LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF121718\
Data File : BF111534.D
Aca On : 17 Dec 2018 12:48 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J6386-05 P001-SS005-0006-01
ALS Vial : 8 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-BF121418 .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 4.992 490 494 502 rBV 121873 148779 5.74% 0.565%
2 5.187 524 527 534 rBV 30863 39201 1.51% 0.149%
3 5.422 563 567 580 rBY 2392320 2350903 90.73% 8.928%
4 6.434 735 739 752 rBY 2768334 2591128 100.00% 9.840%
5 6.563 757 761 765 rBVY 2897450 2481610 95.77% 9.424%
6 6.786 796 799 803 rBVY 1081327 913224 35.24% 3.468%
7 6.945 822 826 830 rBVY 2300892 1928227 74.42% 7.322%
8 7.345 889 894 900 rBVY 1623539 1565568 60.42% 5.945%
9 7.392 900 902 907 rVB 110110 88255 3.41% 0.335%
10 8.069 1013 1017 1023 rBVY 1315656 1111782 42.91% 4.222%

11 9.145 1196 1200 1203 rBV 2748016 2236295 86.31% 8.492%
12 9.539 1263 1267 1275 rBV 200572 186626 7.20% 0.709%
13 9.822 1311 1315 1327 rBV 1106035 1039975 40.14% 3.949%
14 10.610 1445 1449 1458 rBV 1084696 948877 36.62% 3.603%

15 11.263 1556 1560 1564 rBV3 26966 31660 1.22% 0.120%
16 11.310 1564 1568 1571 rBV 844312 815863 31.49% 3.098%
17 11.368 1576 1578 1583 rVB4 28659 32230 1.24% 0.122%
18 11.539 1602 1607 1613 rBv4 23053 40723 1.57% 0.155%
19 11.774 1643 1647 1650 rBv4 22611 33510 1.29% 0.127%
20 11.839 1655 1658 1667 rVvVv 311876 350555 13.53% 1.331%
21 12.010 1685 1687 1693 rVB7 18533 29611 1.14% 0.112%
22 12.357 1743 1746 1750 rBV2 43208 50245 1.94% 0.191%
23 12.404 1750 1754 1757 rVB3 34503 36110 1.39% 0.137%
24 12.515 1771 1773 1776 rBV 68975 68510 2.64% 0.260%
25 12.557 1776 1780 1782 rVV 144542 140249 5.41% 0.533%
26 12.580 1782 1784 1788 rVB 50073 43962 1.70% 0.167%
27 12.621 1788 1791 1802 rBV2 108718 151165 5.83% 0.574%
28 12.745 1809 1812 1815 rBV 58970 52296 2.02% 0.199%
29 12.892 1833 1837 1840 rBV 1660691 1433862 55.34% 5.445%
30 13.133 1875 1878 1881 rVB3 31649 32675 1.26% 0.124%
31 13.345 1911 1914 1915 rBV 42625 36981 1.43% 0.140%
32 13.368 1915 1918 1921 rVV 429556 388804 15.01% 1.476%
33 13.474 1933 1936 1942 rVB2 53516 83159 3.21% 0.316%
34 13.580 1952 1954 1959 rVB4 33229 40846 1.58% 0.155%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF121718\
Data File : BF111534.D
Aca On : 17 Dec 2018 12:48 Instrument :
Operator : JU/SJ gﬁA{s el

- _ lentosampleld :
3?22'6 : J6386-05 P001-SS005-0006-01
ALS Vial : 8 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-BF121418.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.792 1986 1990 1996 rVB4 257355 352186 13.59% 1.337%

36 13.945 2011 2016 2019 rBV 996937 1007705 38.89% 3.827%
37 14.115 2042 2045 2049 rVB 83299 74711 2.88% 0.284%
38 14.421 2094 2097 2101 rBV2 135116 149573 5.77% 0.568%
39 14.698 2141 2144 2145 rBV2 193634 194072 7.49% 0.737%
40 14.715 2145 2147 2158 rVB2 357713 591971 22.85% 2.248%

