 15.40 15.60
o..‘}1...5.6,....,E.“E?..,..]ﬂ.,'!i...,....,....,....i....,!-...,.'.- L Tm/z 250.10  29.67%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104217: Benzo[e]pyrene
252
5000
15.00 15.20 15.40 15.60
m/z 253.10 24 _97%
ol 5063 &3 99112 H 146 174187200 224237 L
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252
15.00 15.20 15.40 15.60
5000 m/z 125.15 13.71%
126
113 224
ol 83 B3 200 )l 150 174187200 20237 e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104224: Benzo[k]fluoranthene
252 15.00 15.20 15.40 15.60
m/z 251.10 12.21%
5000
113126
o 2 | 20 24 |
m/z--> 4 60 80 1(')0 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120717\
Data File : BF101201.D

Aca On : 7 Dec 2017 13:27

Operator : SJ/JU

Sample : 16615-01 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 Carbonic acid, tridecyl 2,2... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

15.98 2.40ng 30023  Perylene-di2 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Carbonic acid. tridecvl 2.2.2-tr... 374 C16H29CI1303 1000314-55-9 55
2 Trichloroacetic acid. undecvl ester 316 C13H23CI1302 074339-49-4 46

3 Z-5-Nonadecene 266 C19H38 1000131-11-8 45
4 17-Pentatriacontene 491 C35H70 006971-40-0 43
5 1-Nonadecene 266 C19H38 018435-45-5 43
Abundance Scan 2362 (15.980 min): BF101201.D (-2357) (-) m/z 55.10 100.00%
55 83 97
69
5000 4
o | 15960 1580 1600 1620
o NS | N m/z 97.00 89.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #199028: Carbonic acid, tridecyl 2,2,2-trichloroethyl| ester
55 69 83 97
4
5000 AR VS
15.60 15.80 16.00 16.20
131 154 m/z 83.10 88.12%
2 193
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

43 57 83 g7

15.60 15.80 16.00 16.20
5000 m/z 57.10 73.01%

2 11

o 154167181 199

memmmwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115907: Z-5-Nonadecene e EARRs RS
41 95 g9 83 97 15.60 15.80 16.00 16.20
m/z 69.10 70.66%

5000
125 266
139154168182196 210224238251

miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120717\
Data File : BF101201.D

Aca On : 7 Dec 2017 13:27

Operator : SJ/JU

Sample : 16615-01 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 unknownl16.18 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.18 2.55 ng 41457 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Amino-2.5.6-trifluorobenzoic acid 191 C7H4F3NO2 133622-65-8 27
2 .beta.-i1so-Methyl i1onone 206 C14H220 1000285-40-2 25
3 Pvridol3.4-dlpvrimidine-2.4(1H.3... 191 C9H9N302 022389-87-3 22
4 Silane. diethvlethoxv(2-ethoxvet... 220 C10H2403Si 1000363-51-6 17
5 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 14
Abundance Scan 2396 (16.180 min): BF101201.D (-2391) (-) m/z 191.15 100.00%
191
79 135
5000 209 65 286

43 57 ‘
|

|| | ‘ \ ‘ ‘ ‘ | 15.80 16.00 16.20 16.40
S 0 T A D I | A m/z 135.10 59.66%

05
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53938: 3-Amino-2,5,6-trifluorobenzoic acid
191
5000 147
00 9 15.80 16.00 16.20 16.40
100 11 m/z 79.00 59.36%
ke |
ol ..w o “‘w‘w et 1l L3 S .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
191
e
15.80 16.00 16.20 16.40
5000{ 28 m/z 179.00 51.20%
43 o5 135 163
69 149
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54033: Pyrido[3,4-d]pyrimidine-2,4(1H,3H)-dione, 6,8-dime...
191 15.80 16.00 16.20 16.40
m/z 147.00 50.90%
5000
79 120 148
93
o S PR N N | N S N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120717\
Data File : BF101201.D

Aca On : 7 Dec 2017 13:27

Operator : SJ/JU

Sample : 16615-01 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 Dibenzo[def,mno]chrysene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

16.99 2.69 ng 43670 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzoldef.mnolchrvsene 276 C22H12 000191-26-4 64
2 Indenol1l.2.3-cdlfluoranthene 276 C22H12 000193-43-1 53
3 Indenoll.2.3-cdlpvrene 276 C22H12 000193-39-5 52
4 Benzolahilpervlene 276 C22H12 000191-24-2 49

5 Phenol, 2-(4-chlorophenyliminome... 276 C13H9CIN203 1000262-90-3 47

Abundance Scan 2534 (16.992 min): BF101201.D (-2527) (-) m/z 276.10 100.00%
216

5000

16.60 16.80 17.00 17.20 17.40

0 m/z 274.00 34_75%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #124622: Dibenzo[def,mno]chrysene
276

5000 | BNLEL L N LI L L L
16.60 16.80 17.00 17.20 17.40
m/z 277.10 34 .35%
o 45 63 90 113 170 201 222 252
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
276
16.60 16.80 17.00 17.20 17.40
5000 138 m/z 278.05 31.65%
112
57 74 91 174 198 224 248

0!
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #124618: Indeno[1,2,3-cd]pyrene
276 16.60 16.80 17.00 17.20 17.40
m/z 221.10 25.52%

5000

55 74 92 112 174 198 224 248
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 16.60 16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120717\
Data File : BF101201.D

Acq On : 7 Dec 2017 13:27

Operator : SJ/JU

Sample : 16615-01 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017 .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]
2-Pentanone, 4-hy... 5.06 2.5 ng 37586 1 6.84 305312 20.0
unknown6.61 6.61 43.4 ng 662965 1 6.84 305312 20.0
n-Hexadecanoic acid 11.89 4.4 ng 96777 4 11.37 443306 20.0
9-Octadecenamide, ... 13.43 13.4 ng 242563 5 14.02 362289 20.0
1-Heneicosanol 13.84 6.0 ng 108091 5 14.02 362289 20.0
10-Methylnonadecane 14.46 2.8 ng 49909 5 14.02 362289 20.0
1-Octadecanesulph... 14.62 2.8 ng 50529 5 14.02 362289 20.0
Benzo[e]pyrene 15.37 2.2 ng 35302 6 15.50 324957 20.0
Carbonic acid, tr... 15.98 2.4 ng 39023 6 15.50 324957 20.0
unknownl16.18 16.18 2.5 ng 41457 6 15.50 324957 20.0
Dibenzo[def,mno]c... 16.99 2.7 ng 43670 6 15.50 324957 20.0
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