41 14.792 2158 2160 2166 rVB 104873 113753 4_.39% 0.432%
42 14.862 2169 2172 2176 rVB2 82964 83181 3.21% 0.316%
43 14.974 2186 2191 2193 rBV2 130168 195693 7.55% 0.743%
44 15.051 2201 2204 2206 rBVY 177909 186828 7.21% 0.709%
45 15.074 2206 2208 2212 rVB3 80778 89923 3.47% 0.341%

46 15.256 2237 2239 2245 rVB 114747 162290 6.26% 0.616%
47 15.321 2246 2250 2255 rBVY 104312 153216 5.91% 0.582%
48 15.386 2256 2261 2264 rVV 730175 902509 34.83% 3.427%
49 15.415 2264 2266 2271 rVB2 119477 145808 5.63% 0.554%
50 15.839 2334 2338 2343 rVB 206334 281418 10.86% 1.069%

51 15.892 2343 2347 2349 rBvV4 84471 124653 4.81% 0.473%

Sum of corrected areas: 26332956
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121718\

Data File : BF111534.D

Aca On : 17 Dec 2018 12:48

Operator : JU/SJ

ﬁ?ggle i J6386-05 P001-5S005-0006-01
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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: BF111534.D

2500000
5.42 6.95

2000000
7.35
1500000

6.79
1000000

500000

1

e e T T | L L SR

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: BF111534.D

2500000

2000000
12.89

1500000 8.07
9.82 10.61

1000000 11.31

500000 1184 L—J%MMAAAJ
9.54
k | 1186311541177 12.01 12 74| 131313

L e L et e e e S e

T T ™ 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: BF111534.D

2500000

2000000

1500000

13.94

1000000

.3
500000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121718\

Data File : BF111534.D

Aca On : 17 Dec 2018 12:48

Operator : JU/SJ

ﬁ?ggle i J6386-05 P001-5S005-0006-01
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 12

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

4.99 3.26 ng 148779 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 494 (4.992 min): BF111534.D (-490) (-) m/z 43.00 100.00%
43
5000 59
101
53 83 | 460 4.80 5.00 520 5.40
O e e o o e P m/z 59.10 50.14%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A RS N SN
460 4.80 5.00 520 5.40
59 m/z 101.00 17.24%
21 37| 53,|| 67 77 83 a1 ,101
miz--> N A AP S
Abundance #4030: 2,3-Butanedione, monooxime
43
460 480 500 520 540
5000 m/z 58.00 14.21%
101
15 o5 3137, 51 %8 69 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8205: Acetic acid, 1,1-dimethylethy!| ester
43 460 4.80 5.00 520 5.40
m/z 41.00 7.73%
5000 57
29
101
R IR I "'I"??I""ﬁo""l""I"'Z8I""I""I""I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121718\

Data File : BF111534.D

Aca On : 17 Dec 2018 12:48

Operator : JU/SJ

ﬁ?ggle i J6386-05 P001-5S005-0006-01
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 unknown6.56 Concentration Rank 1

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

6.56 54 .35 ng 2481610 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Amphetaminil 250 C17H18N2 017590-01-1 10

Abundance Scan 761 (6.563 min): BF111534.D (-757) (-) m/z 132.00 100.00%
5000 68
6 rrrrrryTTT T T T T T T T T
54 | 75 104 620 6.40 6.60 6.80
..,....,....,...:,“.'.‘.‘7:,....61'.'.|....,..f.‘?,..!.,.':..,.1.1.5.,....,-'...,.. m/z 68.10  39.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 L S I R
6.20 6.40 6.60 6.80
0
314 5 78 m/z 134.00 32.81%
'w'“'w'“J”Jh'L'w'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132

6.20 6.40 6.60 6.80

5000 67 m/z 66.10 24.91%
41 97
53 117
S Y A-NA B T 7
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 /\
Abundance #14491: 5-Aminoindole R e R
132 6.20 6.40 6.60 6.80

m/z 69.05 15.43%

5000
104
51 66 77
14 27 37 44°-58 | 89 97 || 115

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

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121718\

Data File : BF111534.D

Aca On : 17 Dec 2018 12:48

Operator : JU/SJ

ﬁ?ggle i J6386-05 P001-5S005-0006-01
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 4
R.T. EstConc Area Relative to ISTD R.T.
11.84 8.59 ng 350555 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 n-Decanoic acid 172 C10H2002 000334-48-5 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 1658 (11.839 min): BF111534.D (-1655) (-) m/z 43.10 100.00%
] M\MLW
5000
129
85 mEAS,S < aach aan s
g 1% | 143157171185 16%7% 00 s 11,60 11.80 12.00 12.20

e m/z 73.00 89.55%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129

‘J‘u 11.60 11.80 12.00 12.20

m/z 60.00 87 .14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #72647: Tridecanoic acid
60 73

43 11.60 11.80 12.00 12.20
5000 129 m/z 57.05 82.14%

213
143 157171 185 199

143 157 214

e \
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 w
Abundance #39474: n-Decanoic acid B AR o L S
60 73 11.60 11.80 12.00 12 20
m/z 55.10 73.83%
129
5000
87
AL o " |18
nl Ll I
m/z--> 20 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:\SVOASRV\HPCHEMI\BNA F\DATA\BF121718\
Data File : BF111534.D

Aca On : 17 Dec 2018 12:48

Operator : JU/SJ

Sample : J6386-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Bis(2-ethylhexyl) maleate Concentration Rank 11

P001-SS005-0006-01

R.T. EstConc Area Relative to ISTD R.T.
12.56 3.44 ng 140249 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bis(2-ethvlhexvl) maleate 340 C20H3604 000142-16-5 72
2 Diisooctvl maleate 340 C20H3604 001330-76-3 50
3 Propanoic acid. 3-mercapto-. 2-e... 218 C11H2202S 050448-95-8 27
4 n-Butvric acid 2-ethvlhexvl ester 200 C12H2402 025415-84-3 27
5 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000357-82-9 22

Abundance Scan 1781 (12.563 min): BF111534.D (-1776) (-) m/z 57.05 100.00%
El 117
5000 100
83
3 130 16318, 218 15130 D40 B0 Bes "
T L e m/z 117.00 82.72%
m/z--> 50 100 150 200 250 300
Abundance #176800: Bis(2-ethylhexyl) maleate
g7 117
5000 100
29 12.20 12.40 12.60 12.80
83 m/z 71.10 64 .58%
12 i L h L J 139 167185 212229 297 341
m/z--> 50 100 150 200 250 300 '
Abundance #176799: Diisooctyl maleate
57 117
100 12.20 12.40 12.60 12.80
5000 m/z 43.10 63.20%
29 83
12 | ﬂ | ' 140 167185 271229 283 311 340
m/z--> 50 100 150 200 250 300 '
Abundance #75457: Propanoic acid, 3-mercapto-, 2-ethylhexyl ester I B o
57 12.20 12.40 12.60 12.80
m/z 70.10 57.78%
5000 112
89
2L
| J\ 1], . ‘l 145 171189 218
m/z--> 50 100 150 200 250 300 ' 1220 12.40 12,60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121718\

Data File : BF111534.D

Aca On : 17 Dec 2018 12:48

Operator : JU/SJ

ﬁ?ggle i J6386-05 P001-5S005-0006-01
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 9
R.T. EstConc Area Relative to ISTD R.T.
12.62 3.71 ng 151165 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 80
2 Dodecanoic acid 200 C12H2402 000143-07-7 64
3 Isopropvl stearate 326 C21H4202 000112-10-7 64
4 Undecanoic acid 186 C11H2202 000112-37-8 62
5 Pentadecanoic acid 242 C15H3002 001002-84-2 58
Abundance Scan 1791 (12.621 min): BF111534.D (-1788) (-) m/z 43.05 100.00%
43
5000
"' 1240 1260 1280 13.00
m/z 57.05 83.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131260: Octadecanoic acid
43 73
5000 LR BSURELE BN SULULILN I
12. 40 12 60 12. 80 13. 00
2 m/z 73.00 77 .73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #61120: Dodecanoic acid
6
43 RSN IR BN SN SN
12.40 12.60 12.80 13.00
5000 m/z 60.00 73.70%
2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166202: Isopropyl stearate e
43 12.40 12.60 12.80 13.00
60 102 m/z 55.00 71.45%
284
5000
85 129
2 ‘ ‘ 185 onl 267
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121718\

Data File : BF111534.D

Aca On : 17 Dec 2018 12:48

Operator : JU/SJ

ﬁ?ggle i J6386-05 P001-5S005-0006-01
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Heptadecyl heptafluorobutyrate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.79 6.99 ng 352186 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
3 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
4 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 91
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 87

Abundance Scan 1990 (13.792 min): BF111534.D (-1986) (-) m/z 57.10 100.00%
57
97
5000
230 LN DU AR S I
154175200 13.40 13.60 13.80 14.00 14.20
e m/z 43.10 90.20%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227400: Heptadecy! heptafluorobutyrate
57
83
5000 LN DU AR SR I
111 13.40 13.60 13.80 14.00 14.20
29 m/z 55.05 73.65%
FLAA )LL) 1280 ¥ 210238 g3 434
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #230207: Heptafluorobutyric acid, n-octadecy! ester
57
97 LRI U SRR B I
13.40 13.60 13.80 14.00 14.20
5000 m/z 97.10 64 .19%
125
29
cLadd l } .1?9 196 224 252 297 448
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194196: Octadecyl trifluoroacetate A B E T e
57 13.40 13.60 13.80 14.00 14.20
97 m/z 83.10 60.40%
5000
- 125
FLddd ], l ,154 182 224 252 297 348
m/z--> 50 100 150 200 250 300 350 400 450 1340 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121718\

Data File : BF111534.D

Aca On : 17 Dec 2018 12:48

Operator : JU/SJ

ﬁ?ggle i J6386-05 P001-5S005-0006-01
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Octadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.42 2.97 ng 149573 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 97
2 Heptadecane 240 C17H36 000629-78-7 95
3 Hexacosane 366 C26H54 000630-01-3 87
4 Pentacosane 352 C25H52 000629-99-2 87
5 Heneicosane 296 C21H44 000629-94-7 86
Abundance Scan 2097 (14.421 min): BF111534.D (-2094) (-) m/z 57.10 100.00%
57
5000 85
113 "' 1420 14.40 1460 14.80
140 207 254
C 3 L0 163 188207205 284g7s m/z 43.10 65.32%
m/z--> 50 oo 150 200 250 300 350
Abundance #105884: Octadecane
57
5000 85 LR UL UL UL R
Mmmmmmmm
m/z 71.10 57.89%
29 113
Lol fogog ] 14 169 107 225 284
m/z--> 55 160 150 200 250 300 3éo
Abundance #94345: Heptadecane
57
"14.20 14.40 14.60 14.80
5000 o m/z 85.10 45 . 40%
29
P b (M8 141 160 195 240
m/z--> 55 160 1éo 200 250 300 3éo
Abundance #194493: Hexacosane RS EmmEs o L
57 14.20 14.40 14.60 14.80
m/z 55.00 32.24Y%
5000 85
29 i Iy M3 141 160 197 225 253 295 323 367
m/z--> 55 160 150 200 2éo 300 3éo 1450 1440 1460 1480

8270-BF121418.M Tue Dec 18 15:56:55 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121718\

Data File : BF111534.D

Aca On : 17 Dec 2018 12:48

Operator : JU/SJ

ﬁ?ggle i J6386-05 P001-5S005-0006-01
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 unknownl14.70 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.70 4.30 ng 194072 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. diethvloctadecvloxv(tran... 468 C29H6002Si 1000363-56-9 38
2 1-(Trihexvisilvloxv)hexadecane 525 C34H720Si 1000308-33-1 28
3 3-Methoxvandrostal1l6.17-bl1furan-... 439 C29H45N02 1000196-04-7 17
4 Silane. diethvl(4-chlorobenzvlox... 468 C27H49Cl102Si 1000363-13-9 13
5 Silane, (hexacosyloxy)trimethyl- 454 C29H620Si1 391679-86-0 10
Abundance Scan 2144 (14.698 min): BF111534.D (-2141) (- m/z 439.10 100.00%
439
5000 59

154181 219 362 517 T

257 5g5 317 14.40 14.60 14.80 15.00
m/z 59.00 48.56%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #230778: Silane, diethyloctadecyloxy(trans-4-methylcyclohe...
439
5000 LN L L L L L L LB
14.40 14.60 14.80 15.00
0
91 343 m/z 440.10 48 .44%
29 57 |, 117145 187 229 313 | 411
B A e e e o L B o B e S BN e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #237511: 1-(Trihexylsilyloxy)hexadecane
439
R e A e
14.40 14.60 14.80 15.00
5000 m/z 71.95 27 .80%
355

29 57 83 113 143171199027 269297 |
e e e

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #224590: 3-Methoxyandrosta[16,17-b]furan-2"-imine, 3'-meth...
190 439 14.40 14.60 14.80 15.00
m/z 55.10 23.64%
5000

55
81 148
20, | Y . | 216 255 287 324 358 330

|
m/z--> 50 100 150 200 250 300 350 400

T T T T T
450 500 14.40 14.60 14.80 15.00

8270-BF121418.M Tue Dec 18 15:56:56 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121718\
Data File : BF111534.D

Aca On : 17 Dec 2018 12:48

Operator : JU/SJ

Sample : J6386-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknownl14.72 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

1472 13.12ng 501971  Perylene-diz 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Androstall7-16-b1furan-5"-imine....
2 Silane.
3 Silane.

diethvldodecvl

dimethvl(pentafluorobenz. ..
4 5Alpha-cvano-3-methoxymethvlenec...

439 C29H45N02
oxv(pentaf. ..

439 C30H49NO

468 C23H37F502Si
454 C22H35F502Si

1000196-04-8 38
1000363-22-7 38
1000347-26-9 38
021157-23-3 37

5 Silane, diethyloctadecyloxy(tran... 468 C29H6002Si 1000363-56-9 32
Abundance Scan 2148 (14.721 min): BF111534.D (-2145) (-) m/z 57.10 100.00%
57
5000 85
439
13 149 516 14.40 14.60 14,80 15.00
ﬁ | 180211 257 291317 362 ! .40 14.60 14.80 15.
.”,..”,...M.T:w....“...“...,”..,”..,.”.,.” m/z 43.10 65.70%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #224591: Androsta[17-16-b]furan-5'-imine, 4'-methylene-3-m...
439
5000 LA L L L L L L L L
14,40 14.60 14.80 15.00
m/z 71.10 62 .33%
° 81107 153 2r1 341 410
2 1 179205230 309 382
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #230593: Silane, diethyldodecyloxy(pentafluorobenzyloxy)-
439
IR I I B
14.40 14.60 14.80 15.00
5000 m/z 85.10 48.86%
181
29 55 93119145 “7° 223 27ly97 339367 409
T T e T T [ e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #227886: Silane, dimethyl(pentafluorobenzyloxy)tridecyloxy- L I o e o S R
439 14.40 14.60 14.80 15.00
m/z 439.10 31.64%
5000
181 25 es
LHL 111 154 \ 225 “ | 311 353381
e R .o SR I T
m/z--> 50 100 150 200 250 300 350 400 450 500 14.40 14.60 14.80 15.00

8270-BF121418.M Tue Dec 18 15:56:56 2018

P001-SS005-0006-01
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121718\

Data File : BF111534.D

Aca On : 17 Dec 2018 12:48

Operator : JU/SJ

ﬁ?ggle i J6386-05 P001-5S005-0006-01
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Squalene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.79 2.52 ng 113753 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 72
2 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 59
3 Supraene 410 C30H50 007683-64-9 59
4 3.5-Dinitrobenzoic acid. 3.7.11-... 416 C22H28N206 054605-44-6 59
5 .beta.-Citronellol, chlorodifluo... 268 C12H19CIF202 1000376-20-8 58
Abundance Scan 2160 (14.792 min): BF111534.D (-2158) (-) 69.10 100.00%
69
5000 ANJﬁMNuNVWJMJAJNW¢AMN\\,~NA
41
%» 254 14.40 14.60 14.80 15.00 15.20
225 282
et “'.l. LAl 20%e U 328 489 h/z 81.10  61.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
60
5000, 4 SR BULI LI BRI I
14.40 14.60 14.80 15.00 15.20
m/z 41.10 30.96%
95 137
b ﬂ 4yl |161 191 217 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69
14.40 14.60 14.80 15.00 15.20
5000 m/z 95.10 15.91%
41
95 137
] l.”,: L1 S8
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene A B R e
69 14.40 14.60 14.80 15.00 15.20
m/z 68.05 13.49%
5000
41
‘ 95 137
o116 ] 163 191 217 245 273299 341367 410
m/z--> 50 100 150 200 250 300 350 400 ' 14,40 14.60 14.80 15.00 15.20

8270-BF121418.M Tue Dec 18 15:56:57 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121718\

Data File : BF111534.D

Aca On : 17 Dec 2018 12:48

Operator : JU/SJ

ﬁ?ggle i J6386-05 P001-5S005-0006-01
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Octadecane, 2-methyl- Concentration Rank 8

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

15.05 4.14 ng 186828 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 89
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 86
3 Heneicosane 296 C21H44 000629-94-7 83
4 2-methvloctacosane 408 C29H60 1000376-72-8 83
5 Eicosane 282 C20H42 000112-95-8 83
Abundance Scan 2204 (15.051 min): BF111534.D (-2201) (-) m/z 57.10 100.00%

57
5000 85
113 " 14:80 15.00 15.20 15.40
155180207 280
O L L 222180707 238 TV 318 359 440 483 | 7o 43.10  63.42%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #117648: Octadecane, 2-methyl-
48
71
5000 LS S B BULIUL B

14.80 15.00 15.20 15.40
m/z 71.10 57.01%

99
| | | 127155183 225553

T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194499: Eicosane, 7-hexyl-

14.80 15.00 15.20 15.40
5000 85 m/z 85.10 46.83%

113
Pha 7341 182217 257 281308 337

e S L

m/z--> CI) 50 100 150 200 250 300 350 400 450
Abundance #141425: Heneicosane I  BREEEEES
57 14.80 15.00 15.20 15.40

m/z 41.10 17.21%

5000 85
29

A 111}3141169197225253 296

m/z--> 0 50 100 150 200 250 300 350 400 450 14.80 15. OO 15. 20 15.40

8270-BF121418.M Tue Dec 18 15:56:57 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121718\
Data File : BF111534.D

Aca On : 17 Dec 2018 12:48

Operator : JU/SJ

Sample : J6386-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Benzo[e]pyrene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.26 3.60 ng 162290 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 95
2 Benzolklfluoranthene 252 C20H12 000207-08-9 93
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 90
4 Pervlene 252 C20H12 000198-55-0 87
5 Benzo[a]pyrene 252 C20H12 000050-32-8 81

Abundance Scan 2240 (15.262 min): BF111534.D (-2237) (-) m/z 252.10 100.00%
282
5000
53 75 97 |1 165 200226 || 279 310 356 440 15.00 15.20 15.40 15.60
I L T e e m/z 250.10 26.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104217: Benzo[e]pyrene
252
5000
15.00 15.20 15.40 15.60
125 m/z 253.10 17.92%
50 74 99, | 146 174 200224
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #104224: Benzo[k]fluoranthene
252
15.00 15.20 15.40 15.60
5000 m/z 125.10 12.62%
126
74 99 | 200 224
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #104227: Benz[e]acephenanthrylene L B
252 15.00 15.20 15.40 15.60
m/z 126.00 11.64%
5000
126
39 74 100, | 150174 200224
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60

8270-BF121418.M Tue Dec 18 15:56:58 2018

P001-SS005-0006-01
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121718\
Data File : BF111534.D

Aca On : 17 Dec 2018 12:48

Operator : JU/SJ

Sample : J6386-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 tetra... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.84 6.24 ng 281418 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl tetradecvl... 334 C18H3803S 1000309-18-1 90
2 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 86
3 Docosane 310 C22H46 000629-97-0 78
4 Tridecane. 6-propvl- 226 C16H34 055045-10-8 76
5 Heneicosane 296 C21H44 000629-94-7 74

Abundance Scan 2338 (15.839 min): BF111534.D (-2334) (-) m/z 57.10 100.00%
57
5000 85 wj\NNﬂkaV\,JKﬂvwmfw«HMvaﬂ
HREURN AU SRR BN SR
113 141 15.60 15.80 16.00 16.20
ob St b |77, Tt 169188207225 245262 295 386 | nT 4310 52.08%
m/z--> 50 100 150 200 250 300 350
Abundance #172308: Sulfurous acid, butyl tetradecy! ester
57
5000 L B BRI B B
85 15 60 15. 80 16. oo 16 20
29 m/z 71.05 51.09%
o ) s e
m/z--> 55 100 150 260 250 360 350
Abundance #94356: Tetradecane, 2,6,10-trimethy!-
57
" 15.60 15.80 16.00 16.20
5000 85 m/z 85.10 43.17%
113 155
I 1 183 207225
m/z--> 55 160 150 200 2%0 300 350
Abundance #153223: Docosane R B
57 15.60 15.80 16.00 16.20
m/z 41.10 16.55%
5000 85 A4AM¢WA/va1AJKf“”””MWM*N“ﬂﬂ
113
m/z--> 55 160 150 200 2%0 360 3%0 1560 1580 1600 1620

8270-BF121418.M

Tue Dec 18 15:56:58 2018

P001-SS005-0006-01
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121718\
Data File : BF111534.D

Aca On : 17 Dec 2018 12:48

Operator : JU/SJ

Sample : J6386-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 n-Tetracosanol-1 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.89 2.76 ng 124653 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 60
2 Cetene 224 C16H32 000629-73-2 53
3 Behenic alcohol 326 C22H460 000661-19-8 53
4 Tricvclol5.1.0.0(3.5)loctane-2.6... 220 C14H2002 023585-24-2 52
5 10-Methylundec-2-en-4-olide 196 C12H2002 1000370-40-9 46
Abundance Scan 2347 (15.892 min): BF111534.D (-2343) (-) m/z 55.00 100.00%
5000 231
ur ., 207
3 57 179 s3 281 315 15.60 15.80 16.00 16.20
m/z 57.10 99.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
o7
5000 L N SR SO B
15.60 15.80 16.00 16.20
m/z 83.10 92.05%
29
Lo 167 195 222 250 280 308 336
m/z--> 2'0 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #81244: Cetene
ile]
83 R N SR SO B
15.60 15.80 16.00 16.20
5000 m/z 43.05 90.00%
26 || J|6 140 168 106 224
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol o o = SIS
55 83 15.60 15.80 16.00 16.20
m/z 97.10 82.41%
5000
29
il ‘ 167 196 224 252 280 308
m/z--> %4bm8mmnmmmmmmmmmmmwmmmmm ﬁmﬁmm@m%

8270-BF121418.M Tue Dec 18 15:56:59 2018

P001-SS005-0006-01
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF121718\

Data File : BF111534.D

Acq On : 17 Dec 2018 12:48

Operator : JU/SJ

3?22'6 i J6386-05 P001-SS005-0006-01
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121418_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... 4 .99 3.3 ng 148779 1 6.79 913224 20.0
unknown6 .56 6.56 54_4 ng 2481610 1 6.79 913224 20.0
n-Hexadecanoic acid 11.84 8.6 ng 350555 4 11.31 815863 20.0
Bis(2-ethylhexyl)... 12.56 3.4 ng 140249 4 11.31 815863 20.0
Octadecanoic acid 12.62 3.7 ng 151165 4 11.31 815863 20.0
Heptadecyl heptaf... 13.79 7.0 ng 352186 5 13.94 1007710 20.0
Octadecane 14.42 3.0 ng 149573 5 13.94 1007710 20.0
unknown14._.70 14.70 4.3 ng 194072 6 15.39 902509 20.0
unknownl14 .72 14.72 13.1 ng 591971 6 15.39 902509 20.0
Squalene 14.79 2.5 ng 113753 6 15.39 902509 20.0
Octadecane, 2-met... 15.05 4.1 ng 186828 6 15.39 902509 20.0
Benzo[e]pyrene 15.26 3.6 ng 162290 6 15.39 902509 20.0
Sulfurous acid, b... 15.84 6.2 ng 281418 6 15.39 902509 20.0
n-Tetracosanol-1 15.89 2.8 ng 124653 6 15.39 902509 20.0
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